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A B S T R A C T

In conventional olive growing, frequent soil tillage strongly reduces the complexity and diversity of the agro-
ecosystem. Here, a metabolomic analysis was carried out on the xylem sap (XS) of olive plants (Olea europaea L.)
from a grove located in Southern Italy (Basilicata region). The orchard has been divided in two plots that have
been managed for 18 years with two different systems: a) ‘sustainable management’ (Smng), with no-tillage,
fertigation and internal C-inputs (spontaneous weeds and pruning residues), and b) an adjacent rainfed ‘con-
ventional management’ (Cmng), that included soil tillage and mineral fertilization. The XS was extracted from
olive shoots in two sampling times (ST1: May; ST2: October) using a Sholander pressure chamber, and its me-
tabolome analyzed by ultra-high performance liquid chromatography (UHPLC) coupled to a hybrid quadrupole-
time-of-flight mass spectrometer (QTOF-MS). The discriminating compounds were 94 at ST1 and 119 at ST2, and
35 of them were in common between the two sampling times. The majority of the discriminating metabolites (73
on 94 at ST1, and 109 on 119 at ST2) were found at higher concentration in the XS of Smng plants, compared to
that of Cmng ones. Most of the discriminating metabolites found in XS (about 80%, both at ST1 and ST2) were
involved in plant secondary metabolism, mainly for plant chemical defense, growth regulation and signal
transduction. The most prevailing class of compounds included terpenoids, phytohormones, alkaloids, sterols/
steroids, retinols/retinoids, tocopherols and carotenoids. For the first time, we have demonstrated that the XS of
a tree crop significantly responds to a shift of soil management. Generally, the plants of the Smng plot showed an
up-regulated secondary metabolism. The results of our study encourage the use of a set of sustainable agri-
cultural practices in a productive orchard, in order to enhance plant physiological status, increase yield quan-
tity/quality, safeguard the environment and ameliorate human health.

1. Introduction

Olive (Olea europaea L.) represents one of the most important oil
crops world-wide, which has characterized the Mediterranean land-
scape since ancient times. In 2017, on an area of 10.65Mha, 19.27Mt
of olives were harvested world-wide (FAOSTAT, 2017). Considering the
relevance of this crop for semi-arid Mediterranean agricultural lands, a
sustainable approach in olive orchard management is essential for im-
proving soil quality, health and fertility (Sofo et al., 2014). The ad-
vantages of the adoption of a sustainable soil management that includes
no/minimum tillage, cover crop application, incorporation of grass and
pruning residues into the soil, and correct pruning, has been extensively
studied in olive groves. Such benefits include a high level of soil mi-
crobial genetic/functional diversity and complexity both in the soil and

in the phyllosphere (Sofo et al., 2014; Pascazio et al., 2015), a faster C
and N turnover (Pascazio et al., 2018), higher levels of soil organic
carbon (SOC) (Montanaro et al., 2012) and soil water content (Celano
et al., 2011), and better soil physical (Palese et al., 2014) and chemical
characteristics (Sofo et al., 2010).

The interactions between a plant and the composition of its xylem
sap (XS) are highly complex and dynamic (Alvarez et al., 2008; Carella
et al., 2016). The number and amounts of compounds in XS depend on
some key factors, such as plant genotype and physiological status,
sampled organ and tissue growth stage, sampling period, availability of
soil nutrients, soil water potential and soil environmental conditions
(Dambrine et al., 1995; Carella et al., 2016). If XS composition can be
affected by differential agricultural practices is still a matter of debate,
but no definitive findings are present in literature. Some attempts were

https://doi.org/10.1016/j.plaphy.2019.04.036
Received 1 December 2018; Received in revised form 26 April 2019; Accepted 26 April 2019

Abbreviations: PGP, Plant-growth promoting; ST, Sampling time; XS, Xylem sap
∗ Corresponding author.
E-mail addresses: adriano.sofo@unibas.it, adriano.sofo@libero.it (A. Sofo).

Plant Physiology and Biochemistry 139 (2019) 707–714

Available online 27 April 2019
0981-9428/ © 2019 Elsevier Masson SAS. All rights reserved.

T

http://www.sciencedirect.com/science/journal/09819428
https://www.elsevier.com/locate/plaphy
https://doi.org/10.1016/j.plaphy.2019.04.036
https://doi.org/10.1016/j.plaphy.2019.04.036
mailto:adriano.sofo@unibas.it
mailto:adriano.sofo@libero.it
https://doi.org/10.1016/j.plaphy.2019.04.036
http://crossmark.crossref.org/dialog/?doi=10.1016/j.plaphy.2019.04.036&domain=pdf


carried out with in vitro experiments. For instance, Lu et al. (2009)
found that different nitrogen forms (NO3

− or NH4
+ applied in different

proportions) affect cytokinin (CK) content in xylem sap of tomato
seedlings, and that zeatin riboside is the main responsible for plant
growth. Yong et al. (2000) applied elevated CO2 (720 ppm) coupled
with low mineral nutrition (2mM NO3

−) and observed a significant
increase of CK content in cotton plants grown in greenhouse. Besides
CKs, XP is also vehicle for other plant growth regulators such as indole-
3-acetic acid and its derivatives (Sorce et al., 2002), and abscisic acid
(ABA) (Alvarez et al., 2008).

Xylem sap is important for the transport of photosynthate and N-
compounds throughout the plant body (Carella et al., 2016) and it
contains a wide number of carbohydrates, amino acids, and proteins of
different types and functions (Krishnan et al., 2011). Furthermore,
plants can change XS composition when attacked by a microbial pa-
thogen through the increase in the concentration of several phenyl-
propanoids, some amino acids and alkaloids, and other defense com-
pounds (mainly phenolics, but also pentaketides and α-glucan, pullulan
and stilbenes) (Bruno and Sparapano, 2006; Alvarez et al., 2008).

According to our knowledge, the information on how tree XS me-
tabolome is modified by a different management system of an orchard
is lacking. Very few studies (e.g., Ferguson et al., 1983; Sorce et al.,
2002; Bruno and Sparapano, 2006; Lima et al., 2017) reported in-
formation on partial or complete sap metabolome in tree crops, and
none of these dealt with the effects of agronomic practices on XS
composition. Nonetheless, recent advances in metabolomics and related
bioinformatics offer the possibility to gain a rather comprehensive
picture on the phytochemical profile in biological systems, including
plants, thus opening new opportunities (Meier et al., 2017; Tsugawa,
2018). On this basis, the main aim of this study was to investigate the
xylem sap phytochemical profile of olive plants grown for 18 years
under two different management systems, namely sustainable (Smng)
and conventional (Cmng). We hypothesized that a sustainable manage-
ment system (Smng) could cause significant differences in XS composi-
tion. A deepening about XS metabolome of olive plants grown under
different agronomic systems could be useful for investigating the pre-
sence of compounds with plant-growth promoting (PGP) properties,
that could be beneficial to the plants and promote the quality of this
important fruit crop.

2. Materials and methods

2.1. Experimental site and olive grove management

The trial was carried out in a 2-ha mature olive grove (Olea europaea
L., cv. ‘Maiatica’; plants with an age of approximately 70 years, trained
to vase at a distance of 8× 8m; NE orientation) located in Ferrandina
(Southern Italy, Basilicata region; N 40°29′, E 16°28′) and managed
using organic agricultural practices (sustainable management, Smng)
since 2000. The area has a semi-arid climate. In 2017, the annual
precipitation was 645mm (46mm in ST1 and 68mm in ST2, the two
sampling dates), and the mean annual temperature ranged from 15 to
17 °C. The soil of the experimental grove is a sandy loam, classified as a
Haplic Calcisol (FAO, 2006). The soil has a low gravel content and
shows an increasing concentration of finely divided calcium carbonate
particles in the soil matrix passing from the surface horizons
(0.0–0.5 m) to the parental material (soil layer > 0.6 m). The major
landform is plain, the slope form is classified as convex-straight and the
slope gradient class as gently sloping (2–5%) (FAO, 2006). The depth of
the groundwater at the moment of the analysis was> 1.5m.

In the Smng plot, olive plants were drip-irrigated from March to
October (2800m3 ha−1 year−1) with six drip emitters discharging
8 L h−1 over a 1-m radius around each plant. The top 60-cm soil layer
had an average pH of 7.62 ± 0.36 (SD), total organic carbon content of
10.82 ± 0.58 g kg−1, total N equal to 1.48 ± 0.28 g kg−1, and C/N of
6.99 ± 1.19, with a mean bulk density of 1.37 t m−3. The average

annual amounts of organic C, N, P and K distributed by the irrigation
water were 124, 54, 30 and 50 kg ha−1 year−1, respectively. An in-
tegrative amount of 40 kg ha−1 of NeNO3

– per year was distributed by
fertirrigation during fruit set and pit hardening phase, in order to en-
tirely satisfy the nutrient needs of olive trees. Plants were lightly pruned
every year in winter. The soil was permanently covered by spontaneous
self-seeding weeds (mainly Fabaceae and Poaceae), mowed twice a year
for avoiding competition for water and nutrients. Cover crop residues
and shredded prunings were shredded and left along the row as mulch.

An adjacent plot, characterized by soil and trees having similar
features, was taken as control and conducted with a locally conven-
tional management (Cmng), according to the practices usually adopted
by farmers in the region. The top 60-cm soil layer had an average pH of
7.97 ± 0.31 (SD), organic carbon content of 9.78 ± 0.20 g kg−1, total
N equal to 1.05 ± 0.12 g kg−1, and C/N of 9.32 ± 1.40, with a mean
bulk density of 1.22 t m−3. The Cmng plot was managed by tillage
(milling at 10 cm depth) performed 2–3 times per year to control weeds.
Severe pruning was carried out every two years, and pruned residues
were removed from the olive orchard. Irrigation with aqueduct water
was conducted empirically by the farmers, only if needed. A mineral
fertilization was carried out once per year, in early spring, using ternary
compounds (NPK 20-10-10 fertilizer at doses ranging from 300 to
500 kg ha−1 year−1).

There were no diseases nor biotic stresses (e.g., drought, excess
heat), nor N and P deficiency symptoms in the trees of both the man-
agement systems. There were no differences in tree height (about
4.0–4.5m) and diameter between Smng and Cmng plots, whereas yield in
2017 was 7.8 t ha−1 in the Smng plot and 4.3 t ha−1 in the Cmng one.

2.2. Sap collection and extraction

The xylem sap (XS) was extracted from shoots of olive trees for both
the management systems in May 2017 (sampling time 1: ST1) and in
October 2017 (sampling time 2: ST2). In order to avoid border inter-
ferences, plants located in the central part of each plot and far 24m
each other were randomly chosen. For each treatment, three replicates
(n=3) of XS, each from one single plant, were collected using a
Sholander pressure chamber (Model 600, PMS Instruments, Corvallis,
OR) pressurized with N2. This method was chosen because the appli-
cation of pressure did not cause rapid sap changes with time and
minimized the contamination of the extracted sap by cellular contents.

Two shoots, approximately 15–20 cm in length, were taken from
each of the four cardinal points per plant using sterile cutting shears.
The plant material was put in plastic bags, transported to the laboratory
and stored 4 °C before use. For each shoot, a 1-cm wide bark strip was
removed in the proximal part with a sharp knife sterilized with 75%
ethanol, in order to exclude the phloem sap and to prevent external
contamination. The cut end of the stem was placed in the pressure
chamber facing out. The foliage of the cutting was placed in the pres-
sure chamber and the lid was locked down. Then, high pressure was
applied (approximately from 5.0 to 7.0MPa, i.e. 50–70 bar) to force
plant XS from the tissue at the proximal end of the cutting. After dis-
carding the first drops, XS was collected into Eppendorf tubes for
15–20min per shoot and centrifuged at 12,000×g for 10min at 4 °C.
Thereafter, supernatants were taken and kept at −80 °C until metabo-
lomic analysis.

2.3. Metabolomic analysis

Each individual XS sample was diluted in 10 vol of 1% HCOOH in
80% methanol, then filtered through a 0.22 μm disposable cellulose
membrane into an amber vial for analysis. The untargeted screening of
metabolites in XS was carried out through an ultra-high performance
liquid chromatography (UHPLC) system coupled to a hybrid quadru-
pole-time-of-flight mass spectrometer (QTOF-MS) using previously the
method described by Rouphael et al. (2016) with small modifications.
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The system included a 1290 liquid chromatograph, a G6550 iFunnel Q-
TOF mass spectrometer and a Dual Electrospray JetStream ionization
system (all from Agilent technologies, Santa Clara, CA, USA). Briefly,
reverse phase chromatographic separation was achieved using an Agi-
lent Zorbax Eclipse-plus C18 column (100×2.1mm, 1.8 μm) and a
mobile phase linear gradient (5%–95% methanol in water, 34 min run
time) flowing at 220 μLmin−1 at 35 °C. The mass spectrometer was run
in positive ionization SCAN mode in the range of 100–1000 m/z+. Each
extract underwent a duplicate injection, and samples were randomly
positioned in the analytical sequence; a blank (80% v/v aqueous me-
thanol) was run after every three samples injection, whereas injection
needle was washed for 8 s in 5% (v/v) HCOOH and 80% (v/v) acet-
onitrile following each injection.

Deconvolution and post-acquisition processing were done in Agilent
Profinder B.06 using the ‘find-by-formula’ algorithm. After mass and
retention time alignment, compounds annotation was achieved based
on monoisotopic accurate mass (threshold < 5 ppm), isotopes spacing
and isotopes ratio. With this aim, the database PlantCyc 12.5 (Plant
Metabolic Network, http://www.plantcyc.org; released in April 2018)
was used. Those compounds having an annotation score of> 75/100
were maintained in the dataset. Thereafter, a filter-by-frequency post-
processing filter was applied to retain only those compounds that were
present in 66% of replications within at least one treatment. Based on
the strategy adopted, the identification was carried out according to
Level 2 (putatively annotated compounds) of COSMOS Metabolomics
Standards Initiative (http://cosmos-fp7.eu/msi).

The classification of the differential compounds into biochemical
classes was carried following PubChem (NCBI, https://pubchem.ncbi.
nlm.nih.gov/) and PlantCyc information.

2.4. Statistical analysis

The interpretation of metabolomic data (n=3) was carried out
using Mass Profiler Professional B.12.06, as previously described
(Salehi et al., 2018). Briefly, compound abundance was Log2 trans-
formed and normalized at the 75th percentile and baselined against the
median. Thereafter, a supervised multivariate analysis, Partial Least
Square Discriminant Analysis (PLS-DA, N-fold validation) was also
carried out. An accuracy threshold of 100% was adopted following N-
fold validation. Variables loading plot, i.e. the weights used to build the
PLS-DA class prediction model, were then displayed according to their
importance within the latent vectors, and the most relevant ones (VIP -
Variables of Importance in Projection) were exported from the

covariance structures in the PLS-DA hyperspace.
Finally, analysis of variance (unpaired t-test, p < 0.01, Bonferroni

multiple testing correction) and fold-change analysis (fold-change cut-
off=5) were combined into Volcano Plot pairwise comparisons. Venn
analysis on Volcano-filtered compounds allowed identifying the dif-
ferential compounds shared between the two time points from those
exclusive of a single time point.

3. Results and discussion

3.1. Xylem sap extraction and discriminating metabolites

Because of the difficulty and laborious sap extraction technique, and
to the high-tension gradient and very low leaf water potentials (up to
−7.5MPa in leaves) of olive plants (Dichio et al., 2006), limited
amounts of XS were extracted from each shoot and the procedure was
time-consuming. Thus notwithstanding, the method here used allowed
to extract enough amounts of XS for the following metabolomic ana-
lysis.

For a long time, XS has been considered as containing only water
and minerals, but various studies have successively demonstrated that it
also contains metabolites and proteins (Mazzafera and Gonçalves,
1998; Sorce et al., 2002; Alvarez et al., 2008; Lu et al., 2009; Krishnan
et al., 2011; Carella et al., 2016). In fact, more than 800 compounds
were found in the XS of plants from either Smng and Cmng plots. The
whole list of compounds revealed in XS is provided as supplementary
material, together with their abundances and composite spectra (mass
and abundance combinations) (Supplementary Table S1).

Starting from this wide phytochemical profile, PLS-DA modelling
allowed to classify samples into four groups, thus confirming a seasonal
variability in XS composition and indicating that soil management has
distinctively shaped XS metabolome (Fig. 1). Indeed, accuracy was
100%, with no misclassification following training and validation of the
PLS-DA class prediction model. On this basis, the combination of
ANOVA and fold-change analysis from Volcano Plot was used to iden-
tify differential metabolites, i.e. those differentiating the two manage-
ment systems. Differential compounds were 94 for ST1 and 119 for ST2.
Among these compounds, 35 were in common between the two sam-
pling times, while 59 were found only at ST1 and 84 only at ST2
(Fig. 2). Most of the common metabolites were terpenoids with dif-
ferent numbers of carbon (C) atoms (mono-, di- and triterpenoids; 12 on
35), fatty acid compounds with a different degree of saturation (5),
alkaloids (3), indole derivatives (3) and retinols (2). At ST1, 73 of the

Fig. 1. Score plot from Partial Least Squares Discriminant Analysis (PLS-DA) multivariate analysis carried out from xylem sap metabolomic profile of olive plants
grown either under sustainable (Smng, white symbols) and conventional (Cmng, black symbols) soil management and at two different time points (ST1: May, circles;
ST2: October, triangles).
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94 discriminating metabolites were found at higher concentration in
the XS of Smng plants and only 21 higher in that of Cmng plants (Table 1).
At ST2, 109 of the 119 discriminating metabolites were found at higher
concentration in plants from the Smng plot and only 10 higher in those
from the Cmng plot (Table 2).

3.2. Main classes of discriminating metabolites

Despite the discriminating metabolites belonged to heterogenous
biochemical classes, a clear trend was observed. Indeed, only few
compounds were primary metabolites, including some amino acids and
amino acid-derivatives (8 detected at ST1 and 6 at ST2), as well as
glycerol and fatty acid-derived compounds (16 at ST1 and 18 at ST2).
Generally, the primary metabolism was only partially affected by the
soil management adopted, as amino acids derivatives were generally
over-represented in the XS of Smng plants (Tables 1 and 2). Pascazio
et al. (2018) have recently found that the irrigation method and soil
management can deeply affect nitrogen (N) cycling in a sustainable
olive grove, highlighting the contribution of soil bacteria in N trans-
formations. In the XS, these change in N dynamics are likely reflected
by different NO2

−/NH4
+ and asparagine contents (Mazzafera and

Gonçalves, 1998), while other secondary metabolites, such as cytoki-
nins and their purine-based precursors (Yong et al., 2000; Lu et al.,
2009), alkaloids (Mazzafera and Gonçalves, 1998), and amino acids
deriving from polypeptide hormones (Krishnan et al., 2011), can be
more intensively regulated by different growth environments.

Regarding fatty acids derivatives, they were generally over-re-
presented in the XS of Smng plants, even if some cases of down-accu-
mulation were observed (6 in ST1 and 2 in ST2). Interestingly, dia-
cylglycerols at both ST1 and ST2 were down-represented in the XS of
Smng plants (Tables 1 and 2). This could reflect a change in hormonal
balance, as these substances are not only membrane constituents and
storage lipids, but also signaling lipids and precursor of phosphatidic
acid (PA), with a pivotal role in the plant's response to environmental
signals, through the PLC (phospholipase C)-DGK (diacylglycerol kinase)
pathway (Arisz et al., 2009). This is supported by the fact that phos-
phatidyl compounds deriving from PA (1-16:0-2-lysophosphatidylcho-
line and 1-oleyl-2-lyso-phosphatidate at ST1, and 1-18:0-2-18:3-phos-
phatidylethanolamine at ST2) were higher in the XS of Smng plants than
in that of Cmng ones (Table 1).

Most of the discriminating metabolites (about 80%, both at ST1 and
ST2) were involved in the secondary metabolism. Among them, the
most prevailing class included terpenoids having different number of C

atoms (25 at ST1 and 43 at ST2), phytohormones/plant growth reg-
ulators and their conjugates and derivatives (8 gibberellins, 5 auxins, 2
jasmonates, 2 cytokinins and 1 strigolactone at ST1; 4 auxins, 3 jas-
monates, 1 gibberellin and 1 strigolactone at ST2); alkaloids (6 at ST1
and 12 at ST2); sterols/steroids (13 at ST1 and 2 at ST2); and retinols/
retinoids, tocopherols and carotenoids (2 at ST1 and 6 at ST2) (Tables 1
and 2).

Plant terpenoids (or isoprenoids) are a large and diverse class of
hydrocarbons composed of isoprene units. Unlike terpenes, from which
they derive, they contain additional functional groups, usually with
oxygen atoms, and most have multicyclic structures. Many plant ter-
penoids are repellant, due to their taste and smell, and/or toxic for a
wide range of insects and fungi, so acting as a defense against herbi-
vores, pathogens and parasites (Heldt et al., 2005; Singh and Sharma,
2015). The terpenoids with a direct effect on fungi are also included
among ‘phytoalexins’ (Singh and Sharma, 2015) and were found to be
more abundant in the XS of Smng plants (kauralexin A2 at ST1; or-
yzalexin A, B, D, E, F, and kauralexin A1 at ST2) (Tables 1 and 2).
Important monoterpenoid derivatives (10 C atoms) involved in plant
defense against insects, such as a limonene-1,2-diol and (6E)-8-hydro-
xygeraniol, and (6E)-8-oxogeranial and a 7-hydroxy-4-isopropenyl-7-
methyloxepan-2-one were found more abundant in the XS of Smng

plants (Tables 1 and 2). Other discriminating terpenoids are involved in
phytohormone pathways (e.g., trans-abscisic alcohol for abscisic acid,
13-desoxypaxilline for indole-based auxins at ST2), carotenoids bio-
synthesis (prephytoene diphosphate at ST1), and sesqui- (15 C), di-
(20 C) and triterpenoid (30 C) biosynthetic patterns. Most of them
showed higher concentrations in plants subjected to a Smng (Tables 1
and 2).

Many other plant secondary metabolites are biologically produced
from terpenoid precursors, such as carotenoids and gibberellins (both
have geranylgeranyl pyrophosphate as a precursor), steroids (from
farnesyl pyrophosphate), cytokinins and quinones (Singh and Sharma,
2015; Lacombe and Achard, 2016). It is well known the antioxidant and
protective action of carotenoids and their related (retinoids and re-
tinols), even if their trend was not particularly clear, as they were up-
accumulated in the XS of Smng plants at ST2 but not at ST1 (Tables 1 and
2). Saponins, a class of glycosylated steroids, act as strong toxins against
herbivores and fungi (Heldt et al., 2005). Oleanolate 3-β-D-glucurono-
side-28-glucoside, medicagenate and 16-α-hydroxygypsogenate differ-
entiated Smng (higher levels) from Cmng plants at ST1 (Table 1), and all
of them are precursors of saponins. Plant sterols are an essential com-
ponent of cell membranes but, most interestingly, many of them act as

Fig. 2. Venn analysis from differential metabolites (as provided by Volcano Plot analysis, at p < 0.01 and fold-change > 5) in xylem sap, discriminating olive plants
grown either under sustainable (Smng) and conventional (Cmng) soil management at two different time points (ST1: May; ST2: October).
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secondary messengers, phytohormones regulating plant development
(e.g., brassinosteroids), or defense substances (e.g., phytoecdysones)
having a structure similar to that of the insect hormones. Our results
demonstrated that all the discriminating steroids/sterols were more
represented in the XS of Smng plants at both ST1 and ST2 (Tables 1 and
2). Many of them are intermediates in the steroid biosynthetic patterns.
Interestingly, ecdysone is an insect hormone with a steroid structure
that controls the pupation of larvae. Plants can mimic these hormones,
so that when insects eat plants containing phytoecdysones (triterpe-
noids), the pupation process is disturbed and the larvae die (Tarkowská
and Strnad, 2016). It is hard to understand if the detected ecdysone was
produced by insects (e.g., transmitted in the sap by aphid stylet or other
insects) or if it was plant-synthesized. This compound was found to be
more abundant in Smng plants at ST1 (Table 1).

The physiological and phenological status of a plant is determined
by its hormonal balance (Korovetska et al., 2016; De Ollas et al., 2018).
The long-distance movement of many phytohormones from root to
photosynthetic tissues through the xylem has been demonstrated
(Lacombe and Achard, 2016), particularly for cytokinins (Yong et al.,
2000; Lu et al., 2009), abscisic acid (Korovetska et al., 2016), but also
for gibberellins, jasmonates, strigolactones and brassinosteroids. In
particular, the biosynthetic patterns of many phytohormones are com-
plex, intertwined and partly overlapping with those of many others
primary and secondary metabolites (Heldt et al., 2005). The adoption of
a Smng caused an increase in some classes of phytohormones, and their
conjugates and precursors, such as cytokinins (isopentenyladenine-7-N-
glucoside and isopentenyladenine-9-N-glucoside), strigolactone pre-
cursors (tylactone at ST1 and carlactone at ST2), many gibberellins
(especially at ST1), and jasmonates [(−)-jasmonoyl-L-isoleucine at
both ST1 and ST2, and a jasmonoyl-1-aminocyclopropane-1 carbox-
ylate at ST2) (Tables 1 and 2). All these phytohormones, excluding
jasmonates that have mainly a defensive action, are secondary meta-
bolites that in small amounts promote and regulate plant growth, de-
velopment and differentiation of cells and tissues and, for this reason,
they are also called “plant growth regulators” with PGP properties
(Korovetska et al., 2016; De Ollas et al., 2018). A different case is that of
auxins, whose transport is not mediated by xylem vessels (Lacombe and
Achard, 2016). In our research, indole-3-acetic (auxin) precursors and
degradation products were found in the xylem but never the final
products (Tables 1 and 2). Interestingly, an auxin-like compound (α-

Table 1
Differential metabolites as provided by Volcano Plot analysis (t-test at p < 0.01
with Bonferroni multiple testing correction and fold-change > 5) in xylem sap
metabolomic profile of olive plants grown under sustainable (Smng) vs con-
ventional (Cmng) soil at time point ST1 (May). Compounds are grouped in
biochemical classes. The regulation (up or down) refers to the Smng compared to
Cmng.

Class Compound Regulation

Sterol lipids porifersta-5,7-dienol up
avenasterol up
24-methylenelophenol up
4-alpha-14-alpha-dimethyl-9-beta-19-cyclo-5-alpha-
cholest-24-en-3-beta-ol

up

4-alpha-methyl-5-alpha-ergosta-8,24-dien-3-beta-ol up
porifersta-8,25(27)-dienol / porifersta-7,25(27)-
dienol

up

4-alpha-14-alpha-dimethyl-5-alpha-cholesta-8,24-
dien-3-beta-ol

up

17-alpha;-hydroxyprogesterone up
4,4-dimethyl-5-alpha-cholesta-8,14-dien-3-beta-ol up
4,4-dimethylzymosterol up
11-deoxycorticosterone up
isofucosterol up
Delta24-25 sitosterol up

Other lipids decanoate up
1-oleyl-2-lyso-phosphatidate up
2-R-hydroperoxy-linolenate up
(9Z)-12,13,17-trihydroxyoctadeca-9-enoate up
(9Z)-12,13-dihydroxyoctadeca-9-enoate down
dimorphecolate down
a 1-acyl-sn-glycero-3-phosphoglycerol (n-C14:1) up
1,3-dioctanoylglycerol up
10,16-dihydroxypalmitate up
18-oxo-oleate / 9,10-epoxy-12-cis-octadecenoate down
1-16:0-2-lysophosphatidylcholine up
1-18:2-2-16:3-monogalactosyldiacylglycerol down
1-18:3-2-16:2-monogalactosyldiacylglycerol down
1-18:3-2-16:3-monogalactosyldiacylglycerol down
1-18:3-2-trans-16:1-phosphatidylglycerol up

Terpenes a limonene-1,2-diol up
dehydroabietadiene-diol down
oryzalexin A down
3-beta-hydroxy-12,15-cassadiene-11-one down
9-beta-stemod-13(17)-en-19-oate down
kauralexin A2 up
(6-E)-8-hydroxygeraniol up
heliocide B1/B2/B3/B4 up
delta-tocotrienol down
oleanolate 3-beta-D-glucuronoside-28-glucoside up
medicagenate up
oleanolate 3-beta-D-glucuronoside up
glycyrrhetinate up
16-alpha-hydroxygypsogenate up
1,2-dihydrovomilenine up
13-desoxypaxilline up
3-hydroxyretinol down
prephytoene diphosphate up

Gibberellins gibberellin A15 (open lactone form) up
16-alpha- 17-epoxy gibberellin A12 up
gibberellin A15 (closed lactone form) up
gibberellin A53 up
gibberellin A110 up
methyl gibberellin A20 up
methyl gibberellin A4 up
gibberellin A14 up

Jasmonates (-)-jasmonoyl-L-isoleucine up
iso-jasmonoyl-L-isoleucine up

Auxins indole-3-acetyl-leucine / indole-3-acetyl-isoleucine down
indole-3-acetyl-phenylalanine up
alpha-naphthaleneacetamide up

Cytokinins isopentenyladenine-7/9-N-glucoside up

Table 1 (continued)

Class Compound Regulation

Others (+)-secoisolariciresinol diglucoside up
6-decylubiquinone up
N6-methyl-L-arginine down
8-methylthiooctylhydroximoyl-cysteinylglycine up
S-7-methylthioheptylhydroximoyl-L-cysteine up
4-(3-methylbut-2-enyl)-L-abrine up
homoarginine down
methoxydihydrosorgoleone up
9-mercaptodethiobiotin up
tylactone up
geissoschizine up
beta-fenchocamphorone up
1-phenyl-7-(3,4-dihydroxyphenyl)-hepta-1,3-dien-5-
one

up

(6S)-hydroxyhyoscyamine up
thebaine up
bestatin up
bornane-2,5-dione down
rhizobactin 1021 core down
cohumulone up
heptanal up
(iS/i)-nicotine up
chanoclavine-I up
aurachin C up
(+)-vernolate down
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naphthaleneacetamide at ST1) and a degradation product of abscisic
acid (trans-abscisic alcohol at ST2) were over-represented in the XS of
Smng plants (Tables 1 and 2). On the other side, jasmonates are partly
xylem-borne hormones that have a PGP action (e.g., root elongation)
and regulate stomata opening, but they also trigger both local and
systemic defense responses (Lacombe and Achard, 2016; De Ollas et al.,
2018).

Among the remaining compounds many free and conjugated phe-
nols (1 at ST1 and 9 at ST2), lactones (3 at ST1 and 3 at ST1), purines
(2 at ST2), oximes (3 at ST2), and other less represented compounds
(lignans, carboxamides, alkanes/alkenes) were found at different con-
centrations between Smng and Cmng plants. Among these compounds,
phenols are likely the most important for plant defense and can be af-
fected by different agronomic practices and environmental conditions,
even if not always univocally (Sofo et al., 2016; Heimler et al., 2017).
The Smng provided soil with higher organic N and lower mineral N, and
this likely was the reason of the increase in N-containing secondary
metabolites (e.g., alkaloids and purines) and phenols, whose bio-
synthesis is generally induced when less nitrogen fertilizer is added to
the soil (Heimler et al., 2017). Notably, flavonoids are also reported to
modulate phytohormone signaling thus playing a functional role in
plant-environment interactions (Brunetti et al., 2018).

Table 2
Differential metabolites as provided by Volcano Plot analysis (t-test at p < 0.01
with Bonferroni multiple testing correction and fold-change > 5) in xylem sap
metabolomic profile of olive plants grown under sustainable (Smng) vs con-
ventional (Cmng) soil at time point ST2 (October). Compounds are grouped in
biochemical classes. The regulation (up or down) refers to the Smng compared to
Cmng.

Class Compound Regulation

Lipids alpha-linolenate up
pinolenate up
gamma-linolenate up
2-omega-hydroxy-C22:0-LPA up
2-R-hydroperoxy-linolenate up
heptanoate up
(9Z)-12,13-dihydroxyoctadeca-9-enoate up
calendate up
alpha-eleostearate up
punicate up
dimorphecolate up
16-sinapoyloxypalmitate up
18-oxo-oleate up
1-18:0-2-18:3-phosphatidylethanolamine up
9,10-epoxy-12-cis-octadecenoate up
1-16:0-2-18:2-digalactosyldiacylglycerol down
1-18:2-2-16:0-digalactosyldiacylglycerol down
crepenynate up
ecdysone up
4-alpha-carboxy-4-beta,14-alpha-dimethyl-9-beta-19-
cyclo-5-alpha-ergost-24-en-3-beta-ol

up

Terpenes 4,4'-diapolycopenedial up
levopiramadiene-diol up
dehydroabietadiene-diol up
neoabietadiene-diol up
dehydroabietadienol up
abieta-7,13-dien-18,18-diol up
palustradiene-diol up
isopimaradiene-diol up
neoabietadienal up
levopimaradienal up
palustradienal up
abieta-7,13-diene-18-al up
isopimaradienal up
9-beta-pimara-7,15-dien-19-al up
3-beta-hydroxy-12,15-cassadiene-11-one up
9-beta-stemod-13(17)-en-19-oate up
9-beta-stemod-13(17)-en-19-al up
ferruginol up
cyclooctatin up
kauralexin A1 up
oryzalexin B up
oryzalexin D up
oryzalexin E up
oryzalexin F up
oryzalexin S up
oryzalexin A up
taxa-4,11-diene up
8-oxogeranial down
a 7-hydroxy-4-isopropenyl-7-methyloxepan-2-one down
geranylacetone up
heliocide B1 up
heliocide B2 up
heliocide B3 up
heliocide B4 up
oleanolate 3-beta-D-glucuronoside-28-glucoside up
glycyrrhetinate up
hederagenin up
alpha-curcumene down
heliespirone B up
abscisic alcohol up
germacra-1(10),4,11(13)-trien-12-al up
4-(5,5-dimethylcyclohex-1-en-1-yl)cyclohex-1-ene-1-
carbaldehyde

up

Retinols 3-hydroxyretinol up
a retinol up

Jasmonates a jasmonoyl-1-aminocyclopropane-1 carboxylate up
jasmonoyl-L-isoleucine up
7-iso-jasmonoyl-L-isoleucine up

Table 2 (continued)

Class Compound Regulation

Auxins alpha-naphthaleneacetamide down
indole-3-butyryl-glucose up
10,11-epoxy-3-geranylgeranylindole up
13-desoxypaxilline up
indole-3-acetyl-phenylalanine up

Phenolics 1-O-feruloyl-betaD-glucose up
1-phenyl-7-(3,4-dihydroxyphenyl)-hepta-1,3-dien-5-
one

up

coniferyl acetate down
taxa-4(20),11-dien-5-alpha,13-alpha-diol up
a rotenoid up
a 4'-methoxyisoflavone up

Others 8-methylthiooctylhydroximoyl-cysteinylglycine up
S-7-methylthioheptylhydroximoyl-L-cysteine up
1,2-dihydrovomilenine up
geissoschizine up
carlactone up
1,7,9-tetramethylurate up
1,3,7,9-tetramethylurate up
2-methylpropanal-oxime up
Methyl-beta-D-glucoside 6-phosphate up
S-tetrahydroprotoberberine up
ent-kaurenal up
N-hydroxypentahomomethionine up
littorine up
N-caffeoylputrescine up
dethiobiotin up
3-geranyl-4-hydroxybenzoate up
piperazine-2-carboxamide up
7-methylthioheptanaldoxime up
13-hydroxylupanine up
hydroxyhyoscyamine up
thebaine up
N-isopropylformamide up
4-methyl-5-(beta-hydroxyethyl)thiazole up
1,2-di-S-octyl-1,2-dimercapto-3-propanol up
spinosyn tricyclic macrolactone down
11-dehydro-15-oxo spinosyn macrolactone down
bornane-2,5-dione down
rhizobactin 1021 core up
(S)-nicotine up
raucaffrinoline up
chanoclavine-I up
aurachin C up
juvenile hormone III up
dimeric urushiol peroxide up
(+)-vernolate up
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Finally, other discriminating compounds between Smng and Cmng

plants included bacterial siderophores (rhizobactin 1021 core, pro-
duced by Rhizobium spp., at both ST1 and ST2), insect hormones and/or
plant hormone-like compounds [(6 S)-hydroxyhyoscyamine at ST1, and
ecdysone and juvenile hormone III at ST2], fungal fatty acids (crepe-
nynate at ST2), natural insecticides produced by bacteria (spinosyn
tricyclic macrolactone and 11-dehydro-15-oxo spinosyn macrolactone
at ST2), intermediate products of camphor [e.g., β-fenchocamphorone
at ST1 and (+)-bornane-2,5-dione at both ST1 and ST2], and biotin (9-
mercaptodethiobiotin at ST1 and dethiobiotin at ST2).

3.3. Overview of the effects of soil management and sampling time on xylem
sap composition

The majority of the discriminating compounds were found at sig-
nificantly higher concentrations in the XS of Smng plants, with the ex-
ception of some compounds of the following classes: retinols (ST1),
indole-3-acetic acid conjugates (ST1), monoterpenoids (ST2) and spi-
nosyn metabolites (ST2). From the overall data it emerges that the
adoption of a Smng for a long term determined a better plant status in
terms of chemical defenses (e.g., terpenoids, alkaloids, phytoalexins,
jasmonates, phenols), PGP phytohormones (e.g., gibberellins, cytoki-
nins, strigolactones) and cell functionality (e.g., vitamin A, biotin,
steroid second messengers). A Smng including cover crops and internal
C-inputs likely increased microbial diversity (Sofo et al., 2010, 2014;
Pascazio et al., 2018), causing the presence of microbial-derived com-
pounds beneficial for plants (siderophores, hormone-like substances,
antibiotics).

Regarding the sampling time (ST1 and ST2), the 35 common com-
pounds showed in the Venn diagram (Fig. 2) included mostly terpenoids
(13), jasmonates (2), amino acids (2), alkaloid (3), being down-accu-
mulated in the XS of Smng plants. However, some steroids and retinols
had an opposite trend at ST1 and ST2 (Tables 1 and 2). Interestingly,
excepting for some auxin compounds (α-naphthaleneacetamide and 13-
desoxypaxilline), hormones were not shared between the two sampling
times (Tables 1 and 2). This suggests that the vegetative stage of olive
plants played a pivotal role in determining the actual phytohormones
profile in the XP, as already reported for auxins and abscisic acid by
Sofo et al. (2018).

4. Conclusions

A sustainable orchard management is a key factor for enhancing soil
fertility, i.e. the ability to supply the nutrients essential to plant growth
(Sofo et al., 2010; Celano et al., 2011; Montanaro et al., 2012). Two
additional key aspects are linked to soil fertility, namely: a) soil quality,
i.e. the capacity of a soil to function within ecosystem boundaries to
sustain biological productivity and promoting environmental, plant and
animal health; and b) soil health, i.e. the continued capacity of a soil to
function as a vital living ecosystem that sustains plants, animals, and
humans. According to previous studies carried out in olive agro-eco-
systems sustainably managed (Sofo et al., 2010, 2014; Pascazio et al.,
2018), our data support that also xylem sap significantly responded to a
shift of soil management toward a sustainable olive growing. The re-
sults of this study encourage the adoption of a set of sustainable agri-
cultural practices (e.g., grass cover, pruning residues recycling, organic
matter inputs) able to enhance plant physiological status, growth and
natural defenses, with additional benefits on yield quantity/quality, the
environment and human health.
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Table S1. Whole dataset on xylem sap metabolomic profile of olive plants grown either under sustainable (Smng) and conventional (Cmng) soil management and at two different time points (ST1: May; ST2: October). Individual abundances are provided together with composite spectrum (mass and abundance combinations) of each compound annotated.

Compound
Sap_3_II-r001 Sap_3_II-r Sap_4_II-r Sap_4_II-r Sap_5_II-r Sap_5_II-r Sap_C_II-r Sap_C_II-r Sap_D_II-rSap_D_II-rSap_E_II-r Sap_E_II-r Sap_3_III- Sap_3_III- Sap_4_III- Sap_4_III- Sap_5_III- Sap_5_III- Sap_C_III- Sap_C_III- Sap_D_III-Sap_D_III-Sap_E_III- Sap_E_III- Retention Time CompositeSpectrum

7-oxatyphasterol 162158 160353 142816 1 1 156114 1 189849 165118 153304 161209 136639 157069 166291 1 1 1 1 181258 1 161762 168613 1 181573 23.76 (448.3492, 9357.9375)(449.35352, 1195.5508)(469.36325, 339.38333)(469.36423, 348.54333)(474.3503, 355.07)(470.39594, 838.80884)
1-18:3-2-16:0-monogalactosyldiacylglycerol 259895 246036 220492 224053 237075 246222 277102 286085 239575 240044 220625 240368 251317 236278 224717 218009 239912 260418 225567 228903 217944 249069 217645 199076 29.96 (757.52606, 10344.538)(758.5289, 1200.4908)
citronellate 1 347151 1 1 1 1 1648075 1551272 839218 944527 1 1 298888 763534 1 166493 508843 514616 2049165 2128147 1 1 328007 1175693 10.22 (155.12871, 20120.389)(156.133, 2202.74)(169.14783, 69305.55)(170.15503, 9114.143)(193.11525, 3146.619)
(12Z,15Z)-9,10-epoxyoctadeca-12,15-dienoate 166552 157654 1 1 1 1 1 1 1 230812 1 123857 176614 114828 161721 117806 1 1 154641 128737 1 1 1 135635 1.85 (296.88437, 1481.3433)(275.20364, 47079.875)(276.20978, 7931.872)(277.20233, 1844.0166)(297.89566, 802.6567)(298.2305, 1827.28)(277.214, 4584.74)(279.2146, 256216.1)(280.218, 46418.07)(281.2252, 8822.07)(311.24673, 1887.4532)(303.01993, 2869.34)
cinchonine 788159 1060692 751679 701419 839511 883246 1168340 1277715 973273 963145 299540 473227 969572 1140273 366361 426866 741682 727395 1865755 1969792 555553 528494 788828 984126 1.83 (295.18353, 551.3163)(277.16965, 30987.21)(278.1731, 2226.3865)(299.5308, 1246.341)(281.18774, 1076.1019)(314.07684, 746.65857)(298.8517, 1194.36)(299.41714, 1363.344)(300.21753, 850.70496)(322.18246, 153624.45)(323.18375, 20246.377)(303.42108, 1992.3604)(304.22504, 6139.0337)(305.1757, 10079.013)
cinnamoyltyramine 1035873 1193443 361206 338304 608173 642065 692788 711300 797039 793533 215639 460033 336183 455438 329407 459397 554406 565882 838242 873148 256202 249080 493827 750134 1.76 (268.1299, 361.44)(249.11308, 20290.064)(250.11703, 604.805)(251.1079, 1043.82)(272.8678, 568.50885)(253.12988, 503.252)(288.67194, 8685.213)(289.90262, 7057.012)(290.17606, 2487.2617)(271.1618, 1506.1133)(275.1167, 445.174)
parthenolide 913418 847226 1682440 1625973 1066797 1077324 602260 578741 824628 809884 1541839 1547635 1605266 1339808 1908317 1615419 1473346 1430577 925455 972022 1774077 1674611 1255264 1131733 1.93 (233.05302, 79185.7)(234.09846, 8679.537)(234.89558, 3754.38)(249.14984, 736.6988)(231.1374, 40307.99)(232.14203, 2680.8545)(267.17624, 437.2)(248.99101, 3863.6072)
iO/i-sinapoylcholine 257223 313421 371809 374189 434400 441931 181527 1 245071 246508 244740 372062 225499 319100 1 331381 340629 333736 178870 183070 386937 347667 201607 254114 1.73 (310.1631, 11849.946)(294.16068, 2987.0388)(296.1621, 1213.5616)(297.88925, 688.72626)(298.1728, 736.71)(333.21613, 2293.0898)(312.195, 1239.55)(335.16464, 39581.312)(318.90475, 1722.14)
(iR/i)-mandelonitrile 463211 832871 946535 961936 879618 884726 815965 840410 813419 806118 762595 876224 694525 757531 474689 896009 801038 845265 875204 829001 798666 466531 757463 807551 25.52 (151.08589, 32596.271)(152.0897, 607.2753)
cyclooctat-9-en-7-ol 1 1 1 1 1 2092332 2177938 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 2235709 0.96 (274.2595, 6282.36)(290.25806, 101.479996)(291.27066, 25743.717)(292.2609, 65.75)(293.2578, 1314.73)
iN/i-acetyl-D-galactosamine 1.29E+07 1.47E+07 5602506 5216962 7841773 8064691 1.60E+07 1.62E+07 1.71E+07 1.63E+07 2805335 4668349 9828137 1.31E+07 8996660 1.23E+07 1.17E+07 1.17E+07 2.27E+07 2.38E+07 5475726 5320979 1.36E+07 1.87E+07 1.73 (222.09267, 23360.432)(240.46214, 446.16333)(221.11333, 599603.7)(223.11267, 46548.08)(224.11528, 2790.9673)(245.08391, 3000.84)
iN/isup1/sup-acetylspermine 440499 515787 518449 629515 524473 536246 499531 538927 429296 518573 416257 429396 439851 517888 425294 519627 544288 442287 530143 429304 618399 531715 536217 543046 20.49 (249.25655, 90721.57)(250.25626, 13304.338)(230.24446, 47379.332)(231.24333, 1362084.6)(253.23405, 15487.472)(255.23396, 25643.592)
marneral 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
pentalenolactone D 1 1 1 1 1 1 135072 1 1 1 1 1 1 1 1 1 1 1 191324 175338 1 1 1 221909 2.06 (263.13016, 19492.057)(264.1358, 601.41003)(286.1746, 5008.173)(263.1502, 3208.13)
a carvone 122315 111405 1 1 1 1 128850 1 1 1 1 1 109734 1 106382 1 1 133362 1 1 1 1 128099 108595 26.33 (170.14215, 601.06)(150.12888, 13219.232)
2-heptyl-4(1iH/i)-quinolone 839918 1288494 512942 552112 795288 847003 1583901 1619476 914573 967961 1 1 1 282010 1 347849 1073628 1056216 2230002 2189949 1 520177 1298941 2384529 12.57 (243.16125, 57008.145)(244.16507, 6374.9526)(226.1515, 4607.2544)(227.1596, 381.95)(230.67429, 1337.255)(231.176, 3206.24)(244.18839, 832.546)
6-oxocampestanol 3464876 611584 9047344 5209533 2.06E+07 1 927718 523444 174527 479060 8403659 6703365 1 9031754 2.24E+07 2.36E+07 384449 2.62E+07 2.46E+07 1.98E+07 1300508 576389 8828392 669417 25.32 (421.37808, 1385.43)(398.35922, 35377.11)(420.58554, 1383.3461)(401.86993, 33700.824)(402.50565, 2240.4358)(436.5353, 547.64874)(436.4104, 286.11)(418.52142, 3460.3445)(419.9351, 1822.3108)(422.20612, 855.86505)(422.4044, 2027.61)(441.66534, 3131.3892)(441.3567, 2380.13)(442.3601, 377.17)(423.89987, 7548.508)(426.24704, 10135.73)(426.56036, 6791.9546)(427.36578, 9923.476)
(6&alpha;)-hydroxycampestanol 264701 1 255350 1 271069 1 1 282674 400677 231482 210611 137740 215241 215427 1 286752 1 253677 1 287412 171071 1 359770 279165 16.07 (422.89218, 5865.7866)(424.062, 1234.1633)(403.38312, 2801.265)(406.38785, 5921.8237)(423.06216, 8789.775)(423.3968, 7230.07)(404.38544, 2768.837)(406.38858, 5403.0327)(437.41498, 5331.7256)(438.8595, 1482.2089)(439.43008, 2808.49)(440.4214, 133.84)(419.0931, 2799.418)(445.3871, 440.02)(428.3791, 178.44)
18'-hydroxy-&chi;,&chi;-caroten-18-oate 1 1 1 1 1 1 128709 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 135723 12.46 (574.33514, 7305.12)(575.3349, 696.79)(559.3384, 1383.14)(596.3782, 3751.34)(601.3338, 1792.605)
2-pentadecanone 550542 835415 284382 976237 296727 495392 1 531253 1 1 337086 721603 1 1117508 1 321770 1 353351 577072 642324 265252 1 1083090 705870 23.15 (227.40758, 181139.83)(208.91556, 17909.805)(209.22, 6388.55)(228.1226, 60663.613)(209.22429, 14461.3545)(253.23158, 24797.727)(231.20894, 13583.188)
lithocholate 626669 873690 647598 623953 1 486840 120096 672824 607299 540637 1 17108 1 356797 660805 1 561141 382372 749835 809703 1 691462 829164 788537 30.84 (379.2998, 262.7)(357.27576, 9336.059)(380.1005, 5438.0923)(381.03503, 19676.602)(381.31293, 23928.133)(363.30453, 70949.734)(394.43857, 1454.9438)(395.44135, 8057.3203)(396.3287, 10850.622)(375.36713, 22622.412)(377.3204, 8080.57)
&chi;,&chi;-caroten-18-oate 2011711 3261368 1355653 1373008 1101531 1101821 5949465 6301987 3427853 3563779 276995 605914 411101 812873 421219 785213 646155 619172 1004296 999244 154544 140107 383382 821526 10.22 (557.3606, 43681.83)(558.36285, 9631.726)(559.3653, 3044.4915)(584.3413, 12384.237)(585.3439, 3234.1704)(586.3579, 4581.005)(562.31696, 27013.93)(563.32007, 6445.5083)(564.3244, 2395.7961)
cathasterone 1 975149 4493438 4393029 1436185 1519351 914105 924386 1481586 1513616 869636 889942 1502611 1951573 888349 986706 1008402 1001505 912204 988220 1048221 902570 886305 1084020 13.29 (415.35724, 3683.3237)(433.3631, 807.885)(415.35535, 12651.489)(416.3552, 1017.27)(454.40625, 7310.005)(455.40466, 2379.575)(456.4084, 783.44495)(432.46997, 32924.56)(433.38608, 6703.5337)(434.38828, 1224.2949)(438.67838, 2119.1567)(440.34225, 3390.76)(443.36285, 4975.81)
(-)-ephedrine 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.28E+07 3271724 1 1 1.51E+07 15.35 (165.11507, 522983.5)(166.11842, 51658.47)(167.12256, 6332.98)(149.1165, 1306.9934)(184.15294, 7699.4233)(185.15483, 10944.27)
7-dehydrodesmosterol 1 1915361 820673 562411 173705 2135262 360459 1386295 171716 541962 406132 382761 624660 2730501 514831 691276 642741 207162 1 1 342985 557218 285954 428344 24.17 (386.2308, 21836.693)(387.34363, 51224.5)(388.33957, 98041.414)(364.31403, 12094.991)(384.66992, 19623.264)(384.34393, 7070.0903)(365.9435, 6021.226)(367.31577, 13043.904)(369.3288, 59868.67)(401.45425, 17099.385)(403.364, 16904.092)(406.3739, 524.5)(383.18912, 9785.277)(405.31226, 4730.1284)(406.3145, 781.86)(389.0226, 18576.682)(392.319, 3547.8784)
4&alpha;-hydroxymethyl,4&beta;,14&alpha;-dimethyl-9&beta;,19-cyclo-5&alpha;-ergost-24(24sup1/sup)-en-3&beta; 1258253 1889612 829339 1 1447056 1 1221413 281158 399466 728671 355459 745350 1 892077 396670 1015238 672610 1171630 720214 488089 970376 2742526 339481 680868 27.58 (458.2399, 9446.382)(459.26544, 6166.6313)(461.07996, 2301.8152)(439.62042, 6285.998)(440.84872, 8815.653)(441.85422, 8984.882)(442.40042, 12006.715)(443.9005, 213.375)(458.3084, 11582.229)(459.5244, 4973.8877)(461.16772, 2712.254)(440.39423, 11099.82)(441.39752, 9558.03)(442.40112, 8680.122)(443.40128, 301.77002)(474.43536, 6497.1094)(475.43344, 318.035)(457.27496, 7924.6226)(479.38162, 16646.143)(480.38437, 1311.7733)(461.3794, 12047.331)(462.38394, 1738.1201)
thalianol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
(iS/i)-nicotine 1 1 1 1 1 1 898216 904838 161383 163996 1 1 1 1 1 1 1 1 1 1 1 1 986776 202397 13.20 (163.121, 844.82495)(164.13092, 13344.6455)(165.13463, 832.79)
2-&omega;-hydroxy-C22:0-LPA 1 200649 1 1 1 1 506322 527826 225788 241046 1 1 1 1 1 1 1 1 1 1 1 1 1 140771 11.16 (508.3146, 14213.278)(509.31845, 2441.7517)(519.3124, 361.53497)
iN/i-carbamoylputrescine 271418 142782 1 106509 1 1 990568 437355 322091 333764 1 1 1 1 1 1407233 244151 89015 1 1422991 1 477296 276284 525461 17.45 (115.10477, 6908.7812)(136.12894, 1183.8099)(118.11718, 52148.707)(150.1472, 7010.824)(151.1535, 142.94499)(132.13547, 50066.37)(133.13892, 721.77246)(157.1089, 533.18)(139.0955, 840.78)
4-prenylphlorisovalerophenone 660009 675512 706492 699021 599386 808065 885445 1012845 923894 956233 311009 489687 969572 1140273 373960 426866 518507 727395 1850615 1483898 456835 543848 385790 977105 1.83 (278.1435, 180.51)(259.63654, 1752.6613)(260.13116, 650.31)(283.1681, 709.24)(262.33832, 1406.6766)(263.15018, 2077.9763)(265.15396, 628.1475)(277.16965, 31585.297)(278.17307, 2304.5127)(300.13632, 1167.9419)
(3iS/i)-2,3-epoxy-2,3-dihydrosqualene 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
oleanolate 3-&beta;-D-glucuronoside-28-glucoside 1 1 1 1 1 1 143424 164770 130615 136304 1 1 1 1 1 1 1 1 162585 175188 1 1 1 150799 14.97 (794.4679, 2063.797)(799.42395, 6028.0083)(800.4273, 1117.8866)
feruloylagmatine 269482 367550 1 1 496251 520508 718384 744598 267523 347473 1 1 172150 194024 130376 129711 234798 238427 811027 578921 167067 145678 244304 162484 5.55 (291.9749, 2981.5898)(308.18494, 10277.86)(309.189, 1858.8351)(291.25012, 3058.4126)(327.212, 2214.17)(330.2277, 1440.5)(309.55844, 22500.898)(310.02795, 5868.42)(335.17603, 10951.263)
4&alpha;, 14&alpha;-dimethyl ergosta-8,25(27)-dienol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
5&alpha;-cholesta-8,24-dien-3-one 1 1 1 1 1 1 1 1 1 1 1 382761 1 1 1 1 1 207162 1 1 1 557218 285954 428344 25.71 (386.33417, 25584.2)(387.34354, 47310.508)(388.33948, 90479.516)(364.31274, 14492.13)(383.33362, 22445.744)(384.3452, 5300.5654)(365.71716, 6221.128)(367.06332, 12682.904)(400.3562, 14332.219)(382.3435, 2731.386)(389.3107, 33385.82)(392.31845, 4518.29)
4&alpha;,14&alpha;-dimethyl-5&alpha;-cholesta-8,24-dien-3&beta;-ol 1 1 1 1 1 1 1804398 1 2142151 1687198 1 2303617 2249935 2183839 2141089 1 1 1 1 1 1 1 1 2194917 16.59 (414.37485, 2688.9182)(400.375, 2464.74)(412.39197, 9867.34)(417.35117, 463.22574)
&Psi;-taraxasterol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
2-fluorobenzoate 207475 119760 185555 1 1 214085 153326 210072 225822 242752 341186 393187 191700 271492 210353 296432 248847 281040 244747 153680 166682 142212 106260 250967 1.58 (124.01577, 9421.264)(145.03833, 365956.22)(122.01746, 23584.428)(159.0561, 1221.41)(163.0145, 453.19)
ergosta-7,25(27)-dienol 3554136 1 2940526 2297486 1 1 2322651 1 1 4191777 3568211 1 1 4479222 1 2323003 1 1 1 2251403 1 1 2106662 2153166 25.52 (398.35828, 32018.508)(380.4334, 9788.423)(404.38263, 6937.3755)(405.3774, 120.575)(416.38788, 3133.921)(417.39548, 719.7273)(422.9885, 5163.004)(425.4662, 5026.3594)(427.3623, 8372.825)(404.33292, 14479.647)
prostaglandin Dsub2/sub 876544 1120750 765340 705919 751025 756884 1288906 1302951 1682149 1705571 392078 642475 1924376 2308248 1389846 1585898 2491563 2431305 4792757 4905061 1454002 1382658 3850760 4733476 1.87 (351.21762, 63990.934)(352.2163, 9592.319)(353.2164, 2750.2776)(354.2291, 355.765)(355.23257, 726.33246)(371.00183, 2206.7725)(374.2597, 4405.89)(353.67612, 519.1157)(356.2585, 1547.58)(377.79993, 2905.9807)(379.22314, 2074.3623)
leukotriene Bsub4/sub 1 1 253828 262960 1 1 1687380 1856198 1421586 1406355 1 1 1 1 1 1 91885 1 269959 287106 1 1 1 226809 7.27 (317.21033, 7670.9736)(318.2162, 1626.95)(339.243, 1470.7)(318.21973, 4770.185)(353.2552, 12412.59)(354.2578, 1059.04)(335.2428, 13144.542)(336.24307, 3061.62)(358.21204, 2617.9248)(340.19843, 16138.406)(341.2006, 3849.3726)
(6iE/i)-8-hydroxygeraniol 1 1 1 1 1 1 201841 205187 201087 195891 1 1 145357 1 1 1 573722 558760 1404922 1473064 109897 99488 524985 868910 1.85 (173.13965, 2403.766)(171.13783, 24707.123)(172.14067, 2971.1785)(158.14047, 2930.908)(190.17227, 1343.284)(172.15802, 1860.748)
cycloartenol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
D-ornithine 1 1 1 1 1 1 224347 253934 1 113201 1 1 1 140513 1 1 1 1 435609 419328 1 1 1 179067 10.22 (137.11395, 25641.445)(151.13298, 18210.756)(152.1371, 1122.7067)(134.12315, 3118.3613)
8-methylthiooctylhydroximoyl-cysteinylglycine 1 1 1 1 1 1 82430 76590 1 130097 1 1 1 1 1 1 1 1 189442 194827 1 1 106349 138124 1.64 (383.1804, 20226.205)(384.18506, 2061.7556)(385.1914, 657.18)
1-18:3-2-trans-16:1-phosphatidylglycerol 1 1 1 1 1 1 278954 156314 1 546880 1 209861 94924 1 123252 1 1 1 108756 145948 1 1 1 134472 25.27 (742.5051, 48822.746)(743.50824, 17442.871)(744.5109, 2833.5032)(764.4487, 10398.343)(765.45874, 3935.5632)(750.4532, 7041.83)(751.4604, 3494.72)(752.4675, 5734.1167)
anandamide 357261 118879 1 1 1012054 1663455 1 1 1 101508 2082551 512909 411314 584931 137828 546867 1819427 217542 1 256354 115429 1369772 1663194 177787 20.00 (352.29895, 811.63)(351.96957, 2251.32)(333.28986, 35516.848)(335.2918, 18201.46)(367.43082, 2744.488)(369.07706, 14333.333)(347.308, 18711.633)(373.28146, 547.33)(356.88626, 7245.4736)(357.27615, 10284.693)
monofluoromethylputrescine 1 310666 1 1 1 1 700576 513192 438923 472723 1 1 1 1 1 1 307626 324479 682371 689401 1 1 277678 481512 12.10 (109.113014, 12755.247)(110.10861, 947.99725)
(iE,E/i)-farnesylacetone 1166764 1226524 423594 1338226 655995 375578 1 507099 328879 266137 419321 258306 223264 185664 2713624 674658 559413 1226533 1 314140 3371210 636806 2220734 1044294 16.89 (266.81458, 3715.0159)(246.22818, 201309.1)(265.9282, 7660.1997)(266.8035, 3026.48)(266.2488, 11470.09)(267.2475, 6942.05)(245.22858, 79276.12)(280.44522, 10585.605)(283.77576, 60995.1)(284.77914, 47269.4)(285.2795, 23916.1)(265.76263, 34966.113)(265.2607, 18513.93)(285.2185, 8395.31)(269.2175, 1484.135)
erythrodiol 1 1890818 1884518 1680005 1969326 1059089 1 1 2712155 2218956 1 1251033 1482904 503465 1252144 1 2473685 1 1956506 1 1 353460 1 1774535 24.42 (442.3842, 4779.4155)(427.70917, 3061.149)(430.38382, 403.70334)(443.38824, 4659.792)(444.39215, 1018.87134)(445.38013, 520.1071)(427.2468, 390.30856)(427.389, 341.23)(460.41565, 6530.915)(461.4231, 358.145)(443.0022, 488.04996)(468.71045, 155.43666)
(20iR/i,22iR/i)-dihydroxycholesterol 1 1 1426387 1464754 1 1 1230752 1036235 1 1 1 1 908239 1009356 1 1 1649848 1 1 1 1 1 1306014 1450141 23.48 (418.34265, 9635.172)(400.32858, 31050.371)(402.68277, 18686.121)(405.3487, 5316.4673)(440.39288, 7750.5044)(441.3937, 2458.7488)(442.3995, 969.18335)(419.37488, 1981.0299)(443.33884, 9476.191)(444.34314, 7642.631)(426.2177, 7811.843)(426.3297, 9023.13)
5-fluorocytosine 1 151029 423498 346126 157752 189107 151494 139286 147612 147362 1 1 137559 164427 1 266860 224390 227366 183204 165689 1 1 144648 188012 1.60 (113.02736, 827.2514)(131.72867, 2320.764)(157.0334, 2025.5033)(134.01352, 11886.133)(135.00905, 715.49)
pentahomomethionine 220302 1 362719 249886 199346 238794 177639 160324 276267 305581 1 1 1101891 1412430 1399093 1879308 1646368 1915339 3722437 3329425 835714 1368639 1012488 4110547 2.06 (222.131, 3035.8381)(224.1289, 227.91)(222.1323, 8227.34)(202.65987, 3799.4788)(240.16261, 1198.4534)(219.15425, 39907.65)(220.1585, 3482.1748)(246.11707, 1341.5626)
17&beta;-estradiol 1 1 1 1 1 1 1 1 1 1 1 1 84020 104522 1 1 1 1 1 1 1 1 106856 138447 1.85 (277.95178, 2610.24)(278.2017, 3723.21)(255.17741, 11958.897)(276.2099, 4826.315)
(9S,10S)-9,10-dihydroxyoctadecanoate 1 1 3387678 3343267 1 309102 1 1 1395203 1332778 3529031 3594573 1 4167835 3931649 3536518 3819108 3431475 4208994 4263537 1853361 1 1 3468043 8.43 (297.24368, 8184.989)(298.24167, 545.4868)(299.23584, 787.6664)(300.2397, 41.74)(334.78967, 8425.904)(335.2897, 16787.92)(336.2909, 3208.15)(319.29092, 417770.25)(320.2948, 63220.664)(339.2446, 1810.675)(340.2485, 710.7417)(341.2503, 190.935)(322.23706, 47.125)
(22&alpha;)-hydroxy-campest-4-en-3-one 1050070 943169 978503 894535 1481366 1521816 936627 904289 1534401 1615458 777912 864763 1554071 2070141 930291 1030953 1006416 1011633 919179 1005243 1031351 899167 858944 1054001 11.59 (415.3573, 3725.8022)(400.3495, 3848.24)(415.3557, 7638.51)(416.3552, 1017.27)(399.3573, 17974.803)(400.35226, 3471.0889)(403.36255, 5135.727)(432.38272, 36103.188)(433.38608, 6764.0034)(434.38828, 1245.6)(437.3385, 343.37)
secalciferol 1 194179 71154 62955 1090366 604578 1 94876 1119964 127037 367776 678361 3087167 1 960378 1 5070710 1 1 19005 19901 117207 1 9092 27.29 (417.90524, 8256.75)(418.3397, 9692.82)(399.10095, 4365.612)(400.2028, 24238.121)(402.20117, 10760.856)(403.90448, 10786.147)(404.3335, 11300.47)(418.3429, 7920.0522)(423.3596, 1271.31)(400.32828, 27941.408)(404.45587, 5516.3955)(439.38043, 592.685)(417.0164, 6974.307)(440.82407, 13676.144)(443.337, 10006.14)(424.98886, 3987.138)(426.1268, 4793.37)(426.328, 8805.58)
5-dehydroavenasterol 1056458 1369125 1441139 1465616 608673 550503 1059066 1 1193337 1265461 771447 1360006 810510 1108607 836695 1051612 1152541 1189642 1139795 1156334 1062106 1189651 702619 958433 23.15 (412.27136, 7050.2876)(413.49445, 17598.79)(414.5876, 8057.4077)(415.36902, 2820.2844)(415.7047, 1623.3766)(397.2713, 12144.698)(398.23352, 21747.062)(398.3586, 22773.83)(411.36462, 557.79504)(396.36462, 3933.2585)(412.38184, 594.76135)(433.3434, 46270.414)(434.34723, 8658.14)(417.21817, 1875.5837)(417.8438, 1812.2849)(418.3498, 1966.56)
mycinamicin III 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 117654 125353 1 1 1 133530 15.37 (705.40985, 3482.3066)(688.0618, 2915.7234)(689.396, 24557.305)(692.3995, 4241.89)
pregnenolone 1562346 2500690 2223016 2265731 3367268 3397189 1634483 1 2121367 2191035 1159128 2128581 986770 1637145 1194262 2061431 1821996 2172518 1409019 1431945 1620817 1617848 880133 1755179 14.91 (299.2356, 24459.633)(300.23978, 3850.3135)(299.23618, 17825.213)(337.28763, 4168.002)(337.2878, 6437.12)(317.27014, 6083.705)(321.21786, 64415.523)(322.2208, 10133.948)(323.22275, 1058.095)
16,17-dihydro-16&alpha;,17-dihydroxy gibberellin Asub4/sub 962231 1231149 331271 331585 586929 532121 1699813 1660589 1587404 1664007 1 147945 736826 997226 1 832279 873597 902459 1 2206798 327394 312673 1025476 1548216 1.77 (365.15668, 1959.8278)(351.1626, 5046.929)(349.96213, 4448.7114)(351.16177, 6256.4634)(383.7287, 64350.816)(384.6224, 13815.341)(369.198, 3338.8623)(392.1642, 674.50665)
gibberellin Asub15/sub (open lactone form) 1 1 1 1 1 1 405090 395499 195789 234098 1 1 1 99818 1 1 1 1 464893 427991 1 1 1 145634 1.91 (347.1855, 19156.969)(333.1856, 1993.03)(347.1877, 18900.139)(348.1999, 2615.2725)(333.18744, 2341.693)(348.20654, 2404.4062)(350.21057, 4833.425)(351.2176, 105908.29)(351.16153, 11173.335)
3-dimethylsulfoniopropionaldehyde 1 1 384872 201826 123366 198801 1 317606 208555 441418 2497887 1023223 480258 619376 1090389 410950 155218 200685 277197 1 136445 141213 1 260863 1.60 (120.077805, 672.145)(146.04121, 11533.347)(124.032906, 34122.613)(125.03713, 3876.3176)
L-dihydrophenylalanine 149338 177852 1 1 165631 200637 219549 230580 178466 173822 1 98252 1 103438 1 1 105855 98860 159927 129879 1 1 89740 160097 1.58 (150.09091, 6262.4854)(185.2555, 8913.027)(186.13142, 1267.6044)(187.1287, 1066.245)(175.08029, 39666.402)
colneleate 166552 157654 1 1 1 1 1 1 1 230812 1 123857 176614 114828 161721 117806 1 1 154641 128737 1 1 1 135635 1.85 (296.88437, 1481.3433)(275.20364, 47079.875)(276.20978, 7931.872)(277.20233, 1844.0166)(297.89566, 802.6567)(298.2305, 1827.28)(277.214, 4584.74)(279.2146, 256216.1)(280.218, 46418.07)(281.2252, 8822.07)(311.24673, 1887.4532)(303.01993, 2869.34)
&alpha;-linolenate 1 1 1414549 1463991 1077390 1100246 1844957 1896008 1 1 1 225466 1 1 1 1 1 1 126456 138764 1 1 1 141407 6.31 (281.2335, 1612.1951)(295.24997, 45204.977)(296.25223, 8583.163)(297.2474, 5260.832)(280.14667, 1307.974)(281.2524, 2118.35)
typhasterol 249248 128281 142562 218700 533475 154639 142732 144138 661440 1 566015 152772 548132 1 413209 125734 613069 406994 108768 493385 516331 205651 174191 457346 22.96 (448.7208, 2867.0369)(449.35526, 516.6617)(431.34497, 3344.7173)(449.3586, 4709.66)(432.35635, 6310.862)(469.7483, 1368.8293)(470.40076, 3501.8047)(454.40082, 2669.2666)(473.99603, 1051.0051)(472.3528, 1884.82)(457.894, 6008.8496)(454.34384, 651.13)
digitoxigenin 3-O-&beta;-D-quinovoside 1 184809 1 1 1 1 642227 649014 336364 371167 1 1 118574 215748 1 146556 138276 139359 145138 144728 1 1 1 278450 9.11 (521.6473, 5407.987)(521.916, 8553.106)(522.31995, 2322.13)(503.3038, 10399.4)(504.30945, 2369.1619)(538.3443, 7859.9346)(539.3468, 2936.6465)(540.3565, 534.37335)(543.49475, 5670.1006)(544.2938, 2546.2852)
16&beta;-hydroxy-&beta;-amyrin 1 1890818 1884518 1680005 1969326 1059089 1 1 2712155 2218956 1 1251033 1482904 503465 1252144 1 2473685 1 1956506 1 1 353460 1 1774535 24.42 (442.3842, 4779.4155)(427.70917, 3061.149)(430.38382, 403.70334)(443.38824, 4659.792)(444.39215, 1018.87134)(445.38013, 520.1071)(427.2468, 390.30856)(427.389, 341.23)(460.41565, 6530.915)(461.4231, 358.145)(443.0022, 488.04996)(468.71045, 155.43666)
sporulenol 5102805 5704274 5511700 6113946 5212417 5717125 6010640 5708024 4476371 4749666 5639207 4109920 5839659 270335 3848007 4261801 5393289 6703444 6141088 674767 3554655 5470459 5151746 3906096 24.12 (495.45224, 7502.1074)(496.45517, 20633.51)(497.45566, 8702.333)(500.30502, 60.23167)(481.4649, 398.58)(500.48682, 563.9433)(502.443, 119.99)
eudesmol, bisabolol, etc 672572 804448 402418 883788 895062 623688 1 477227 639183 1 201946 933290 410961 1 566434 789811 868233 1147112 1200556 361895 872203 813115 926959 810235 18.24 (225.20634, 6349.535)(207.05557, 4680.77)(208.82164, 6477.4688)(209.20227, 5883.1216)(224.06834, 15251.483)(241.48863, 30807.38)(222.2238, 52559.793)(223.22243, 11210.831)(224.2187, 1706.84)(245.18652, 25492.824)
montanate 1907630 2479247 1873110 2062419 1 1853112 1598388 1576928 1631886 1645651 1928540 1547452 1458775 1871505 1676083 2062326 1694452 2098563 2336805 1863000 2110589 2511816 2002963 1841964 31.10 (424.42877, 65.104996)(408.08115, 65.29667)(446.46716, 154.54)(427.45975, 2713.955)(428.45682, 13408.197)(429.46057, 2756.2397)(446.40573, 13343.655)(447.4495, 1809.33)(448.40488, 47.645)(433.4113, 313.38)
scalar-17(25)-en-19-ol 626237 1741554 1604400 2473918 1 1466437 3438644 1572823 4852316 4334987 4574904 3307472 1187313 4737191 4256008 5334247 1562079 1440133 282819 1111333 1415589 426195 443586 255625 26.36 (341.8426, 127993.24)(343.892, 242088.1)(344.58865, 410957.5)(345.3249, 122381.375)(341.32175, 72894.61)(358.39536, 51831.465)(381.3122, 27958.613)(363.30524, 83403.44)(364.31207, 15808.61)
calendate 1 1 1414549 1463991 1077390 1100246 1844957 1896008 1 1 1 225466 1 1 1 1 1 1 126456 138764 1 1 1 141407 6.31 (281.2335, 1612.1951)(295.24997, 45204.977)(296.25223, 8583.163)(297.2474, 5260.832)(280.14667, 1307.974)(281.2524, 2118.35)
(3iS/i,5iR/i,6iR/i)-3,5-dihydroxy-6,7-didehydro-5,6-dihydro-12'-apo-&beta;-caroten-12'-al 1 1 1 1 223397 243496 1 1 182254 198718 1 1 1 1 1 1 1 183491 1 1 1 1 1 713934 10.79 (388.2723, 216.88)(405.23868, 12344.527)(406.24292, 1463.9784)(387.2262, 5055.52)
(iE,E/i)-geranyllinalool 1 1 1 1 1 2092332 2177938 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 2235709 0.96 (274.2595, 6282.36)(290.25806, 101.479996)(291.27066, 25743.717)(292.2609, 65.75)(293.2578, 1314.73)
(-)-heliannuol E 913418 847226 1682440 1625973 1066797 1077324 602260 578741 824628 809884 1541839 1547635 1605266 1339808 1908317 1615419 1473346 1430577 925455 972022 1774077 1674611 1255264 1131733 1.93 (233.05302, 79185.7)(234.09846, 8679.537)(234.89558, 3754.38)(249.14984, 736.6988)(231.1374, 40307.99)(232.14203, 2680.8545)(267.17624, 437.2)(248.99101, 3863.6072)
2-C22:0-DCA-LPA 231004 326336 220157 206251 254367 264914 1613516 1637764 720410 750784 1 223869 666661 811931 625233 771631 539418 563768 794602 803866 231947 224114 491659 870057 6.54 (504.71338, 6061.661)(506.2921, 1468.7476)(523.29535, 30001.54)(524.29895, 7519.2285)(525.3021, 1413.4425)(505.28906, 1957.11)(522.31696, 6931.6206)(523.3203, 1635.7479)(549.2954, 16940.506)(550.2988, 4041.0662)(528.41907, 12673.236)(528.27747, 2387.1213)(529.2821, 1008.1463)
1-monopalmitoylethylene glycol 257725 111523 318377 446694 217897 241880 204930 174626 113721 1 1 632850 1 147356 84219 203732 292916 217966 95997 301446 156427 142653 292939 207008 7.44 (304.2782, 47514.957)(305.2846, 411566.8)(284.0114, 47343.71)(286.26413, 89001.91)(302.85004, 137171.14)(305.2853, 426946.9)(306.2886, 60058.41)(283.2639, 32189.652)(320.3024, 841.76)(303.24063, 37832.875)(303.2946, 14032.13)
a retinal 1 1 1 1 863989 1 1154919 1 1 1 1 1 1 1 1 1 1 111017 1 1 1 1 1 258598 12.41 (285.219, 11334.17)(285.22217, 4159.085)(270.2225, 786.385)(302.2456, 16076.664)(303.2516, 4317.39)(307.20068, 18481.777)(308.20502, 4272.605)
17-&beta;-hydroxyandrostan-3-one 621168 837529 957887 999331 324072 324288 686350 728944 782608 822143 505118 845245 479138 725939 478699 721452 763907 782442 783180 1 722879 741055 397781 675179 23.15 (295.2011, 32375.604)(296.2056, 5094.669)
crepenynate 1 1 1414549 1463991 1077390 1100246 1844957 1896008 1 1 1 225466 1 1 1 1 1 1 126456 138764 1 1 1 141407 6.31 (281.2335, 1612.1951)(295.24997, 45204.977)(296.25223, 8583.163)(297.2474, 5260.832)(280.14667, 1307.974)(281.2524, 2118.35)
porifersta-8,25(27)-dienol 1 1 1 1 1 1 1804398 1 2142151 1687198 1 2303617 2249935 2183839 2141089 1 1 1 1 1 1 1 1 2194917 16.59 (414.37485, 2688.9182)(400.375, 2464.74)(412.39197, 9867.34)(417.35117, 463.22574)
(-)-9&beta;-pimara-7,15-dien-19-al 254216 344487 1 1 1 1 670722 354121 537675 601621 1 1 1 1 1 1 1 1 431093 448368 1 1 354794 633134 11.52 (286.22733, 29067.395)(287.2295, 1997.4)(270.22275, 610.21)(308.27417, 6702.1978)(288.06302, 410281.0)(291.27332, 165522.53)
1,2-dihydrovomilenine 1 1 1 1 1 1 492298 503775 128040 148009 1 1 1 1 1 1 1 1 184814 185376 1 1 1 134966 6.56 (337.1802, 8045.52)(337.1816, 3241.6)(370.21335, 13658.341)(371.21738, 2539.7224)
iall-trans/i-4,4'-diaponeurosporene 1 1 720631 200866 657823 1 738795 203569 347414 251126 613719 266215 210491 635454 557680 174161 425157 625189 1 645863 153846 670644 188183 286600 28.44 (403.17902, 18169.121)(404.33447, 15805.988)(404.2241, 15032.684)(405.34854, 4436.0835)(425.71655, 346.3967)(426.3876, 181.56)(426.60883, 6668.5537)(429.8334, 2045.0326)(430.339, 3622.04)
30-hydroxy-&beta;-amyrin 1 1890818 1884518 1680005 1969326 1059089 1 1 2712155 2218956 1 1251033 1482904 503465 1252144 1 2473685 1 1956506 1 1 353460 1 1774535 24.42 (442.3842, 4779.4155)(427.70917, 3061.149)(430.38382, 403.70334)(443.38824, 4659.792)(444.39215, 1018.87134)(445.38013, 520.1071)(427.2468, 390.30856)(427.389, 341.23)(460.41565, 6530.915)(461.4231, 358.145)(443.0022, 488.04996)(468.71045, 155.43666)
NSUP4/SUP-acetyl-NSUP4/SUP-hydroxy-1-aminopropane 1 1 1 1 1 1 224347 253934 1 113201 1 1 1 140513 1 1 1 1 435609 419328 1 1 1 179067 10.22 (137.11395, 25641.445)(151.13298, 18210.756)(152.1371, 1122.7067)(134.12315, 3118.3613)
a methyl jasmonate 1 1 383179 412659 674491 697215 1 1361133 1431791 1507449 1 1 1 1 161081 1 1 848121 1691650 1572373 1 1 1046904 2152721 12.57 (207.13367, 4917.517)(245.1863, 14841.543)(225.14763, 45186.406)(226.15149, 4255.972)(227.16377, 668.0234)(226.31247, 2490.8286)
3-methoxytyramine 1 1 1 1 92374 101979 195426 196352 1 1 1 1 1 1 1 1 1 1 206541 209832 1 1 1 161199 7.55 (171.10805, 3140.184)(150.80917, 450107.0)(169.11069, 10997.962)(170.11304, 585.975)(153.27, 11460.133)(153.1028, 4302.79)(188.64224, 487.215)(193.09915, 960.295)(176.088, 10714.885)
campest-4-en-3&beta;-ol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1290204 351164 1136143 1 1 1 1 1 1 628385 30.21 (423.61093, 3330.7676)(427.3685, 10749.36)(383.3691, 930.66)(419.406, 13907.529)(404.3833, 6573.51)(407.3915, 1191.265)
dihydrosterculate 1846478 5680012 820235 901900 1 1 1 328190 347458 779384 188395 384547 8601274 318187 228140 359959 1 862104 206683 484022 1 476355 478951 197725 13.88 (297.8365, 38320.695)(299.41922, 75475.85)(300.28134, 117204.16)(278.25598, 35293.895)(279.25925, 11252.186)(280.26343, 9915.553)(281.26462, 9515.811)(282.26614, 13833.3955)(297.27396, 12081.69)(299.9476, 94625.77)(300.2809, 179025.81)(278.25717, 26443.076)(279.2564, 7043.1675)(280.2621, 1026.63)(314.40536, 85142.56)(316.97308, 57380.42)(317.30673, 24975.596)(297.5164, 7355.8613)(321.26376, 177.95001)
1-18:1-2-18:1-phosphatidate 5.14E+07 5.92E+07 5.21E+07 5.43E+07 5.71E+07 5.90E+07 6.62E+07 6.59E+07 5.67E+07 5.79E+07 5.73E+07 5.85E+07 5.87E+07 5.86E+07 5.70E+07 5.65E+07 5.91E+07 5.95E+07 5.96E+07 6.05E+07 5.86E+07 3.41E+07 5.24E+07 5.71E+07 29.96 (698.49414, 999113.3)(699.49774, 384354.72)(700.50024, 83519.766)(701.5029, 13380.0)(702.5061, 699.1982)(681.47406, 1211.4426)(682.4957, 7988.425)(683.4998, 2346.836)(686.4921, 1905.45)(687.4963, 318.07)(724.4936, 8110.8315)(725.4976, 2580.6177)
1-pyrroline-4-hydroxy-2-carboxylate 1 1 1 1 1 1 96889 1 1 102632 1 1 1 1 1 1 1 1 114168 1 1 1 1 112003 1.58 (130.0462, 10390.607)(146.0683, 5863.7197)
2-hydroxy-1,4-benzoquinone 97244 102828 336983 333768 132017 138516 105933 101152 97519 104370 182704 269539 90055 130458 134137 174091 170448 154380 113806 121747 250936 239518 109237 151452 1.60 (106.00121, 208662.83)(107.00266, 662.3433)(124.015755, 9326.509)(107.17453, 4391.9536)(124.07482, 37898.965)(125.03711, 7881.019)(151.00868, 5014.5664)
&gamma;-solanine 186272 360759 259220 234709 95055 133364 721643 180897 213322 236711 130806 178974 137403 170623 128750 180055 185476 219878 176958 173199 169706 196810 112029 150836 21.80 (563.40283, 9910.773)(564.399, 22709.904)(565.40247, 5911.0537)(566.40576, 454.892)(543.30774, 7762.181)(544.85425, 42502.457)(548.06573, 6769.6235)(561.87213, 4439.073)(562.4272, 490.47)(544.39404, 6514.578)(548.40027, 6174.049)(579.09076, 3564.461)(579.9598, 2065.534)(584.442, 357.13)(562.3229, 3982.4211)(562.4234, 5223.9053)(588.8582, 11268.796)(585.89215, 3492.085)(586.3894, 9276.35)(567.7133, 2601.5266)(568.8806, 2653.01)
methyl gibberellin Asub9/sub 1 1 1 1 1 1 1 1 229435 250828 1 1 1 1 1 1 1 1 1038605 991636 1 1 1 493640 1.90 (331.98828, 1902.6221)(317.18427, 4812.4736)(336.1997, 307307.72)(318.1944, 486.16)(333.21646, 12304.508)(353.17645, 76961.61)(354.18304, 8745.502)(355.17627, 5836.17)(335.16537, 73521.164)
teasterone 249248 1 1 1 533475 1 1 1 661440 1 566015 1 548132 1 413209 1 613069 406994 1 493385 516331 205651 1 457346 23.76 (448.34872, 2815.1016)(449.35526, 516.6617)(431.6807, 4351.607)(432.35565, 6297.7236)(469.8154, 950.88007)(470.4004, 2487.5757)(454.4009, 1845.1434)(474.35327, 266.1725)(458.3495, 6126.311)
ient/i-2&alpha;-hydroxyisokaurene 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.77E+07 1 1 1.73E+07 18.24 (290.25464, 30264.875)(273.24884, 1780.765)(307.2849, 18371.113)(311.29834, 102146.43)(288.271, 141058.1)
D-glutamine 476570 552371 917005 924421 329345 609792 570072 940606 268084 866274 545485 666294 763967 733330 831064 620778 863359 658989 884815 896391 814862 551042 537532 535747 25.52 (146.0687, 4304.0103)(149.08043, 4021794.8)(150.08392, 326354.03)(151.08589, 34030.63)(152.08917, 513.9554)(164.1024, 24348.53)(165.10521, 874.6121)
14-oxolanosterol 1 185908 1 1 168662 290446 1 1 220139 1 361835 578791 405420 358027 1 278911 347801 213215 468551 394171 1 1 231355 442320 31.39 (441.90378, 970.57935)(443.03983, 3033.45)(444.04263, 3930.4111)(445.04123, 2817.4883)(446.38098, 159.485)(423.4285, 2424.4106)(424.55768, 8905.662)(426.96536, 8331.163)(427.83328, 10628.198)(428.3776, 11804.21)(423.3665, 3151.13)(458.78192, 6750.2817)(459.40945, 3166.1528)(440.39355, 10732.183)(468.3737, 175.35333)
18-oxo-oleate 2444108 3324201 1414549 1463991 1 1100246 1 1 1 1 1 225466 1 1 1 1 1 1 126456 138764 1 1 1 141407 6.31 (298.2371, 1869.52)(281.231, 414.52)(317.27573, 15462.319)(295.25012, 54056.63)(296.25235, 10253.146)(297.24738, 5256.4834)
&omega;-hydroxylaurate 222498 1 581307 3539987 1595059 665734 2503740 1732936 3493975 5087303 573827 2509964 8414737 440250 800345 419298 1462533 658814 571817 334235 363776 286198 759098 509742 29.62 (216.16814, 2155.3765)(197.15611, 5995.6147)(201.17154, 170792.16)(203.17358, 247.72125)(215.18993, 26877.902)
cyclooctat-9-en-5,7-diol 6373753 5938292 1 1 6218582 5597154 5752040 4788651 4614076 5782357 5189124 1 5409122 1 5482157 5553627 4859532 4886264 4535506 5907761 5429098 6116597 6142509 5925339 7.24 (307.2588, 208.46)(290.258, 11041.029)(294.2648, 25.42)(326.66785, 444.03564)(327.29523, 668.824)(306.2779, 24249.049)(307.27527, 4101.487)(308.27167, 31.039999)
&Delta;sup9/sup-tetrahydrocannabinolate 267994 365400 896223 904991 235917 229578 6105385 6222507 4312276 4595005 1 1 1 231918 1 227649 478636 477153 1366965 1419893 1 1 369563 911585 6.46 (339.19516, 58628.043)(340.19858, 9249.534)(341.20218, 2881.585)(377.24786, 2866.5525)(360.238, 5192.459)(361.2397, 3604.44)(383.20862, 7937.8726)(365.19577, 4103.022)(366.2013, 543.79)
2,3-bis-iO/i-phytanyl-isn/i-glycerol 1-phosphate 192580 175724 184715 186510 192069 195787 157978 151010 192380 1 203114 197013 177179 180930 183199 158501 167995 148183 187146 197196 207545 185552 193661 194802 16.80 (712.622, 22497.828)(713.62494, 8816.395)(714.6273, 646.55676)(735.6088, 771.0675)
(iS/i)-2-hydroxyglutarate 152960 160757 500024 431625 216001 239226 151490 155765 158793 154928 297573 450847 136915 156220 192644 257068 209189 210685 172082 191260 398758 368855 157815 211832 1.60 (151.03186, 1611.1597)(149.03333, 7036.676)(164.05519, 11492.634)(165.0522, 1356.6)(166.0523, 1904.43)(149.11371, 1336.8094)(153.00525, 1306.1595)(154.00613, 323.75003)
oleate 1 1 1 1 1 1 1 1 1182972 1 2275373 1 5340260 5091607 1 1 3436552 1 1 1 1 1 1 993339 31.01 (267.24936, 9745.118)(266.25388, 11733.809)(299.28107, 25055.408)(283.27646, 52241.188)(284.27853, 75310.75)(285.28012, 50322.895)
methyl-1,4-benzoquinol 677055 933936 486384 265942 444215 453972 1213616 1227539 824574 830050 216314 375675 333615 466015 596267 391159 454730 437069 760292 743373 219588 204107 513859 716602 1.58 (129.07417, 10122.446)(127.07602, 54370.984)(128.07771, 7487.295)(129.07426, 6321.048)(145.10516, 488.305)(130.10242, 6058.4844)(131.10585, 1014.08496)(153.06572, 1547.7079)(134.0562, 4086.0432)
a vaccenate 1 1 1 1 1 1 1 1 1182972 1 2275373 1 5340260 5091607 1 1 3436552 1 1 1 1 1 1 993339 31.01 (267.24936, 9745.118)(266.25388, 11733.809)(299.28107, 25055.408)(283.27646, 52241.188)(284.27853, 75310.75)(285.28012, 50322.895)
4&alpha;,14&alpha;-dimethyl-9&beta;,19-cyclo-5&alpha;-cholest-24-en-3-one 1056458 1369125 1441139 1465616 608673 550503 1059066 1 1193337 1265461 771447 1360006 810510 1108607 836695 1051612 1152541 1189642 1139795 1156334 1062106 1189651 702619 958433 23.15 (412.27136, 7050.2876)(413.49445, 17598.79)(414.5876, 8057.4077)(415.36902, 2820.2844)(415.7047, 1623.3766)(397.2713, 12144.698)(398.23352, 21747.062)(398.3586, 22773.83)(411.36462, 557.79504)(396.36462, 3933.2585)(412.38184, 594.76135)(433.3434, 46270.414)(434.34723, 8658.14)(417.21817, 1875.5837)(417.8438, 1812.2849)(418.3498, 1966.56)
a 4-hydroxysphing-8-enine-22:0 ceramide 1137660 656350 708108 1090342 648402 1084412 1086864 1095752 1067402 617850 1093379 1094156 1081903 1053038 1021446 1079342 1073959 1112455 1141131 1095059 1100303 1067680 945666 1095261 29.29 (623.6054, 100.06)(624.6022, 1440.62)(625.614, 800.79)(644.1218, 32930.04)(642.62335, 7435.133)(643.6223, 2785.7124)(644.62146, 3687.1426)(625.9432, 2054.7634)(625.6215, 736.88)(626.6121, 1318.78)(655.63666, 7465.0425)(656.637, 1151.665)(657.6306, 306.6367)(638.1255, 25367.693)(638.6259, 12501.925)(639.62976, 2144.1787)(640.6466, 260.31)(647.58795, 17746.42)(648.59204, 10617.999)
3&beta;-hydroxy-12,15-cassadiene-11-one 435634 657115 187712 133942 866646 962113 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 258961 12.42 (285.22235, 3929.416)(302.24582, 9317.462)(303.2517, 1104.26)(307.20065, 15973.8545)(308.2059, 2838.5376)
aclacinomycin T 195442 229182 1 1 1 114554 376032 379568 273942 268199 1 1 172083 257704 102937 174334 196619 211698 308470 321466 1 1 155185 211409 1.85 (571.26483, 12554.972)(572.26917, 1963.4963)(573.27094, 3974.492)(596.22424, 795.255)
urushiol III 1562346 2500690 2223016 2265731 3367268 3397189 1634483 1 2121367 2191035 1159128 2128581 986770 1637145 1194262 2061431 1821996 2172518 1409019 1431945 1620817 1617848 880133 1755179 14.91 (299.2356, 24459.633)(300.23978, 3850.3135)(299.23618, 17825.213)(337.28763, 4168.002)(337.2878, 6437.12)(317.27014, 6083.705)(321.21786, 64415.523)(322.2208, 10133.948)(323.22275, 1058.095)
9&beta;-stemod-13(17)-en-19-oate 435634 657115 187712 133942 866646 962113 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 258961 12.42 (285.22235, 3929.416)(302.24582, 9317.462)(303.2517, 1104.26)(307.20065, 15973.8545)(308.2059, 2838.5376)
a C34 botryococcenes 412518 308960 605823 468497 597557 212827 484895 637273 609057 694371 580959 613323 669174 538056 473439 536967 724561 451934 351247 628695 514184 463838 247411 554829 26.86 (484.49118, 13667.444)(485.49146, 2884.8137)(489.4493, 120.56)
18-hydroxyoleate 2015117 1 1 3210638 1 307549 1 1 1 1 1900982 1 1 3135589 3057494 1092443 1 2342906 1 2402060 1 1 1 2111034 8.43 (297.24353, 8075.6406)(298.24127, 737.17206)(299.23572, 682.4167)(319.2909, 391782.5)(320.2949, 59386.332)(299.17303, 4884.3657)(301.07745, 400643.8)(301.278, 436324.8)(323.2397, 121.99)(302.89166, 78.565)
2-nitrobenzoate 113348 119059 570082 469833 211728 230311 118087 109018 125474 97792 296915 437892 1 122002 196302 271617 197365 190720 133382 147322 398185 370136 127598 180006 1.62 (150.86607, 3959.1946)(151.00859, 2962.4934)(149.01, 10391.407)(150.01035, 1593.9187)(191.01006, 5842.6577)
(13iE/i)-labda-7,13-dien-15-ol 1 1 1 1 1 2092332 2177938 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 2235709 0.96 (274.2595, 6282.36)(290.25806, 101.479996)(291.27066, 25743.717)(292.2609, 65.75)(293.2578, 1314.73)
manoyl oxide 4660473 2610556 1 96722 288443 2092332 2177938 307980 464970 107979 345789 388903 746081 199891 704740 3613480 1 3992881 106373 95154 1 106183 4007232 2235709 19.80 (291.37454, 26238.71)(293.27103, 36754.312)(294.27274, 12220.064)(295.27472, 11015.161)(274.00787, 17658.602)(291.87164, 48274.547)(292.768, 18212.156)(293.2578, 1314.73)(274.20883, 91917.516)(297.24478, 5380.0015)(299.2509, 2702.201)
6-deoxocathasterone 264701 533603 255350 1 271069 1 1 282674 400677 231482 210611 137740 215241 215427 1 286752 962844 253677 1 287412 171071 1 359770 279165 17.75 (422.89218, 5865.7866)(424.062, 1234.1633)(403.58292, 3851.3677)(406.38785, 5921.8237)(422.99625, 8127.4116)(423.3968, 7230.07)(404.38525, 3117.6199)(406.46585, 5213.349)(437.41498, 5331.7256)(438.8595, 1482.2089)(439.43008, 2808.49)(440.4214, 133.84)(419.12753, 3799.1416)(421.4096, 3495.39)(443.3783, 324.45667)(443.3769, 7154.725)(445.88416, 4032.31)(447.3948, 4667.41)(425.03577, 1906.6434)
(2Z,4E)-2-hydroxy-6-oxohexa-2,4-dienoate 97244 102828 336983 251611 132017 138516 105933 101152 97519 111310 182704 269539 90055 130458 134137 174091 170448 162946 113806 121747 250936 239518 109237 151452 1.60 (147.03685, 156283.39)(124.015755, 9294.765)(161.39122, 898.4925)(151.00868, 4992.203)
protopanaxatriol 1 1 209453 243891 228542 1 1 259820 1003643 403989 482530 456051 1356076 1027109 605144 304675 291048 307714 535382 260420 1 1 244462 144323 12.30 (459.38428, 823.1914)(459.38608, 1107.5166)(476.41455, 29606.184)(477.4176, 6098.4473)(478.41898, 1244.2933)(499.369, 10085.283)(500.37128, 2182.0308)(482.86774, 1051.41)
8-aminooctan-4-one 1 153494 1 1 1 1 1 1 1 1 120026 1 171737 1 148702 1 3092670 3192383 156866 136985 129010 145383 157290 94673 22.79 (149.15254, 19266.229)(130.13857, 12173.153)(148.15327, 7977.4985)(128.13995, 4895.3975)(162.17216, 26119.959)(163.17447, 1346.8044)(149.11627, 32285.39)
erythro-4-hydroxy-L-glutamate 1035833 3146256 8637253 5327039 3834196 6283518 1958389 5350201 5705038 5226638 7560007 1.00E+07 4847247 5627934 5536947 7094401 6940727 5806327 6083702 3144710 1 2059004 1235167 4094346 1.60 (166.051, 122.87)(147.03682, 110639.51)(148.0402, 3857.8535)(165.85255, 783.946)(145.0383, 248052.11)(146.04126, 9728.554)(181.07433, 321.67)(165.06908, 7685.083)(166.07155, 9753.811)
diprenylphlorisovalerophenone 1 1 184960 219561 1 1 232612 112233 99225 1 1 1 1 1 1 1 209857 212397 236304 176121 1 1 1 290962 18.94 (349.2165, 12934.875)(350.21884, 5583.534)(347.21744, 27296.965)(348.2221, 1015.07794)(363.23715, 9807.807)(364.24146, 1161.4598)
3&beta;-hydroxy-4&beta;-methyl-5&alpha;-cholest-7-ene-4&alpha;-carbaldehyde 997369 1464719 1358665 1499689 1 627496 1106599 1229872 1213188 1148458 805821 1296653 872561 1 1 917569 1085213 1161021 1089473 1068702 985914 1136951 600722 994901 23.15 (428.5272, 7192.1157)(412.09146, 5384.6406)(413.09412, 17770.623)(414.16922, 11096.775)(415.08398, 3636.5388)(415.57086, 1489.994)(416.3738, 439.18)(431.04678, 586.37665)(432.3866, 450.51)(412.5868, 16777.385)(414.20248, 14351.763)(415.3722, 3886.8975)(415.87225, 867.065)(446.39575, 5958.468)(433.34348, 48557.39)(434.3473, 9138.291)
alendronate 124665 126996 339047 168959 90346 115238 109098 1 128257 122069 294770 383370 1 148525 120786 199608 198625 207505 130438 130966 268059 276393 94262 127631 1.58 (233.0055, 731.69995)(231.00871, 2436.1335)(266.0451, 1486.88)(273.7327, 1014.8082)(252.98566, 12804.047)(253.98737, 907.8055)
geranylgeraniol 1 1 1 1 1 2092332 2177938 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 2235709 0.96 (274.2595, 6282.36)(290.25806, 101.479996)(291.27066, 25743.717)(292.2609, 65.75)(293.2578, 1314.73)
iN/i-methyl-DL-aspartate 1035833 3146256 8650875 5357605 3834196 6300065 1435938 5350201 5705038 5382356 7567990 9281111 4847247 5627934 5545348 6705145 6957399 5821357 6083702 3158444 2065928 2069141 1235167 4108412 1.60 (145.03831, 254995.89)(146.04128, 10030.483)(149.11371, 1084.47)(150.05284, 658.12)(164.07245, 22460.258)(168.02806, 785.35785)
FK-506 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 121409 122576 179220 192291 1 1 108593 195070 15.37 (807.4973, 4161.221)(809.1661, 14229.507)(809.49866, 20403.07)(791.4839, 2943.827)(822.51654, 8622.71)(823.5154, 38902.934)(824.5157, 16487.426)(825.51715, 4211.7764)
2-hydroxyhexadecanoate 766377 1050860 567915 447278 317473 347094 877187 849049 831858 803952 537978 515709 503721 840877 569188 1011159 640959 837274 450418 777419 96859 1 194853 996490 2.79 (276.24164, 325.012)(255.72395, 342.89)(254.22592, 14748.576)(255.22993, 1482.9397)(293.2727, 584.684)(274.26, 11326.877)(297.5615, 401.36832)(298.2287, 674.38)(278.3459, 62828.69)(279.64404, 28442.441)(280.88846, 9336.511)
&alpha;,&omega;-9iZ/i-octadecenedioate 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 369664 396859 1 1 1 272847 5.86 (333.2047, 18095.48)(334.209, 1471.8633)
methoxydihydrosorgoleone 1 1 1 1 1 1 151166 157670 117974 141165 1 1 1 1 1 1 719833 750284 1013986 1010670 309536 305832 637097 1084435 15.37 (380.2933, 404.89)(381.2408, 8728.212)(382.24402, 1237.8926)(363.22925, 19753.035)(364.23325, 3106.7214)
neoabietadienal 254216 344487 1 1 1 1 670722 354121 537675 601621 1 1 1 1 1 1 1 1 431093 448368 1 1 354794 633134 11.52 (286.22733, 29067.395)(287.2295, 1997.4)(270.22275, 610.21)(308.27417, 6702.1978)(288.06302, 410281.0)(291.27332, 165522.53)
(1R,5R)-sabinene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
4&alpha;-formyl,4&beta;,14&alpha;-dimethyl-9&beta;,19-cyclo-5&alpha;-cholest-24-en-3&beta;-ol 1 185908 1 1 168662 290446 1 1 220139 1 361835 578791 405420 358027 1 278911 347801 213215 468551 394171 1 1 231355 442320 31.39 (441.90378, 970.57935)(443.03983, 3033.45)(444.04263, 3930.4111)(445.04123, 2817.4883)(446.38098, 159.485)(423.4285, 2424.4106)(424.55768, 8905.662)(426.96536, 8331.163)(427.83328, 10628.198)(428.3776, 11804.21)(423.3665, 3151.13)(458.78192, 6750.2817)(459.40945, 3166.1528)(440.39355, 10732.183)(468.3737, 175.35333)
dimethylsulfonio-2-hydroxybutanoate 391217 427999 742096 732096 554342 465852 360297 330625 384983 224960 235097 338885 133580 324228 394112 410439 452384 366264 333783 429731 1014118 685664 407348 429560 1.60 (167.89229, 870.24744)(168.0488, 539.16)(146.04128, 12753.138)(150.29916, 2681.843)(152.04953, 725.698)(183.09, 1651.8)(164.07246, 26935.428)(165.06984, 3151.7969)
5-&alpha;-dihydrotestosterone 621168 837529 957887 999331 324072 324288 686350 728944 782608 822143 505118 845245 479138 725939 478699 721452 763907 782442 783180 1 722879 741055 397781 675179 23.15 (295.2011, 32375.604)(296.2056, 5094.669)
2-hydroxyglutarate 152960 160757 500024 431625 216001 239226 151490 155765 158793 154928 297573 450847 136915 156220 192644 257068 209189 210685 172082 191260 398758 368855 157815 211832 1.60 (151.03186, 1611.1597)(149.03333, 7036.676)(164.05519, 11492.634)(165.0522, 1356.6)(166.0523, 1904.43)(149.11371, 1336.8094)(153.00525, 1306.1595)(154.00613, 323.75003)
iN/i-acetyl-&beta;-neuraminate 284919 357140 577718 566643 336404 346158 424081 423973 356115 356709 1 302762 220415 386552 395315 652605 533948 527813 635066 679811 447576 420223 444777 757002 1.75 (290.0879, 22710.44)(291.09097, 1436.6564)(309.1285, 5994.64)
iS/i-allyl-L-cysteine 478777 494965 1393128 1265063 678856 608625 393642 412073 432362 153048 178178 482372 1 193039 422520 560462 661261 561621 346308 656983 1193978 1052733 525324 628230 1.60 (165.95213, 832.46405)(145.03833, 241886.98)(146.25769, 24896.883)(147.70651, 38814.395)(148.04138, 4872.248)(162.05688, 21666.129)(163.0571, 1151.2139)(147.04785, 409.74753)(164.07243, 22181.432)(166.0292, 2130.0376)
an iN/i-acetyl-&beta;-D-hexosamine 1.29E+07 1.47E+07 5602506 5216962 7841773 8064691 1.60E+07 1.62E+07 1.71E+07 1.63E+07 2805335 4668349 9828137 1.31E+07 8996660 1.23E+07 1.17E+07 1.17E+07 2.27E+07 2.38E+07 5475726 5320979 1.36E+07 1.87E+07 1.73 (222.09267, 23360.432)(240.46214, 446.16333)(221.11333, 599603.7)(223.11267, 46548.08)(224.11528, 2790.9673)(245.08391, 3000.84)
4,8-sphingadienine 630387 543100 534034 554017 1469292 586346 771419 411292 593796 549980 658935 610315 665053 793472 803268 624953 599056 584910 445561 452409 592893 1 643613 471133 3.96 (300.10437, 8148.3384)(280.2648, 7053.01)(302.02988, 103940.62)(303.29468, 16796.982)(304.29895, 1392.49)(284.191, 26356.59)(285.1936, 7864.8955)(316.30917, 107954.51)(317.31204, 18137.69)(318.31778, 929.0139)(298.29526, 672.2217)(323.27356, 651.87)(307.26447, 1544.7749)
ornithine 1 1 1 1 1 1 224347 253934 1 113201 1 1 1 140513 1 1 1 1 435609 419328 1 1 1 179067 10.22 (137.11395, 25641.445)(151.13298, 18210.756)(152.1371, 1122.7067)(134.12315, 3118.3613)
8-amino-7-oxononanoate 1.00E+07 1.04E+07 1.21E+07 1.19E+07 1.08E+07 1.11E+07 1.06E+07 1.07E+07 1.07E+07 1.05E+07 9678440 1.09E+07 1.00E+07 1.01E+07 1.03E+07 1.07E+07 2098619 1.08E+07 1.07E+07 1.05E+07 1.03E+07 1.09E+07 9746020 1.01E+07 25.52 (191.13603, 5465.6226)(205.15407, 259883.08)(206.15778, 35821.355)(207.1617, 2582.6536)(190.15222, 13240.03)
3-oxo-myristate 540578 530874 566314 551789 541878 550143 537978 524185 538856 534494 508447 531059 553947 554606 529881 526680 540053 566937 545187 533146 536922 566462 507916 532028 25.31 (244.18982, 2952.0796)(223.16798, 20717.438)(224.17216, 2156.2227)
(9Z,12Z)-octadecadien-6-ynoate 131026 146046 1 1 1 1 1 1 1 229972 1 123857 176614 114828 161721 117806 1 1 180830 155630 1 1 1 142167 1.85 (275.20364, 46834.082)(276.20978, 7786.0117)(277.20233, 1844.0166)(258.86, 4780.5415)(277.214, 4871.28)(279.2146, 272229.6)(280.218, 49319.2)(281.2252, 9373.45)(258.53513, 933.7834)(303.01993, 2904.7483)(283.47552, 3443.313)(284.69473, 2576.885)(285.19666, 5720.8447)
caloxanthin 521831 963337 2045133 846345 252781 177839 503618 546633 292388 503278 211233 369212 299041 375537 241029 338238 392848 710494 607789 423605 604301 621390 264654 577860 23.15 (590.4444, 433.66)(567.7439, 1026.1818)(572.43604, 9306.875)(585.7146, 741.48)(572.3443, 7148.804)(572.4366, 7824.43)(604.38574, 4652.358)(605.469, 872.68555)(586.36914, 6370.8125)(587.45465, 1771.6437)(608.0781, 2419.1199)(608.4129, 1267.08)(589.4015, 10636.965)
levopimaradienal 254216 344487 1 1 1 1 670722 354121 537675 601621 1 1 1 1 1 1 1 1 431093 448368 1 1 354794 633134 11.52 (286.22733, 29067.395)(287.2295, 1997.4)(270.22275, 610.21)(308.27417, 6702.1978)(288.06302, 410281.0)(291.27332, 165522.53)
an 11,13-icosadienoate 572515 625896 539928 436358 365457 769282 1 391431 1 1 1 1 1 1 1 588469 270424 314562 1 1 393939 262919 422319 345852 31.42 (290.25336, 25476.65)(310.27936, 10410.298)(292.26935, 38264.13)(293.27158, 35349.01)(294.27493, 12558.358)(295.27704, 13015.831)(329.3125, 300716.9)(330.30972, 1191444.2)(307.28732, 21782.703)
8-methylthiooctanonitrile oxide 4.68E+07 4.83E+07 5.58E+07 5.30E+07 4.60E+07 4.67E+07 4.46E+07 4.62E+07 6.10E+07 5.92E+07 3.29E+07 3.89E+07 8.61E+07 8.60E+07 8.47E+07 8.54E+07 8.95E+07 8.85E+07 8.73E+07 4.42E+07 6.87E+07 6.69E+07 1.16E+08 1.14E+08 1.75 (191.10028, 3406.6333)(192.10579, 483.44333)(205.13666, 2038762.6)(206.14003, 128939.375)(187.12405, 4431.8447)
decanoate 1 1 1 1 1 1 201841 205187 201087 195891 1 1 145357 258307 1 1 573722 558760 1404922 1473064 109897 99488 524985 868910 1.85 (171.13782, 23904.67)(172.14067, 2971.1785)(158.14047, 2930.908)(175.43889, 6594.2124)(176.1554, 12123.966)(193.38184, 1783.8059)(194.183, 1241.5)(181.13393, 1459.595)
iN/i-acetyl-&beta;-glucosaminylamine 1.28E+07 1.46E+07 5602506 5209247 7809876 8064691 1.58E+07 1.60E+07 1.69E+07 1.62E+07 2797629 4668349 9818998 1.31E+07 8989351 1.22E+07 1.17E+07 1.17E+07 2.27E+07 2.38E+07 5483665 5328615 1.36E+07 1.87E+07 1.73 (203.09967, 688.8516)(221.11333, 599603.7)(222.11626, 42554.01)(223.11267, 46548.08)(224.11528, 2790.9673)(203.1011, 420.985)(241.14844, 2206.4849)(244.43187, 554.20667)(227.08789, 494.0525)
22-oxo-docosanoate 279526 429841 32249 5742458 14677 1222833 333755 1 207368 336517 1 378093 304099 1 11996 1 289462 386568 269427 343739 358532 26569 2102636 366383 29.68 (354.50894, 16329.81)(355.51166, 88105.26)(356.42197, 155721.81)(357.31198, 31225.018)(335.29446, 16358.719)(339.61084, 4997.492)(341.3179, 23045.986)(356.0371, 17705.164)(358.34006, 24830.799)(380.561, 10721.517)(381.31302, 21515.115)(363.30435, 66858.516)
medicagenate 1 1 1 1 1 1 162046 353836 113419 118574 1 1 112990 244039 1 142653 238735 152391 397798 410772 1 1 152285 313215 4.93 (484.3121, 14834.401)(485.31577, 3569.89)(507.17233, 8506.902)(506.292, 1852.0619)
iall-trans/i-3-hydroxyretinol 435634 657115 187712 133942 866646 962113 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 258961 12.42 (285.22235, 3929.416)(302.24582, 9317.462)(303.2517, 1104.26)(307.20065, 15973.8545)(308.2059, 2838.5376)
4&alpha;-carboxy-ergosta-7,24(24sup1/sup)-dien-3&beta;-ol 657485 999866 1029658 1107808 434850 345905 754005 800550 895582 910277 582305 906718 523983 1005625 545260 873794 891799 876192 886269 860183 810622 876710 488475 678308 23.15 (444.2956, 7664.054)(445.3505, 4041.5552)(446.3581, 336.77)(426.33112, 7841.4893)(446.35956, 2728.8225)(425.59238, 8999.349)(429.2083, 5903.7783)(430.3566, 5699.06)(460.37552, 36200.434)(461.37952, 10662.627)(462.38406, 1531.3892)(448.3257, 297.29)
15-icis/i-phytoene 186224 189972 1650658 1915519 1577379 2527006 2007200 2057701 2026974 2154221 1320156 2354628 1671250 1851301 1591836 1846080 2250027 1482972 279495 1836855 1445152 141283 587752 1677189 28.48 (546.5166, 37160.504)(547.5197, 11470.171)(548.52216, 1611.1112)(566.5476, 3399.861)(569.4981, 145.24)
9,10-epoxy-18-hydroxystearate 657707 586241 388467 401182 544492 562126 881431 924128 1485049 1580429 2345139 2202682 2451690 2116323 1986471 1742903 175685 1 1346801 1350582 1338372 1 755040 1384339 7.40 (316.2477, 255.31)(296.35895, 31038.766)(297.2398, 12167.969)(298.24268, 1429.41)(333.58853, 9294.881)(317.27634, 13703.244)
a glutamate 1 1 1 1 1 1 96889 1 1 102632 1 1 1 1 1 1 1 1 114168 1 1 1 1 112003 1.58 (150.0519, 1336.02)(130.0462, 10390.607)(146.0683, 5863.7197)(171.0389, 358.58)
9&beta;-stemod-13(17)-en-19-al 254216 344487 1 1 1 1 670722 354121 537675 601621 1 1 1 1 1 1 1 1 431093 448368 1 1 354794 633134 11.52 (286.22733, 29067.395)(287.2295, 1997.4)(270.22275, 610.21)(308.27417, 6702.1978)(288.06302, 410281.0)(291.27332, 165522.53)
4&alpha;-hydroxymethyl-5&alpha;-cholesta-7,24-dien-3&beta;-ol 1050070 943169 978503 894535 1481366 1521816 936627 904289 1534401 1615458 777912 864763 1554071 2070141 930291 1030953 1006416 1011633 919179 1005243 1031351 899167 858944 1054001 11.59 (415.3573, 3725.8022)(400.3495, 3848.24)(415.3557, 7638.51)(416.3552, 1017.27)(399.3573, 17974.803)(400.35226, 3471.0889)(403.36255, 5135.727)(432.38272, 36103.188)(433.38608, 6764.0034)(434.38828, 1245.6)(437.3385, 343.37)
5&alpha;-cholesta-8-en-3-one 1 1 726887 1 732108 1 1 3789091 1 3809159 1113246 1 1 1 1 1 1 1 1295935 1 1 269835 1 3061753 22.92 (384.34024, 12338.75)(366.33044, 783.1)(385.34857, 24131.45)(367.96075, 4324.584)(371.35352, 41674.418)(404.3824, 5748.3774)(405.3773, 24.62)(384.36386, 637.87)(410.3416, 24.34)(412.3479, 2515.54)(390.32224, 16222.771)(391.32657, 3998.5627)
(24R)-24-methylcycloarta-25-en-3-&beta;-ol 400990 345186 349248 400746 342337 390606 330822 344416 385871 319208 252086 326892 349838 270664 358945 266656 406177 454141 318041 412312 319601 377663 278976 328165 26.96 (442.60553, 4347.0557)(444.4079, 847.52)(425.3991, 4331.0)(427.40295, 15075.99)(427.1207, 2792.267)(429.41797, 4241.945)(444.43344, 14976.638)(445.77206, 16216.872)(446.43988, 4536.14)(464.39316, 12777.823)(465.39713, 2932.431)(469.41187, 4924.9834)(448.99103, 4325.436)(450.39697, 2379.475)
16&alpha;, 17-epoxy gibberellin Asub12/sub 1 1 1 1 1 1 405090 395499 195789 234098 1 1 1 99818 1 1 1 1 464893 427991 1 1 1 145634 1.91 (347.1855, 19156.969)(333.1856, 1993.03)(347.1877, 18900.139)(348.1999, 2615.2725)(333.18744, 2341.693)(348.20654, 2404.4062)(350.21057, 4833.425)(351.2176, 105908.29)(351.16153, 11173.335)
iN/i-acetyl-&beta;-D-glucosaminyl-(1&rarr;4)-D-glucosamine 1243614 1656791 409553 420925 716058 699210 1838674 2073461 2150019 2064539 147546 275108 877355 1282584 672994 1023280 1061687 1119895 2516605 2650951 418074 394973 1213589 1923482 1.77 (387.1791, 1274.765)(365.15668, 1832.1122)(402.66116, 7775.4766)(405.0877, 1120.9962)(383.1876, 98985.586)(384.19144, 12644.7)(385.19144, 472.21002)
pinolenate 1 1 1414549 1463991 1077390 1100246 1844957 1896008 1 1 1 225466 1 1 1 1 1 1 126456 138764 1 1 1 141407 6.31 (281.2335, 1612.1951)(295.24997, 45204.977)(296.25223, 8583.163)(297.2474, 5260.832)(280.14667, 1307.974)(281.2524, 2118.35)
homofuraneol 341346 419012 1 1 1 1 491262 512446 326010 374446 1 96689 200140 386159 268637 440063 258960 283648 474932 423371 1 1 189992 356889 18.46 (141.05545, 14611.273)(159.08801, 4732.422)(160.08272, 2475.6194)
iS/i-(2iE/i,6iE/i)-farnesyl-L-cysteine 1272790 242983 509009 272545 396207 658963 184964 174941 272690 269471 1 290443 1 143803 145639 232310 250999 164518 159567 137790 185987 1 1 168760 13.43 (325.23282, 29668.729)(326.23596, 4382.3687)(327.23456, 1527.6649)
4&alpha;-methyl-5&alpha;-cholesta-8,14,24-trien-3&beta;-ol 1 251864 258459 1 1 151373 283599 275377 1 1 1 1 1 1 1 191566 1 148890 1 1 1 147983 1 263033 21.84 (399.3537, 37787.82)(378.3289, 7788.916)(399.3531, 35731.31)(400.35782, 1707.6862)(381.34247, 5651.034)(382.34735, 863.225)(414.37305, 2902.8408)(396.36444, 4178.2056)(422.33582, 3868.18)(402.99274, 11324.601)(403.57837, 15050.945)
desacetoxyvindoline 246133 324604 307588 329904 168541 181453 683944 670167 663743 515021 1 1 194903 1 513597 1248888 692144 436915 1247433 1082746 288542 267030 941970 956648 2.29 (399.22443, 23493.54)(400.23212, 3307.681)(401.2305, 991.17505)(387.01108, 1483.8054)(387.2429, 5273.25)(419.26672, 274.5825)(399.39035, 757.57574)(424.3895, 958.625)(425.2206, 323.55)(406.7471, 1293.1099)(407.21445, 2314.8816)
cycloeucalenol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
4&alpha;-methyl-zymosterol 3554136 1 2940526 2297486 1 1 2322651 1 1 4191777 3568211 1 1 4479222 1 2323003 1 1 1 2251403 1 1 2106662 2153166 25.52 (398.35828, 32018.508)(380.4334, 9788.423)(404.38263, 6937.3755)(405.3774, 120.575)(416.38788, 3133.921)(417.39548, 719.7273)(422.9885, 5163.004)(425.4662, 5026.3594)(427.3623, 8372.825)(404.33292, 14479.647)
aphidicolan-16&beta;-ol 1 1 1 1 1 2092332 2177938 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 2235709 0.96 (274.2595, 6282.36)(290.25806, 101.479996)(291.27066, 25743.717)(292.2609, 65.75)(293.2578, 1314.73)
24-epicathasterone 1 975149 1 1 1436185 1519351 914105 924386 1481586 1513616 869636 889942 1502611 1951573 888349 986706 1008402 1001505 912204 988220 1048221 902570 886305 1084020 11.59 (415.35724, 3683.3237)(415.3557, 7638.51)(416.3552, 1017.27)(432.38266, 36041.035)(433.38608, 6703.5337)(434.38828, 1224.2949)(437.3385, 343.37)
adhyperforin 169867 269717 271875 270847 1 1 222913 231101 228293 234467 126665 249691 129318 201300 121906 197170 210816 226200 222393 219490 190089 218085 114952 193318 23.15 (534.40375, 42367.39)(535.4068, 12321.631)(536.4096, 1822.1935)(572.4358, 7411.492)(550.41907, 1271.6439)(572.3868, 8321.354)
labd-13-en-8&alpha;-,15 diol 346906 1 1 1138700 1 463208 1 1 412046 2495052 1 1172501 850719 1429280 965803 1479602 1 1 346439 462614 1 897477 1625838 938015 20.67 (312.2951, 704540.0)(313.29727, 116508.32)(314.29825, 77496.54)(292.60736, 34030.266)(311.29803, 163576.84)(297.29617, 11836.598)(329.46408, 24043.58)(314.3267, 19924.068)(336.95602, 7246.3784)(337.90643, 3730.6733)(338.2895, 1513.815)(317.2718, 5307.382)
sitosterol 240620 269896 262090 1 268155 282412 234183 257475 263697 120358 113610 265270 238820 293784 159290 269839 170675 132020 243449 252542 270174 1 263285 253217 17.61 (414.38446, 9194.858)(419.4097, 2862.8206)(397.38657, 434.61212)(440.38733, 368.785)(423.8463, 2822.5918)(424.3775, 2914.0)
4-coumaroylagmatine 677290 945405 1046887 1118021 332333 346354 754600 816273 826208 911766 554729 907487 532734 785458 496054 821801 795174 851884 849591 803067 829562 811824 447444 760412 23.15 (295.2011, 34120.89)(296.2056, 5453.977)(277.1874, 4901.7593)
10,11-epoxy-3-geranylgeranylindole 116774 1 1 213584 1 1 761730 870806 602811 606960 1 1 1 1 1 1 1 1 653540 894293 1 1 1 495041 10.66 (391.30417, 4515.43)(389.1812, 8987.961)(392.3179, 1641.39)(393.3156, 1022.46)(406.3068, 9456.29)(407.3114, 1430.89)
stearidonate 131026 146046 1 1 1 1 1 1 1 229972 1 123857 176614 114828 161721 117806 1 1 180830 155630 1 1 1 142167 1.85 (275.20364, 46834.082)(276.20978, 7786.0117)(277.20233, 1844.0166)(258.86, 4780.5415)(277.214, 4871.28)(279.2146, 272229.6)(280.218, 49319.2)(281.2252, 9373.45)(258.53513, 933.7834)(303.01993, 2904.7483)(283.47552, 3443.313)(284.69473, 2576.885)(285.19666, 5720.8447)
episterone 1 251864 258459 1 1 151373 283599 275377 1 1 1 1 1 1 1 191566 1 148890 1 1 1 147983 1 263033 21.84 (399.3537, 37787.82)(378.3289, 7788.916)(399.3531, 35731.31)(400.35782, 1707.6862)(381.34247, 5651.034)(382.34735, 863.225)(414.37305, 2902.8408)(396.36444, 4178.2056)(422.33582, 3868.18)(402.99274, 11324.601)(403.57837, 15050.945)
&alpha;-fenchocamphorone 1 1 1 1 1 1 1 1 492747 1 1 1 1 331456 288489 1 1 1 1 1 309314 1 1 229531 31.93 (143.1232, 6994.048)(121.10146, 44128.07)(156.13962, 3152.4238)(138.92926, 1569.126)(163.09888, 1835.8176)
prephytoene diphosphate 1 1 1 1 1 1 202974 203606 1 1 1 1 1 1 1 1 330202 350952 490879 479583 110658 102594 295700 523283 15.25 (703.4121, 2733.9438)(705.7504, 3792.7083)(706.4208, 3799.0352)(724.3091, 2861.5)(725.57, 1928.4839)(726.2835, 5043.1865)(726.4518, 7157.64)(702.4131, 8274.285)(703.41626, 2001.2)(737.70404, 4161.4297)(739.45685, 1362.58)(746.4114, 989.455)
L-ithreo/i-sphinganine 532492 1 540703 1 1 1 1 475958 1 513807 1 1 576860 541273 508215 1 1 516085 537770 560292 1 601168 1 604227 31.58 (330.30966, 979427.5)(307.2855, 19755.709)
30-hydroxy-11-oxo-&beta;-amyrin 1 1 1 1 1 1 1 1 1 1 1 1 1 1 2057112 1 1 1 1 527881 1 1 1 2466178 25.97 (457.36133, 4389.74)(461.3798, 680.21)(439.34756, 4880.52)(443.3633, 1156.2)(474.3924, 177.49)(459.39752, 1302.385)(483.3637, 2551.04)(484.3607, 10941.48)(485.3636, 3183.85)(465.3571, 426.70667)
(iZ/i)-[(4-hydroxyphenyl)acetaldehyde oxime] 463211 832871 946535 961936 879618 884726 815965 840410 813419 806118 762595 876224 694525 757531 474689 896009 801038 845265 875204 829001 798666 466531 757463 807551 25.52 (151.08589, 32596.271)(152.0897, 607.2753)
3-dehydro-4-methylzymosterol 1 251864 258459 1 1 151373 283599 275377 1 1 1 1 1 1 1 191566 1 148890 1 1 1 147983 1 263033 21.84 (399.3537, 37787.82)(378.3289, 7788.916)(399.3531, 35731.31)(400.35782, 1707.6862)(381.34247, 5651.034)(382.34735, 863.225)(414.37305, 2902.8408)(396.36444, 4178.2056)(422.33582, 3868.18)(402.99274, 11324.601)(403.57837, 15050.945)
taraxasterol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
a 4-hydroxysphing-8-enine-20:1 ceramide 3011027 3742704 3705866 3761655 3723792 3656486 2638664 2780622 3003590 3188971 2645502 3594675 2519818 3160136 2581559 3339934 3384926 3502996 3082566 3017387 2772326 2587090 2463991 3392071 28.49 (590.5483, 47254.69)(591.55133, 15961.656)(592.5539, 2416.3833)(593.5484, 192.3425)(630.3983, 1358.3282)(626.5962, 581.61)(617.5551, 170.96065)
4&alpha;-hydroxymethyl-stigmasta-7,24(24sup1/sup)-dien-3&beta;-ol 1 1890818 1884518 1680005 1969326 1059089 1 1 2712155 2218956 1 1251033 1482904 503465 1252144 1 2473685 1 1956506 1 1 353460 1 1774535 24.42 (442.3842, 4779.4155)(427.70917, 3061.149)(430.38382, 403.70334)(443.38824, 4659.792)(444.39215, 1018.87134)(445.38013, 520.1071)(427.2468, 390.30856)(427.389, 341.23)(460.41565, 6530.915)(461.4231, 358.145)(443.0022, 488.04996)(468.71045, 155.43666)
tricoumaroyl spermidine 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 260593 272716 311223 326968 153500 146387 248770 343453 15.38 (571.2801, 3812.2)(611.2784, 352.07)(570.56836, 2424.0027)(571.4471, 8395.168)(572.2833, 1878.998)(606.3079, 4325.009)(585.27716, 13464.166)(586.2804, 3527.3425)(587.4216, 2340.1855)(588.5804, 15797.281)(589.57947, 38210.9)(590.296, 12865.232)
2,7-dihydroxycadalene 913418 847226 1667022 1611025 1066797 1077324 602260 578741 824628 809884 1521736 1520135 1591425 1339808 1892509 1608932 1473346 1430577 925455 972022 1753215 1667238 1255264 1131733 1.93 (233.05302, 79185.7)(234.09846, 8679.537)(234.8116, 3914.2668)(215.12836, 7561.8154)(231.1374, 40307.99)(232.14203, 2680.8545)(216.80487, 113503.74)(217.91925, 11941.258)(248.99101, 3863.6072)(232.8301, 284.23334)
ajmaline 1 1 1 1 160569 159136 1 119463 109182 1 1 1 125653 191658 1 1 153051 179584 198725 1 148226 149021 98114 180664 5.67 (326.20328, 7076.9907)(308.4722, 9374.76)(309.7912, 1563.5399)(329.3591, 10234.311)(345.24338, 7745.144)(328.227, 645.546)(330.03204, 1491.308)(331.23804, 2434.9675)(334.6931, 15049.56)(337.2044, 3319.5674)
(iR,S/i)-piperazine-2-itert/i-butylcarboxamide 180883 160943 198925 271185 194451 267535 195076 200636 247078 216012 185759 206454 178060 230147 216270 207279 205187 209319 198516 242800 190308 203842 189357 207716 15.01 (185.15369, 14687.202)(172.15816, 7165.7227)
phylloquinone 4941897 6505360 7050841 7162070 2830085 2786224 5235616 5365977 5868993 6046840 3803081 6260195 3928057 5571084 3947500 5194474 5589329 5710024 5498690 5402644 5087686 5523748 3110625 4790818 23.15 (432.34122, 164794.7)(433.34338, 45316.957)(434.3472, 8413.278)(470.39673, 305.59998)(454.39017, 305.31)(455.33084, 17940.16)(456.33817, 4950.3857)
iN/i-acetyl-&beta;-D-glucosamine 1.29E+07 1.47E+07 5602506 5216962 7841773 8064691 1.60E+07 1.62E+07 1.71E+07 1.63E+07 2805335 4668349 9828137 1.31E+07 8996660 1.23E+07 1.17E+07 1.17E+07 2.27E+07 2.38E+07 5475726 5320979 1.36E+07 1.87E+07 1.73 (222.09267, 23360.432)(240.46214, 446.16333)(221.11333, 599603.7)(223.11267, 46548.08)(224.11528, 2790.9673)(245.08391, 3000.84)
gibberellin Asub15/sub (closed lactone form) 1 1 1 1 1 1 134790 1 1 1 1 1 1 1 1 1 267645 469762 202537 241723 225158 221130 412773 329340 15.39 (313.1746, 4162.2334)(313.1755, 2357.46)(347.43256, 36986.195)(348.43344, 5278.1387)
4&alpha;-formyl-5&alpha;-cholesta-7,24-dien-3&beta;-ol 1 1 1 4921409 1 1 1 1 2893970 1 1 1 1 1 1 1 1 1 1 1 1 1 1 2371997 22.73 (412.33517, 1228.6)(394.66272, 2483.97)(395.83032, 8371.515)(396.3287, 9272.15)(414.34006, 19711.957)(416.01108, 3927.49)(417.35074, 6573.925)(395.3313, 8043.88)(431.70297, 2796.7168)(432.3786, 2186.92)(412.69263, 9751.3)(440.34024, 1369.4733)(419.3181, 2220.4568)
1,2-dioctanoyl-1,2,6-hexanetriol 482102 461010 511316 100657 1 1 1 367186 1 388412 679585 871369 467928 463146 222274 465175 379943 491850 397529 370244 440156 431678 591428 489525 31.15 (388.957, 25672.0)(389.68884, 29457.764)(390.3183, 12223.86)(369.72388, 1414.7178)(370.29565, 3087.7852)(389.98486, 23928.402)(391.1816, 6459.6226)(391.9885, 2779.407)(392.3193, 3165.44)(404.33456, 14439.428)(405.33258, 1511.4233)(386.553, 26906.277)(412.05286, 448.4425)(393.28564, 7679.7812)
26-hydroxybrassinolide 1 123116 103332 111632 1 1 719662 714432 544505 605080 1 1 1 158947 1 1 193446 196776 894961 956938 1 1 230946 561937 12.45 (478.33582, 51742.066)(479.3392, 11531.108)(480.3393, 2027.9)(479.33963, 18688.898)(480.34048, 4157.537)(498.36575, 66206.38)(499.36908, 13977.948)(500.3713, 2858.5989)(504.3306, 5864.7812)
&alpha;-eleostearate 1 1 1414549 1463991 1077390 1100246 1844957 1896008 1 1 1 225466 1 1 1 1 1 1 126456 138764 1 1 1 141407 6.31 (281.2335, 1612.1951)(295.24997, 45204.977)(296.25223, 8583.163)(297.2474, 5260.832)(280.14667, 1307.974)(281.2524, 2118.35)
&alpha;-seco-amyrin 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
perillate 5437398 4971152 2167333 2168360 3291431 4232714 6839565 7382076 3798660 4052551 1598368 3222398 1 1564379 915996 1379361 3992871 4149669 8422281 1.20E+07 3261435 1341289 5459879 1.42E+07 11.97 (166.59421, 310.86)(147.07985, 483.745)(151.09624, 135719.95)(152.10052, 11587.393)(153.1037, 952.9375)(188.1358, 2805.745)(165.11487, 225676.9)(166.16199, 21115.152)(167.12402, 2165.9568)
&delta;-tocotrienol 244587 869977 712645 308399 1 1141820 1 1 1 1 1 1 1 2850969 348403 666121 337672 1 384925 494795 1 341644 1 575938 31.37 (401.93973, 5261.9106)(402.94135, 15422.192)(403.3258, 18191.379)(382.23285, 35140.047)(383.2349, 6547.2646)(384.1685, 381.87997)(414.33908, 23003.684)(415.34506, 3982.0764)(396.32867, 12789.017)
melamine 1 463179 1 1 1 1 1 1 1 1 1 1 1 1 1 1 699650 1 707252 563282 1 1 1 557370 15.64 (127.07251, 13483.178)(146.5004, 512.622)
3-ureidopropionate 7113450 6842375 7776440 7986842 8891961 1 1 7143372 1 1 7515066 1 7219394 1 7321762 1 1 8126208 1 7614069 7162445 7398977 7384415 7746197 19.79 (149.08028, 271106.28)(150.08379, 21645.617)(151.08617, 941.8373)
benzyl-desulfoglucosinolate 1 1 1 1 1 582396 1 1 1 563101 1 1 1 544188 545706 1 1 1 1 1 1 1 1 570006 21.67 (329.0932, 19479.697)(330.09717, 231.122)
S-1-(4-hydroxyphenyl)-ethanol 307326 289792 1 1 134527 1 333730 300484 361403 1 1 1 1 1 1 1 200770 108488 312884 518092 1 1 245090 191310 1.73 (156.10054, 19478.215)(157.10716, 2433.274)(158.0994, 425.38)(139.09435, 2663.0051)(143.10645, 893.58)(164.73462, 4730.919)(165.90456, 8255.168)(166.07169, 10672.154)
&beta;-phellandrene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
17-O-acetylajmaline 338552 349941 336921 339312 355890 344768 330165 337878 328300 337658 361135 337570 333700 338545 316701 351230 349037 356833 347828 343967 151990 147955 351669 348403 24.44 (369.21896, 14695.25)(370.22327, 2147.3767)(352.21725, 11754.35)(353.21912, 2444.31)(388.25446, 1002.95996)(372.2506, 2648.065)(374.251, 1044.925)(393.21326, 13473.66)
palmitaldehyde 423479 470445 282768 170896 234666 272745 781951 1 596784 548947 200251 514949 428876 408036 363247 516113 340616 377950 475065 385404 243457 1 296081 410914 1.91 (245.26056, 39092.387)(263.85745, 3255.7573)(266.70538, 4235.7056)(268.24725, 1874.5463)(245.22597, 11237.367)
16-hydroxytabersonine 1 176003 129740 134813 196177 244466 194018 199124 243159 298203 1 1 1 171402 1 1 102480 158577 383979 384031 1 1 1 298637 3.20 (354.18582, 3273.57)(335.17422, 9587.993)(354.1931, 3550.0225)(337.47662, 11176.755)(337.2017, 3768.57)(338.2032, 470.39)(353.2134, 8267.304)(354.21948, 1381.5199)(358.16373, 653.2475)
momilactone A 669639 644179 564528 563502 654109 642824 228216 233672 220450 221834 659042 629294 124674 227107 637882 103780 353627 356920 891444 931422 665855 624900 311379 610737 8.75 (298.1792, 1149.04)(320.2103, 346.4)(299.37692, 1256.7809)(332.2231, 18307.418)(333.21695, 5247.1514)(334.2268, 718.555)(314.5242, 6253.619)(317.2191, 306.44)(323.88947, 25378.031)(324.1805, 70417.516)
ient/i-7&alpha;-hydroxykaur-16-en-19-oate 1 1 253828 262960 1 1 1694877 1879165 1421586 1412861 1 1 1 1 1 1 91885 1 375037 367404 1 1 1 226809 6.44 (317.21008, 7232.574)(318.2162, 1626.95)(299.19745, 951.45)(318.21973, 4770.185)(301.2139, 4407.3516)(335.24286, 11668.061)(336.24307, 3061.62)(318.23993, 649.8625)(340.19846, 14969.455)(341.20218, 3123.182)(323.1969, 3091.395)
cinchonidine 788159 1060692 751679 701419 839511 883246 1168340 1277715 973273 963145 299540 473227 969572 1140273 366361 426866 741682 727395 1865755 1969792 555553 528494 788828 984126 1.83 (295.18353, 551.3163)(277.16965, 30987.21)(278.1731, 2226.3865)(299.5308, 1246.341)(281.18774, 1076.1019)(314.07684, 746.65857)(298.8517, 1194.36)(299.41714, 1363.344)(300.21753, 850.70496)(322.18246, 153624.45)(323.18375, 20246.377)(303.42108, 1992.3604)(304.22504, 6139.0337)(305.1757, 10079.013)
momilactone B 1 1 1 1 1 1 1 1 229435 250828 1 1 1 1 1 1 1 1 1038605 991636 1 1 1 493640 1.90 (331.98828, 1902.6221)(317.18427, 4812.4736)(336.1997, 307307.72)(318.1944, 486.16)(333.21646, 12304.508)(353.17645, 76961.61)(354.18304, 8745.502)(355.17627, 5836.17)(335.16537, 73521.164)
4&alpha;-methyl-5&alpha;-cholesta-8-en-3-one 3554136 1 2940526 2297486 1 1 2322651 1 1 4191777 3568211 1 1 4479222 1 2323003 1 1 1 2251403 1 1 2106662 2153166 25.52 (398.35828, 32018.508)(380.4334, 9788.423)(404.38263, 6937.3755)(405.3774, 120.575)(416.38788, 3133.921)(417.39548, 719.7273)(422.9885, 5163.004)(425.4662, 5026.3594)(427.3623, 8372.825)(404.33292, 14479.647)
24-hydroxy-&beta;-amyrin 1 1890818 1884518 1680005 1969326 1059089 1 1 2712155 2218956 1 1251033 1482904 503465 1252144 1 2473685 1 1956506 1 1 353460 1 1774535 24.42 (442.3842, 4779.4155)(427.70917, 3061.149)(430.38382, 403.70334)(443.38824, 4659.792)(444.39215, 1018.87134)(445.38013, 520.1071)(427.2468, 390.30856)(427.389, 341.23)(460.41565, 6530.915)(461.4231, 358.145)(443.0022, 488.04996)(468.71045, 155.43666)
obtusifoliol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
melissate 264166 248761 1 250483 240500 474030 1 238969 236685 1 1 240200 227534 1 230048 245199 281629 443722 227545 418851 250210 1 1 234050 16.96 (452.45135, 16075.0)(454.4544, 3942.42)(451.4683, 4157.56)(474.44244, 10387.931)(475.44644, 471.46536)
poriferst-7-enol 240620 269896 262090 1 268155 282412 234183 257475 263697 120358 113610 265270 238820 293784 159290 269839 170675 132020 243449 252542 270174 1 263285 253217 17.61 (414.38446, 9194.858)(419.4097, 2862.8206)(397.38657, 434.61212)(440.38733, 368.785)(423.8463, 2822.5918)(424.3775, 2914.0)
adonixanthin 131183 227703 718253 779316 181876 201052 183991 194719 595059 624192 369820 655278 361360 535022 343990 542209 570224 583732 147743 572906 559300 559446 290374 169795 22.88 (588.4181, 2209.249)(564.3988, 17467.014)(565.40234, 4188.352)(566.40576, 406.77997)(604.4614, 1102.4933)(605.4651, 1639.76)(585.51526, 877.2169)(587.1191, 3087.4473)(587.4536, 2428.8665)(608.4069, 1104.6155)(589.7132, 14215.536)(590.3991, 18722.955)
(5Z)-(15S)-11-&alpha;-hydroxy-9,15-dioxoprosta-13-enoate 175962 264287 217100 157439 152525 147896 457348 441765 618176 605777 1 84723 947144 1178945 463805 574792 1087031 1062776 2005545 2083161 511997 506430 1348648 1815200 1.87 (349.2025, 23117.863)(350.2126, 3224.7483)(333.3668, 68814.01)(336.20007, 231283.95)(352.5499, 7421.7744)(353.216, 2786.6875)(371.90253, 3391.8967)(372.2525, 5442.5073)(377.2081, 2692.806)(354.18344, 3751.8682)(355.17627, 2791.21)
5&alpha;-cholesta-7,24-dien-3-one 1 1 1 1 1 1 1 1 1 1 1 382761 1 1 1 1 1 207162 1 1 1 557218 285954 428344 25.71 (386.33417, 25584.2)(387.34354, 47310.508)(388.33948, 90479.516)(364.31274, 14492.13)(383.33362, 22445.744)(384.3452, 5300.5654)(365.71716, 6221.128)(367.06332, 12682.904)(400.3562, 14332.219)(382.3435, 2731.386)(389.3107, 33385.82)(392.31845, 4518.29)
4-fluorobenzoate 207475 119760 185555 1 1 214085 153326 210072 225822 242752 341186 393187 191700 271492 210353 296432 248847 281040 244747 153680 166682 142212 106260 250967 1.58 (124.01577, 9421.264)(145.03833, 365956.22)(122.01746, 23584.428)(159.0561, 1221.41)(163.0145, 453.19)
(9R,10S)-dihydroxystearate 1 1 3387678 3343267 1 309102 1 1 1395203 1332778 3529031 3594573 1 4167835 3931649 3536518 3819108 3431475 4208994 4263537 1853361 1 1 3468043 8.43 (297.24368, 8184.989)(298.24167, 545.4868)(299.23584, 787.6664)(300.2397, 41.74)(334.78967, 8425.904)(335.2897, 16787.92)(336.2909, 3208.15)(319.29092, 417770.25)(320.2948, 63220.664)(339.2446, 1810.675)(340.2485, 710.7417)(341.2503, 190.935)(322.23706, 47.125)
9-mercaptodethiobiotin 1 1 1 1 1 1 133579 131286 234052 281709 1 1 168493 241017 1 128499 366096 358285 869129 920028 1 1 429516 719098 1.87 (227.08804, 3019.8975)(263.1313, 16635.873)(264.13583, 1268.85)(265.1311, 543.67)(247.1144, 12221.234)(248.11722, 512.906)
a rotenoid 103080 152173 1 1 1 1 259415 250803 185249 173694 1 1 1 1 1 1 1 1 183193 197962 1 1 1 129669 1.58 (276.23654, 941.3467)(277.0747, 1661.0881)(257.05878, 11745.444)(258.06058, 1696.8445)
(4iS/i)-limonene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
docosanedioate 648621 201653 613796 180138 704641 621473 653086 211854 648311 593374 610022 196489 635709 605048 604543 621902 154233 667809 591217 638113 546153 468441 619756 632931 28.21 (369.54526, 1775.2363)(370.29538, 3926.5642)(353.14893, 1832.4373)(353.2927, 2627.48)(369.2965, 215.93)(353.29227, 2205.779)(386.32877, 16916.172)(368.4006, 5482.164)(372.3281, 10115.445)(373.3296, 21279.725)(393.28586, 6830.2144)(394.2851, 1116.76)
prostaglandin Esub2/sub 876544 1120750 765340 705919 751025 756884 1288906 1302951 1682149 1705571 392078 642475 1924376 2308248 1389846 1585898 2491563 2431305 4792757 4905061 1454002 1382658 3850760 4733476 1.87 (351.21762, 63990.934)(352.2163, 9592.319)(353.2164, 2750.2776)(354.2291, 355.765)(355.23257, 726.33246)(371.00183, 2206.7725)(374.2597, 4405.89)(353.67612, 519.1157)(356.2585, 1547.58)(377.79993, 2905.9807)(379.22314, 2074.3623)
zymostenol 1 309414 198706 357998 445858 755929 224792 115210 1 160184 225563 1 186945 198637 1 123515 89947 234055 249888 569232 332172 1055168 202608 245192 23.97 (386.3579, 295.67)(369.66388, 23876.633)(372.3583, 12400.432)(391.24457, 12988.839)(392.23764, 4377.6274)(392.71045, 2396.5)(393.376, 104.36)(370.95795, 22403.89)(372.35873, 10656.117)(404.88544, 9928.088)(406.3901, 627.684)(388.3831, 2440.121)(412.63687, 3546.699)(411.35205, 7300.8115)(415.3594, 16245.09)(391.3319, 3522.341)
2-tridecanone 1 1 1 145842 707398 1 609906 180534 3537560 2918040 202933 119749 673645 645016 599983 952467 895475 8031654 1165403 3255305 1 148343 1 882782 23.13 (198.19688, 140742.56)(180.18591, 1076.1475)(202.5713, 268888.66)(203.97018, 27346.068)(204.221, 13001.88)(186.21321, 533755.75)(216.22917, 1161345.0)(200.22993, 15578.21)(223.84358, 8613.273)(206.18694, 276.09665)
5&beta;-cholestan-3-one 1 309414 198706 1 445858 1 224792 1 1 1 225563 1 186945 198637 1 1 1 234055 249888 1 1 1 1 245192 17.72 (386.3579, 295.67)(371.35815, 32980.535)(372.35815, 10615.1)(390.97656, 1338.736)(390.3732, 443.16)(391.3761, 2117.97)(393.376, 104.36)(370.15723, 18691.223)(372.35873, 10656.117)(405.18674, 11582.85)(406.3901, 627.684)(388.3831, 2440.121)(415.3681, 6402.839)
(5&alpha;)-campestan-3-one 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1290204 351164 1136143 1 1 1 1 1 1 628385 30.21 (423.61093, 3330.7676)(427.3685, 10749.36)(383.3691, 930.66)(419.406, 13907.529)(404.3833, 6573.51)(407.3915, 1191.265)
3,20-dimethyl-1,2,21,22-tetradehydro-2,3,20,21-tetrahydrobotryococcene 1 1 1 140987 1 1 1 146075 1 1 1 1 130768 140914 1 1 139605 148404 1 1 138693 135843 1 136053 16.19 (438.52853, 1386.0067)(440.4228, 347.0)(439.42987, 6652.0425)(440.4208, 440.3967)
demethylphylloquinone 6135656 8857534 9967184 1.07E+07 3220845 3257457 7300232 7501525 8068539 8593572 5136162 9287135 4806240 7393682 4744906 7547957 7876101 7900398 8000776 7916162 7716925 7579629 4000590 7022451 23.15 (439.34564, 1616.767)(440.3401, 440.37)(418.57596, 16286.688)(419.32434, 5225.772)(439.34677, 1150.1901)(424.41867, 5561.407)(425.34634, 7304.04)(458.387, 489.53)(442.2521, 505.90625)(441.31274, 256307.45)(442.35828, 62782.266)(443.32794, 15951.102)
4&beta;-hydroxymethyl-4&alpha;-methyl-5&alpha;-cholest-7-en-3&beta;-ol 5938726 1037471 4625852 400180 200156 1577639 364235 217167 346025 449439 1 2387850 180145 150838 3780534 373759 847891 887078 1544492 2171732 1 5047967 184604 3309964 23.76 (431.3814, 9322.282)(433.3912, 775.66)(412.89688, 9552.018)(414.3747, 3687.21)(432.39023, 5254.6475)(416.05606, 9581.599)(415.63574, 6787.8076)(454.4372, 1101.1475)(455.7125, 14350.624)(456.37833, 6580.2905)(456.3772, 1730.0)(438.37326, 84.763336)
L-glutamate 1 1 1 1 1 1 96889 1 1 102632 1 1 1 1 1 1 1 1 114168 1 1 1 1 112003 1.58 (150.0519, 1336.02)(130.0462, 10390.607)(146.0683, 5863.7197)(171.0389, 358.58)
(i22R,23R/i)-28-homocastasterone 22-O-sulfate 1 158109 1941849 2023312 633132 642370 4038905 4256923 3397345 3680853 1 1 249079 421249 1301724 2118495 2.16E+07 2.22E+07 3.21E+07 3.22E+07 8480195 8353689 1.92E+07 3.63E+07 15.37 (541.30786, 22086.943)(542.3116, 7050.504)(543.3148, 1894.975)(558.3368, 150652.73)(559.3401, 44708.29)(560.3451, 13519.536)(561.3468, 4120.15)(563.293, 350642.8)(564.2963, 100186.91)(565.3001, 29111.479)(566.8074, 6461.475)
capsaicin 1 1 520437 537033 1 1 1845984 1941593 2540233 2617868 1 1 1 1 1 1 1 1 2400516 2371346 1 1 1 558889 19.03 (305.22357, 25407.16)(306.2275, 3520.0554)(307.2298, 111.7)
14-hydroxylanosterol 1 1890818 1884518 1680005 1969326 1059089 1 1 2712155 2218956 1 1251033 1482904 503465 1252144 1 2473685 1 1956506 1 1 353460 1 1774535 24.42 (442.3842, 4779.4155)(427.70917, 3061.149)(430.38382, 403.70334)(443.38824, 4659.792)(444.39215, 1018.87134)(445.38013, 520.1071)(427.2468, 390.30856)(427.389, 341.23)(460.41565, 6530.915)(461.4231, 358.145)(443.0022, 488.04996)(468.71045, 155.43666)
5-[[4-methoxy-3-(phenylmethoxy)phenyl]methyl]-2,4-pyrimidinediamine 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 399224 1 1 1 1 153577 1.68 (323.16217, 12070.34)(319.15585, 4903.39)(336.1853, 20370.18)(341.1405, 1064.11)
dihydrozeatin-7-iN/i-glucose 344427 440338 211957 195311 303621 325626 804417 852859 626711 626199 110181 249652 328802 496406 257570 385765 414045 430442 996057 139083 171776 166567 111634 529646 1.85 (383.85156, 18239.193)(384.1835, 2090.5535)(385.1909, 475.56)(384.28677, 10141.531)(385.192, 547.57)(407.1757, 5414.8774)(390.16614, 1366.5831)(392.1642, 620.1567)
methylconiine 256408 549136 258534 1 224594 1781556 983166 1071209 512817 475053 110559 1057100 659758 1874781 231583 550159 1727251 1805183 5388940 5344267 215306 1155354 2281721 4469680 2.91 (146.1736, 45851.85)(147.17493, 5839.3784)(160.1919, 57095.656)(161.19513, 3246.3086)(162.20013, 569.4467)(168.87303, 1938.0087)(169.1596, 2879.08)
sterculate 3389693 3349091 440315 431229 2944087 3754959 1 330471 784299 602135 164661 270390 606213 431933 1 171869 756296 370699 261337 272734 242317 1 674554 533378 13.02 (295.2554, 9821.79)(296.2559, 1434.35)(276.24127, 564.1575)(294.25516, 14446.8)(295.25995, 3141.1345)(279.47235, 23806.686)(280.83286, 11696.217)(280.258, 13728.45)(281.2632, 12818.97)(315.22324, 185151.4)(293.27228, 34909.133)(294.27252, 10956.595)(301.80844, 3524.8142)
dammarenediol II 1 286125 1 1 1 272679 1 1 1 243806 1 274572 1 1 1 1 270850 242157 259384 1 288802 282655 1 300132 17.54 (446.41205, 487.72498)(463.4318, 10865.588)(464.43442, 324.854)
(9Z,12Z)-15,16-epoxyoctadeca-9,12-dienoate 166552 157654 1 1 1 1 1 1 1 230812 1 123857 176614 114828 161721 117806 1 1 154641 128737 1 1 1 135635 1.85 (296.88437, 1481.3433)(275.20364, 47079.875)(276.20978, 7931.872)(277.20233, 1844.0166)(297.89566, 802.6567)(298.2305, 1827.28)(277.214, 4584.74)(279.2146, 256216.1)(280.218, 46418.07)(281.2252, 8822.07)(311.24673, 1887.4532)(303.01993, 2869.34)
levopiramadiene-diol 280187 358479 165115 182677 218529 217506 395009 407825 296268 291497 1 1 1 1 1 1 1 1 319343 318609 1 1 1 171147 10.79 (322.27454, 16344.286)(323.27762, 2411.8806)(308.27457, 6816.5425)
9,10,18-trihydroxystearate 1 1 1 335609 1 1 1 1 2015566 810275 1 523676 1 1 1 1 1 1 1 1 1 1 1 1437563 4.79 (332.26, 106.8)(349.28665, 614.795)(331.2746, 11857.068)(332.2644, 1481.7999)
2-iR/i-hydroperoxy-linolenate 1 1 1 1 1 1 385139 388270 429060 456652 1 1 1 1 1 1 1 1 369664 396859 1 1 1 272847 10.83 (310.2141, 9704.758)(311.2165, 393.2475)(333.2047, 18095.48)(334.209, 1471.8633)
&alpha;-tocotrienol 1248639 255697 167616 1219160 9878253 525502 223960 242326 1605807 956114 627574 1505702 133066 215506 1519759 1500414 380132 436395 124189 129979 226148 165529 1381936 231716 24.50 (425.66675, 52555.785)(428.34482, 20225.916)(428.34146, 5419.0703)(411.00662, 1989.9532)(430.60684, 206.8775)(431.3552, 311.73)(413.12726, 1897.0723)(413.346, 282.62)(443.08902, 3420.0435)(444.37164, 5204.4897)(445.3718, 73.67)(446.3791, 79.88)(424.67267, 9704.126)(448.92447, 2500.895)(451.3304, 17.77)(431.11957, 5296.478)(432.7207, 1397.859)
D-alanyl-D-lactate 1706410 1891213 1259243 774535 1482539 1476207 2374055 2406043 2462536 2328108 660093 988525 1204466 1582223 909300 1160033 1600543 1517938 2595835 2627079 992977 823709 1462028 2136541 1.58 (143.0571, 134094.28)(144.06046, 4792.7524)(163.0777, 433.14)(146.06847, 5509.6743)(168.05019, 842.9262)
(iE/i)-&beta;-ocimene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
1,2-dipalmitoylglycerol 3393968 3408398 1 3314858 3272894 1 546687 3278116 3114481 3135743 3295346 3297932 3090945 3164415 3064232 3137484 3234387 1 3338470 3233269 3212039 3253225 3111067 3281530 31.11 (568.5052, 8217.111)(569.4957, 273.49567)(551.506, 23.942001)(575.4361, 438.8772)(575.533, 391.34)(551.5091, 32.64)(590.5007, 6947.871)(591.50116, 2036.7701)(592.4982, 338.28836)(592.5546, 219.7)(572.5474, 469.36)(594.3158, 1173.0533)(595.4551, 222.82053)(595.5061, 188.01)(573.4807, 55.74)
ent-sandaracopimaradiene-3&alpha;-ol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.77E+07 1 1 1.73E+07 18.24 (290.25464, 30264.875)(273.24884, 1780.765)(307.2849, 18371.113)(311.29834, 102146.43)(288.271, 141058.1)
2&alpha;-hydroxy-ient/i-cassadiene 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.77E+07 1 1 1.73E+07 18.24 (290.25464, 30264.875)(273.24884, 1780.765)(307.2849, 18371.113)(311.29834, 102146.43)(288.271, 141058.1)
&beta;-myrcene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
(-)-&beta;-pinene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
4&alpha;-methyl-5&alpha;-ergosta-8,14,24(28)-trien-3&beta;-ol 1056458 1369125 1441139 1465616 608673 550503 1059066 1 1193337 1265461 771447 1360006 810510 1108607 836695 1051612 1152541 1189642 1139795 1156334 1062106 1189651 702619 958433 23.15 (412.27136, 7050.2876)(413.49445, 17598.79)(414.5876, 8057.4077)(415.36902, 2820.2844)(415.7047, 1623.3766)(397.2713, 12144.698)(398.23352, 21747.062)(398.3586, 22773.83)(411.36462, 557.79504)(396.36462, 3933.2585)(412.38184, 594.76135)(433.3434, 46270.414)(434.34723, 8658.14)(417.21817, 1875.5837)(417.8438, 1812.2849)(418.3498, 1966.56)
1-16:0-2-lysophosphatidylcholine 1 1 1 1 1 1 1 1 193626 207044 1 1 1 1 1 1 120401 129380 544236 551997 1 1 226119 528181 13.94 (482.33292, 5342.855)(483.33658, 1141.12)(513.367, 13649.267)(514.37103, 2680.93)(496.86282, 2897.1565)
campest-4-en-3-one 3554136 1 2940526 2297486 1 1 2322651 1 1 4191777 3568211 1 1 4479222 1 2323003 1 1 1 2251403 1 1 2106662 2153166 25.52 (398.35828, 32018.508)(380.4334, 9788.423)(404.38263, 6937.3755)(405.3774, 120.575)(416.38788, 3133.921)(417.39548, 719.7273)(422.9885, 5163.004)(425.4662, 5026.3594)(427.3623, 8372.825)(404.33292, 14479.647)
dATP 518932 514189 439030 475999 473846 474774 457361 390711 345691 379428 446606 483141 469832 429385 469119 426518 480412 419926 408224 449590 500304 482326 485364 500268 16.35 (468.9545, 25926.62)(469.95724, 3891.629)
11-icis/i-3-hydroxyretinal 518033 683632 1143595 1171443 1025903 1 2501352 2569636 2925247 3046976 144711 295617 172040 297143 1 556729 519871 531713 1655754 1704510 442497 414029 627040 1178679 7.88 (301.2159, 3982.73)(301.2181, 2183.6714)(302.2248, 916.76)(318.24216, 18434.768)(319.24493, 3013.2966)(323.19717, 38131.344)(324.19275, 10749.492)(325.20758, 1402.5358)
campesterol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1290204 351164 1136143 1 1 1 1 1 1 628385 30.21 (423.61093, 3330.7676)(427.3685, 10749.36)(383.3691, 930.66)(419.406, 13907.529)(404.3833, 6573.51)(407.3915, 1191.265)
a 4'-methoxyisoflavone 103080 152173 1 1 1 1 259415 250803 185249 173694 1 1 1 1 1 1 1 1 183193 197962 1 1 1 129669 1.58 (276.23654, 941.3467)(277.0747, 1661.0881)(257.05878, 11745.444)(258.06058, 1696.8445)
2-decanol 408985 3.21E+07 1 872552 1 1 1 1 1 643763 518908 1 1 986868 1 207913 910630 360398 3.28E+07 761288 3.39E+07 3.45E+07 1 1029335 23.91 (164.18808, 32454.846)(141.16243, 49002.754)(142.15887, 3513.9329)(178.20663, 103651.48)(179.20969, 11053.768)(163.2077, 8.98)(181.73088, 1065.5144)(182.1603, 2577.3)(166.72945, 14578.6875)(168.16313, 25356.457)
iall-trans/i-3-hydroxyretinal 518033 683632 1143595 1171443 1025903 1 2501352 2569636 2925247 3046976 144711 295617 172040 297143 1 556729 519871 531713 1655754 1704510 442497 414029 627040 1178679 7.88 (301.2159, 3982.73)(301.2181, 2183.6714)(302.2248, 916.76)(318.24216, 18434.768)(319.24493, 3013.2966)(323.19717, 38131.344)(324.19275, 10749.492)(325.20758, 1402.5358)
oleanolic aldehyde 1 185908 1 1 168662 290446 1 1 220139 1 361835 578791 405420 358027 1 278911 347801 213215 468551 394171 1 1 231355 442320 31.39 (441.90378, 970.57935)(443.03983, 3033.45)(444.04263, 3930.4111)(445.04123, 2817.4883)(446.38098, 159.485)(423.4285, 2424.4106)(424.55768, 8905.662)(426.96536, 8331.163)(427.83328, 10628.198)(428.3776, 11804.21)(423.3665, 3151.13)(458.78192, 6750.2817)(459.40945, 3166.1528)(440.39355, 10732.183)(468.3737, 175.35333)
3-ureido-isobutyrate 272542 311405 306714 277981 1 300269 96889 296168 292636 111833 1 1 301434 282503 1 328675 275943 290239 121043 308106 288807 295020 280268 120325 25.60 (132.06252, 2401.1826)(146.06863, 12021.138)(147.07942, 1846.5724)(168.04991, 467.18002)
thymine 1 1 293121 280955 109827 112568 1 1 1 1 177005 265158 1 1 127102 146399 104553 105979 1 1 214736 152254 1 122767 1.62 (131.72862, 1095.29)(148.08499, 2049.465)(129.07416, 4186.957)(149.03323, 9665.096)
2-methyl-6-farnesyl-1,4-benzoquinol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 185923 186882 1 1 1 157133 1.81 (332.58463, 3238.7998)(333.21738, 12920.987)
dihydrozeatin-9-iN/i-glucoside 344427 440338 211957 195311 303621 325626 804417 852859 626711 626199 110181 249652 328802 496406 257570 385765 414045 430442 996057 139083 171776 166567 111634 529646 1.85 (383.85156, 18239.193)(384.1835, 2090.5535)(385.1909, 475.56)(384.28677, 10141.531)(385.192, 547.57)(407.1757, 5414.8774)(390.16614, 1366.5831)(392.1642, 620.1567)
7,8-dihydropterin 165312 165373 525862 451246 194487 205715 158873 152992 159711 149384 295779 384431 158427 174105 197758 241271 212215 207681 177944 189617 390768 342844 162882 192556 1.60 (167.06802, 4321.266)(166.07161, 11281.683)(167.06993, 1379.6)(152.0695, 244.56)
ferruginol 254216 344487 1 1 1 1 670722 354121 537675 601621 1 1 1 1 1 1 1 1 431093 448368 1 1 354794 633134 11.52 (286.22733, 29067.395)(287.2295, 1997.4)(270.22275, 610.21)(308.27417, 6702.1978)(288.06302, 410281.0)(291.27332, 165522.53)
(+)-camphene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
cholesterol 1 309414 198706 1 445858 1 224792 1 1 1 225563 1 186945 198637 1 1 1 234055 249888 1 1 1 1 245192 17.72 (386.3579, 295.67)(371.35815, 32980.535)(372.35815, 10615.1)(390.97656, 1338.736)(390.3732, 443.16)(391.3761, 2117.97)(393.376, 104.36)(370.15723, 18691.223)(372.35873, 10656.117)(405.18674, 11582.85)(406.3901, 627.684)(388.3831, 2440.121)(415.3681, 6402.839)
3-hydroxy-16-methoxy-2,3-dihydrotabersonine 422415 479582 244803 1 228306 230163 611357 723544 828332 699140 1 141686 245184 440498 1 339720 450179 432695 964982 995934 1 1 482511 1101931 1.99 (389.22293, 3939.4175)(390.2312, 2007.95)(368.2049, 96396.93)(368.2102, 24198.05)(369.2088, 5955.11)(389.35956, 1513.5945)(390.23355, 3194.5642)(368.4438, 12966.045)(369.2091, 3412.9636)(387.18634, 7235.416)(387.2425, 1900.28)(408.42352, 10633.401)(411.20676, 113505.25)(412.21002, 17438.45)(391.1997, 8695.55)
4-hydroxy-5-methyl-2-methylene-3(2H)-furanone 1706410 1891213 1385040 916779 1482539 1476207 2374055 2406043 2462536 2328108 810761 1174019 1287793 1685368 1058254 1306513 1658591 1645210 2595835 2627079 980236 1001017 1491910 2136541 1.58 (108.66652, 861.51746)(109.01698, 2025.0875)(126.03292, 22522.586)(143.0571, 132043.66)(144.06046, 4699.6934)(130.05907, 4644.6367)(134.01353, 12248.792)
L-methionine iS/i-oxide 281325 269549 176857 1 1 1 191816 160683 280092 233683 1 1 381885 371813 316979 217453 313312 332624 198671 159113 377630 293409 298958 225891 1.58 (147.03683, 134795.72)(148.04164, 6091.609)(149.03325, 6286.4253)(167.60614, 1009.31226)(148.0412, 7699.41)(149.0336, 7244.13)(165.06906, 10216.756)
bixin aldehyde 258307 384565 118017 148103 135582 143837 1 1 125548 129398 1 130938 422611 1 1 108635 606647 102225 136686 137694 1 155054 1 99703 22.36 (348.8805, 12840.876)(350.21805, 4269.518)(330.19678, 7283.8784)(331.20416, 1850.0378)(349.21634, 15420.44)(350.2188, 5663.269)(371.1957, 7653.275)(372.19687, 1422.0166)(373.1943, 495.36)
4&alpha;-methyl-5&alpha;-cholest-7-en-3-one 3554136 1 2940526 2297486 1 1 2322651 1 1 4191777 3568211 1 1 4479222 1 2323003 1 1 1 2251403 1 1 2106662 2153166 25.52 (398.35828, 32018.508)(380.4334, 9788.423)(404.38263, 6937.3755)(405.3774, 120.575)(416.38788, 3133.921)(417.39548, 719.7273)(422.9885, 5163.004)(425.4662, 5026.3594)(427.3623, 8372.825)(404.33292, 14479.647)
palustradienol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.77E+07 1 1 1.73E+07 18.24 (290.25464, 30264.875)(273.24884, 1780.765)(307.2849, 18371.113)(311.29834, 102146.43)(288.271, 141058.1)
oryzalide A 511288 654478 1 1 1 1 787842 796895 430179 444969 1 1 1 1 1 1 1540584 1 323973 5409517 1382826 462624 3744271 211406 3.13 (302.68826, 5782.117)(303.2036, 481.3)(346.99902, 6634.466)(348.20193, 1732.2601)(305.20496, 20943.836)(321.20282, 132129.36)(322.20285, 18333.46)(323.20316, 2237.5667)(325.17715, 22093.736)(326.18082, 1970.1416)
BPH--698 468878 470205 1 503663 510916 504557 558713 1 1 1 1 1 1 1 510227 498056 492564 400279 326710 416858 1 451188 1 475869 17.20 (526.0042, 24781.361)(527.0062, 1381.5037)
brassinolide-23-O-glucoside 186884 417329 94233 99057 1 163083 1358919 1399044 922898 457644 1 122447 311464 728007 432909 735184 590134 313857 745441 652807 1 1 306305 365802 12.91 (642.6532, 20665.867)(643.65515, 11459.83)(644.7648, 3444.8787)(646.4066, 1763.025)(625.3887, 3877.184)(626.38715, 18697.758)(627.3904, 4897.1)(630.3984, 4333.7437)(667.98553, 2786.7544)(669.25916, 4549.2124)(670.4046, 1379.13)(650.2184, 1120.82)(652.3875, 3747.12)
ubiquinone-2 1 252697 1 140095 1 1 536643 663811 673891 589942 1 1 216703 550756 191207 175076 713656 487068 2056715 1 416872 1 2007905 1108756 1.83 (318.3867, 6395.2437)(320.1898, 3800.51)(305.18274, 8018.8203)(319.18695, 39003.082)(320.19043, 5026.9106)(302.18622, 376.51334)(320.2103, 346.4)(344.1819, 1962.1825)(323.16217, 33994.17)
vernoleate 1100094 1195532 1603462 400984 360286 1129989 932779 982137 1505180 1637386 3674848 267979 330843 329804 200751 1002773 399524 461853 389635 1 1019222 465967 894219 2424389 8.69 (296.2339, 27416.197)(297.2392, 13118.8125)(298.24225, 1449.4651)(297.2422, 9408.497)(298.24246, 1171.8527)(299.237, 526.98)(315.7076, 7171.6875)(298.66736, 3914.789)(323.23737, 50.550003)(304.225, 1373.09)
1-18:3-2-16:4-monogalactosyldiacylglycerol 1 1 1 123225 194445 222528 705641 701341 508104 531910 210399 208789 221130 193674 173289 190237 224076 163025 154047 155782 207459 1 1 164574 26.20 (746.4895, 30650.732)(747.4928, 12101.857)(748.49554, 2355.2876)(767.5401, 44015.902)(768.5428, 18620.572)(744.5115, 10560.983)(745.51465, 374.17862)
glycyrrhetaldehyde 427142 648508 585943 594005 441145 448420 2474198 2580000 2074918 2195800 1 1 466367 743744 226235 362322 824552 845421 3277916 3432428 322948 302170 1001855 2104779 12.45 (478.33597, 46972.035)(479.33932, 10124.006)(480.34003, 3244.529)(440.35312, 3026.412)(454.33835, 6228.283)(459.38538, 915.3183)
4-hydroxy-itrans/i-8-sphingenine 655346 593679 559472 543633 1 511230 794030 571201 625849 591930 632521 610437 676807 674606 1 639613 493848 1 474687 473619 596379 1 650241 578548 1.87 (318.34097, 3955.6191)(320.15213, 3592.0034)(300.27826, 4332.329)(320.3045, 831.55)(302.29166, 112933.95)(303.29468, 16975.006)(304.29895, 1406.658)(334.32184, 2898.2983)(316.3092, 48931.84)(317.3121, 7500.2563)(323.27356, 707.765)
2,3-bis[(3iR/i)-3-hydroxymyristoyl]-&alpha;-D-glucosaminyl 1-phosphate 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 134082 133453 217685 230382 1 1 122117 234530 15.37 (691.3964, 12750.1045)(692.39923, 2787.2302)(734.40814, 2561.8267)(727.4541, 1125.3367)(712.433, 2864.8818)(714.56885, 2986.3733)(716.3933, 17888.92)(717.3992, 4908.11)(720.41, 32922.87)
tylactone 1 1 1 1 1 1 158321 133404 171775 188365 1 1 1 1 1 1 215502 201340 622162 621390 119945 118045 278055 519133 5.20 (394.2684, 13355.636)(395.27185, 3245.0125)(379.26654, 5565.5903)(396.2834, 10126.984)(397.2833, 451.54)(416.31653, 853.91003)(418.7641, 714.4625)(400.2551, 2311.45)
&alpha;-3',4'-anhydrovinblastine 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 96238 1 1 1 323080 16.80 (794.4169, 13177.105)(795.42017, 4124.6147)(796.4229, 791.97)
a limonene-1,2-diol 1 1 1 1 1 1 201841 205187 201087 195891 1 1 145357 1 1 1 573722 558760 1404922 1473064 109897 99488 524985 868910 1.85 (173.13965, 2403.766)(171.13783, 24707.123)(172.14067, 2971.1785)(158.14047, 2930.908)(190.17227, 1343.284)(172.15802, 1860.748)
gypsogenate-28-beta-D-glucoside 1 1 154993 169240 1 1 523165 555432 427255 450728 1 1 1 1 1 205226 3994292 4076275 6204122 6436207 1268164 1218016 3523135 6610573 15.37 (647.38416, 59769.86)(648.3867, 16194.608)(649.3892, 5192.3115)(650.3858, 367.55)(629.3713, 35296.457)(630.37946, 10026.347)(631.3819, 2812.8484)(632.3806, 373.99)(671.84766, 28408.787)(672.8099, 16415.63)(673.83966, 4928.622)(674.8875, 1947.48)(653.3675, 3308.844)(654.36743, 12245.886)(655.37067, 4791.846)(656.37683, 811.42505)
camelliol C 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
iR/i-(-)-carvone 122315 111405 1 1 1 1 128850 1 1 1 1 1 109734 1 106382 1 1 133362 1 1 1 1 128099 108595 26.33 (170.14215, 601.06)(150.12888, 13219.232)
4-prenylphlorisobutyrophenone 1 1 1 1 1 1 135072 1 1 1 1 1 1 1 1 1 1 1 191324 175338 1 1 1 221909 2.06 (263.13016, 19492.057)(264.1358, 601.41003)(286.1746, 5008.173)(263.1502, 3208.13)
2,2,6,9-tetramethyl-3,6-dihydro-2H-1-benzoxocine-3,8-diol 913418 847226 1682440 1625973 1066797 1077324 602260 578741 824628 809884 1541839 1547635 1605266 1339808 1908317 1615419 1473346 1430577 925455 972022 1774077 1674611 1255264 1131733 1.93 (233.05302, 79185.7)(234.09846, 8679.537)(234.89558, 3754.38)(249.14984, 736.6988)(231.1374, 40307.99)(232.14203, 2680.8545)(267.17624, 437.2)(248.99101, 3863.6072)
leukotriene Asub4/sub 1 1 253828 262960 1 1 1694877 1879165 1421586 1412861 1 1 1 1 1 1 91885 1 375037 367404 1 1 1 226809 6.44 (317.21008, 7232.574)(318.2162, 1626.95)(299.19745, 951.45)(318.21973, 4770.185)(301.2139, 4407.3516)(335.24286, 11668.061)(336.24307, 3061.62)(318.23993, 649.8625)(340.19846, 14969.455)(341.20218, 3123.182)(323.1969, 3091.395)
24-methylenelophenol 1 1 1 1 1 1 1804398 1 2142151 1687198 1 2303617 2249935 2183839 2141089 1 1 1 1 1 1 1 1 2194917 16.59 (414.37485, 2688.9182)(400.375, 2464.74)(412.39197, 9867.34)(417.35117, 463.22574)
1-18:1-2-18:1-sn-glycerol-3-phosphocholine 307167 248530 233034 189174 201634 216498 209302 218209 210074 195505 184809 202150 224626 219060 195707 196183 208806 218809 189845 204261 199037 220753 185097 155679 29.96 (785.6041, 4893.7354)(786.60815, 1308.21)(785.6081, 7196.14)(786.6122, 2526.3)(808.5766, 7653.4883)(809.58057, 2624.2993)
phenyllactatyl-CoA 1 1 2777049 1 8391831 2111101 1896182 1 1 3146840 615965 1 486204 1 1 1 2102244 1 1540759 5525882 4350187 2481649 1.09E+07 2345235 10.93 (922.17035, 681769.9)(923.17236, 131629.23)(924.17365, 18756.314)
3-(6'-methylthio)hexylmalate 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 107370 109545 1 1 1 104283 1.75 (245.0834, 7791.31)(246.0908, 1713.8)(267.1174, 38057.207)
4&alpha;-methyl-5&alpha;-cholesta-7,24-dien-3&beta;-ol 3554136 1 2940526 2297486 1 1 2322651 1 1 4191777 3568211 1 1 4479222 1 2323003 1 1 1 2251403 1 1 2106662 2153166 25.52 (398.35828, 32018.508)(380.4334, 9788.423)(404.38263, 6937.3755)(405.3774, 120.575)(416.38788, 3133.921)(417.39548, 719.7273)(422.9885, 5163.004)(425.4662, 5026.3594)(427.3623, 8372.825)(404.33292, 14479.647)
12,13&beta;-epoxy-&beta;-amyrin 1 1890818 1884518 1680005 1969326 1059089 1 1 2712155 2218956 1 1251033 1482904 503465 1252144 1 2473685 1 1956506 1 1 353460 1 1774535 24.42 (442.3842, 4779.4155)(427.70917, 3061.149)(430.38382, 403.70334)(443.38824, 4659.792)(444.39215, 1018.87134)(445.38013, 520.1071)(427.2468, 390.30856)(427.389, 341.23)(460.41565, 6530.915)(461.4231, 358.145)(443.0022, 488.04996)(468.71045, 155.43666)
31-iO/i-desmethylFK-506 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 128482 108572 191138 192578 1 1 99943 225244 15.37 (792.2296, 2980.6052)(793.1455, 868.1167)(794.4707, 3861.5898)(795.4762, 2067.685)(778.48096, 1850.3368)(808.5013, 6770.8496)(809.4988, 19306.15)(810.5015, 7326.315)(811.50195, 1461.915)(791.48456, 2797.2031)
gibberellin Asub53/sub 1 1 1 1 1 1 405090 395499 195789 234098 1 1 1 99818 1 1 1 1 464893 427991 1 1 1 145634 1.91 (347.1855, 19156.969)(333.1856, 1993.03)(347.1877, 18900.139)(348.1999, 2615.2725)(333.18744, 2341.693)(348.20654, 2404.4062)(350.21057, 4833.425)(351.2176, 105908.29)(351.16153, 11173.335)
2-heptyl-3-hydroxy-4(1iH/i)-quinolone 143241 192844 117906 113334 145367 150338 478998 484675 451591 448952 1 1 322510 547034 211629 334272 536017 519167 1130088 1152711 183573 179292 531039 924221 1.85 (259.1571, 14892.863)(260.16052, 992.69556)(243.74522, 4600.4565)(244.59058, 1247.0782)(261.16837, 2578.0251)(279.1965, 403.74)(262.47397, 1403.7992)(263.1884, 9416.25)(287.1645, 2328.94)(264.13583, 1012.026)(265.1311, 498.36)
&alpha;-terpinene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
(3iS/i,5iR/i,6iS/i)-5,6-epoxy-3-hydroxy-5,6-dihydro-12'-apo-&beta;-caroten-12'-al 1 217584 1 1 223397 243496 265400 289143 182254 198718 1 1 1 1 1 1 177969 183491 387340 402110 1 1 219125 713934 11.75 (388.2723, 216.88)(401.2843, 937.56506)(405.23877, 13459.47)(406.24274, 1605.0461)(387.2258, 2803.7812)
5'-hydroxy-rot-2'-enonate 1 1 1 1 1 1 259159 268321 1 1 1 1 1 1 1 1 1 1 280942 286097 1 1 1 199123 9.93 (429.18085, 16868.43)(430.18463, 2339.03)(431.18185, 465.505)
renierapurpurin 896285 1195746 1336679 1400500 486244 490603 1005141 1050025 1124857 1166387 754181 1238586 714337 1012354 695144 1053250 1103413 1090248 1111333 1080832 1053227 1059925 603120 977027 23.15 (528.3735, 36792.73)(529.37695, 10354.774)(530.39575, 2139.0815)(550.41895, 1102.007)
(22R,23R)-22,23-dihydroxy-campest-4-en-3-one 1218988 1018034 117268 189578 693369 215945 533607 518221 1 125869 501329 1 206380 200507 325609 800407 322175 240214 152023 142422 465166 1 444253 237110 26.83 (431.16312, 1520.3328)(412.33347, 1804.2426)(413.34244, 445.53003)(433.352, 770.53)(414.15363, 22275.75)(415.81235, 10790.928)(416.81342, 8959.312)(417.48022, 10236.265)(430.52582, 6146.095)(432.37598, 2272.2532)(457.2455, 3314.2886)(455.94083, 3991.5376)(457.3526, 8415.22)(458.34265, 20863.885)(439.86343, 3523.3848)(436.32263, 442.35)
rebaudioside B 1 1 1 1 1 1 263745 297740 1 1 1 1 1 1 1 1 1 1 307499 325987 1 1 1 145283 9.93 (804.37134, 12770.518)(805.3745, 3416.19)(806.39325, 945.995)(828.5697, 1657.824)(829.56885, 5214.668)(830.3714, 2026.9751)(811.36005, 3281.834)(812.3618, 737.3575)
muconolactone 97244 102828 336983 251611 132017 138516 105933 101152 97519 111310 182704 269539 90055 130458 134137 174091 170448 162946 113806 121747 250936 239518 109237 151452 1.60 (147.03685, 156283.39)(124.015755, 9294.765)(161.39122, 898.4925)(151.00868, 4992.203)
isoarborinol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
16-sinapoyloxypalmitate 1 93046 1 1 1 1 396573 419673 99592 111226 1 1 1 1 1 1 1 1 165484 177159 1 1 1 147155 8.65 (477.28497, 5213.9062)(459.27145, 7145.3936)(465.63248, 5634.1304)(466.2992, 12000.68)(503.40903, 2559.9897)(504.28192, 6463.96)(505.28534, 2410.065)(485.8714, 1182.5979)(486.26926, 4966.25)
ent-16-a-hydroxy-kaurene 1 1 1 1 1 2092332 2177938 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 2235709 0.96 (274.2595, 6282.36)(290.25806, 101.479996)(291.27066, 25743.717)(292.2609, 65.75)(293.2578, 1314.73)
26-hydroxycastasterone 1 1 502686 554075 128418 110085 1 385242 1 435567 198932 460598 187229 343919 221584 331202 381663 379507 402558 385060 378693 366314 162687 342524 23.15 (483.36304, 42285.96)(484.3603, 181967.1)(500.386, 570.93)(506.3374, 390.37)(485.32538, 16051.528)
6-deoxo-24-epicathasterone 264701 1 255350 1 271069 1 1 282674 400677 231482 210611 137740 215241 215427 1 286752 1 253677 1 287412 171071 1 359770 279165 16.07 (422.89218, 5865.7866)(424.062, 1234.1633)(403.38312, 2801.265)(406.38785, 5921.8237)(423.06216, 8789.775)(423.3968, 7230.07)(404.38544, 2768.837)(406.38858, 5403.0327)(437.41498, 5331.7256)(438.8595, 1482.2089)(439.43008, 2808.49)(440.4214, 133.84)(419.0931, 2799.418)(445.3871, 440.02)(428.3791, 178.44)
3-methoxy-5-hydroxytoluene 307326 289792 1 1 134527 1 333730 300484 361403 1 1 1 1 1 1 1 200770 108488 312884 518092 1 1 245090 191310 1.73 (156.10054, 19478.215)(157.10716, 2433.274)(158.0994, 425.38)(139.09435, 2663.0051)(143.10645, 893.58)(164.73462, 4730.919)(165.90456, 8255.168)(166.07169, 10672.154)
7-oxateasterone 162158 160353 142816 1 1 156114 1 189849 165118 153304 161209 136639 157069 166291 1 1 1 1 181258 1 161762 168613 1 181573 23.76 (448.3492, 9357.9375)(449.35352, 1195.5508)(469.36325, 339.38333)(469.36423, 348.54333)(474.3503, 355.07)(470.39594, 838.80884)
a 4-hydroxy-8-sphingenine 655346 593679 559472 543633 1428301 511230 794030 571201 625849 591930 632521 610437 676807 674606 1157395 639613 493848 3.05E+07 474687 473619 596379 2.32E+07 650241 578548 6.31 (318.33325, 55066.496)(319.96082, 285247.38)(320.2943, 189116.19)(321.2942, 39964.24)(299.94476, 13076.065)(299.2793, 23337.977)(320.3045, 831.55)(302.0179, 104700.195)(303.29468, 16975.006)(304.29895, 1406.658)(334.32092, 9387.856)(335.32166, 389.315)(316.30914, 165517.95)(317.31198, 28433.07)(340.2827, 109.16)(323.27356, 707.765)
geissoschizine 1 1 1 1 1 1 492298 503775 128040 148009 1 1 1 1 1 1 1 1 184814 185376 1 1 1 134966 6.56 (337.1802, 8045.52)(337.1816, 3241.6)(370.21335, 13658.341)(371.21738, 2539.7224)
nicotinamide 5341187 5270997 1.07E+07 7516301 5776615 6283518 5405983 5350201 5705038 5382356 7560007 1.00E+07 4847247 5484331 5536947 7032868 6940727 6711438 6083702 6546250 8780709 8362490 5092547 6471349 1.59 (110.056755, 7047.047)(145.03833, 317225.72)(146.04128, 12855.243)
a jasmonoyl-1-aminocyclopropane-1 carboxylate 1 1 1 1 217297 188951 1 1 1 1 125518 1 1 1 1 1 1 1 187838 207451 431791 374317 1 194582 1.87 (295.7696, 1941.6602)(275.1519, 6250.8027)(312.20087, 2591.9849)(293.1895, 2321.55)(320.96326, 2620.3003)(321.1612, 7944.98)(299.28458, 5771.9487)(299.1414, 1561.14)
4,8,12-trimethyl-1,3,7,11-tridecatetraene 357245 288969 334037 655156 413894 326981 290012 482312 483921 327882 1 307262 1 6194853 4421579 148954 306487 467719 443555 264282 368725 1 283053 366077 13.01 (221.96777, 14528.633)(223.22102, 7376.3267)(219.20966, 28861.803)(220.20541, 5673.2573)(237.39929, 14443.055)(239.24593, 6358.2793)(243.19878, 22374.578)(244.20338, 3985.8984)
isofucosterol 1 1 1 1 1 1 1804398 1 2142151 1687198 1 2303617 2249935 2183839 2141089 1 1 1 1 1 1 1 1 2194917 16.59 (414.37485, 2688.9182)(400.375, 2464.74)(412.39197, 9867.34)(417.35117, 463.22574)
strombine 272542 311405 306714 277981 1 300269 96889 296168 292636 102632 1 1 301434 282503 1 328675 275943 290239 114168 308106 286826 310716 280268 112003 25.60 (150.0519, 1336.02)(130.0462, 10390.607)(146.06863, 12021.138)(147.07942, 1846.5724)(170.13986, 516.35297)
indolin-2-one 463211 832871 946535 961936 879618 884726 815965 840410 813419 806118 762595 876224 694525 757531 474689 896009 801038 845265 875204 829001 798666 466531 757463 807551 25.52 (151.08589, 32596.271)(152.0897, 607.2753)
iall-trans/i-13,14-dihydroretinol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.77E+07 1 1 1.73E+07 18.24 (290.25464, 30264.875)(273.24884, 1780.765)(307.2849, 18371.113)(311.29834, 102146.43)(288.271, 141058.1)
squalene 4456591 4383605 4319594 4391098 4470034 4454138 4033907 4010285 4517102 4026249 4662556 4706637 4560935 4419634 4309242 4304957 4437984 4127149 4324283 4402186 4189994 4662576 4607935 4501199 15.74 (410.3866, 1527.1729)(411.3916, 284.90637)(412.40512, 166855.38)(413.40695, 22938.748)(434.38654, 402.752)
2-methylaspartate 1 1 1 1 1 1 96889 1 1 102632 1 1 1 1 1 1 1 1 114168 1 1 1 1 112003 1.58 (150.0519, 1336.02)(130.0462, 10390.607)(146.0683, 5863.7197)(171.0389, 358.58)
a 1-octadec-11-enoyl-sn-glycerol 3-phosphate 196325 326365 125184 150986 1 282105 257278 490650 531351 450448 1 170256 213161 308190 210755 153238 327870 181810 517962 312302 120500 146792 134263 196402 8.09 (437.92078, 1279.4667)(452.28156, 47690.13)(453.28497, 12061.047)(454.28763, 3492.4854)(457.23706, 14497.359)(458.24048, 1373.286)
3-propylphosphoenolpyruvate 180113 1 364721 256972 1 1 149046 165589 1 1 1 1 96986 1 1 1 1 1 183362 234647 1 1 255121 367981 1.64 (207.00357, 15435.117)(208.0072, 457.27)(233.0032, 493.43)(215.99084, 3446.995)
emindole-SB 116774 1 232816 213584 212358 1 761730 870806 602811 606960 134534 1 225646 233478 1 137087 935046 995404 653540 894293 1 1 119483 495041 15.37 (406.7192, 8850.411)(408.31384, 2269.2947)(410.3242, 3625.92)(391.30417, 4515.43)(406.3068, 9456.29)(407.3114, 1430.89)(390.13235, 11937.243)(392.98453, 3842.0967)(393.31723, 4238.523)(425.3394, 8345.289)(427.3548, 307.84)(429.3616, 6388.23)(433.31042, 211563.16)(434.31354, 44123.406)
vernolate 2444108 3324201 1414549 1463991 545390 1100246 881431 921367 1485049 1595395 1 225466 1 1 1 1 1 221584 126456 138764 1 1 1 141407 6.89 (298.2371, 1869.52)(281.89734, 348.35)(296.23343, 41531.48)(297.23935, 12833.29)(298.24258, 1324.608)(317.27615, 16273.256)(295.35025, 48670.066)(296.25235, 10253.146)(297.24738, 5256.4834)
solasodine 3-O-&beta;-D-glucopyranoside 527020 552931 521366 544584 442313 678464 695770 245650 507546 164319 571467 383818 303418 550434 276801 530296 547111 546134 629996 614759 579876 520288 577037 636443 23.68 (600.1345, 21059.355)(601.1377, 5590.154)(602.3925, 1705.59)(581.36426, 21834.908)(582.3677, 6050.695)(583.3711, 341.525)
parkeol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
4-tyrosol 307326 289792 1 1 134527 1 333730 300484 361403 1 1 1 1 1 1 1 200770 108488 312884 518092 1 1 245090 191310 1.73 (156.10054, 19478.215)(157.10716, 2433.274)(158.0994, 425.38)(139.09435, 2663.0051)(143.10645, 893.58)(164.73462, 4730.919)(165.90456, 8255.168)(166.07169, 10672.154)
crocetin dialdehyde 444613 448954 453608 469955 459686 453580 443649 462412 456110 446837 452820 475319 461328 454925 449740 469764 458487 471171 469308 486137 494159 492073 481468 499814 20.75 (279.1741, 14013.066)(280.178, 1753.7709)(324.18088, 11186.985)
fusidate 1 1 1 1 1 1 373684 373646 216151 223028 1 1 1 1 1 1 143094 155443 1 568974 1 1 1 189980 13.67 (516.67255, 419.53)(497.99622, 5023.055)(502.3399, 2292.38)(516.339, 7666.5547)(517.3423, 117.49)(515.3563, 4873.2354)(542.3398, 3027.15)(520.81396, 4568.5474)(522.31995, 1517.695)
iall-trans/i-10'-apo-&beta;-carotenal 1 1 1 136657 1 138808 395318 383945 449667 502357 1 1 247955 369378 1 236579 445597 1 1040920 1088821 199415 157825 462201 732367 1.93 (376.2761, 3585.0942)(358.26242, 5665.7686)(359.2662, 164.49)(378.2919, 583.16)(360.27655, 5929.3643)(361.64578, 532.62274)(362.2852, 301.84)(380.3085, 638.60333)(404.61172, 3949.0664)(382.2595, 914.06604)
sphingosine 4727420 3663882 1 1.59E+07 942209 1.40E+07 3061849 3298052 2.67E+07 1568496 1378982 1013012 991480 2.52E+07 2679794 3728165 6891292 4158351 9.75E+07 2.91E+07 6289725 1 2478676 2.61E+07 24.27 (303.1511, 81641.55)(303.96603, 5583.297)(304.3045, 1039.96)(304.30597, 931.005)(286.29474, 7255220.5)(287.29745, 1252229.1)(288.29858, 198943.39)(300.31177, 637395.6)(301.31415, 10351.928)(327.05188, 24489.441)(327.49078, 25880.652)(307.59586, 28954.094)(309.1676, 10339.143)(307.27432, 1148.4901)
lathosterol 1 309414 198706 1 445858 1 224792 1 1 1 225563 1 186945 198637 1 1 1 234055 249888 1 1 1 1 245192 17.72 (386.3579, 295.67)(371.35815, 32980.535)(372.35815, 10615.1)(390.97656, 1338.736)(390.3732, 443.16)(391.3761, 2117.97)(393.376, 104.36)(370.15723, 18691.223)(372.35873, 10656.117)(405.18674, 11582.85)(406.3901, 627.684)(388.3831, 2440.121)(415.3681, 6402.839)
taxa-4(20),11-dien-5&alpha;,13&alpha;-diol 280187 358479 165115 182677 218529 217506 395009 407825 296268 291497 1 1 1 1 1 1 1 1 319343 318609 1 1 1 171147 10.79 (322.27454, 16344.286)(323.27762, 2411.8806)(308.27457, 6816.5425)
6-deoxocastasterone 1 1 1 1 1 1 1 129494 236851 207111 1 1 1 1 1 1 1 1 364553 146605 1 1 1 365338 11.30 (450.3745, 13755.087)(451.37845, 2583.635)(476.37476, 3326.8281)(458.36185, 6914.062)(459.3658, 1413.8966)
methanophenazine 2860450 634716 1197996 815773 918601 883937 901988 930016 1364269 1455026 5854478 1169260 5586650 696309 5521195 7400931 883658 895322 760792 725189 3266944 2689470 3476485 781266 22.61 (520.3859, 96045.21)(521.38904, 26996.477)(522.3923, 4421.6655)(523.39496, 863.88873)(561.18884, 471.56)(562.449, 280.11)(564.39856, 10796.193)(565.402, 2170.4966)(546.38684, 52238.504)(547.38916, 22717.252)
(+)-vernolate 2444108 3324201 1414549 1463991 1 1100246 1 1 1 1 1 225466 1 1 1 1 1 1 126456 138764 1 1 1 141407 6.31 (298.2371, 1869.52)(281.231, 414.52)(317.27573, 15462.319)(295.25012, 54056.63)(296.25235, 10253.146)(297.24738, 5256.4834)
2-acetamido-4-iO/i-(2-amino-2-deoxy-&beta;-D-glucopyranosyl)-2-deoxy-D-glucose 1243614 1656791 409553 420925 716058 699210 1838674 2073461 2150019 2064539 147546 275108 877355 1282584 672994 1023280 1061687 1119895 2516605 2650951 418074 394973 1213589 1923482 1.77 (387.1791, 1274.765)(365.15668, 1832.1122)(402.66116, 7775.4766)(405.0877, 1120.9962)(383.1876, 98985.586)(384.19144, 12644.7)(385.19144, 472.21002)
baruol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
5-isobutylthioribose 1259211 1526824 518997 475300 1252448 1331261 1492998 1718765 1972281 1949729 652871 1114202 783858 1020631 829277 1125557 887481 869387 1515805 1562087 369742 368085 869089 1292885 1.73 (222.25908, 21062.078)(206.32845, 516.83875)(222.11613, 46618.316)(223.11267, 51015.98)(224.11533, 3016.5078)(245.43636, 3019.4822)(246.08878, 1064.3743)
5&alpha;-cholesta-7,24-dien-3&beta;-ol 1 1 726887 1 732108 1 1 3789091 1 3809159 1113246 1 1 1 1 1 1 1 1295935 1 1 269835 1 3061753 22.92 (384.34024, 12338.75)(366.33044, 783.1)(385.34857, 24131.45)(367.96075, 4324.584)(371.35352, 41674.418)(404.3824, 5748.3774)(405.3773, 24.62)(384.36386, 637.87)(410.3416, 24.34)(412.3479, 2515.54)(390.32224, 16222.771)(391.32657, 3998.5627)
(9Z,15Z)-12,13-epoxy-octadeca-9,15-dienoate 166552 157654 1 1 1 1 1 1 1 230812 1 123857 176614 114828 161721 117806 1 1 154641 128737 1 1 1 135635 1.85 (296.88437, 1481.3433)(275.20364, 47079.875)(276.20978, 7931.872)(277.20233, 1844.0166)(297.89566, 802.6567)(298.2305, 1827.28)(277.214, 4584.74)(279.2146, 256216.1)(280.218, 46418.07)(281.2252, 8822.07)(311.24673, 1887.4532)(303.01993, 2869.34)
(iR/i)-mandelamide 463211 832871 946535 961936 879618 884726 815965 840410 813419 806118 762595 876224 694525 757531 474689 896009 801038 845265 875204 829001 798666 466531 757463 807551 25.52 (151.08589, 32596.271)(152.0897, 607.2753)
2,3-bis-iO/i-(geranylgeranyl)glycerol 1-phosphate 3.12E+07 3.20E+07 2.94E+07 3.00E+07 3.09E+07 3.08E+07 1 3.54E+07 2.96E+07 3.08E+07 2.98E+07 1 1 3.01E+07 1 2.95E+07 3.12E+07 3.21E+07 3.27E+07 3.26E+07 3.06E+07 3.15E+07 3.13E+07 2.98E+07 29.96 (698.49426, 1023202.8)(699.49786, 393327.0)(700.50024, 85537.44)(701.50305, 13771.755)(702.5061, 624.21747)(741.4588, 20774.814)(742.4564, 100746.59)(743.45905, 41436.176)(743.5083, 37501.76)(723.4962, 979.04407)(724.4936, 8365.041)(725.4977, 2653.0894)
solanidine 8385949 8975353 8254116 8360588 8952474 9043767 8208380 8130643 8481580 8705676 8538657 8576718 8788292 8867732 8451150 8413849 1 8383194 8333722 8729853 8661315 1 1 8666209 26.06 (382.67285, 20434.203)(384.0406, 21320.754)(385.04855, 33810.46)(385.3514, 39150.527)(399.35083, 330633.06)(400.35043, 75107.44)(381.341, 19819.566)(382.34543, 2585.368)(416.37476, 738.14996)(403.80887, 9867.928)(421.33432, 13483.576)(422.33594, 2746.7144)(423.3485, 384.51)(403.32608, 21156.709)
taraxerol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
bixin dimethyl ester 1252629 2048153 395924 410044 1317554 1408288 2500608 2596390 2010743 2246693 101831 285251 103385 163129 477226 786105 2627248 2531101 7294917 7504471 1203164 1181276 2504310 5886796 7.25 (391.55542, 50190.023)(392.78796, 22214.504)(393.82806, 4677.7236)(413.2522, 5238.623)(391.22113, 11529.96)(392.2244, 4929.78)(430.36533, 1791.2672)(430.9388, 7654.572)(432.27832, 1111.9432)(408.51395, 7300.996)(409.2553, 1901.3823)(437.24045, 751.83)(413.20602, 60052.496)(414.39716, 9383.399)(415.21127, 2875.3486)(416.222, 783.71)
4-amino-2-methyl-5-diphosphomethylpyrimidine 1 1 152250 106011 1 86552 83788 84738 1 1 1 104810 1 1 1 1 1 1 112500 87428 1 1 1 105465 1.60 (300.994, 1375.13)(277.9763, 8152.0923)(278.9803, 1044.79)(282.98724, 7887.1475)(296.0094, 7695.2256)(320.9778, 1559.0099)(301.96133, 1589.4601)(302.9629, 1977.48)
3-methylxanthine 165312 165373 525862 438525 194487 198772 158873 152992 159711 149384 288926 318157 158427 174105 197758 241271 212215 207681 177944 189617 370220 342844 162882 192556 1.60 (168.05063, 487.16)(152.78825, 1292.3605)(151.04141, 3880.405)(151.00766, 3854.1667)(151.95065, 764.291)(186.08961, 421.59335)(166.07161, 11388.469)(167.06993, 1379.6)
sphinganine 532492 121375 540703 157226 192570 235086 1 475958 1 513807 1 126462 576860 541273 508215 464908 169349 516085 537770 560292 516287 601168 1 604227 28.88 (307.3289, 7023.3633)(329.908, 839887.7)(330.3097, 1205483.5)(307.28622, 21444.7)
antheraxanthin 521831 963337 2045133 846345 252781 177839 503618 546633 292388 503278 211233 369212 299041 375537 241029 338238 392848 710494 607789 423605 604301 621390 264654 577860 23.15 (590.4444, 433.66)(567.7439, 1026.1818)(572.43604, 9306.875)(585.7146, 741.48)(572.3443, 7148.804)(572.4366, 7824.43)(604.38574, 4652.358)(605.469, 872.68555)(586.36914, 6370.8125)(587.45465, 1771.6437)(608.0781, 2419.1199)(608.4129, 1267.08)(589.4015, 10636.965)
pyridoxamine 463211 832871 946535 961936 879618 884726 815965 840410 813419 806118 762595 876224 694525 757531 474689 896009 801038 845265 875204 829001 798666 466531 757463 807551 25.52 (151.08589, 32596.271)(152.0897, 607.2753)(188.13574, 7318.7207)(175.0803, 7291.22)
9&beta;-stemod-13(17)-en-19-ol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.77E+07 1 1 1.73E+07 18.24 (290.25464, 30264.875)(273.24884, 1780.765)(307.2849, 18371.113)(311.29834, 102146.43)(288.271, 141058.1)
arachidonate 254216 344487 1 1 1 1 1 1 537675 601621 1 1 1 1 1 1 1 1 1 1 1 1 354794 633134 11.52 (286.2269, 31680.14)(286.22754, 23610.834)(325.27948, 294.45)(308.27423, 6754.828)
hyperforin 229060 138946 375067 320233 1 105449 286493 299285 351696 328562 195191 383667 174976 298939 187587 303385 294376 278561 283248 305034 219627 110086 156575 232638 23.15 (541.3991, 619.4)(520.38635, 314797.7)(521.38916, 88078.23)(522.39166, 16825.67)(523.3948, 1857.1434)(535.4068, 14897.277)(536.4096, 2306.6638)
2-icis/i-abscisate 1 1 1 1 1 1 135072 1 1 1 1 1 1 1 1 1 1 1 191324 175338 1 1 1 221909 2.06 (263.13016, 19492.057)(264.1358, 601.41003)(286.1746, 5008.173)(263.1502, 3208.13)
tetrahomomethionine 4.67E+07 4.82E+07 5.58E+07 5.29E+07 4.60E+07 4.66E+07 4.87E+07 4.62E+07 6.10E+07 5.92E+07 3.29E+07 3.89E+07 8.61E+07 8.60E+07 8.47E+07 8.54E+07 8.95E+07 8.85E+07 8.73E+07 9.05E+07 6.87E+07 6.69E+07 1.16E+08 1.14E+08 1.75 (206.11522, 4272.265)(191.10028, 3406.6333)(192.10579, 483.44333)(206.124, 249.71)(205.13666, 2020809.0)(206.14014, 164898.77)(231.10037, 885.79803)
(22&alpha;)-hydroxy-campesterol 1 611584 1 1 1 1 1 523444 1 1 1 1 1 1 1 1 1 1 1 1 1 576389 1 669417 11.44 (399.3576, 18348.855)(400.35284, 3858.6753)(440.3532, 11703.95)(441.3567, 2380.13)(442.3601, 377.17)(421.34344, 924.5525)
4&alpha;-hydroxymethyl-ergosta-7,24(24sup1/sup)-dien-3&beta;-ol 997369 1464719 1358665 1499689 1.46E+07 627496 1106599 1229872 1213188 1148458 805821 1296653 872561 1 1121816 917569 1085213 1161021 1089473 1068702 985914 1136951 600722 994901 23.83 (428.5272, 7192.1157)(411.8867, 4796.8154)(413.09412, 17770.623)(414.16922, 11096.775)(415.08398, 3636.5388)(415.57086, 1489.994)(416.3738, 439.18)(430.37616, 5489.486)(431.37485, 2640.1099)(431.3526, 54.84)(412.54675, 16213.053)(413.9936, 20167.484)(415.03867, 8346.777)(416.37604, 797.9501)(446.39658, 6513.369)(447.3946, 1595.48)(433.402, 356.885)(433.34348, 48557.39)(434.3473, 9138.291)
iN/i-acetyl-D-glucosamine 1.29E+07 1.47E+07 5602506 5216962 7841773 8064691 1.60E+07 1.62E+07 1.71E+07 1.63E+07 2805335 4668349 9828137 1.31E+07 8996660 1.23E+07 1.17E+07 1.17E+07 2.27E+07 2.38E+07 5475726 5320979 1.36E+07 1.87E+07 1.73 (222.09267, 23360.432)(240.46214, 446.16333)(221.11333, 599603.7)(223.11267, 46548.08)(224.11528, 2790.9673)(245.08391, 3000.84)
24-methylenecycloartanol 400990 345186 349248 400746 342337 390606 330822 344416 385871 319208 252086 326892 349838 270664 358945 266656 406177 454141 318041 412312 319601 377663 278976 328165 26.96 (442.60553, 4347.0557)(444.4079, 847.52)(425.3991, 4331.0)(427.40295, 15075.99)(427.1207, 2792.267)(429.41797, 4241.945)(444.43344, 14976.638)(445.77206, 16216.872)(446.43988, 4536.14)(464.39316, 12777.823)(465.39713, 2932.431)(469.41187, 4924.9834)(448.99103, 4325.436)(450.39697, 2379.475)
terpineolo, linalool, menthone, citronellale 6152430 1 6209308 6086444 6384860 6462884 6154197 6509574 6325897 417001 6434756 6336232 314248 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 30.39 (155.47354, 545.49475)(156.13974, 1402.4199)(140.1404, 42.71)(158.97122, 32990.23)(160.07216, 9956.085)(140.1417, 62.853157)(174.17468, 14667.056)(154.15993, 11439.433)(161.1194, 615.8225)
coniferonate 131026 146046 1 1 1 1 1 1 1 229972 1 123857 176614 114828 161721 117806 1 1 180830 155630 1 1 1 142167 1.85 (275.20364, 46834.082)(276.20978, 7786.0117)(277.20233, 1844.0166)(258.86, 4780.5415)(277.214, 4871.28)(279.2146, 272229.6)(280.218, 49319.2)(281.2252, 9373.45)(258.53513, 933.7834)(303.01993, 2904.7483)(283.47552, 3443.313)(284.69473, 2576.885)(285.19666, 5720.8447)
(S)-norlaudanine 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 117689 110866 1 1 1 112044 15.35 (348.20877, 10587.72)(330.19388, 4327.98)
24-iepi/i-campesterol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1290204 351164 1136143 1 1 1 1 1 1 628385 30.21 (423.61093, 3330.7676)(427.3685, 10749.36)(383.3691, 930.66)(419.406, 13907.529)(404.3833, 6573.51)(407.3915, 1191.265)
N3-methylcytosine 1528149 1037100 2653328 1802232 1241191 1288405 1002397 1601122 1 2419091 1099884 3073269 3042083 3124975 1 2885850 1755464 1497761 869328 2647847 1227493 1228872 943233 1030165 16.02 (127.07453, 9314.02)(111.068855, 7845.3716)(144.1006, 47.96)(127.09043, 200.09001)
gibberellin Asub110/sub 1 1 1 1 1 1 405090 395499 195789 234098 1 1 1 99818 1 1 1 1 464893 427991 1 1 1 145634 1.91 (347.1855, 19156.969)(333.1856, 1993.03)(347.1877, 18900.139)(348.1999, 2615.2725)(333.18744, 2341.693)(348.20654, 2404.4062)(350.21057, 4833.425)(351.2176, 105908.29)(351.16153, 11173.335)
betulinic aldehyde 1 185908 1 1 168662 290446 1 1 220139 1 361835 578791 405420 358027 1 278911 347801 213215 468551 394171 1 1 231355 442320 31.39 (441.90378, 970.57935)(443.03983, 3033.45)(444.04263, 3930.4111)(445.04123, 2817.4883)(446.38098, 159.485)(423.4285, 2424.4106)(424.55768, 8905.662)(426.96536, 8331.163)(427.83328, 10628.198)(428.3776, 11804.21)(423.3665, 3151.13)(458.78192, 6750.2817)(459.40945, 3166.1528)(440.39355, 10732.183)(468.3737, 175.35333)
&gamma;-linolenate 1 1 1414549 1463991 1077390 1100246 1844957 1896008 1 1 1 225466 1 1 1 1 1 1 126456 138764 1 1 1 141407 6.31 (281.2335, 1612.1951)(295.24997, 45204.977)(296.25223, 8583.163)(297.2474, 5260.832)(280.14667, 1307.974)(281.2524, 2118.35)
ergosta-5,7-dienol 3554136 1 2940526 2297486 1 1 2322651 1 1 4191777 3568211 1 1 4479222 1 2323003 1 1 1 2251403 1 1 2106662 2153166 25.52 (398.35828, 32018.508)(380.4334, 9788.423)(404.38263, 6937.3755)(405.3774, 120.575)(416.38788, 3133.921)(417.39548, 719.7273)(422.9885, 5163.004)(425.4662, 5026.3594)(427.3623, 8372.825)(404.33292, 14479.647)
5-&alpha;-pregnane-3,20-dione 1562346 2500690 2223016 2265731 3367268 3397189 1634483 1 2121367 2191035 1159128 2128581 986770 1637145 1194262 2061431 1821996 2172518 1409019 1431945 1620817 1617848 880133 1755179 14.91 (299.2356, 24459.633)(300.23978, 3850.3135)(299.23618, 17825.213)(337.28763, 4168.002)(337.2878, 6437.12)(317.27014, 6083.705)(321.21786, 64415.523)(322.2208, 10133.948)(323.22275, 1058.095)
quinine 1 1 1 165976 199986 176977 422429 434062 553175 683780 1 1 316963 455704 136926 295576 483692 367927 2023556 1 89929 106636 87749 1209297 1.87 (326.199, 4313.58)(307.18402, 53790.03)(308.18512, 7015.3286)(309.18887, 1055.0917)(326.2021, 3992.0232)(327.2097, 514.76)(308.1846, 13083.5)(345.23053, 1597.8134)(329.15045, 875.62305)(330.2291, 2512.0957)(335.18112, 6399.4434)
3-carene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
all-itrans/i-geranyl-geranyl monophosphate 178011 165303 1 275668 208257 190809 201777 240143 267861 208916 172951 232420 391806 367913 291989 296739 310297 319715 184646 181863 205730 201362 230644 199544 1.85 (368.21445, 11767.12)(369.20792, 2951.8594)(352.20636, 8230.27)(353.2134, 2439.36)(352.93015, 6417.6816)(353.71814, 2475.2698)(386.38095, 2124.8645)(372.46582, 7895.481)(373.104, 18122.744)(373.2461, 27772.773)(391.19977, 7611.3545)(392.2155, 3249.3586)(377.20636, 6075.0703)
14,15-epoxyemindole-SB 2235480 2818241 1100985 1166279 988666 1067102 4196483 4084803 922743 1938206 676358 1503358 903112 1459298 429592 615919 550740 537167 743528 624313 1 1 262106 502608 11.38 (403.28314, 10023.335)(404.2933, 3127.2686)(426.31805, 778.39)(405.29315, 2409.0027)(439.33142, 5095.9863)(423.3265, 1096.69)(444.51962, 16753.957)(446.0079, 3465.713)(426.3708, 2714.0837)
ergosterol 232065 251864 258459 556973 529925 151373 283599 275377 488900 1 159283 384064 1 418020 209240 191566 490492 148890 457220 184306 1 147983 339895 263033 23.02 (378.3289, 7952.7944)(379.32614, 851.1914)(424.48477, 8851.733)(380.77182, 6401.1807)(381.7437, 8243.184)(382.34616, 697.465)(385.35132, 35102.688)(414.37134, 9816.127)(415.3696, 1380.37)(399.35364, 44529.008)(400.3573, 7073.8755)(402.75433, 8283.742)(403.40363, 18313.584)(396.36462, 4026.7861)
humulone 1 211974 1890278 2399642 706234 657294 4623887 5152090 1512393 2926879 1 1 320206 276477 650022 1149468 733668 753973 919554 911701 343261 344850 590133 1107912 15.92 (349.16882, 9488.185)(349.2167, 9248.98)(379.2348, 35139.61)(380.23883, 7272.376)(381.24133, 1733.4299)(361.22287, 50215.1)(362.22507, 13949.858)(363.23, 3964.2227)
3-hydroxyechinenone 630523 878540 773753 1032917 344440 248320 652769 660683 446166 634961 309113 537073 382588 485645 324831 441138 521339 842380 758588 548375 754725 741029 332064 718627 23.15 (569.63495, 1565.107)(548.4005, 6169.5254)(572.4357, 9080.956)(550.419, 1185.356)(586.36914, 6530.9453)(587.4547, 1885.0009)(589.4015, 11470.544)(572.38684, 9104.87)
an &alpha;-pinene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
bauerenol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
iN/iSUP1/SUP-acetylspermidine 1 1 1 1 1 1 1 1 1 167246 1 239134 1 1 1 1 1 1 243681 1 1 1 1 238054 9.60 (192.18906, 7640.08)(171.1733, 61342.93)(194.20357, 7563.807)(176.1907, 636747.9)(177.194, 57890.96)(208.2216, 39489.656)(190.20905, 498826.34)(191.21198, 50783.156)(212.1707, 969.72003)(199.17459, 5938.3228)
paspalicine 1533309 396845 126026 126187 817296 862811 634632 649993 273056 291468 1 176145 1 212286 1 1 1 1 249959 255861 1 1 1 165364 11.99 (400.2273, 46039.35)(400.22806, 10187.4795)(401.23035, 1237.4667)(403.2389, 343.6)(440.2762, 690.9)(417.65353, 13052.606)(418.594, 2532.4717)(445.23657, 2715.2)(426.6782, 2370.318)(427.2235, 1617.165)
4&alpha;-hydroxymethyl,4&beta;,14&alpha;-dimethyl-9&beta;,19-cyclo-5&alpha;-cholest-24-en-3&beta;-ol 1 1890818 1884518 1680005 1969326 1059089 1 1 2712155 2218956 1 1251033 1482904 503465 1252144 1 2473685 1 1956506 1 1 353460 1 1774535 24.42 (442.3842, 4779.4155)(427.70917, 3061.149)(430.38382, 403.70334)(443.38824, 4659.792)(444.39215, 1018.87134)(445.38013, 520.1071)(427.2468, 390.30856)(427.389, 341.23)(460.41565, 6530.915)(461.4231, 358.145)(443.0022, 488.04996)(468.71045, 155.43666)
11-icis/i-3-hydroxyretinol 435634 657115 187712 133942 866646 962113 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 258961 12.42 (285.22235, 3929.416)(302.24582, 9317.462)(303.2517, 1104.26)(307.20065, 15973.8545)(308.2059, 2838.5376)
5-oxoproline 1 1 1 1 1 1 96889 1 1 102632 1 1 1 1 1 1 1 1 114168 1 1 1 1 112003 1.58 (130.0462, 10390.607)(146.0683, 5863.7197)
8-aminoethyl-2,6-anhydro-3,8-dideoxy-D-glycero-D-talo-octonate 1.29E+07 1.47E+07 5602506 5216962 7841773 8064691 1.60E+07 1.62E+07 1.71E+07 1.63E+07 2805335 4668349 9828137 1.31E+07 8996660 1.23E+07 1.17E+07 1.17E+07 2.27E+07 2.38E+07 5475726 5320979 1.36E+07 1.87E+07 1.73 (222.09267, 23360.432)(240.46214, 446.16333)(221.11333, 599603.7)(223.11267, 46548.08)(224.11528, 2790.9673)(245.08391, 3000.84)
pseudoephedrine 5432432 5003931 2172454 2178007 4174920 4255169 6810256 7408206 3742915 4005572 1602524 3226721 1 1388054 915996 1353801 4356384 4636083 8213294 1.28E+07 3271724 1344025 5514118 1.51E+07 11.87 (165.11487, 226091.48)(166.11824, 22312.436)(167.12364, 2772.1587)(149.11636, 1047.91)(185.0241, 9187.216)(185.15483, 10944.27)(167.64723, 10994.504)
(2-aminoethyl)phosphonate 1715240 2029256 1451530 927617 1482539 1597095 2359687 2398548 2429152 2309331 884141 1191865 1496596 1697273 1248311 1303636 1725172 1662208 2596226 2634462 998289 1016652 1491910 2221581 1.58 (108.69829, 907.6672)(109.01698, 1888.695)(126.03305, 20873.299)(143.0571, 129244.414)(144.06046, 4570.123)(130.05907, 4308.5)(134.01326, 12425.48)
(5Z)-(15S)-11-&alpha;-hydroxy-9,15-dioxoprostanoate 876544 1120750 765340 705919 751025 756884 1288906 1302951 1682149 1705571 392078 642475 1924376 2308248 1389846 1585898 2491563 2431305 4792757 4905061 1454002 1382658 3850760 4733476 1.87 (351.21762, 63990.934)(352.2163, 9592.319)(353.2164, 2750.2776)(354.2291, 355.765)(355.23257, 726.33246)(371.00183, 2206.7725)(374.2597, 4405.89)(353.67612, 519.1157)(356.2585, 1547.58)(377.79993, 2905.9807)(379.22314, 2074.3623)
pseudotropine 501806 583503 157150 208182 469369 474921 1279568 1275690 607610 579695 1 204120 1 1 1 1 192324 217227 569299 609556 1 1 199702 332804 1.89 (127.197685, 2366.7925)(128.12314, 2514.45)(146.13805, 2424.5889)(125.12153, 3218.5566)(160.15599, 15934.608)(161.15538, 2859.1917)(166.11375, 625.17)(147.10056, 437.40833)
(R)-reticuline 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 117689 110866 1 1 1 112044 15.35 (348.20877, 10587.72)(330.19388, 4327.98)
24-epicathasterone-22-O-sulfate 1 1 1 1 1 1 153950 193984 1 1 1 1 1 1 1 1 1 1 253918 170483 1 1 1 283735 12.56 (511.31528, 1307.128)(493.30292, 13798.034)(494.30792, 2716.844)
an N-acetyl-D-hexosamine 1.29E+07 1.47E+07 5602506 5216962 7841773 8064691 1.60E+07 1.62E+07 1.71E+07 1.63E+07 2805335 4668349 9828137 1.31E+07 8996660 1.23E+07 1.17E+07 1.17E+07 2.27E+07 2.38E+07 5475726 5320979 1.36E+07 1.87E+07 1.73 (222.09267, 23360.432)(240.46214, 446.16333)(221.11333, 599603.7)(223.11267, 46548.08)(224.11528, 2790.9673)(245.08391, 3000.84)
terpinolene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
estrone 1 1 99908 88691 134480 131215 1 1 1 114829 1 1 118715 1 144188 1 142890 132465 1 1 133856 121939 179301 198041 1.89 (271.16165, 1678.7427)(256.43463, 2824.989)(274.9722, 29155.604)(275.2037, 36437.14)(293.14838, 26651.236)(294.15445, 3174.2822)(295.14618, 1858.75)
7,8-diaminopelargonate 1 1 1 1 1 1 1 1 1 1 1 1 105134 125105 105907 155260 125519 125711 1 1 1 1 139283 121018 1.75 (189.1589, 6143.3623)(190.1724, 781.87)(176.16435, 1024.02)(173.49422, 1642.9767)(192.18863, 1796.6749)(197.14833, 966.75)
alanopine 1706410 1891213 1259243 774535 1482539 1476207 2374055 2406043 2462536 2328108 660093 988525 1204466 1581876 909300 1160033 1600543 1517938 2595835 2627079 992977 823709 1462028 2136541 1.58 (164.73744, 16516.547)(143.0571, 134094.28)(144.06046, 4792.7524)(182.89783, 2621.2488)(168.04929, 815.102)
octan-1-ol 1275263 1079288 1267078 1266471 1187892 1215524 953374 962299 881134 766375 791192 919709 768029 740037 604302 623937 776659 762243 724217 759774 1 1 694519 672251 1.75 (131.1378, 419.495)(112.12375, 280.51248)(132.81584, 3127.2695)(148.1703, 29358.23)(149.17413, 664.065)(134.17088, 2099.2207)(158.14069, 1010.0266)(136.11653, 2228.2642)
(9Z)-(13S)-12,13-epoxyoctadeca-9,11-dienoate 166552 157654 1 1 1 1 1 1 1 230812 1 123857 176614 114828 161721 117806 1 1 154641 128737 1 1 1 135635 1.85 (296.88437, 1481.3433)(275.20364, 47079.875)(276.20978, 7931.872)(277.20233, 1844.0166)(297.89566, 802.6567)(298.2305, 1827.28)(277.214, 4584.74)(279.2146, 256216.1)(280.218, 46418.07)(281.2252, 8822.07)(311.24673, 1887.4532)(303.01993, 2869.34)
2,3-dioctanoylglyceramide 1 1 208913 159891 1 111185 400501 336035 379053 501731 1 1 1 1 1 1 1418183 1422647 1856410 1792029 585691 6958960 1194880 1967577 11.24 (362.2644, 9084.944)(339.24457, 46475.273)(340.24823, 7866.4756)(341.25134, 1139.1599)(362.66653, 1287.5042)(380.2933, 379.58)(357.27725, 9623.398)(381.91068, 45401.59)(381.36594, 9582.948)(382.24417, 1505.2601)(362.22495, 140815.75)(363.22873, 27243.105)(364.2332, 3426.0068)
aklanonate 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 460229 485917 1 1 1 205759 1.64 (395.07877, 23172.086)(396.08163, 1861.7401)(380.079, 939.43)
6&beta;-hydroxy-isyn/i-pimaradiene 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.77E+07 1 1 1.73E+07 18.24 (290.25464, 30264.875)(273.24884, 1780.765)(307.2849, 18371.113)(311.29834, 102146.43)(288.271, 141058.1)
raucaffrinoline 1 1 1 108098 101083 155238 492298 503775 128040 148009 1 1 1 1 1 1 1 1 184814 185376 1 1 1 134966 5.15 (353.1776, 21018.637)(337.1802, 8045.52)(354.19125, 6097.9697)(337.1816, 3241.6)(370.21335, 13658.341)(371.21738, 2539.7224)(352.206, 11597.23)(379.1765, 2663.7834)(358.1642, 1258.5267)
dehydroabietadiene-diol 435634 657115 187712 133942 866646 962113 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 258961 12.42 (285.22235, 3929.416)(302.24582, 9317.462)(303.2517, 1104.26)(307.20065, 15973.8545)(308.2059, 2838.5376)
9-methylthiononanonitrile oxide 220302 141258 439282 249180 1 238794 215775 214636 276267 232632 1 1 1118901 1432411 1422220 1920336 1845171 1937153 3751247 3362048 838954 1373204 1012488 4134854 2.04 (183.10667, 1192.8259)(202.57124, 5280.8433)(219.15427, 43023.324)(220.1585, 3393.6648)(206.14012, 93887.61)(211.09947, 367.89)
D-xylonolactone 172476 165373 525862 428947 202961 221944 158873 152992 159711 149384 317174 430445 158427 174105 197758 241271 212215 207681 177944 189617 390768 342844 162882 192556 1.60 (153.00792, 1057.2305)(153.0496, 986.23)(135.04, 1354.96)(151.00766, 3719.3967)(151.95065, 743.827)(166.07158, 11138.3125)(167.06993, 1252.4926)(152.0695, 244.56)
(3R, 7S)-12-hydroxy-jasmonoyl-L-isoleucine 2707892 3250190 577938 368355 331667 732886 301702 230126 488064 690293 322570 262881 252532 522818 1008075 246269 317403 430260 1987692 1985756 3280168 3446470 1958572 1259410 24.06 (338.1985, 55196.652)(339.20123, 8045.146)(340.20404, 2739.4724)(322.7565, 7943.892)(343.21396, 17163.814)(324.95187, 32015.848)(325.86954, 30243.4)(326.2045, 9462.87)(358.90482, 24974.674)(359.9072, 3051.33)(342.2336, 2134.725)(363.86203, 213949.2)(365.70114, 281860.4)(366.20273, 65677.91)(345.68323, 4743.44)
5-pentadecatrienyl resorcinol-3-methyl ether 1 1 1 1 1 1 163409 150186 1 1 1 1 1 157797 1 1 1 1 185923 186882 1 1 1 157133 4.05 (332.58463, 3238.7998)(346.2775, 13210.011)(331.27658, 22593.203)(333.21738, 12920.987)
4&alpha;-formyl-5&alpha;-cholesta-8,24-dien-3&beta;-ol 1426372 547486 304387 4921409 715237 827163 456046 1 2893970 518075 938458 1374162 562977 1651299 465727 513508 384094 1 1 783558 474630 1 1 2371997 27.37 (413.1054, 11833.353)(415.221, 5406.7183)(417.6865, 10079.117)(418.34814, 10525.65)(395.17148, 8228.773)(398.0011, 24710.256)(396.3287, 9272.15)(414.33997, 25842.125)(415.53235, 11535.375)(416.55167, 9550.942)(417.35522, 9710.311)(395.3327, 11760.1045)(430.5764, 6058.7017)(432.038, 1731.3566)(412.69577, 16265.652)(416.3732, 552.27)(440.34155, 4069.4954)(419.6768, 1461.3593)(421.6625, 2227.9233)(422.3234, 354.91)
ricinoleate 2015117 1 218152 3210638 1 307549 250028 248007 357241 472789 1900982 1 141682 3135589 3057494 1092443 1 2342906 1 2402060 234173 1 1 2111034 11.66 (297.24344, 7566.0625)(298.24124, 682.1617)(299.23572, 682.4167)(319.29083, 528094.25)(320.29486, 79575.09)(299.5677, 275050.5)(301.11087, 386602.97)(301.278, 436324.8)(323.2397, 121.99)(302.6242, 4418.9487)(303.22723, 1610.515)
D-fructosyl-L-lysine 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 176218 238234 1 1 1 153837 1.87 (309.1641, 4827.817)(291.15393, 3600.1602)(292.1664, 635.74)(309.18875, 3368.3535)(335.16528, 58068.2)(319.15585, 1928.4434)
iN/i-acetyl-D-mannosamine 1.29E+07 1.47E+07 5602506 5216962 7841773 8064691 1.60E+07 1.62E+07 1.71E+07 1.63E+07 2805335 4668349 9828137 1.31E+07 8996660 1.23E+07 1.17E+07 1.17E+07 2.27E+07 2.38E+07 5475726 5320979 1.36E+07 1.87E+07 1.73 (222.09267, 23360.432)(240.46214, 446.16333)(221.11333, 599603.7)(223.11267, 46548.08)(224.11528, 2790.9673)(245.08391, 3000.84)
cholesteryl-&beta;-D-glucoside 228383 282568 325519 276475 1 1 201737 228339 210553 227337 108910 225783 129650 184150 98897 179960 185044 202754 203704 212582 224803 240724 1 193510 23.15 (548.40045, 6021.235)(530.3958, 2128.192)(550.41907, 1329.8243)(532.4064, 4741.8496)(533.4065, 11316.032)(548.4318, 381.796)(571.4047, 5970.393)(559.3108, 8589.736)(559.4059, 11880.125)
conhydrine 1 153494 1 1 1 1 1 1 1 1 120026 1 171737 1 148702 1 3092670 3192383 156866 136985 129010 145383 157290 94673 22.79 (149.15254, 19266.229)(130.13857, 12173.153)(148.15327, 7977.4985)(128.13995, 4895.3975)(162.17216, 26119.959)(163.17447, 1346.8044)(149.11627, 32285.39)
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iN/i-acetylneuraminate 284919 357140 577718 566643 336404 346158 424081 423973 356115 356709 1 302762 220415 386552 395315 652605 533948 527813 635066 679811 447576 420223 444777 757002 1.75 (290.0879, 22710.44)(291.09097, 1436.6564)(309.1285, 5994.64)
leukotriene-C4 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 179998 183166 315736 304572 1 1 191257 377458 9.13 (605.27124, 13367.238)(606.2749, 2160.22)(607.2748, 397.485)(651.27423, 1679.6101)
(i22R,23R/i)-28-homocastasterone 695523 1146910 518334 520988 435731 446101 4095010 1809446 2057313 2202670 174180 360968 1092365 2184346 469557 864028 1674949 1678236 4968561 5148375 523552 515596 1230871 3045026 10.06 (484.3483, 83154.81)(485.35147, 17437.174)(486.3533, 5058.571)(487.35538, 1096.68)
(12iS/i)-HPETE 1 1 253828 262960 1 1 1687380 1856198 1421586 1406355 1 1 1 1 1 1 91885 1 1 1 1 1 1 226809 6.43 (317.21033, 7670.9736)(318.2162, 1626.95)(339.243, 1470.7)(318.21973, 4770.185)(335.2428, 13144.542)(336.24307, 3061.62)(340.19843, 16138.406)(341.2006, 3849.3726)
methyl gibberellin Asub20/sub 1 1 1 1 1 1 405090 395499 195789 234098 1 1 1 99818 1 1 1 1 464893 427991 1 1 1 145634 1.91 (347.1855, 19156.969)(333.1856, 1993.03)(347.1877, 18900.139)(348.1999, 2615.2725)(333.18744, 2341.693)(348.20654, 2404.4062)(350.21057, 4833.425)(351.2176, 105908.29)(351.16153, 11173.335)
8&beta;-hydroxy-germacra-1(10),4,11(13)-trien-12-oate 913418 847226 1696587 1625973 1107558 1103284 602260 578741 844231 809884 1551368 1565999 1620479 1357748 1901845 1615419 1482380 1438123 903370 969426 1891607 1756977 1302397 1143485 1.93 (249.14984, 739.3738)(231.13737, 39567.82)(232.14203, 2693.401)(253.16695, 258.27)(235.15147, 2930.7932)(272.195, 888.737)(250.2444, 7364.652)(273.14487, 482.80853)(275.151, 5783.39)(257.38855, 778.07117)
2,3-dimethyl-6-phytyl-1,4-benzoquinol 1 611584 1 1 1 1 1 523444 1 1 1 1 1 1 1 1 1 1 1 1 1 576389 1 669417 11.44 (399.3576, 18348.855)(400.35284, 3858.6753)(440.3532, 11703.95)(441.3567, 2380.13)(442.3601, 377.17)(421.34344, 924.5525)
heliannuol C 913418 847226 1682440 1625973 1066797 1077324 602260 578741 824628 809884 1541839 1547635 1605266 1339808 1908317 1615419 1473346 1430577 925455 972022 1774077 1674611 1255264 1131733 1.93 (233.05302, 79185.7)(234.09846, 8679.537)(234.89558, 3754.38)(249.14984, 736.6988)(231.1374, 40307.99)(232.14203, 2680.8545)(267.17624, 437.2)(248.99101, 3863.6072)
hopan-22-ol 4456591 4383605 4319594 4391098 4470034 4454138 4033907 4010285 4517102 4026249 4662556 4706637 4560935 4419634 4309242 4304957 4437984 4127149 4324283 4402186 299291 285478 4607935 4501199 16.70 (429.40036, 17360.719)(410.38663, 1503.3319)(411.3915, 282.16098)(412.4051, 165041.36)(413.40695, 22711.861)(446.43906, 2992.32)(433.43796, 3784.13)(454.4052, 6579.3604)(455.4097, 5514.02)(457.4074, 7325.74)(435.81998, 1160.51)
3,5-dihydroxy-6,7-didehydro-12'-apo-&beta;-caroten-12'-al 117957 204150 1 1 1 1 1085537 1095062 376739 420632 1 1 224874 454568 1 165412 288030 302457 782817 1 1 1 136082 437843 7.23 (409.2699, 1062.0675)(410.26837, 1392.565)(426.29883, 3622.367)(427.3015, 235.6)(408.28577, 1523.9883)(431.25473, 7755.3467)(432.25854, 1414.0775)(413.24237, 3338.972)(414.24628, 558.15)
palustradienal 254216 344487 1 1 1 1 670722 354121 537675 601621 1 1 1 1 1 1 1 1 431093 448368 1 1 354794 633134 11.52 (286.22733, 29067.395)(287.2295, 1997.4)(270.22275, 610.21)(308.27417, 6702.1978)(288.06302, 410281.0)(291.27332, 165522.53)
3-methyl-1,2-didehydro-2,3-dihydrosqualene 117158 118138 107102 117077 128635 127043 126004 137014 121449 116350 1 116870 114527 114995 116493 122161 117492 114149 131148 125370 120966 120245 110173 107510 26.25 (424.40906, 6541.0645)(425.40576, 873.2627)(451.41235, 2152.5305)
methionine iS/i-oxide 281325 269549 176857 1 1 1 191816 160683 280092 233683 1 1 381885 371813 316979 217453 313312 332624 198671 159113 377630 293409 298958 225891 1.58 (147.03683, 134795.72)(148.04164, 6091.609)(149.03325, 6286.4253)(167.60614, 1009.31226)(148.0412, 7699.41)(149.0336, 7244.13)(165.06906, 10216.756)
tricyclene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
(iZ/i)-&beta;-ocimene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
hexadecanedioate 262757 299280 306693 114142 344522 239732 387814 428560 481625 238153 1 1 482639 582047 370527 346336 864454 609539 875130 329818 781200 658812 1717612 1054331 2.20 (285.3662, 2340.0032)(286.7027, 2743.5698)(268.48123, 7693.0386)(288.4168, 12780.487)(288.2168, 1057.51)(268.19736, 87419.26)(269.20172, 14863.796)(270.77664, 2831.6155)(302.68796, 9058.663)(304.2424, 508.31)(285.4762, 3507.8613)(285.2282, 300.27)(307.4982, 60969.035)(308.18527, 10925.02)(309.189, 1587.745)(289.17398, 21988.084)(290.17548, 1319.7172)
canthaxanthin 3288608 4472867 4999816 5323745 1821995 1798344 3780234 3920239 4281359 4444112 2768039 4641163 2652287 3881599 2564912 3945251 4069938 4074291 4095323 4113179 3930748 3906859 2159765 3646396 23.15 (564.399, 19790.93)(565.4026, 4966.9756)(566.40576, 398.836)(546.38617, 108901.945)(547.3891, 29527.213)(548.4005, 5785.092)(585.49036, 774.72626)(587.2029, 2671.4993)(587.4536, 2387.8367)(589.90045, 13788.036)(590.3991, 17834.725)(572.38684, 8536.72)
3-dehydroteasterone 1 162270 153049 1 1 165274 1 466943 165118 153061 169845 145166 896900 1581458 214045 167242 188344 1 181258 524493 1 177890 198858 298738 20.38 (428.90228, 14320.667)(429.33463, 9219.884)(430.33997, 2140.67)(473.01193, 6519.34)(473.34686, 1716.205)(430.84006, 3465.2048)(470.39536, 881.3143)(448.34915, 9272.837)(449.35355, 1217.2911)(452.8223, 20052.748)(453.32217, 4807.1465)
5-(hydroxymethyl)-2-methyl-4(1H)-pyrimidinone 5341187 5270997 9993460 7516301 5776615 6283518 5405983 5196494 5705038 5382356 7560007 9251605 4847247 5484331 5536947 7032868 6940727 6711438 6083702 6546250 8780709 8362490 4814531 6471349 1.59 (145.0732, 733.562)(161.0984, 690.45996)(165.71883, 1035.6967)(145.03833, 321927.1)(146.04128, 12846.708)
sinefungin 1248100 1595935 393394 417724 720557 642906 1856133 1741591 2003622 2044731 121440 283733 764802 1282584 672994 870297 1054839 1067055 2508811 2644421 315898 360789 1213589 1890394 1.77 (382.17868, 43231.848)(364.17, 444.62)(383.18765, 99946.49)(384.19144, 12778.361)(385.19144, 472.21002)(407.1757, 5621.5522)(390.16614, 1395.4601)
a 1-acyl-sn-glycero-3-phosphoglycerol (n-C14:1) 1 1 1 1 1 1 224336 239876 1 94521 1 1 1 1 1 1 115225 115743 372388 388149 1 1 140652 474665 12.57 (453.22324, 14381.087)(454.2269, 2844.6433)(455.23682, 10848.6)(456.24036, 1542.6)(457.2395, 805.14)
capsanthin 521831 963337 2045133 846345 252781 177839 503618 546633 292388 503278 211233 369212 299041 375537 241029 338238 392848 710494 607789 423605 604301 621390 264654 577860 23.15 (590.4444, 433.66)(567.7439, 1026.1818)(572.43604, 9306.875)(585.7146, 741.48)(572.3443, 7148.804)(572.4366, 7824.43)(604.38574, 4652.358)(605.469, 872.68555)(586.36914, 6370.8125)(587.45465, 1771.6437)(608.0781, 2419.1199)(608.4129, 1267.08)(589.4015, 10636.965)
miraxanthin V 569957 577863 539928 570906 575964 602769 561456 595259 573129 572921 567099 585932 553820 546486 548221 571017 558845 586356 572955 583917 582877 586305 570294 591800 21.67 (327.09586, 19479.438)(329.0933, 19195.783)(330.09717, 227.11801)
(13E)-11-&alpha;-hydroxy-9,15-dioxoprost-13-enoate 876544 1120750 765340 705919 751025 756884 1288906 1302951 1682149 1705571 392078 642475 1924376 2308248 1389846 1585898 2491563 2431305 4792757 4905061 1454002 1382658 3850760 4733476 1.87 (351.21762, 63990.934)(352.2163, 9592.319)(353.2164, 2750.2776)(354.2291, 355.765)(355.23257, 726.33246)(371.00183, 2206.7725)(374.2597, 4405.89)(353.67612, 519.1157)(356.2585, 1547.58)(377.79993, 2905.9807)(379.22314, 2074.3623)
desmosterol 1 1 726887 1 732108 1 1 3789091 1 3809159 1113246 1 1 1 1 1 1 1 1295935 1 1 269835 1 3061753 22.92 (384.34024, 12338.75)(366.33044, 783.1)(385.34857, 24131.45)(367.96075, 4324.584)(371.35352, 41674.418)(404.3824, 5748.3774)(405.3773, 24.62)(384.36386, 637.87)(410.3416, 24.34)(412.3479, 2515.54)(390.32224, 16222.771)(391.32657, 3998.5627)
11-deoxoglycyrrhetinate 1 1 1 1 1 1 1 1 1 1 1 1 1 1 2057112 1 1 1 1 527881 1 1 1 2466178 25.97 (457.36133, 4389.74)(461.3798, 680.21)(439.34756, 4880.52)(443.3633, 1156.2)(474.3924, 177.49)(459.39752, 1302.385)(483.3637, 2551.04)(484.3607, 10941.48)(485.3636, 3183.85)(465.3571, 426.70667)
L-iN/isup6/sup-methyl-L-arginine 1 1 170356 220381 400538 448919 1 1 1 1 1 1 116968 123413 157346 164118 171651 186370 117192 122936 137145 145764 125785 139028 1.75 (191.6394, 1622.2474)(191.1406, 639.2)(172.12645, 675.30817)(190.4429, 1588.0841)(191.13757, 658.3038)(208.02818, 2259.4045)(208.16411, 1969.0779)(189.15862, 4403.8184)(190.1724, 781.87)(217.13846, 2645.3901)
deferoxamine 437306 581873 317570 311898 263159 284386 4288647 894250 1594212 1682779 203388 458002 278778 489097 413687 688118 315910 312883 451709 472846 127906 112590 218528 379722 14.61 (584.3553, 35273.01)(585.3586, 9376.333)(586.36127, 5363.7134)(587.3646, 1375.285)
iN/i-acetyl-&alpha;-D-glucosamine 1.29E+07 1.47E+07 5602506 5216962 7841773 8064691 1.60E+07 1.62E+07 1.71E+07 1.63E+07 2805335 4668349 9828137 1.31E+07 8996660 1.23E+07 1.17E+07 1.17E+07 2.27E+07 2.38E+07 5475726 5320979 1.36E+07 1.87E+07 1.73 (222.09267, 23360.432)(240.46214, 446.16333)(221.11333, 599603.7)(223.11267, 46548.08)(224.11528, 2790.9673)(245.08391, 3000.84)
cholestanol 383511 403913 174926 196076 9953270 9747224 312364 257747 130342 146673 9102729 245550 207629 221557 1 9906378 399886 427044 8796127 1 1 1.02E+07 443170 9432982 12.14 (371.35904, 93620.34)(372.69852, 19340.82)(373.37274, 4048.482)(374.37744, 583.83)(413.81116, 3480.699)(414.87112, 4820.01)(415.3693, 7225.3047)(389.3723, 1558.0468)(395.01767, 21396.104)(396.02222, 7971.2485)
(9Z)-12,13,17-trihydroxyoctadeca-9-enoate 1 1 1 1 1 1 128068 124585 364998 378743 1 1 237283 295876 169816 1 360485 369902 616083 619566 1 1 509326 700204 3.52 (330.23486, 1172.9567)(314.22958, 2169.7532)(315.2319, 1335.03)(333.08463, 3007.2266)(333.2529, 755.92)(313.33304, 6650.8257)(313.73257, 2123.7517)(348.14307, 6982.6924)(330.26373, 8789.63)(352.6072, 14951.28)(354.36713, 5116.5034)
16,17-dihydro-16&alpha;,17-dihydroxy gibberellin Asub12/sub 6533237 5836707 6951957 2813878 3419234 8035649 1.41E+07 1 1.06E+07 1.15E+07 6397816 8219024 1.59E+07 1.78E+07 1.13E+07 1.31E+07 1.08E+07 1.52E+07 1.75E+07 1.43E+07 3119324 7832773 519368 1.69E+07 1.85 (369.20148, 2144.9924)(347.18344, 2166.19)(365.19922, 439630.22)(366.20273, 57106.43)(347.18744, 10387.438)(348.20053, 1389.4283)(386.5714, 4689.5835)(387.1791, 728.435)
3,22-dimethyl-1,2,23,24-tetradehydro-2,3,22,23-tetrahydrosqualene 1 1 1 140987 1 1 1 146075 1 1 1 1 130768 140914 1 1 139605 148404 1 1 138693 135843 1 136053 16.19 (438.52853, 1386.0067)(440.4228, 347.0)(439.42987, 6652.0425)(440.4208, 440.3967)
1,2-dioctanoyl-3-methyl-1,2,3-butanetriol 575437 284564 584017 1 541713 1.17E+07 226868 526647 518231 525018 457100 593505 395844 469722 570747 569500 1 605361 610745 579397 8997442 1 560068 628175 29.88 (360.29636, 3469.435)(390.32166, 16594.459)(391.3261, 3031.6245)(375.36383, 23234.756)(376.36777, 15781.29)(377.32166, 16199.555)(396.7826, 121.47)(397.2801, 152.37)(379.2671, 5406.83)
astaxanthin 119857 181735 2215890 2303424 705812 706347 4821377 5087963 4061329 4361252 1 1 288797 480614 1523057 2504571 3.16E+07 3.22E+07 5.09E+07 5.16E+07 1.06E+07 1.04E+07 2.77E+07 5.86E+07 15.37 (602.3685, 732901.25)(603.3718, 217459.2)(604.37476, 60697.76)(605.37744, 15295.888)(606.37976, 3602.1982)
dehydro-D-arabinono-1,4-lactone 152960 160757 500024 431625 216001 239226 151490 155765 158793 154928 297573 450847 136915 156220 192644 257068 209189 210685 172082 191260 398758 368855 157815 211832 1.60 (151.03186, 1611.1597)(149.03333, 7036.676)(164.05519, 11492.634)(165.0522, 1356.6)(166.0523, 1904.43)(149.11371, 1336.8094)(153.00525, 1306.1595)(154.00613, 323.75003)
O(2),1,7,9-tetramethylurate 120537 121549 1 1 115147 115952 146759 140605 155762 179656 1 86826 1 1 1 1 1 1 141004 99211 1 1 1 130090 1.73 (224.09064, 5363.2554)(207.08275, 568.45996)(224.11491, 4427.598)(247.0818, 1934.29)(233.08066, 1466.605)
laurate 516882 1 1 1 1001588 569000 390226 217433 1 163495 1 1 1 263135 149581 1 1150730 527323 395260 1 1718505 1 994522 673584 25.80 (181.75926, 962.60803)(227.17296, 6915.4536)(219.20882, 23799.4)(200.17503, 55866.707)(205.15404, 39918.645)(200.19437, 52202.87)
a limonene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
11&alpha;-hydroxy-&beta;-amyrin 1 1890818 1884518 1680005 1969326 1059089 1 1 2712155 2218956 1 1251033 1482904 503465 1252144 1 2473685 1 1956506 1 1 353460 1 1774535 24.42 (442.3842, 4779.4155)(427.70917, 3061.149)(430.38382, 403.70334)(443.38824, 4659.792)(444.39215, 1018.87134)(445.38013, 520.1071)(427.2468, 390.30856)(427.389, 341.23)(460.41565, 6530.915)(461.4231, 358.145)(443.0022, 488.04996)(468.71045, 155.43666)
3-dehydro-6-deoxoteasterone 1 975149 1 1 1436185 1519351 914105 924386 1481586 1513616 869636 889942 1502611 1951573 888349 986706 1008402 1001505 912204 988220 1048221 902570 886305 1084020 11.59 (415.35724, 3683.3237)(415.3557, 7638.51)(416.3552, 1017.27)(432.38266, 36041.035)(433.38608, 6703.5337)(434.38828, 1224.2949)(437.3385, 343.37)
6&alpha;-hydroxy-germacra-1(10),4,11(13)-trien-12-oate 913418 847226 1696587 1625973 1107558 1103284 602260 578741 844231 809884 1551368 1565999 1620479 1357748 1901845 1615419 1482380 1438123 903370 969426 1891607 1756977 1302397 1143485 1.93 (249.14984, 739.3738)(231.13737, 39567.82)(232.14203, 2693.401)(253.16695, 258.27)(235.15147, 2930.7932)(272.195, 888.737)(250.2444, 7364.652)(273.14487, 482.80853)(275.151, 5783.39)(257.38855, 778.07117)
palmitate 1859853 1349542 270572 230932 1 1931901 1 243457 1475887 731158 885371 390004 1 331002 1488361 1 1894490 2644289 245514 251492 901341 1655969 1 470456 18.57 (255.23271, 20194.13)(239.2254, 11390.97)(259.2501, 62311.336)(239.39108, 16739.846)(240.3957, 11602.271)(242.82361, 421156.94)(243.24518, 608407.6)(273.2665, 70826.68)(257.26193, 110676.13)(258.26236, 23271.596)
L-ornithine 1 1 1 1 1 1 224347 253934 1 113201 1 1 1 140513 1 1 1 1 435609 419328 1 1 1 179067 10.22 (137.11395, 25641.445)(151.13298, 18210.756)(152.1371, 1122.7067)(134.12315, 3118.3613)
&alpha;-tocopherol 5938726 1037471 4625852 1 1 1577639 1 1 1 1 1 2387850 1 1 3780534 1 1 1 1544492 2171732 1 5047967 1 3309964 31.16 (431.3814, 9322.282)(433.3912, 775.66)(412.36823, 15059.158)(432.39023, 5254.6475)(418.99985, 7232.086)(419.4014, 11978.47)(438.37326, 84.763336)
pimeloyl-CoA 1 2218651 1696996 874004 530680 279411 578556 1 1 525372 1 1 1 1 991260 1.16E+07 5022706 555790 1718322 1286088 2425043 589439 404922 813777 2.38 (922.1708, 758192.7)(923.173, 148584.02)(924.17426, 21095.047)
sterone-ring 7950783 8482351 564672 8222864 8309964 3228006 8630270 7754263 529030 311133 3588370 1 467634 290868 491820 499089 257982 281450 1 7938298 522754 1 523162 488278 24.59 (236.23071, 48994.926)(234.23233, 234855.97)(250.25293, 28491.848)
1,3,7,9-tetramethylurate 120537 121549 1 1 115147 115952 146759 140605 155762 179656 1 86826 1 1 1 1 1 1 141004 99211 1 1 1 130090 1.73 (224.09064, 5363.2554)(207.08275, 568.45996)(224.11491, 4427.598)(247.0818, 1934.29)(233.08066, 1466.605)
2-oleoylglycerol 3965209 5790013 4485215 3576470 2531873 1780320 524298 2233520 577615 706442 993243 441297 2461331 1030198 1 1806359 827009 357522 4911400 5497894 3374141 322854 4652521 2027258 23.57 (361.30466, 24204.059)(339.28894, 461.85)(362.30933, 39364.355)(339.29248, 316.825)(374.3279, 85476.61)(375.31973, 27495.217)(356.31183, 210785.27)(357.32657, 53639.51)
1-palmitoleylglycerol 3-phosphate 1096213 1759024 665222 667251 1159909 1232447 6078037 6205207 1841297 1950427 114791 291914 115987 1 339637 610536 1238688 1247155 1 1 521839 505458 1763203 4860241 9.94 (391.2212, 7374.0503)(392.2253, 1986.2301)(430.774, 2336.185)(431.27237, 13443.703)(412.88425, 4332.2324)(413.20563, 76319.53)(414.68048, 4818.102)(415.21213, 824.215)(408.25015, 11568.986)(409.25537, 2870.4216)
glyceryl 1-monostearate 279364 1 261657 1 1319939 1 354613 46325 719454 690164 1187968 8078615 29972 710196 720294 1 917013 1 2.24E+07 1 44257 338709 40480 34417 27.55 (358.3114, 42539.27)(340.30176, 126463.21)(341.3121, 62849.625)(359.3122, 71878.805)(342.30997, 79996.08)(379.35162, 263.94998)(384.31085, 2694.725)(367.55115, 1118.585)
24-methyldesmosterol 3554136 1 2940526 2297486 1 1 2322651 1 1 4191777 3568211 1 1 4479222 1 2323003 1 1 1 2251403 1 1 2106662 2153166 25.52 (398.35828, 32018.508)(380.4334, 9788.423)(404.38263, 6937.3755)(405.3774, 120.575)(416.38788, 3133.921)(417.39548, 719.7273)(422.9885, 5163.004)(425.4662, 5026.3594)(427.3623, 8372.825)(404.33292, 14479.647)
&delta;-amyrin 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
6-aminohexanoate linear dimer 267948 468030 29221 548096 500009 47000 160785 163714 414894 98752 377447 403930 121937 139732 13205 304461 124433 101213 180301 215693 357718 476228 558107 113280 22.74 (247.47142, 1905.257)(227.17282, 6233.5547)(245.18663, 20826.98)(228.51071, 46319.973)(230.1832, 7931.9844)(262.21628, 1405.5433)(244.20251, 9695.586)(271.1763, 1484.14)(251.16553, 12628.847)
ient/i-11&beta;-hydroxycassa-12,15-diene 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.77E+07 1 1 1.73E+07 18.24 (290.25464, 30264.875)(273.24884, 1780.765)(307.2849, 18371.113)(311.29834, 102146.43)(288.271, 141058.1)
heliocide H4 436765 474704 186432 192911 317662 298794 472562 430186 462722 458650 1 129760 307443 475052 258736 378201 465113 434515 588345 612340 157578 158686 318542 477937 1.77 (409.4631, 23558.736)(410.75293, 41650.246)(412.20987, 9132.785)(413.20673, 7171.75)(410.21005, 19191.123)(429.23904, 10153.756)(430.24332, 2097.094)(434.76074, 1774.3492)(436.65518, 2933.8525)(437.54172, 4032.4521)(438.20963, 954.5444)(419.194, 1763.8743)
tabersonine 2431811 3071162 3781052 3434179 3144313 3111737 2258035 2018101 2387424 2512401 2203216 3682163 1368575 2280822 1960962 2582206 2428781 2377733 2442597 2337204 2255765 2146491 1161133 2454014 2.70 (322.85513, 6798.483)(338.19836, 60001.312)(339.20142, 7262.6724)(340.2018, 2520.8267)(341.1983, 345.66)(320.18985, 1992.207)(360.24268, 21043.88)(364.57178, 10901.407)(345.68237, 501.93)
stigmasterol 1 139611 228871 800446 3146274 235871 1804398 1004105 2142151 1687198 264945 2303617 2249935 2183839 2141089 133826 1 229287 2035878 191064 1899635 1121805 237540 2194917 21.61 (413.12198, 8240.883)(398.36917, 4543.94)(414.7176, 10692.147)(414.379, 5005.452)(412.85532, 7225.0435)(438.37, 70.64)(417.68503, 5131.329)(423.364, 1469.74)
L-lysine 1 1 1 1 142848 138693 1 121620 123700 121297 126915 113134 1 104428 1 100665 133571 1 168289 161574 1 1 99491 145375 19.30 (149.11655, 67741.914)(152.13025, 2854.5803)(131.54338, 22916.832)(169.30008, 15359.1875)(169.15852, 2210.8066)(147.13799, 8134.0063)(156.10043, 16002.867)
(22&alpha;)-hydroxy-cholestanol 180792 148253 202388 170317 198124 239965 176772 218076 250541 251497 206196 301508 221613 214889 246443 185498 1 1 252050 218783 195994 247387 162544 238002 30.34 (405.3662, 1084.73)(391.376, 350.92)(405.3751, 269.6)(391.37924, 12922.672)(392.3821, 2960.514)(393.37772, 1454.5077)(422.40396, 3969.898)(423.40582, 720.01874)(405.05283, 10689.054)(429.45654, 8118.959)(430.99295, 4211.964)(432.29587, 3957.1716)(432.86987, 2428.0486)(433.3687, 220.56)(411.03406, 1778.4691)(412.1529, 9007.697)(415.0072, 15317.843)(415.35925, 12927.802)
thiomorpholine-3-carboxylate 247128 226959 176857 1 1 1 164076 140338 280092 233683 1 266167 381885 371813 316979 217453 313312 332624 198671 159113 377630 293409 298958 225891 1.58 (147.03682, 145787.34)(148.04161, 6680.0996)(149.03325, 6893.733)(148.0412, 7699.41)(149.0336, 7244.13)(165.06906, 10925.145)
2&beta;,3&beta;-dihydroxy-12,15-cassadiene-11-one 518033 683632 1143595 1171443 1025903 1062963 2501352 2569636 2925247 3046976 144711 295617 172040 1 348427 556729 519871 531713 1655754 1704510 442497 414029 627040 1178679 7.88 (301.2159, 3982.73)(301.21832, 1963.1526)(302.2248, 916.76)(318.24216, 18450.98)(319.24493, 2771.005)(323.19717, 38266.242)(324.19278, 10709.28)(325.20758, 1402.5358)
3-methoxy-4-hydroxy-5-iall-trans/i-hexaprenylbenzoate 210681 353582 414752 429369 1 1 260243 275992 313964 328606 155220 339678 136144 263500 139684 258709 946043 977643 305056 284424 287244 278121 107881 252830 23.15 (577.95154, 2308.6082)(579.4242, 3681.7407)(581.0981, 1552.96)(559.40625, 10036.234)(560.40643, 22279.42)(561.411, 6313.234)(562.4221, 4787.2)(577.4237, 1188.552)(578.421, 5452.288)(580.09344, 1328.3966)(580.42834, 3989.24)(581.4341, 383.71)(558.6378, 4657.9604)(560.1211, 14097.338)(561.6133, 3545.0542)(562.42505, 2331.3274)(594.2638, 2866.4412)(595.4505, 744.18)(576.5382, 1495.1866)(603.42163, 2358.539)(604.4168, 4397.214)
S-7-methylthioheptylhydroximoyl-L-cysteine 1 1 1 1 1 1 108004 116165 1 1 1 1 1 1 1 1 1 1 269448 281856 1 1 118683 180095 1.83 (277.10474, 8512.94)(319.09634, 2106.065)(305.07925, 2524.6233)
a jasmonoyl-valine 999913 1173977 1 1 357871 124888 1478614 1525139 660340 277624 1 1 1 1 1 1 170957 166318 409726 607995 1 1 194108 451016 1.90 (309.19043, 1430.2799)(293.1916, 11051.5)(311.78082, 2626.3254)(292.6218, 5867.5625)(293.64685, 2300.6672)(328.4789, 403.35748)(330.66498, 1123.8414)(331.2383, 1248.51)(310.57657, 18578.262)(311.0383, 3115.6406)(314.23035, 1926.1901)(333.76105, 11132.857)(337.19824, 84284.625)(316.6817, 2448.2036)(318.68582, 46955.2)(319.1872, 16347.975)
thromboxane Asub2/sub 876544 1120750 765340 705919 751025 756884 1288906 1302951 1682149 1705571 392078 642475 1924376 2308248 1389846 1585898 2491563 2431305 4792757 4905061 1454002 1382658 3850760 4733476 1.87 (351.21762, 63990.934)(352.2163, 9592.319)(353.2164, 2750.2776)(354.2291, 355.765)(355.23257, 726.33246)(371.00183, 2206.7725)(374.2597, 4405.89)(353.67612, 519.1157)(356.2585, 1547.58)(377.79993, 2905.9807)(379.22314, 2074.3623)
5,8,11,14-eicosatetraynoate 3475593 3084616 3553481 3074397 3630760 3759985 2964119 3509703 2945701 2779668 3318470 3785650 3872561 3716545 3579500 3766135 3642791 3249888 3410659 3620526 3560321 3693591 3770834 3001272 16.90 (279.1648, 114.54667)(313.20584, 26306.062)(314.21042, 4868.7437)
rishitin 540578 530874 566314 551789 541878 550143 536237 523850 538856 534494 508447 531059 553947 554606 529881 526680 540053 566937 544137 533598 536922 566462 507916 532028 25.31 (223.8355, 18290.357)(227.17278, 6448.344)(205.1541, 295359.4)(206.15773, 40405.613)(207.1616, 3318.7732)(223.16824, 21122.055)(224.17255, 2260.4675)
neoabietadiene-diol 280187 358479 165115 182677 218529 217506 395009 407825 296268 291497 1 1 1 1 1 1 1 1 319343 318609 1 1 1 171147 10.79 (322.27454, 16344.286)(323.27762, 2411.8806)(308.27457, 6816.5425)
indole-3-acetyl-phenylalanine 1 1 1 1 1 1 331879 331193 206920 188644 1 1 1 1 1 1 1 1 277907 298602 1 1 1 106612 1.88 (307.55743, 3423.9243)(308.96548, 10801.158)(309.134, 14888.27)(341.1597, 346.15)(321.14835, 14774.526)(322.1477, 384.38)
19-iO/i-&beta;-glucopyranosyl-steviol 1 264014 1 1 1 1 249580 261721 204911 1 1 1 1 1 1 166334 1 137736 314112 306610 1 1 1 305409 8.33 (463.26428, 11847.217)(464.2698, 1540.4146)
4,4-dimethyl-5&alpha;-cholesta-8-en-3-&beta;-ol 240620 269896 262090 1 268155 282412 234183 257475 263697 120358 113610 265270 238820 293784 159290 269839 170675 132020 243449 252542 270174 1 263285 253217 17.61 (414.38446, 9194.858)(419.4097, 2862.8206)(397.38657, 434.61212)(440.38733, 368.785)(423.8463, 2822.5918)(424.3775, 2914.0)
showacene 117158 118138 107102 117077 128635 127043 126004 137014 121449 116350 1 116870 114527 114995 116493 122161 117492 114149 131148 125370 120966 120245 110173 107510 26.25 (424.40906, 6541.0645)(425.40576, 873.2627)(451.41235, 2152.5305)
octanal 187034 181875 154358 148037 167402 176843 220669 198341 206842 224199 212043 178755 196652 248835 186568 267954 192031 220095 155019 212118 204536 161297 1 207827 19.68 (110.1081, 4089.5662)(132.13513, 42319.57)(133.1383, 170.89)(146.15369, 7366.637)(132.154, 25510.447)(137.11436, 7530.775)
heliocide H3 436765 474704 186432 192911 317662 298794 472562 430186 462722 458650 1 129760 307443 475052 258736 378201 465113 434515 588345 612340 157578 158686 318542 477937 1.77 (409.4631, 23558.736)(410.75293, 41650.246)(412.20987, 9132.785)(413.20673, 7171.75)(410.21005, 19191.123)(429.23904, 10153.756)(430.24332, 2097.094)(434.76074, 1774.3492)(436.65518, 2933.8525)(437.54172, 4032.4521)(438.20963, 954.5444)(419.194, 1763.8743)
heliocide H2 436765 474704 186432 192911 317662 298794 472562 430186 462722 458650 1 129760 307443 475052 258736 378201 465113 434515 588345 612340 157578 158686 318542 477937 1.77 (409.4631, 23558.736)(410.75293, 41650.246)(412.20987, 9132.785)(413.20673, 7171.75)(410.21005, 19191.123)(429.23904, 10153.756)(430.24332, 2097.094)(434.76074, 1774.3492)(436.65518, 2933.8525)(437.54172, 4032.4521)(438.20963, 954.5444)(419.194, 1763.8743)
gibberellin Asub12/sub 1 1 1 1 1 1 1 1 229435 250828 1 1 1 1 1 1 1 1 1038605 991636 1 1 1 493640 1.90 (331.98828, 1902.6221)(317.18427, 4812.4736)(336.1997, 307307.72)(318.1944, 486.16)(333.21646, 12304.508)(353.17645, 76961.61)(354.18304, 8745.502)(355.17627, 5836.17)(335.16537, 73521.164)
heliocide H1 436765 474704 186432 192911 317662 298794 472562 430186 462722 458650 1 129760 307443 475052 258736 378201 465113 434515 588345 612340 157578 158686 318542 477937 1.77 (409.4631, 23558.736)(410.75293, 41650.246)(412.20987, 9132.785)(413.20673, 7171.75)(410.21005, 19191.123)(429.23904, 10153.756)(430.24332, 2097.094)(434.76074, 1774.3492)(436.65518, 2933.8525)(437.54172, 4032.4521)(438.20963, 954.5444)(419.194, 1763.8743)
(-)-camphene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
acetylcholine 3808403 5112810 2461701 2502914 3876688 4056897 5657091 1.18E+07 5480573 5742000 944101 1963917 703400 1130055 1511434 2366066 3821176 4241077 1.18E+07 7893183 1839739 1981381 5399416 9964586 10.43 (132.11647, 19839.463)(133.11874, 953.845)(150.0898, 8076.1694)(150.1313, 8289.81)(130.99486, 8846.808)(131.12004, 12889.724)(168.16301, 13211.504)(169.16385, 11143.686)(151.09628, 220059.0)(152.37402, 10594.563)(153.10352, 936.3371)
5,6-epoxy-3-hydroxy-9-apo-&beta;-caroten-9-one 1 1 383179 412659 674491 697215 1 1361133 1431791 1507449 1 1 1 1 161081 1 1 848121 1691650 1572373 1 1 1046904 2152721 12.57 (207.13367, 4917.517)(245.1863, 14841.543)(225.14763, 45186.406)(226.15149, 4255.972)(227.16377, 668.0234)(226.31247, 2490.8286)
icis/i-vaccenate 1 1 1 1 1 1 1 1 1182972 1 2275373 1 5340260 5091607 1 1 3436552 1 1 1 1 1 1 993339 31.01 (267.24936, 9745.118)(266.25388, 11733.809)(299.28107, 25055.408)(283.27646, 52241.188)(284.27853, 75310.75)(285.28012, 50322.895)
ethiin 281325 269549 176857 1 1 1 191816 160683 280092 233683 1 1 381885 371813 316979 217453 313312 332624 198671 159113 377630 293409 298958 225891 1.58 (147.03683, 134795.72)(148.04164, 6091.609)(149.03325, 6286.4253)(167.60614, 1009.31226)(148.0412, 7699.41)(149.0336, 7244.13)(165.06906, 10216.756)
(22&alpha;)-hydroxy-sitosterol 5938726 1037471 4625852 1 1 1577639 1 1 1 1 1 2387850 1 1 3780534 1 1 1 1544492 2171732 1 5047967 1 3309964 31.16 (431.3814, 9322.282)(433.3912, 775.66)(412.36823, 15059.158)(432.39023, 5254.6475)(418.99985, 7232.086)(419.4014, 11978.47)(438.37326, 84.763336)
indoxyl 463211 832871 946535 961936 879618 884726 815965 840410 813419 806118 762595 876224 694525 757531 474689 896009 801038 845265 875204 829001 798666 466531 757463 807551 25.52 (151.08589, 32596.271)(152.0897, 607.2753)
&beta;-zeacarotene 3865934 1 1 3767445 3843849 3165256 3694350 3846814 3513600 3681792 1 3831564 3506055 3627912 3492799 3739003 3549224 4159517 1072712 3966679 1 1 3935221 1227074 31.11 (557.3816, 4541.7583)(557.48706, 4397.9404)(539.46094, 6132.5884)
iall-trans/i-retinal 1 1 1 1 863989 1 1154919 1 1 1 1 1 1 1 1 1 1 111017 1 1 1 1 1 258598 12.41 (285.219, 11334.17)(285.22217, 4159.085)(270.2225, 786.385)(302.2456, 16076.664)(303.2516, 4317.39)(307.20068, 18481.777)(308.20502, 4272.605)
taxa-4(20),11-dien-5&alpha;-ol 2469657 530745 1.03E+07 1.48E+07 1797429 8296294 1 3580246 1946761 3261904 9877086 2732848 2009008 2.90E+07 1192829 1 1899319 2751881 1383271 3.76E+07 1.77E+07 1 1992142 1.73E+07 17.73 (290.25394, 27654.146)(272.4111, 6945.472)(273.24765, 46583.688)(291.59457, 17289.787)(294.26868, 5541.106)(272.70715, 17597.91)(273.24838, 38927.09)(307.18848, 19831.225)(309.7123, 29486.62)(310.86606, 25743.533)(311.2966, 23723.768)(288.27106, 109479.734)(313.74084, 707.94)(297.0381, 1605.046)(298.23965, 900.9717)
3-oxoadipate enol lactone 97244 102828 336983 251611 132017 138516 105933 101152 97519 111310 182704 269539 90055 130458 134137 174091 170448 162946 113806 121747 250936 239518 109237 151452 1.60 (147.03685, 156283.39)(124.015755, 9294.765)(161.39122, 898.4925)(151.00868, 4992.203)
9,10-epoxy-10,12Z-octadecadienoate 166552 157654 1 1 1 1 1 1 1 230812 1 123857 176614 114828 161721 117806 1 1 154641 128737 1 1 1 135635 1.85 (296.88437, 1481.3433)(275.20364, 47079.875)(276.20978, 7931.872)(277.20233, 1844.0166)(297.89566, 802.6567)(298.2305, 1827.28)(277.214, 4584.74)(279.2146, 256216.1)(280.218, 46418.07)(281.2252, 8822.07)(311.24673, 1887.4532)(303.01993, 2869.34)
zealexin B1 913418 847226 1681169 1611025 1107558 1103284 602260 578741 844231 809884 1531265 1538499 1606639 1357748 1886038 1608932 1482380 1438123 903370 969426 1870746 1749604 1302397 1143485 1.93 (231.13737, 39567.82)(232.14203, 2693.401)(216.80487, 112733.31)(217.91925, 11863.98)(235.15147, 2930.7932)(215.1372, 513.12)(250.2444, 7364.652)(234.16948, 631.5025)(257.38855, 778.07117)
friedelin 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
piericidin A 1471937 153050 1751486 1780080 1020608 1488635 7617825 7134334 5330704 6162782 1 1 144999 750726 1 864383 2192829 2595045 8377026 1.02E+07 1077558 1026473 2899955 6323611 11.43 (416.277, 650.7)(417.2838, 297.75)(418.2825, 729.46)(420.2805, 1272.22)(401.2787, 10029.355)(402.28076, 595.445)(416.2741, 788.61)(400.67926, 1328.3939)(434.21033, 165364.31)(435.3086, 36893.49)(436.3108, 7006.1)(438.31778, 2555.015)(439.26132, 138445.08)(440.2647, 27124.422)(441.26788, 4786.0225)
(-)-isopiperitenone 122315 111405 1 1 1 1 128850 1 1 1 1 1 109734 1 106382 1 1 133362 1 1 1 1 128099 108595 26.33 (170.14215, 601.06)(150.12888, 13219.232)
&gamma;-terpinene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
coniine 158861 141604 136206 125828 141279 149212 308612 288612 1 207454 1 130947 126006 181395 127200 133497 126216 124173 481537 502834 1 1 132472 261585 17.02 (131.15114, 18144.787)(132.15474, 23563.816)(130.15416, 8651.81)(151.13356, 11239.654)(152.1371, 1039.2833)
i(S)/i-tetrahydroprotoberberine 1 286754 1 1 1 135711 1559207 558197 608918 1136442 1 1 1 1 1 1 1 1 378605 399969 1 1 1 341604 5.13 (236.1454, 13975.8)(237.1486, 706.28)(240.16205, 4029.1401)(254.30441, 30046.176)(255.1825, 6056.1016)(262.8989, 2187.7249)(263.1487, 2915.41)
germanicol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
zealexin A3 913418 847226 1696587 1625973 1107558 1103284 602260 578741 844231 809884 1551368 1565999 1620479 1357748 1901845 1615419 1482380 1438123 903370 969426 1891607 1756977 1302397 1143485 1.93 (249.14984, 739.3738)(231.13737, 39567.82)(232.14203, 2693.401)(253.16695, 258.27)(235.15147, 2930.7932)(272.195, 888.737)(250.2444, 7364.652)(273.14487, 482.80853)(275.151, 5783.39)(257.38855, 778.07117)
15-icis/i-4,4'-diapophytoene 203076 228672 153961 132818 1 212803 190515 165084 1 165506 182411 186176 144725 1 150459 211078 163036 167894 202443 234747 202386 202139 182519 171014 21.59 (412.3846, 2026.04)(426.4052, 8336.63)(427.40372, 389.17334)(431.36365, 4336.556)(432.35184, 1179.7185)
buthionine sulfoximine 963971 1110263 433493 371655 581493 635154 1232599 1236247 1345363 1322595 1 353058 734535 1014331 696051 927369 864208 878883 1733441 1783302 379468 367682 990251 1423508 1.73 (223.11269, 47934.348)(224.11528, 2764.7297)(243.1343, 404.75)(224.92818, 1107.0901)(245.59203, 1638.885)
ient/i-sandaracopimaradien-3&beta;-ol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.77E+07 1 1 1.73E+07 18.24 (290.25464, 30264.875)(273.24884, 1780.765)(307.2849, 18371.113)(311.29834, 102146.43)(288.271, 141058.1)
zealexin A2 913418 847226 1696587 1625973 1107558 1103284 602260 578741 844231 809884 1551368 1565999 1620479 1357748 1901845 1615419 1482380 1438123 903370 969426 1891607 1756977 1302397 1143485 1.93 (249.14984, 739.3738)(231.13737, 39567.82)(232.14203, 2693.401)(253.16695, 258.27)(235.15147, 2930.7932)(272.195, 888.737)(250.2444, 7364.652)(273.14487, 482.80853)(275.151, 5783.39)(257.38855, 778.07117)
brassinolide 115519 148323 502686 554075 128418 110085 288468 385242 102913 435567 198932 460598 187229 343919 221584 331202 381663 379507 402558 385060 378693 366314 162687 342524 21.28 (483.53024, 86518.11)(484.52847, 161922.53)(486.37122, 12662.594)(487.3698, 1299.4)(466.35178, 142599.47)(467.35464, 29617.756)(468.3625, 3616.5298)(499.5849, 3869.5513)(499.3894, 1110.225)(480.36978, 1458.6575)(506.3374, 390.37)(485.32538, 16051.528)
(8Z,11Z,14Z)-icosatrienoate 591115 2.50E+07 3092356 909569 2.46E+07 575945 1.45E+07 2.56E+07 4018150 3711511 3986511 3456021 2949103 2.79E+07 3.00E+07 2.45E+07 2.19E+07 2.35E+07 2.35E+07 1.57E+07 1031289 3265838 532727 2.21E+07 3.76 (309.40976, 9430.677)(310.2685, 2371.816)(311.2739, 1358.99)(292.50934, 1413.2788)(292.758, 845.735)(293.2641, 1823.89)(326.4003, 687.3572)(327.62482, 2681.6846)(328.29254, 3005.71)(305.27347, 93195.63)(306.2766, 12463.602)(307.2733, 1413.2075)(333.25314, 825.86)(312.2297, 678.4067)
(-)-jasmonoyl-L-isoleucine 1 1 1 1 1 1 1 1 177659 163218 1 1 1 1 1 1 1 1 334404 324229 1 1 442278 633549 1.92 (323.20532, 19249.166)(324.20407, 3522.155)(325.71683, 4974.78)(309.2142, 40700.79)(310.2157, 5668.865)(344.24338, 9896.856)(347.8654, 6252.205)(348.8684, 35760.008)(349.7049, 30373.426)(350.20758, 5998.02)(331.18802, 963.66)
campest-5-en-3-one 3554136 1 2940526 2297486 1 1 2322651 1 1 4191777 3568211 1 1 4479222 1 2323003 1 1 1 2251403 1 1 2106662 2153166 25.52 (398.35828, 32018.508)(380.4334, 9788.423)(404.38263, 6937.3755)(405.3774, 120.575)(416.38788, 3133.921)(417.39548, 719.7273)(422.9885, 5163.004)(425.4662, 5026.3594)(427.3623, 8372.825)(404.33292, 14479.647)
L-arginine 171432 214757 1 119300 119224 123646 563462 591976 341480 299827 1 1 146646 351395 1 177823 331353 303876 953646 1004457 104948 108790 328533 661655 10.36 (160.95143, 1899.245)(179.03381, 7780.5405)(179.802, 6065.39)(162.1267, 716.79)(193.1517, 19328.422)(194.15535, 2375.4883)(178.14944, 849.29)
4-trimethylammoniobutanal 333564 484489 870314 162107 356900 525648 543213 524977 360807 737234 1 610097 866077 285915 1 96341 216999 1 312724 1062991 510805 1 192751 582807 16.45 (134.13295, 3105.8086)(131.88397, 26361.693)(113.12008, 53647.258)(151.1667, 454.99)(130.83386, 27924.963)(133.1537, 170.15)(155.81879, 1156.38)(138.1096, 9169.265)
arabidiol 1 286125 1 1 1 272679 1 1 1 243806 1 274572 1 1 1 1 270850 242157 259384 1 288802 282655 1 300132 17.54 (446.41205, 487.72498)(463.4318, 10865.588)(464.43442, 324.854)
(i22R,23R/i)-28-homobrassinolide 22-sulfate 1 1 1 1 264766 281404 1 507290 394357 411741 1 1 1 1 1 1 105523 122390 307441 334079 1 1 238314 519606 12.58 (573.3144, 6513.375)(574.31915, 613.415)(559.2978, 1688.215)(560.3026, 301.01)(561.51624, 1455.5441)(562.3126, 2641.8374)(593.3389, 575.2834)(574.33484, 4956.0547)(575.3358, 468.995)(579.28955, 13022.102)(580.2937, 2485.2527)
castasterone-23-O-glucoside 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 105646 108177 212846 246524 1 1 1 254997 15.37 (649.3893, 6199.044)(650.3858, 424.09)(631.38196, 3399.6758)(632.3797, 690.205)
9,10-epoxy-12-cis-octadecenoate 2444108 3324201 1414549 1463991 1 1100246 1 1 1 1 1 225466 1 1 1 1 1 1 126456 138764 1 1 1 141407 6.31 (298.2371, 1869.52)(281.231, 414.52)(317.27573, 15462.319)(295.25012, 54056.63)(296.25235, 10253.146)(297.24738, 5256.4834)
1-monomyristoylglycerol 152894 309666 356651 363934 576473 692442 231260 243796 463408 328692 165970 332818 130325 223026 169277 276301 300107 294368 221834 209008 230566 216401 126891 245064 14.70 (302.24524, 16197.655)(303.2522, 3469.78)(284.23785, 351.19)(303.2557, 1420.13)(290.25546, 23915.373)(322.28674, 6266.4146)(306.61642, 121253.78)(306.7115, 142165.61)(307.28284, 13994.516)(325.36487, 13193.856)(326.23642, 1858.3522)
pyrroline-hydroxy-carboxylate 272542 311405 306714 277981 1 300269 96889 296168 292636 102632 1 1 301434 282503 1 328675 275943 290239 114168 308106 286826 310716 280268 112003 25.60 (130.0462, 10390.607)(146.06863, 12021.138)(147.07942, 1846.5724)
L-Ala-&gamma;-D-Glu-imeso/i-DAP-D-Ala 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 133158 1 1 1 168670 12.58 (443.19897, 9081.77)(444.2025, 985.71)(469.19916, 439.72998)
4-(1-methyl-2-pyrrolidinyl)-3-oxobutanoate 149338 177852 1 1 1 1 219549 230580 178466 173822 1 121966 1 103438 1 1 105855 1 159927 129879 1 1 89740 160097 1.58 (208.1527, 1007.44)(185.2844, 9270.789)(186.13142, 1626.9751)(187.1287, 1066.245)(211.0995, 701.0311)
(+)-camphor, carveol, geranial,  neral 1 1 1 1 1 1 1 149597 1 1 1 1 1 95164 1 1 1 1 1 113560 1 1 1 98433 10.23 (155.12852, 27556.238)(156.1332, 3549.22)(156.1343, 343.97)(139.13037, 16238.268)(140.1325, 852.82)(170.15436, 11950.205)(153.1483, 2409.09)(177.11795, 7779.67)
brassicasterol 3554136 1 2940526 2297486 1 1 2322651 1 1 4191777 3568211 1 1 4479222 1 2323003 1 1 1 2251403 1 1 2106662 2153166 25.52 (398.35828, 32018.508)(380.4334, 9788.423)(404.38263, 6937.3755)(405.3774, 120.575)(416.38788, 3133.921)(417.39548, 719.7273)(422.9885, 5163.004)(425.4662, 5026.3594)(427.3623, 8372.825)(404.33292, 14479.647)
ecdysone 196566 280522 341091 331449 239982 250311 186510 178378 1662338 1757123 1 1 1 1 1 1 1 1 1593412 1610787 1 1 1 630130 3.88 (446.30643, 30255.67)(447.30978, 5508.644)(465.31482, 14344.22)(466.31735, 2677.5667)(474.30737, 639.4433)
dehydroabietadienol 254216 344487 1 1 1 1 670722 354121 537675 601621 1 1 1 1 1 1 1 1 431093 448368 1 1 354794 633134 11.52 (286.22733, 29067.395)(287.2295, 1997.4)(270.22275, 610.21)(308.27417, 6702.1978)(288.06302, 410281.0)(291.27332, 165522.53)
(9Z)-12,13-dihydroxyoctadeca-9-enoate 657707 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 175685 1 1346801 1350582 1 1 755040 1384339 9.90 (316.2477, 255.31)(296.23398, 26448.67)(297.24008, 12676.419)(298.2431, 1953.42)(336.28806, 3143.3682)
&gamma;-coniceine 1609780 1634281 1788339 1758169 1727602 1671377 1666789 1693927 1663368 1745263 1766469 1 1702550 1685388 1574330 1728187 3125026 3226278 138429 141472 1779587 1952252 1771893 1786134 24.63 (130.139, 9590.666)(128.13991, 5614.13)(149.11658, 56460.082)(150.12656, 19695.47)
iN/i-methyl-L-glutamate 1706410 1891213 1259243 774535 1482539 1476207 2374055 2406043 2462536 2328108 660093 988525 1204466 1581876 909300 1160033 1600543 1517938 2595835 2627079 992977 823709 1462028 2136541 1.58 (164.73744, 16516.547)(143.0571, 134094.28)(144.06046, 4792.7524)(182.89783, 2621.2488)(168.04929, 815.102)
iN/i-carbamoylsarcosine 7113450 6842375 7776440 7986842 8891961 1242995 1 7143372 1 1.40E+07 7515066 1.07E+07 7219394 1.14E+07 7321762 9693897 1.13E+07 8126208 1318230 7614069 7162445 7398977 7384415 7746197 20.98 (149.08018, 226181.8)(150.08374, 17839.43)(151.08617, 941.8373)
perillyl aldehyde 122315 111405 1 1 1 1 128850 1 1 1 1 1 109734 1 106382 1 1 133362 1 1 1 1 128099 108595 26.33 (170.14215, 601.06)(150.12888, 13219.232)
gypsogenate 585717 859472 977030 1080497 248632 1 688445 747804 773395 844468 392682 894522 381291 685104 415436 679124 733759 732529 774207 747405 740041 719311 1 678983 23.15 (507.31152, 1804.2458)(485.32544, 17839.416)(486.3287, 2709.614)
C33 botryococcene 2389224 1419042 2258378 3522785 634625 404609 2735283 2729818 2352968 3852240 2437924 5552673 398388 4184875 5314159 1 5730657 996940 1 1 1118901 4104539 1 2630656 25.56 (452.44214, 78115.516)(453.44662, 39155.684)(454.44434, 7728.543)(453.4474, 17249.793)(454.45294, 2972.1326)(455.4574, 119.27)(470.8058, 2574.6467)(471.469, 997.4)(476.93546, 230.23752)(476.419, 745.46)
abieta-7,13-diene-18-al 254216 344487 1 1 1 1 670722 354121 537675 601621 1 1 1 1 1 1 1 1 431093 448368 1 1 354794 633134 11.52 (286.22733, 29067.395)(287.2295, 1997.4)(270.22275, 610.21)(308.27417, 6702.1978)(288.06302, 410281.0)(291.27332, 165522.53)
ergost-7-enol 140014 1 115586 1060125 1 88875 1 227566 184085 602826 747046 106796 107740 167231 1290204 351164 1136143 560487 455849 477192 266074 1 478722 628385 27.65 (404.3819, 6460.2773)(406.3948, 863.62)(404.38266, 7360.5557)(407.39194, 2090.515)(384.1225, 7583.0674)(419.3517, 11401.306)(421.16077, 1638.6174)(421.4175, 4928.91)(422.4207, 1145.08)(424.66406, 2801.0225)(428.04068, 9082.813)(405.35062, 2453.0032)
18-episcalar-17(25)-en-19-ol 626237 1 1 1 1 1466437 3438644 1572823 4852316 4334987 4574904 3307472 1 4737191 4256008 5334247 1562079 1 1 1111333 1415589 426195 1 255625 24.45 (342.07147, 169064.1)(343.82693, 138701.14)(344.3253, 529216.5)(345.3248, 132705.58)(341.32175, 72894.61)(358.4054, 49783.605)(381.31213, 28072.19)(363.3053, 89101.55)(364.3119, 16874.244)
4&alpha;-formyl-ergosta-7,24(24sup1/sup)-dien-3&beta;-ol 409131 415214 171657 339175 592421 1 312106 313737 301643 308921 1 1 101593 304820 161402 169995 1 257941 257149 233560 364108 259442 273354 229750 28.88 (428.59543, 6324.1113)(431.36642, 6348.2715)(431.36456, 2871.3)(411.3466, 4853.1235)(413.3494, 6170.78)(428.14154, 9249.708)(430.36392, 6521.984)(431.37424, 6689.0044)(432.36697, 7190.5576)(411.0529, 5686.784)(412.9462, 16551.088)(413.65088, 25902.25)(415.3625, 7948.2246)(446.01962, 3014.2961)(447.99033, 321.22)(427.14145, 5446.065)(432.327, 4807.9487)
11-desoxycortisol 185530 337078 148100 1 608864 417146 111175 110794 377409 382937 1 1 1 1 1 1 113756 148940 1 1 99904 1 1 157866 18.06 (373.2187, 1519.145)(347.21814, 47751.035)(348.2224, 7002.3154)
(2iE/i,4iE/i,6iE/i)-7-hydroxy-4-methylhepta-2,4,6-trienal 307326 289792 1 1 134527 1 333730 300484 361403 1 1 1 1 1 1 1 200770 108488 312884 518092 1 1 245090 191310 1.73 (156.10054, 19478.215)(157.10716, 2433.274)(158.0994, 425.38)(139.09435, 2663.0051)(143.10645, 893.58)(164.73462, 4730.919)(165.90456, 8255.168)(166.07169, 10672.154)
iN/i-acetyl-&beta;-D-glucosaminyl group 1.29E+07 1.47E+07 5602506 5216962 7841773 8064691 1.60E+07 1.62E+07 1.71E+07 1.63E+07 2805335 4668349 9828137 1.31E+07 8996660 1.23E+07 1.17E+07 1.17E+07 2.27E+07 2.38E+07 5475726 5320979 1.36E+07 1.87E+07 1.73 (222.09267, 23360.432)(240.46214, 446.16333)(221.11333, 599603.7)(223.11267, 46548.08)(224.11528, 2790.9673)(245.08391, 3000.84)
isopimaradienal 254216 344487 1 1 1 1 670722 354121 537675 601621 1 1 1 1 1 1 1 1 431093 448368 1 1 354794 633134 11.52 (286.22733, 29067.395)(287.2295, 1997.4)(270.22275, 610.21)(308.27417, 6702.1978)(288.06302, 410281.0)(291.27332, 165522.53)
hordatine A 1 1 1 1 1 1 126979 141644 1 1 1 1 1 1 1 1 1 1 190336 202794 1 1 1 256980 12.56 (536.3123, 6549.603)(537.3158, 1414.99)(559.3369, 3419.0032)(535.71606, 4745.8525)(537.3163, 688.81)(570.3556, 2474.418)(562.3126, 3209.686)
L-2-aminoadipate 1706410 1891213 1259243 774535 1482539 1476207 2374055 2406043 2462536 2328108 660093 988525 1204466 1581876 909300 1160033 1600543 1517938 2595835 2627079 992977 823709 1462028 2136541 1.58 (164.73744, 16516.547)(143.0571, 134094.28)(144.06046, 4792.7524)(182.89783, 2621.2488)(168.04929, 815.102)
achilleol B 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
phenylhydrazine 1 1 1 1 1 1 1 1 1 1 1 1 94627 175995 1 94501 145878 135308 342897 322046 1 1 105976 259252 1.83 (109.076515, 11158.511)(127.55097, 36660.023)(129.77641, 50242.08)(130.11081, 9577.436)
2,6-dihydroxypseudooxynicotine 1115315 1906183 774836 828746 1623780 1221557 3667430 3299080 1572951 1690440 791401 367263 777521 316231 439525 802772 1491056 1408521 2927001 3837043 845802 928654 2012690 2888115 10.12 (229.14296, 68131.94)(230.14667, 6391.4507)(231.15019, 1600.2981)(211.1293, 33570.38)(212.13327, 3316.7896)
iall-trans/i-geranylfarnesol 626237 1 1 1 1 1466437 3438644 1572823 4852316 4334987 4574904 3307472 1 4737191 4256008 5334247 1562079 1 1 1111333 1415589 426195 1 255625 24.45 (342.07147, 169064.1)(343.82693, 138701.14)(344.3253, 529216.5)(345.3248, 132705.58)(341.32175, 72894.61)(358.4054, 49783.605)(381.31213, 28072.19)(363.3053, 89101.55)(364.3119, 16874.244)
indole-3-acetyl-glycine 759884 932696 1 1 1 406729 344330 509715 591834 808968 1 1 1 1 1 1 497264 558134 912713 823076 1 1 166680 707371 1.79 (233.0805, 818.94)(237.09396, 429.26)(249.11307, 27890.303)(250.11703, 669.679)(231.10008, 1655.8672)
3-epi-6-deoxocathasterone 264701 1 255350 1 271069 1 1 282674 400677 231482 210611 137740 215241 215427 1 286752 1 253677 1 287412 171071 1 359770 279165 16.07 (422.89218, 5865.7866)(424.062, 1234.1633)(403.38312, 2801.265)(406.38785, 5921.8237)(423.06216, 8789.775)(423.3968, 7230.07)(404.38544, 2768.837)(406.38858, 5403.0327)(437.41498, 5331.7256)(438.8595, 1482.2089)(439.43008, 2808.49)(440.4214, 133.84)(419.0931, 2799.418)(445.3871, 440.02)(428.3791, 178.44)
indole-3-butyryl-glucose 1 392477 1 1 1 1 966607 991378 651162 609880 1 241322 1 1 1 1 1 1 975038 949721 1 1 1 554029 1.85 (367.1568, 576.1625)(384.96814, 13518.74)(385.94394, 939.5813)(385.1909, 475.56)
(+)-7-iiso/i-jasmonoyl-L-isoleucine 1 1 1 1 1 1 1 1 177659 163218 1 1 1 1 1 1 1 1 334404 324229 1 1 442278 633549 1.92 (323.20532, 19249.166)(324.20407, 3522.155)(325.71683, 4974.78)(309.2142, 40700.79)(310.2157, 5668.865)(344.24338, 9896.856)(347.8654, 6252.205)(348.8684, 35760.008)(349.7049, 30373.426)(350.20758, 5998.02)(331.18802, 963.66)
corynantheal 788159 1060692 751679 701419 839511 883246 1168340 1277715 973273 963145 299540 473227 969572 1140273 366361 426866 741682 727395 1865755 1969792 555553 528494 788828 984126 1.83 (295.18353, 551.3163)(277.16965, 30987.21)(278.1731, 2226.3865)(299.5308, 1246.341)(281.18774, 1076.1019)(314.07684, 746.65857)(298.8517, 1194.36)(299.41714, 1363.344)(300.21753, 850.70496)(322.18246, 153624.45)(323.18375, 20246.377)(303.42108, 1992.3604)(304.22504, 6139.0337)(305.1757, 10079.013)
cycloeucalenone 1395880 1082163 1039120 1 1129145 296638 954293 719141 900613 231666 438559 1049505 487667 763380 853209 171837 721870 682519 1 706779 284145 188243 586288 255975 29.03 (426.9487, 8274.943)(427.3856, 3888.05)(428.3787, 11307.08)(409.53622, 591.34)(427.96216, 10235.769)(428.3817, 12262.78)(411.38306, 13851.577)(413.3879, 36750.3)(442.40057, 12831.589)(443.40543, 1407.4242)(444.39746, 734.6633)(425.39703, 1645.3716)(447.3643, 64.76)(431.62253, 471.17606)(432.13644, 453.45444)(432.9624, 899.422)(433.36548, 1425.865)
1-18:2-2-trans-16:1-phosphatidylglycerol 1454849 1391411 1331970 1328236 1313190 1351084 1504008 1502802 1376899 1333701 1266616 1340811 1359113 1369332 1298855 1303393 1356704 1417626 1358928 1361445 1333674 1375196 1289684 1227803 29.96 (766.5429, 7513.045)(767.54004, 37434.914)(743.50903, 38853.14)(744.5114, 8354.221)(745.51465, 336.45227)
sophoradiol 1 1890818 1884518 1680005 1969326 1059089 1 1 2712155 2218956 1 1251033 1482904 503465 1252144 1 2473685 1 1956506 1 1 353460 1 1774535 24.42 (442.3842, 4779.4155)(427.70917, 3061.149)(430.38382, 403.70334)(443.38824, 4659.792)(444.39215, 1018.87134)(445.38013, 520.1071)(427.2468, 390.30856)(427.389, 341.23)(460.41565, 6530.915)(461.4231, 358.145)(443.0022, 488.04996)(468.71045, 155.43666)
&gamma;-chaconine 186272 1 259220 234709 95055 1 1 180897 213322 236711 130806 178974 137403 170623 128750 180055 185476 219878 176958 173199 169706 196810 112029 150836 23.15 (563.40283, 9910.773)(564.399, 22709.904)(565.40247, 5911.0537)(566.40576, 454.892)(543.4405, 4984.8843)(545.2223, 51725.72)(548.40045, 7304.367)(561.40924, 4692.9937)(562.4272, 490.47)(544.39404, 6514.578)(548.40027, 6174.049)(579.09076, 3564.461)(579.9598, 2065.534)(584.442, 357.13)(562.3229, 3982.4211)(562.4234, 5223.9053)(589.40137, 12729.045)
3,4,3',4'-tetradehydro-&beta;,&beta;-carotene 284448 397945 451648 467047 133933 139437 331700 343144 366527 391861 232488 399520 221046 350729 215139 347115 347206 365645 358467 364697 353594 346591 182924 328278 23.15 (532.4065, 5078.5596)(533.4066, 12112.647)(558.70184, 4371.803)(559.6982, 10897.048)(560.6346, 17068.275)(561.41113, 5912.8564)
5-&beta;-pregnan-3,20 dione 1562346 2500690 2223016 2265731 3367268 3397189 1634483 1 2121367 2191035 1159128 2128581 986770 1637145 1194262 2061431 1821996 2172518 1409019 1431945 1620817 1617848 880133 1755179 14.91 (299.2356, 24459.633)(300.23978, 3850.3135)(299.23618, 17825.213)(337.28763, 4168.002)(337.2878, 6437.12)(317.27014, 6083.705)(321.21786, 64415.523)(322.2208, 10133.948)(323.22275, 1058.095)
paspalinine 1 160455 1 1 1 86894 773606 789780 167861 192654 1 1 1 1 1 1 152156 103080 589177 662799 1 1 178264 626522 9.07 (415.21106, 4657.773)(416.2219, 1697.905)(417.0961, 3618.9688)(457.27002, 2745.1667)(434.25073, 4163.542)(435.25104, 2237.255)(457.21823, 4313.0234)(438.87338, 4217.348)(443.21863, 682.7)
(8iS/i)-HPETE 1 1 253828 262960 1 1 1687380 1856198 1421586 1406355 1 1 1 1 1 1 91885 1 1 1 1 1 1 226809 6.43 (317.21033, 7670.9736)(318.2162, 1626.95)(339.243, 1470.7)(318.21973, 4770.185)(335.2428, 13144.542)(336.24307, 3061.62)(340.19843, 16138.406)(341.2006, 3849.3726)
16-feruloyloxypalmitate 994381 1786603 1 1 265303 1 1 1 441346 209942 1 1 236327 133592 1 1 94551 99700 249367 257988 1 1 134623 374234 12.19 (449.27673, 27410.912)(449.94666, 6193.392)(431.27228, 10232.76)(432.27673, 1454.7875)(450.88818, 1427.472)(430.2735, 4573.4453)(431.2749, 1040.905)(472.60934, 5985.803)(472.2767, 1306.45)(457.2645, 1219.2334)
3-O-&beta;-D-glucosyl-brassicasterol 547342 717344 837992 912869 214035 268791 569467 589667 659428 712715 392913 797697 367719 620423 342085 602573 659873 658379 634918 643668 630107 675406 288569 554938 23.15 (560.4068, 18716.068)(561.41016, 4953.0493)(562.4272, 420.4)(542.47943, 2452.7554)(543.3917, 360.2)(578.4479, 1018.4466)(560.9371, 809.8971)(588.4168, 2399.3809)(571.4051, 6567.291)
iall-trans/i neurosporene 3865934 3911572 3584443 3767445 3843849 3165256 3694350 3846814 3513600 3681792 3879048 3831564 3506055 3627912 3492799 3739003 3549224 4159517 1072712 3966679 319001 371802 3935221 1227074 30.73 (538.9612, 5280.82)(542.467, 1928.39)(543.4723, 7002.6953)(539.4615, 6128.6533)(540.4798, 120.0)(557.3621, 4171.3154)(557.89197, 3344.3442)(559.5027, 2586.79)(560.50684, 503.415)(561.4994, 529.175)
1-deoxy-11-oxopentalenate 157319 221693 244647 209126 1 157423 275450 346744 137371 1 1 1 223532 620678 1 1 1782079 236308 1357236 3616228 1385734 1285608 2873904 2423768 1.89 (230.46037, 28404.912)(234.1399, 6463.02)(233.13635, 94315.57)(234.14046, 6708.597)(235.14734, 3784.0752)(267.61734, 3392.618)(270.178, 5724.42)(247.1543, 46992.55)(248.16003, 5262.9023)(249.15083, 945.3)
Germacrene, cariophyllene, farnesene etc 718936 1338669 935586 791606 1 1092052 1064876 926720 974988 953836 329137 1124946 475569 607184 1 1761653 1607079 1072424 1149574 1107872 748045 796664 965588 789670 21.91 (206.97095, 3983.6016)(208.79347, 7190.8877)(209.2022, 8294.191)(222.22363, 53436.61)(223.22198, 11595.113)
8'-apo-&beta;-carotenal 434600 694810 1 151317 632859 162019 1394991 1350212 602640 588777 1376173 198127 1 1968365 1160898 2017378 410370 429452 425766 422159 1176496 847232 887934 1224131 16.69 (417.25488, 14465.238)(417.31375, 3810.36)(418.31155, 1274.885)(398.30054, 1508.2949)(417.31952, 82447.28)(418.3277, 18962.293)(405.3258, 370.485)(434.65442, 7883.123)(435.34494, 1932.23)(418.00552, 8893.937)(418.3403, 7738.36)(440.80374, 3577.075)(421.29117, 5678.828)(422.29175, 938.8175)
abieta-7,13-dien-18,18-diol 280187 358479 165115 182677 218529 217506 395009 407825 296268 291497 1 1 1 1 1 1 1 1 319343 318609 1 1 1 171147 10.79 (322.27454, 16344.286)(323.27762, 2411.8806)(308.27457, 6816.5425)
&alpha;-phellandrene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
vindoline 166916 790304 269785 270336 216313 231261 1924505 1221087 795829 612553 1 1 215596 391480 296946 498868 249985 346365 479595 365031 1 1 1 341073 5.41 (457.23746, 23188.752)(458.2409, 3189.4216)(459.24326, 778.39)
ient/i-kaurenal 254216 344487 1 1 1 1 670722 354121 537675 601621 1 1 1 1 1 1 1 1 431093 448368 1 1 354794 633134 11.52 (286.22733, 29067.395)(287.2295, 1997.4)(270.22275, 610.21)(308.27417, 6702.1978)(288.06302, 410281.0)(291.27332, 165522.53)
iN/i-hydroxypentahomomethionine 351833 418082 164062 1 321416 311440 1 1 217225 222695 1 227509 1 1 1 1 1 1 184145 193417 1 1 1 231302 1.96 (221.1133, 288543.4)(222.11693, 19384.773)(234.14015, 9180.241)(235.1359, 1934.6001)(244.0994, 258.97)
avenasterol 1 1 1 1 1 1 1804398 1 2142151 1687198 1 2303617 2249935 2183839 2141089 1 1 1 1 1 1 1 1 2194917 16.59 (414.37485, 2688.9182)(400.375, 2464.74)(412.39197, 9867.34)(417.35117, 463.22574)
(22iS/i,24iR/i)-22-hydroxy-5&alpha;-ergostan-3-one 1 611584 1 1 1 1 1 523444 1 1 1 1 1 1 1 1 1 1 1 1 1 576389 1 669417 11.44 (399.3576, 18348.855)(400.35284, 3858.6753)(440.3532, 11703.95)(441.3567, 2380.13)(442.3601, 377.17)(421.34344, 924.5525)
iN/i-acetyl-&beta;-D-galactosamine 1.29E+07 1.47E+07 5602506 5216962 7841773 8064691 1.60E+07 1.62E+07 1.71E+07 1.63E+07 2805335 4668349 9828137 1.31E+07 8996660 1.23E+07 1.17E+07 1.17E+07 2.27E+07 2.38E+07 5475726 5320979 1.36E+07 1.87E+07 1.73 (222.09267, 23360.432)(240.46214, 446.16333)(221.11333, 599603.7)(223.11267, 46548.08)(224.11528, 2790.9673)(245.08391, 3000.84)
5,6-epoxy-3-hydroxy-12'-apo-&beta;-caroten-12'-al 117957 204150 1 1 1 1 1085537 1095062 376739 420632 1 1 224874 454568 1 165412 288030 302457 782817 1 1 1 136082 437843 7.23 (409.2699, 1062.0675)(410.26837, 1392.565)(426.29883, 3622.367)(427.3015, 235.6)(408.28577, 1523.9883)(431.25473, 7755.3467)(432.25854, 1414.0775)(413.24237, 3338.972)(414.24628, 558.15)
porifersta-5,7-dienol 1 1 1 1 1 1 1804398 1 2142151 1687198 1 2303617 2249935 2183839 2141089 1 1 1 1 1 1 1 1 2194917 16.59 (414.37485, 2688.9182)(400.375, 2464.74)(412.39197, 9867.34)(417.35117, 463.22574)
aurachin C epoxide 1 109352 1 1 1 1 290846 297006 1 1 1 1 1 1 1 1 1 1 306687 317709 1 1 1 233392 8.33 (395.24643, 12199.78)(396.25342, 2054.8801)(377.23892, 2443.597)(396.27234, 3409.835)(402.73325, 13772.344)(401.23035, 1338.1233)
cholest-4-en-3-one 1 1 726887 1 732108 1 1 3789091 1 3809159 1113246 1 1 1 1 1 1 1 1295935 1 1 269835 1 3061753 22.92 (384.34024, 12338.75)(366.33044, 783.1)(385.34857, 24131.45)(367.96075, 4324.584)(371.35352, 41674.418)(404.3824, 5748.3774)(405.3773, 24.62)(384.36386, 637.87)(410.3416, 24.34)(412.3479, 2515.54)(390.32224, 16222.771)(391.32657, 3998.5627)
8-oxoguanine 169997 181417 401419 297141 109827 119225 130646 138865 168662 159893 293756 382054 209932 184136 216490 235891 214099 226614 162707 162423 343219 305182 204088 182029 1.59 (149.03333, 7489.623)(168.05005, 828.3378)(153.049, 1135.84)(187.08325, 1267.315)(167.28592, 3985.1013)(175.02951, 1113.92)
8-methyl-6-nonenoate 1 347151 1 1 1 1 1648075 1551272 839218 944527 1 1 298888 763534 1 166493 508843 514616 2049165 2128147 1 1 328007 1175693 10.22 (155.12871, 20120.389)(156.133, 2202.74)(169.14783, 69305.55)(170.15503, 9114.143)(193.11525, 3146.619)
all-itrans/i-heptaprenyl diphosphate 1 181874 1 1 1 1 401602 415347 173638 184292 1 1 1 1 1 1 237356 242854 320686 88482 1 1 209655 129587 12.00 (653.70197, 1012.5867)(653.3702, 13680.88)(654.3678, 31671.35)(655.3706, 9567.16)(656.3788, 1784.08)(636.35645, 572.855)(653.3711, 8654.271)(654.36884, 24747.637)(655.3717, 6740.928)(656.3777, 891.3975)(635.3566, 2735.623)(636.356, 9088.478)(637.35834, 1786.3082)(670.40015, 13385.844)(671.4029, 3436.173)(651.9888, 5427.628)(653.39105, 2922.025)(678.6132, 1461.7025)(680.3678, 3245.2476)(662.3586, 1255.315)
all-itrans/i-octaprenyl diphosphate 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 330202 350952 490879 479583 110658 102594 295700 523283 15.37 (704.0774, 3446.5105)(705.7504, 3792.7083)(706.4208, 3799.0352)(724.3091, 2861.5)(725.57, 1928.4839)(726.2835, 5043.1865)(726.4518, 7157.64)(737.70404, 4161.4297)(739.45685, 1362.58)(746.4114, 989.455)
1,2-dibutyrin 4788877 5479401 2447033 2310001 4368622 4334030 1890861 1907611 1888024 1449286 982274 2985753 962832 1676164 1354661 1667538 2398761 2168108 2353543 2753929 1855708 1808776 2414851 2592701 1.92 (215.1232, 21089.19)(216.12648, 1728.5775)(260.01392, 1458.2429)(215.87964, 6743.1255)(255.17831, 6674.649)(233.1363, 92583.71)(234.14029, 6431.404)(235.1382, 546.02)
erythromycin D 1 1 1 1 1 1 204195 221905 1 99077 1 1 1 1 1 1 125003 131943 311255 327611 1 1 147906 417739 12.57 (686.5749, 2657.0234)(688.4496, 1000.32)(687.448, 11171.83)(688.45056, 3054.335)(713.1997, 1256.9637)(713.4481, 3029.73)(714.4544, 763.04)
adonirubin 206162 310442 154904 143652 462961 472613 437635 451063 189726 207440 1 1 1 1 1 144971 529946 536989 1341004 1323707 398856 381420 774677 1467428 16.71 (600.43976, 3006.3533)(603.3718, 8715.99)(604.374, 1366.18)(586.37134, 26914.475)(587.37463, 7202.398)(588.37775, 2277.41)
&Delta;sup24-25/sup-sitosterol 1 1 1 1 1 1 1804398 1 2142151 1687198 1 2303617 2249935 2183839 2141089 1 1 1 1 1 1 1 1 2194917 16.59 (414.37485, 2688.9182)(400.375, 2464.74)(412.39197, 9867.34)(417.35117, 463.22574)
&alpha;-curcumene 552823 689256 1743977 474948 1 1 1 1727520 1611228 1780146 1 1158481 1 1020423 1 1 1 1 1 472286 1 1 1 244890 13.87 (205.18286, 308.81168)(206.1878, 452.64)(220.20528, 37008.887)(221.20763, 562.72754)(227.79529, 2559.6438)(229.1757, 4791.29)
tropine 501806 583503 157150 208182 469369 474921 1279568 1275690 607610 579695 1 204120 1 1 1 1 192324 217227 569299 609556 1 1 199702 332804 1.89 (127.197685, 2366.7925)(128.12314, 2514.45)(146.13805, 2424.5889)(125.12153, 3218.5566)(160.15599, 15934.608)(161.15538, 2859.1917)(166.11375, 625.17)(147.10056, 437.40833)
methyl gibberellin Asub4/sub 1 1 1 1 1 1 405090 395499 195789 234098 1 1 1 99818 1 1 1 1 464893 427991 129753 1 1 145634 4.38 (347.1855, 19156.969)(330.67746, 4622.055)(347.1877, 18900.139)(348.1999, 2615.2725)(333.18744, 2341.693)(366.2147, 363.05)(348.20654, 2404.4062)(350.21057, 4833.425)(351.2176, 105908.29)(351.16153, 11173.335)
24-ethylidenelophenol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
7&beta;-hydroxy-ient/i-sandaracopimaradiene 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.77E+07 1 1 1.73E+07 18.24 (290.25464, 30264.875)(273.24884, 1780.765)(307.2849, 18371.113)(311.29834, 102146.43)(288.271, 141058.1)
quinidine 1 1 1 165976 199986 176977 422429 434062 553175 683780 1 1 316963 455704 136926 295576 483692 367927 2023556 1 89929 106636 87749 1209297 1.87 (326.199, 4313.58)(307.18402, 53790.03)(308.18512, 7015.3286)(309.18887, 1055.0917)(326.2021, 3992.0232)(327.2097, 514.76)(308.1846, 13083.5)(345.23053, 1597.8134)(329.15045, 875.62305)(330.2291, 2512.0957)(335.18112, 6399.4434)
4&alpha;,14&alpha;-dimethyl-porifersta-8,25(27)-dienol 400990 345186 349248 400746 342337 390606 330822 344416 385871 319208 252086 326892 349838 270664 358945 266656 406177 454141 318041 412312 319601 377663 278976 328165 26.96 (442.60553, 4347.0557)(444.4079, 847.52)(425.3991, 4331.0)(427.40295, 15075.99)(427.1207, 2792.267)(429.41797, 4241.945)(444.43344, 14976.638)(445.77206, 16216.872)(446.43988, 4536.14)(464.39316, 12777.823)(465.39713, 2932.431)(469.41187, 4924.9834)(448.99103, 4325.436)(450.39697, 2379.475)
methyl jasmonate 616027 994651 383179 412659 674491 697215 1 1361133 1431791 1507449 151479 309123 1 1 161081 259039 1039822 848121 1691650 1572373 559714 544450 1046904 2152721 11.49 (207.1337, 4487.975)(245.18643, 13503.443)(225.14764, 38277.723)(226.15146, 3654.2378)(227.16377, 668.0234)(227.70824, 6769.249)(229.1811, 4932.52)
&beta;-tocopherol 1 611584 1 1 1 1 1 523444 1 1 1 1 1 1 1 1 1 1 1 1 1 576389 1 669417 11.44 (399.3576, 18348.855)(400.35284, 3858.6753)(440.3532, 11703.95)(441.3567, 2380.13)(442.3601, 377.17)(421.34344, 924.5525)
homoarginine 1 1 170356 220381 400538 448919 1 1 1 1 1 1 116968 123413 157346 164118 171651 186370 117192 122936 137145 145764 125785 139028 1.75 (191.6394, 1622.2474)(191.1406, 639.2)(172.12645, 675.30817)(190.4429, 1588.0841)(191.13757, 658.3038)(208.02818, 2259.4045)(208.16411, 1969.0779)(189.15862, 4403.8184)(190.1724, 781.87)(217.13846, 2645.3901)
4-hydroxyphenylacetonitrile 463211 832871 946535 961936 879618 884726 815965 840410 813419 806118 762595 876224 694525 757531 474689 896009 801038 845265 875204 829001 798666 466531 757463 807551 25.52 (151.08589, 32596.271)(152.0897, 607.2753)
menaquinone-1 971782 1117927 418201 386521 586306 610519 1222317 1217894 1299901 1266739 198785 353058 733733 1001025 681808 925271 869230 869708 1705760 1779500 387348 367682 979675 1428335 1.73 (223.11267, 47592.973)(224.11528, 2852.8088)(260.1577, 1031.62)(261.1602, 435.98)(245.15532, 584.67596)(267.11734, 23634.432)(268.12125, 1085.5206)(245.3419, 1980.785)
(11iZ/i)-eicos-11-enoate 336565 490041 709849 1371126 528018 666386 1 437343 280286 1 510945 503296 359493 1.78E+07 511343 441110 223130 331550 1049605 347592 892163 419616 365422 964650 20.75 (310.27933, 9352.46)(292.07132, 46778.336)(293.27252, 37052.15)(294.40125, 12151.121)(295.27826, 14289.713)(312.2952, 720647.3)(313.29764, 118019.555)(314.29822, 71817.51)(292.9904, 31529.44)(327.3158, 62960.285)(328.31482, 10985.083)(337.28796, 7973.8584)
&beta;-chaconine 111216 146458 219196 154698 225156 265471 331645 273091 261478 268153 245078 277534 261747 285163 203596 164949 248330 161264 137037 225301 225242 1 1 216584 29.96 (724.49347, 11987.715)(725.49756, 3858.0706)
cohumulone 1 1 1 1 1 1 134790 408245 188279 219705 1 1 1 84129 1 1 267645 469762 202537 401964 225158 221130 412773 329340 10.20 (347.1874, 16742.059)(348.20013, 1822.6375)(333.18665, 2036.975)(349.2016, 22479.83)(332.68817, 2760.7202)(348.44342, 43987.504)(349.5474, 16434.531)(352.21973, 9334.435)(355.177, 3684.418)
2-oxoglutaramate 1045081 3158841 8675150 5419675 3848977 6323876 1978042 5387542 5717861 5313182 7721033 1.04E+07 4925769 5671494 5571401 7148109 6968676 5824633 6174195 3144710 2036181 2059004 1235167 4149831 1.60 (147.03683, 111491.625)(148.0402, 3792.8)(145.0383, 250077.61)(146.04128, 9786.913)(165.06909, 7733.8047)(166.07158, 8997.674)(149.00998, 8134.6606)(150.01035, 1321.804)
echinenone 299523 445620 489186 511277 178791 176214 370716 384469 397419 417589 232488 434775 221046 372776 215139 370200 361387 387529 389530 387291 386207 371500 182924 343034 23.15 (550.41907, 1443.3319)(532.4065, 4574.363)(533.4066, 10841.271)(577.7149, 1246.2208)(578.5707, 3532.222)(579.4238, 1670.9252)(558.70184, 3993.7058)(559.6982, 9872.786)(560.6346, 15251.449)(561.41113, 5301.7812)
3-dehydrosphinganine 4727420 3663882 1 1.59E+07 1 1.40E+07 3061849 3298052 2.67E+07 1 1 1 1 2.52E+07 1 3728165 6891292 1 9.75E+07 2.91E+07 6289725 1 1 2.61E+07 31.10 (303.2943, 142146.42)(286.2949, 9281013.0)(287.29767, 1602643.2)(288.2986, 209409.64)(300.3118, 804105.1)(326.64618, 27434.42)(327.29034, 32241.816)(308.2791, 15828.683)(310.27966, 10776.179)
etheroleate 166552 157654 1 1 1 1 1 1 1 230812 1 123857 176614 114828 161721 117806 1 1 154641 128737 1 1 1 135635 1.85 (296.88437, 1481.3433)(275.20364, 47079.875)(276.20978, 7931.872)(277.20233, 1844.0166)(297.89566, 802.6567)(298.2305, 1827.28)(277.214, 4584.74)(279.2146, 256216.1)(280.218, 46418.07)(281.2252, 8822.07)(311.24673, 1887.4532)(303.01993, 2869.34)
Ip/I-cumic alcohol 122315 111405 1 1 1 1 128850 1 1 1 1 1 109734 1 106382 1 1 133362 1 1 1 1 128099 108595 26.33 (170.14215, 601.06)(150.12888, 13219.232)
demethylphylloquinol 1 185908 1 1 168662 290446 1 1 220139 1 361835 578791 405420 358027 1 278911 347801 213215 468551 394171 1 1 231355 442320 31.39 (441.90378, 970.57935)(443.03983, 3033.45)(444.04263, 3930.4111)(445.04123, 2817.4883)(446.38098, 159.485)(423.4285, 2424.4106)(424.55768, 8905.662)(426.96536, 8331.163)(427.83328, 10628.198)(428.3776, 11804.21)(423.3665, 3151.13)(458.78192, 6750.2817)(459.40945, 3166.1528)(440.39355, 10732.183)(468.3737, 175.35333)
&alpha;-chaconine 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 110205 115118 181010 207965 1 1 1 163907 15.37 (852.7213, 2307.092)(838.50665, 2607.555)(839.50665, 642.05)(853.52075, 3978.8225)(854.5239, 548.2)(835.51874, 6253.3516)(836.5204, 1890.0481)(852.5237, 1265.28)
ursolate 1 1 901140 1521386 1 1939152 1 423349 1 1 1022350 1 1 1218786 2057112 710434 131643 252043 527176 527881 1 444159 1 2466178 25.68 (439.34787, 5077.467)(443.36386, 1363.45)(483.3645, 1346.0)(484.36035, 5777.777)(485.36337, 1657.1201)(444.70874, 2328.0432)(474.3922, 87.405)(457.3619, 4673.41)(465.35742, 547.82916)(459.1966, 1577.0209)(459.64755, 763.17505)
11&alpha;,30-dihydroxy-&beta;-amyrin 1 1 1 1 340249 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 237057 27.25 (464.3935, 4448.375)(445.39026, 4457.765)(447.3851, 173.52)(458.404, 10289.484)(459.3988, 3961.375)(467.3623, 1449.99)(469.3673, 1924.27)
4-coumaroyl-3-hydroxyagmatine 1 1 1 1 201799 179830 1 1 1 1 146853 211368 1 1 151080 139659 1 1 114755 116052 410255 346195 1 120304 1.85 (294.83163, 2136.34)(275.15192, 5477.6123)(298.1787, 557.5833)(280.1653, 837.0625)(293.18155, 12725.628)(320.25092, 3774.928)(320.82816, 2390.5232)(321.1612, 8938.1)(298.13828, 6451.848)(299.1414, 1561.14)
iO/i-methyl anthranilate 463211 832871 946535 961936 879618 884726 815965 840410 813419 806118 762595 876224 694525 757531 474689 896009 801038 845265 875204 829001 798666 466531 757463 807551 25.52 (151.08589, 32596.271)(152.0897, 607.2753)
12,13&beta;-epoxy-16&beta;-hydroxy-&beta;-amyrin 1 1 1 1 340249 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 237057 27.25 (464.3935, 4448.375)(445.39026, 4457.765)(447.3851, 173.52)(458.404, 10289.484)(459.3988, 3961.375)(467.3623, 1449.99)(469.3673, 1924.27)
L-digitoxose 7113450 6842375 7776440 7986842 8891961 9293569 7081688 7143372 7268397 7283895 7515066 7695018 6.01E+07 7218039 5.69E+07 7728317 7607539 8126208 8118719 7614069 7162445 7398977 7384415 7746197 20.25 (149.08025, 554500.3)(150.08379, 44489.395)(151.0862, 929.1846)
calcitetrol 4.19E+07 5.76E+07 6.41E+07 2117509 2.29E+07 2.19E+07 4.43E+07 4.58E+07 1.42E+07 5.46E+07 1.50E+07 4090935 1605880 2641422 1.66E+07 3.55E+07 1.38E+07 1713277 5.18E+07 4.47E+07 5.01E+07 5.02E+07 2.70E+07 4.58E+07 22.38 (432.41476, 1306.771)(415.22916, 1744677.1)(416.2332, 469532.88)(417.229, 84006.91)(418.3274, 18826.61)(419.32346, 5328.0728)(439.07227, 1799.2633)(418.3339, 15424.37)(432.34164, 148473.62)(433.34338, 45062.363)(434.3473, 8345.989)(457.31903, 4419.3174)(460.33008, 1097.265)(437.2974, 24800.541)(438.3012, 6925.4736)(439.3039, 511.11002)
dihydroxyphaseic acid 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 191324 175338 1 1 1 224445 2.08 (263.12967, 23554.963)(264.1358, 601.41003)(286.17447, 2251.5833)
oleanolate 3 &beta;-D-glucuronoside 1 1 1 1 1 1 1 297704 1 97244 1 1 1 1 1 1 1191236 1221991 131731 117001 102854 94611 1081281 1947424 12.82 (631.3801, 14156.701)(631.38153, 2519.1226)(632.3806, 402.76)(612.3612, 5749.595)(614.3828, 2425.97)(630.4022, 7726.617)(631.4054, 1973.7151)(653.70355, 9527.288)(635.6907, 2799.79)
moiramide B 185595 1 162929 162786 158800 161008 711576 742892 492217 526988 1 1 1 147264 1 1 291378 304256 1036655 1066481 1 1 366638 982985 12.52 (453.349, 6530.203)(454.2269, 1760.3282)(455.2368, 10214.514)(456.24033, 2162.0881)(457.23865, 599.91504)(475.2656, 1601.49)
punicate 331164 477178 1414549 1463991 1077390 1100246 1844957 1896008 368217 376323 1 225466 1 1 1 1 1 1 126456 138764 1 1 1 141407 5.03 (278.21698, 6614.245)(278.2029, 2671.33)(259.20514, 2378.205)(281.56763, 1206.9667)(295.25043, 38915.598)(296.2527, 6921.325)(297.2474, 5260.832)(280.14667, 1307.974)(281.2524, 2118.35)(302.21088, 5832.95)(305.218, 9719.601)
dimorphecolate 2444108 3324201 1414549 1463991 1 1100246 1 1 1 1 1 225466 1 1 1 1 1 1 126456 138764 1 1 1 141407 6.31 (298.2371, 1869.52)(281.231, 414.52)(317.27573, 15462.319)(295.25012, 54056.63)(296.25235, 10253.146)(297.24738, 5256.4834)
episterol 3554136 1 2940526 2297486 1 1 2322651 1 1 4191777 3568211 1 1 4479222 1 2323003 1 1 1 2251403 1 1 2106662 2153166 25.52 (398.35828, 32018.508)(380.4334, 9788.423)(404.38263, 6937.3755)(405.3774, 120.575)(416.38788, 3133.921)(417.39548, 719.7273)(422.9885, 5163.004)(425.4662, 5026.3594)(427.3623, 8372.825)(404.33292, 14479.647)
betulinate 1 1 1 1 1 1 1 1 1 1 1 1 1 1 2057112 1 1 1 1 527881 1 1 1 2466178 25.97 (457.36133, 4389.74)(461.3798, 680.21)(439.34756, 4880.52)(443.3633, 1156.2)(474.3924, 177.49)(459.39752, 1302.385)(483.3637, 2551.04)(484.3607, 10941.48)(485.3636, 3183.85)(465.3571, 426.70667)
vinblastine 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 96238 1 1 1 323080 16.80 (794.4169, 13177.105)(795.42017, 4124.6147)(796.4229, 791.97)(838.4461, 2992.1)
uvaol 2107148 1890818 1884518 1680005 1969326 1059089 1570170 1961902 2712155 2218956 1820967 1251033 1482904 503465 1252144 1645318 2473685 1 1956506 272307 1 353460 1549600 1774535 24.57 (442.384, 4640.6323)(427.60596, 3150.4724)(430.38382, 403.70334)(443.3882, 4677.054)(444.3922, 1005.82416)(445.38037, 498.42557)(427.2894, 362.333)(427.389, 341.23)(460.41556, 6500.534)(461.4231, 358.145)(442.83, 527.8586)(468.6262, 130.2075)
2-hydroxy-4-isopropylamino-6-amino-is/i-triazine 463211 832871 946535 961936 879618 884726 815965 846778 813419 806118 762595 876224 694525 757531 474689 902884 801038 845265 875204 835568 798666 466531 764941 814849 25.52 (151.08589, 32646.213)(152.0897, 608.85455)(191.13597, 5071.3276)
8-methylthiooctylhydroximate 1.29E+07 1.48E+07 5641988 5237166 7863004 8147062 1.59E+07 1.62E+07 1.73E+07 1.65E+07 2805335 4668349 9818998 1.31E+07 8996660 1.23E+07 1.17E+07 1.17E+07 2.27E+07 2.38E+07 5482674 5320979 1.36E+07 1.87E+07 1.73 (222.09267, 23360.432)(206.07703, 464.41833)(239.1268, 493.84)(221.11333, 599603.7)(223.11267, 46548.08)(224.11566, 2790.319)(245.2004, 2693.2646)(246.94762, 1125.4115)
1-methylxanthine 165312 165373 525862 438525 194487 198772 158873 152992 159711 149384 288926 318157 158427 174105 197758 241271 212215 207681 177944 189617 370220 342844 162882 192556 1.60 (168.05063, 487.16)(152.78825, 1292.3605)(151.04141, 3880.405)(151.00766, 3854.1667)(151.95065, 764.291)(186.08961, 421.59335)(166.07161, 11388.469)(167.06993, 1379.6)
&alpha;-thujene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
prostaglandin-Hsub2/sub 876544 1120750 765340 705919 751025 756884 1288906 1302951 1682149 1705571 392078 642475 1924376 2308248 1389846 1585898 2491563 2431305 4792757 4905061 1454002 1382658 3850760 4733476 1.87 (351.21762, 63990.934)(352.2163, 9592.319)(353.2164, 2750.2776)(354.2291, 355.765)(355.23257, 726.33246)(371.00183, 2206.7725)(374.2597, 4405.89)(353.67612, 519.1157)(356.2585, 1547.58)(377.79993, 2905.9807)(379.22314, 2074.3623)
&beta;-fenchocamphorone 1 1 1 1 1 1 159715 211468 1 1 1 1 1 135301 1 144519 156311 142897 271381 303596 1 1 172829 266833 1.77 (167.14058, 1197.4401)(148.12473, 8694.053)(149.1308, 631.338)(168.39627, 2424.7075)(170.8747, 24168.725)(171.1766, 25557.11)(193.13644, 11275.018)(173.12338, 7346.7744)
3&beta;-hydroxy-9&beta;-pimara-7,15-diene-19,6&beta;-olide 436879 645774 1877168 1907855 433680 422288 1.06E+07 1.07E+07 8394183 8883273 1 164859 232931 427499 152267 402230 903095 874585 2264192 2313885 326127 313161 677836 1566733 6.44 (317.20975, 4807.6323)(299.19745, 933.38)(317.2117, 10452.46)(334.23904, 36242.797)(335.24277, 7076.15)(336.24307, 2890.6775)(339.1952, 46714.82)(340.1985, 9789.961)(341.20218, 2845.9285)(322.18198, 11825.451)
&alpha;-amyrin 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
(+)-&alpha;-pinene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
24-methylenecholesterol 3554136 1 2940526 2297486 1 1 2322651 1 1 4191777 3568211 1 1 4479222 1 2323003 1 1 1 2251403 1 1 2106662 2153166 25.52 (398.35828, 32018.508)(380.4334, 9788.423)(404.38263, 6937.3755)(405.3774, 120.575)(416.38788, 3133.921)(417.39548, 719.7273)(422.9885, 5163.004)(425.4662, 5026.3594)(427.3623, 8372.825)(404.33292, 14479.647)
soyasapogenol B 853273 239132 574883 452132 340249 99832 228811 237142 1001083 400525 474470 530895 1367945 1051082 1 309064 551704 782928 157006 250865 324006 309014 249916 237057 19.90 (462.2073, 2137.2073)(444.37738, 3913.25)(459.3854, 2187.89)(444.98578, 5381.4873)(446.72098, 2087.4631)(447.38672, 736.265)(476.91357, 25349.453)(477.41757, 8046.0024)(478.41885, 1452.268)(458.5872, 9890.965)(459.40393, 4918.413)(482.70096, 642.12006)(467.03033, 3244.586)(467.81082, 1334.7823)(469.3679, 1632.105)
soyasapogenol A 884682 1298176 554030 579568 809503 806605 2930618 3034515 1575540 1661342 263033 565464 1152331 1983025 533940 876133 1327837 1321332 1733062 1850777 424119 401894 834950 1731602 12.35 (493.40994, 1948.9688)(498.36572, 53153.793)(499.36905, 11290.685)(500.3715, 2422.533)(484.21848, 3222.9028)(484.3626, 7530.23)
geranate 375537 571503 257310 274430 1 1 2303476 2333885 735724 854767 1 1 1 509583 344397 615331 396515 401431 741793 735901 1 1 1 623941 6.60 (169.1108, 1546.7019)(153.11253, 2238.7058)(167.13113, 28927.943)(168.13441, 1776.6263)(175.09668, 579.685)
4&alpha;-formyl-stigmasta-7,24(24sup1/sup)-dien-3&beta;-ol 1 185908 1 1 168662 290446 1 1 220139 1 361835 578791 405420 358027 1 278911 347801 213215 468551 394171 1 1 231355 442320 31.39 (441.90378, 970.57935)(443.03983, 3033.45)(444.04263, 3930.4111)(445.04123, 2817.4883)(446.38098, 159.485)(423.4285, 2424.4106)(424.55768, 8905.662)(426.96536, 8331.163)(427.83328, 10628.198)(428.3776, 11804.21)(423.3665, 3151.13)(458.78192, 6750.2817)(459.40945, 3166.1528)(440.39355, 10732.183)(468.3737, 175.35333)
steviol 518033 683632 1143595 1171443 1025903 1062963 2501352 2569636 2925247 3046976 144711 295617 172040 1 348427 556729 519871 531713 1655754 1704510 442497 414029 627040 1178679 7.88 (301.2159, 3982.73)(301.21832, 1963.1526)(302.2248, 916.76)(318.24216, 18450.98)(319.24493, 2771.005)(323.19717, 38266.242)(324.19278, 10709.28)(325.20758, 1402.5358)
11-icis/i-retinol 254216 344487 1 1 1 1 670722 354121 537675 601621 1 1 1 1 1 1 1 1 431093 448368 1 1 354794 633134 11.52 (286.22733, 29067.395)(287.2295, 1997.4)(270.22275, 610.21)(308.27417, 6702.1978)(288.06302, 410281.0)(291.27332, 165522.53)
3-geranylgeranylindole 181176 589740 733150 890958 725862 916353 5376180 2037945 446772 368387 334649 562521 1 466533 1 1 365980 835480 377528 199165 656594 627121 1 607865 15.78 (389.31052, 20686.105)(390.3209, 9882.303)(391.32794, 2124.22)(392.31705, 3881.0698)(394.3273, 858.275)(395.332, 10087.105)(412.10565, 3196.0576)(411.858, 18711.58)(411.3555, 441.42)(412.3612, 9580.99)(413.3652, 35330.29)(412.5978, 36190.94)(413.60303, 8448.947)(417.3196, 10253.125)
2-undecanone 205235 335806 399104 405132 475787 224975 222932 261080 146319 203907 143440 470677 313879 368235 318260 311127 374093 139980 307155 314231 371007 343575 212030 175309 5.35 (173.39832, 37175.035)(155.16689, 6125.933)(172.26637, 166171.55)(153.16403, 3160.539)(190.20906, 327228.25)(191.21175, 34007.934)(193.2159, 215.68)(172.19507, 1585934.0)(173.19835, 150274.39)(174.20276, 11970.655)(196.16356, 6671.8433)(197.16545, 1056.9299)
a sphinga-4,8-dienine-18:0-ceramide 2180472 2644132 574882 3393529 3393368 3242239 1953847 2938296 2827439 2919043 3949794 3221554 1835133 2930513 3823472 3109158 3052135 2349353 3059234 2067902 2696625 1776318 3740966 2069368 28.68 (569.55164, 9214.492)(546.3926, 16930.219)(547.51935, 6469.8354)(548.5219, 933.84)(549.53284, 229.225)(567.5514, 5697.2803)(546.5171, 34764.11)(547.51984, 11373.93)(548.52234, 1650.5894)(585.61346, 1505.1553)(585.57196, 1103.7615)(585.5749, 59731.55)(586.5769, 25561.99)(587.5799, 5842.62)(567.1574, 3034.784)(568.5054, 9304.739)(569.4962, 307.10248)
aniline 594534 776123 444850 463495 478432 549159 560790 774699 1 901905 1 347527 982354 1422933 980739 1347095 673281 664722 2620905 2682646 408223 498187 1565786 2444100 3.14 (111.092575, 54639.473)(112.09722, 5495.011)(113.1085, 491.58)
dihydrozeatin 534293 559464 598272 612151 582662 569970 660762 622146 745866 746196 1 518536 548428 660962 516559 610869 966182 952155 702103 661022 549736 492424 517502 634272 11.99 (207.1341, 1310.325)(239.1631, 20124.125)(240.1682, 1023.8564)(221.14929, 2458.28)
palustradiene-diol 280187 358479 165115 182677 218529 217506 395009 407825 296268 291497 1 1 1 1 1 1 1 1 319343 318609 1 1 1 171147 10.79 (322.27454, 16344.286)(323.27762, 2411.8806)(308.27457, 6816.5425)
gypsogenin 1 1 1 1 484100 491231 749853 905509 193283 201819 1 1 1 1 1 1 213410 235124 823293 692373 1 1 183481 390793 11.98 (451.32224, 10301.869)(452.3263, 1648.0834)(471.34943, 4627.4297)(452.3295, 32908.855)(453.33478, 5155.4473)(454.34363, 657.1875)(469.35214, 7943.428)(470.35675, 395.98)(494.33392, 692.445)(476.72015, 1909.6282)
3S,3'S-astaxanthin 119857 181735 2215890 2303424 705812 706347 4821377 5087963 4061329 4361252 1 1 288797 480614 1523057 2504571 3.16E+07 3.22E+07 5.09E+07 5.16E+07 1.06E+07 1.04E+07 2.77E+07 5.86E+07 15.37 (602.3685, 732901.25)(603.3718, 217459.2)(604.37476, 60697.76)(605.37744, 15295.888)(606.37976, 3602.1982)
levopimaradienol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.77E+07 1 1 1.73E+07 18.24 (290.25464, 30264.875)(273.24884, 1780.765)(307.2849, 18371.113)(311.29834, 102146.43)(288.271, 141058.1)
3-hydroxyquinine 1855573 2250692 3077018 3036004 3160509 3234438 1570902 1490570 1765052 1822337 1647920 2865316 1297054 1958852 1564652 2374375 2232141 2355865 172310 1152408 2451742 2472838 1336705 1583800 1.83 (346.20175, 477.56)(323.84717, 40728.355)(347.20673, 2817.0015)(324.18063, 65111.168)(325.19592, 20772.477)(326.19913, 2027.1373)(364.2293, 1167.1101)(343.1305, 8337.438)(344.21747, 602.0971)(346.45184, 432.75)
&alpha; -ethynylagmatine 586597 641760 647654 684082 636251 643097 783900 745119 787612 815307 513373 582227 470251 538254 537370 668265 1077935 1059615 741739 733959 561694 576936 562046 768325 11.84 (155.12877, 24911.6)(156.13443, 1348.973)(172.1582, 5572.926)
inosine 217833 213379 226424 214871 231976 233069 227561 235324 230843 213503 222888 228803 220871 221997 230358 227814 225251 235418 238307 238588 235756 239425 231289 248441 21.67 (251.90834, 7988.2754)(253.07341, 5458.086)(251.07622, 9845.767)
26,27-dehydrozymosterol 1 1 1 1 1 1 1 1 1 1 1 382761 1 1 1 1 1 207162 1 1 1 557218 285954 428344 25.71 (386.33417, 25584.2)(387.34354, 47310.508)(388.33948, 90479.516)(364.31274, 14492.13)(383.33362, 22445.744)(384.3452, 5300.5654)(365.71716, 6221.128)(367.06332, 12682.904)(400.3562, 14332.219)(382.3435, 2731.386)(389.3107, 33385.82)(392.31845, 4518.29)
4&alpha;-carboxy-5&alpha;-cholesta-8-en-3&beta;-ol 510604 560644 442373 518014 434878 524044 437664 515624 430037 405911 1 590521 222445 299979 425107 565876 1309488 1304862 586904 396606 467601 485605 505371 498831 26.39 (430.08948, 4411.0654)(430.34082, 3741.3599)(412.6316, 4958.068)(414.5266, 19712.455)(416.41574, 6710.9194)(417.3496, 7527.2603)(430.34622, 4548.32)(431.36462, 2460.155)(414.00577, 2538.4268)(447.37036, 203.66501)(429.36487, 8859.9375)(430.359, 4150.14)(431.3483, 202.7)(457.2434, 9937.025)(453.33386, 7098.893)(454.34268, 718.23663)(435.32175, 27177.326)(435.3203, 5859.8584)(436.32068, 683.49)
lupan-3&beta;,20-diol 3895317 286125 3939229 3856297 450549 272679 3601994 2766635 3547608 243806 185144 274572 1 3291987 3557821 3611280 270850 242157 259384 3719574 288802 282655 1212010 300132 24.65 (444.46994, 1461.8198)(446.4064, 14522.13)(426.98944, 764.85803)(446.34433, 8618.171)(427.39243, 950.79504)(463.4344, 7291.3706)(464.43442, 324.854)(449.84024, 1102.371)(450.4386, 2153.51)(468.38647, 119.130005)(455.4002, 1402.22)
(-)-9&beta;-pimara-7,15-dien-19-ol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.77E+07 1 1 1.73E+07 18.24 (290.25464, 30264.875)(273.24884, 1780.765)(307.2849, 18371.113)(311.29834, 102146.43)(288.271, 141058.1)
ethyl-2-methylacetoacetate 752842 1003956 538257 282128 444215 461824 1255918 1278822 899015 900722 321837 458814 447969 546911 671479 441957 531540 511490 808269 788519 294663 284008 594787 764879 1.58 (129.07417, 10328.032)(127.07602, 54711.168)(128.07771, 7577.08)(129.07426, 6374.209)(145.10516, 488.305)(167.06819, 4777.4795)(153.06572, 1623.74)
13-epi manoyl oxide 1 1 1 1 1 2092332 2177938 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 2235709 0.96 (274.2595, 6282.36)(290.25806, 101.479996)(291.27066, 25743.717)(292.2609, 65.75)(293.2578, 1314.73)
avenastenone 1056458 1369125 1441139 1465616 608673 550503 1059066 1 1193337 1265461 771447 1360006 810510 1108607 836695 1051612 1152541 1189642 1139795 1156334 1062106 1189651 702619 958433 23.15 (412.27136, 7050.2876)(413.49445, 17598.79)(414.5876, 8057.4077)(415.36902, 2820.2844)(415.7047, 1623.3766)(397.2713, 12144.698)(398.23352, 21747.062)(398.3586, 22773.83)(411.36462, 557.79504)(396.36462, 3933.2585)(412.38184, 594.76135)(433.3434, 46270.414)(434.34723, 8658.14)(417.21817, 1875.5837)(417.8438, 1812.2849)(418.3498, 1966.56)
Nsup&omega;/sup-hydroxy-L-arginine 435814 1 504923 391060 537863 545587 1 241112 280735 303162 220898 247618 199322 428089 172952 368264 434400 394322 412352 432554 174083 165413 437320 330640 24.17 (177.11711, 2885.8293)(209.15016, 14600.171)(210.15398, 748.9989)(191.136, 6701.717)
(15iS/i)-HPETE 1 1 253828 262960 1 1 1687380 1856198 1421586 1406355 1 1 1 1 1 1 91885 1 1 1 1 1 1 226809 6.43 (317.21033, 7670.9736)(318.2162, 1626.95)(339.243, 1470.7)(318.21973, 4770.185)(335.2428, 13144.542)(336.24307, 3061.62)(340.19843, 16138.406)(341.2006, 3849.3726)
phenylacetonitrile oxide 463211 832871 946535 961936 879618 884726 815965 840410 813419 806118 762595 876224 694525 757531 474689 896009 801038 845265 875204 829001 798666 466531 757463 807551 25.52 (151.08589, 32596.271)(152.0897, 607.2753)
2-itrans/i-abscisate 1 1 1 1 1 1 135072 1 1 1 1 1 1 1 1 1 1 1 191324 175338 1 1 1 221909 2.06 (263.13016, 19492.057)(264.1358, 601.41003)(286.1746, 5008.173)(263.1502, 3208.13)
stevioside 1 1 1 1 1 1 263745 297740 1 1 1 1 1 1 1 1 1 1 307499 325987 1 1 1 145283 9.93 (804.37134, 12770.518)(805.3745, 3416.19)(806.39325, 945.995)(828.5697, 1657.824)(829.56885, 5214.668)(830.3714, 2026.9751)(811.36005, 3281.834)(812.3618, 737.3575)
myxothiazol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 110281 1 1 1 196609 12.57 (511.1864, 3878.525)(489.20178, 7542.18)
cyclooctatin 280187 358479 165115 182677 360210 368678 395009 407825 296268 291497 1 1 1 1 1 1 1 1 319343 318609 1 1 1 171147 10.99 (323.2578, 16158.244)(324.2612, 2705.635)(344.91965, 46935.67)(322.2745, 16643.842)(323.27756, 2468.0173)(345.24365, 8591.936)
iO/i-acetyl-L-homoserine 1706410 1891213 1259243 774535 1482539 1476207 2374055 2406043 2462536 2328108 660093 988525 1204466 1582223 909300 1160033 1600543 1517938 2595835 2627079 992977 823709 1462028 2136541 1.58 (143.0571, 134094.28)(144.06046, 4792.7524)(163.0777, 433.14)(146.06847, 5509.6743)(168.05019, 842.9262)
cholest-5-en-3-one 1 1 726887 1 732108 1 1 3789091 1 3809159 1113246 1 1 1 1 1 1 1 1295935 1 1 269835 1 3061753 22.92 (384.34024, 12338.75)(366.33044, 783.1)(385.34857, 24131.45)(367.96075, 4324.584)(371.35352, 41674.418)(404.3824, 5748.3774)(405.3773, 24.62)(384.36386, 637.87)(410.3416, 24.34)(412.3479, 2515.54)(390.32224, 16222.771)(391.32657, 3998.5627)
4&alpha;-hydroxymethyl-4&beta;-methyl-5&alpha;-cholesta-8,24-dien-3&beta;-ol 997369 1464719 1358665 1499689 1 627496 1106599 1229872 1213188 1148458 805821 1296653 872561 1 1 917569 1085213 1161021 1089473 1068702 985914 1136951 600722 994901 23.15 (428.5272, 7192.1157)(412.09146, 5384.6406)(413.09412, 17770.623)(414.16922, 11096.775)(415.08398, 3636.5388)(415.57086, 1489.994)(416.3738, 439.18)(431.04678, 586.37665)(432.3866, 450.51)(412.5868, 16777.385)(414.20248, 14351.763)(415.3722, 3886.8975)(415.87225, 867.065)(446.39575, 5958.468)(433.34348, 48557.39)(434.3473, 9138.291)
myristate 296540 247788 1381046 1 1388631 1142246 696293 781689 494655 365549 2096214 2741565 1218118 1 934725 1 5400290 6780431 395172 565434 1 3857900 1 348229 17.72 (229.55939, 15423.189)(209.18799, 12032.258)(228.21086, 33183.3)(210.19786, 19441.295)(247.24117, 241764.31)(248.2436, 84598.39)(250.24771, 29197.479)(228.43758, 40995.66)(230.2303, 15416.79)(250.1893, 9323.415)
tetrahydrogeranylgeranyl-PP 454077 657136 262381 267936 206279 226562 1587564 1562878 736042 743893 1 1 1 191349 1 154725 170091 171200 322068 376972 1 1 242856 484716 11.16 (469.23914, 26882.059)(470.2426, 4515.562)(471.2456, 1905.06)
amobarbital 616027 933636 383179 412211 671882 570796 505526 1351364 835216 878821 871343 309123 821734 1 804425 838350 727000 710219 4508301 1144654 393170 541901 861638 2124860 14.30 (211.1295, 6502.672)(212.1339, 826.53)(243.16034, 34728.81)(244.16406, 3588.0063)(225.14761, 29637.154)(226.15152, 2361.3667)(227.1596, 358.07)
4&alpha;,14&alpha;-dimethyl-9&beta;,19-cyclo-5&alpha;-cholest-24-en-3&beta;-ol 1 1 1 1 1 1 1804398 1 2142151 1687198 1 2303617 2249935 2183839 2141089 1 1 1 1 1 1 1 1 2194917 16.59 (414.37485, 2688.9182)(400.375, 2464.74)(412.39197, 9867.34)(417.35117, 463.22574)
4,4-dimethyl-5-&alpha;-cholesta-8,14-dien-3-&beta;-ol 1 1 1 1 1 1 1804398 1 2142151 1687198 1 2303617 2249935 2183839 2141089 1 1 1 1 1 1 1 1 2194917 16.59 (414.37485, 2688.9182)(400.375, 2464.74)(412.39197, 9867.34)(417.35117, 463.22574)
(+)-heliannuol K 913418 847226 1682440 1625973 1066797 1077324 602260 578741 824628 809884 1541839 1547635 1605266 1339808 1908317 1615419 1473346 1430577 925455 972022 1774077 1674611 1255264 1131733 1.93 (233.05302, 79185.7)(234.09846, 8679.537)(234.89558, 3754.38)(249.14984, 736.6988)(231.1374, 40307.99)(232.14203, 2680.8545)(267.17624, 437.2)(248.99101, 3863.6072)
sorgoleone 267994 365400 896223 904991 235917 229578 6105385 6222507 4312276 4595005 1 1 1 231918 1 227649 478636 477153 1366965 1419893 1 1 369563 911585 6.46 (339.19516, 58628.043)(340.19858, 9249.534)(341.20218, 2881.585)(377.24786, 2866.5525)(360.238, 5192.459)(361.2397, 3604.44)(383.20862, 7937.8726)(365.19577, 4103.022)(366.2013, 543.79)
icis/i-indole-2,3-dihydrodiol 463211 832871 946535 961936 879618 884726 815965 840410 813419 806118 762595 876224 694525 757531 474689 896009 801038 845265 875204 829001 798666 466531 757463 807551 25.52 (151.08589, 32596.271)(152.0897, 607.2753)
&beta;-amyrin 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
(iR,S/i)-piperidine-3-carboxamide 610749 797387 444564 482200 485453 564405 559963 836361 844258 993202 209404 347527 1001463 1469311 990078 1367856 673281 664722 2699695 2765646 408223 498187 1596352 2499956 3.03 (128.28206, 1667.2611)(129.08861, 952.0555)(130.96327, 6449.5474)(131.1072, 2229.49)(111.09259, 53331.016)(112.09726, 5637.468)(113.1085, 491.58)(148.53386, 10978.247)(149.1375, 474.28)(131.32559, 4517.128)
1-18:1-2-16:2-monogalactosyldiacylglycerol 259895 246036 220492 224053 237075 246222 277102 286085 239575 240044 220625 240368 251317 236278 224717 218009 239912 260418 225567 228903 217944 249069 217645 199076 29.96 (757.52606, 10344.538)(758.5289, 1200.4908)
protopanaxadiol 1922519 1616190 1568841 1336841 1344814 1849270 1516510 1219064 936133 981766 1423061 400554 1 276105 1462312 303126 253143 1568239 1731959 300175 1141900 818747 1278406 1733766 25.16 (442.51575, 5530.842)(444.3905, 1440.5468)(446.0608, 5813.5063)(446.3995, 8219.85)(443.38837, 4824.6646)(444.3924, 1145.2906)(445.38013, 511.60165)(478.86545, 5923.36)(479.43314, 1930.902)(480.4278, 48.56)(460.41614, 7099.909)(461.4223, 54.03)(468.71082, 413.3433)
dihydrozeatin-iO/i-glucoside 344427 440338 211957 195311 303621 325626 804417 852859 626711 626199 110181 249652 328802 496406 257570 385765 414045 430442 996057 139083 171776 166567 111634 529646 1.85 (383.85156, 18239.193)(384.1835, 2090.5535)(385.1909, 475.56)(384.28677, 10141.531)(385.192, 547.57)(407.1757, 5414.8774)(390.16614, 1366.5831)(392.1642, 620.1567)
plaunotol 6373753 5938292 244220 178519 6218582 5597154 5752040 4788651 4614076 5782357 5189124 155007 5409122 1 5482157 5553627 4859532 4886264 4535506 5907761 5429098 6116597 6142509 5925339 6.56 (308.7647, 3709.78)(310.26978, 798.6767)(290.2581, 9977.152)(293.66357, 926.07794)(326.66785, 444.03564)(327.29523, 668.824)(306.27768, 22494.408)(307.27444, 3617.9033)(308.27167, 31.039999)(316.24728, 1748.7201)
4'-hydroxy-rot-2'-enonate 1 1 1 1 1 1 259159 268321 1 1 1 1 1 1 1 1 1 1 280942 286097 1 1 1 199123 9.93 (429.18085, 16868.43)(430.18463, 2339.03)(431.18185, 465.505)
protoporphyrinogen IX 242003 305526 1 1 136372 129661 453525 449955 340040 330655 1 1 233075 370240 142534 229275 315743 286753 362081 396345 1 1 217571 246620 1.85 (554.2911, 4253.3887)(584.7098, 1507.1266)(594.7986, 1558.4816)(595.2981, 2141.09)(571.2649, 11956.636)(572.26917, 1857.1632)
(i4R/i)-limonene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
phylloquinol 243443 265014 2853257 2654897 262589 275279 261152 233015 210383 1 1 249964 319297 1 166486 227960 286187 332170 317336 273376 296479 289010 264439 376937 15.37 (458.398, 1782.39)(438.38098, 63.42)(439.38348, 2236.855)(440.3938, 10511.355)(441.39575, 10500.266)(442.39563, 8883.695)(472.88937, 9434.186)(473.67505, 2195.4587)(454.4056, 5964.46)(455.40533, 1480.19)(456.4086, 339.16)(480.3808, 1062.64)
haematoporphyrin IX 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 784950 9.13 (614.2993, 7965.44)(597.2843, 1314.04)
3-hydroxy-9-apo-&delta;-caroten-9-one 3022323 3386990 2385306 2349916 2348668 2311501 4510543 4540891 3301881 3232964 1663118 1848392 1961096 1904870 2257692 2127018 1981736 1927833 2034550 2176303 1792359 1743960 1806050 2219773 1.89 (191.4384, 439.19757)(194.14679, 396.34)(231.13737, 39464.914)(232.14203, 2746.1965)(226.17986, 25946.537)(227.18112, 3526.352)(228.17978, 912.8775)(209.15213, 6013.0674)(210.1663, 742.87)(216.97142, 140623.89)(218.0242, 14528.047)(209.02841, 3228.3884)
&beta;-D-glucopyranosyl abscisate 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 199990 213491 1 1 1 187915 6.18 (444.2236, 10937.583)(445.2279, 1873.9366)
(24R)-cholest-5-ene-3&beta;,7&alpha;,24-triol 393862 313581 1426387 1464754 1 833316 1230752 1036235 559348 1242524 562419 528845 908239 1009356 584929 1347299 1649848 1579261 1077083 990463 480294 722209 1306014 1450141 25.58 (418.34396, 9442.589)(400.33054, 30733.904)(401.3487, 16903.695)(423.36243, 1365.7749)(403.65454, 12437.753)(405.42142, 4994.246)(406.3522, 591.72)(440.26172, 6929.266)(441.227, 5060.4336)(442.21994, 3722.2207)(442.39304, 3285.51)(419.3724, 1455.8088)(443.34082, 9522.828)(444.3433, 8014.898)(445.35086, 91.43667)(425.7561, 5633.964)(426.0788, 6924.859)(426.32886, 7502.225)
3-hydroxy-&beta;-ionone 3022323 3386990 2385306 2349916 2348668 2311501 4510543 4540891 3301881 3232964 1663118 1848392 1961096 1904870 2257692 2127018 1981736 1927833 2034550 2176303 1792359 1743960 1806050 2219773 1.89 (191.4384, 439.19757)(194.14679, 396.34)(231.13737, 39464.914)(232.14203, 2746.1965)(226.17986, 25946.537)(227.18112, 3526.352)(228.17978, 912.8775)(209.15213, 6013.0674)(210.1663, 742.87)(216.97142, 140623.89)(218.0242, 14528.047)(209.02841, 3228.3884)
16-hydroxypalmitate 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 96859 1 194853 996490 4.44 (254.22636, 14159.523)(255.23035, 1775.1699)(293.2713, 555.7)(274.26117, 17870.77)
3,4-dihydroxy-5-iall-trans/i-hexaprenylbenzoate 782167 1644103 721161 1898402 282705 207469 324556 367142 161470 204338 321811 589989 297035 166234 266454 480156 519949 982930 159211 179294 996309 1424603 226853 160552 19.55 (563.40295, 8861.315)(564.39905, 20715.852)(565.4026, 5229.087)(566.4058, 470.51334)(544.1392, 8497.862)(545.3878, 47026.258)(546.51166, 107909.34)(547.5156, 29150.973)(548.4007, 6514.1064)(567.4253, 812.82)(544.3949, 2715.455)(579.6751, 1557.2556)(561.7286, 4447.479)(587.93976, 8128.2954)(589.0926, 13809.235)(587.3937, 728.29)(570.7176, 7202.711)(568.5213, 5944.6597)(569.3824, 1153.39)
L-glutamine 476570 552371 917005 924421 329345 609792 570072 940606 268084 866274 545485 666294 763967 733330 831064 620778 863359 658989 884815 896391 814862 551042 537532 535747 25.52 (146.0687, 4304.0103)(149.08043, 4021794.8)(150.08392, 326354.03)(151.08589, 34030.63)(152.08917, 513.9554)(164.1024, 24348.53)(165.10521, 874.6121)
2-trans-hexadecenal 1 358173 218129 210668 151985 235376 106654 804707 648358 98797 772312 477987 118733 113858 717038 101305 101575 313081 396563 739123 371366 129022 472771 896345 17.44 (240.36702, 69306.82)(240.23877, 14726.445)(243.24518, 477630.47)(222.16176, 43184.56)(223.56401, 19532.248)(240.23946, 14900.651)(241.24326, 35995.91)(221.22632, 24696.42)(222.22293, 1823.9414)(260.23022, 235078.73)(260.2733, 7228.69)(241.26265, 128.29)(266.23697, 9941.479)(243.2084, 378.055)
rhamnosyl tetracyclic spinosyn pseudoaglycone 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 237536 246791 318609 315521 1 1 268821 357137 13.52 (548.5492, 11587.89)(549.5526, 2748.9624)(549.2988, 10977.25)(550.3031, 1258.645)(551.315, 324.99)(573.2975, 1202.038)
citramalate 152960 160757 500024 431625 216001 239226 151490 155765 158793 154928 297573 450847 136915 156220 192644 257068 209189 210685 172082 191260 398758 368855 157815 211832 1.60 (151.03186, 1611.1597)(149.03333, 7036.676)(164.05519, 11492.634)(165.0522, 1356.6)(166.0523, 1904.43)(149.11371, 1336.8094)(153.00525, 1306.1595)(154.00613, 323.75003)
&omega;-1 laurate 1 1 1 3539987 1 1 1 1 3493975 1 1 1 1 1 1 1 1462533 1 1 1 1 1 1 509742 28.45 (216.1683, 2524.1575)(197.15627, 5346.25)(201.17154, 176060.3)(203.17365, 180.9425)(215.18997, 26866.082)
cortisone 451485 438542 216560 193116 308744 345385 1233924 979537 731765 730182 96925 111154 322658 342168 254990 387234 449065 448679 1036428 1112009 170059 174545 394040 638878 1.85 (363.1985, 2349.1846)(347.19495, 8456.944)(347.4349, 2209.809)(348.2039, 375.83)(379.80997, 2064.3828)(380.77182, 1585.567)(381.2315, 2596.758)(364.2293, 2562.4502)(383.35452, 79688.6)(384.19135, 10458.206)(385.19144, 477.595)
dehydrospermidine 274568 255441 274694 266455 257722 309467 324235 1 178849 189397 190286 243992 179169 162201 157901 193915 173634 169935 172174 213413 172796 165065 130348 231523 4.12 (148.17047, 38599.94)(149.17413, 1000.2019)(147.17418, 11470.701)(169.3555, 14845.5205)(171.16101, 3394.645)
fecosterol 3554136 410859 2940526 2297486 762789 1 2322651 281520 353629 4191777 3568211 678528 1108117 4479222 1433746 2323003 937710 626522 1 2251403 1363049 1 2106662 2153166 26.81 (398.35895, 35106.758)(380.48566, 10328.746)(403.6645, 18595.328)(405.3774, 120.575)(417.79257, 3507.8433)(418.3988, 2261.168)(422.40518, 581.22)(423.64038, 6912.279)(425.51343, 8316.989)(426.77963, 8689.331)(427.36526, 9718.236)(403.9986, 17587.219)
lupinate 1214815 1431723 2269046 1936801 861171 3173220 1251002 1133934 1748472 1708408 1770836 2905165 1398241 1954879 1702684 2290603 2185008 2186956 1427606 1246586 1112881 2324399 1212620 1782955 1.83 (292.8393, 19130.838)(293.1475, 21382.77)(310.16278, 7603.483)(292.60284, 19950.17)(293.81564, 28413.078)(294.15005, 6922.12)(324.18057, 62551.996)(325.19598, 17372.367)(326.19913, 1705.6763)(306.17093, 2324.5566)(307.1639, 273.03)
isopimaradiene-diol 280187 358479 165115 182677 218529 217506 395009 407825 296268 291497 1 1 1 1 1 1 1 1 319343 318609 1 1 1 171147 10.79 (322.27454, 16344.286)(323.27762, 2411.8806)(308.27457, 6816.5425)
phenylmethanesulfenate 244580 182079 849723 660360 526409 335147 248326 166943 1 1 290259 528956 1 98982 258887 451383 283421 254147 168913 337139 609659 593969 216537 332367 1.62 (141.0339, 253.23)(122.01756, 20836.982)(144.83817, 286746.94)(158.06163, 7041.397)(159.05595, 560.66003)(150.01015, 1570.4364)
hydroxyatrazine 661263 868725 1 1 1 109712 1004483 1050265 669573 705132 1 187669 380376 737275 536598 859262 549355 500143 867683 883926 133058 118875 357384 757032 18.46 (215.16321, 37048.203)(216.15775, 15055.036)
salutaridinol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 117689 110866 1 1 1 112044 15.35 (348.20877, 10587.72)(330.19388, 4327.98)
tirucalla-7,24-diene-3&beta;-ol 174635 200785 1 615264 2448279 214956 2275784 170026 1 736541 1412926 147120 141709 1703579 189541 219022 272785 1 203946 371018 853395 478364 175549 295614 22.92 (427.39142, 1447.5385)(412.38434, 1033.575)(427.79498, 2828.2961)(445.42444, 875.84503)(427.79968, 5022.5303)(429.21362, 203.04001)(450.37485, 17104.336)(451.37854, 2970.355)(431.8401, 5718.0327)(432.5278, 1261.9883)
7-methylxanthine 165312 165373 525862 438525 194487 198772 158873 152992 159711 149384 288926 318157 158427 174105 197758 241271 212215 207681 177944 189617 370220 342844 162882 192556 1.60 (168.05063, 487.16)(152.78825, 1292.3605)(151.04141, 3880.405)(151.00766, 3854.1667)(151.95065, 764.291)(186.08961, 421.59335)(166.07161, 11388.469)(167.06993, 1379.6)
1-18:1-2-16:0-phosphatidate 1.52E+07 1.46E+07 1.44E+07 1.41E+07 1.42E+07 1.48E+07 1.62E+07 1.60E+07 1.50E+07 1.45E+07 1.35E+07 1.45E+07 1.50E+07 1.51E+07 1.45E+07 1.40E+07 1.44E+07 1.51E+07 1.42E+07 1.40E+07 1.42E+07 1.49E+07 1.32E+07 1.25E+07 29.96 (654.4628, 327821.6)(655.4659, 115853.27)(656.46844, 24442.37)(657.4703, 3179.1594)(681.47345, 1191.2823)
castasterone 162158 160353 142816 563702 505153 156114 1 189849 165118 153304 161209 136639 157069 166291 189467 349930 217363 217834 181258 1 161762 168613 108256 181573 21.33 (466.85846, 4810.8975)(466.55194, 35545.008)(467.35522, 8376.215)(468.3679, 1325.63)(447.51062, 5538.342)(448.50867, 18261.26)(449.34296, 3763.0122)(467.76147, 2204.1138)(448.3492, 9357.9375)(449.35352, 1195.5508)(482.38635, 754.92505)(470.39594, 838.80884)(490.4936, 1488.2715)(492.35156, 5638.02)(473.94342, 1070.0979)(474.34006, 3786.33)
2'-deoxyguanosine 626535 891020 871321 825126 742833 588791 636841 665262 626259 400228 120906 318618 227309 512806 429925 689021 1009503 664696 688517 1420707 769333 708876 1030896 1071427 1.75 (273.11682, 1122.5967)(289.13608, 1226.22)(267.11734, 22492.906)(268.12216, 883.04047)(290.0879, 20940.72)(291.09097, 1349.9396)
zymosterol 686445 969244 726887 532010 732108 545363 1 3789091 591409 3809159 1113246 738590 587918 833354 1375433 651963 572490 1 1295935 821751 1438206 269835 1 3061753 17.80 (384.77023, 13506.943)(386.34097, 3948.3467)(367.94473, 1094.3706)(385.34863, 24001.912)(367.8821, 3565.6292)(371.5545, 36339.695)(404.38217, 5537.4614)(405.3773, 24.62)(384.36484, 1302.5967)(408.5609, 2285.4214)(410.33557, 1333.665)(390.03336, 13297.242)(390.94922, 4782.116)(391.3251, 3951.285)
2Z-geranylfarnesol 626237 1 1 1 1 1466437 3438644 1572823 4852316 4334987 4574904 3307472 1 4737191 4256008 5334247 1562079 1 1 1111333 1415589 426195 1 255625 24.45 (342.07147, 169064.1)(343.82693, 138701.14)(344.3253, 529216.5)(345.3248, 132705.58)(341.32175, 72894.61)(358.4054, 49783.605)(381.31213, 28072.19)(363.3053, 89101.55)(364.3119, 16874.244)
(-)-&beta;-phellandrene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
gibberellin Asub14/sub 1 1 1 1 1 1 405090 395499 195789 234098 1 1 1 99818 1 1 1 1 464893 427991 1 1 1 145634 1.91 (347.1855, 19156.969)(333.1856, 1993.03)(347.1877, 18900.139)(348.1999, 2615.2725)(333.18744, 2341.693)(348.20654, 2404.4062)(350.21057, 4833.425)(351.2176, 105908.29)(351.16153, 11173.335)
stearate 193866 233391 230713 189520 677370 254271 610479 241172 333414 275946 241418 311004 203843 1 607017 322375 321255 165799 239316 240719 805045 248402 1380459 194129 23.97 (283.26096, 35973.598)(265.25464, 11959.251)(266.2476, 934.69)(268.2696, 73.62)(271.2788, 153.93)(286.2946, 3196348.2)(287.29718, 656975.75)(288.2983, 54316.844)(311.2636, 200.47)(290.25192, 34588.02)
2-amino-6-acetyl-3,7,8,9-tetrahydro-3H-pyrimido[4,5-b][1,4]diazepin-4-one 1.29E+07 1.48E+07 5641988 5255471 7906747 8147062 1.61E+07 1.65E+07 1.71E+07 1.65E+07 2793876 4668349 9801482 1.31E+07 8974826 1.23E+07 1.17E+07 1.17E+07 2.27E+07 2.38E+07 5482674 5320979 1.36E+07 1.87E+07 1.73 (222.09267, 23360.432)(240.46214, 446.16333)(221.11333, 599603.7)(223.11267, 46548.08)(224.11528, 2790.9673)(245.08418, 2941.9246)
cocaine 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 120692 1 1 1 1 1 328388 204410 1.90 (308.16513, 12130.263)(289.15027, 952.22504)(291.1554, 451.23)(325.20016, 62859.668)(326.2037, 8234.885)(306.1808, 84919.65)(309.1921, 1397.32)(309.1301, 15102.16)
iN/iSUP8/SUP-acetylspermidine 273792 81872 174153 212168 248238 227309 213758 1 227083 167246 148816 239134 370180 219401 1 139961 155250 247632 243681 219321 1 1 1 238054 8.63 (192.18898, 7280.2476)(171.1742, 55063.48)(172.1675, 5711.24)(173.1695, 334.95)(194.20361, 6061.5703)(176.19077, 600432.94)(177.19402, 54768.13)(208.22137, 35092.742)(209.22134, 8363.334)(190.20906, 454380.0)(191.21196, 46404.48)(212.17114, 1091.394)(199.17448, 5764.4287)
a 2-acyl-sn-glycero-3-phosphoglycerol (n-C14:1) 1 233544 1 1 1 1 224336 239876 137125 94521 1 1 1 1 1 1 115225 115743 372388 388149 1 1 140652 474665 12.17 (453.22324, 13740.73)(454.22678, 2387.0312)(455.23682, 10848.6)(456.24036, 1542.6)(457.2395, 805.14)
mandelonitrile 463211 832871 946535 961936 879618 884726 815965 840410 813419 806118 762595 876224 694525 757531 474689 896009 801038 845265 875204 829001 798666 466531 757463 807551 25.52 (151.08589, 32596.271)(152.0897, 607.2753)
(iR,S/i)-piperidine-2-carboxamide 610749 797387 444564 482200 485453 564405 1 836361 844258 993202 209404 347527 1001463 1469311 990078 1367856 1 1 2699695 2765646 408223 498187 1596352 2499956 1.75 (128.09402, 1733.152)(129.08861, 952.0555)(130.96327, 6449.5474)(131.1072, 2229.49)(111.0926, 57538.68)(112.09736, 6458.5464)(113.1085, 491.58)(148.27673, 14395.914)(149.1375, 474.28)(131.32559, 4517.128)
24-alkyl sterol 3 1050070 943169 978503 894535 1481366 1521816 936627 904289 1534401 1615458 777912 864763 1554071 2070141 930291 1030953 1006416 1011633 919179 1005243 1031351 899167 858944 1054001 11.59 (415.3573, 3725.8022)(400.3495, 3848.24)(415.3557, 7638.51)(416.3552, 1017.27)(399.3573, 17974.803)(400.35226, 3471.0889)(403.36255, 5135.727)(432.38272, 36103.188)(433.38608, 6764.0034)(434.38828, 1245.6)(437.3385, 343.37)
desferrioxamine B 724777 1148005 468522 485000 1112830 1179006 1569367 1632072 914169 893339 1 1 1 1 1 228710 1919173 1898894 2958627 3148525 1185823 1131252 1821690 3604432 10.01 (584.3405, 76099.18)(585.3437, 18237.418)(586.34625, 4155.809)(587.34875, 555.065)
24-alkyl sterol 1 1 251864 258459 1 1 151373 283599 275377 1 1 1 1 1 1 1 191566 1 148890 1 1 1 147983 1 263033 21.84 (399.3537, 37787.82)(378.3289, 7788.916)(399.3531, 35731.31)(400.35782, 1707.6862)(381.34247, 5651.034)(382.34735, 863.225)(414.37305, 2902.8408)(396.36444, 4178.2056)(422.33582, 3868.18)(402.99274, 11324.601)(403.57837, 15050.945)
24-alkyl sterol 2 1050070 943169 978503 894535 1481366 1521816 936627 904289 1534401 1615458 777912 864763 1554071 2070141 930291 1030953 1006416 1011633 919179 1005243 1031351 899167 858944 1054001 11.59 (415.3573, 3725.8022)(400.3495, 3848.24)(415.3557, 7638.51)(416.3552, 1017.27)(399.3573, 17974.803)(400.35226, 3471.0889)(403.36255, 5135.727)(432.38272, 36103.188)(433.38608, 6764.0034)(434.38828, 1245.6)(437.3385, 343.37)
16, 17-dihydro-16&alpha;, 17-dihydroxy gibberellin Asub9/sub 245335 300172 1 1 1 1 352402 347032 421030 412870 1 1 1 1 1 1 1 243076 1393367 1442977 1 1 1 707052 1.85 (349.6649, 9313.176)(354.1827, 6146.92)(335.16473, 71203.09)(353.17654, 65398.723)(354.18402, 7513.9766)(335.1685, 30942.67)(369.20346, 5671.3984)(374.91504, 1284.6375)(355.1478, 1817.1367)
(iS/i)-reticuline 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 117689 110866 1 1 1 112044 15.35 (348.20877, 10587.72)(330.19388, 4327.98)
3-(iO/i-geranylgeranyl)-isn/i-glycerol 1-phosphate 1 223423 146701 151572 135534 1 1518231 1529907 602148 649259 1 1 240905 436907 1 253091 466433 465411 1566313 1620677 185185 1 540368 1006477 10.47 (425.24356, 32534.428)(426.24704, 5907.4478)(427.25296, 937.8)(451.24374, 1096.4475)(446.2804, 3949.3242)(447.2791, 301.07)
&alpha;-fenchene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
littorine 1023860 1200131 1 1 381327 124888 1530094 1568716 671942 278175 1 1 1 1 1 1 1 1 399905 596069 1 1 194108 439582 1.86 (293.19098, 8455.705)(274.17487, 2186.48)(292.6484, 5789.281)(293.69305, 2082.4775)(276.6856, 1022.44995)(310.55252, 20780.428)(310.8194, 3261.947)(314.2305, 2036.9451)(316.59787, 2376.001)(318.5856, 43000.023)(319.1872, 16229.135)(296.8279, 1161.07)
IN/I-ethylammeline 5453684 5329398 5363816 5394201 5460807 5496528 4825543 5338624 5316471 5317643 5615320 5367007 5513378 5476981 5553694 5530013 5436186 5549288 5307944 5288070 5603103 5246374 5464637 5287967 15.01 (155.10503, 117086.44)(156.109, 4188.1587)
n-octane 2417249 1523376 1501927 2385139 1388315 2644782 2294123 175536 620749 1748060 444535 1908727 1164507 463636 3101011 2563635 3238878 1 1 300781 2607684 2748833 3719982 284288 22.05 (114.140335, 118677.9)(115.14367, 8450.833)(140.1414, 235.18288)
4&alpha;-carboxy-4&beta;-methyl-5&alpha;-cholesta-8,24-dien-3&beta;-ol 657485 999866 1029658 1107808 434850 345905 754005 800550 895582 910277 582305 906718 523983 1005625 545260 873794 891799 876192 886269 860183 810622 876710 488475 678308 23.15 (444.2956, 7664.054)(445.3505, 4041.5552)(446.3581, 336.77)(426.33112, 7841.4893)(446.35956, 2728.8225)(425.59238, 8999.349)(429.2083, 5903.7783)(430.3566, 5699.06)(460.37552, 36200.434)(461.37952, 10662.627)(462.38406, 1531.3892)(448.3257, 297.29)
(+)-menthofuran 122315 111405 1 1 1 1 128850 1 1 1 1 1 109734 1 106382 1 1 133362 1 1 1 1 128099 108595 26.33 (170.14215, 601.06)(150.12888, 13219.232)
iS/i-(2-aminoethyl)-L-cysteine 170026 143394 151460 1 1 1 1 106699 163191 167439 260120 235175 284490 213307 204715 180004 210612 204511 1 135457 252153 229875 208546 161574 1.58 (165.06903, 12308.293)(153.06558, 2874.5322)(183.1063, 1429.1)
crinosterol 3554136 1 2940526 2297486 1 1 2322651 1 1 4191777 3568211 1 1 4479222 1 2323003 1 1 1 2251403 1 1 2106662 2153166 25.52 (398.35828, 32018.508)(380.4334, 9788.423)(404.38263, 6937.3755)(405.3774, 120.575)(416.38788, 3133.921)(417.39548, 719.7273)(422.9885, 5163.004)(425.4662, 5026.3594)(427.3623, 8372.825)(404.33292, 14479.647)
&gamma;-tocopherol 1 611584 1 1 1 1 1 523444 1 1 1 1 1 1 1 1 1 1 1 1 1 576389 1 669417 11.44 (399.3576, 18348.855)(400.35284, 3858.6753)(440.3532, 11703.95)(441.3567, 2380.13)(442.3601, 377.17)(421.34344, 924.5525)
1-18:2-2-16:1-phosphatidate 303902 315444 316145 310747 315848 311831 293029 296565 281079 301022 300654 304027 283858 285329 296030 300738 292991 310037 311838 316331 312015 303455 312923 318381 30.53 (669.4632, 14389.204)(670.4669, 4472.9624)
a phenolic steroid 418441 400740 435999 406540 413057 424485 404507 440063 394695 439056 421204 449416 446508 439189 432866 448092 405950 456350 432752 448867 401405 379002 384160 449463 20.75 (279.17407, 15629.933)(280.178, 2078.8894)
eicosatetraenoate 254216 344487 1 1 1 1 1 1 537675 601621 1 1 1 1 1 1 1 1 1 1 1 1 354794 633134 11.52 (286.2269, 31680.14)(286.22754, 23610.834)(325.27948, 294.45)(308.27423, 6754.828)
(iS/i)-2,3-dihydrodipicolinate 1 119059 617660 509447 218674 246858 1 1 125474 97792 304899 467398 1 122002 204703 288314 214037 205750 1 161055 427932 400690 127598 186599 1.62 (149.01, 11147.081)(150.01035, 1600.0498)(168.02806, 889.5829)(168.04984, 786.2728)(192.0136, 319.72)
dihydromethanophenazine 3690237 297460 321415 353768 1980276 2015832 4032423 244333 4628238 4691337 2943022 4957782 2869251 4151802 2766639 4121229 4372754 4496968 4529284 4323803 4380441 4353892 2365426 4018090 23.02 (522.3918, 11327.489)(523.3948, 1430.1305)(561.78174, 338.55664)(562.449, 329.54)(563.40265, 7202.381)(545.55536, 36640.84)
a jasmonoyl-glutamine 1 1 1 1 1 1 1 778091 368974 819294 1 1 1 1 1 1 1 1 1 1 1 1 1 254958 6.64 (322.182, 12109.05)(361.236, 2873.99)(339.19498, 92965.69)(340.19843, 13408.8125)(341.20132, 1631.2001)
iall-trans/i-retinol 254216 344487 1 1 1 1 670722 354121 537675 601621 1 1 1 1 1 1 1 1 431093 448368 1 1 354794 633134 11.52 (286.22733, 29067.395)(287.2295, 1997.4)(270.22275, 610.21)(308.27417, 6702.1978)(288.06302, 410281.0)(291.27332, 165522.53)
4&alpha;-formyl-4&beta;-methyl-5&alpha;-cholesta-8,24-dien-3&beta;-ol 1 1 1 339175 1 1 312106 313737 1 308921 1 1 1 304820 1 1 1 257941 1 1 364108 1 273354 229750 31.58 (429.6146, 5601.769)(430.3644, 5137.8965)(431.36456, 2871.3)(411.3469, 4164.045)(413.3494, 6170.78)(427.61212, 7466.845)(430.3675, 4475.34)(431.3754, 4378.3)(411.91104, 9625.801)(413.6438, 11919.755)(414.03165, 17309.943)(415.36053, 12829.335)(446.89206, 1356.8812)(448.14072, 315.9875)(426.36694, 1322.29)(432.32687, 5328.239)
lupeol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
2-oxohexa-4,5-cyclopropyl-5-enoate 1706410 1891213 1385040 916779 1482539 1476207 2374055 2406043 2462536 2328108 810761 1174019 1287793 1685368 1058254 1306513 1658591 1645210 2595835 2627079 980236 1001017 1491910 2136541 1.58 (108.66652, 861.51746)(109.01698, 2025.0875)(126.03292, 22522.586)(143.0571, 132043.66)(144.06046, 4699.6934)(130.05907, 4644.6367)(134.01353, 12248.792)
5-deoxypyridoxal 463211 832871 946535 961936 879618 884726 815965 840410 813419 806118 762595 876224 694525 757531 474689 896009 801038 845265 875204 829001 798666 466531 757463 807551 25.52 (151.08589, 32596.271)(152.0897, 607.2753)
N-acetyl-farnesylcysteine 457914 379973 656136 684606 531356 463067 554431 522218 657923 677134 165999 281525 862809 876422 570466 657767 1039234 826939 848966 875367 531259 647892 1426869 1094501 1.77 (367.30557, 77584.85)(368.3473, 9534.522)(369.2097, 3841.0867)(348.50894, 5753.409)(352.206, 8186.28)(367.99252, 25480.895)(368.2163, 7897.143)(369.20605, 978.49)(349.39432, 14270.86)(350.21274, 2915.6082)(386.16187, 3331.322)(387.24234, 7158.726)(390.65927, 2593.0938)(391.1992, 7899.3677)
&beta;-seco-amyrin 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
ursolic aldehyde 444782 185908 732141 247369 168662 290446 131692 233831 220139 288407 361835 578791 405420 358027 81164 278911 347801 213215 468551 394171 324488 422684 231355 442320 29.00 (442.21298, 2179.0835)(443.03983, 3033.45)(444.04263, 3930.4111)(445.04123, 2817.4883)(446.38098, 159.485)(423.4107, 2018.2375)(424.5078, 9012.204)(427.06543, 8912.2)(427.96167, 10991.276)(428.3776, 11804.21)(445.38913, 5340.567)(447.38644, 479.925)(425.37, 1909.9867)(428.37793, 11577.275)(458.94012, 7042.9644)(459.60895, 3399.0735)(440.39355, 10887.562)(468.00488, 2837.1409)(467.36334, 2314.9524)
L-indospicine 222400 222315 222725 246870 228223 238741 282155 268574 292820 280211 181591 212773 170136 180359 185888 237172 367188 368938 231975 270040 214616 205599 215679 272245 11.98 (179.1342, 274.2)(176.13373, 6650.235)(162.13383, 1346.2545)(196.62036, 3609.7517)(197.1683, 411.07)(174.14671, 10071.335)(175.14032, 5033.818)
(-)-sabinene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
abieta-7,13-dien-18-ol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.77E+07 1 1 1.73E+07 18.24 (290.25464, 30264.875)(273.24884, 1780.765)(307.2849, 18371.113)(311.29834, 102146.43)(288.271, 141058.1)
cannabidiolate 267994 365400 896223 904991 235917 229578 6105385 6222507 4312276 4595005 1 1 1 231918 1 227649 478636 477153 1366965 1419893 1 1 369563 911585 6.46 (339.19516, 58628.043)(340.19858, 9249.534)(341.20218, 2881.585)(377.24786, 2866.5525)(360.238, 5192.459)(361.2397, 3604.44)(383.20862, 7937.8726)(365.19577, 4103.022)(366.2013, 543.79)
iN/i-nitro-L-arginine 816787 944051 421363 373959 543615 545002 1149639 1152521 1132472 1079987 189792 294495 260054 352684 149572 184665 251124 242996 731150 733796 122879 115743 335513 481059 1.72 (219.09703, 24915.291)(220.1006, 1796.5033)(223.11263, 42105.605)(224.11497, 2261.8237)(223.79564, 1606.3583)(224.12924, 1328.265)(245.7343, 1440.63)(246.0929, 818.76)
thyroxine 207584 412011 456006 204541 200424 197683 189162 283253 214226 1 196027 194804 179662 209375 190140 191276 250984 203119 193374 193916 206849 204375 188296 189857 29.24 (799.67725, 2912.58)(794.71313, 2525.8025)(780.6936, 5905.033)(782.3968, 6157.2456)(782.7084, 8525.89)(776.71375, 7714.9863)(777.71716, 1588.4509)
2-(6'-methylthio)hexylmalate 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 107370 109545 1 1 1 104283 1.75 (245.0834, 7791.31)(246.0908, 1713.8)(267.1174, 38057.207)
6&alpha;-hydroxy-castasterone 1 150088 135120 152169 113899 1 155574 165755 280902 299769 1 1 1 1 1 1 1 128028 166394 446141 100113 97801 140013 140912 20.54 (470.37244, 3974.4548)(448.3527, 11607.337)(449.3561, 1730.9453)(449.3591, 7911.3496)(470.19736, 1227.234)(470.4021, 4400.83)(492.3713, 983.97)(474.3541, 1453.2676)
2-methyl-6-geranylgeranyl-1,4-benzoquinol 244587 869977 712645 308399 616353 1141820 3695408 2727830 1187153 1263299 283121 1 502509 2850969 348403 666121 337672 1 384925 494795 151666 341644 1 575938 25.00 (402.3196, 386.21)(379.29163, 76606.32)(380.2954, 14182.806)(381.29953, 2894.8533)(382.3015, 289.1)(401.57428, 4873.572)(402.99265, 15870.741)(403.3258, 18191.379)(382.37286, 33030.004)(383.24512, 5852.6255)(384.1864, 392.27)(414.7623, 18245.578)(415.3437, 3189.771)(396.32645, 12937.511)(397.32404, 2943.5898)(401.27707, 569495.0)(402.28043, 101439.02)(403.2828, 19870.451)(404.2942, 869.21)
neoabietadienol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.77E+07 1 1 1.73E+07 18.24 (290.25464, 30264.875)(273.24884, 1780.765)(307.2849, 18371.113)(311.29834, 102146.43)(288.271, 141058.1)
5-dehydro episterol 1 251864 258459 1 1 151373 283599 275377 1 1 1 1 1 1 1 191566 1 148890 1 1 1 147983 1 263033 21.84 (399.3537, 37787.82)(378.3289, 7788.916)(399.3531, 35731.31)(400.35782, 1707.6862)(381.34247, 5651.034)(382.34735, 863.225)(414.37305, 2902.8408)(396.36444, 4178.2056)(422.33582, 3868.18)(402.99274, 11324.601)(403.57837, 15050.945)
22-hydroxydocosanoate 1.04E+08 2.25E+08 2.15E+08 2.20E+08 1.30E+08 2.01E+08 2.28E+08 2.05E+08 1 2.24E+08 1011562 338732 448545 615145 2.25E+08 1668580 2.26E+08 2.25E+08 2.48E+08 2108697 2.30E+08 2.18E+08 2.35E+08 2.35E+08 26.92 (357.32663, 14543.617)(339.96515, 15197.139)(341.2073, 27869.096)(357.3904, 50295.24)(338.85092, 4462.9434)(340.3254, 22711.092)(355.4302, 249574.44)(356.34442, 54752.156)(379.489, 1324.8542)(380.31345, 6832.5796)(361.7844, 53434.176)(362.7833, 59537.266)(364.31284, 13686.258)(365.31442, 5649.6235)
glycyrrhetinate 1 1 1 1 1 1 749853 905509 193283 201819 1 1 1 1 1 1 1 1 823293 692373 1 1 183481 390793 9.93 (471.34943, 4627.4297)(452.3295, 32908.855)(453.33478, 5155.4473)(454.34363, 657.1875)(469.35046, 9111.867)(494.33392, 692.445)(478.32535, 1329.6616)
15-demethoxy-&epsilon;-rhodomycinone 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 460229 485917 1 1 1 205759 1.64 (395.07877, 23172.086)(396.08163, 1861.7401)
kauralexin A1 254216 344487 1 1 1 1 130500 150557 537675 601621 1 1 1 1 1 1 1 1 209656 163368 1 1 354794 633134 12.99 (303.2303, 8348.865)(286.2269, 31680.14)(286.22754, 23610.834)(325.27948, 294.45)(306.26694, 5144.406)
11-icis/i-retinal 1 1 1 1 863989 1 1154919 1 1 1 1 1 1 1 1 1 1 111017 1 1 1 1 1 258598 12.41 (285.219, 11334.17)(285.22217, 4159.085)(270.2225, 786.385)(302.2456, 16076.664)(303.2516, 4317.39)(307.20068, 18481.777)(308.20502, 4272.605)
kauralexin A3 1 1 253828 262960 1 1 1694877 1879165 1421586 1412861 1 1 1 1 1 1 91885 1 375037 367404 1 1 1 226809 6.44 (317.21008, 7232.574)(318.2162, 1626.95)(299.19745, 951.45)(318.21973, 4770.185)(301.2139, 4407.3516)(335.24286, 11668.061)(336.24307, 3061.62)(318.23993, 649.8625)(340.19846, 14969.455)(341.20218, 3123.182)(323.1969, 3091.395)
ergosta-8,25(27)-dienol 3554136 1 2940526 2297486 1 1 2322651 1 1 4191777 3568211 1 1 4479222 1 2323003 1 1 1 2251403 1 1 2106662 2153166 25.52 (398.35828, 32018.508)(380.4334, 9788.423)(404.38263, 6937.3755)(405.3774, 120.575)(416.38788, 3133.921)(417.39548, 719.7273)(422.9885, 5163.004)(425.4662, 5026.3594)(427.3623, 8372.825)(404.33292, 14479.647)
betulin 1 1890818 1884518 1680005 1969326 1059089 1 1 2712155 2218956 1 1251033 1482904 503465 1252144 1 2473685 1 1956506 1 1 353460 1 1774535 24.42 (442.3842, 4779.4155)(427.70917, 3061.149)(430.38382, 403.70334)(443.38824, 4659.792)(444.39215, 1018.87134)(445.38013, 520.1071)(427.2468, 390.30856)(427.389, 341.23)(460.41565, 6530.915)(461.4231, 358.145)(443.0022, 488.04996)(468.71045, 155.43666)
16-methoxytabersonine 405546 446891 244803 1 228306 236691 568165 683653 802309 681904 1 141686 245184 440498 1 339720 442464 432695 951591 988149 1 1 482511 1101931 1.99 (368.63577, 58981.082)(368.2102, 25145.41)(369.2088, 6370.455)(368.44373, 13048.272)(369.2091, 3412.9636)(352.20667, 11802.12)(387.1864, 7021.952)(387.2425, 1900.28)(391.1997, 8777.244)(372.1827, 464.31)
3&alpha;-hydroxy-ient/i-cassadiene 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.77E+07 1 1 1.73E+07 18.24 (290.25464, 30264.875)(273.24884, 1780.765)(307.2849, 18371.113)(311.29834, 102146.43)(288.271, 141058.1)
2,4-diamino-6-ethyl-5,3'-(2-cyclohexylphenoxy)prop-1'-yloxypyrimidine 318760 562467 154026 181853 270709 249870 364662 495586 164681 106194 1 1 492696 592796 402797 468485 573838 554626 377433 449457 284272 279534 527617 137938 3.31 (394.23337, 16881.451)(414.18268, 3648.016)(415.2627, 1479.5599)(418.2738, 2947.11)(398.65118, 1654.7542)(400.2551, 2022.52)(430.6797, 4588.9375)(415.40173, 5554.706)(414.61194, 2126.2)(438.3693, 6098.9155)(439.37067, 14288.674)(440.25024, 1660.1617)(419.76114, 4263.0425)(421.80444, 5578.413)(422.2345, 944.84326)
calcidiol 472496 219801 116513 1011353 540014 337321 1281021 1232569 2325158 631351 407500 1319892 1 554652 1084737 486532 1949926 301379 1539309 2602994 377799 840281 1142615 2519571 27.23 (400.3363, 31691.629)(386.3355, 25929.252)(387.34357, 51161.01)(388.33963, 97911.69)(405.35446, 6549.9683)(406.3538, 701.11)(383.3358, 22318.422)(384.34448, 5719.5303)(422.3761, 1663.2)(401.1823, 23726.53)(403.36514, 16137.046)(425.99667, 4570.0747)
3&beta;-Hydroxy-9&beta;-pimara-7,15-diene-19,6&beta;-olide 436879 645774 1877168 1907855 433680 422288 1.06E+07 1.07E+07 8394183 8883273 1 164859 232931 427499 152267 402230 903095 874585 2264192 2313885 326127 313161 677836 1566733 6.44 (317.20975, 4807.6323)(299.19745, 933.38)(317.2117, 10452.46)(334.23904, 36242.797)(335.24277, 7076.15)(336.24307, 2890.6775)(339.1952, 46714.82)(340.1985, 9789.961)(341.20218, 2845.9285)(322.18198, 11825.451)
glutinol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
isym/i-homospermidine 1 1047001 2034683 1782652 2379367 2442711 1131345 908627 2089766 2175003 3038861 1788996 2001383 1471299 2191430 2886144 3158546 2901903 860595 3706731 1 1 387866 288105 11.80 (185.80656, 452881.66)(186.85583, 56064.24)(187.36856, 8483.165)
a sphinganine 532492 1 540703 1 1 1 1 475958 1 513807 1 1 576860 541273 508215 1 1 516085 537770 560292 1 601168 1 604227 31.58 (330.30966, 979427.5)(307.2855, 19755.709)
3-dehydrosphinganine (C20) 1 214999 269510 291261 255988 247365 236581 267289 1.63E+07 1 432537 272529 273363 242689 201680 262690 229314 254708 233836 177955 267887 288173 184787 270314 17.76 (328.3167, 35212.99)(310.31003, 10110.462)(314.32672, 21322.57)(348.3656, 2012.39)(350.3646, 35.96)(328.3451, 13971.659)(351.3083, 1791.021)(352.3078, 701.68)(337.56384, 4257.662)
triacetate lactone 1706410 1891213 1385040 916779 1482539 1476207 2374055 2406043 2462536 2328108 810761 1174019 1287793 1685368 1058254 1306513 1658591 1645210 2595835 2627079 980236 1001017 1491910 2136541 1.58 (108.66652, 861.51746)(109.01698, 2025.0875)(126.03292, 22522.586)(143.0571, 132043.66)(144.06046, 4699.6934)(130.05907, 4644.6367)(134.01353, 12248.792)
(+)-2-carene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
1-18:3-2-16:0-phosphatidylglycerol 1454849 1391411 1331970 1328236 1313190 1351084 1504008 1502802 1376899 1333701 1266616 1340811 1359113 1369332 1298855 1303393 1356704 1417626 1358928 1361445 1333674 1375196 1289684 1227803 29.96 (766.5429, 7513.045)(767.54004, 37434.914)(743.50903, 38853.14)(744.5114, 8354.221)(745.51465, 336.45227)
(9Z,12Z,15Z)-octadecatrien-6-ynoate 1 1 1 1 1 1 1 1 1 1 1 1 84020 104522 1 1 1 1 1 1 1 1 106856 138447 1.85 (278.2029, 1466.72)(255.17741, 11958.897)(277.5353, 1885.4166)(278.20142, 4857.09)(257.85266, 1892.46)(258.1857, 1941.6)
4-sulfomuconolactone 333162 321739 471478 260814 210760 237644 248737 238356 327985 255569 619086 602368 405616 404312 379330 393779 437013 439952 300835 308255 551337 545919 363175 331553 1.58 (221.97784, 945.38696)(223.97644, 478.1975)(241.25357, 878.19)(242.95512, 25290.705)(243.95825, 1245.6403)(225.94734, 1478.429)
arachidate 2933901 1 1229287 124992 3210355 1276341 145674 1 4052778 1 468373 1 1871793 319009 2280530 286192 3182236 4981002 1874729 2378218 2409679 1 3682414 825162 12.86 (311.29657, 24976.695)(297.29404, 4561.1016)(299.30734, 27559.555)(314.32712, 11182.7705)(335.28983, 18220.701)(336.28983, 5466.273)(337.29193, 1320.5706)(318.33475, 9914.081)(321.29233, 14657.46)
a retinol 254216 344487 1 1 1 1 670722 354121 537675 601621 1 1 1 1 1 1 1 1 431093 448368 1 1 354794 633134 11.52 (286.22733, 29067.395)(287.2295, 1997.4)(270.22275, 610.21)(308.27417, 6702.1978)(288.06302, 410281.0)(291.27332, 165522.53)
3,4,3',4'-tetradehydroisozeaxanthin 3288608 4472867 4999816 5323745 1821995 1798344 3780234 3920239 4281359 4444112 2768039 4641163 2652287 3881599 2564912 3945251 4069938 4074291 4095323 4113179 3930748 3906859 2159765 3646396 23.15 (564.399, 19790.93)(565.4026, 4966.9756)(566.40576, 398.836)(546.38617, 108901.945)(547.3891, 29527.213)(548.4005, 5785.092)(585.49036, 774.72626)(587.2029, 2671.4993)(587.4536, 2387.8367)(589.90045, 13788.036)(590.3991, 17834.725)(572.38684, 8536.72)
2-octaprenylphenol 129099 248763 1 1 1 1 1 162135 1 1 1 1 1 1 1 111304 127751 1 1 1 112451 194559 99287 234997 14.74 (620.52545, 13459.184)(621.5283, 3785.27)(625.5547, 5585.125)(626.5575, 707.6211)
iS/i-(+)-carvone 122315 111405 1 1 1 1 128850 1 1 1 1 1 109734 1 106382 1 1 133362 1 1 1 1 128099 108595 26.33 (170.14215, 601.06)(150.12888, 13219.232)
4&alpha;-hydroxymethyl-5&alpha;-cholesta-8,24-dien-3&beta;-ol 1050070 943169 978503 894535 1481366 1521816 936627 904289 1534401 1615458 777912 864763 1554071 2070141 930291 1030953 1006416 1011633 919179 1005243 1031351 899167 858944 1054001 11.59 (415.3573, 3725.8022)(400.3495, 3848.24)(415.3557, 7638.51)(416.3552, 1017.27)(399.3573, 17974.803)(400.35226, 3471.0889)(403.36255, 5135.727)(432.38272, 36103.188)(433.38608, 6764.0034)(434.38828, 1245.6)(437.3385, 343.37)
4,4-dimethyl-5&alpha;-cholest-7-en-3&beta;-ol 240620 269896 262090 1 268155 282412 234183 257475 263697 120358 113610 265270 238820 293784 159290 269839 170675 132020 243449 252542 270174 1 263285 253217 17.61 (414.38446, 9194.858)(419.4097, 2862.8206)(397.38657, 434.61212)(440.38733, 368.785)(423.8463, 2822.5918)(424.3775, 2914.0)
4-methyl-5-(&beta;-hydroxyethyl)thiazole 1 1 166239 139103 166025 163382 136530 122005 141355 1 1 123711 1 1 1 1 1 1 216091 228079 105150 114366 1 112789 1.60 (145.03835, 362956.06)(146.27103, 47380.6)(147.6225, 70753.76)(148.04124, 7660.392)(126.03306, 23121.555)(147.04779, 775.1)(126.03597, 15783.16)(164.07251, 31091.188)(166.0293, 3883.1836)(167.0284, 374.82)
(1R)-trans-chrysanthemate 375537 571503 257310 274430 1 1 2303476 2333885 735724 854767 1 1 1 509583 344397 615331 396515 401431 741793 735901 1 1 1 623941 6.60 (169.1108, 1546.7019)(153.11253, 2238.7058)(167.13113, 28927.943)(168.13441, 1776.6263)(175.09668, 579.685)
4&alpha;-methyl-5&alpha;-ergosta-8,24-dien-3&beta;-ol 1 1 1 1 1 1 1804398 1 2142151 1687198 1 2303617 2249935 2183839 2141089 1 1 1 1 1 1 1 1 2194917 16.59 (414.37485, 2688.9182)(400.375, 2464.74)(412.39197, 9867.34)(417.35117, 463.22574)
4-(3-methylbut-2-enyl)-L-abrine 1 1 1 1 1 1 1 1 1 259489 1 1 1 1 1 1 1470959 1496267 2317844 2437737 609551 574561 1339201 2842342 15.37 (287.1735, 76957.33)(288.17722, 13203.159)(289.17978, 2243.828)
oryzalexin S 280187 358479 165115 182677 218529 217506 395009 407825 296268 291497 1 1 1 1 1 1 1 1 319343 318609 1 1 1 171147 10.79 (322.27454, 16344.286)(323.27762, 2411.8806)(308.27457, 6816.5425)
mycinamicin VI 1 94805 1 1 1 1 133083 148773 101273 121356 1 1 1 1 1 1 543986 575377 168272 848005 153518 147216 471970 881629 13.80 (668.9025, 4961.848)(669.903, 5410.7266)(671.403, 2129.4968)(651.0559, 890.64825)(652.3876, 3771.655)(687.4349, 4191.71)(673.4296, 1641.16)(691.3963, 9889.679)(692.39923, 2712.438)(673.38336, 15551.083)(674.3878, 4639.8257)(675.3875, 358.54)
phytyl monophosphate 1 1 778994 801185 260214 272348 1613303 1697070 1308346 1408800 1 1 1 171368 523603 854059 7155835 7521121 1.01E+07 9722119 3151585 1 6395153 1.06E+07 15.37 (379.23465, 173260.58)(380.23825, 34236.86)(381.24075, 8492.329)(382.24402, 1184.4475)
aminoethoxyvinylglycine 165312 165373 525862 428947 202961 221944 158873 152992 166608 149384 317174 404399 158427 174105 197758 241271 212215 207681 177944 189617 370220 342844 162882 192556 1.60 (146.0944, 323.48)(184.03105, 29352.217)(163.11992, 5158.1206)(164.12395, 303.6375)(166.07158, 11172.856)(167.06993, 1252.4926)
canavaninosuccinate 1 1 175187 153068 1 1 225308 237862 250093 250236 1 1 1 293688 304134 323639 273734 296480 353463 361119 209602 205280 265704 311556 1.96 (291.0911, 1019.98944)(309.1315, 12327.758)(319.09613, 837.5986)
4-hydroxy-L-glutamate 1035833 3146256 8637253 5327039 3834196 6283518 1958389 5350201 5705038 5226638 7560007 1.00E+07 4847247 5627934 5536947 7094401 6940727 5806327 6083702 3144710 1 2059004 1235167 4094346 1.60 (166.051, 122.87)(147.03682, 110639.51)(148.0402, 3857.8535)(165.85255, 783.946)(145.0383, 248052.11)(146.04126, 9728.554)(181.07433, 321.67)(165.06908, 7685.083)(166.07155, 9753.811)
24-epibrassinolide 1 1 502686 554075 128418 110085 1 385242 1 435567 198932 460598 187229 343919 221584 331202 381663 379507 402558 385060 378693 366314 162687 342524 23.15 (483.36304, 42285.96)(484.3603, 181967.1)(500.386, 570.93)(506.3374, 390.37)(485.32538, 16051.528)
D-arabinono-1,4-lactone 172476 165373 525862 428947 202961 221944 158873 152992 159711 149384 317174 430445 158427 174105 197758 241271 212215 207681 177944 189617 390768 342844 162882 192556 1.60 (153.00792, 1057.2305)(153.0496, 986.23)(135.04, 1354.96)(151.00766, 3719.3967)(151.95065, 743.827)(166.07158, 11138.3125)(167.06993, 1252.4926)(152.0695, 244.56)
taurine 97602 1 327871 246086 116785 1 1 1 1 1 1 238796 1 1 130293 178826 99830 100713 94198 116964 247679 235305 105161 122827 1.62 (107.004295, 4115.7)(108.0106, 1065.4667)(147.04834, 496.19)(125.037315, 8700.997)(153.0054, 1517.4153)
isopimaradienol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.77E+07 1 1 1.73E+07 18.24 (290.25464, 30264.875)(273.24884, 1780.765)(307.2849, 18371.113)(311.29834, 102146.43)(288.271, 141058.1)
oryzalexin A 435634 657115 187712 133942 866646 962113 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 258961 12.42 (285.22235, 3929.416)(302.24582, 9317.462)(303.2517, 1104.26)(307.20065, 15973.8545)(308.2059, 2838.5376)
oryzalexin B 435634 657115 187712 133942 866646 962113 446458 272286 267001 268806 1 1 1 1 1 1 1 1 297699 259385 1 1 1 258961 11.23 (302.55887, 11523.0205)(303.2272, 1921.7673)(285.22235, 3929.416)(302.37204, 8468.776)(303.2517, 1104.26)(325.2124, 10659.99)(326.22803, 2784.5698)(307.87027, 12830.723)(308.2059, 2838.5376)
oryzalexin C 518033 683632 1143595 1171443 1025903 105042 2501352 2569636 2925247 3046976 144711 295617 172040 297143 89065 556729 519871 531713 1655754 1704510 442497 414029 627040 1178679 7.38 (301.2123, 3127.62)(283.20294, 1357.02)(301.2181, 2183.6714)(302.2248, 916.76)(318.24216, 18434.768)(319.24493, 3013.2966)(303.2394, 19420.89)(304.2438, 3260.79)(323.32788, 36644.21)(324.19275, 10749.492)(325.20758, 1402.5358)
pinene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
dihydrogeranylgeranyl-PP 102145 138219 1 1 1 1 157497 99711 1 101317 1 1 1 1 1 1 125510 123519 207313 208088 1 1 140486 240936 12.17 (471.2363, 4466.2104)(472.2398, 932.41)(449.20792, 8322.37)(450.21182, 774.2166)
oryzalexin D 280187 358479 165115 182677 218529 217506 395009 407825 296268 291497 1 1 1 1 1 1 1 1 319343 318609 1 1 1 171147 10.79 (322.27454, 16344.286)(323.27762, 2411.8806)(308.27457, 6816.5425)
oryzalexin E 280187 358479 165115 182677 218529 217506 395009 407825 296268 291497 1 1 1 1 1 1 1 1 319343 318609 1 1 1 171147 10.79 (322.27454, 16344.286)(323.27762, 2411.8806)(308.27457, 6816.5425)
oryzalexin F 280187 358479 165115 182677 218529 217506 395009 407825 296268 291497 1 1 1 1 1 1 1 1 319343 318609 1 1 1 171147 10.79 (322.27454, 16344.286)(323.27762, 2411.8806)(308.27457, 6816.5425)
sabinene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
dehydroabietadienal 3495027 4967194 3114204 2099965 863989 1054553 1154919 4790892 4688947 5020263 251727 569127 1 413851 1 200957 1 111017 1225674 1291823 1 1 1 258598 4.94 (285.219, 11334.17)(266.20175, 10507.442)(267.2086, 1421.71)(285.22217, 4159.085)(267.61404, 52244.1)(268.20993, 12176.934)(269.21027, 1581.6749)(303.50095, 12094.745)(303.2516, 4317.39)(308.06348, 12690.493)(308.8749, 2931.9465)(291.2006, 763.57)
1-iO/i-feruloyl-&beta;-iD/i-glucose 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 330526 350008 1 1 101176 201487 1.66 (357.11682, 14519.033)(358.12036, 1086.1499)(359.11615, 1777.96)(379.1023, 1752.0876)
3&beta;-hydroxycostunolide 913418 847226 1682440 1625973 1066797 1077324 602260 578741 824628 809884 1541839 1547635 1605266 1339808 1908317 1615419 1473346 1430577 925455 972022 1774077 1674611 1255264 1131733 1.93 (233.05302, 79185.7)(234.09846, 8679.537)(234.89558, 3754.38)(249.14984, 736.6988)(231.1374, 40307.99)(232.14203, 2680.8545)(267.17624, 437.2)(248.99101, 3863.6072)
lanosterol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
4&alpha;-formyl,4&beta;,14&alpha;-dimethyl-9&beta;,19-cyclo-5&alpha;-ergost-24(24sup1/sup)-en-3&beta;-ol 243443 265014 1 1 262589 275279 261152 233015 210383 1 1 249964 319297 1 166486 227960 286187 332170 317336 273376 296479 289010 264439 376937 13.71 (472.41187, 10363.47)(473.42474, 2268.4836)(480.3808, 1062.64)
phytol 181457 154495 154386 182608 196534 166900 147629 121012 167172 118821 137787 126777 130678 145405 125946 151331 98615 197055 149265 163324 144036 185193 130144 151131 19.66 (296.3035, 13917.881)(297.2961, 3918.3167)(324.3172, 359.69)(302.29007, 464927.22)(303.29358, 86651.6)
&alpha;-zeacarotene 3865934 1 1 3767445 3843849 3165256 3694350 3846814 3513600 3681792 1 3831564 3506055 3627912 3492799 3739003 3549224 4159517 1072712 3966679 1 1 3935221 1227074 31.11 (557.3816, 4541.7583)(557.48706, 4397.9404)(539.46094, 6132.5884)
9,10-epoxystearate 2015117 1 1 3210638 1 307549 1 1 1 1 1900982 1 1 3135589 3057494 1092443 1 2342906 1 2402060 1 1 1 2111034 8.43 (297.24353, 8075.6406)(298.24127, 737.17206)(299.23572, 682.4167)(319.2909, 391782.5)(320.2949, 59386.332)(299.17303, 4884.3657)(301.07745, 400643.8)(301.278, 436324.8)(323.2397, 121.99)(302.89166, 78.565)
(-)-&alpha;-pinene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
(+)-icis/i-abscisic aldehyde 913418 847226 1682440 1625973 1066797 1077324 602260 578741 824628 809884 1541839 1547635 1605266 1339808 1908317 1615419 1473346 1430577 925455 972022 1774077 1674611 1255264 1131733 1.93 (233.05302, 79185.7)(234.09846, 8679.537)(234.89558, 3754.38)(249.14984, 736.6988)(231.1374, 40307.99)(232.14203, 2680.8545)(267.17624, 437.2)(248.99101, 3863.6072)
16-alpha-hydroxygypsogenate 1 1 1 1 1 1 162046 1 113419 118574 1 1 1 1 1 1 1 152391 397798 410772 1 1 152285 313215 6.90 (484.3121, 14834.401)(485.31577, 3569.89)(510.31253, 2175.8367)
grasshopper ketone 1 1 383179 412659 674491 697215 1 1361133 1431791 1507449 1 1 1 1 161081 1 1 848121 1691650 1572373 1 1 1046904 2152721 12.57 (207.13367, 4917.517)(245.1863, 14841.543)(225.14763, 45186.406)(226.15149, 4255.972)(227.16377, 668.0234)(226.31247, 2490.8286)
7,9,9'-icis/i-neurosporene 3865934 1 1 3767445 3843849 3165256 3694350 3846814 3513600 3681792 1 3831564 3506055 3627912 3492799 3739003 3549224 4159517 1072712 3966679 1 1 3935221 1227074 31.11 (557.3816, 4541.7583)(557.48706, 4397.9404)(539.46094, 6132.5884)
UTP 372537 368808 360046 376450 369880 358897 345977 276322 315491 287051 304862 325855 333652 348464 389385 363800 348421 288196 300993 328711 368514 348603 362084 370645 17.47 (480.94116, 2722.5793)(462.93143, 7808.414)(463.93317, 224.69)
(3Z,6Z)-nonadienal 377964 85185 1290223 83059 1085674 100971 1 105467 492747 1458646 1 1 771568 331456 288489 2962905 80067 1387771 84095 1731114 309314 276864 85332 229531 18.47 (141.1104, 832.79)(143.12311, 6176.3857)(121.101295, 54902.344)(122.105736, 1009.5575)(123.0998, 186.14)(156.52538, 1943.1423)(140.53543, 3705.3857)(163.09894, 156340.16)(164.10248, 22577.57)(165.10536, 554.82666)
9'-icis/i-neurosporene 3865934 1 1 3767445 3843849 3165256 3694350 3846814 3513600 3681792 1 3831564 3506055 3627912 3492799 3739003 3549224 4159517 1072712 3966679 1 1 3935221 1227074 31.11 (557.3816, 4541.7583)(557.48706, 4397.9404)(539.46094, 6132.5884)
methoxyfuraneol (keto form) 341346 419012 1 1 1 1 491262 512446 326010 374446 1 96689 200140 386159 268637 440063 258960 283648 474932 423371 1 1 189992 356889 18.46 (141.05545, 14611.273)(159.08801, 4732.422)(160.08272, 2475.6194)
11-oxo-&beta;-amyrin 1 185908 1 1 168662 290446 1 1 220139 1 361835 578791 405420 358027 1 278911 347801 213215 468551 394171 1 1 231355 442320 31.39 (441.90378, 970.57935)(443.03983, 3033.45)(444.04263, 3930.4111)(445.04123, 2817.4883)(446.38098, 159.485)(423.4285, 2424.4106)(424.55768, 8905.662)(426.96536, 8331.163)(427.83328, 10628.198)(428.3776, 11804.21)(423.3665, 3151.13)(458.78192, 6750.2817)(459.40945, 3166.1528)(440.39355, 10732.183)(468.3737, 175.35333)
(+)-secoisolariciresinol diglucoside 1 1 1 1 1 1 458526 470106 396571 429995 1 1 146018 256852 98352 192872 228428 242958 518873 535253 1 1 175096 352623 1.79 (693.30835, 986.1534)(705.3201, 19669.709)(706.32324, 4607.376)(707.4802, 3849.6724)(709.2421, 1559.0049)(709.99316, 1138.94)
1-palmitoylglycerol 3-phosphate 1096213 1759024 665222 667251 1159909 1232447 6078037 6205207 1841297 1950427 114791 291914 115987 1 339637 610536 1238688 1247155 6230363 6845141 521839 505458 1763203 4860241 9.64 (391.2212, 7374.0503)(392.2253, 1986.2301)(430.774, 2336.185)(431.27237, 13443.703)(412.88425, 4332.2324)(413.20566, 89424.625)(414.6309, 8191.465)(415.21176, 3051.0999)(408.2501, 11709.659)(409.2552, 2727.9158)
ient/i-kaurenol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.77E+07 1 1 1.73E+07 18.24 (290.25464, 30264.875)(273.24884, 1780.765)(307.2849, 18371.113)(311.29834, 102146.43)(288.271, 141058.1)
1-18:3-2-18:3-monogalactosyldiacylglycerol 884548 878475 761520 826533 854716 884697 961347 986419 865538 850676 811582 866623 901121 861678 823208 829200 231158 239710 854101 858605 823391 876715 771449 752066 29.52 (774.5272, 8887.52)(775.5309, 2640.71)(756.523, 23907.727)(757.526, 8531.26)(758.5289, 972.7369)(794.5608, 8856.002)(795.5641, 3371.8242)(796.5706, 267.21)(800.5386, 1341.685)(785.5318, 1516.9504)
(iR/i)-2-hydroxyglutarate 152960 160757 500024 431625 216001 239226 151490 155765 158793 154928 297573 450847 136915 156220 192644 257068 209189 210685 172082 191260 398758 368855 157815 211832 1.60 (151.03186, 1611.1597)(149.03333, 7036.676)(164.05519, 11492.634)(165.0522, 1356.6)(166.0523, 1904.43)(149.11371, 1336.8094)(153.00525, 1306.1595)(154.00613, 323.75003)
D-lysine 1 1 1 1 1 1 1 1 1 1 1 1 1 104428 1 1 1 1 168289 161574 1 1 1 145375 1.75 (153.13318, 3462.5527)(130.11069, 9087.377)(167.15121, 5551.8574)(169.15852, 2210.8066)(156.10043, 16002.867)
iN/i-acetyl-&alpha;-D-galactosamine 1.29E+07 1.47E+07 5602506 5216962 7841773 8064691 1.60E+07 1.62E+07 1.71E+07 1.63E+07 2805335 4668349 9828137 1.31E+07 8996660 1.23E+07 1.17E+07 1.17E+07 2.27E+07 2.38E+07 5475726 5320979 1.36E+07 1.87E+07 1.73 (222.09267, 23360.432)(240.46214, 446.16333)(221.11333, 599603.7)(223.11267, 46548.08)(224.11528, 2790.9673)(245.08391, 3000.84)
petroselinate 1 173972 125686 458717 172575 133166 1 1235185 1182972 757771 2275373 202999 5340260 5091607 118180 125144 3436552 1 208272 454358 111563 208060 731203 993339 11.98 (286.26205, 30216.332)(264.59238, 10366.104)(264.61584, 3476.4688)(284.2608, 59479.484)(265.6501, 12394.385)(267.252, 6442.58)(301.2398, 75353.17)(303.16046, 45570.25)(303.2945, 46317.715)(283.992, 35968.72)(284.9052, 31890.963)(285.28012, 50322.895)(288.7354, 23359.297)



10-deoxysarpagine 788159 975610 751679 708447 839511 891933 1122915 1320544 996954 991586 299540 473227 969572 1140273 366361 426866 741682 727395 1890791 1998253 555553 528494 788828 984126 1.83 (320.83936, 54856.656)(277.16965, 32090.693)(278.17316, 2345.0527)(315.21432, 472.79004)(317.2191, 253.15)(295.18353, 565.7675)(304.17126, 5344.983)(295.3845, 1617.9374)
adenosine 626535 891020 871321 825126 742833 588791 636841 665262 626259 400228 120906 318618 227309 512806 429925 689021 1009503 664696 688517 1420707 769333 708876 1030896 1071427 1.75 (273.11682, 1122.5967)(289.13608, 1226.22)(267.11734, 22492.906)(268.12216, 883.04047)(290.0879, 20940.72)(291.09097, 1349.9396)
S-methyl-L-methionine 1 418108 732664 732096 545641 458106 360297 304261 355455 104617 1 180608 1 187964 1 400230 419868 366264 319481 1 1014118 677684 397871 429560 1.60 (164.07245, 27230.256)(165.06984, 3151.7969)(185.10901, 584.56836)
hypusine 8454826 9181772 9219718 9532114 8823269 8794602 1.12E+07 1.12E+07 1.15E+07 1.16E+07 7426904 8331296 7122785 7632997 7592639 9148667 1.36E+07 1.41E+07 9869653 1.03E+07 8513634 8150699 8229312 9939627 11.98 (238.1953, 158.35)(217.17757, 223798.5)(218.18176, 25404.01)(219.1831, 2417.7466)(254.22792, 27556.99)(255.23128, 12700.848)(239.226, 11876.55)(240.1679, 828.13776)
1-oleyl-2-lyso-phosphatidate 1 1 1 1 1 1 1 1 1 1 1 170256 213161 308190 210755 153238 1 1 1 1 1 1 1 196402 5.42 (452.28116, 3371.1816)(457.23706, 14497.359)(458.24048, 1373.286)
(iS/i)-citramalate 152960 160757 500024 431625 216001 239226 151490 155765 158793 154928 297573 450847 136915 156220 192644 257068 209189 210685 172082 191260 398758 368855 157815 211832 1.60 (151.03186, 1611.1597)(149.03333, 7036.676)(164.05519, 11492.634)(165.0522, 1356.6)(166.0523, 1904.43)(149.11371, 1336.8094)(153.00525, 1306.1595)(154.00613, 323.75003)
a methylhexadecanoic acid 150452 30750 334900 1 314368 853260 1 812275 1 340460 2049933 195588 634119 1247428 271369 161332 429022 1 1 731470 559587 42566 1 710240 24.21 (270.25803, 24157.797)(256.31665, 80846.07)(257.2608, 105632.74)(271.26407, 51170.41)(254.68846, 19442.154)(289.29446, 540879.75)(290.29672, 91383.17)(274.2897, 54076.39)(280.2534, 10482.69)
calcitriol 1 1 1 62955 1090366 1 1 1 1119964 1 1 1 1 1 1 1 1 1 1 19005 19901 1 1 9092 31.91 (418.33652, 4719.3833)(399.3247, 7282.1772)(400.32794, 26155.537)(402.32492, 9407.883)(404.33517, 12368.399)(418.34122, 8108.873)(423.3596, 1271.31)(400.3255, 18150.795)(401.33344, 6235.05)(439.38043, 592.685)(416.84863, 8198.11)(444.3381, 5536.65)(425.72568, 4515.262)(426.3277, 4883.425)
14-demethyllanosterol 1056458 1369125 1441139 1465616 608673 550503 1059066 1 1193337 1265461 771447 1360006 810510 1108607 836695 1051612 1152541 1189642 1139795 1156334 1062106 1189651 702619 958433 23.15 (412.27136, 7050.2876)(413.49445, 17598.79)(414.5876, 8057.4077)(415.36902, 2820.2844)(415.7047, 1623.3766)(397.2713, 12144.698)(398.23352, 21747.062)(398.3586, 22773.83)(411.36462, 557.79504)(396.36462, 3933.2585)(412.38184, 594.76135)(433.3434, 46270.414)(434.34723, 8658.14)(417.21817, 1875.5837)(417.8438, 1812.2849)(418.3498, 1966.56)
9-icis/i-10'-apo-&beta;-carotenal 1 1 1 136657 1 138808 395318 383945 449667 502357 1 1 247955 369378 1 236579 445597 1 1040920 1088821 199415 157825 462201 732367 1.93 (376.2761, 3585.0942)(358.26242, 5665.7686)(359.2662, 164.49)(378.2919, 583.16)(360.27655, 5929.3643)(361.64578, 532.62274)(362.2852, 301.84)(380.3085, 638.60333)(404.61172, 3949.0664)(382.2595, 914.06604)
(R)-citramalate 152960 160757 500024 431625 216001 239226 151490 155765 158793 154928 297573 450847 136915 156220 192644 257068 209189 210685 172082 191260 398758 368855 157815 211832 1.60 (151.03186, 1611.1597)(149.03333, 7036.676)(164.05519, 11492.634)(165.0522, 1356.6)(166.0523, 1904.43)(149.11371, 1336.8094)(153.00525, 1306.1595)(154.00613, 323.75003)
porifersta-7,25(27)-dienol 1 1 1 1 1 1 1804398 1 2142151 1687198 1 2303617 2249935 2183839 2141089 1 1 1 1 1 1 1 1 2194917 16.59 (414.37485, 2688.9182)(400.375, 2464.74)(412.39197, 9867.34)(417.35117, 463.22574)
(+)-&beta;-pinene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
pseudo-conhydrine 194645 153494 734534 712166 1571253 1704969 1336043 1412604 1742313 1753388 120026 1997951 171737 1 148702 141961 3092670 3192383 156866 136985 129010 145383 157290 94673 12.74 (148.90202, 15878.737)(130.13895, 9617.754)(147.19418, 9046.047)(148.15283, 3819.0142)(128.99954, 8045.2656)(162.17212, 52346.254)(163.17525, 3598.797)(149.17426, 1658.5824)(171.13777, 5216.2705)(149.71861, 26199.395)
D-arginine 1 1 1 119300 119224 123646 563462 591976 341480 299827 1 1 146646 351395 1 177823 331353 303876 953646 1004457 104948 108790 328533 661655 10.22 (160.91792, 2115.126)(179.02264, 8180.222)(179.802, 6065.39)(162.1267, 716.79)(193.1517, 20804.74)(194.15535, 2375.4883)
digiproside 1 1 1 1 1 1 1 1 1 1 1 1 118574 215748 1 1 1 1 145138 144728 1 1 1 278450 12.35 (520.307, 501.81)(503.30453, 10892.704)(504.3218, 3703.16)(538.3443, 7859.9346)(539.3468, 2936.6465)(540.3565, 534.37335)(543.5002, 3139.668)
L-methionine-(iR/i)-iS/i-oxide 281325 269549 176857 1 1 1 191816 160683 280092 233683 1 1 381885 371813 316979 217453 313312 332624 198671 159113 377630 293409 298958 225891 1.58 (147.03683, 134795.72)(148.04164, 6091.609)(149.03325, 6286.4253)(167.60614, 1009.31226)(148.0412, 7699.41)(149.0336, 7244.13)(165.06906, 10216.756)
dimeric urushiol peroxide 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 135058 132236 1 1982191 106674 113584 15.48 (659.41943, 188330.62)(660.4226, 65329.28)(661.4251, 13366.87)(662.4281, 1165.06)(645.4331, 2433.7266)(681.4746, 2009.325)(659.4492, 6763.033)(660.4526, 509.56332)
3-oxo-2-(cis-2'-pentenyl)-cyclopentane-1-octanoate 166552 157654 1 1 1 1 1 1 1 230812 1 123857 176614 114828 161721 117806 1 1 154641 128737 1 1 1 135635 1.85 (296.88437, 1481.3433)(275.20364, 47079.875)(276.20978, 7931.872)(277.20233, 1844.0166)(297.89566, 802.6567)(298.2305, 1827.28)(277.214, 4584.74)(279.2146, 256216.1)(280.218, 46418.07)(281.2252, 8822.07)(311.24673, 1887.4532)(303.01993, 2869.34)
(+)-3-carene 6152430 6220118 6209308 6199382 6384860 6462884 6154197 6510099 6325897 1 6434756 6336232 1 1 6065257 6307751 6410170 6418699 6160912 6424674 6417830 6144594 6315134 5341283 31.03 (140.1404, 42.71)(140.1417, 61.438496)(154.15994, 11799.894)(161.11934, 495.23798)
4,4'-diapolycopenedial 409612 761256 341091 359654 563673 599233 782830 797286 1661977 1756855 1 123414 1 1 1 1 1 1 1625502 1656055 1 1 296509 648168 5.68 (430.94522, 1861.7885)(432.28888, 10019.982)(433.29254, 844.49)(412.2714, 15378.434)(413.27454, 3069.625)(446.3064, 24650.82)(447.30984, 4563.835)(434.25635, 4911.46)(435.2595, 302.9)(438.2727, 2818.79)
(3iS/i)-3-hydroxy-L-arginine 435814 1 504923 391060 537863 545587 1 241112 1 1 220898 247618 199322 428089 172952 368264 434400 394322 1 1 174083 165413 437320 330640 25.52 (177.11711, 2885.8293)(209.15024, 13584.594)(210.15427, 346.87402)(191.136, 6701.717)
D-glutamate 1 1 1 1 1 1 96889 1 1 102632 1 1 1 1 1 1 1 1 114168 1 1 1 1 112003 1.58 (150.0519, 1336.02)(130.0462, 10390.607)(146.0683, 5863.7197)(171.0389, 358.58)
multiflorenol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 371018 1 1 1 295614 11.28 (450.37485, 17104.336)(451.37854, 2970.355)
(22&alpha;)-hydroxy-isofucosterol 997369 1464719 1358665 1499689 1 627496 1106599 1229872 1213188 1148458 805821 1296653 872561 1 1 917569 1085213 1161021 1089473 1068702 985914 1136951 600722 994901 23.15 (428.5272, 7192.1157)(412.09146, 5384.6406)(413.09412, 17770.623)(414.16922, 11096.775)(415.08398, 3636.5388)(415.57086, 1489.994)(416.3738, 439.18)(431.04678, 586.37665)(432.3866, 450.51)(412.5868, 16777.385)(414.20248, 14351.763)(415.3722, 3886.8975)(415.87225, 867.065)(446.39575, 5958.468)(433.34348, 48557.39)(434.3473, 9138.291)
cannabichromenate 267994 365400 896223 904991 235917 229578 6105385 6222507 4312276 4595005 1 1 1 231918 1 227649 478636 477153 1366965 1419893 1 1 369563 911585 6.46 (339.19516, 58628.043)(340.19858, 9249.534)(341.20218, 2881.585)(377.24786, 2866.5525)(360.238, 5192.459)(361.2397, 3604.44)(383.20862, 7937.8726)(365.19577, 4103.022)(366.2013, 543.79)
7-dehydrocholesterol 1 1 726887 1 732108 1 1 3789091 1 3809159 1113246 1 1 1 1 1 1 1 1295935 1 1 269835 1 3061753 22.92 (384.34024, 12338.75)(366.33044, 783.1)(385.34857, 24131.45)(367.96075, 4324.584)(371.35352, 41674.418)(404.3824, 5748.3774)(405.3773, 24.62)(384.36386, 637.87)(410.3416, 24.34)(412.3479, 2515.54)(390.32224, 16222.771)(391.32657, 3998.5627)
pyrithiamine 833279 1288094 510864 546208 793837 821845 1576765 1619476 894100 943834 1 1 1 281610 1 338690 1070073 1034435 2228532 2180474 487494 520177 1256217 2370270 12.57 (243.16129, 55620.78)(244.16507, 6202.278)
hederagenin 1 144256 1 1 1 1 294755 297960 110824 105108 1 1 1 1 1 1 1 1 266768 288886 1 1 1 114669 10.37 (471.35104, 7823.135)(472.35367, 967.9133)(453.33624, 7836.7886)(454.3404, 1302.7639)(495.84418, 5201.032)(497.35114, 553.025)(478.04813, 6594.728)(479.00107, 1311.28)
an icosadienoate 572515 625896 539928 436358 365457 769282 439644 391431 518986 278773 323225 249881 99447 493470 359996 588469 270424 314562 468705 495172 393939 262919 422319 345852 24.15 (308.26843, 1155.9)(290.25406, 24176.32)(294.268, 3884.385)(310.27954, 9452.294)(292.60324, 34993.523)(293.5712, 27639.803)(294.57523, 11470.575)(295.27704, 13015.831)(328.80966, 185987.88)(330.06046, 743336.2)(330.3102, 402485.16)(307.28616, 18945.814)(308.27548, 10099.069)
hygrine 501806 583503 157150 208182 469369 474921 1279568 1275690 607610 579695 1 204120 1 1 1 1 192324 217227 569299 609556 1 1 199702 332804 1.89 (127.197685, 2366.7925)(128.12314, 2514.45)(146.13805, 2424.5889)(125.12153, 3218.5566)(160.15599, 15934.608)(161.15538, 2859.1917)(166.11375, 625.17)(147.10056, 437.40833)
steviolmonoside 1 264014 1 1 1 1 249580 261721 204911 1 1 1 1 1 1 166334 1 137736 314112 306610 1 1 1 305409 8.33 (463.26428, 11847.217)(464.2698, 1540.4146)
conhydrinone 501806 583503 157150 208182 469369 474921 1279568 1275690 607610 579695 1 204120 1 1 1 1 192324 217227 569299 609556 1 1 199702 332804 1.89 (127.197685, 2366.7925)(128.12314, 2514.45)(146.13805, 2424.5889)(125.12153, 3218.5566)(160.15599, 15934.608)(161.15538, 2859.1917)(166.11375, 625.17)(147.10056, 437.40833)
1-18:2-2-16:1-monogalactosyldiacylglycerol 259895 246036 220492 224053 237075 246222 277102 286085 239575 240044 220625 240368 251317 236278 224717 218009 239912 260418 225567 228903 217944 249069 217645 199076 29.96 (757.52606, 10344.538)(758.5289, 1200.4908)
ginsenoside Rg1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 138702 139143 1 1 1 146281 15.37 (782.47516, 4396.27)(783.4792, 1126.0599)
catharanthine 2431811 3071162 1 3434179 3144313 3111737 2258035 2018101 2387424 2512401 1 1 1368575 2280822 1960962 2582206 2428781 2377733 2442597 2337204 2255765 2146491 1161133 2454014 2.82 (322.85513, 6798.483)(338.19833, 46349.26)(339.20145, 5221.2515)(320.19022, 2113.4065)(365.19888, 12383.705)(344.1815, 668.3)
(22R,23R)-22,23-dihydroxycampesterol 1 975149 1 1 1436185 1519351 914105 924386 1481586 1513616 869636 889942 1502611 1951573 888349 986706 1008402 1001505 912204 988220 1048221 902570 886305 1084020 11.59 (415.35724, 3683.3237)(415.3557, 7638.51)(416.3552, 1017.27)(432.38266, 36041.035)(433.38608, 6703.5337)(434.38828, 1224.2949)(437.3385, 343.37)
4-guanidinobutyrate 534946 778327 440899 414412 583834 575823 1574509 1608691 1098878 1127331 1 326863 675011 1102548 478644 745693 981848 1022555 2200891 2259279 329141 353049 874913 1538031 1.85 (127.622406, 6005.0483)(128.07779, 372.93)(129.0743, 295.03)(163.11996, 41438.008)(164.12416, 1961.5116)(165.1187, 310.22)(146.10924, 1816.3135)(154.07314, 508.21835)
1,3-dioctanoylglycerol 1 1 1 96984 1 1 1 414196 1127346 1240804 1 1 1 1 1 1 114180 144515 362031 388220 1 1 123273 248371 4.03 (333.25275, 3026.1243)(312.22906, 4054.4126)(313.23, 709.90594)(332.2562, 647.04)(333.2538, 3557.35)(316.2452, 3626.834)(348.2728, 1377.1)(330.2648, 6658.3784)(331.2735, 761.28503)(354.3305, 4081.525)(355.23184, 2060.3867)
kauralexin B2 1 1 1 1 1 1 1 1 229435 250828 1 1 1 1 1 1 1 1 1038605 991636 1 1 1 493640 1.90 (331.98828, 1902.6221)(317.18427, 4812.4736)(336.1997, 307307.72)(318.1944, 486.16)(333.21646, 12304.508)(353.17645, 76961.61)(354.18304, 8745.502)(355.17627, 5836.17)(335.16537, 73521.164)
4,4-dimethylzymosterol 1 1 1 1 1 1 1804398 1 2142151 1687198 1 2303617 2249935 2183839 2141089 1 1 1 1 1 1 1 1 2194917 16.59 (414.37485, 2688.9182)(400.375, 2464.74)(412.39197, 9867.34)(417.35117, 463.22574)
chloramphenicol 1 101338 1 1 1 1 209894 206303 132097 135173 1 1 1 1 1 1 1 1 149567 145746 1 1 1 89205 1.56 (313.00635, 1076.5643)(328.98596, 9855.448)(329.98755, 1215.7738)(330.985, 1209.7787)
gibberellin Asub8/sub 5705950 7078593 2900018 2856186 4251108 4294520 1.35E+07 1.35E+07 1.02E+07 1.01E+07 1479298 2785449 3853913 5931817 3449752 5026582 5218995 6312902 2371112 1.56E+07 2420927 2258147 4667770 9665146 1.85 (365.1545, 708.97)(367.156, 254.62)(365.15686, 1277.2231)(367.15707, 462.15665)(381.17538, 252204.75)(382.17862, 31842.18)(363.1677, 5026.619)(364.16745, 562.92)
2,3-dimethyl-6-geranylgeranyl-1,4-benzoquinol 351893 383324 373430 291313 307869 348666 334481 318182 313652 337634 446471 360777 1 379263 312061 459458 6188309 6257270 396401 360285 394930 331883 429488 1 30.41 (411.57034, 2768.826)(394.82007, 3306.565)(398.325, 347.1)(412.44284, 4335.9053)(415.78745, 13411.684)(417.20584, 7745.4185)(417.3491, 7874.49)(393.3151, 3138.8127)(394.32935, 1086.535)(431.16534, 2900.285)(432.3047, 2637.002)(433.03345, 1135.9467)(433.3651, 199.9)(411.7457, 3860.5652)(414.3594, 16520.734)(415.3618, 11490.81)(433.31036, 267118.7)(434.3136, 56371.574)(435.316, 10764.775)(436.31866, 924.63)(419.31503, 2326.593)
methyl &beta;-D-glucoside 6-phosphate 1 185719 1 1 112739 1 280129 271144 264750 274580 1 1 1 1 1 1 1 1 289916 315002 1 1 1 1 1.58 (256.16434, 1191.3887)(273.03882, 15292.945)(274.04117, 737.38605)(274.05872, 756.06006)
N-caffeoylputrescine 220718 400001 1 1 1 1 208278 245453 179954 129996 1 1 1 1 1 1 1 1 225004 363554 1 1 1 1 10.62 (271.1763, 1495.76)(251.16528, 22532.691)(252.17108, 1552.7788)
tetrahydropalmatine 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 101869 106616 1 1 1 1 1.82 (355.1774, 6273.555)(381.1754, 705459.44)(382.17874, 89745.766)(363.16376, 16224.3545)(364.16595, 1444.895)
riboflavin 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 302996 313955 1 1 1 1 1.66 (357.11694, 20603.64)(358.12036, 1086.1499)(359.11615, 1777.96)
(-)-heliannuol A 1 1 1 1 1 1 1 1 252045 268870 1 1 1 1 1 1 1 1 459262 490272 1 1 1 1 10.30 (251.16528, 17322.703)(252.1714, 658.705)(237.1684, 2773.29)
linoleate-group 1 237372 1 1315477 584714 112451 1266998 7184424 1198255 2701500 1358275 1369035 1935345 116066 1071569 1239700 1248193 5444884 6068318 1068318 811577 641386 1.02E+07 1 5.37 (264.58014, 31696.35)(265.24774, 4254.648)(266.24945, 1822.56)(265.25558, 7549.675)(266.2486, 1957.0759)(247.2409, 272074.44)(248.24388, 42869.668)(249.25151, 1843.162)(285.95816, 117850.61)(287.05707, 124960.02)(287.2945, 108642.98)
taxa-4,11-diene 117453 1 1 111939 1 1 1 110097 1 155485 1 1 1 1 1 1 1 1 100438 159500 214126 136606 1 1 9.03 (273.25128, 46514.586)(274.13562, 47501.96)(297.24356, 7385.1953)
1-dodecanol 134193 170571 1 1 1 1 136604 197939 1 172403 1 1 1 1 1 1 1 1 148339 131926 1 1 1 1 11.27 (190.20914, 549247.1)(191.21214, 56681.473)(209.18835, 11374.578)(194.18489, 3296.4368)(195.18907, 13564.236)
17-iO/i-acetylnorajmaline 1 1 1 1 1 1 1 1 1 1 1 1 1 118677 1 1 99284 1 281336 292400 1 1 1 1 1.69 (336.18576, 19884.553)(337.19272, 3142.2468)(338.2032, 470.39)(338.1989, 79657.26)(339.2015, 11334.84)
6-deoxyerythronolide B 1 1 1 1 1 1 99715 107220 1 1 1 1 1 1 1 1 1 1 1 103531 1 1 1 1 9.95 (371.26483, 3322.575)(372.27032, 4109.3853)(373.278, 3940.16)(409.25424, 6074.5435)
lesquerolate 79633 67867 24543 113030 179401 1 1 96001 192641 1 72087 1 53625 117957 152571 182705 126245 62298 1 197602 174316 106429 1 1 28.85 (325.2778, 422.305)(331.29932, 135613.9)(308.2741, 12069.57)(309.282, 2250.4)(328.0137, 81944.71)(329.6639, 364298.06)(330.31003, 559729.44)
(iR,S/i)-piperazine-2-carboxamide 466569 660922 601785 792283 956181 748762 1574931 1604446 1472580 1310475 1 1 1 1 1 1 1 1 1 332639 894681 896920 1 1 1.77 (129.08902, 900.07587)(115.08852, 2192.997)(133.10333, 1693.617)(147.50963, 48178.465)(148.23555, 5705.574)(131.1179, 359.47)
dethiobiotin 1078787 1444457 1 1 928135 940385 940810 964568 721174 770049 1 291892 1 1 1 1 1 1 201162 240867 1 1 1 1 2.86 (217.13876, 405180.12)(218.14224, 29695.012)(219.14444, 4898.0083)(231.15636, 15531.71)
2-icis/i,4-itrans/i-xanthoxin 1 1 1 1 1 1 1 1 252045 268870 1 1 1 1 1 1 1 1 459262 490272 1 1 1 1 10.30 (251.16528, 17322.703)(252.1714, 658.705)(237.1684, 2773.29)
(3Z)-3-nonenal 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 189204 151639 1 1 1 1 2.67 (158.15375, 8916.775)(144.1578, 50786.3)(145.16055, 1082.785)
iN/isup&beta;/sup-acetylstreptothricin F 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 187133 1 1 1 1 5.13 (564.3108, 303.22)(569.2675, 8309.01)
taurohyocholate 1 1 1 1 1 1 193702 208003 1 1 1 1 1 1 1 1 1 1 187062 173257 1 1 1 1 10.22 (515.28613, 4507.98)(536.3162, 834.19)(514.30634, 2238.6125)(543.28644, 11825.15)
oleamide 267433 184209 343121 166987 3929771 1 1545114 288904 1253292 986881 1 948562 1 1392617 697997 4018295 1 402305 450689 388790 1 974576 507553 1 11.05 (283.55347, 29295.352)(284.69553, 33882.027)(285.27994, 17518.912)(263.26343, 56531.508)(264.25772, 11131.61)(286.29425, 1013277.25)(287.2953, 194790.39)(267.7823, 178.39499)(268.2849, 577.12)(300.19873, 160228.66)(301.3134, 737.5)(308.09717, 6380.466)(309.2793, 1087.86)
1-octadecanoyl-sn-glycerol 3-phosphate 1 1 1 1 1 1 348480 391327 1 340151 1 1 1 1 1 1 1 1 317917 315245 1 1 1 1 6.91 (440.2767, 1463.1432)(422.26947, 3261.535)(454.2932, 10375.351)(455.2972, 210.2)(436.2854, 7564.5254)(461.25116, 3621.79)(441.24048, 14944.48)(442.24384, 1524.975)
a 2-acyl-sn-glycero-3-phosphoethanolamine (n-C16:1) 196325 326365 125184 150986 1 282105 257278 490650 531351 450448 1 1 1 1 1 111347 327870 181810 508906 312302 120500 146792 134263 1 9.14 (456.2863, 387.96)(433.2553, 2929.22)(452.2817, 61081.348)(453.2849, 11404.362)(454.28763, 3492.4854)
2-oxo-3-hydroxy-4-phosphobutanoate 1 1 125826 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 96852 1 1 1 1 1.60 (192.95279, 7259.05)(198.9712, 2233.47)(234.9543, 485.64)
icis/i-abscisic alcohol 1 1 1 1 1 1 1 1 252045 268870 1 1 1 1 1 1 1 1 459262 490272 1 1 1 1 10.30 (251.16528, 17322.703)(252.1714, 658.705)(237.1684, 2773.29)
1-phenyl-7-(3,4-dihydroxyphenyl)-hepta-1,3-dien-5-one 1 1 1 1 1 1 127142 134904 92102 94244 1 1 1 1 1 1 1 1 212498 225117 1 1 1 1 1.81 (279.1282, 5015.5415)(281.137, 2506.865)(294.15005, 8817.385)(295.14636, 7197.864)
(iE/i)-geranylacetone 182499 232358 1 1 1 172152 117487 142363 185552 111027 1 1 1 1 1 1 1 1 257910 293565 1 1 1 1 4.94 (194.1675, 325.93)(176.1556, 9294.938)(196.17986, 1819.4033)(182.18105, 12126.062)(215.21, 25823.95)(196.19939, 13073.65)(197.19934, 17850.008)(218.73189, 12871.28)(222.1731, 1740.15)
salvigenin 113493 139001 1 1 1 1 133889 131278 121247 1 1 1 1 85971 1 1 1 1 137437 141683 1 1 1 1 1.66 (346.12558, 9080.396)(331.12796, 4172.245)(332.12726, 2722.6199)(335.08252, 1020.785)(337.0817, 571.66504)
3,6,7,2',4'-pentamethylquercetagetin 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 100537 106136 1 1 1 1 1.85 (404.136, 6737.295)(405.14145, 710.635)
3,5-bisdiphosphoinositol-1D-imyo/i-inositol 2,3,4,6-tetrakisphosphate 1 1 1 113579 141708 161061 121803 148442 170388 144489 169624 181064 171382 170604 165123 158692 1 1 150053 109770 1 151722 156360 1 16.59 (824.73346, 8844.709)(825.7366, 3512.737)
sphinganine (C20) 167286 152000 115203 165566 160242 158146 139726 151451 143823 144594 187918 156593 150906 128293 141419 130574 168063 1 166945 132902 160922 147165 174806 1 14.15 (354.4255, 10359.386)(356.15613, 22531.523)(358.34058, 12806.441)(335.318, 9046.254)(336.3159, 379.04)
muricholate 1 193396 1 1 1 1 1210920 1259734 411682 458794 1 1 1 1 1 180579 172904 171811 428764 426531 1 1 1 1 6.58 (431.60855, 2561.605)(431.25928, 605.37335)(408.28543, 29693.932)(409.2882, 5224.5835)(410.29245, 830.7)
loganate 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 302996 313955 1 1 1 1 1.66 (357.11694, 20603.64)(358.12036, 1086.1499)(359.11615, 1777.96)
solasodine 1 703105 915725 461747 399295 1139173 1720735 478622 1 257245 1967929 2837973 168052 386685 1 1017109 1245916 1431847 337969 522759 353906 571554 273395 1 25.43 (414.3395, 24357.385)(415.34717, 9715.824)(396.32886, 13321.159)(416.42807, 9319.992)(417.43777, 9641.683)(418.34848, 10716.33)(401.74908, 25381.148)(402.35013, 20508.795)(432.47598, 5076.155)(433.3697, 133.955)(415.45712, 6965.089)(441.17548, 4750.158)(443.09335, 3953.7163)(443.34344, 3399.4248)(419.31592, 829.95386)
levopimaric acid 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 195487 203768 1 1 1 1 4.82 (284.21228, 8220.195)(311.20975, 3785.615)
(S)-n-methylcanadine 1 100115 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 101869 106616 1 1 1 1 1.83 (381.1755, 589845.94)(382.17883, 75352.445)(377.2146, 2029.6)(355.177, 3650.39)(360.8203, 3652.2468)(363.16376, 16224.3545)(364.16595, 1444.895)
citronellol 1 1 1 1 1 1 197142 169597 1 1 1 1 1 1 1 1 1 1 142275 151817 1 1 1 1 3.64 (157.15582, 135020.05)(162.17203, 32763.238)(174.18512, 6879.2173)(166.1466, 4218.85)
heliespirone B 403419 518871 1 1 1 1 391773 400334 252045 268870 1 1 1 1 1 1 1 1 616928 490272 1 1 1 1 10.63 (270.84048, 1294.1566)(251.1653, 19866.445)(252.17108, 1319.4525)
diprenylphlorisobutyrophenone 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 117116 126253 1 1 1 1 1.80 (331.18787, 940.105)(333.21783, 13269.82)(334.2268, 803.095)(354.18256, 7141.245)
L-hyoscyamine 1 1 1 1 1 1 1 1 1 291187 1 1 1 1 1 1 1 1 430564 441863 1 1 1 1 3.39 (291.1872, 195.16)(273.17383, 11181.797)(312.2186, 191.14)
4-dimethylaminophenylazobenzene 897900 1288494 512577 546208 794673 821845 1572061 1619476 888897 941286 909918 931318 898540 282010 884260 340609 1073628 1035334 2228532 2181143 930363 520804 1254900 1 15.14 (243.16066, 44470.113)(244.16443, 4729.196)
1,2-dii-O-/ioctylglycerol 3814146 1071614 1175822 1092582 1263788 6694150 1473082 1545094 1603123 251495 8187569 1499510 1591487 1 1592485 1511606 5894975 1398798 1510280 1631407 1362997 1152471 1 1 27.52 (317.30383, 39291.633)(299.2864, 6832.21)(317.3069, 69208.95)(299.29675, 2771.2)(340.28644, 279.29498)(322.28268, 8356.378)(323.3487, 1085.56)(324.2829, 1464.2878)
(iR/i)-norcoclaurine 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 101287 178497 1 1 1 1 1.91 (290.1627, 261.21)(276.16544, 45071.113)(277.10455, 12779.26)
a glucosyloxyanthraquinone 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 100537 106136 1 1 1 1 1.85 (404.136, 6737.295)(405.14145, 710.635)
itrans/i-abscisic alcohol 403419 518871 1 1 1 1 328373 347364 252045 268870 1 1 1 1 1 1 1 1 459262 490272 1 1 1 1 11.57 (251.16528, 19816.455)(252.17114, 1197.7267)(234.49226, 12682.203)(234.15884, 1645.885)
mycaminose 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 162261 150338 1 1 1 1 1.89 (175.12164, 7680.515)(212.16214, 2860.0752)
(S)-isoandrocymbine 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 101869 106616 1 1 1 1 1.82 (377.2036, 4558.77)(355.1774, 6273.555)(392.21774, 2124.565)(395.2306, 77900.086)(381.1754, 705459.44)(382.17874, 89745.766)
L-canavanine 1 105827 1 1 1 1 1 1 1 1 1 1 1 1 1 111189 1 1 1 113666 1 1 1 1 17.45 (159.08844, 6063.825)(160.0828, 3233.635)(180.1128, 7481.3)(195.1314, 6352.07)
a 1-acyl-sn-glycero-3-phosphoethanolamine (n-C16:1) 196325 326365 125184 150986 1 282105 257278 490650 531351 450448 1 1 1 1 1 111347 327870 1 1 312302 1 1 134263 1 9.96 (456.2863, 387.96)(452.28162, 60364.297)(453.28485, 11357.567)(454.28775, 3389.077)
iN/i-acetyl-iS/i-geranylgeranyl-L-cysteine 1 1 1 1 1 1 115414 130589 1 1 1 1 1 1 1 1 1 1 141404 145746 1 1 1 1 5.46 (419.51895, 2890.6875)(436.2854, 7827.97)(420.60278, 3293.2266)(438.3003, 4497.405)(439.2995, 788.42)(460.26654, 4379.0303)(439.7474, 19380.91)(441.2574, 526.61)
prostaglandin Fsub2&alpha;/sub 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 269959 287106 1 1 1 1 10.64 (353.2552, 12412.59)(354.2578, 1059.04)(358.21204, 2617.9248)
isn/i-1-ilyso/i-2-16:0-monogalactosyldiacylglycerol 811990 1052404 375739 386118 344458 351123 1608177 1704891 122760 126637 227266 483436 370433 632045 109021 233071 103818 100766 226242 286765 1 1 170233 1 11.96 (493.5856, 8607.958)(493.3375, 5449.25)(494.3366, 942.485)(475.3221, 865.64)(478.3359, 13433.02)(479.3392, 2357.43)(493.3358, 3238.09)(478.33582, 16299.412)(479.33908, 3439.16)(480.33936, 404.845)(510.3646, 18620.482)(511.36844, 3740.7444)(512.3786, 568.72)(493.93365, 9024.7295)(493.3553, 2846.9082)(518.3312, 7305.255)
(Z)-2-methylpropanal-oxime 1 178438 1 1 1 1 257426 254291 148516 103814 1 1 1 1 1 1 1 1 1 159778 1 1 1 1 1.57 (110.05673, 12301.317)(111.05929, 824.49835)(112.05495, 1104.805)
aurachin B 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 157228 127939 1 1 1 1 11.71 (380.2641, 1930.17)(397.2839, 2952.87)(402.24396, 6290.715)(389.242, 862.175)
2-methyl-6-phytyl-1,4-benzoquinol 847229 981360 620229 212803 671203 449813 1041819 852716 1 1305495 1238925 957408 1258529 1 4130230 1319724 2051552 280097 2158944 1302811 1231472 916503 325149 1 25.44 (402.3504, 18573.797)(384.34097, 14445.893)(385.34952, 28136.592)(426.4048, 1448.8966)(404.3824, 5571.9814)(405.3769, 191.39)(425.6562, 9593.244)(426.34183, 1877.6234)(411.3405, 3410.2598)(413.34613, 4387.79)
2-butyl-4-hydroxy-5-methyl-3(2H)-furanone 1 1 1 1 1 1 195426 196687 1 1 1 1 1 1 1 1 1 1 206541 209832 1 1 1 1 9.94 (169.11066, 11322.107)(170.11304, 585.975)
aurachin C 1 1 1 1 1 1 389105 358521 244326 256615 1 1 1 1 1 1 1 1 157228 127939 1 1 1 1 8.21 (361.23978, 5327.1924)(380.2641, 1930.17)(364.2542, 2608.9324)(365.254, 371.055)(397.2839, 2952.87)(379.27222, 14006.363)(380.27716, 1933.3401)(402.24396, 6290.715)(388.90726, 798.6867)
a farnesoate 1 1 1 1 1 1 328373 347904 1 1 1 1 1 1 1 1 1 1 134345 143866 1 1 1 1 11.99 (233.1542, 17636.66)(234.15884, 1645.885)(232.1719, 18591.0)(233.17584, 1044.59)
7-iO/i-acetylsalutaridinol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 101869 106616 1 1 1 1 1.82 (377.2036, 4558.77)(355.1774, 6273.555)(392.21774, 2124.565)(395.2306, 77900.086)(381.1754, 705459.44)(382.17874, 89745.766)
juvenile hormone III 244385 332798 1 114142 1 253015 471447 468416 394974 415962 1 1 1 1 1 1 1 1 353417 329818 1 1 1 1 5.95 (268.1972, 150164.47)(269.20062, 20565.97)(270.2039, 3928.3652)(284.22122, 15847.409)(285.22778, 884.565)(289.84625, 2332.9016)
abieta-7,13-diene-18-oate 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 195487 203768 1 1 1 1 4.82 (284.21228, 8220.195)(311.20975, 3785.615)
(13E)-(15S)-11-&alpha;,15-dihydroxy-9-oxoprost-13-enoate 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 269959 287106 1 1 1 1 10.64 (353.2552, 12412.59)(354.2578, 1059.04)(358.21204, 2617.9248)
phytosphingosine 1 94218 190566 92678 98359 95724 1 98616 1 101523 92610 1 97622 195764 185884 96010 95127 102052 100461 197598 1 1 1 1 21.86 (318.3268, 8169.252)(346.30438, 97387.36)(328.29715, 32631.969)
(5Z,8Z,11Z,14Z,17Z)-icosapentaenoate 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 195487 203768 1 1 1 1 4.82 (284.21228, 8220.195)(311.20975, 3785.615)
(-)-9&beta;-pimara-7,15-dien-19-oate 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 195487 203768 1 1 1 1 4.82 (284.21228, 8220.195)(311.20975, 3785.615)
N-amino DAP 1 1 1 1 1 1 499393 487994 219464 1 1 1 1 1 1 1 1 1 257676 252633 1 1 1 1 2.00 (191.1009, 333.19)(222.1307, 10342.84)(204.12401, 4355.5283)(227.08804, 3233.9224)
2'-hydroxy 3,6,7,3',4'-pentamethylquercetagetin 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 100537 106136 1 1 1 1 1.85 (404.136, 6737.295)(405.14145, 710.635)
palustric acid 1 1 1 1 1 1 1 1 331363 338974 1 1 1 1 1 1 1 1 195487 203768 1 1 1 1 6.30 (301.21655, 3579.7349)(302.2232, 13133.025)(303.2279, 2179.355)(284.21228, 8220.195)(325.20673, 1667.47)(326.2119, 4022.57)(311.20975, 3785.615)
neoabietic acid 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 195487 203768 1 1 1 1 4.82 (284.21228, 8220.195)(311.20975, 3785.615)
chanoclavine-I 1 1 1 1 1 1 195163 193814 175403 191590 1 1 1 1 1 1 1 1 131700 139921 1 1 1 1 1.88 (257.96518, 2728.976)(262.18494, 3744.8677)(240.16176, 7015.357)(241.15297, 1050.4366)(278.20422, 5284.45)(259.19342, 8941.44)(262.14682, 2082.9036)
6-deoxoteasterone 1448263 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 2505137 1 1 1 1 11.92 (440.35345, 633083.6)(441.3568, 128814.89)(442.3588, 24845.39)(443.3617, 2667.7751)
palmitoleate 247499 439455 614041 447278 445602 618335 877187 848599 841948 814423 733399 536892 479951 851492 703760 1011159 641797 1 500745 818216 96859 1 341512 1 2.77 (254.88744, 188.12334)(237.96188, 398.1375)(254.22577, 14941.761)(255.22984, 1337.02)(240.22603, 20826.416)(239.72368, 5171.847)(274.25983, 11726.555)(256.2454, 10501.62)(278.346, 62507.61)(279.64407, 21290.422)(280.88837, 5314.1567)(262.20523, 16801.357)
dihydrosorgoleone 564116 362154 898369 478612 972275 2167887 1022308 1042052 423284 532026 1519271 3509532 6058526 306985 1 1 947276 369840 1 985354 4934562 1 1 1 31.49 (349.21616, 21734.85)(350.21838, 8877.586)
18-hydroxyrenierapurpurin 2160655 1589790 4627597 2011825 1673493 1655281 3483512 3267596 3874577 4089207 2595642 4256817 2416750 3600418 2394093 3611274 3795200 2297385 228261 232631 2345036 1636477 2003241 1 22.04 (527.364, 12878.14)(528.3613, 60456.055)(529.36426, 13839.355)(530.36615, 2317.9502)(546.3862, 104963.09)(547.38916, 28399.16)(528.37354, 35224.008)(529.37695, 9845.316)(563.40283, 8000.439)(544.394, 5826.7617)(571.3763, 3882.8853)(572.37366, 10885.395)(573.3771, 1378.895)(550.6843, 1580.6805)(554.3605, 17025.516)(555.36365, 3244.74)
linoleate 2651054 992219 537741 954588 836244 555282 241953 236939 334910 318233 1 413387 969755 451043 450993 235179 570385 513074 1002435 1339586 1 412907 1177269 1 20.84 (266.2352, 239.79)(265.99286, 5451.157)(299.79965, 382680.56)(301.14398, 1466790.4)(301.2779, 315635.38)(279.63803, 13575.87)(281.26178, 16596.629)(282.2642, 19290.475)(302.22305, 13723.101)(303.22723, 2089.975)
germacra-1(10),4,11(13)-trien-12-al 1535481 2045627 1317402 1332143 1356229 1395335 4260361 4346109 1830362 1 1 1 1 1 1 1 1 1 213606 203294 1 1 1 1 3.77 (222.18414, 13334.915)(223.18762, 821.0151)(236.20195, 30101.312)(237.20633, 2227.7568)(221.1971, 448.59)
ient/i-kaur-16-en-19-oate 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 195487 203768 1 1 1 1 4.82 (284.21228, 8220.195)(311.20975, 3785.615)
7-methylthioheptanaldoxime 1 171982 1 1 1 1 249117 255386 204031 200312 1 1 1 1 1 1 1 1 597557 600325 1 1 1 1 1.83 (158.09932, 655.87714)(193.13643, 13051.396)(194.14542, 697.8779)
2-methoxy-6-iall trans/i-nonaprenyl-2-methoxy-1,4-benzoquinol 104415 1 100419 99233 104891 100278 1 1 100529 1 111682 117018 1 1 102537 1 1 1 109023 112376 1 102428 109963 1 16.80 (734.6058, 5439.615)(735.60876, 892.17474)
iall-trans/i-4,4'-diapolycopene 589938 312015 418524 343522 363331 488025 460809 301920 469757 1 163486 309352 179321 219657 277618 332111 329043 601939 155194 211277 615632 399603 507202 1 26.77 (401.48645, 1971.0884)(402.82532, 14176.269)(404.32703, 9731.304)(405.329, 854.1067)(402.26633, 4056.5317)(403.3261, 18945.701)(404.3332, 13995.079)(405.3286, 812.38995)(418.34375, 9231.561)(429.3286, 501.90802)
13-hydroxylupanine 1333616 1775630 160829 176562 735842 746335 2751632 2831254 1549389 1521328 134097 303965 1 1 1 1 1 1 96198 116890 1 1 1 1 1.84 (266.05173, 16984.97)(269.20358, 9174.633)(270.20807, 408.21)(250.1897, 8401.46)(266.20166, 84528.55)(267.2083, 20975.482)(248.76137, 35882.87)(249.18855, 6259.8237)(250.18689, 9713.375)(286.2301, 1493.54)(291.76248, 22042.48)(292.6934, 4681.407)(293.19104, 13339.48)(274.18295, 1045.8966)
(6S)-hydroxyhyoscyamine 1 1 1 1 1 1 311777 302246 434321 398673 1 1 1 1 1 1 1 1 252943 208904 1 1 1 1 1.90 (306.17206, 3716.2573)(307.7828, 13700.928)(308.18555, 2178.495)(293.17908, 1155.8634)(326.45734, 7684.61)(327.2106, 1740.32)(311.2096, 82776.695)
germacra-1(10),4,11(13)-trien-12-ol 376161 664274 975377 375745 498851 1 845053 1030981 608847 1182221 1 1 1 1 1 1 1 276633 1 777537 1 1 1 1 8.39 (222.1871, 708.46)(203.77788, 802.064)(206.18584, 61407.645)(207.18964, 7772.773)(224.19888, 12262.637)(239.67523, 15851.104)(240.93921, 15734.737)(220.20528, 30220.107)(221.20555, 849.13)(227.16791, 2446.275)
stigmasterol 3-O-&beta;-D-glucoside 1 1 1 1 343749 350812 1 1 1 1 1 1 1 1 1 1 1 1 111933 106618 1 1 1 1 15.30 (574.4265, 5955.215)(575.4294, 392.12)(556.4144, 15743.77)(557.41797, 3663.48)(600.42395, 1064.93)
(iE/i)-2-methylpropanal-oxime 1 178438 1 1 1 1 257426 254291 148516 103814 1 1 1 1 1 1 1 1 1 159778 1 1 1 1 1.57 (110.05673, 12301.317)(111.05929, 824.49835)(112.05495, 1104.805)
2'-iO/i-methyl-rhamnosyl tetracyclic spinosyn pseudoaglycone 884806 1473138 627188 622714 472912 490519 675373 697207 1638694 1718671 1 282056 199825 379189 194315 390104 310040 295731 490700 503500 1 1 164604 1 9.98 (562.3169, 23586.646)(563.3199, 4593.96)(564.32275, 945.60333)(545.8081, 874.705)(564.3268, 32309.94)(565.3299, 8801.279)(566.3334, 781.91504)(582.302, 6001.7495)(584.4248, 3159.3594)(585.9905, 3380.3025)(586.3687, 2813.24)(587.4318, 3249.3381)(590.4219, 2224.083)(591.3262, 3699.04)
(+)-heliannuol D 1 1 1 1 1 1 1 1 252045 268870 1 1 1 1 1 1 1 1 459262 490272 1 1 1 1 10.30 (251.16528, 17322.703)(252.1714, 658.705)(237.1684, 2773.29)
thebaine 1 1 1 1 1 1 127142 134904 92102 94244 1 1 1 1 1 1 1 1 212498 225117 1 1 1 1 1.81 (294.15005, 8817.385)(295.14636, 7197.864)(315.1752, 387.35)(319.81378, 5363.825)(321.1487, 15370.83)
N-isopropylformamide 1 178438 1 1 1 1 257426 254291 148516 103814 1 1 1 1 1 1 1 1 1 159778 1 1 1 1 1.57 (110.05673, 12301.317)(111.05929, 824.49835)(112.05495, 1104.805)
7-hydroxy-2',4',5'-trimethoxyisoflavone 113493 139001 1 1 1 1 133889 131278 121247 1 1 1 1 85971 1 1 1 1 137437 141683 1 1 1 1 1.66 (346.12558, 9080.396)(331.12796, 4172.245)(332.12726, 2722.6199)(335.08252, 1020.785)(337.0817, 571.66504)
4-(5,5-dimethylcyclohex-1-en-1-yl)cyclohex-1-ene-1-carbaldehyde 1535481 2045627 1317402 1332143 1356229 1395335 4260361 4346109 1830362 1 1 1 1 1 1 1 1 1 213606 203294 1 1 1 1 3.77 (222.18414, 13334.915)(223.18762, 821.0151)(236.20195, 30101.312)(237.20633, 2227.7568)(221.1971, 448.59)
taxa-4(20),11-dien-5-&alpha;-yl acetate 1 1 1 1 1 1 1 1 102910 1 1 1 170877 313308 1 1 1 1 97427 100049 1 1 1 1 13.47 (349.04663, 11047.507)(332.88824, 39129.53)(335.2899, 17207.41)(335.2379, 22322.469)
gibberellin Asub24/sub 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 133675 130164 1 1 1 1 1.92 (345.1727, 7628.915)(365.7008, 466180.53)(366.7045, 134523.84)(367.2066, 168133.9)(344.18317, 2710.355)
13-desoxypaxilline 1 1 1 1 1 1 401567 396086 192143 192911 1 1 1 1 1 1 1 1 1 107240 1 1 1 1 11.71 (401.24026, 72512.445)(402.2438, 12351.996)(403.24396, 2600.9749)(421.94202, 349.2667)(424.2283, 604.665)
carlactone 511288 654478 239358 248389 1 1 787842 796895 430179 444969 1 1 1 1 1 1 1 1 145048 145456 1 1 1 1 4.44 (287.1923, 9168.154)(288.19586, 3606.855)(325.1773, 16466.02)(326.18082, 1970.1416)
6-deoxotyphasterol 1448263 1 1 1583753 212543 1 1 1 1 1181367 1 1 1 1 1 1 374328 463319 1 2505137 1 1 1 1 21.65 (440.39346, 9338.196)(441.3951, 8569.57)(457.41943, 4282.7563)(437.9096, 1439.545)(438.4153, 40.19)(457.36237, 4301.6006)(439.7504, 256379.84)(441.3568, 128814.89)(442.3588, 24845.39)(443.3617, 2667.7751)
3-undecyl-2-hydroxyl-1,4-naphthoquinone 311130 187866 895762 412979 1018103 3584024 1196899 1053563 1 1077721 1519271 3509532 6058526 306985 1 1 947276 370690 210645 566548 4934562 1 286354 1 28.81 (326.2283, 3128.71)(308.2156, 10782.535)(349.21613, 21779.436)(350.21848, 8898.222)(334.2088, 1483.33)
10-deacetylbaccatin III 1 1 1 1 1 1 313031 302826 1 1 1 1 1 1 1 1 1 1 129692 126719 1 1 1 1 1.81 (563.2678, 1857.235)(544.25275, 7036.782)
isopimaric acid 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 195487 203768 1 1 1 1 4.82 (284.21228, 8220.195)(311.20975, 3785.615)
decylglucoside 616706 860401 450900 456563 610035 573293 1808279 1876942 1177963 1233649 1 279079 771286 1245524 537671 783152 1010209 1012320 2230661 2236340 397760 401184 896972 1 1.85 (323.3382, 3855.7578)(324.231, 6222.08)(305.2174, 7029.3496)(306.2225, 913.0325)(324.2377, 3150.4858)(305.21814, 18079.646)(306.22235, 1981.958)(339.259, 5324.8096)(323.2494, 366.91)(343.21387, 13871.567)(344.21774, 1034.3783)(325.1987, 56538.55)(326.2026, 6693.264)(327.21057, 1400.6699)
1,2-di-iS/i-octyl-1,2-dimercapto-3-propanol 1 119919 216463 225661 213150 220736 153115 146148 104037 105096 1 138080 1 1 1 1 1 1 114457 103809 157517 163892 1 1 6.31 (352.5508, 14300.315)(353.2543, 4019.3)(334.24078, 814.365)(353.25516, 4679.48)(354.75684, 431.325)(337.2434, 1033.3479)(366.28662, 7464.6587)(367.28607, 1328.9486)(348.27472, 1490.36)(349.2868, 349.23)(355.5171, 513.82)
13-apo-&beta;-carotenone 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 48316 1 172783 168225 1 1 1 1 11.88 (242.86601, 2978.97)(259.2055, 7482.4297)(261.5663, 3819.117)(285.19666, 5192.795)(266.18573, 2652.625)(268.19736, 41808.145)
(S)-norcoclaurine 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 101287 178497 1 1 1 1 1.91 (290.1627, 261.21)(276.16544, 45071.113)(277.10455, 12779.26)
S-8-methylthiooctylhydroximoyl-L-cysteine 1 1 194473 1 127516 130795 1 1 1 1 1 1 1 1 1 1 1 1 306654 331912 1 1 1 1 1.94 (309.13046, 10210.477)(326.16034, 561.46)(319.09625, 666.305)
4-coumaroylhexanoylmethane 1 1 1 1 1 197480 1 298912 1 1 1 1 1 99956 1 1 1 1 176710 185598 1 1 1 1 2.08 (262.14648, 1184.425)(263.151, 1566.825)(263.1514, 2523.82)(243.13945, 8732.91)(279.17593, 4803.863)(260.41373, 3670.1074)(287.1421, 385.04)
kauralexin A2 1 1 1 1 1 1 234612 234078 229337 221834 1 1 124674 227107 1 103780 353627 356920 1087489 1114518 1 1 311379 1 1.93 (320.2103, 346.4)(353.7449, 338.31)(332.22305, 15445.96)(333.21704, 4106.565)(334.2268, 470.78003)
demecolcine 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 101869 106616 1 1 1 1 1.82 (377.2036, 4558.77)(355.1774, 6273.555)(392.21774, 2124.565)(395.2306, 77900.086)(381.1754, 705459.44)(382.17874, 89745.766)
gibberellin Asub14/sub-aldehyde 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 117116 126253 1 1 1 1 1.80 (331.18787, 940.105)(333.21783, 13269.82)(334.2268, 803.095)(354.18256, 7141.245)
dehydroabietadiene 1.90E+07 530745 3.88E+07 3.04E+07 3.14E+07 1.09E+07 3.04E+07 2454640 1 2.63E+07 363922 1 5676875 2189307 1 2089463 1 1 763503 5994134 1.77E+07 2.02E+07 1.11E+07 1 17.59 (272.9118, 14208.875)(272.68323, 15401.809)(273.24774, 45660.953)(288.27087, 104326.53)(297.23862, 1621.1198)(298.23917, 837.6584)
9-demethylmunduserone 113493 139001 1 1 1 1 133889 131278 121247 1 1 1 1 85971 1 1 1 1 137437 141683 1 1 1 1 1.66 (346.12558, 9080.396)(331.12796, 4172.245)(332.12726, 2722.6199)(335.08252, 1020.785)(337.0817, 571.66504)
gramine 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 146001 155057 1 1 1 1 1.87 (175.12164, 8266.385)(196.16336, 3678.815)(202.1274, 20543.66)
2,4-diamino-6-methyl-5,3'-(3-nitrophenoxy)prop-1'-yloxypyrimidine 1 1 1 1 1 1 203770 1 1 1 1 1 1 1 1 1 1 1 201568 140693 1 1 1 1 1.87 (321.14676, 18293.229)(322.1477, 480.48)(325.1615, 722.56)(323.1685, 53661.23)
1D-imyo/i-inositol 1,5-bis(diphosphate) 2,3,4,6-tetrakisphosphate 1 1 1 113579 141708 161061 121803 148442 170388 144489 169624 181064 171382 170604 165123 158692 1 1 150053 109770 1 151722 156360 1 16.59 (824.73346, 8844.709)(825.7366, 3512.737)
pamidronate 1 1 1 429407 652178 683252 92051 89438 1 1 1 1 1 1 1 1 90606 1 100955 104181 117398 1 1 1 1.60 (237.00146, 1174.3)(216.31819, 1215.7401)(238.0071, 1335.565)(216.98866, 2024.4844)(256.0325, 498.86)(256.9818, 15467.066)(257.98404, 1037.4266)(241.97986, 771.635)
atropine 1 1 1 1 1 1 1 1 1 291187 1 1 1 1 1 1 1 1 430564 441863 1 1 1 1 3.39 (291.1872, 195.16)(273.17383, 11181.797)(312.2186, 191.14)
heliocide B1 1 1 1 1 1 1 259099 264748 214078 260553 1 1 1 1 1 1 1 1 120833 121944 1 1 1 1 1.88 (424.22208, 1397.985)(429.23892, 12870.074)(406.2115, 1408.2479)(407.2143, 2781.346)(406.2131, 767.17)(441.25455, 1531.7961)(447.20755, 1558.3251)(449.22192, 15982.609)(450.2247, 1386.02)
heliocide B2 1 1 1 1 1 1 259099 264748 214078 260553 1 1 1 1 1 1 1 1 120833 121944 1 1 1 1 1.88 (424.22208, 1397.985)(429.23892, 12870.074)(406.2115, 1408.2479)(407.2143, 2781.346)(406.2131, 767.17)(441.25455, 1531.7961)(447.20755, 1558.3251)(449.22192, 15982.609)(450.2247, 1386.02)
kauralexin B1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 195487 203768 1 1 1 1 4.82 (284.21228, 8220.195)(311.20975, 3785.615)
heliocide B3 1 1 1 1 1 1 259099 264748 214078 260553 1 1 1 1 1 1 1 1 120833 121944 1 1 1 1 1.88 (424.22208, 1397.985)(429.23892, 12870.074)(406.2115, 1408.2479)(407.2143, 2781.346)(406.2131, 767.17)(441.25455, 1531.7961)(447.20755, 1558.3251)(449.22192, 15982.609)(450.2247, 1386.02)
heliocide B4 1 1 1 1 1 1 259099 264748 214078 260553 1 1 1 1 1 1 1 1 120833 121944 1 1 1 1 1.88 (424.22208, 1397.985)(429.23892, 12870.074)(406.2115, 1408.2479)(407.2143, 2781.346)(406.2131, 767.17)(441.25455, 1531.7961)(447.20755, 1558.3251)(449.22192, 15982.609)(450.2247, 1386.02)
EHNA 1 116381 110668 136923 1 1 1 1 1 110539 1 1 1 1 1 106191 1 102871 111907 1 106683 100986 1 1 23.15 (277.18756, 6658.7656)(279.2042, 5421.8076)(281.22, 46680.598)(282.22458, 8514.178)
ecdysone 22-phosphate 1 1 1 1 1 1 120277 156900 1 109872 1 1 1 1 1 1 1 1 120163 1 1 1 1 1 10.28 (560.30237, 553.07495)(543.28656, 11519.145)(544.29376, 2794.62)
kanamycin B 272746 350842 115946 137341 109404 110033 536049 96111 254746 265240 1 160191 101942 224824 1 1 1 1 94694 1 1 1 1 1 11.71 (488.7957, 6672.8174)(471.08755, 3396.903)(489.63647, 8520.728)(491.16293, 1613.2657)(471.29025, 4867.5366)(488.3121, 3534.694)(515.2862, 4929.69)(497.2792, 759.84)
L-tyrosine 1 1 1 1 1 1 1 1 1 360226 484803 411712 1 1 200665 244581 1 197169 157596 1 1 1 1 1 1.68 (181.0737, 684.83)(164.78197, 5454.7334)(166.07143, 6858.9297)(186.08981, 281.5025)(164.07224, 19267.254)(201.11037, 1733.66)(203.11998, 45633.1)(185.10817, 334.41)
coumarin 1 1 1 172622 1 1 1 1 1 360226 484803 388074 1 1 200665 244581 1 197169 157596 1 1 1 1 1 1.67 (148.04137, 3749.2576)(150.05188, 945.9812)(164.07224, 20440.152)(165.0692, 3801.27)
1-18:2-2-16:3-monogalactosyldiacylglycerol 222044 206914 202489 197335 1 1 1 1 1 1 1 1 1 1 1 193259 1 216594 200682 1 1 194582 196693 1 29.96 (755.5266, 5607.613)(766.5435, 9531.991)
1-18:3-2-16:2-monogalactosyldiacylglycerol 222044 206914 202489 197335 1 1 1 1 1 1 1 1 1 1 1 193259 1 216594 200682 1 1 194582 196693 1 29.96 (755.5266, 5607.613)(766.5435, 9531.991)
L-ithreo/i-3-phenylserine 1 1 1 1 1 1 1 1 1 360226 484803 411712 1 1 200665 244581 1 197169 157596 1 1 1 1 1 1.68 (181.0737, 684.83)(164.78197, 5454.7334)(166.07143, 6858.9297)(186.08981, 281.5025)(164.07224, 19267.254)(201.11037, 1733.66)(203.11998, 45633.1)(185.10817, 334.41)
indole-3-acetyl-alanine 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 169030 1 1 1 1 1 2.11 (231.0983, 380.43)(263.1287, 20100.74)
3-geranyl-4-hydroxybenzoate 1 1 1 1 149032 150492 235746 257218 1 291187 1 165973 1 1 1 1 1 1 430564 1 427526 387496 1 1 2.54 (273.14728, 1410.318)(274.1549, 1326.88)(259.1566, 7542.7446)(260.15863, 1322.688)(261.1602, 435.98)(292.19, 3303.5898)(273.17398, 8955.23)(296.42648, 11045.295)(297.1443, 1606.7767)(279.12878, 830.395)(281.1376, 444.33)
a coumarin 1 1 1 172622 1 1 1 1 1 360226 484803 388074 1 1 200665 244581 1 197169 157596 1 1 1 1 1 1.67 (148.04137, 3749.2576)(150.05188, 945.9812)(164.07224, 20440.152)(165.0692, 3801.27)
behenate 2214404 3273054 3076729 2271806 2225650 2273422 1433413 276606 2193323 2659631 2523402 2224703 2532235 1347949 2124326 1429226 2102318 2364385 2319902 1 2233660 1671684 2198003 1 30.80 (339.32376, 10898.617)(365.2753, 17831.293)(347.26727, 32811.32)(347.3138, 29164.39)
formylaminopyrimidine 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 2.50E+07 1 1 2.98E+07 1 1 25.38 (167.09476, 3654.335)(149.08066, 4798652.0)(150.0842, 400670.94)
2'-iN/i-acetylparomamine 1 1 1 278907 1 1 1 1 1 1 1 1 1 1 1 1 1 1 942652 1 235319 1 1 1 1.79 (354.1951, 3341.87)(369.2026, 6328.425)(368.2166, 8863.93)
&beta;-tyrosine 1 1 1 1 1 1 1 1 1 360226 484803 411712 1 1 200665 244581 1 197169 157596 1 1 1 1 1 1.68 (181.0737, 684.83)(164.78197, 5454.7334)(166.07143, 6858.9297)(186.08981, 281.5025)(164.07224, 19267.254)(201.11037, 1733.66)(203.11998, 45633.1)(185.10817, 334.41)
scalarane-17&alpha;-19-diol 145943 1 6655672 6908360 147179 4974988 4576366 4511789 427363 142623 1 152481 1 1.41E+07 134730 144125 6092109 104076 4510426 1 161029 395221 1 1 22.93 (379.94403, 6262.524)(380.3434, 7982.7603)(360.20013, 22787.953)(379.35022, 172.585)(399.76996, 2409.6138)(404.05026, 459.74854)(383.31924, 17568.172)(386.33176, 5806.065)
1-oleoyl-2-lyso-glycerone phosphate 141325 1 182467 139157 126774 203527 1 138237 1 490453 1 141044 207309 166141 255911 310161 137578 199340 275671 1 116425 111486 1 1 1.77 (437.2422, 1758.8033)(414.21088, 367.195)(437.24146, 997.53)(420.23364, 4329.2744)(455.22162, 16407.936)(456.2251, 3043.18)(457.2216, 343.82)(437.20676, 6714.6084)(438.2101, 1145.37)(439.2019, 1125.01)
lupanine 244079 323121 174823 167820 1 1 434938 469570 426820 436836 1 1 1 1 1 1 1 1 1 1 1 1 1 1 4.12 (249.1994, 44509.184)(250.20374, 10953.028)(236.20216, 20417.969)(250.2019, 14528.811)(251.2045, 219.06)(236.95604, 5700.1377)(272.24396, 8735.182)(253.2281, 7764.86)(275.191, 3235.16)
norspermidine 1 1368644 1 1 1 625264 1 1704322 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 7.10 (139.17676, 137.0)(157.15596, 299679.06)(158.1601, 3212.69)
cinchoninone 1 1 1 1 1 1 462633 461944 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 2.61 (275.15393, 7380.9053)(297.19235, 940.675)
9,10-12,13-diepoxyoctadecanoate 1 1 1 1 1 1 1 117168 389950 410405 1 1 1 1 1 1 1 1 1 1 1 1 1 1 9.00 (294.2178, 1302.7)(312.23074, 13445.964)(313.23355, 1697.685)(312.2512, 648.62)
(9iR/i)-HPODE 1 1 1 1 1 1 1 117168 389950 410405 1 1 1 1 1 1 1 1 1 1 1 1 1 1 9.00 (294.2178, 1302.7)(312.23074, 13445.964)(313.23355, 1697.685)(312.2512, 648.62)
iN/i,iN/i'-dimethyl-ip/i-phenylenediamine 1 1 1 1 1 1 103254 119176 1 1 1 1 1 1 1 111189 1 1 1 1 1 1 1 1 18.46 (156.1397, 390.68)(159.0882, 7736.2466)(160.08264, 4096.6035)
octylglucoside 1 130137 1 1 1 1 190826 169056 240458 249593 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.92 (292.86005, 7591.9067)(274.1759, 2820.53)(293.19516, 7674.8066)(294.1993, 2590.44)(279.1989, 329.88)(310.2185, 8331.13)(295.55692, 451.48666)(316.78314, 1834.7058)(318.68677, 14227.572)(319.5215, 16096.32)(320.1909, 3338.59)
cannabigerolate 1 1 1 1 1 1 123352 134268 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 6.45 (377.25665, 3139.335)(359.2424, 2558.1802)(382.217, 2587.91)(364.19855, 2342.79)
testosterone 1 1 1 1 1 1 1 280161 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 7.86 (270.1956, 10335.54)(271.2021, 231.06)
9,10-epoxy-10,12Z,15Z-octadecatrienoate 193818 256512 1 1 1 1 292059 241353 1 131467 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.90 (291.1966, 23469.715)(292.19998, 2686.5923)(273.18777, 8344.012)(274.18353, 970.53)(295.2116, 16106.31)(296.21494, 5024.4033)(278.2036, 4400.858)(295.23364, 1296.03)(318.1944, 314.57)
&alpha;-ketol 1 1 1 1 1 1 1 117168 389950 410405 1 1 1 1 1 1 1 1 1 1 1 1 1 1 9.00 (294.2178, 1302.7)(312.23074, 13445.964)(313.23355, 1697.685)(312.2512, 648.62)
vellosimine 1 1 1 1 1 1 462633 461944 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 2.61 (275.15393, 7380.9053)(297.19235, 940.675)
6-aminohexanoate 1 1 1 1 1 1 236147 219088 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 14.60 (137.114, 46605.715)(150.13144, 10660.994)(151.133, 286.95)(131.11871, 15665.895)
L-leucine 1 1 1 1 1 1 236147 219088 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 14.60 (137.114, 46605.715)(150.13144, 10660.994)(151.133, 286.95)(131.11871, 15665.895)
ubiquinol-i9/i 2452914 2751654 2650608 3491254 3598986 1 3985553 4128574 4008918 2068825 2106815 1 1 1 1 1 1 1 1 1 1 1 1 1 27.71 (797.6634, 13164.104)(798.66724, 5509.189)(799.67676, 775.79285)
7,8-dihydrobiopterin 1 233063 1 1 1 1 295013 442488 189109 204112 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.66 (222.0949, 60388.332)(222.09575, 61623.83)(265.10138, 10154.785)(245.08469, 2973.27)
sinapate 1 90436 1 1 1 1 87457 87663 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.67 (223.0592, 5949.857)(209.06744, 1276.34)
Ip/I-cymene 1 1 1 1 1 1 1 481674 1 1 237189 1 1 1 1 1 1 1 1 1 1 1 1 1 31.06 (138.12625, 4370.88)(152.1448, 12012.405)
lignocerate 244628 1 282955 219147 1 1 155760 243413 300944 356141 1 368364 251453 325532 295256 260865 185919 129463 1 1 268589 1 1 1 19.78 (367.35843, 12523.8)(368.3602, 574.68774)(353.35718, 13620.945)(368.3636, 10431.635)(350.3589, 484.62)(391.35175, 587.175)
1-16:0-2-18:2-digalactosyldiacylglycerol 1 122809 215518 154649 1 1 93336 139591 110910 120105 1 322418 1 130725 1 1 185804 1 1 1 1 1 1 1 23.15 (898.61053, 11250.783)(899.61365, 5486.344)(900.6169, 1095.6963)(942.62244, 1955.7031)(943.6255, 782.93335)(924.6107, 487.74)
12-oxo-cis-10,15-phytodienoate 193818 256512 1 1 1 1 292059 241353 1 131467 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.90 (291.1966, 23469.715)(292.19998, 2686.5923)(273.18777, 8344.012)(274.18353, 970.53)(295.2116, 16106.31)(296.21494, 5024.4033)(278.2036, 4400.858)(295.23364, 1296.03)(318.1944, 314.57)
12,13(S)-epoxylinolenate 193818 256512 1 1 1 1 292059 241353 1 131467 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.90 (291.1966, 23469.715)(292.19998, 2686.5923)(273.18777, 8344.012)(274.18353, 970.53)(295.2116, 16106.31)(296.21494, 5024.4033)(278.2036, 4400.858)(295.23364, 1296.03)(318.1944, 314.57)
dihydrozeatin-9-iN/i-glucoside-iO/i-glucoside 1 1 1 1 1 1 111672 137039 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.82 (563.2676, 1469.1799)(545.25323, 7832.1953)
L-ethionine 372644 418108 1 1 545641 458106 1 304261 355455 104617 106307 180608 1 187964 321153 1 419868 366264 1 1 1 1 397871 1 1.60 (167.06784, 4651.691)(164.07243, 25891.438)(165.07016, 2756.665)(185.0975, 1632.99)
10-deacetyl-2-debenzoylbaccatin III 1 1 1 1 1 1 265581 260271 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 5.40 (458.2411, 12100.355)(459.24326, 824.185)
2',3',4'-iO/i-methyl-rhamnosyl tetracyclic spinosyn pseudoaglycone 1 166321 1 1 1 1 328052 338294 183489 204554 1 1 1 1 1 1 1 1 1 1 1 1 1 1 10.22 (596.3735, 1731.4451)(597.376, 1041.59)(608.3755, 11090.812)(609.3782, 2842.294)(610.3699, 412.96)
L-norleucine 1 1 1 1 1 1 236147 219088 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 14.60 (137.114, 46605.715)(150.13144, 10660.994)(151.133, 286.95)(131.11871, 15665.895)
16-alpha-hydroxygypsogenate-28-beta-D-glucoside 1 1 1 1 1 1 147814 148508 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 14.05 (665.38965, 7529.6553)(666.38776, 35631.58)(667.39075, 11154.5)(668.3975, 2164.0698)(670.3955, 2447.2349)(647.3767, 1386.99)(648.37537, 10462.0)(649.3788, 3052.295)(692.3877, 2924.6802)
cycloheximide 1 1 1 1 1 1 113102 147277 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 6.44 (299.19745, 1451.5901)(281.1833, 7723.885)
L-isoleucine 1 1 1 1 1 1 236147 219088 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 14.60 (137.114, 46605.715)(150.13144, 10660.994)(151.133, 286.95)(131.11871, 15665.895)
(9iS/i)-HPODE 1 1 1 1 1 1 1 117168 389950 410405 1 1 1 1 1 1 1 1 1 1 1 1 1 1 9.00 (294.2178, 1302.7)(312.23074, 13445.964)(313.23355, 1697.685)(312.2512, 648.62)
progesterone 1 1 1 1 1 1 336684 331700 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 6.48 (314.2252, 15211.234)(315.22986, 2219.54)
dehydroepiandrosterone 1 1 1 1 1 1 1 280161 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 7.86 (270.1956, 10335.54)(271.2021, 231.06)
5&alpha;-androstane-3,17-dione 1 1 1 1 1 1 1 280161 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 7.86 (270.1956, 10335.54)(271.2021, 231.06)
ethyl-(2R)-methyl-(3S)-hydroxybutanoate 1 1 1 1 1 1 1 117086 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.58 (129.0912, 7473.55)(130.0912, 988.93)
spinosyn tricyclic macrolactone 332879 506843 1 1 192019 199694 160582 380249 172998 187828 1 1 1 1 1 160448 1 1 1 1 1 1 1 1 14.93 (387.24133, 3729.735)(402.2438, 19763.129)(403.24445, 4324.465)(421.28198, 1285.03)(423.278, 360.16)(402.26166, 13168.308)(403.26498, 1615.8499)
cycloheptadienyl 1 98768 1 1 1 1 1 94652 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.66 (222.0533, 499.45502)(223.0592, 5805.785)
1,2-dioctanoyl-1-amino-2,3-propanediol 1 117131 1 1 1 1 212580 189110 1 1 1 121971 112147 1 1 1 1 1 1 1 1 1 1 1 10.67 (325.26447, 18635.305)(326.2667, 2002.2051)(361.30423, 26705.088)(345.0998, 10215.773)(346.30453, 57896.734)(347.3113, 13817.724)
isopentenyladenine-7-iN/i-glucoside 1 1 1 1 1 1 245066 246156 135344 156651 1 1 1 1 1 1 1 1 1 1 1 1 1 1 6.44 (383.20868, 10890.494)(384.2144, 346.68)(365.19547, 10338.8)(366.2013, 797.56)
4-pregnen-20,21-diol-3-one 1 1 1 1 1 1 336684 331700 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 6.48 (334.2389, 180691.62)(335.2424, 27521.031)(336.24298, 4280.6104)(314.2252, 15211.234)(315.22986, 2219.54)(360.23804, 25408.645)
6-decylubiquinone 1 1 1 1 1 1 175202 180949 307980 325921 1 1 1 1 1 1 1 1 1 1 1 1 1 1 6.56 (325.22717, 4317.835)(307.2162, 710.8)(340.24808, 12718.088)(341.25134, 1733.9149)
(12Z,15Z)-9,10-dihydroxyoctadeca-12,15-dienoate 1 1 1 1 1 1 1 117168 389950 410405 1 1 1 1 1 1 1 1 1 1 1 1 1 1 9.00 (294.2178, 1302.7)(312.23074, 13445.964)(313.23355, 1697.685)(312.2512, 648.62)
17-oxosparteine 244079 323121 174823 167820 1 1 434938 469570 426820 436836 1 1 1 1 1 1 1 1 1 1 1 1 1 1 4.12 (249.1994, 44509.184)(250.20374, 10953.028)(236.20216, 20417.969)(250.2019, 14528.811)(251.2045, 219.06)(236.95604, 5700.1377)(272.24396, 8735.182)(253.2281, 7764.86)(275.191, 3235.16)
1-18:2-2-16:0-digalactosyldiacylglycerol 1 122809 215518 154649 1 1 93336 139591 110910 120105 1 322418 1 130725 1 1 185804 1 1 1 1 1 1 1 23.15 (898.61053, 11250.783)(899.61365, 5486.344)(900.6169, 1095.6963)(942.62244, 1955.7031)(943.6255, 782.93335)(924.6107, 487.74)
quinidinone 1 1 1 1 1 1 155836 310540 1 1 1 1 169177 1 1 117710 1 176724 1 1 1 125276 1 1 3.37 (308.16458, 31575.422)(323.98102, 72376.86)(306.17163, 1953.3999)(340.70383, 15612.208)(342.20627, 3823.2832)(324.53128, 32493.166)(326.2022, 5113.5825)(327.2097, 943.73)
3-iO/i-&beta;-D-glucosyl-&beta;-sitosterol 108428 247791 1 1 1 1 239958 260043 1 109002 1 1 1 1 1 1 1 1 1 1 1 1 1 1 5.49 (600.43616, 9290.009)(601.43933, 1579.3081)
(9Z,12Z)-15,16-dihydroxyoctadeca-9,12-dienoate 1 1 1 1 1 1 1 117168 389950 410405 1 1 1 1 1 1 1 1 1 1 1 1 1 1 9.00 (294.2178, 1302.7)(312.23074, 13445.964)(313.23355, 1697.685)(312.2512, 648.62)
zealexin A1 1 1 1 1 1 1 336747 355311 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 14.05 (233.1542, 17636.66)(234.15884, 1645.885)
cannabinerolate 1 1 1 1 1 1 123352 134268 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 6.45 (377.25665, 3139.335)(359.2424, 2558.1802)(382.217, 2587.91)(364.19855, 2342.79)
3,6-dihydronicotine 181114 212928 1 1 124382 127130 331365 332792 253080 272426 1 134476 1 1 1 1 1 1 1 1 1 1 1 1 4.97 (166.14664, 9401.175)(167.1486, 304.56)(184.17766, 20524.938)
1-18:0-2-18:3-phosphatidylethanolamine 1 1 136288 170411 1 1 1 91687 94640 108007 1 120475 1 1 1 1 1 1 1 1 1 102572 1 1 23.15 (741.53424, 2725.013)(742.5375, 402.66)(723.5254, 3620.1245)(724.5305, 1070.3983)(727.5283, 1876.06)
8-methylthiooctanaldoxime 1 1 1 1 1 1 166365 252564 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.94 (173.1041, 436.25)(208.6536, 5154.32)(209.1525, 6252.3)(189.13974, 38022.227)(190.143, 1045.93)
tetcyclacis 1 1 1 1 1 1 1 92501 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.66 (275.0763, 6030.79)(300.0729, 510.71)
heptanal 1 1 1 1 1 1 245524 264209 144285 138386 1 1 1 1 1 1 1 1 1 1 1 1 1 1 6.35 (114.104744, 8125.463)(135.14508, 5373.615)(137.1506, 1069.26)(123.0954, 9456.925)
(13iS/i)-HPODE 1 1 1 1 1 1 1 117168 389950 410405 1 1 1 1 1 1 1 1 1 1 1 1 1 1 9.00 (294.2178, 1302.7)(312.23074, 13445.964)(313.23355, 1697.685)(312.2512, 648.62)
colnelenate 193818 256512 1 1 1 1 292059 241353 1 131467 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.90 (291.1966, 23469.715)(292.19998, 2686.5923)(273.18777, 8344.012)(274.18353, 970.53)(295.2116, 16106.31)(296.21494, 5024.4033)(278.2036, 4400.858)(295.23364, 1296.03)(318.1944, 314.57)
&beta;-solanine 1 1 1 1 1 1 130027 131080 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 10.34 (703.4227, 1079.255)(722.45526, 625.34503)(704.42914, 5954.71)(705.4342, 1292.54)
2-deoxystreptamine 1 1 1 1 1 1 148236 156776 1 1 1 1 1 1 1 1 264830 263451 1 1 1 1 1 1 19.79 (148.11745, 639.68)(184.1543, 7280.1377)(185.15515, 19565.781)(164.13884, 11236.57)
L-ierythro/i-7,8-dihydrobiopterin 1 233063 1 1 1 1 295013 442488 189109 204112 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.66 (222.0949, 60388.332)(222.09575, 61623.83)(265.10138, 10154.785)(245.08469, 2973.27)
isopentenyladenine-9-iN/i-glucoside 1 1 1 1 1 1 245066 246156 135344 156651 1 1 1 1 1 1 1 1 1 1 1 1 1 1 6.44 (383.20868, 10890.494)(384.2144, 346.68)(365.19547, 10338.8)(366.2013, 797.56)
(7Z,10Z,13Z,16Z,19Z)-docosapentaenoate 1 1 1 1 1 1 430175 464095 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 3.73 (332.2623, 1086.155)(331.2747, 5644.395)(334.22885, 10023.811)(335.2357, 297.31)
&beta;-D-glucosyl crocetin 1 1 1 1 1 1 186911 198901 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 5.41 (473.21326, 9146.725)
bestatin 1 1 1 1 1 1 213896 230390 124411 261102 1 1 1 1 1 1 1 1 1 1 1 1 1 1 4.27 (295.18335, 1102.2034)(326.20557, 12461.558)(327.2106, 2145.1433)(309.70392, 49294.79)(309.2028, 1173.83)(335.1701, 16450.625)
10,16-dihydroxypalmitate 1 1 1 1 1 1 358789 238702 416585 417668 1 1 1 1 1 1 1 1 1 1 1 1 1 1 14.55 (270.22256, 1197.3134)(290.25525, 23841.836)(310.2141, 10252.167)(311.21603, 342.25668)
heptanoate 1024930 1450697 1 107627 850323 738892 795613 100705 196775 348161 1 124317 1 1 1 1 1 1 1 1 380463 190387 1 1 1.77 (130.87404, 3370.2964)(130.0912, 1168.74)(116.26816, 2123.88)(117.1044, 1021.89)(147.3075, 53529.434)(148.1249, 5804.089)(131.1207, 2085.57)
11-deoxycorticosterone 1 1 1 1 1 1 238174 172453 147715 132250 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.95 (332.22333, 11552.03)(315.2136, 428.16)(313.21896, 2055.6274)(336.19983, 227147.69)(340.21292, 5944.512)
&beta;-alanine betaine 1 1 1 1 1 1 236147 219088 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 14.60 (137.114, 46605.715)(150.13144, 10660.994)(151.133, 286.95)(131.11871, 15665.895)
9(iS/i)-HPOTE 176190 188955 1 1 1 1 343127 357132 370869 399967 1 1 1 1 1 1 1 1 1 1 1 1 1 1 3.49 (311.20993, 59075.453)(312.21484, 12126.998)(313.2184, 1777.79)(314.2233, 1194.22)(291.19672, 21213.143)(292.19998, 2388.5674)(311.82108, 5857.834)(295.21155, 12516.455)(296.21503, 4436.16)(309.22992, 20102.15)(310.23334, 2467.79)(333.1943, 859.62)
16-epivellosimine 1 1 1 1 1 1 462633 461944 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 2.61 (275.15393, 7380.9053)(297.19235, 940.675)
17-&alpha;-hydroxyprogesterone 1 1 1 1 1 1 238174 172453 147715 132250 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.95 (332.22333, 11552.03)(315.2136, 428.16)(313.21896, 2055.6274)(336.19983, 227147.69)(340.21292, 5944.512)
4&alpha;-carboxy-4&beta;,14&alpha;-dimethyl-9&beta;,19-cyclo-5&alpha;-ergost-24(24sup1/sup)-en-3&beta;-ol 159252 282447 238042 290518 1 1 311366 110424 1 1 1 1 1 1 1 1 1 1 1 1 1 1 116831 1 17.63 (469.36868, 770.13666)(471.3761, 3874.3367)(474.3934, 148.9)(469.39615, 692.93)(492.3507, 22814.055)(493.35553, 3771.3774)(477.3546, 6263.48)(475.34216, 1176.7251)
(9Z,15Z)-12,13-dihydroxyoctadeca-9,15-dienoate 1 1 1 1 1 1 1 117168 389950 410405 1 1 1 1 1 1 1 1 1 1 1 1 1 1 9.00 (294.2178, 1302.7)(312.23074, 13445.964)(313.23355, 1697.685)(312.2512, 648.62)
L-homomethionine 372644 418108 1 1 545641 458106 1 304261 355455 104617 106307 180608 1 187964 321153 1 419868 366264 1 1 1 1 397871 1 1.60 (167.06784, 4651.691)(164.07243, 25891.438)(165.07016, 2756.665)(185.0975, 1632.99)
&gamma;-glutamyl-L-putrescine 1783716 1616160 1 1 623662 907330 2085998 2090572 844436 891355 245341 438130 1 1 1 1 1 1 1 1 1 1 1 1 1.87 (219.15959, 20568.516)(220.1609, 553.93)(204.15414, 6154.3506)(236.18652, 30805.082)(237.1894, 3180.656)(238.18495, 4281.6)(218.1729, 14541.523)(245.15186, 818.635)
1-18:3-2-16:3-monogalactosyldiacylglycerol 1 1 1 1 1 1 968116 938906 530858 671339 1 1 1 1 1 1 1 1 1 1 1 1 1 1 12.07 (746.4895, 32758.467)(747.4928, 12932.814)(748.49554, 2516.7148)
(iS/i)-malate 1 1 1 1 1 1 125513 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.64 (136.0361, 1531.6)(136.9857, 8037.17)
fumarate 1 1 1 1 1 1 125513 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.64 (136.0361, 1531.6)(136.9857, 8037.17)
kinetin 1 1 1 1 1 1 127639 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 2.48 (216.0894, 391.07)(233.1153, 6808.76)
(Z)-2-methylbutanal oxime 1 1 1 1 1 1 248945 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 17.85 (119.1195, 231.41)(101.1062, 20569.34)
(iRS/i)-malate 1 1 1 1 1 1 125513 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.64 (136.0361, 1531.6)(136.9857, 8037.17)
taxusin 1 1 1 1 1 1 228625 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 6.53 (505.2798, 5544.91)(510.3098, 576.65)
coniferyl acetate 90582 1 1 1 1 82534 138266 1 1 141314 591912 917027 1 118851 115390 155965 1 1 1 1 1 1 1 1 1.72 (222.37709, 26418.4)(243.1338, 451.63)(222.66919, 47646.35)(223.61377, 19537.295)(224.11409, 3113.7302)(247.08173, 1056.165)
violaxanthin 160457 286228 1 1 1 1 258232 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 5.49 (600.4362, 10544.437)(601.43976, 1991.29)
homocarnosine 1 1 1 1 1 1 138266 1 1 141314 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.69 (223.1125, 71104.48)(224.11444, 5041.875)(259.1584, 609.57)(244.15424, 932.145)(267.11716, 26818.205)(268.1209, 1245.35)(249.11325, 21324.105)
maleate 1 1 1 1 1 1 125513 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.64 (136.0361, 1531.6)(136.9857, 8037.17)
androstan-3&alpha;,17&beta;-diol 139438 106999 164024 161442 152327 160786 1 1 116490 122051 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.74 (292.23926, 7398.9375)(294.8787, 15198.117)(295.82516, 4712.7856)(296.2537, 1515.77)(276.24225, 720.86255)(311.2739, 1015.36005)(292.26514, 1257.4551)(297.2204, 327.45)
(20iS/i)-ginsenoside Rh2 1 1 129931 137216 1 1 1 1 1 112883 1 114572 1 1 1 1 107718 109000 1 1 99447 1 1 1 23.15 (624.4595, 6019.77)(624.46027, 6840.6953)(611.4618, 5342.154)(624.8955, 1787.2357)(626.47614, 5580.02)(627.47943, 1187.4828)
9(iR/i)-HPOTE 1 1 1 1 1 1 1 1 370869 399967 1 1 1 1 1 1 1 1 1 1 1 1 1 1 6.67 (314.2265, 1342.9099)(309.22992, 20102.15)(310.23334, 2467.79)
11-dehydro-15-oxo spinosyn macrolactone 332879 506843 1 1 192019 199694 1 1 172998 187828 1 1 1 1 1 160448 1 1 1 1 1 1 1 1 15.85 (387.24133, 3729.735)(420.27808, 939.39)(402.26166, 13168.308)(403.26498, 1615.8499)
phytosphingosine 1-phosphate 1 1 1 1 1 1 1 1 130843 170140 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.93 (382.25885, 3841.23)(417.28998, 2021.3699)(398.2583, 2272.335)
6-gingerol 1 118046 1 1 1 1 1 1 156477 167640 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.86 (295.1835, 470.65)(297.19318, 807.245)(298.20306, 2327.495)(281.1937, 999.52997)(312.21396, 12922.897)(313.21793, 1163.32)(295.21176, 16713.674)(296.21487, 4173.07)(297.2141, 714.48)(298.2136, 4203.4)(322.18234, 160559.94)(303.17056, 526.0467)(304.1738, 8565.34)
&alpha;-naphthaleneacetamide 1 1 1 1 1 1 1 1 490683 526286 420039 823536 955997 1 394589 201347 1 334880 1 1 1 1 1 1 1.87 (186.08992, 560.6767)(203.11998, 61530.96)(204.12373, 3109.4885)(185.1075, 611.91)
&alpha;-aminooxy-&beta;-phenylpropionate 1 1 1 1 1 1 1 1 1 279217 275068 429483 136593 1 1 1 1 1 1 1 1 1 1 1 1.64 (162.05663, 17448.455)(163.05486, 1545.1001)(181.0737, 410.9)(165.0687, 9181.853)(166.07132, 6990.515)(201.1102, 2028.72)(181.09099, 2274.1274)(207.06274, 222.895)
(9Z,11E,14Z)-(13S)-hydroperoxyoctadeca-(9,11,14)-trienoate 1 1 1 1 1 1 1 1 370869 399967 1 1 1 1 1 1 1 1 1 1 1 1 1 1 6.67 (314.2265, 1342.9099)(309.22992, 20102.15)(310.23334, 2467.79)
a jasmonoyl-leucine 1 1 1 1 1 1 1 1 177659 176725 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.89 (347.20312, 414.45502)(350.2135, 3695.57)(351.2175, 79427.06)(309.2141, 40344.77)(310.2158, 5992.07)(323.20966, 12591.314)(324.2179, 386.02)(346.26068, 4902.94)(328.228, 420.41)(329.2336, 389.94)(324.2384, 5780.19)
a jasmonoyl-isoleucine 1 1 1 1 1 1 1 1 177659 176725 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.89 (347.20312, 414.45502)(350.2135, 3695.57)(351.2175, 79427.06)(309.2141, 40344.77)(310.2158, 5992.07)(323.20966, 12591.314)(324.2179, 386.02)(346.26068, 4902.94)(328.228, 420.41)(329.2336, 389.94)(324.2384, 5780.19)
13(S)-HPOTE 1 1 1 1 1 1 1 1 370869 399967 1 1 1 1 1 1 1 1 1 1 1 1 1 1 6.67 (314.2265, 1342.9099)(309.22992, 20102.15)(310.23334, 2467.79)
a 17-&alpha;-hydroxysteroid 139438 106999 164024 161442 152327 160786 1 1 116490 122051 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.74 (292.23926, 7398.9375)(294.8787, 15198.117)(295.82516, 4712.7856)(296.2537, 1515.77)(276.24225, 720.86255)(311.2739, 1015.36005)(292.26514, 1257.4551)(297.2204, 327.45)
4-hydroxycoumarin 1 1 1 1 1 1 1 1 1 279217 275068 405845 136593 1 1 1 1 1 1 1 1 1 1 1 1.65 (149.0332, 3835.9124)(168.04987, 681.34)(162.05663, 17479.553)(163.05486, 1545.1001)
umbelliferone 1 1 1 1 1 1 1 1 1 279217 275068 405845 136593 1 1 1 1 1 1 1 1 1 1 1 1.65 (149.0332, 3835.9124)(168.04987, 681.34)(162.05663, 17479.553)(163.05486, 1545.1001)
3,5-dihydroxyanisole 1 1 1 1 1 1 1 1 1 289766 1 1 1 288875 231020 328874 1 1 1 1 1 1 1 1 18.46 (143.05673, 12200.872)(141.05525, 15061.143)
5-&alpha;-androstan-3&beta;,17&beta;-diol 139438 106999 164024 161442 152327 160786 1 1 116490 122051 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.74 (292.23926, 7398.9375)(294.8787, 15198.117)(295.82516, 4712.7856)(296.2537, 1515.77)(276.24225, 720.86255)(311.2739, 1015.36005)(292.26514, 1257.4551)(297.2204, 327.45)
(6iE/i)-8-oxogeranial 131785 1 348829 324011 802390 412400 1 1 243642 245073 1 1 191613 216399 1 204712 231939 172616 1 1 1 1 1 1 1.79 (184.38435, 31319.748)(185.38374, 3294.0156)(186.12674, 2916.5151)(171.13768, 5978.191)(193.0992, 2210.8232)
4&alpha;-carboxy-5&alpha;-cholesta-8,24-dien-3&beta;-ol 154478 160875 1 100569 1 1 1 1 336229 374971 1 1 841357 1518294 1 160452 1 1 1 1 1 1 1 1 7.73 (429.9983, 30057.287)(428.3316, 8122.93)(429.3338, 2209.68)(430.3383, 342.3)(414.3334, 10295.03)(432.2963, 17051.996)(433.30524, 3330.9883)
agmatine 1 1 1 1 1 1 1 1 1 101388 1 1 1 195457 1 1 1 1 1 1 1 1 1 1 12.01 (132.135, 21778.95)(137.15025, 2729.61)(150.1703, 6931.535)(155.1285, 33670.016)(156.13416, 1717.405)
norbixin 1 1 1 1 1 1 1 1 118360 122028 1 1 1 1 1 1 1 1 1 1 1 1 1 1 6.39 (361.17963, 4084.875)(399.22162, 913.12)(382.21524, 2754.755)(401.1743, 2631.98)
pimelate 1 1 1 1 1 1 1 1 1 289766 1 1 1 288875 231020 328874 1 1 1 1 1 1 1 1 18.46 (143.05673, 12200.872)(141.05525, 15061.143)
iN/i-hydroxy-L-phenylalanine 1 1 1 1 1 1 1 1 1 279217 275068 429483 136593 1 1 1 1 1 1 1 1 1 1 1 1.64 (162.05663, 17448.455)(163.05486, 1545.1001)(181.0737, 410.9)(165.0687, 9181.853)(166.07132, 6990.515)(201.1102, 2028.72)(181.09099, 2274.1274)(207.06274, 222.895)
a 7-hydroxy-4-isopropenyl-7-methyloxepan-2-one 131785 1 348829 324011 794031 412400 1 1 243642 245073 1 1 191613 216399 1 204712 231939 172616 1 1 1 1 1 1 1.79 (187.12312, 4172.699)(184.38435, 31752.084)(185.38374, 3244.1267)(186.12674, 2982.15)(193.0992, 2226.6167)
10&beta;,14&beta;-dihydroxytaxa-4(20),11-dien-5&alpha;-yl acetate 1 1 1 1 1 1 1 1 129272 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 13.71 (344.2397, 35415.42)(345.2435, 7224.19)
4-guanidinobutyramide 99789 123460 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 13.14 (130.10254, 7980.195)(146.1163, 6451.33)(146.1353, 6418.6504)
Triton X-100 520157 1079033 1 1 1 1 1 1 1 1 1 167528 1 1 1 1 1 1 1 1 1 1 1 1 6.12 (250.19495, 35220.37)(251.2005, 6850.8447)(253.2289, 8219.563)(254.22685, 17205.51)(255.2311, 6798.1196)(256.1776, 1013.0)
13-[(iE/i)-2-methylcrotonoyl]oxylupanine 153322 168638 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.85 (330.23035, 3151.32)(368.2755, 1591.9551)(347.25635, 1787.3049)(352.21558, 8161.755)(353.2157, 3395.4248)
indole-3-acetyl-leucine 204057 249976 1 1 1 1 1 1 1 1 1 1 131805 180242 1 166441 221760 169014 1 1 1 1 227025 1 1.92 (287.1426, 338.995)(291.1568, 1454.136)(292.1609, 321.39)(273.39792, 1144.3137)(275.1525, 5320.2354)(305.17447, 13589.765)(306.17255, 2371.6738)(288.16907, 1264.6633)
iN/isup5/sup-phenyl-L-glutamine 115792 246557 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.66 (224.12924, 1881.705)(245.08716, 2596.57)
(i2E,6E/i)-farnesyl methyl ester 520157 1079033 1 1 1 1 1 1 1 1 1 167528 1 1 1 1 1 1 1 1 1 1 1 1 6.12 (250.19495, 35220.37)(251.2005, 6850.8447)(253.2289, 8219.563)(254.22685, 17205.51)(255.2311, 6798.1196)(256.1776, 1013.0)
4&alpha;-carboxy-4&beta;-methyl-5&alpha;-cholesta-8-en-3&beta;-ol 110914 171237 129547 83917 254985 1 1 1 1 1 1 153733 1 1 116268 1 132417 1 1 1 251693 1 1 1 28.54 (443.97775, 6403.8774)(426.68222, 5933.86)(444.35498, 6219.5)(429.9345, 6136.509)(432.36932, 6689.2812)(464.39346, 7475.9863)(465.39532, 1611.206)(443.37863, 4785.023)(444.3706, 2395.17)
dimeric urushiol 4463466 4333641 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 31.26 (608.4202, 113714.33)(609.423, 23486.93)(610.4254, 2191.9)(637.434, 52186.086)
4,8,13-trimethylhexadeca-heptaenedial 126449 166950 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.90 (286.17535, 7811.38)(287.1728, 981.69)(266.1535, 401.98)(303.2025, 378.455)(282.18347, 8635.335)(308.16455, 18018.078)(310.16315, 7109.545)(291.1563, 2729.425)
indole-3-lactate 106444 233063 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.66 (191.0707, 732.07)
indole-3-acetyl-isoleucine 204057 249976 1 1 1 1 1 1 1 1 1 1 131805 180242 1 166441 221760 169014 1 1 1 1 227025 1 1.92 (287.1426, 338.995)(291.1568, 1454.136)(292.1609, 321.39)(273.39792, 1144.3137)(275.1525, 5320.2354)(305.17447, 13589.765)(306.17255, 2371.6738)(288.16907, 1264.6633)
1,2-dioleoylglycerol 262358 369551 1 1 1 1 1 1 1 1 1 105150 1 1 1 1 1965326 2035556 1 1 1.34E+07 1.34E+07 1 1 27.14 (602.5314, 4868.325)(603.5348, 5340.235)(604.5376, 1124.7749)(620.5626, 152751.97)(621.56555, 52281.035)(622.5688, 19197.027)(623.57135, 5120.755)(625.5175, 7967.59)(626.52136, 4884.835)
a methyl farnesoate 520157 1079033 1 1 1 1 1 1 1 1 1 167528 1 1 1 1 1 1 1 1 1 1 1 1 6.12 (250.19495, 35220.37)(251.2005, 6850.8447)(253.2289, 8219.563)(254.22685, 17205.51)(255.2311, 6798.1196)(256.1776, 1013.0)
emodin 1 1 1 1 212149 196679 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.55 (251.03195, 14101.305)(273.062, 2617.9448)(257.05835, 4579.935)
4-deoxypyridoxine 5'-phosphate 1 1 1 1 209042 222945 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.57 (237.0504, 496.235)(249.062, 14701.845)(250.0687, 1567.905)(257.029, 2697.915)(258.0318, 463.08)
9-oxo-nonanoate 1 1 1 1 276203 297072 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.57 (156.1004, 4206.205)(189.13535, 14980.824)(190.13321, 3125.545)
6-deoxy-6-sulfo-D-fructose 1-phosphate 1 1 1 1 206318 208159 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.58 (305.95755, 1046.1951)(320.98956, 4040.355)(325.94708, 10356.301)
vinorine 1 1 1 88758 101083 155238 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.87 (320.16592, 1576.9933)(322.1826, 364271.6)(352.206, 11597.23)(353.2142, 2553.44)(336.20023, 465011.97)(337.20206, 108034.15)(338.19904, 206258.39)(339.20193, 28727.443)(358.1642, 1258.5267)(344.1666, 439.19)
2-hydroxy-6-oxo-6-(2,3-dihydroxyphenyl)-hexa-2,4-dienoate 1 1 1 1 209042 222945 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.57 (237.0504, 496.235)(249.062, 14701.845)(250.0687, 1567.905)(257.029, 2697.915)(258.0318, 463.08)
isoeugenol 1 1 1 375343 1099345 1144318 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.58 (149.0801, 23996.562)(147.0796, 41988.707)(148.08499, 1567.24)(186.12704, 2802.31)(169.11935, 894.255)
pelargonidin 1 1 1 1 212149 196679 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.55 (251.03195, 14101.305)(273.062, 2617.9448)(257.05835, 4579.935)
1-deoxy-D-xylulose 1 1 1 1 109451 99774 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.57 (134.05646, 5261.605)(121.05815, 2256.475)(156.1003, 2097.9648)(162.0571, 25304.22)(139.03586, 1779.91)
(iR/i)-pantolactone 1 1 1 1 211521 198196 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.57 (135.04056, 12033.801)(136.0361, 1564.66)
phenylethyl acetate 1 1 1 375343 1099345 1144318 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.58 (149.0801, 23996.562)(147.0796, 41988.707)(148.08499, 1567.24)(186.12704, 2802.31)(169.11935, 894.255)
5,6-dihydrouracil 1 1 1 1 680117 686234 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.55 (132.07669, 43308.664)(133.07971, 1052.855)(139.03586, 1847.71)(120.024445, 1402.745)(124.0328, 15703.939)
creatine-phosphate 1 1 1 206240 953318 979693 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.57 (191.00964, 47324.906)(192.0136, 452.94)(197.02736, 1088.1234)(233.0085, 516.6)(219.00945, 7966.0864)
N-benzoyl-L-glutamate 1 1 1 1 220892 241573 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.57 (249.062, 13523.28)(250.0687, 1441.1399)(275.06, 1232.895)
eugenol 1 1 1 375343 1099345 1144318 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.58 (149.0801, 23996.562)(147.0796, 41988.707)(148.08499, 1567.24)(186.12704, 2802.31)(169.11935, 894.255)
L-alanyl-D-glutamate 1 1 1 1 181447 182220 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.53 (222.0996, 2775.225)(200.07835, 10278.0)(239.127, 3267.2852)(221.1129, 763.61)
iN/isup7/sup-methylguanosine 1 1 1 1 106595 109430 1 1 1 1 1 1 1 1 1 1 1 1 1 1 291947 248606 1 1 1.87 (320.40997, 4473.2725)(321.1612, 11917.46)(298.1386, 12489.803)(299.14124, 1454.475)
cathinone 1 1 1 1 92374 91930 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.55 (150.09091, 6831.8)(176.088, 13607.67)
2-keto-3-deoxy-D-iglycero/i-D-igalacto/i-nononate 1 1 1 1 236055 241573 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.56 (249.062, 13523.28)(250.0687, 1441.1399)(275.06, 1232.895)(277.06085, 1125.005)
(R)-3,4-dihydroxymandelonitrile 1 1 134647 1126388 94261 104732 1 1 1 1 1 90351 1 1 1 1 1 1 1 1 1 1 1 1 1.60 (168.04944, 604.14)(166.051, 368.6)(148.04039, 9882.642)(149.03316, 11683.425)(187.0833, 1694.44)(166.82037, 6642.222)(167.0691, 2870.59)
(+)-bornane-2,5-dione 131785 1 348829 324011 802390 412400 1 1 1 1 1 1 191613 216399 1 204712 231939 172616 1 1 1 1 1 1 1.74 (184.43423, 33261.21)(185.4335, 3719.4849)(186.12674, 2916.5151)(171.13773, 6751.552)(193.0992, 2210.8232)
2,3',4,6-tetrahydroxybenzophenone 1 1 1 1 212149 220420 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.56 (249.0618, 14535.56)(249.56555, 7421.805)(250.0685, 1761.21)(265.0863, 4220.5996)(251.03195, 14101.305)
isatin 1 1 128051 1126388 94261 104732 1 1 1 1 1 90351 1 1 1 1 1 1 1 1 1 1 1 1 1.60 (148.04039, 10243.783)(149.03317, 11967.888)(135.04056, 14666.285)(166.82037, 6831.845)(167.0691, 2870.59)(152.0695, 511.36)
coumestrol 1 1 1 1 230324 215085 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.57 (251.03195, 13016.59)(291.0279, 1100.755)
creatine 1 1 1 1 680117 686234 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.55 (132.07669, 43308.664)(133.07971, 1052.855)(133.09695, 1533.6799)
D-nopaline 123734 1 1 1 120203 120979 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.81 (305.1363, 425.38)(321.16138, 11058.82)(308.16455, 39955.34)(330.1296, 1239.57)
3-carboxy-4-methoxy-N-methyl-2-pyridone 1 1 1 1 204816 204346 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.53 (200.07835, 10278.0)(182.0698, 1627.075)
L-arogenate 1 1 1 1 209042 229345 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.57 (210.06975, 10687.471)(247.1142, 755.95)(249.062, 14701.845)(250.0687, 1567.905)
azaguanine 1 1 1 1 211521 219151 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.57 (135.04056, 12033.801)(136.0361, 1564.66)(157.0678, 3001.24)
2-iO/i-(&alpha;-D-glucopyranosyl)-D-glycerate 1 1 1 1 236055 241573 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.56 (249.062, 13523.28)(250.0687, 1441.1399)(275.06, 1232.895)(277.06085, 1125.005)
6,7-dehydrobaicalein 1 1 1 1 230324 215085 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.57 (251.03195, 13016.59)(291.0279, 1100.755)
bergaptol 1 1 364721 267759 204159 206297 1 1 1 1 198129 376454 1 1 1 460749 339466 1 1 1 350907 327747 1 1 1.64 (225.07214, 750.065)(207.06293, 800.1678)(207.00351, 21105.164)
cinnamaldehyde 1 1 1 1 92374 91930 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.55 (150.09091, 6831.8)(159.0561, 1109.77)(141.0511, 524.61)
phenylhydantoin 1 1 1 1 167765 140611 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.73 (162.05695, 24164.309)(181.07419, 295.175)(159.05595, 506.805)(199.04974, 7038.875)
aloesone 1 1 1 1 106391 111248 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.56 (233.08081, 6839.885)(234.0826, 906.73)(259.07056, 1018.965)(237.0504, 473.055)
psoralen 1 1 1 223853 1 979693 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.57 (190.0446, 1050.42)(191.00945, 42202.516)(192.0136, 452.94)
apigenin 1 1 1 1 212149 196679 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.55 (251.03195, 14101.305)(273.062, 2617.9448)(257.05835, 4579.935)
guazatine 1 1 1 248365 128998 284488 1 1 1 1 1 293608 1 210382 1 1 1 224684 1 1 1 1 1 1 24.54 (376.39987, 7852.314)(377.40695, 753.865)
N-formyldemecolcine 1 1 1 1 92848 102819 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.73 (399.16992, 6625.415)(419.2125, 1628.655)
itrans/i-1,2-dihydrobenzene-1,2-diol 1 1 1 1 211521 198196 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.57 (135.04056, 12033.801)(136.0361, 1564.66)
8-methylthiooctyldesulfoglucosinolate 1 1 1 1 100421 102819 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.73 (399.16992, 6625.415)(404.1362, 1200.225)(406.1363, 430.68)
4-pyridoxolactone 1 1 134647 1126388 94261 104732 1 1 1 1 1 90351 1 1 1 1 1 1 1 1 1 1 1 1 1.60 (168.04944, 604.14)(166.051, 368.6)(148.04039, 9882.642)(149.03316, 11683.425)(187.0833, 1694.44)(166.82037, 6642.222)(167.0691, 2870.59)
angelicin 1 1 1 223853 1 979693 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.57 (190.0446, 1050.42)(191.00945, 42202.516)(192.0136, 452.94)
indole-5,6-quinone 1 1 128051 1126388 94261 104732 1 1 1 1 1 90351 1 1 1 1 1 1 1 1 1 1 1 1 1.60 (148.04039, 10243.783)(149.03317, 11967.888)(135.04056, 14666.285)(166.82037, 6831.845)(167.0691, 2870.59)(152.0695, 511.36)
colchicine 1 1 1 1 92848 102819 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.73 (399.16992, 6625.415)(419.2125, 1628.655)
nt-pentose-ring 1 1 1 1 109451 99774 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.57 (134.05646, 5261.605)(121.05815, 2256.475)(156.1003, 2097.9648)(162.0571, 25304.22)(139.03586, 1779.91)
L-alanyl-L-glutamate 1 1 1 1 181447 182220 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.53 (222.0996, 2775.225)(200.07835, 10278.0)(239.127, 3267.2852)(221.1129, 763.61)
4-hydroxyphenylbutan-2-one 1 1 1 375343 1099345 1144318 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.58 (149.0801, 23996.562)(147.0796, 41988.707)(148.08499, 1567.24)(186.12704, 2802.31)(169.11935, 894.255)
HBOA 1 1 134647 1126388 94261 104732 1 1 1 1 1 90351 1 1 1 1 1 1 1 1 1 1 1 1 1.60 (168.04944, 604.14)(166.051, 368.6)(148.04039, 9882.642)(149.03316, 11683.425)(187.0833, 1694.44)(166.82037, 6642.222)(167.0691, 2870.59)
2-iO/i-&alpha;-mannosyl-D-glycerate 1 1 1 1 236055 241573 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.56 (249.062, 13523.28)(250.0687, 1441.1399)(275.06, 1232.895)(277.06085, 1125.005)
icis/i-1,2-dihydrobenzene-1,2-diol 1 1 1 1 211521 198196 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.57 (135.04056, 12033.801)(136.0361, 1564.66)
genistein 1 1 1 1 212149 196679 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.55 (251.03195, 14101.305)(273.062, 2617.9448)(257.05835, 4579.935)
(2E,4E,6E)-2,6-dimethylocta-2,4,6-trienedial 1 1 1 375343 1099345 1144318 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.58 (149.0801, 23996.562)(147.0796, 41988.707)(148.08499, 1567.24)(186.12704, 2802.31)(169.11935, 894.255)
pseudoisoeugenol 1 1 1 375343 1099345 1144318 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.58 (149.0801, 23996.562)(147.0796, 41988.707)(148.08499, 1567.24)(186.12704, 2802.31)(169.11935, 894.255)
L-cystathionine 1 1 165083 111899 1 742007 1 1 1 1 495627 775738 1 1 1 288251 92661 1 1 1 1 1 1 1 1.73 (207.06296, 686.05286)(244.0994, 453.19)(222.37708, 23419.287)
L-asparagine 1 1 1 1 680117 686234 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.55 (134.05646, 5468.2646)(132.07669, 43308.664)(133.07971, 1052.855)(139.03586, 1847.71)
cyclohexylamine 209192 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 214794 1 1 1 1 1 1 1 31.56 (102.11835, 33884.234)(101.12065, 9922.38)(120.15195, 7553.375)
1-palmitoyl-2-linoleoyl-phosphatidylcholine 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 265543 290247 1 1 1 1 1 1 20.11 (758.5584, 15384.635)(759.5617, 5200.6953)(760.5654, 336.48)
1-18:3-2-16:1-monogalactosyldiacylglycerol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 141158 146976 1 1 1 1 1 1 24.64 (774.5272, 8887.52)(775.5309, 2640.71)
1-18:1-2-16:3-monogalactosyldiacylglycerol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 141158 146976 1 1 1 1 1 1 24.64 (774.5272, 8887.52)(775.5309, 2640.71)
(2iS/i)-liquiritigenin 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 329923 324212 1 1 1 1 1 1 7.16 (256.0978, 17059.19)(257.10046, 551.6)
oleanolate 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 220379 216115 1 1 1 1 1 1 16.38 (437.3415, 360.33)(455.3739, 10868.655)(456.3772, 1919.0)
zeaxanthin 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 699569 715381 1 1 1 1 1 1 17.71 (586.46545, 29710.965)(587.469, 8047.3447)(588.4717, 544.78)
&alpha;-solanine 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 454010 484086 1 1 1 1 1 1 22.21 (887.5436, 24464.586)(888.547, 10170.74)(889.5493, 2349.8052)
(iS/i)-dihydrodaidzein 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 329923 324212 1 1 1 1 1 1 7.16 (256.0978, 17059.19)(257.10046, 551.6)
rhodovibrin 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 554445 562297 1 1 1 1 1 1 17.71 (586.46545, 28920.555)(587.469, 7777.01)(588.4717, 532.59503)
lactucaxanthin 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 699569 715381 1 1 1 1 1 1 17.71 (586.46545, 29710.965)(587.469, 8047.3447)(588.4717, 544.78)
1-18:2-2-16:2-monogalactosyldiacylglycerol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 141158 146976 1 1 1 1 1 1 24.64 (774.5272, 8887.52)(775.5309, 2640.71)
a 4'-hydroxyisoflavone 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 329923 324212 1 1 1 1 1 1 7.16 (256.0978, 17059.19)(257.10046, 551.6)
7-deoxyloganetin 1 1 270361 133984 1 1 1 1 1 1 356850 283961 338293 180483 409629 314591 89296 256683 1 1 1 215294 1 1 1.79 (230.14076, 14029.332)(216.77477, 5554.2847)(217.13916, 3690.19)(222.0937, 7764.08)
isoliquiritigenin 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 329923 324212 1 1 1 1 1 1 7.16 (256.0978, 17059.19)(257.10046, 551.6)
(i22R,23R/i)-28-homobrassinolide 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 249765 178764 1 1 1 1 1 1 17.92 (482.3692, 3579.155)(495.3742, 101818.59)(496.3764, 20224.781)(497.38, 1996.86)
(2iR/i,2'iR/i)-dihydroxy-iall-trans/i-&beta;-carotene 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 699569 715381 1 1 1 1 1 1 17.71 (586.46545, 29710.965)(587.469, 8047.3447)(588.4717, 544.78)
6-hydroxyflavone 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 329923 324212 1 1 1 1 1 1 7.16 (256.0978, 17059.19)(257.10046, 551.6)
1-18:0-2-18:4-phosphatidylethanolamine 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 279698 290247 1 1 1 1 1 1 20.11 (758.5584, 15384.635)(759.5617, 5200.6953)(760.5654, 336.48)
isozeaxanthin 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 699569 715381 1 1 1 1 1 1 17.71 (586.46545, 29710.965)(587.469, 8047.3447)(588.4717, 544.78)
plastoquinol-9 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 508020 480754 1 1 2876911 3101133 1 1 27.19 (752.6559, 147603.9)(753.65906, 60794.746)(754.66187, 15068.765)(755.66425, 4689.005)(778.6538, 5200.605)(779.6575, 1959.9299)
(6aR,11aR)-3,9-dihydroxypterocarpan 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 329923 324212 1 1 1 1 1 1 7.16 (256.0978, 17059.19)(257.10046, 551.6)
4&alpha;-carboxy,4&beta;,14&alpha;-dimethyl-9&beta;,19-cyclo-5&alpha;-cholest-24-en-3&beta;-ol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 220379 216115 1 1 1 1 1 1 16.38 (437.3415, 360.33)(455.3739, 10868.655)(456.3772, 1919.0)
lutein 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 699569 715381 1 1 1 1 1 1 17.71 (586.46545, 29710.965)(587.469, 8047.3447)(588.4717, 544.78)
4&alpha;-carboxy-stigmasta-7,24(24sup1/sup)-dien-3&beta;-ol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 220379 216115 1 1 1 1 1 1 16.38 (437.3415, 360.33)(455.3739, 10868.655)(456.3772, 1919.0)
pinocembrin chalcone 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 329923 324212 1 1 1 1 1 1 7.16 (256.0978, 17059.19)(257.10046, 551.6)
emodin anthrone 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 329923 324212 1 1 1 1 1 1 7.16 (256.0978, 17059.19)(257.10046, 551.6)
7-hydroxyflavone 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 329923 324212 1 1 1 1 1 1 7.16 (256.0978, 17059.19)(257.10046, 551.6)
adipate 1 1 143470 154746 1 1 1 1 1 1 160830 190078 1 1 142121 170797 1 140301 1 1 187086 200623 1 1 1.68 (126.032814, 27485.025)(130.04626, 4367.951)(149.0795, 23480.45)(171.039, 1897.6875)
(iR/i)-mevalonate 3-phosphate 1 1 364721 267759 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.64 (207.0033, 20266.41)(208.0072, 457.27)(233.0032, 493.43)
rhizobactin 1021 core 139380 1 115141 106087 127517 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 116425 102068 1 1 1.79 (423.44473, 917.90247)(424.1921, 716.13)(437.20767, 7961.67)(438.21036, 1136.06)(419.1993, 1190.62)
guanine 1 1 150070 114503 1 1 1 1 1 1 1 125546 1 1 1 103268 1 1 1 1 119783 118298 1 1 1.60 (151.0493, 7514.9165)(152.05093, 975.41254)(136.0415, 2128.705)(137.0427, 788.11)(155.06429, 1795.3867)(138.0515, 857.02)(159.03111, 9597.753)
3-hydroxyaspartate 1 1 242444 172626 1 1 1 1 1 1 146784 226439 1 1 1 146399 1 1 1 1 1 1 1 1 1.64 (151.03154, 2882.9238)(149.03305, 11817.186)(150.05214, 2030.8679)(153.20549, 1189.696)
4-nitrobenzaldehyde 1 1 150070 130835 1 1 1 1 1 1 1 97164 1 1 1 95406 1 1 1 1 119783 108750 1 1 1.60 (138.53505, 1438.6685)(139.03656, 3437.34)(151.0493, 7703.2944)(152.05093, 982.39)(159.0115, 4377.16)
wogonin 7-iO/i-&beta;-iD/i-glucoside 1 1 163652 151883 1 1 1 1 1 1 1 115160 1 1 1 1 1 1 1 1 1 1 1 1 1.81 (451.1338, 388.165)(452.1313, 802.3)(429.1153, 6929.72)(431.1141, 5922.17)(447.13147, 407.725)(429.1164, 8408.88)
soyasapogenol B-3-iO/i-&beta;-glucuronide 1 1 101221 103055 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 23.16 (634.41156, 3055.115)(616.3994, 3312.76)(633.41455, 2086.72)
3-hydroxy-D-aspartate 1 1 242444 172626 1 1 1 1 1 1 146784 226439 1 1 1 146399 1 1 1 1 1 1 1 1 1.64 (151.03154, 2882.9238)(149.03305, 11817.186)(150.05214, 2030.8679)(153.20549, 1189.696)
nitroglycerin 1 1 128093 105836 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 147716 1 1 1 1.64 (231.0083, 1588.77)(212.9969, 1566.18)(211.00145, 391.14502)(246.0397, 402.4)(231.98091, 7231.6304)
isorhamnetin 3, 4'-bisulfate 1 1 1 105434 1 1 1 1 1 1 1 1 1 1 112640 1 1 1 1 1 1 1 1 1 16.85 (454.94067, 1484.015)(455.9483, 4609.3896)
sarpagine 1 1 102974 102210 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 136543 119009 1 1 1.72 (310.16412, 19538.098)(294.16223, 6053.245)(298.17767, 3160.1099)(320.16443, 679.05005)
biochanin A-7-iO/i-glucoside 1 1 163652 151883 1 1 1 1 1 1 1 115160 1 1 1 1 1 1 1 1 1 1 1 1 1.81 (451.1338, 388.165)(452.1313, 802.3)(429.1153, 6929.72)(431.1141, 5922.17)(447.13147, 407.725)(429.1164, 8408.88)
phloroglucinol 1 1 143470 154746 1 1 1 1 1 1 160830 190078 1 113371 142121 170797 1 140301 1 1 187086 200623 1 1 1.68 (126.032814, 27485.025)(130.04623, 4623.8438)(149.0795, 23480.45)(132.0148, 43469.49)
(iR/i)-mevalonate 5-phosphate 1 1 364721 267759 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.64 (207.0033, 20266.41)(208.0072, 457.27)(233.0032, 493.43)
benzylglucosinolate aglycone 1 1 205748 166612 1 1 1 1 1 1 1 102051 1 1 1 1 1 1 1 1 92397 1 1 1 1.61 (230.96394, 5987.4277)(250.9832, 1114.39)(228.98172, 15190.252)(263.0125, 701.74)(273.9636, 5002.84)(249.95872, 10061.27)
azelate 1 1 217116 207343 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.75 (186.0898, 593.445)(204.12381, 5792.795)
1-18:1-2-16:0-digalactosyldiacylglycerol 1 1 87941 91536 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 23.14 (900.61694, 1841.625)(941.62427, 462.815)(924.6107, 505.42)
salicortin 1 1 156288 144654 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.81 (447.13147, 423.26)(429.1164, 8719.795)
4-nitrophenol 1 1 95777 86678 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.68 (122.0175, 49044.79)(123.020645, 26229.46)(141.05121, 1579.2151)(161.00745, 6204.645)
3-nitrobenzaldehyde 1 1 150070 130835 1 1 1 1 1 1 1 97164 1 1 1 95406 1 1 1 1 119783 108750 1 1 1.60 (138.53505, 1438.6685)(139.03656, 3437.34)(151.0493, 7703.2944)(152.05093, 982.39)(159.0115, 4377.16)
&epsilon;-rhodomycinone 1 1 156288 144654 1 1 1 1 1 1 1 115160 1 1 1 1 1 1 1 1 1 1 1 1 1.81 (429.11606, 8123.1035)(431.11472, 7098.8867)
2-C-methyl-D-erythritol-2,4-cyclodiphosphate 1 1 93391 95614 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 129801 185697 1 1 1.62 (275.97723, 11717.814)(280.99783, 2558.1948)(258.97794, 1428.81)(294.01086, 1263.475)(280.9611, 429.74)
4-hydroxy-2-oxoglutarate 1 1 95777 86678 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.68 (163.00601, 1320.865)(161.00745, 6204.645)
(-)-maackiain-3-iO/i-glucoside 1 1 163652 151883 1 1 1 1 1 1 1 115160 1 1 1 1 1 1 1 1 1 1 1 1 1.81 (451.1338, 388.165)(452.1313, 802.3)(429.1153, 6929.72)(431.1141, 5922.17)(447.13147, 407.725)(429.1164, 8408.88)
1-18:0-2-18:1-phosphatidylethanolamine 180535 1 1 126768 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 176559 1 1 29.93 (768.54364, 16527.639)(769.5462, 4041.2703)
6-hydroxynicotinate 1 1 95777 86678 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.68 (122.0175, 49044.79)(123.020645, 26229.46)(141.05121, 1579.2151)(161.00745, 6204.645)
a thiopurine S-methylether 1 1 120406 124137 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.64 (166.0296, 7494.78)(167.0284, 374.82)(171.0385, 2124.72)
3-hydroxy-L-aspartate 1 1 242444 172626 1 1 1 1 1 1 146784 226439 1 1 1 146399 1 1 1 1 1 1 1 1 1.64 (151.03154, 2882.9238)(149.03305, 11817.186)(150.05214, 2030.8679)(153.20549, 1189.696)
4-nitrobenzyl alcohol 1 1 83716 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 92586 101733 1 1 1.68 (136.03593, 3378.17)(139.7154, 704.4133)(141.0513, 1485.12)(153.06578, 6498.0103)(154.07309, 1286.0901)(159.02452, 2056.4033)
iN/i,iN/i-dihydroxyhexahomomethioniate 1 1 94550 1 1 1 1 1 1 1 1 129035 1 1 1 1 1 1 1 1 1 1 1 1 1.78 (246.1169, 6726.775)(284.1603, 387.44)(266.14728, 473.795)
ferricyanide 1 1 198317 1 1 1 1 1 1 1 1 121164 1 1 1 1 1 1 1 1 1 1 1 1 1.60 (211.95346, 11170.005)(233.94556, 2657.305)
carboxyphosphonoenolpyruvate 1 1 125826 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.60 (192.9527, 8203.62)(198.9712, 2233.47)
4-coumaryl alcohol 1 1 1 1 92374 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.55 (150.091, 6570.1)(159.0561, 1109.77)
benzyl acetate 1 1 1 1 92374 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.55 (150.091, 6570.1)(159.0561, 1109.77)
(2E,4E,6E)-4-methylocta-2,4,6-trienedial 1 1 1 1 92374 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1.55 (150.091, 6570.1)(159.0561, 1109.77)
2-methoxy-6-iall trans/i-octaprenyl-2-methoxy-1,4-benzoquinol 1 1 1 1 133437 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 23.15 (708.5389, 7456.95)(709.5406, 2235.43)
2-oxo-4-methylthiobutanoate 1 1 1 1 1 1 1 1 1 1 171148 1 1 1 1 208665 1 1 1 1 1 1 1 1 1.74 (149.00995, 11105.545)(150.0111, 818.4)(151.0087, 4373.03)(147.03656, 64036.68)(148.04016, 1801.205)
4&alpha;-carboxy-5&alpha;-cholesta-7,24-dien-3&beta;-ol 1 1 1 1 1 1 1 1 1 1 1 1 841357 1518294 1 160452 1 1 1 1 1 1 1 1 17.49 (428.33005, 44889.99)(428.3316, 8122.93)(429.3338, 2209.68)(430.3383, 342.3)(414.3334, 10295.03)
3-demethylubiquinol-i8/i 1 1 1 1 1 1 1 1 1 1 1 1 1 203281 1 1 1 1 1 1 1 1 1 1 14.43 (696.5529, 10120.17)(697.5564, 2113.74)
menaquinol-i7/i 1 1 1 1 1 1 1 1 1 1 1 1 158334 243980 1 1 1 1 1 1 248027 242003 1 1 20.56 (652.522, 11241.415)(653.525, 3244.01)(669.54877, 13788.42)(670.553, 4613.57)(651.5244, 1398.88)
1,8-diaminooctane 1 1 1 1 1 1 1 1 1 1 101068 121279 1 1 99111 1 1 1 1 1 99373 1 1 1 9.92 (169.16545, 12743.92)(170.1593, 2455.055)
gibberellin Asub37/sub (closed lactone form) 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 129753 1 1 1 24.20 (328.1693, 7251.08)(366.2147, 363.05)
a plastoquinone 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 145463 134485 1 1 27.17 (733.6251, 1084.315)(734.6236, 8590.46)(735.62714, 3833.395)(766.65625, 8035.1553)(767.6583, 2479.785)(768.6586, 874.72)(751.6399, 9017.995)(752.6566, 295765.88)(753.6597, 121543.26)(754.6621, 30066.555)(757.6102, 8774.18)(758.6144, 2943.625)
5-dehydro-2-deoxy-D-gluconate 6-phosphate 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 87851 143701 1 1 1.62 (277.9773, 9316.535)(264.9828, 513.81)
2-nonaprenyl-6-hydroxyphenol 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 151482 156913 1 1 27.15 (707.609, 10244.689)(722.6264, 8697.655)(723.62915, 2115.215)
2-dehydro-3-deoxy-D-galactonate 6-phosphate 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 87851 143701 1 1 1.62 (277.9773, 9316.535)(264.9828, 513.81)
D-gluconate 6-phosphate 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 109685 164075 1 1 1.62 (274.00665, 1436.3401)(277.9773, 9742.395)
gibberellin Asub44/sub (closed lactone form) 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 129753 1 1 1 24.20 (328.1693, 7251.08)(366.2147, 363.05)
2-carboxy-D-arabinitol 1-phosphate 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 109685 164075 1 1 1.62 (274.00665, 1436.3401)(277.9773, 9742.395)
2-dehydro-3-deoxy-D-gluconate 6-phosphate 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 1 87851 143701 1 1 1.62 (277.9773, 9316.535)(264.9828, 513.81)
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