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The evaluation method of adora2a positive area. 
The immunofluorescence images were taken and analyzed by OLYMPUS cellSens Standard 
and Image pro plus 6.0. 
Firstly, the images were imported in Image pro plus 6.0 software. The below image was 
adora2a immunofluorescence image (Fig.1).  

 

Fig.1 adora2a immunofluorescence image. 
 
Then, we checked the image information and got the pixel of the image that was 1360×1024 
(Fig.2). 



 

Fig.2 the image information. The width and height of image were 1360 and 1024. 
 
Then, we opened the measure functional module and chose count/size function (Fig.3). 

 



Fig.3 the count/size dialog box. 
 
Then, we selected the adora2a expression area (green area in image) and turned it to red 
(Fig.4). 

 

Fig.4 the adora2a expression area turned into red. 
Then, we calculated the pixel of red area that was 98524 (Fig.5). 

 
Fig.5 the red area pixel was calculated by software statistics. 



Finally, Finally, we used 98524/(1360×1024) and got the adora2a expression area/all area at 
7 days. 
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Target id Target 
name 

P-value FDR_BH 

HBTAR000029 ASIC2 4.84491585821984e-07 4.42242510961922e-05 

HBTAR000030 ASIC1 6.45936320062324e-07 5.54438606829996e-05 

HBTAR000041 ACTA1 5.82939002084319e-06 0.000306056785964718 

HBTAR000042 ACTA2 1.79472337915064e-05 0.00071105168111747 

HBTAR000043 ACTB 1.2914495179157e-05 0.000555088296185461 

HBTAR000044 ACTC1 4.8394101750959e-06 0.000263194754144873 

HBTAR000045 ACTG1 5.82939002084319e-06 0.000306056785964718 

HBTAR000046 ACTG2 3.94130273558571e-06 0.000225386128373379 

HBTAR000048 ACTL6A 4.37886960131135e-06 0.000243760309453496 

HBTAR000058 ADA 1.79866349409559e-06 0.000123087650902729 

HBTAR000060 ADAR 2.30803980781438e-08 4.01927503523329e-06 

HBTAR000061 ADARB1 6.45936320062324e-07 5.54438606829996e-05 

HBTAR000062 ADARB2 2.30803980781438e-08 4.01927503523329e-06 

HBTAR000071 ADCYAP1 0.00178524287754708 0.00973311607735228 

HBTAR000072 ADCYAP1R1 0.00129863524128843 0.00847088116378292 

HBTAR000083 ADK 3.13511255943712e-06 0.000189975971460531 

HBTAR000085 ADORA1 6.53849368395342e-05 0.00177845234442858 

HBTAR000086 ADORA2A 1.11137753595539e-07 1.3999386950323e-05 

HBTAR000087 ADORA2B 3.28888481012526e-05 0.00108971099675346 

HBTAR000098 ADRB1 0.00169640496977349 0.00952911456746726 

HBTAR000099 ADRB2 0.000441766953513759 0.00542389992160657 

HBTAR000100 ADRB3 0.00122551616691281 0.00828839812766025 

HBTAR000123 AHCY 3.46093524709396e-07 3.40052570319306e-05 

HBTAR000161 AMBP 6.92355712691694e-08 9.60242448910674e-06 

HBTAR000165 AMPD1 0.00162306338816894 0.00931270931376369 

HBTAR000357 BCKDHA 1.38459897464017e-07 1.64950942573441e-05 

HBTAR000488 CALCB 0.00146086084368579 0.00890333619240342 

HBTAR000489 CALCR 0.00146086084368579 0.00890333619240342 

HBTAR000515 CASP1 8.08478757090366e-06 0.000389439405593678 

HBTAR000517 CASP3 2.43198227909414e-07 2.5730591056576e-05 

HBTAR000523 CASP9 1.93189221845159e-06 0.000130078440987788 

HBTAR000558 CCNT1 0.000974114851512879 0.00756036291741674 

HBTAR000602 CD79A 1.52206964454654e-06 0.000108279908057104 

HBTAR000640 CDK9 0.00146086084368579 0.00890333619240342 

HBTAR000847 CREB1 2.17597021596656e-05 0.000807020732053859 

HBTAR000855 CRHR1 0.00129863524128843 0.00847088116378292 

HBTAR000856 CRHR2 0.00146086084368579 0.00890333619240342 

HBTAR001004 DCK 0.00162306338816894 0.00931270931376369 

HBTAR001012 DDC 2.42088451744858e-06 0.000155076968144245 



HBTAR001096 DPP4 2.42088451744858e-06 0.000155076968144245 

HBTAR001106 DRD2 0.000231666310319331 0.00391226746500732 

HBTAR001160 EDN1 5.86590233957075e-05 0.00166329477515591 

HBTAR001257 EPO 1.52206964454654e-06 0.000108279908057104 

HBTAR001305 F3 3.41271643421242e-05 0.00112181198412474 

HBTAR001375 FGF7 2.42088451744858e-06 0.000155076968144245 

HBTAR001390 FHIT 0.00113638657816739 0.00806226910409184 

HBTAR001423 FN1 3.0480571873863e-05 0.00102974971462348 

HBTAR001429 FOS 8.85083378824308e-07 7.10608356716178e-05 

HBTAR001441 FSHR 0.00178524287754708 0.00973311607735228 

HBTAR001460 FYN 2.81634745136397e-05 0.000973823987457356 

HBTAR001526 GCG 4.34328492481816e-05 0.00132151261733876 

HBTAR001542 GDNF 0.00146086084368579 0.00890333619240342 

HBTAR001558 GHRH 0.000811820058514852 0.00700457521428058 

HBTAR001559 GHRHR 0.00129863524128843 0.00847088116378292 

HBTAR001562 GIPR 0.00146086084368579 0.00890333619240342 

HBTAR001582 GLP1R 0.00162306338816894 0.00931270931376369 

HBTAR001603 GNAS 0.00178524287754708 0.00973311607735228 

HBTAR001767 HSD17B10 0.000324797253354815 0.00458040361499738 

HBTAR001789 HCRT 4.8394101750959e-06 0.000263194754144873 

HBTAR001810 HIF1A 6.88838820762027e-05 0.0018491260961442 

HBTAR001813 HINT1 0.000811820058514852 0.00700457521428058 

HBTAR001820 HLA-A 8.70598716097155e-06 0.000411600151186618 

HBTAR001821 HLA-B 1.45005532169139e-05 0.000605235303076441 

HBTAR001822 HLA-C 1.2914495179157e-05 0.000555088296185461 

HBTAR001836 HLA-F 1.52206964454654e-06 0.000108279908057104 

HBTAR001837 HLA-G 1.21558063005894e-05 0.000529883734165355 

HBTAR001838 MR1 4.8394101750959e-06 0.000263194754144873 

HBTAR001839 HLCS 0.000487161262246588 0.00558134060188231 

HBTAR001851 HMOX1 0.000531544571640099 0.00588032059011962 

HBTAR001861 SLC29A2 0.00162306338816894 0.00931270931376369 

HBTAR001865 HNRNPD 8.30422109600974e-07 6.74864846304864e-05 

HBTAR002034 JCHAIN 6.92355712691694e-08 9.60242448910674e-06 

HBTAR002055 IL6 1.79199111869999e-06 0.000122831838062049 

HBTAR002060 CXCL8 0.000479331156829567 0.00558134060188231 

HBTAR002064 IL10 2.70391318599191e-05 0.000946764145180998 

HBTAR002068 IL12A 1.2684943875336e-06 9.39553155456041e-05 

HBTAR002069 IL12B 2.42088451744858e-06 0.000155076968144245 

HBTAR002071 IL13 2.42088451744858e-06 0.000155076968144245 

HBTAR002214 KCNN4 6.45936320062324e-07 5.54438606829996e-05 

HBTAR002317 LHCGR 0.00178524287754708 0.00973311607735228 

HBTAR002412 MAT2A 0.00178524287754708 0.00973311607735228 

HBTAR002507 MMP1 6.19766357852865e-05 0.00171063683736404 



HBTAR002512 MMP9 0.000265106613509753 0.00416178555328628 

HBTAR002567 MTAP 0.00129863524128843 0.00847088116378292 

HBTAR002736 NOS1 0.000228444786798892 0.00387310649536451 

HBTAR002738 NOS3 0.000451969868073805 0.00548088293885712 

HBTAR002828 OXT 8.70598716097155e-06 0.000411600151186618 

HBTAR002834 P2RY1 4.8394101750959e-06 0.000263194754144873 

HBTAR002838 P2RY11 2.30747755409737e-07 2.4607090086643e-05 

HBTAR002885 PCMT1 0.000324797253354815 0.00458040361499738 

HBTAR003297 PTH1R 0.000811820058514852 0.00700457521428058 

HBTAR003298 PTH2R 0.000974114851512879 0.00756036291741674 

HBTAR003369 RAC1 1.79472337915064e-05 0.00071105168111747 

HBTAR003371 RAC3 8.08478757090366e-06 0.000389439405593678 

HBTAR003436 REN 1.61781476680353e-05 0.000658908208309386 

HBTAR003576 RRM1 0.00178524287754708 0.00973311607735228 

HBTAR003633 SCNN1A 2.09827032262858e-06 0.000139056821801685 

HBTAR003634 SCNN1B 8.30422109600974e-07 6.74864846304864e-05 

HBTAR003635 SCNN1D 4.84491585821984e-07 4.42242510961922e-05 

HBTAR003636 SCNN1G 8.30422109600974e-07 6.74864846304864e-05 

HBTAR003638 SCT 0.000974114851512879 0.00756036291741674 

HBTAR003639 SCTR 0.000811820058514852 0.00700457521428058 

HBTAR003661 CX3CL1 1.52206964454654e-06 0.000108279908057104 

HBTAR003759 SLC5A5 3.13511255943712e-06 0.000189975971460531 

HBTAR003763 SLC6A4 0.00174821796161748 0.00967924633442742 

HBTAR004140 TNF 6.76439985568046e-06 0.000342545026401425 

HBTAR004157 TP53 0.000461002443123387 0.00556783719770595 

HBTAR004200 TSHR 0.00178524287754708 0.00973311607735228 

HBTAR004232 TYR 4.20352042254667e-05 0.00129145049648325 

HBTAR004310 VEGFA 0.000265106613509753 0.00416178555328628 

HBTAR004318 VIP 0.00178524287754708 0.00973311607735228 

HBTAR004319 VIPR1 0.00178524287754708 0.00973311607735228 

HBTAR004320 VIPR2 0.000811820058514852 0.00700457521428058 

HBTAR004745 YARS1 0.00162306338816894 0.00931270931376369 

HBTAR004811 MARCO 0.000162410166876446 0.00310470950310116 

HBTAR004854 FADD 0.00146086084368579 0.00890333619240342 

HBTAR004926 SPHK1 6.45936320062324e-07 5.54438606829996e-05 

HBTAR004932 SLC5A6 2.30747755409737e-07 2.4607090086643e-05 

HBTAR005067 SLC28A2 0.000649502196362962 0.0063621910026508 

HBTAR005068 SLC28A1 0.000324797253354815 0.00458040361499738 

HBTAR005147 ASIC3 1.03794333746415e-06 8.05157673965267e-05 

HBTAR005165 GLP2R 0.00146086084368579 0.00890333619240342 

HBTAR005622 ACTR3 3.94130273558571e-06 0.000225386128373379 

HBTAR005623 ACTR2 3.94130273558571e-06 0.000225386128373379 

HBTAR005636 ACTR1B 8.08478757090366e-06 0.000389439405593678 



HBTAR005637 ACTR1A 9.35011562931148e-06 0.000435306952629287 

HBTAR005800 ATP8A1 1.38459897464017e-07 1.64950942573441e-05 

HBTAR006020 AHCYL1 0.000811820058514852 0.00700457521428058 

HBTAR006068 ACTL7B 3.94130273558571e-06 0.000225386128373379 

HBTAR006069 ACTL7A 3.94130273558571e-06 0.000225386128373379 

HBTAR006424 NT5C2 0.00146086084368579 0.00890333619240342 

HBTAR006457 WDTC1 4.84491585821984e-07 4.42242510961922e-05 

HBTAR006653 AHCYL2 0.000487161262246588 0.00558134060188231 

HBTAR006792 LY96 0.00146086084368579 0.00890333619240342 

HBTAR007079 SRPK3 0.00113638657816739 0.00806226910409184 

HBTAR007144 AFF4 0.00113638657816739 0.00806226910409184 

HBTAR007189 DIMT1 0.000487161262246588 0.00558134060188231 

HBTAR007221 MAT2B 0.000324797253354815 0.00458040361499738 

HBTAR007399 NT5C 0.00129863524128843 0.00847088116378292 

HBTAR007535 TFB1M 0.000487161262246588 0.00558134060188231 

HBTAR007606 NT5C3A 0.000974114851512879 0.00756036291741674 

HBTAR007684 ACTL6B 3.94130273558571e-06 0.000225386128373379 

HBTAR007801 GHRL 2.30747755409737e-07 2.4607090086643e-05 

HBTAR007817 ASIC5 4.84491585821984e-07 4.42242510961922e-05 

HBTAR007822 ADA2 3.46093524709396e-07 3.40052570319306e-05 

HBTAR008133 TRMT12 0.000974114851512879 0.00756036291741674 

HBTAR008234 PCMTD2 0.000324797253354815 0.00458040361499738 

HBTAR008267 SLC29A3 0.00162306338816894 0.00931270931376369 

HBTAR008295 PI4K2A 0.000324797253354815 0.00458040361499738 

HBTAR008314 ASIC4 4.84491585821984e-07 4.42242510961922e-05 

HBTAR008489 ACTR10 3.94130273558571e-06 0.000225386128373379 

HBTAR008608 DIABLO 0.000649502196362962 0.0063621910026508 

HBTAR008669 NT5M 0.000974114851512879 0.00756036291741674 

HBTAR008762 ACTR3B 3.94130273558571e-06 0.000225386128373379 

HBTAR008877 TRMT5 0.000324797253354815 0.00458040361499738 

HBTAR009040 SLC5A7 3.46093524709396e-07 3.40052570319306e-05 

HBTAR009110 SLC28A3 0.000811820058514852 0.00700457521428058 

HBTAR009150 TFB2M 0.00129863524128843 0.00847088116378292 

HBTAR009618 ADM2 0.000974114851512879 0.00756036291741674 

HBTAR009813 ACTL8 3.94130273558571e-06 0.000225386128373379 

HBTAR010013 SLA2 0.00178524287754708 0.00973311607735228 

HBTAR010093 ACTRT3 3.94130273558571e-06 0.000225386128373379 

HBTAR010111 NT5C1A 0.000974114851512879 0.00756036291741674 

HBTAR010137 HINT2 0.000811820058514852 0.00700457521428058 

HBTAR010463 MARS2 0.00129863524128843 0.00847088116378292 

HBTAR010466 NT5C1B 0.000162410166876446 0.00310470950310116 

HBTAR010496 ACTR8 3.94130273558571e-06 0.000225386128373379 

HBTAR010560 PTH2 0.000811820058514852 0.00700457521428058 



HBTAR010565 ADAT3 0.000811820058514852 0.00700457521428058 

HBTAR010628 NT5C3B 0.000974114851512879 0.00756036291741674 

HBTAR010635 PCMTD1 0.000487161262246588 0.00558134060188231 

HBTAR010752 RXFP2 0.00178524287754708 0.00973311607735228 

HBTAR011028 ACTRT1 3.94130273558571e-06 0.000225386128373379 

HBTAR011044 ACTRT2 3.94130273558571e-06 0.000225386128373379 

HBTAR011354 SLC5A12 6.92355712691694e-08 9.60242448910674e-06 

HBTAR011362 SLC5A8 2.30747755409737e-07 2.4607090086643e-05 

HBTAR011373 ADAL 6.45936320062324e-07 5.54438606829996e-05 

HBTAR011480 ACTL10 3.94130273558571e-06 0.000225386128373379 

HBTAR011715 SLC29A4 0.000487161262246588 0.00558134060188231 

HBTAR011905 ACTL9 3.94130273558571e-06 0.000225386128373379 

HBTAR012086 ACTBL2 3.94130273558571e-06 0.000225386128373379 

HBTAR012197 NPSR1 3.93081533500583e-05 0.00125345932557833 

HBTAR012368 POTEE 1.36960793495184e-05 0.000579557900543214 

HBTAR012394 NPS 4.8394101750959e-06 0.000263194754144873 

HBTAR012437 POTEI 1.53279111874373e-05 0.000631481447265754 

HBTAR012446 POTEJ 1.36960793495184e-05 0.000579557900543214 

HBTAR012448 ACTR3C 3.94130273558571e-06 0.000225386128373379 

HBTAR000088 ADORA3 0.000162410166876446 0.00310470950310116 

HBTAR000285 ZFHX3 0.000974114851512879 0.00756036291741674 

HBTAR000351 BAX 0.000465551684277827 0.00558134060188231 

HBTAR001001 DBT 0.000974114851512879 0.00756036291741674 

HBTAR001439 FSHB 0.00113638657816739 0.00806226910409184 

HBTAR001472 GABRA2 0.00129863524128843 0.00847088116378292 

HBTAR002140 ITGB3 0.000487161262246588 0.00558134060188231 

HBTAR002146 ITGB8 0.00129863524128843 0.00847088116378292 

HBTAR002201 KCNJ11 0.00146086084368579 0.00890333619240342 

HBTAR002316 LHB 0.000974114851512879 0.00756036291741674 

HBTAR002449 MEF2A 0.000974114851512879 0.00756036291741674 

HBTAR002451 MEF2D 0.000649502196362962 0.0063621910026508 

HBTAR003080 POLD1 1.45005532169139e-05 0.000605235303076441 

HBTAR003406 RASGRF1 0.000974114851512879 0.00756036291741674 

HBTAR005117 CRLF1 0.000487161262246588 0.00558134060188231 

HBTAR006573 ARC 0.000811820058514852 0.00700457521428058 

HBTAR007619 IER5 0.000974114851512879 0.00756036291741674 

HBTAR008447 TDP1 0.00162306338816894 0.00931270931376369 

HBTAR009586 NEK11 0.000324797253354815 0.00458040361499738 

HBTAR000846 CRAT 0.00178524287754708 0.00973311607735228 
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[(2S,3R,4S,
5S,6R)-
3,4,5-
trihydroxy
-6-
(hydroxym
ethyl)oxan
-2-
yl]oxycarb
onyl-
1,2,3,4a,5,
6,7,8,9,10,
12,12a,14,
14a-
tetradecah
ydropicen
-3-
yl]oxy]-
3,4,5-
trihydroxy
oxane-2-
carboxylic 
acid 

0.
9
2
6
2
8 

0.
0
2
0
8
0
6 

RZQ
HW
SD
MLZ
HIR
N-
MC
TPB
CAD
SA-
N 

O=C(O)C1OC(OC2CCC3(C)C4CC=C5C6CC(
C)(C)CCC6(C(=O)OC7OC(CO)C(O)C(O)C7O
)CCC5(C)C4(C)CCC3C2(C)CO)C(O)C(O)C1O 

C4
2H
66
O
15 

8
0
9
.
4
3
3
4 

5
0
3.
6
9
3 

n
e
g 

Quinic 0. 0. AA O=C(O)C1(O)CC(O)C(O)C(O)C1 C7 1 1 n



acid 9
8
5
5
6
6 

0
2
0
3
7
5 

WZ
DTN
XLS
GCE
K-
LNV
DRN
JUS
A-N 

H1
2
O
6 

9
1
.
0
5
5
7 

6
9.
7
7
3 

e
g 

Citric acid 0.
9
8
2
3
6
3 

0.
0
1
8
0
7
8 

KRK
NYB
CHX
YNG
OX-
UHF
FFA
OYS
A-N 

C(C(=O)O)C(CC(=O)O)(C(=O)O)O C6
H8
O
7 

1
9
1
.
0
1
9
7 

3
9.
7
8
6
4 

n
e
g 

Ursolic 
acid  

0.
8
4
8
8
4
6 

0.
0
1
5
2
5
8 

WC
GU
UG
GRB
IKT
OS-
GPO
JBZ
KAS
A-N 

O=C(O)C12CCC(C)C(C)C2C3=CCC4C5(C)C
CC(O)C(C)(C)C5CCC4(C)C3(C)CC1 

C3
0H
48
O
3 

4
3
9
.
3
5
6
7 

5
3
3.
1
8
1 

p
o
s 

9-
Hydroxy-
10,12,15-
octadecatr
ienoic acid 

0.
8
3
9
3
0
4 

0.
0
1
5
0
6
7 

RIG
GEA
ZDT
KMX
SI-
UHF
FFA
OYS
A-N 

O=C(O)CCCCCCCC(O)C=CC=CCC=CCC C1
8H
30
O
3 

2
9
3
.
2
1
2
2 

7
0
5.
6
4
8 

n
e
g 

2-
Cyclohexe
n-1-one, 
4-
hydroxy-
4-(3-
hydroxybu

0.
8
4
5
5
1
2 

0.
0
1
3
8
8
5 

CW
OFG
GN
DZ
OP
NFG
-

CC(O)CCC1(O)\C(=C/C(=O)CC1(C)C)C C1
3H
22
O
3 

2
0
9
.
1
5
3

2
4
5.
1
5
5 

p
o
s 



tyl)-3,5,5-
trimethyl- 

UHF
FFA
OYS
A-N 

7 

Sinapoyl 
aldehyde 

0.
8
0
8
9
7
3 

0.
0
1
3
5
0
7 

CDI
CDS
OGT
RCH
MG
-
UHF
FFA
OYS
A-N 

O=CC=CC=1C=C(OC)C(O)=C(OC)C=1 C1
1H
12
O
4 

2
0
9
.
0
8
0
6 

8
2.
0
4
9
2 

p
o
s 

3,5-
Dicaffeoyl
quinic acid 

0.
9
5
1
9
9
8 

0.
0
1
2
3
7
4 

KRZ
BCH
WV
BQ
OT
NZ-
RDJ
MK
VHD
SA-
N 

C1C(C(C(CC1(C(=O)O)O)OC(=O)C=CC2=C
C(=C(C=C2)O)O)O)OC(=O)C=CC3=CC(=C(
C=C3)O)O 

C2
5H
24
O
12 

5
1
7
.
1
3
3
1 

3
4
6.
6
3
2 

p
o
s 

1,3-
Dicaffeoyl
quinic acid 

0.
6
1
5
6
3
7 

0.
0
1
1
7
9
3 

YDD
UM
TOH
NYZ
QP
O-
UHF
FFA
OYS
A-N 

C1C(C(C(CC1(C(=O)O)OC(=O)C=CC2=CC(
=C(C=C2)O)O)OC(=O)C=CC3=CC(=C(C=C
3)O)O)O)O 

C2
5H
24
O
12 

5
1
5
.
1
2
0
2 

3
5
5.
2
3
3 

n
e
g 

4-
Hydroxy-
3,5-
dimethoxy
phenyl 6-
O-
[(2S,3R,4R)
-3,4-
dihydroxy

0.
7
6
2
8
1
2 

0.
0
1
1
3
4
6 

BPSJ
MBK
ZSU
TYN
F-
GXC
UHX
BUS
A-N 

COC1=CC(=CC(=C1O)OC)O[C@@H]2O[C
@H](CO[C@H]3OC[C@](O)(CO)[C@H]3O)[
C@@H](O)[C@H](O)[C@H]2O 

C1
9H
28
O
13 

4
6
3
.
1
4
4
7 

1
3
2.
8
4
9 

n
e
g 



-4-
(hydroxym
ethyl)tetra
hydro-2-
furanyl]-
beta-D-
glucopyra
noside 

(1S,4S,5R,
10S,13S,1
7S,19S,20
R)-10-
hydroxy-
4,5,9,9,13,
19,20-
heptamet
hyl-24-
oxahexacy
clo[15.5.2.

0 ¹ , ¹ ⁸ .0 ⁴ , ¹

⁷.0⁵,¹⁴.0⁸,¹

³]tetracos-
15-en-
23-one 

0.
9
3
7
7
0
3 

0.
0
1
1
2
5 

UVB
LDL
GZD
SGC
SN-
MW
OW
FCO
ASA
-N 

O=C1OC23C=CC4C5(C)CCC(O)C(C)(C)C5C
CC4(C)C3(C)CCC16CCC(C)C(C)C26 

C3
0H
46
O
3 

4
5
5
.
3
5
2
2 

6
1
0.
6
6
2 

p
o
s 

Ferulaldeh
yde 

0.
9
8
7
9
2
8 

0.
0
1
0
4
8
9 

DKZ
BB
WM
URD
FHN
E-
NSC
UH
MN
NSA
-N 

COC1=C(C=CC(=C1)C=CC=O)O C1
0H
10
O
3 

1
7
9
.
0
7
0
1 

6
1.
8
7
3 

p
o
s 

Benzyl 
alcohol + 
Hex-Pen 

0.
7
9
2
4
4
2 

0.
0
1
0
3
3
2 

NJM
QSV
WM
CO
DQI
P-
UHF

OCC3(O)(COC(OCC2OC(OCC1=CC=CC=C
1)C(O)C(O)C2(O))C3(O)) 

C1
8H
26
O
10 

4
4
7
.
1
4
9

2
2
7.
9
0
8 

n
e
g 



FFA
OYS
A-N 

9 

Oleanoic 
Acid 

0.
8
3
4
4
4
9 

0.
0
0
9
4 

MIJY
XUL
NPS
FWE
K-
LGS
DIR
QTS
A-N 

O=C(O)C12CCC(C)(C)CC2C3=CCC4C5(C)C
CC(O)C(C)(C)C5CCC4(C)C3(C)CC1 

C3
0H
48
O
3 

4
5
5
.
3
5
3
4 

8
7
2.
2
4 

n
e
g 

Esculentos
ide A 

0.
9
0
3
0
4
1 

0.
0
0
9
1
4
7 

LCW
HVP
VEM
RQL
CE-
OW
RBLJ
EPS
A-N 

CC12CCC3(C(=CCC4C3(CCC5C4(CC(C(C5(
C)CO)OC6C(C(C(CO6)OC7C(C(C(C(O7)CO)
O)O)O)O)O)O)C)C)C1CC(CC2)(C(=O)O)C(=
O)OC)C 

C4
2H
66
O
16 

8
2
5
.
4
2
9
4 

4
0
7.
6
1
8 

n
e
g 

LPC 16:0 0.
9
4
0
7
2
4 

0.
0
0
9
1
1
1 

AS
WB
NKH
CZG
QVJ
V-
UHF
FFA
OYS
A-N 

O=C(OCC(O)COP(=O)([O-])OCC[N+](C)(C)
C)CCCCCCCCCCCCCCC 

C2
4H
50
N
O
7P 

4
9
6
.
3
3
8
8 

7
6
6.
9
1
4 

p
o
s 

isosakuran
etin-7-O-
neohesper
idoside 

0.
7
2
7
2
2
8 

0.
0
0
8
7
2
6 

NLA
WP
KPY
BME
WIR
-
UHF
FFA
OY
NA-
N 

COC1=CC=C(C=C1)C1CC(=O)C2=C(O)C=
C(OC3OC(CO)C(O)C(O)C3OC3OC(C)C(O)C(
O)C3O)C=C2O1 

C2
8H
34
O
14 

6
3
9
.
1
9
4
1 

3
7
7.
3
2
7 

n
e
g 

Phenylace
taldehyde 

0.
9

0.
0

DTU
QW

O=CCC=1C=CC=CC1 C8
H8

1
2

8
2

p
o



4
0
5
9
3 

0
8
5
3 

GW
MVI
HBK
E-
UHF
FFA
OYS
A-N 

O 1
.
0
6
4
6 

7.
5
3
7 

s 

(2R,3S,4S,
5R,6S)-2-
[[(2S,3R,4R
)-3,4-
dihydroxy
-4-
(hydroxym
ethyl)oxol
an-2-
yl]oxymet
hyl]-6-
(3,4,5-
trimethoxy
phenoxy)o
xane-
3,4,5-triol 

0.
7
1
6
9
8
9 

0.
0
0
7
6
3
5 

CKG
KQI
SEN
BKO
CA-
NHB
PFIH
PSA
-N 

OCC1(O)COC(OCC2OC(OC=3C=C(OC)C(O
C)=C(OC)C3)C(O)C(O)C2O)C1O 

C2
0H
30
O
13 

4
7
9
.
1
7
5
2 

2
0
3.
5
4
7 

p
o
s 

Corosolic 
acid 

0.
7
5
4
3
6
1 

0.
0
0
7
5
4
7 

HFG
SQ
OYI
OKB
QO
W-
UHF
FFA
OY
NA-
N 

CC1CCC2(CCC3(C)C(=CCC4C5(C)CC(O)C(O
)C(C)(C)C5CCC34C)C2C1C)C(O)=O 

C3
0H
48
O
4 

4
7
1
.
3
4
7
9 

7
3
4.
7
1 

n
e
g 

Chikusets
usaponin 
IV 

0.
9
1
8
5
3
6 

0.
0
0
7
4
4
6 

KQS
FNX
MD
COF
FG
W-
UHF
FFA
OY

CC1(C)CCC2(CCC3(C)C(=CCC4C5(C)CCC(O
C6OC(C(OC7OC(CO)C(O)C7O)C(O)C6O)C(
O)=O)C(C)(C)C5CCC34C)C2C1)C(=O)OC1O
C(CO)C(O)C(O)C1O 

C4
7H
74
O
18 

9
2
5
.
4
8
0
7 

5
3
3.
5
1
3 

n
e
g 



NA-
N 

Oleanonic 
acid 

0.
9
5
0
8
8
8 

0.
0
0
7
3
2
8 

FMI
MFC
RXY
XVF
TA-
FUA
OEX
FOS
A-N 

CC1(CCC2(CCC3(C(=CCC4C3(CCC5C4(CCC
(=O)C5(C)C)C)C)C2C1)C)C(=O)O)C 

C3
0H
46
O
3 

4
5
5
.
3
5
2
2 

5
9
2.
3
5
9 

p
o
s 

Isopeonol 0.
9
0
8
2
7
2 

0.
0
0
6
7
8
7 

XPH
IPEX
PAG
CEB
M-
UHF
FFA
OYS
A-N 

O=C(C1=CC=C(O)C=C1OC)C C9
H1
0
O
3 

1
6
7
.
0
7
0
4 

4
0
6.
2
5
2 

p
o
s 

aucubin 0.
6
3
6
7
8
6 

0.
0
0
6
7
1
1 

RJW
JHR
PNH
PHB
RN-
FKVJ
WER
ZSA
-N 

OCC1=CC(O)C2C=COC(OC3OC(CO)C(O)C(
O)C3O)C12 

C1
5H
22
O
9 

3
4
7
.
1
3
3
3 

2
0
3.
5
4
7 

p
o
s 

Sucrose 0.
9
1
0
0
6
4 

0.
0
0
6
2
7
9 

CZ
MR
CD
WA
GM
REC
N-
UG
DNZ
RGB
SA-
N 

C(C1C(C(C(C(O1)OC2(C(C(C(O2)CO)O)O)C
O)O)O)O)O 

C1
2H
22
O
11 

3
4
1
.
1
0
9
3 

4
1.
7
6
7
9 

n
e
g 

Vanillin 0.
9
6

0.
0
0

MW
OO
GOJ

O=CC1=CC=C(O)C(OC)=C1 C8
H8
O

1
5
3

2
6
0.

p
o
s 



4
2
8
5 

6
2
4
5 

BHI
ARF
G-
UHF
FFA
OYS
A-N 

3 .
0
5
4
8 

2
3
9 

(2S,3S,4S,
5R,6R)-6-
[[(3S,6aR,6
bS,8aS,14
bR)-
4,4,6a,6b,1
1,11,14b-
heptamet
hyl-8a-
[(2S,3R,4S,
5S,6R)-
3,4,5-
trihydroxy
-6-
(hydroxym
ethyl)oxan
-2-
yl]oxycarb
onyl-
1,2,3,4a,5,
6,7,8,9,10,
12,12a,14,
14a-
tetradecah
ydropicen
-3-
yl]oxy]-
3,4,5-
trihydroxy
oxane-2-
carboxylic 
acid 

0.
8
7
9
3
1
7 

0.
0
0
6
2
1
7 

YOS
RLT
NU
OC
HBE
A-
SNR
HW
UJA
SA-
N 

O=C(O)C1OC(OC2CCC3(C)C(CCC4(C)C3CC
=C5C6CC(C)(C)CCC6(C(=O)OC7OC(CO)C(
O)C(O)C7O)CCC54C)C2(C)C)C(O)C(O)C1O 

C4
2H
66
O
14 

7
9
3
.
4
3
6
8 

5
5
4.
7
8
8 

n
e
g 

(2R,3S,4S,
5R,6R)-5-
[(2S,3R,4R)
-3,4-
dihydroxy

0.
6
8
6
6

0.
0
0
6
1

UW
KRN
CN
WJV
CHG

OCC1OC(OCCC=2C=CC=CC2)C(OC3OCC(
O)(CO)C3O)C(O)C1O 

C1
9H
28
O
10 

4
3
4
.
2

2
8
9.
1
1

p
o
s 



-4-
(hydroxym
ethyl)oxol
an-2-
yl]oxy-2-
(hydroxym
ethyl)-6-
(2-
phenyleth
oxy)oxane
-3,4-diol 

1
2 

4
7 

Z-
DER
WZF
JFSA
-N 

0
1
2 

6 

Succinic 
acid 

0.
9
6
5
8
1
9 

0.
0
0
5
4
6
3 

KDY
FGR
WQ
OYB
RFD
-
UHF
FFA
OYS
A-N 

O=C(O)CCC(=O)O C4
H6
O
4 

1
1
7
.
0
1
9
3 

5
7.
2
0
8
8 

n
e
g 

3,5-
Dimethox
y-4-
hydroxybe
nzaldehyd
e 

0.
9
9
0
8
0
3 

0.
0
0
5
2
8
1 

KCD
XJA
YRV
LXP
FO-
UHF
FFA
OYS
A-N 

COC1=CC(=CC(=C1O)OC)C=O C9
H1
0
O
4 

1
8
3
.
0
6
5
3 

2
8
6.
6
4
2 

p
o
s 

9(S)-
HOTrE 

0.
7
9
4
2
0
8 

0.
0
0
5
2
2
1 

RIG
GEA
ZDT
KMX
SI-
MEB
VTJ
QTS
A-N 

CCC=CCC=CC=CC(O)CCCCCCCC(O)=O C1
8H
30
O
3 

2
9
3
.
2
1
2
2 

7
7
0.
9
2 

n
e
g 

Ethyl 4-
methoxyci
nnamate 

0.
6
0
7
3

0.
0
0
5
0

DH
NG
CHL
FKU
PGP

CCOC(=O)C=CC1=CC=C(C=C1)OC C1
2H
14
O
3 

2
0
7
.
1

2
9
6.
0
7

p
o
s 



1
8 

4
1 

X-
RMK
NXT
FCS
A-N 

0
1
9 

6 

Ethyl 
caffeate 

0.
6
5
6
9
4
9 

0.
0
0
4
9
9
9 

WD
KYD
MUL
ARN
CIS-
GQ
CTY
LIAS
A-N 

CCOC(=O)C=CC1=CC(=C(C=C1)O)O C1
1H
12
O
4 

2
0
9
.
0
8
0
6 

2
2
4.
0
0
8 

p
o
s 

5-
Hydroxym
ethylfurfur
al 

0.
9
6
9
4
6 

0.
0
0
4
9
9
5 

NOE
GNK
MF
WQ
HSL
B-
UHF
FFA
OYS
A-N 

C1=C(OC(=C1)C=O)CO C6
H6
O
3 

1
2
7
.
0
3
8
9 

2
6.
1
2
3
8 

p
o
s 

L-
Isoleucine 

0.
9
8
7
3
4
1 

0.
0
0
4
8
8
8 

AGP
KZV
BTJJ
NPA
G-
WH
FBIA
KZS
A-N 

O=C(O)C(N)C(C)CC C6
H1
3
N
O
2 

1
3
2
.
1
0
1
9 

5
9.
8
1
3
1 

p
o
s 

PYROCAT
ECHUIC 
ACID 

0.
9
7
2
5
0
9 

0.
0
0
4
8
7
6 

GLD
QA
MY
CG
OIJ
DV-
UHF
FFA
OYS
A-N 

O=C(O)C=1C=CC=C(O)C1O C7
H6
O
4 

1
5
3
.
0
1
9
4 

1
1
1.
4
4
1 

n
e
g 

3- 0. 0. IJFX O=C(O)c1cccc(O)c1 C7 1 1 n



hydroxybe
nzoic acid 

9
6
2
7
5
1 

0
0
4
8
7
1 

RHU
RBJ
ZNA
O-
UHF
FFA
OYS
A-N 

H6
O
3 

3
7
.
0
2
4
2 

5
5.
4
6
4 

e
g 

Adenine 0.
9
9
6
6
9
8 

0.
0
0
4
7
8
6 

GFF
GJB
XGB
JISG
V-
UHF
FFA
OYS
A-N 

C1=NC2=NC=NC(=C2N1)N C5
H5
N
5 

1
3
6
.
0
6
1
9 

4
3.
0
4
8
4
5 

p
o
s 

Azelaic 
acid 

0.
7
6
0
4
7
3 

0.
0
0
4
7
1
1 

BDJ
RBE
YXG
GNY
IS-
UHF
FFA
OYS
A-N 

O=C(O)CCCCCCCC(=O)O C9
H1
6
O
4 

1
8
7
.
0
9
7
4 

3
6
8.
4
3
3 

n
e
g 

Dihydrom
yricetin 

0.
8
6
8
9
0
7 

0.
0
0
4
5
8
7 

KJXS
IXM
JHK
AJO
D-
LSD
HH
AIU
SA-
N 

C1=C(C=C(C(=C1O)O)O)C2C(C(=O)C3=C(
C=C(C=C3O2)O)O)O 

C1
5H
12
O
8 

3
2
1
.
0
5
8
1 

4
3.
2
9
5
7 

p
o
s 

methyl 
chlorogen
ate 

0.
7
8
4
7
7
4 

0.
0
0
4
1
9
3 

MZ
NIJR
APC
CEL
QX-
AW
OKG
ZDA

O=C(OC1CC(O)(C(=O)OC)CC(O)C1O)C=C
C2=CC=C(O)C(O)=C2 

C1
7H
20
O
9 

3
6
7
.
1
0
2
7 

2
5
9.
9
8
3 

n
e
g 



SA-
N 

Azuleno[6,
5-
b]furan-
2,6(3H,4H)
-dione, 
3a,7,7a,8,9
,9a-
hexahydro
-5,8-
dimethyl-
3-
methylene
-, 
(3aR,7aS,8
S,9aR)- 

0.
7
3
8
9
4
9 

0.
0
0
4
0
4
2 

UQ
NO
NRH
PSCI
IJO-
SKV
KQC
JPS
A-N 

C[C@H]1C[C@H]2OC(=O)C(=C)[C@H]2C\
C3=C(/C)C(=O)C[C@@H]13 

C1
5H
18
O
3 

2
4
7
.
1
3
2
6 

1
6
3.
2
6 

p
o
s 

Neochloro
genic acid 

0.
9
3
2
1
5
6 

0.
0
0
3
9
6 

CW
VRJ
TMF
ETX
NA
D-
NXL
LH
MK
USA
-N 

C1C(C(C(CC1(C(=O)O)O)OC(=O)C=CC2=C
C(=C(C=C2)O)O)O)O 

C1
6H
18
O
9 

3
5
5
.
1
0
2
1 

1
8
7.
8
6
6 

p
o
s 

Ethylparab
en 

0.
8
6
4
5
4
9 

0.
0
0
3
9
3
3 

NU
VBS
KCK
DO
MJS
U-
UHF
FFA
OYS
A-N 

CCOC(=O)C1=CC=C(C=C1)O C9
H1
0
O
3 

1
6
7
.
0
7
0
3 

1
8
4.
2
6
1 

p
o
s 

2-
Hydroxy-
4-
methoxyb
enzaldehy
de 

0.
9
3
4
8
9

0.
0
0
3
8
4 

WZ
UO
DJN
EIXS
NEU
-

COC1=CC(=C(C=C1)C=O)O C8
H8
O
3 

1
5
3
.
0
5

2
0
3.
5
4
7 

p
o
s 



4 UHF
FFA
OYS
A-N 

4
4 

isosakuran
etin-7-O-
rutinoside 

0.
8
1
0
1
5
2 

0.
0
0
3
7
5
9 

RM
CRQ
BAIL
CLJ
GU-
UHF
FFA
OY
NA-
N 

COC1=CC=C(C=C1)C1CC(=O)C2=C(O)C=
C(OC3OC(COC4OC(C)C(O)C(O)C4O)C(O)C(
O)C3O)C=C2O1 

C2
8H
34
O
14 

6
3
9
.
1
9
4 

3
3
6.
8
8 

n
e
g 

Psicose 0.
8
7
4
8
0
9 

0.
0
0
3
5
6
5 

BJHI
KXH
VCX
FQL
S-
PUFI
MZ
NGS
A-N 

O=C(CO)C(O)C(O)C(O)CO C6
H1
2
O
6 

1
7
9
.
0
5
6
2 

4
0.
7
7
4
8 

n
e
g 

Loliolide 0.
9
2
9
9
7 

0.
0
0
3
5
4
7 

XEV
QXK
KKA
VVS
MW
-
UHF
FFA
OYS
A-N 

CC1(CC(CC2(C1=CC(=O)O2)C)O)C C1
1H
16
O
3 

1
9
7
.
1
1
7
1 

3
0
9.
4
7 

p
o
s 

Isobutyl 
4-
hydroxybe
nzoate 

0.
6
2
5
5
8
1 

0.
0
0
3
5
3
2 

XPJ
VKC
REN
WU
EJH
-
UHF
FFA
OYS
A-N 

CC(C)COC(=O)C1=CC=C(C=C1)O C1
1H
14
O
3 

1
9
5
.
1
0
1
7 

2
4
0.
6
7
6 

p
o
s 

Caffeine 0. 0. RYY CN1C=NC2=C1C(=O)N(C(=O)N2C)C C8 1 1 p



9
8
9
6
2
4 

0
0
3
4
4 

VLZ
VUV
IJVG
H-
UHF
FFA
OYS
A-N 

H1
0
N
4
O
2 

9
5
.
0
8
7
5 

8
2.
7
1
5 

o
s 

alpha-
Linolenic 
acid 

0.
9
7
5
6
4
5 

0.
0
0
3
4
3
7 

DTO
SIQ
BPP
RVQ
HS-
PDB
XO
OC
HSA
-N 

CCC=CCC=CCC=CCCCCCCCC(=O)O C1
8H
30
O
2 

2
7
9
.
2
3
1
9 

7
5
8.
0
9
7 

p
o
s 

Xanthoxyli
ne 

0.
6
9
8
7
6
6 

0.
0
0
3
3
3
5 

FBU
BVL
UPU
DBF
ME-
UHF
FFA
OYS
A-N 

CC(=O)C1=C(C=C(C=C1OC)OC)O C1
0H
12
O
4 

1
9
7
.
0
8
1 

1
8
1.
7
1
6 

p
o
s 

Arginine 0.
9
8
3
1
0
5 

0.
0
0
3
3
2
6 

ODK
SFY
DXX
FIFQ
N-
UHF
FFA
OYS
A-N 

C(CC(C(=O)O)N)CN=C(N)N C6
H1
4
N
4
O
2 

1
7
5
.
1
1
8
9 

4
0.
3
3
3
1 

p
o
s 

2-
Hydroxyac
etopheno
ne 

0.
9
7
7
1
2
3 

0.
0
0
3
2
6
8 

ZW
VHT
XAY
IKB
MEE
-
UHF
FFA

O=C(C=1C=CC=CC1)CO C8
H8
O
2 

1
3
7
.
0
5
9
7 

5
7.
7
9
6 

p
o
s 



OYS
A-N 

Phthalic 
anhydride 

0.
9
1
9
3
4
6 

0.
0
0
3
2
6
5 

LGR
FSU
RHD
FAFJ
T-
UHF
FFA
OYS
A-N 

O=c(o1)c(c2)c(ccc2)c(=O)1 C8
H4
O
3 

1
4
9
.
0
2
3
1 

7
8
7.
4
3
2 

p
o
s 

LPC 16:0 0.
8
9
4
4
6
3 

0.
0
0
3
1
7
5 

AS
WB
NKH
CZG
QVJ
V-
UHF
FFA
OYS
A-N 

O=C(OCC(O)COP(=O)([O-])OCC[N+](C)(C)
C)CCCCCCCCCCCCCCC 

C2
4H
50
N
O
7P 

5
4
0
.
3
3
0
4 

7
6
7.
0
7
5 

n
e
g 

o-
Veratralde
hyde 

0.
8
6
9
7
7
5 

0.
0
0
3
1 

JIVG
SHF
YXP
RRS
Z-
UHF
FFA
OYS
A-N 

COC1=CC=CC(=C1OC)C=O C9
H1
0
O
3 

1
6
7
.
0
7 

1
1
8.
3
3
1 

p
o
s 

Cauloside 
C 

0.
8
2
0
1
5
1 

0.
0
0
3
0
8
9 

RRO
GHR
HLB
LVQ
SG-
UU
WFF
IQN
SA-
N 

C[C@]12CC[C@@H]([C@@]([C@@H]1CC[
C@@]3([C@@H]2CC=C4[C@]3(CC[C@@]
5([C@H]4CC(CC5)(C)C)C(=O)O)C)C)(C)CO)
O[C@H]6[C@@H]([C@H]([C@H](CO6)O)O
)O[C@H]7[C@@H]([C@H]([C@@H]([C@H]
(O7)CO)O)O)O 

C4
1H
66
O
13 

8
1
1
.
4
4
7 

5
9
7.
9
5
7 

n
e
g 

Lamiide 0.
8
2
3

0.
0
0
3

VFY
ACE
NSD
OLJ

O=C(OC)C1=COC(OC2OC(CO)C(O)C(O)C2
O)C3C1(O)CC(O)C3(O)C 

C1
7H
26
O

4
2
1
.

6
0.
2
8

n
e
g 



8
0
7 

0
6
6 

GQ-
SNO
NC
DO
DSA
-N 

12 1
3
4
7 

6
1 

Glyceryl 
linolenate 

0.
9
9
5
8
4
8 

0.
0
0
2
8
8
5 

GGJ
RAQ
ULU
RVT
AJ-
PDB
XO
OC
HSA
-N 

O=C(OCC(O)CO)CCCCCCCC=CCC=CCC=C
CC 

C2
1H
36
O
4 

3
7
5
.
2
5
0
5 

8
2
7.
7
8
2
5 

p
o
s 

Stachydrin
e 

0.
8
5
1
6
5
3 

0.
0
0
2
8
5 

CM
UN
UTV
VO
OH
QP
W-
LUR
JTMI
ESA
-N 

C[N+]1(CCCC1C(=O)[O-])C C7
H1
3
N
O
2 

1
4
4
.
1
0
2 

4
2.
8
0
0
9
5 

p
o
s 

Asperulosi
dic acid 

0.
6
6
6
6
9
8 

0.
0
0
2
7
3
6 

DG
DW
CR
WJR
NM
RKX
-
DILZ
HR
MZS
A-N 

CC(=O)OCC1=CC(C2C1C(OC=C2C(=O)O)
OC3C(C(C(C(O3)CO)O)O)O)O 

C1
8H
24
O
12 

4
3
1
.
1
1
9
2 

1
3
8.
8
9
8
5 

n
e
g 

Betulin 0.
9
3
5
5
3

0.
0
0
2
7
2

FV
WJY
YTZ
TCV
BKE
-

OCC12CCC(C(=C)C)C2C3CCC4C5(C)CCC(O
)C(C)(C)C5CCC4(C)C3(C)CC1 

C3
0H
50
O
2 

4
4
3
.
3
8

9
4
6.
1
2
5 

p
o
s 



7 3 RO
UW
MTJ
PSA
-N 

8
7 

Shanzhisid
e methyl 
ester 

0.
9
6
1
8
5
4 

0.
0
0
2
7
2
2 

KKS
YAZ
CUY
VRK
ML-
IRD
ZEP
HTS
A-N 

O=C(OC)C1=COC(OC2OC(CO)C(O)C(O)C2
O)C3C1C(O)CC3(O)C 

C1
7H
26
O
11 

4
0
5
.
1
4
0
3 

6
2.
3
5
0
9 

n
e
g 

DEET 0.
9
5
2
8
5
4 

0.
0
0
2
6
3
7 

MM
OXZ
BCL
CQI
TDF
-
UHF
FFA
OYS
A-N 

CCN(CC)C(=O)C1=CC=CC(C)=C1 C1
2H
17
N
O 

1
9
2
.
1
3
8
2 

5
3
8.
2
2
5 

p
o
s 

2H-
Pyran-4-
acetic 
acid, 5-
carboxy-
3-
ethylidene
-2-(beta-
D-
glucopyra
nosyloxy)-
3,4-
dihydro-, 
alpha-[2-
(4-
hydroxyph
enyl)ethyl] 
ester, 
(2S,3Z,4S)
- 

0.
6
7
1
1
3
8 

0.
0
0
2
5
7
9 

BSU
NYC
AAA
LCB
NU-
MO
NC
MA
ELS
A-N 

C\C=C\1[C@@H](O\C=C(/[C@H]1CC(=O)
OCCC2=CC=C(O)C=C2)C(O)=O)O[C@@H]
3O[C@H](CO)[C@@H](O)[C@H](O)[C@H]
3O 

C2
4H
30
O
12 

5
0
9
.
1
6
5
8 

3
0
4.
1
6
1 

n
e
g 



Isochlorog
enic acid C 

0.
8
4
3
8
5
3 

0.
0
0
2
5
5
8 

UFC
LZK
MFX
SILN
L-
RVX
RW
RFU
SA-
N 

C1C(C(C(CC1(C(=O)O)O)OC(=O)C=CC2=C
C(=C(C=C2)O)O)OC(=O)C=CC3=CC(=C(C
=C3)O)O)O 

C2
5H
24
O
12 

5
1
7
.
1
3
3
2 

3
6
4.
4
6
7 

p
o
s 

Scoparon
e 

0.
8
6
6
5
7 

0.
0
0
2
5
3
1 

GUA
FOG
OEJ
LSQ
BT-
UHF
FFA
OYS
A-N 

COC1=C(C=C2C(=C1)C=CC(=O)O2)OC C1
1H
10
O
4 

2
0
7
.
0
6
5
1 

4
1
2.
9
5
7 

p
o
s 

2H-
Pyran-4-
acetic 
acid, 2-
(beta-D-
glucopyra
nosyloxy)-
3,4-
dihydro-
3-(2-
hydroxyet
hylidene)-
5-
(methoxyc
arbonyl)-, 
2-(4-
hydroxyph
enyl)ethyl 
ester, 
(2S,3Z,4S)
- 

0.
7
6
3
0
1
2 

0.
0
0
2
5
2
4 

AHT
RGG
WSB
FOE
EG-
BXD
NV
MC
DSA
-N 

COC(=O)\C1=C\O[C@@H](O[C@@H]2O[
C@H](CO)[C@@H](O)[C@H](O)[C@H]2O)\
C(=C/CO)[C@@H]1CC(=O)OCCC3=CC=C(
O)C=C3 

C2
5H
32
O
13 

5
3
9
.
1
7
6
8 

3
0
3.
1
3
8 

n
e
g 

Methyl 
trans-
cinnamic 
acid 

0.
7
7
1

0.
0
0
2

RUR
HILY
UW
QEG

Cc1ccc(cc1)/C=C/C(=O)O C1
0H
10
O

1
6
3
.

3
5
9.
5

p
o
s 



3
9
9 

3
2
9 

OS-
VOT
SOK
GW
SA-
N 

2 0
7
5
4 

1 

Coniferyl 
aldehyde 

0.
9
3
4
9
4 

0.
0
0
2
3
0
5 

DKZ
BB
WM
URD
FHN
E-
UHF
FFA
OYS
A-N 

COC1=CC(C=CC=O)=CC=C1O C1
0H
10
O
3 

1
7
9
.
0
7
0
3 

3
6
1.
0
0
1 

p
o
s 

Nicotinic 
acid 

0.
9
9
5
4
9
6 

0.
0
0
2
3 

PVN
IIMV
LHY
AW
GP-
UHF
FFA
OYS
A-N 

C1=CC(=CN=C1)C(=O)O C6
H5
N
O
2 

1
2
4
.
0
3
9
3 

5
1.
8
6
0
2 

p
o
s 

3,4-
Dimethox
ybenzalde
hyde 

0.
8
3
9
5
2
7 

0.
0
0
2
2
1
3 

WJU
FSD
ZVC
OTF
ON-
UHF
FFA
OYS
A-N 

O=CC1=CC=C(OC)C(OC)=C1 C9
H1
0
O
3 

1
6
7
.
0
7
0
4 

2
2
2.
9
6
7 

p
o
s 

(1S,2R,4aS
,6aS,6bR,1
0S,12aR)-
10-
hydroxy-
1,2,6a,6b,9
,9,12a-
heptamet
hyl-
2,3,4,5,6,6

0.
9
8
5
5
0
1 

0.
0
0
2
2
1
1 

WC
GU
UG
GRB
IKT
OS-
POP
PTPI
PSA
-N 

O=C(O)C12CCC(C)C(C)C2C3=CCC4C5(C)C
CC(O)C(C)(C)C5CCC4(C)C3(C)CC1 

C3
0H
48
O
3 

4
5
7
.
3
6
7
9 

8
9
5.
9
7
8 

p
o
s 



a,7,8,8a,10
,11,12,13,1
4b-
tetradecah
ydro-1H-
picene-
4a-
carboxylic 
acid 

PHENYLAL
ANINE 

0.
9
2
0
8
5
6 

0.
0
0
2
1
2
8 

COL
NVL
DHV
KWL
RT-
UHF
FFA
OYS
A-N 

O=C(O)C(N)CC=1C=CC=CC1 C9
H1
1
N
O
2 

1
6
6
.
0
8
6
1 

8
9.
2
3
2
6 

p
o
s 

Echinocyst
ic acid 

0.
6
9
5
7
3
9 

0.
0
0
2
1
0
4 

YKO
PW
POF
WM
YZJ
Z-
PRI
AQ
AID
SA-
N 

CC1(CCC2(C(C1)C3=CCC4C5(CCC(C(C5CC
C4(C3(CC2O)C)C)(C)C)O)C)C(=O)O)C 

C3
0H
48
O
4 

4
7
1
.
3
4
8 

7
1
1.
4
6
1 

n
e
g 

Eugenol 0.
6
4
2
5
1
5 

0.
0
0
2
0
0
6 

RRA
FCD
WB
NXT
KKO
-
UHF
FFA
OYS
A-N 

C=CCc(c1)cc(OC)c(O)c1 C1
0H
12
O
2 

1
6
5
.
0
9
0
8 

1
4
7.
4
4
7 

p
o
s 

Pyrogluta
mic acid 
(not 
validated, 
isomer of 

0.
8
7
0
2

0.
0
0
2
0

OD
HCT
XKN
WH
HXJ

O=C(O)C1NC(=O)CC1 C5
H7
N
O
3 

1
3
0
.
0

5
2.
8
4
7

p
o
s 



88) 8
8 

0
2 

C-
UHF
FFA
OYS
A-N 

4
9
9 

5 

D-
Pantothen
ic acid 

0.
8
2
9
3
4 

0.
0
0
1
9
8
7 

GH
OK
WG
TUZ
JEA
QD-
ZET
CQY
MH
SA-
N 

OCC(C)(C)[C@@H](O)C(=O)NCCC(O)=O C9
H1
7
N
O
5 

2
2
0
.
1
1
7
9 

1
0
4.
2
2
1 

p
o
s 

Sarracenin 0.
8
7
3
2
5
4 

0.
0
0
1
9
7
6 

QGB
CG
MG
BGA
HJIT
-
UHF
FFA
OYS
A-N 

CC1C2C3CC(O1)OC2OC=C3C(=O)OC C1
1H
14
O
5 

2
2
7
.
0
9
1
3 

8
7.
1
6
6
4 

p
o
s 

7-
Methoxy-
4-
methylcou
marin 

0.
6
7
6
5
3
7 

0.
0
0
1
9
4 

UDF
PKN
SWS
YBI
HO-
UHF
FFA
OYS
A-N 

COc1ccc2c(C)cc(=O)oc2c1 C1
1H
10
O
3 

1
9
1
.
0
7
0
2 

7
3.
2
5
7
7 

p
o
s 

4-
Methylum
belliferone 

0.
6
6
1
0
4
4 

0.
0
0
1
9
2
5 

HSH
NIT
RMY
YLL
CV-
UHF
FFA
OYS
A-N 

CC1=CC(=O)OC2=C1C=CC(=C2)O C1
0H
8
O
3 

1
7
7
.
0
5
4
7 

6
6.
2
7
6
1 

p
o
s 



cynaropicr
in 

0.
9
5
3
0
2 

0.
0
0
1
9
0
2 

KHS
CYO
FDK
ADJ
DJ-
NQL
MQ
OP
MS
A-N 

O=C(OC1CC(=C)C2CC(O)C(=C)C2C3OC(=
O)C(=C)C13)C(=C)CO 

C1
9H
22
O
6 

3
4
7
.
1
4
8
6 

3
1
8.
9 

p
o
s 

Methyl 
hexadeca
noate 

0.
9
9
4
1
6 

0.
0
0
1
7
9 

FLIA
CVV
OZY
BSB
S-
UHF
FFA
OYS
A-N 

CCCCCCCCCCCCCCCC(=O)OC C1
7H
34
O
2 

3
1
5
.
2
5
3
6 

7
1
0.
4
3 

n
e
g 

Piscidic 
Acid 

0.
8
5
7
3
9
6 

0.
0
0
1
7
8
5 

TUO
DP
MG
CCJ
SJR
H-
UHF
FFA
OYS
A-N 

O=C(O)C(O)C(O)(C(=O)O)CC1=CC=C(O)C
=C1 

C1
1H
12
O
7 

2
5
5
.
0
5
0
9 

9
1.
0
4
8 

n
e
g 

(1S,4S,5R,
10S,13S,1
7S,19S,20
R)-10-
hydroxy-
4,5,9,9,13,
19,20-
heptamet
hyl-24-
oxahexacy
clo[15.5.2.

0 ¹ , ¹ ⁸ .0 ⁴ , ¹

⁷.0⁵,¹⁴.0⁸,¹

0.
7
8
6
7
8
7 

0.
0
0
1
7
5
4 

UVB
LDL
GZD
SGC
SN-
MW
OW
FCO
ASA
-N 

O=C1OC23C=CC4C5(C)CCC(O)C(C)(C)C5C
CC4(C)C3(C)CCC16CCC(C)C(C)C26 

C3
0H
46
O
3 

4
5
3
.
3
3
7
8 

9
4
9.
8
9
3 

n
e
g 



³]tetracos-
15-en-
23-one 

N-Acetyl-
DL-
glutamic 
acid 

0.
9
1
7
5
4
4 

0.
0
0
1
6
3
7 

RFM
MM
VD
NIP
UKG
G-
UHF
FFA
OYS
A-N 

CC(=O)NC(CCC(O)=O)C(O)=O C7
H1
1
N
O
5 

1
8
8
.
0
5
6
3 

5
3.
9
3
9
1 

n
e
g 

Isopeonol 0.
8
4
5
1
8
2 

0.
0
0
1
5
3
5 

XPH
IPEX
PAG
CEB
M-
UHF
FFA
OYS
A-N 

O=C(C1=CC=C(O)C=C1OC)C C9
H1
0
O
3 

1
6
5
.
0
5
5
5 

6
3.
4
0
5
7 

n
e
g 

Nicotinam
ide 

0.
9
9
4
1
4
5 

0.
0
0
1
5
1
1 

DFP
AKS
UCG
FBD
DF-
UHF
FFA
OYS
A-N 

C1=CC(=CN=C1)C(=O)N C6
H6
N
2
O 

1
2
3
.
0
5
5
2 

5
2.
3
5
3
8 

p
o
s 

PYRIDOXI
NE 

0.
9
3
3
0
0
5 

0.
0
0
1
4
9
7 

LXN
HXL
LTX
MV
WP
M-
UHF
FFA
OYS
A-N 

OC=1C(=NC=C(C1CO)CO)C C8
H1
1
N
O
3 

1
7
0
.
0
8
1
2 

3
9.
3
4
4
2 

p
o
s 

Sweroside 0.
6
5

0.
0
0

VSJ
GJM
KGN

C=CC1C2CCOC(=O)C2=COC1OC3C(C(C(C
(O3)CO)O)O)O 

C1
6H
22

3
5
9

8
2.
0

p
o
s 



5
5
3
5 

1
4
7
8 

MDJ
CI-
ZAS
XJU
AOS
A-N 

O
9 

.
1
3
3
7 

4
9
2 

2''-O-
beta-L-
galactopyr
anosylorie
ntin 

0.
8
9
9
5
0
8 

0.
0
0
1
4
7
4 

QQ
BFH
NKJ
GBC
SLG
-
UHF
FFA
OYS
A-N 

C1=CC(=C(C=C1C2=CC(=O)C3=C(O2)C(=
C(C=C3O)O)C4C(C(C(C(O4)CO)O)O)OC5C(
C(C(C(O5)CO)O)O)O)O)O 

C2
7H
30
O
16 

6
1
1
.
1
6
1
1 

2
1
7.
8
6
5 

p
o
s 

4-
Hydroxy-
3,5-
dimethoxy
phenyl 6-
O-
[(2S,3R,4R)
-3,4-
dihydroxy
-4-
(hydroxym
ethyl)tetra
hydro-2-
furanyl]-
beta-D-
glucopyra
noside 

0.
7
5
7
6
4
9 

0.
0
0
1
4
5 

BPSJ
MBK
ZSU
TYN
F-
GXC
UHX
BUS
A-N 

COC1=CC(=CC(=C1O)OC)O[C@@H]2O[C
@H](CO[C@H]3OC[C@](O)(CO)[C@H]3O)[
C@@H](O)[C@H](O)[C@H]2O 

C1
9H
28
O
13 

4
6
5
.
1
5
9
6 

1
3
2.
3
1
3 

p
o
s 

Ascorbic 
acid 

0.
6
8
3
9
9
3 

0.
0
0
1
4
4
3 

CIW
BSH
SKH
KDK
BQ-
JLA
ZNS
OCS
A-N 

O=C1OC(C(O)=C1O)C(O)CO C6
H8
O
6 

1
7
7
.
0
5
4
7 

3
9
9.
7
5
4 

p
o
s 

Benzoic 
acid 

0.
9

0.
0

WP
YMK

C1=CC=C(C=C1)C(=O)O C7
H6

1
2

3
6

p
o



4
4
7
5 

0
1
4
3
7 

LBDI
GXB
TP-
UHF
FFA
OYS
A-N 

O
2 

3
.
0
4
4 

1.
0
0
1 

s 

Adenosine 0.
8
6
7
3
6
9 

0.
0
0
1
4
2
9 

OIR
DTQ
YFT
ABQ
OQ
-
KQY
NXX
CUS
A-N 

OCC1OC(N2C=NC=3C(=NC=NC32)N)C(O)
C1O 

C1
0H
13
N
5
O
4 

2
6
8
.
1
0
4
1 

5
2.
8
4
7
5 

p
o
s 

Chlorogen
ic acid 

0.
9
8
7
6
9
4 

0.
0
0
1
4
2
6 

CW
VRJ
TMF
ETX
NA
D-
JUH
ZAC
GLS
A-N 

C1C(C(C(CC1(C(=O)O)O)OC(=O)C=CC2=C
C(=C(C=C2)O)O)O)O 

C1
6H
18
O
9 

3
5
5
.
1
0
1
3 

1
2
4.
7
2
6 

p
o
s 

Atractylosi
de A 

0.
7
7
5
5
8
4 

0.
0
0
1
4
1
7 

QN
BLV
YVB
WDI
WD
M-
BSLJ
OXI
BSA
-N 

CC1(C2CC(CCC(C2CC1=O)(CO)O)C(C)(C)O
C3C(C(C(C(O3)CO)O)O)O)O 

C2
1H
36
O
10 

4
9
3
.
2
2
7
9 

4
3
9.
0
6
1 

n
e
g 

Sinapoyl 
aldehyde 

0.
9
3
5
4
7
7 

0.
0
0
1
3
9
5 

CDI
CDS
OGT
RCH
MG
-
UHF

COC1=CC(C=CC=O)=CC(OC)=C1O C1
1H
12
O
4 

2
0
7
.
0
6
6

3
5
2.
7
0
4 

n
e
g 



FFA
OYS
A-N 

3 

6,7-
Dihydroxy
coumarin 

0.
9
9
6
2
0
9 

0.
0
0
1
3
7
3 

ILED
WL
MC
KZN
DJK
-
UHF
FFA
OYS
A-N 

OC1=CC2=C(C=CC(=O)O2)C=C1O C9
H6
O
4 

1
7
7
.
0
1
9
1 

1
9
2.
0
1
9 

n
e
g 

Securinine 0.
7
2
9
8
9
2 

0.
0
0
1
2
9
9 

SWZ
MSZ
QQJ
RKF
BP-
WZ
RBS
PAS
SA-
N 

C1CCN2C(C1)C34CC2C=CC3=CC(=O)O4 C1
3H
15
N
O
2 

2
1
8
.
1
1
7
5 

3
7
5.
8
7
9 

p
o
s 

Guanine 1 0.
0
0
1
2
9
5 

UYT
PUP
DQ
BNU
YGX
-
UHF
FFA
OYS
A-N 

c1[nH]c2c(=O)[nH]c(nc2n1)N C5
H5
N
5
O 

1
5
2
.
0
5
6
7 

4
6.
7
5
2
7 

p
o
s 

geniposid
e 

0.
9
4
2
1
7
1 

0.
0
0
1
2
9
4 

IBFY
XTR
XDN
AP
MM
-
BVT
MA
QQ
CSA
-N 

O=C(OC)C1=COC(OC2OC(CO)C(O)C(O)C2
O)C3C(=CCC13)CO 

C1
7H
24
O
10 

3
8
7
.
1
2
9
1 

8
2.
1
5
9
1 

n
e
g 



gamma-
Linolenic 
acid 

0.
6
7
7
3
0
5 

0.
0
0
1
2
8
1 

VZC
CET
WT
MQ
HEP
K-
QNE
BEI
HSS
A-N 

CCCCC\C=C/C\C=C/C\C=C/CCCCC(O)=O C1
8H
30
O
2 

2
7
9
.
2
3
1
9 

6
5
9.
6
9
5 

p
o
s 

β -
Gentiobio
se 

0.
8
1
4
3
2
9 

0.
0
0
1
2
7
4 

DLR
VVL
DZN
NYC
BX-
CQ
UJW
QHS
SA-
N 

OCC1OC(OCC2OC(O)C(O)C(O)C2O)C(O)C(
O)C1O 

C1
2H
22
O
11 

3
6
0
.
1
4
9
3 

4
6.
2
5
7
7 

p
o
s 

Betaine 0.
9
7
1
9
9
5 

0.
0
0
1
2
6
8 

KWI
UHF
FTV
RNA
TP-
UHF
FFA
OYS
A-N 

O=C([O-])C[N+](C)(C)C C5
H1
1
N
O
2 

1
1
8
.
0
8
6
2 

6
8.
5
6
2
3 

p
o
s 

6-
Gingerol 

0.
9
2
4
9
0
9 

0.
0
0
1
2
6 

NLD
DIK
RKF
XEW
BK-
AW
EZN
QCL
SA-
N 

CCCCCC(CC(=O)CCC1=CC(=C(C=C1)O)OC
)O 

C1
7H
26
O
4 

2
9
3
.
1
7
5
3 

6
1
3.
9
1
6 

n
e
g 

isoferulic 
acid 

0.
9
0
5
1

0.
0
0
1
2

QU
RCV
MIE
KCO
AJU

O=C(O)C=CC1=CC=C(OC)C(O)=C1 C1
0H
10
O
4 

1
9
3
.
0

2
6
8.
9
0

n
e
g 



8
3 

2
8 

-
HW
KAN
ZRO
SA-
N 

5
0
3 

4 

Shanzhisid
e 

0.
6
7
3
3
2
4 

0.
0
0
1
2
2 

YSIF
YNV
XJO
GA
DM
-
KDY
WO
ABD
SA-
N 

CC1(CC(C2C1C(OC=C2C(=O)O)OC3C(C(C(
C(O3)CO)O)O)O)O)O 

C1
6H
24
O
11 

3
9
1
.
1
2
4
2 

1
9
4.
1
3
1 

n
e
g 

2,23-
Dihydroxy
-29-
methoxy-
29-oxo-
3-
(pentopyr
anosyloxy)
olean-12-
en-28-oic 
acid 

0.
6
4
1
7
4
9 

0.
0
0
1
2
2 

SFZ
VD
NKT
WP
ZIJG
-
UHF
FFA
OYS
A-N 

COC(=O)C1(C)CCC2(CCC3(C)\C(=C/CC4C5
(C)CC(O)C(OC6OCC(O)C(O)C6O)C(C)(CO)C
5CCC34C)C2C1)C(O)=O 

C3
6H
56
O
11 

6
6
5
.
3
8
7
8 

4
1
8.
6
7
2 

p
o
s 

4-
Hydroxyco
umarin 

0.
6
6
3
8
3
6 

0.
0
0
1
2
0
4 

VXI
XU
WQI
VKS
KSA
-
UHF
FFA
OYS
A-N 

OC1=CC(=O)OC2=CC=CC=C12 C9
H6
O
3 

1
6
3
.
0
3
8
8 

7
7
9.
3
6
6 

p
o
s 

Wilforlide 
A 

0.
9
6
2
4
1

0.
0
0
1
1
9

HH
QJB
WY
XB
WO
FJY-

CC1(C2CCC3(C(C2(CCC1O)C)CC=C4C3(CC
C5(C4CC6(CC5OC6=O)C)C)C)C)C 

C3
0H
46
O
3 

4
5
5
.
3
5

8
3
3.
0
6
7 

p
o
s 



5 7 YLX
TXN
MFS
A-N 

2
4 

Methyl 
3,4,5-
trimethoxy
cinnamate 

0.
7
3
6
7
1
1 

0.
0
0
1
1
8
5 

KLX
HCG
FNN
UQT
EY-
AAT
RIKP
KSA
-N 

O=C(OC)C=CC1=CC(OC)=C(OC)C(OC)=C1 C1
3H
16
O
5 

2
5
3
.
1
0
6
8 

2
7
7.
6
3
1 

p
o
s 

(1aS,10aR)
-1a,5,9-
Trimethyl-
1a,3,6,10a
-
tetrahydro
oxireno[4,
5]cyclodec
a[1,2-
b]furan-
10(2H)-
one 

0.
8
7
3
8
9
3 

0.
0
0
1
1
7
2 

CVI
VAN
CKIB
YAO
P-
WS
QYC
BKM
SA-
N 

CC/1=C\CC[C@]2(C)O[C@H]2C(=O)C3=C(
C1)OC=C3C 

C1
5H
18
O
3 

2
4
7
.
1
3
2
6 

4
1
9.
1
6
5 

p
o
s 

Spirost-5-
en-3-ol, 
(3beta,25R
)- 

0.
8
5
1
3
2
9 

0.
0
0
1
1
6
9 

WQ
LVF
SAG
QJT
QCK
-
VKR
OHF
NGS
A-N 

C[C@@H]1CC[C@@]2(OC1)O[C@H]3C[C
@H]4[C@@H]5C\C=C/6C[C@@H](O)CC[C
@]6(C)[C@H]5CC[C@]4(C)[C@H]3[C@@H]
2C 

C2
7H
42
O
3 

3
9
7
.
3
0
9
2 

7
7
0.
5
7 

p
o
s 

(E)-
Resveratro
loside 

0.
8
7
9
9
7
2 

0.
0
0
1
1
3
9 

OLC
VEO
SSV
CAF
GR-
CUY
WLF
DKS
A-N 

OC=1C=C(O)C=C(C=CC2=CC=C(OC3OC(
CO)C(O)C(O)C3O)C(O)=C2)C1 

C2
0H
22
O
9 

4
2
9
.
1
1
5
1 

3
9.
8
3
8
7 

p
o
s 



Coumaric 
acid 

0.
9
9
5
6
6
2 

0.
0
0
1
1
2
7 

NGS
WK
AQJ
JWE
SNS
-
UHF
FFA
OYS
A-N 

O=C(O)C=CC1=CC=C(O)C=C1 C9
H8
O
3 

1
4
7
.
0
4
4
1 

3
0
6.
9
6
3 

p
o
s 

Acetosyrin
gone 

0.
9
1
7
4
3
8 

0.
0
0
1
0
9
7 

OJO
BTA
OGJ
IWA
GB-
UHF
FFA
OYS
A-N 

O=C(C1=CC(OC)=C(O)C(OC)=C1)C C1
0H
12
O
4 

1
9
5
.
0
6
5
9 

6
6.
2
4
9
1 

n
e
g 

Cyclohexa
necarboxy
lic acid, 
1,3,5-
trihydroxy
-4-[[(2E)-
3-(4-
hydroxy-
3-
methoxyp
henyl)-1-
oxo-2-
propen-
1-yl]oxy]-, 
(1alpha,3a
lpha,4alph
a,5beta)- 

0.
7
2
8
1
9
5 

0.
0
0
1
0
9
6 

VTM
FDS
JJV
NQ
XLT
-
KSQ
YB
WR
XSA
-N 

COC1=CC(=CC=C1O)\C=C\C(=O)O[C@H]
2[C@H](O)C[C@@](O)(C[C@H]2O)C(O)=O 

C1
7H
20
O
9 

3
6
9
.
1
1
8
3 

2
5
9.
2
1
3 

p
o
s 

FA 
18:1+3O 

0.
9
8
0
6
4 

0.
0
0
1
0
9
5 

MDI
UM
SLC
YIJB
QC-
UHF
FFA
OYS

O=C(O)CCCCCCCC(O)C=CC(O)C(O)CCCCC C1
8H
34
O
5 

3
2
9
.
2
3
3
1 

5
6
0.
6
3 

n
e
g 



A-N 

Flavanone 
base + 2O, 
1Prenyl 

0.
9
5
5
7
2
4 

0.
0
0
1
0
5
2 

KYF
BXC
HUX
FKM
GQ-
UHF
FFA
OYS
A-N 

O=C2C=3C=CC(O)=C(C=3(OC(C1=CC=C(
O)C=C1)C2))CC=C(C)C 

C2
0H
20
O
4 

3
2
3
.
1
2
4
5 

5
0
9.
5
3
7 

n
e
g 

Methylsuc
cinic acid 

0.
9
4
9
0
9
2 

0.
0
0
1
0
2
9 

WX
UA
QH
NMJ
WJL
TG-
UHF
FFA
OYS
A-N 

O=C(O)CC(C(=O)O)C C5
H8
O
4 

1
3
1
.
0
3
4
8 

9
9.
9
7
7
1 

n
e
g 

Phenyleth
yl 
primevero
side 

0.
8
3
4
3
0
2 

0.
0
0
0
9
9
2 

ZRG
XC
WY
RIBR
SQA
-
UHF
FFA
OYS
A-N 

OC1COC(OCC2OC(OCCC3=CC=CC=C3)C(
O)C(O)C2O)C(O)C1O 

C1
9H
28
O
10 

4
6
1
.
1
6
6
1 

1
9
2.
0
1
9 

n
e
g 

Aconitic 
Acid 

0.
7
7
0
3
3
6 

0.
0
0
0
9
7
8 

GTZ
CVF
VGU
GFE
ME-
IWQ
ZZH
SRS
A-N 

O=C(O)C=C(C(=O)O)CC(=O)O C6
H6
O
6 

1
7
3
.
0
0
8
9 

5
2.
9
1
4
2 

n
e
g 

12-oxo-
phytodien
oic acid 

0.
7
8
7
0

0.
0
0
0
9

PMT
MAF
APL
CGX
GK-

O=C(O)CCCCCCCC1C=CC(=O)C1(CC=CCC
) 

C1
8H
28
O
3 

2
9
3
.
2

6
3
6.
9
7

p
o
s 



5
5 

7
7 

UHF
FFA
OYS
A-N 

1
0
6 

3 

Phenethyl
acetate 

0.
8
7
5
4
9
6 

0.
0
0
0
9
7
3 

MD
HYE
MX
UFSJ
LGV
-
UHF
FFA
OYS
A-N 

O=C(OCCC=1C=CC=CC1)C C1
0H
12
O
2 

1
6
5
.
0
9
0
8 

1
6
4.
8
2
2 

p
o
s 

Acetylcarn
itine 

0.
6
6
8
6
2
6 

0.
0
0
0
9
7
3 

RDH
QFK
QIG
NGI
ED-
MR
VPV
SSY
SA-
O 

O=C(OC(CC(=O)O)C[N+](C)(C)C)C C9
H1
8
N
O
4 

2
0
4
.
1
2
3
1 

3
9.
8
3
8
7 

p
o
s 

9-HODE 0.
6
2
2
6
3
2 

0.
0
0
0
9
6
7 

NPD
SHT
NEK
LQQ
IJ-
ZJH
FMP
GAS
A-N 

CCCCC\C=C/C=C/C(O)CCCCCCCC(O)=O C1
8H
32
O
3 

2
9
5
.
2
2
8
1 

7
9
1.
4
4
3
5 

n
e
g 

5-O-
Methylvisa
mmioside 

0.
6
8
7
9
4
2 

0.
0
0
0
9
6
5 

QV
GFP
TYG
KPL
XPK
-
OO
BAE
QHE
SA-
N 

CC1=CC(=O)C2=C(C3=C(C=C2O1)OC(C3)
C(C)(C)OC4C(C(C(C(O4)CO)O)O)O)OC 

C2
2H
28
O
10 

4
5
3
.
1
7
5
9 

3
2
8.
8
2
1 

p
o
s 



4-
[(3R,3aR,6
S,6aR)-6-
(4-
hydroxy-
3,5-
dimethoxy
phenyl)-
1,3,3a,4,6,
6a-
hexahydro
furo[3,4-
c]furan-3-
yl]-2,6-
dimethoxy
phenol 

0.
6
5
3
9
0
3 

0.
0
0
0
9
3
4 

KO
WM
JRJX
ZME
ZLD
-
GKH
NXX
NSS
A-N 

COC1=CC(=CC(OC)=C1O)[C@H]2OC[C@
H]3[C@@H]2CO[C@H]3C4=CC(OC)=C(O)
C(OC)=C4 

C2
2H
26
O
8 

4
0
1
.
1
5
9
7 

2
5
4.
1
4
3 

p
o
s 

15-(5-
Hydroxy-
6-
methylhep
t-6-en-2-
yl)-
7,7,12,16-
tetrameth
ylpentacyc
lo[9.7.0.01
,3.03,8.012
,16]octade
can-6-ol 

0.
7
8
9
4
7
8 

0.
0
0
0
9
2
7 

MH
GLN
DDJ
LDJ
DBG
-
UHF
FFA
OYS
A-N 

CC(CCC(O)C(C)=C)C1CCC2(C)C3CCC4C5(C
C35CCC12C)CCC(O)C4(C)C 

C3
0H
50
O
2 

4
2
5
.
3
7
7
2 

1
0
1
0.
3
4 

p
o
s 

DIGOXIGE
NIN 

0.
9
1
5
4
4
3 

0.
0
0
0
9
0
6 

SHI
BST
MR
CDJ
XLN
-
KCZ
CNT
NES
A-N 

O=C1OCC(=C1)C2CCC3(O)C4CCC5CC(O)C
CC5(C)C4CC(O)C23C 

C2
3H
34
O
5 

3
8
9
.
2
3
6 

8
8
4.
5
7
1 

n
e
g 

16-
Hydroxyh
exadecan
oic acid 

0.
7
2
5
6

0.
0
0
0
8

UGA
GPN
KCD
RTD
HP-

OCCCCCCCCCCCCCCCC(O)=O C1
6H
32
O
3 

2
7
1
.
2

8
6
5.
5
9

n
e
g 



2
9 

8
2 

UHF
FFA
OYS
A-N 

2
8 

9 

Ethyl 
gallate 

0.
6
1
3
7
1
1 

0.
0
0
0
8
7
9 

VFP
FQH
QNJ
CM
NBZ
-
UHF
FFA
OYS
A-N 

CCOC(=O)C1=CC(=C(C(=C1)O)O)O C9
H1
0
O
5 

1
9
9
.
0
6 

1
1
1.
4
2
4
5 

p
o
s 

Calcium 
pantothen
ate 

0.
8
4
0
6
1
6 

0.
0
0
0
8
7
5 

FAP
WY
RCQ
GJN
NSJ
-
UBK
PKT
QAS
A-L 

CC(C)(CO)C(C(=O)NCCC(=O)[O-])O.CC(C)(
CO)C(C(=O)NCCC(=O)[O-])O.[Ca+2] 

C9
H1
7
N
O
5.
1/
2 
Ca 

2
1
8
.
1
0
3
4 

9
9.
9
7
7
1 

n
e
g 

Paracetam
ol 

0.
9
9
6
0
3
7 

0.
0
0
0
8
6
8 

RZV
AJIN
KPM
ORJ
F-
UHF
FFA
OYS
A-N 

CC(=O)NC1=CC=C(O)C=C1 C8
H9
N
O
2 

1
5
2
.
0
7
0
6 

5
1.
8
6
0
2 

p
o
s 

Araloside 
A 

0.
6
0
8
3
0
6 

0.
0
0
0
8
0
7 

KQS
FNX
MD
COF
FG
W-
UGB
TYE
QW
SA-
N 

CC1(CCC2(CCC3(C(=CCC4C3(CCC5C4(CCC
(C5(C)C)OC6C(C(C(C(O6)C(=O)O)OC7C(C(
C(O7)CO)O)O)O)O)C)C)C2C1)C)C(=O)OC8
C(C(C(C(O8)CO)O)O)O)C 

C4
7H
74
O
18 

9
4
4
.
5
1
8
5 

5
3
3.
6
7
8 

p
o
s 



vanillic 
acid 

0.
6
8
5
5
8
7 

0.
0
0
0
8
0
1 

WK
OLL
VMJ
NQI
ZCI-
UHF
FFA
OYS
A-N 

COc1cc(C(=O)O)ccc1O C8
H8
O
4 

1
6
7
.
0
3
4
9 

1
8
3.
6
0
6 

n
e
g 

Pseudolari
c acid C 

0.
6
6
4
2
6
6 

0.
0
0
0
7
9
2 

RBX
VTE
UA
OTY
IME
-
GPG
KBO
PFS
A-N 

CC(=CC=CC1(C2CCC3(C2(CCC(=CC3)C(=O
)OC)O)C(=O)O1)C)C(=O)O 

C2
1H
26
O
7 

3
9
1
.
1
7
5 

3
1
1.
9
5
5 

p
o
s 

Suberic 
acid 

0.
7
5
5
2
3
1 

0.
0
0
0
7
8
9 

TYF
QFV
WC
ELR
YAO
-
UHF
FFA
OYS
A-N 

OC(=O)CCCCCCC(O)=O C8
H1
4
O
4 

1
7
3
.
0
8
1
8 

2
9
7.
0
8
6 

n
e
g 

Histamine 0.
6
2
7
0
7
2 

0.
0
0
0
7
8
5 

NTY
JJOP
FIA
HUR
M-
UHF
FFA
OYS
A-N 

c1c([nH]cn1)CCN C5
H9
N
3 

1
1
2
.
0
8
6
8 

5
8.
7
9
6
3 

p
o
s 

Phenylpyr
uvic acid 

0.
9
7
2
4
1

0.
0
0
0
7
8

BTN
MP
GBK
DVT
SJY-
UHF

O=C(O)C(=O)CC=1C=CC=CC1 C9
H8
O
3 

1
6
3
.
0
4

2
6
8.
3
7
7 

n
e
g 



8 4 FFA
OYS
A-N 

0
1 

Xylose 0.
6
8
0
2
6
2 

0.
0
0
0
7
7
6 

PYM
YPH
UHK
UW
MLA
-
VPE
NIN
KCS
A-N 

O=CC(O)C(O)C(O)CO C5
H1
0
O
5 

1
4
9
.
0
4
5
4 

4
1.
2
6
8
4 

n
e
g 

(2R,3S,4S,
5R,6R)-2-
[[(2R,3R,4
R,5S)-3,4-
dihydroxy
-5-
(hydroxym
ethyl)oxol
an-2-
yl]oxymet
hyl]-6-
[(2E)-3,7-
dimethylo
cta-2,6-
dienoxy]o
xane-
3,4,5-triol 

0.
7
0
5
8
1
6 

0.
0
0
0
7
7
3 

AW
DKY
YYA
AQ
QLE
F-
XRS
PUI
APS
A-N 

OCC1OC(OCC2OC(OCC=C(C)CCC=C(C)C)
C(O)C(O)C2O)C(O)C1O 

C2
1H
36
O
10 

4
6
6
.
2
6
5 

4
4
3.
0
0
5 

p
o
s 

Digoxin 0.
8
1
5
4
6
5 

0.
0
0
0
7
7 

LTM
HD
MA
NZU
ZIPE
-
PUG
KRIC
DSA
-N 

CC1C(C(CC(O1)OC2C(OC(CC2O)OC3C(OC(
CC3O)OC4CCC5(C(C4)CCC6C5CC(C7(C6(C
CC7C8=CC(=O)OC8)O)C)O)C)C)C)O)O 

C4
1H
64
O
14 

8
2
5
.
4
2
9
4 

4
9
5.
8
0
1 

n
e
g 

Zizyberan
alic acid 

0.
8
7
1

0.
0
0
0

SLW
JVQ
QN
DGL

CC(=C)C1CCC2(CCC3(C)C(CCC4C3(C)CCC5
C(C)(C)C(O)C(C=O)C45C)C12)C(O)=O 

C3
0H
46
O

4
5
3
.

7
1
3.
6

p
o
s 



8
7
3 

7
6
5 

XTK
-
UHF
FFA
OYS
A-N 

4 3
3
6
1 

2 

Fumaric 
acid 

0.
8
1
8
6
0
3 

0.
0
0
0
7
6
4 

VZC
YO
OQ
TPO
CHF
L-
OW
OJB
TED
SA-
N 

C(=CC(=O)O)C(=O)O C4
H4
O
4 

1
1
5
.
0
0
3
7 

4
6.
8
0
7
4 

n
e
g 

(1S,4aR,6a
S,6bR,10R,
11R,12aR,
14bS)-
1,10,11-
trihydroxy
-
2,2,6a,6b,9
,9,12a-
heptamet
hyl-
1,3,4,5,6,6
a,7,8,8a,10
,11,12,13,1
4b-
tetradecah
ydropicen
e-4a-
carboxylic 
acid 

0.
8
9
8
4
7
5 

0.
0
0
0
7
5
7 

XJM
YUP
JDA
FKIC
J-
SEA
QM
CRA
SA-
N 

O=C(O)C12CCC3(C(=CCC4C5(C)CC(O)C(O)
C(C)(C)C5CCC43C)C2C(O)C(C)(C)CC1)C 

C3
0H
48
O
5 

4
8
7
.
3
4
2 

6
4
3.
1
5 

n
e
g 

Coumaroy
l quinic 
acid 

0.
9
4
4
8
2
8 

0.
0
0
0
7
4
8 

BM
RSE
YFE
NKX
DIS-
UHF
FFA

O=C(OC1CC(O)(C(=O)O)CC(O)C1(O))C=CC
2=CC=C(O)C=C2 

C1
6H
18
O
8 

3
3
7
.
0
9
3

2
2
6.
8
7
5 

n
e
g 



OYS
A-N 

1 

Acetyl-
11-keto-
beta-
boswellic 
acid 

0.
9
1
4
9
2
9 

0.
0
0
0
7
4
1 

HM
MG
KOV
EOF
BCA
U-
XUE
ZKK
GGS
A-N 

CC1CCC2(CCC3(C(=CC(=O)C4C3(CCC5C4(
CCC(C5(C)C(=O)O)OC(=O)C)C)C)C2C1C)C)
C 

C3
2H
48
O
5 

5
1
3
.
3
5
8
1 

8
4
8.
4
9
3 

p
o
s 

D-
Gluconic 
acid 

0.
6
1
2
4
4
6 

0.
0
0
0
7
2
6 

RGH
NJX
ZEO
KUK
BD-
UHF
FFA
OYS
A-N 

OCC(O)C(O)C(O)C(O)C(O)=O C6
H1
2
O
7 

1
9
5
.
0
5
1 

4
1.
5
2
1 

n
e
g 

Lactucin 0.
6
9
5
5
5
9 

0.
0
0
0
7
2
1 

VJQ
AFL
AZR
VKA
KM-
VZLI
PTO
USA
-N 

CC1=C2C(C3C(C(C1)O)C(=C)C(=O)O3)C(=
CC2=O)CO 

C1
5H
16
O
5 

2
7
7
.
1
0
6
9 

1
4
6.
9
4
4 

p
o
s 

4-
Methoxys
alicylic 
acid 

0.
7
7
4
0
8
7 

0.
0
0
0
7
1 

MRI
XVK
KO
HP
QOF
K-
UHF
FFA
OYS
A-N 

COC1=CC(=C(C=C1)C(=O)O)O C8
H8
O
4 

1
6
7
.
0
3
4
9 

9
6.
8
2
9
4 

n
e
g 

geniposidi
c acid 

0.
7
5
9

0.
0
0
0

ZJD
OES
GV
OW

O=C(O)C1=COC(OC2OC(CO)C(O)C(O)C2O
)C3C(=CCC13)CO 

C1
6H
22
O

3
7
3
.

1
4
3.
9

n
e
g 



5
2
5 

6
9
1 

AUL
F-
OGJ
QO
NSI
SA-
N 

10 1
1
3
8 

0
3 

2,4-
Pentadien
oic acid, 
5-
[(1R,3S,5R,
8S)-3-
(beta-D-
glucopyra
nosyloxy)-
8-
hydroxy-
1,5-
dimethyl-
6-
oxabicyclo
[3.2.1]oct-
8-yl]-3-
methyl-, 
(2Z,4E)- 

0.
6
8
2
6
1 

0.
0
0
0
6
8
2 

UH
HVH
DDI
COE
BTQ
-
QCJI
OVK
VSA
-N 

CC(/C=C/[C@]1(O)[C@@]2(C)CO[C@]1(C)
C[C@@H](C2)O[C@@H]3O[C@H](CO)[C@
@H](O)[C@H](O)[C@H]3O)=C/C(O)=O 

C2
1H
32
O
10 

4
4
5
.
2
0
5
7 

1
6
3.
2
6 

p
o
s 

5-OXO-
D-
PROLINE 

0.
8
9
0
7
3
8 

0.
0
0
0
6
7
3 

OD
HCT
XKN
WH
HXJ
C-
UHF
FFA
OYS
A-N 

C1CC(=O)NC1C(=O)O C5
H7
N
O
3 

1
2
8
.
0
3
5
3 

5
2.
9
1
4
2 

n
e
g 

Cinnamic 
acid 

0.
8
2
2
3
8
8 

0.
0
0
0
6
7 

WB
YW
AXJ
HAX
SJNI
-
VOT
SOK

C1=CC=C(C=C1)C=CC(=O)O C9
H8
O
2 

1
4
9
.
0
5
9
9 

3
0
4.
9
8
6 

p
o
s 



GW
SA-
N 

3-
Hydroxy-
5-
isopropyli
dene-3,8-
dimethyl-
2,3,3a,4,5,
8a-
hexahydro
-6(1H)-
azulenone 

0.
8
0
9
1
5
6 

0.
0
0
0
6
6
2 

RHB
OHE
XDG
UVII
Y-
UHF
FFA
OYS
A-N 

CC(C)=C1CC2C(CCC2(C)O)\C(=C/C1=O)C C1
5H
22
O
2 

2
3
5
.
1
6
9
2 

5
6
6.
8
7
7 

p
o
s 

Kojic Acid 0.
7
9
3
8
1
3 

0.
0
0
0
6
5
9 

BEJ
NER
DR
QO
WKJ
M-
UHF
FFA
OYS
A-N 

C1=C(OC=C(C1=O)O)CO C6
H6
O
4 

1
4
3
.
0
3
3
8 

1
2
8.
7
6
9 

p
o
s 

7-
Methoxyc
oumarin 

0.
6
8
9
1
4
9 

0.
0
0
0
6
5
9 

LIIA
LPB
MIO
VAH
H-
UHF
FFA
OYS
A-N 

COc1ccc2ccc(=O)oc2c1 C1
0H
8
O
3 

1
7
7
.
0
5
4
7 

3
5
2.
0
9
4 

p
o
s 

sweroside 0.
8
7
4
5
2
4 

0.
0
0
0
6
4
9 

VSJ
GJM
KGN
MDJ
CI-
ZAS
XJU
AOS
A-N 

O=C1OCCC2C1=COC(OC3OC(CO)C(O)C(O
)C3O)C2C=C 

C1
6H
22
O
9 

3
5
7
.
1
1
8
7 

6
2.
3
5
0
9 

n
e
g 

Sorbose 0.
8

0.
0

BJHI
KXH

O=C(CO)C(O)C(O)C(O)CO C6
H1

1
7

2
9

n
e



2
7
4
7
8 

0
0
6
4
4 

VCX
FQL
S-
OT
WZ
MJII
SA-
N 

2
O
6 

9
.
0
5
5
4 

6.
0
6
4 

g 

2-
METHYLM
ALEATE 

0.
8
9
3
0
8
1 

0.
0
0
0
6
4 

HNE
GQI
OM
VPP
MN
R-
UHF
FFA
OYS
A-N 

CC(=CC(=O)O)C(=O)O C5
H6
O
4 

1
2
9
.
0
1
9
3 

7
0.
6
6
0
6 

n
e
g 

Guanosine 0.
8
4
2
4
0
7 

0.
0
0
0
6
3
3 

NYH
BQ
MY
GNK
IUIF
-
UU
OKF
MH
ZSA
-N 

C1=NC2=C(N1C3C(C(C(O3)CO)O)O)N=C(
NC2=O)N 

C1
0H
13
N
5
O
5 

2
8
4
.
0
9
8
9 

5
3.
8
3
7
7 

p
o
s 

1,3-
Dicaffeoyl
quinic acid 

0.
7
6
0
6
9 

0.
0
0
0
6
2
6 

YDD
UM
TOH
NYZ
QP
O-
UHF
FFA
OYS
A-N 

C1C(C(C(CC1(C(=O)O)OC(=O)C=CC2=CC(
=C(C=C2)O)O)OC(=O)C=CC3=CC(=C(C=C
3)O)O)O)O 

C2
5H
24
O
12 

5
1
7
.
1
3
3
2 

2
7
1.
5
5
1 

p
o
s 

Hederage
nin base + 
O-HexA-
Hex 

0.
7
6
1
9

0.
0
0
0
6

JDG
KHH
CYV
KBII
T-

O=C(O)C7OC(OC2CCC3(C)(C4CC=C1C5CC
(C)(C)CCC5(C(=O)O)(CCC1(C)C4(C)(CCC3(C
2(C)(CO))))))C(O)C(OC6OC(CO)C(O)C(O)C6(
O))C7(O) 

C4
2H
66
O
15 

8
1
1
.
4

5
0
2.
6
2

p
o
s 



7
9 

1
8 

UHF
FFA
OYS
A-N 

4
7
6 

4 

5-[6-(3-
hydroxy-
4-
methoxyp
henyl)-
1,3,3a,4,6,
6a-
hexahydro
furo[3,4-
c]furan-3-
yl]-2-
methoxyp
henol 

0.
6
9
0
3
1
3 

0.
0
0
0
6
1
4 

VRH
ZMF
GD
DGF
RLP
-
UHF
FFA
OYS
A-N 

COC1=CC=C(C=C1O)C2OCC3C2COC3C4=
CC=C(OC)C(O)=C4 

C2
0H
22
O
6 

3
4
1
.
1
3
8
1 

2
7
3.
0
7
7 

p
o
s 

(+)-
Pinoresino
l 

0.
8
7
5
8
6
5 

0.
0
0
0
6
0
9 

HGX
BRU
KM
WQ
GOI
E-
AFH
BHX
EDS
A-N 

COC1=C(C=CC(=C1)C2C3COC(C3CO2)C4
=CC(=C(C=C4)O)OC)O 

C2
0H
22
O
6 

3
5
9
.
1
4
8
3 

3
1
0.
9
6
1 

p
o
s 

LOVASTA
TIN 

0.
9
2
6
7
2
6 

0.
0
0
0
6
0
2 

PCZ
OHL
XUX
FIO
CF-
BXM
DZJJ
MS
A-N 

O=C1OC(CCC2C(C=CC3=CC(C)CC(OC(=O)
C(C)CC)C32)C)CC(O)C1 

C2
4H
36
O
5 

4
0
5
.
2
6
0
7 

7
8
1.
8
4
3 

p
o
s 

Curdione 0.
6
1
8
1
6
7 

0.
0
0
0
5
9
9 

KDP
FMR
XIV
DLQ
KX-
UHF
FFA
OYS

CC1CCC=C(CC(=O)C(CC1=O)C(C)C)C C1
5H
24
O
2 

2
3
7
.
1
8
4
8 

6
5
1.
2
4
2 

p
o
s 



A-N 

Protocate
chualdehy
de 

0.
7
6
0
7
5 

0.
0
0
0
5
9
7 

IBG
BGR
VKP
ALM
CQ-
UHF
FFA
OYS
A-N 

C1=CC(=C(C=C1C=O)O)O C7
H6
O
3 

1
3
9
.
0
3
8
9 

2
0
3.
5
4
7 

p
o
s 

[6-[3,4-
dihydroxy
-2,5-
bis(hydrox
ymethyl)o
xolan-2-
yl]oxy-
3,4,5-
trihydroxy
oxan-2-
yl]methyl 
(E)-3-(4-
hydroxy-
3-
methoxyp
henyl)pro
p-2-
enoate 

0.
6
6
6
2
3
4 

0.
0
0
0
5
9
2 

XMB
ZZL
UIFF
OA
HR-
HW
KAN
ZRO
SA-
N 

O=C(OCC1OC(OC2(OC(CO)C(O)C2O)CO)C
(O)C(O)C1O)C=CC3=CC=C(O)C(OC)=C3 

C2
2H
30
O
14 

5
1
7
.
1
5
5
5 

1
8
9.
6
6
8 

n
e
g 

judaicin 
(eudesma
ne 
naphthofu
ran) 

0.
8
8
3
7
1
5 

0.
0
0
0
5
8
6 

NGP
DZE
ACI
WD
CKX
-
WU
DK
WM
PAS
A-N 

O=C1OC2C(CCC3(C(=O)C=CC(O)(C)C23)C)
C1C 

C1
5H
20
O
4 

2
6
5
.
1
4
3
5 

2
1
6.
8
4
6 

p
o
s 

Galactose 0.
8
6
1
9

0.
0
0
0
5

WQ
ZGK
KKJI
JFF
OK-

OCC1OC(O)C(O)C(O)C1O C6
H1
2
O
6 

1
7
9
.
0

3
5
9.
2
7

n
e
g 



1
3 

8
3 

FPRJ
BGL
DSA
-N 

5
5
8 

3 

L-Valine 0.
9
9
5
0
5
3 

0.
0
0
0
5
8 

KZS
NJW
FQE
VHD
MF-
BYP
YZU
CNS
A-N 

CC(C)C(C(=O)O)N C5
H1
1
N
O
2 

1
1
8
.
0
8
6
2 

1
5
7
7.
2
3 

p
o
s 

Gitoxin 0.
8
0
7
2
3
1 

0.
0
0
0
5
7
4 

LKR
DZK
PBA
OKJ
BT-
CNP
IRK
NPS
A-N 

O=C1OCC(=C1)C2C(O)CC3(O)C4CCC5CC(
OC6OC(C)C(OC7OC(C)C(OC8OC(C)C(O)C(
O)C8)C(O)C7)C(O)C6)CCC5(C)C4CCC23C 

C4
1H
64
O
14 

7
7
9
.
4
2
1
1 

5
6
1.
7
1
2 

n
e
g 

Acetophe
none 

0.
6
3
9
1
1
2 

0.
0
0
0
5
6
7 

KW
OLF
JPFC
HC
OC
G-
UHF
FFA
OYS
A-N 

CC(=O)C1=CC=CC=C1 C8
H8
O 

1
2
1
.
0
6
4
6 

1
2
2.
1
5
6 

p
o
s 

4-
Guanidino
butyric 
acid 

0.
8
0
5
1
0
1 

0.
0
0
0
5
5
9 

TUH
VEA
JXI
ME
OSA
-
UHF
FFA
OYS
A-N 

N=C(N)NCCCC(=O)O C5
H1
1
N
3
O
2 

1
4
6
.
0
9
2
3 

5
1.
3
6
6
5 

p
o
s 

Ferulaldeh
yde 

0.
9

0.
0

DKZ
BB

COC1=C(C=CC(=C1)C=CC=O)O C1
0H

1
7

3
4

n
e



5
9
9
4
3 

0
0
5
5
8 

WM
URD
FHN
E-
NSC
UH
MN
NSA
-N 

10
O
3 

7
.
0
5
5
5 

8.
5
6
9 

g 

Gallic acid 0.
9
9
1
4
3
7 

0.
0
0
0
5
5
6 

LNT
HIT
QW
FMA
DL
M-
UHF
FFA
OYS
A-N 

O=C(O)C1=CC(O)=C(O)C(O)=C1 C7
H6
O
5 

1
6
9
.
0
1
4
1 

6
4.
4
4
8
4 

n
e
g 

Mesaconic 
acid 

0.
9
0
0
5
8
4 

0.
0
0
0
5
5
6 

HNE
GQI
OM
VPP
MN
R-
NSC
UH
MN
NSA
-N 

OC(=O)C=C(C)C(O)=O C5
H6
O
4 

1
2
9
.
0
1
9
3 

5
2.
9
1
4
2 

n
e
g 

Vanillin 0.
9
5
4
2
1
8 

0.
0
0
0
5
5 

MW
OO
GOJ
BHI
ARF
G-
UHF
FFA
OYS
A-N 

COC1=C(C=CC(=C1)C=O)O C8
H8
O
3 

1
5
1
.
0
3
9
9 

2
6
0.
5
0
2 

n
e
g 

syringin 0.
6
2
3

0.
0
0
0

QJV
XK
WH
HA

COC1=CC(=CC(=C1OC2C(C(C(C(O2)CO)O)
O)O)OC)C=CCO 

C1
7H
24
O

3
9
0
.

2
2
7.
5

p
o
s 



9
7 

5
4
9 

MZT
BY-
GCP
OEH
JPS
A-N 

9 1
7
5
3 

8
6 

Ginsenosi
de Ro 

0.
9
6
9
4
5
7 

0.
0
0
0
5
4
7 

NFZ
YDZ
XHK
FHP
GA-
QQ
HD
HSIT
SA-
N 

CC1(CCC2(CCC3(C(=CCC4C3(CCC5C4(CCC
(C5(C)C)OC6C(C(C(C(O6)C(=O)O)O)O)OC7
C(C(C(C(O7)CO)O)O)O)C)C)C2C1)C)C(=O)
OC8C(C(C(C(O8)CO)O)O)O)C 

C4
8H
76
O
19 

9
5
5
.
4
9
1
5 

5
2
5.
0
5
7 

n
e
g 

Isosafrole 0.
8
1
3
2
4
2 

0.
0
0
0
5
4
4 

VHV
OLF
RBF
DO
USH
-
NSC
UH
MN
NSA
-N 

O1C2=CC=C(C=CC)C=C2OC1 C1
0H
10
O
2 

1
8
0
.
1
0
1
8 

5
2.
3
5
3
8 

p
o
s 
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C2
1H
18
O
11 

4
4
7
.
0
9
1
5 

3
9
8.
7
6
6 

p
o
s 

rhodiolosi
de 

0.
7
7
5
0
2
9 

0.
0
0
0
3
7
9 

ILRC
GYU
RZS
FME
G-
RKQ
HYH
RCS
A-N 

OC1=CC=C(C=C1)CCOC2OC(CO)C(O)C(O)
C2O 

C1
4H
20
O
7 

3
0
1
.
1
2
8
3 

2
2
5.
5
4
9 

p
o
s 
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9
6
4
3
2
7 

0
0
0
3
7
8 

VY
WXI
DIS
QR
D-
HW
UKT
EKM
SA-
N 

O)O)C=CO3 0H
28
O
3 

1
7
.
2
0
9
3 

7
5.
4
6
3 

o
s 

Ginsenosi
de F1 

0.
7
3
8
9 

0.
0
0
0
3
7
7 

XNG
XW
SFSJ
IQM
NC-
UHF
FFA
OY
NA-
N 

CC(C)=CCCC(C)(OC1OC(CO)C(O)C(O)C1O)
C1CCC2(C)C1C(O)CC1C3(C)CCC(O)C(C)(C)
C3C(O)CC21C 

C3
6H
62
O
9 

6
3
7
.
4
3
1
5 

9
5
9.
5
9
5 

n
e
g 

cuminyl 
alcohol  

0.
9
7
8
9
6
5 

0.
0
0
0
3
7
3 

OIG
WA
XDA
PKF
NC
Q-
UHF
FFA
OYS
A-N 

OCC1=CC=C(C=C1)C(C)C C1
0H
14
O 

1
3
3
.
1
0
1
2 

2
8
1.
1
3
3
5 

p
o
s 

Threonic 
acid 

0.
8
4
8
8
1
9 

0.
0
0
0
3
6
2 

JPIJ
QS
OTB
SSV
TP-
GBX
IJSL
DSA
-N 

O=C(O)C(O)C(O)CO C4
H8
O
5 

1
3
5
.
0
2
9
8 

3
7.
8
1
0
2 

n
e
g 

alpha-
Boswellic 
acid 

0.
7
9
3
6

0.
0
0
0
3

BZX
ULB
WG
RO
URA

CC1(CCC2(CCC3(C(=CCC4C3(CCC5C4(CCC
(C5(C)C(=O)O)O)C)C)C2C1)C)C)C 

C3
0H
48
O
3 

4
5
7
.
3

9
2
7.
3
8

p
o
s 



3
5 

6
2 

F-
IKNL
XHIF
SA-
N 

6
8 

7 

Echinocyst
ic acid 

0.
9
4
6
5
0
4 

0.
0
0
0
3
6
2 

YKO
PW
POF
WM
YZJ
Z-
PRI
AQ
AID
SA-
N 

CC1(CCC2(C(C1)C3=CCC4C5(CCC(C(C5CC
C4(C3(CC2O)C)C)(C)C)O)C)C(=O)O)C 

C3
0H
48
O
4 

4
7
3
.
3
6
2
1 

5
9
3.
3
9
1 

p
o
s 

Momordin 
Ic 

0.
8
0
7
9
5
7 

0.
0
0
0
3
6
1 

HW
YBG
IDR
OCY
POE
-
WE
AQ
AM
GW
SA-
N 

CC1(CCC2(CCC3(C(=CCC4C3(CCC5C4(CCC
(C5(C)C)OC6C(C(C(C(O6)C(=O)O)O)OC7C(
C(C(CO7)O)O)O)O)C)C)C2C1)C)C(=O)O)C 

C4
1H
64
O
13 

7
6
3
.
4
2
8
8 

6
3
0.
9
8
8 

n
e
g 

Piperonyli
c Acid 

0.
6
9
2
2
0
4 

0.
0
0
0
3
5
9 

VDV
JGIY
XDV
PQL
P-
UHF
FFA
OYS
A-N 

O=C(O)C1=CC=C2OCOC2=C1 C8
H6
O
4 

1
6
5
.
0
1
9
1 

1
9
6.
7
8
2 

n
e
g 

Sebacic 
acid 

0.
9
1
4
5
5
9 

0.
0
0
0
3
5
5 

CX
MX
RPH
RNR
RO
MY-
UHF

OC(=O)CCCCCCCCC(O)=O C1
0H
18
O
4 

2
0
1
.
1
1
3

4
2
6.
6
4 

n
e
g 



FFA
OYS
A-N 

2 

Camphor 0.
9
4
0
2
4
2 

0.
0
0
0
3
5
4 

DSS
YKIV
IOF
KYA
U-
UHF
FFA
OYS
A-N 

CC1(C2CCC1(C(=O)C2)C)C C1
0H
16
O 

1
5
3
.
1
2
7
6 

2
8.
2
4
2
8 

p
o
s 

Umbellifer
one 

0.
8
5
3
6
4
7 

0.
0
0
0
3
5 

OR
HBX
UUX
SCN
DEV
-
UHF
FFA
OYS
A-N 

O=C(C=2)Oc(c1)c(C2)ccc(O)1 C9
H6
O
3 

1
6
1
.
0
2
3
7 

3
4
6.
0
1
7 

n
e
g 

Ferulic 
acid 

0.
9
8
7
0
0
5 

0.
0
0
0
3
4
9 

KSE
BMY
QBY
ZTD
HS-
HW
KAN
ZRO
SA-
N 

O=C(O)C=CC1=CC=C(O)C(OC)=C1 C1
0H
10
O
4 

1
9
3
.
0
5
0
3 

3
0
4.
6
9
4 

n
e
g 

Quillaic 
acid 

0.
7
8
2
1
6
8 

0.
0
0
0
3
4
7 

MQ
UFA
ARY
GO
UYE
V-
UA
WZ
MH
PWS
A-N 

CC1(CCC2(C(C1)C3=CCC4C5(CCC(C(C5CC
C4(C3(CC2O)C)C)(C)C=O)O)C)C(=O)O)C 

C3
0H
46
O
5 

4
8
5
.
3
2
7
9 

6
1
9.
2
6
6 

n
e
g 
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7
9
3
6
3 

0
0
0
3
4
7 

GG
GQ
NRT
VBS
U-
FQS
PHK
RJS
A-N 

8H
30
O
3 

9
3
.
2
1
2
1 

3
4.
1
7
9 

e
g 

Caffeic 
acid 

0.
9
1
6
6
2
7 

0.
0
0
0
3
4
7 

QAI
PRV
GO
NG
VQ
AS-
DUX
PYH
PUS
A-N 

C1=CC(=C(C=C1C=CC(=O)O)O)O C9
H8
O
4 

1
8
1
.
0
4
9
8 

9
1
0.
2
1
4 

p
o
s 

Isochlorog
enic acid B 

0.
7
2
5
7
7
5 

0.
0
0
0
3
3
8 

UFC
LZK
MFX
SILN
L-
BBL
PPJ
RLS
A-N 

C1C(C(C(CC1(C(=O)O)O)OC(=O)C=CC2=C
C(=C(C=C2)O)O)OC(=O)C=CC3=CC(=C(C
=C3)O)O)O 

C2
5H
24
O
12 

5
1
5
.
1
1
9
9 

4
2
6.
6
4 

n
e
g 

(1S,2R,5R,
6R,10R,13
S,15S)-5-
[(2R,3E,5R)
-5,6-
dimethylh
ept-3-en-
2-yl]-
6,10-
dimethyl-
16,17-
dioxapent
acyclo[13.
2.2.0¹,⁹.0²,
⁶ .0 ¹ ⁰ , ¹

0.
8
7
3
5
0
7 

0.
0
0
0
3
3
5 

VXO
ZCE
SVZI
RHC
J-
LNS
USA
KYS
A-N 

OC1CCC2(C)C3CCC4(C)C(CCC4C53OOC2(
C=C5)C1)C(C=CC(C)C(C)C)C 

C2
8H
44
O
3 

4
2
9
.
3
3
6
6 

8
2
8.
0
3
2 

p
o
s 



⁵ ]nonadec

-18-en-
13-ol 

Sinapoylh
exoside 

0.
7
1
6
5
6
8 

0.
0
0
0
3
3
4 

XRK
BRP
FTF
KKH
EF-
UHF
FFA
OYS
A-N 

O=C(OC1OC(CO)C(O)C(O)C1(O))C=CC=2C
=C(OC)C(O)=C(OC)C=2 

C1
7H
22
O
10 

3
8
5
.
1
1
4
4 

1
8
5.
1
5
5
5 

n
e
g 

geniposid
e 

0.
7
1
3
0
4
3 

0.
0
0
0
3
3
4 

IBFY
XTR
XDN
AP
MM
-
BVT
MA
QQ
CSA
-N 

O=C(OC)C1=COC(OC2OC(CO)C(O)C(O)C2
O)C3C(=CCC13)CO 

C1
7H
24
O
10 

3
8
9
.
1
4
3
1 

2
0
0.
0
5
9 

p
o
s 

[(1S,3aR,5
R,5aR,8aR,
9S,9aR)-
1,5,8a-
trimethyl-
2,8-
dioxo-
3a,4,5,5a,9
,9a-
hexahydro
-1H-
azuleno[6,
5-
b]furan-
9-yl] 2-
methylpro
panoate 

0.
6
8
8
0
7
7 

0.
0
0
0
3
3
1 

WK
UOP
GZY
LRF
CHJ
-
APD
QSU
QKS
A-N 

O=C(OC1C2C(OC(=O)C2C)CC(C)C3C=CC(
=O)C13C)C(C)C 

C1
9H
26
O
5 

3
3
5
.
1
8
5
2 

7
7
1.
1
0
1 

p
o
s 

(2E)-5-
(2,3-
Dimethyltr

0.
7
7

0.
0
0

NZS
CHT
YUG

C\C(=C/CCC1(C)C2CC3C(C2)C13C)C(O)=O C1
5H
22

2
3
5

6
1
9.

p
o
s 



icyclo[2.2.
1.0~2,6~]
hept-3-
yl)-2-
methyl-2-
pentenoic 
acid 

4
1
6
2 

0
3
2
9 

UVL
HG-
WE
VVV
XLN
SA-
N 

O
2 

.
1
6
9
2 

9
2
7 

p-
Coumaral
dehyde 

0.
7
9
1
1
0
1 

0.
0
0
0
3
2
4 

CJX
MV
KYN
VIG
QBS
-
OW
OJB
TED
SA-
N 

OC1=CC=C(\C=C\C=O)C=C1 C9
H8
O
2 

1
4
9
.
0
5
9
8 

1
6
8.
8
4
5 

p
o
s 

Wogonin 0.
9
8
6
0
8
1 

0.
0
0
0
3
2
1 

XLT
FNN
CXV
BYB
SX-
UHF
FFA
OYS
A-N 

COC1=C(O)C=C(O)C2=C1OC(=CC2=O)C1
=CC=CC=C1 

C1
6H
12
O
5 

2
8
3
.
0
6
0
9 

1
5
8
0.
1
3 

n
e
g 

khelloside 0.
6
6
4
5
9
5 

0.
0
0
0
3
1
9 

SJR
ACC
TZS
AU
MG
O-
WI
MVF
MH
DSA
-N 

O=C1C=C(OC=2C=C3OC=CC3=C(OC)C12
)COC4OC(CO)C(O)C(O)C4O 

C1
9H
20
O
10 

4
0
9
.
1
1
0
6 

5
7.
2
9
7
5 

p
o
s 

Naringeni
n-7-O-
glucoside 

0.
9
2
5
5
2

0.
0
0
0
3
1

DLIK
SSG
EM
UFQ
OK-
UHF

OCC1OC(OC2=CC(O)=C3C(=O)CC(OC3=C
2)C2=CC=C(O)C=C2)C(O)C(O)C1O 

C2
1H
22
O
10 

4
3
3
.
1
1

3
5
8.
7
7
8 

n
e
g 



6 3 FFA
OY
NA-
N 

4
5 

Coumarin 
+ 1O + 
1MeO, O-
Hex-Hex 

0.
6
7
6
4
0
1 

0.
0
0
0
3
1
2 

QJG
JAM
WLR
CW
SIH-
UHF
FFA
OYS
A-N 

COC1=CC2=C(OC(=O)C=C2)C=C1OC1OC(
CO)C(O)C(O)C1OC1OC(CO)C(O)C(O)C1O 

C2
2H
28
O
14 

5
1
5
.
1
3
8
9 

1
0
8.
3
0
4 

n
e
g 

7-
hydroxy-
1,4a-
dimethyl-
9-oxo-7-
propan-
2-yl-
2,3,4,4b,5,
6,10,10a-
octahydro
phenanthr
ene-1-
carboxylic 
acid 

0.
8
7
8
8
2
1 

0.
0
0
0
3
1
2 

UFE
HYR
PBL
FGEJ
W-
UHF
FFA
OYS
A-N 

O=C(O)C1(C)CCCC2(C)C3C(=CC(O)(CC3)C(
C)C)C(=O)CC12 

C2
0H
30
O
4 

3
3
5
.
2
2
1
4 

5
4
2.
8
3
8 

p
o
s 

Choline 
[M]+ 

0.
9
4
3
5
4
7 

0.
0
0
0
3
0
8 

OEY
IOH
PDS
NJK
LS-
UHF
FFA
OYS
A-N 

OCC[N+](C)(C)C C5
H1
4
N
O 

1
0
4
.
1
0
6
8 

6
7.
5
3
9
7
5 

p
o
s 

Pentose-
Hexose + 
C10H17 

0.
7
7
1
8
3
4 

0.
0
0
0
3
0
5 

IEGF
OTA
SSB
ZIBZ
-
UHF
FFA
OYS

OC2COC(OCC1OC(OCC=C(C)CCC=C(C)C)
C(O)C(O)C1(O))C(O)C2(O) 

C2
1H
36
O
10 

4
4
7
.
2
2
3
8 

4
3
9.
0
6
1 

n
e
g 



A-N 

Zizyberan
alic acid 

0.
6
5
3
8
2
1 

0.
0
0
0
3
0
5 

SLW
CVF
LNZ
DO
MEZ
-
UHF
FFA
OYS
A-N 

O=C(O)C7OC(OC1C(OC(C(=O)O)C(O)C1(O
))OC3CCC4(C)(C5CC=C2C6CC(C(=O)O)(C)
CCC6(C)(CCC2(C)C5(C)(CCC4(C3(C)(CO))))))
C(O)C(O)C7(O) 

C4
2H
64
O
16 

8
2
3
.
4
1
0
4 

4
1
2.
9
1
1 

n
e
g 

(2R,3R,4R,
5R,6S)-2-
[[(2R,3S,4S
,5R,6S)-6-
(4-
ethenylph
enoxy)-
3,4,5-
trihydroxy
oxan-2-
yl]methox
y]-6-
methyloxa
ne-3,4,5-
triol 

0.
7
5
9
3
0
8 

0.
0
0
0
3
0
3 

KVP
BAP
OAII
QD
GQ-
XXG
VTN
RTS
A-N 

OC1C(O)C(OCC2OC(OC3=CC=C(C=C)C=C
3)C(O)C(O)C2O)OC(C)C1O 

C2
0H
28
O
10 

4
2
9
.
1
7
5
8 

2
3
2.
6
3
5 

p
o
s 

Hyperosid
e 

0.
9
9
7
2
3 

0.
0
0
0
3
0
2 

OVS
QV
DM
CBV
ZW
GM
-
DTG
CRP
NFS
A-N 

OC[C@@H](O1)[C@H](O)[C@H](O)[C@@
H](O)[C@@H]1OC(C(=O)3)=C(Oc(c4)c(c(O)
cc(O)4)3)c(c2)cc(O)c(O)c2 

C2
1H
20
O
12 

4
6
3
.
0
8
8 

3
1
8.
5
3
8 

n
e
g 

Rosarin 0.
7
6
9
5
3
4 

0.
0
0
0
2
9
7 

IEBF
EMI
XXH
IISM
-
YZO
UKV

C1=CC=C(C=C1)C=CCOC2C(C(C(C(O2)CO
C3C(C(C(O3)CO)O)O)O)O)O 

C2
0H
28
O
10 

4
4
6
.
2
0
2

3
7
6.
3
7
2 

p
o
s 



LTS
A-N 

8 

Linoleic 
acid 

0.
9
0
9
4
0
8 

0.
0
0
0
2
9
6 

OYH
QOL
UKZ
RVU
RQ-
HZJ
YTT
RNS
A-N 

O=C(O)CCCCCCCC=CCC=CCCCCC C1
8H
32
O
2 

2
7
9
.
2
3
2
7 

9
4
8.
8
2
5 

n
e
g 

Glycyrrheti
nic Acid 

0.
9
4
4
0
8
9 

0.
0
0
0
2
9
3 

MP
DG
HEJ
MBK
OTS
U-
YKL
VYJ
NSS
A-N 

C[C@]1([C@H](CC[C@]2([C@H]1CC[C@@]
3([C@@H]2C(=O)C=C4[C@]3(CC[C@@]5([
C@H]4C[C@](CC5)(C(=O)O)C)C)C)C)C)O)C 

C3
0H
46
O
4 

4
7
1
.
3
4
5
9 

6
4
2.
4
6
8 

p
o
s 

Neorusco
genin 

0.
8
3
6
4
1
7 

0.
0
0
0
2
9
3 

ALT
RIN
CJV
PIQ
NK-
NHI
XJP
GBS
A-N 

CC1C2C(CC3C2(CCC4C3CC=C5C4(C(CC(C5
)O)O)C)C)OC16CCC(=C)CO6 

C2
7H
40
O
4 

4
2
9
.
3
0
0
1 

7
6
5.
8
6
1 

p
o
s 

Celastrol 0.
8
5
2
2
1
2 

0.
0
0
0
2
8
9 

KQJ
SQ
WZ
MS
AGS
HN-
JJW
QIE
BTS
A-N 

CC1=C(C(=O)C=C2C1=CC=C3C2(CCC4(C3
(CCC5(C4CC(CC5)(C)C(=O)O)C)C)C)C)O 

C2
9H
38
O
4 

4
5
1
.
2
8
3
2 

6
6
0.
6
8
5 

p
o
s 

loganic 
acid 

0.
8
3
4

0.
0
0
0

JNN
GEA
WIL
NVF

O=C(O)C1=COC(OC2OC(CO)C(O)C(O)C2O
)C3C1CC(O)C3C 

C1
6H
24
O

3
7
7
.

2
3
4.
1

p
o
s 



6
3
1 

2
8
8 

FD-
CDJ
YTO
ATS
A-N 

10 1
4
5 

6
3 

Methyl 
gallate 

0.
6
9
9
3
2
4 

0.
0
0
0
2
8
4 

FBS
FWR
HW
HY
MIO
G-
UHF
FFA
OYS
A-N 

COC(=O)C1=CC(=C(C(=C1)O)O)O C8
H8
O
5 

1
8
3
.
0
2
9
7 

1
2
9.
6
9
9 

n
e
g 

3-O-
Acetyl-
16alpha-
hydroxytra
metenolic 
acid 

0.
9
1
7
4
3
9 

0.
0
0
0
2
8 

SRD
NL
MO
BFKJ
OSD
-
COL
BUH
OES
A-N 

CC(=CCCC(C1C(CC2(C1(CCC3=C2CCC4C3(
CCC(C4(C)C)OC(=O)C)C)C)C)O)C(=O)O)C 

C3
2H
50
O
5 

5
1
3
.
3
5
9
4 

8
1
8.
5
7
7 

n
e
g 

Khellin 0.
6
4
7
0
8
8 

0.
0
0
0
2
7
4 

HS
MP
DPB
YAY
SOB
C-
UHF
FFA
OYS
A-N 

O=C1C=C(OC=2C(OC)=C3OC=CC3=C(OC
)C12)C 

C1
4H
12
O
5 

2
6
1
.
0
7
3
5 

1
2
8.
0
2
1 

p
o
s 

Isoalantol
actone 

0.
8
9
0
6
7
2 

0.
0
0
0
2
7
4 

CVU
ANY
CQT
OGI
LD-
QV
HKT
LOIS
A-N 

CC12CCCC(=C)C1CC3C(C2)OC(=O)C3=C C1
5H
20
O
2 

2
3
3
.
1
5
3
5 

4
6
8.
5
4
6 

p
o
s 



(1R,2R,4aS
,6aS,6bR,1
0S,12aR,1
4bS)-
1,8,10-
trihydroxy
-
1,2,6a,6b,9
,9,12a-
heptamet
hyl-
2,3,4,5,6,6
a,7,8,8a,10
,11,12,13,1
4b-
tetradecah
ydropicen
e-4a-
carboxylic 
acid 

0.
9
2
2
9
0
2 

0.
0
0
0
2
7
3 

JPG
OJQ
JBPL
CRQ
P-
YHJ
YJCI
CSA
-N 

O=C(O)C12CCC(C)C(O)(C)C2C3=CCC4C5(
C)CCC(O)C(C)(C)C5C(O)CC4(C)C3(C)CC1 

C3
0H
48
O
5 

4
8
9
.
3
5
7
8 

3
9
0.
7
8
6 

p
o
s 

Ginkgolic 
Acid C15:1 

0.
8
6
1
4
0
7 

0.
0
0
0
2
7 

YXH
VCZ
ZLW
ZYH
SA-
FPL
PW
BNL
SA-
N 

CCCCCCC=CCCCCCCCC1=C(C(=CC=C1)O)
C(=O)O 

C2
2H
34
O
3 

3
4
7
.
2
5
8 

6
7
4.
8
9
6 

p
o
s 

(2R,3S,4S,
5R,6R)-2-
[[(2R,3R,4
R)-3,4-
dihydroxy
-4-
(hydroxym
ethyl)oxol
an-2-
yl]oxymet
hyl]-6-[2-
(4-
hydroxyph
enyl)ethox

0.
7
5
4
0
0
2 

0.
0
0
0
2
6
8 

IVR
QZY
XJB
VM
HC
W-
OTC
FHA
CES
A-N 

OC[C@@]1(O)CO[C@@H](OC[C@H]2O[C
@@H](OCCC3=CC=C(O)C=C3)[C@H](O)[C
@@H](O)[C@@H]2O)[C@@H]1O 

C1
9H
28
O
11 

4
5
0
.
1
9
6
6 

1
0
8.
3
7 

p
o
s 



y]oxane-
3,4,5-triol 

Skimmin 1 0.
0
0
0
2
6
5 

VPA
OSF
FTK
WU
GA
D-
TVK
JYD
DYS
A-N 

C1=CC(=CC2=C1C=CC(=O)O2)OC3C(C(C(
C(O3)CO)O)O)O 

C1
5H
16
O
8 

3
2
5
.
0
9
1
2 

5
3
0.
6
7
9 

p
o
s 

L-
Phenylala
nine 

0.
7
7
6
3
7 

0.
0
0
0
2
6
5 

COL
NVL
DHV
KWL
RT-
QM
MM
GPO
BSA
-N 

c1ccc(cc1)C[C@@H](C(=O)O)N C9
H1
1
N
O
2 

1
6
6
.
0
8
6
5 

4
4
6.
6
2
8 

p
o
s 

(2R,3S,4S,
5R,6R)-2-
[[(2S,3R,4R
)-3,4-
dihydroxy
-4-
(hydroxym
ethyl)oxol
an-2-
yl]oxymet
hyl]-6-(2-
phenyleth
oxy)oxane
-3,4,5-
triol 

0.
7
1
5
4
5
9 

0.
0
0
0
2
6
5 

GZS
QK
OFX
MZ
DKP
V-
DER
WZF
JFSA
-N 

OCC1(O)COC(OCC2OC(OCCC=3C=CC=CC
3)C(O)C(O)C2O)C1O 

C1
9H
28
O
10 

4
1
7
.
1
7
5
8 

2
5
0.
6
3
4 

p
o
s 

13-HODE 0.
7
7
4
9
6
5 

0.
0
0
0
2
6
2 

HNI
CU
WM
FWZ
BIFP
-
KDF

CCCCCC(O)C=CC=CCCCCCCCC(O)=O C1
8H
32
O
3 

2
9
5
.
2
2
8

8
5
2.
7
0
9 

n
e
g 



HG
OR
WS
A-N 

1 

Uridine 0.
9
9
5
2
9
5 

0.
0
0
0
2
6
1 

DRT
QHJ
PV
MG
BUC
F-
XVF
CME
SISA
-N 

C1=CN(C(=O)NC1=O)C2C(C(C(O2)CO)O)O C9
H1
2
N
2
O
6 

2
4
3
.
0
6
2
2 

5
2.
3
9
8
9 

n
e
g 

Lupenone 0.
6
5
7
4
0
4 

0.
0
0
0
2
5
4 

GRB
HN
QFQ
FHL
CH
O-
BH
MAJ
APK
SA-
N 

CC(=C)C1CCC2(C1C3CCC4C5(CCC(=O)C(C
5CCC4(C3(CC2)C)C)(C)C)C)C 

C3
0H
48
O 

4
2
5
.
3
7
6
8 

8
0
0.
6 

p
o
s 

(4aS,6aS,6
bR,9R,10R,
11R,12aR)
-10,11-
dihydroxy
-9-
(hydroxym
ethyl)-
2,2,6a,6b,9
,12a-
hexameth
yl-
1,3,4,5,6,6
a,7,8,8a,10
,11,12,13,1
4b-
tetradecah
ydropicen
e-4a-

0.
8
2
4
5
4
8 

0.
0
0
0
2
5
3 

RW
NHL
TKF
BKY
DOJ
-
IJDL
JTCJ
SA-
N 

O=C(O)C12CCC(C)(C)CC2C3=CCC4C5(C)C
C(O)C(O)C(C)(CO)C5CCC4(C)C3(C)CC1 

C3
0H
48
O
5 

4
8
9
.
3
5
7
8 

7
2
8.
9
1
6
5 

p
o
s 



carboxylic 
acid 

3-
Hydroxyb
enzaldehy
de 

0.
9
2
1
8
8
8 

0.
0
0
0
2
5
2 

IAV
REA
BSGI
HH
MO
-
UHF
FFA
OYS
A-N 

O=CC=1C=CC=C(O)C1 C7
H6
O
2 

1
2
3
.
0
4
4 

2
1
5.
7
8 

p
o
s 

(2R,3R,4S,
5S,6R)-2-
octoxy-6-
[[(2S,3R,4S
,5R)-
3,4,5-
trihydroxy
oxan-2-
yl]oxymet
hyl]oxane
-3,4,5-
triol 

0.
8
8
8
6
7
3 

0.
0
0
0
2
5
1 

IBS
NN
VHJJ
NL
MJ
W-
BM
VM
OQ
KNS
A-N 

CCCCCCCCO[C@@H]1O[C@H](CO[C@@
H]2OC[C@@H](O)[C@H](O)[C@H]2O)[C@
@H](O)[C@H](O)[C@H]1O 

C1
9H
36
O
10 

4
6
9
.
2
2
9
7 

4
2
5.
6
1
9 

n
e
g 

monoolei
n 

0.
9
6
0
3
5 

0.
0
0
0
2
4
7 

RZR
NAY
UH
WV
FMI
P-
KTK
RTI
GZS
A-N 

O=C(OCC(O)CO)CCCCCCCC=CCCCCCCCC C2
1H
40
O
4 

3
5
7
.
2
9
9
5 

8
4
8.
4
9
3 

p
o
s 

3,19-
Dihydroxy
urs-12-
ene-
23,28-
dioic acid 

0.
6
3
7
5
3
5 

0.
0
0
0
2
4
6 

UIE
GOK
VPC
RAN
SU-
UHF
FFA
OYS
A-N 

CC1CCC2(CCC3(C)\C(=C/CC4C5(C)CCC(O)
C(C)(C5CCC34C)C(O)=O)C2C1(C)O)C(O)=
O 

C3
0H
46
O
6 

4
8
5
.
3
2
7 

7
1
4.
1
2
2 

p
o
s 

monolinol 0. 0. WE O=C(OCC(O)CO)CCCCCCCC=CCC=CCCCC C2 3 8 p



ein 8
1
8
3
3
8 

0
0
0
2
4
6 

CGL
UPZ
RHIL
CT-
HZJ
YTT
RNS
A-N 

C 1H
38
O
4 

5
5
.
2
8
3
6 

0
6.
5
8
8 

o
s 

3-
[(Carboxyc
arbonyl)a
mino]-L-
alanine 

0.
9
8
6
4
1
7 

0.
0
0
0
2
4
3 

NEE
QFP
MR
OD
QIK
X-
REO
HCL
BHS
A-N 

C(C(C(=O)O)N)NC(=O)C(=O)O C5
H8
N
2
O
5 

1
7
4
.
9
5
5
9 

1
7
8
0.
1
6
5 

n
e
g 

Carveol 0.
7
1
2
3
9
4 

0.
0
0
0
2
4
3 

BAV
ON
GHX
FVO
KBV
-
UHF
FFA
OYS
A-N 

CC1=CCC(CC1O)C(=C)C C1
0H
16
O 

1
3
5
.
1
1
7 

2
4
1.
9
1
7 

p
o
s 

Glabrolide 0.
9
2
4
9
8
9 

0.
0
0
0
2
4
2 

SSH
DNS
CEQ
SPW
IM-
FVT
WE
AC
WS
A-N 

CC1(C2CCC3(C(C2(CCC1O)C)C(=O)C=C4C
3(CCC5(C4CC6(CC5OC6=O)C)C)C)C)C 

C3
0H
44
O
4 

4
6
9
.
3
3
1
3 

6
6
7.
5
3
1 

p
o
s 

Perillene 0.
8
7
3
8
7

0.
0
0
0
2
4

XNG
KCO
FXD
HYS
GR-
UHF

CC(=CCCC1=COC=C1)C C1
0H
14
O 

1
5
1
.
1
1

6
3
4.
5
6
3 

p
o
s 



1 1 FFA
OYS
A-N 

1
8 

picein 0.
9
2
8
5
7
7 

0.
0
0
0
2
3
9 

GO
ZCE
KPK
ECL
KN
O-
RKQ
HYH
RCS
A-N 

O=C(C1=CC=C(OC2OC(CO)C(O)C(O)C2O)
C=C1)C 

C1
4H
18
O
7 

2
9
7
.
0
9
7
5 

2
2
4.
8
1
6 

n
e
g 

methyl 
(1S)-7-
hydroxy-
7-methyl-
1-
[(2S,3R,4S,
5S,6R)-
3,4,5-
trihydroxy
-6-
(hydroxym
ethyl)oxan
-2-yl]oxy-
4a,5,6,7a-
tetrahydro
-1H-
cyclopent
a[c]pyran-
4-
carboxylat
e 

0.
9
0
9
7
0
4 

0.
0
0
0
2
3
3 

XBG
JTR
DIW
PEI
MG
-
YVA
UHR
MA
SA-
N 

O=C(OC)C1=COC(OC2OC(CO)C(O)C(O)C2
O)C3C1CCC3(O)C 

C1
7H
26
O
10 

3
8
9
.
1
4
5 

1
5
8.
1
2
7 

n
e
g 

Wogonin 0.
9
9
4
1
5
1 

0.
0
0
0
2
3
3 

XLT
FNN
CXV
BYB
SX-
UHF
FFA
OYS
A-N 

COC1=C(O)C=C(O)C2=C1OC(=CC2=O)C1
=CC=CC=C1 

C1
6H
12
O
5 

2
8
5
.
0
7
5
6 

1
6
7
5.
6
2 

p
o
s 

CHOLIC 0. 0. BH O=C(O)CCC(C)C1CCC2C3C(O)CC4CC(O)CC C2 4 7 p



ACID 8
0
6
7
4 

0
0
0
2
3
1 

QC
QFF
YRZ
LCQ
Q-
OEL
DTZ
BJS
A-N 

C4(C)C3CC(O)C12C 4H
40
O
5 

4
7
.
2
5
0
5 

7
5.
2
6
6 

o
s 

CHOLESTE
ROL 

0.
7
3
1
1
2
2 

0.
0
0
0
2
3 

HVY
WM
OM
LDI
MFJ
A-
DPA
QB
DIFS
A-N 

OC1CC2=CCC3C(CCC4(C)C(CCC34)C(C)CC
CC(C)C)C2(C)CC1 

C2
7H
46
O 

4
0
9
.
3
4
6
2 

9
1
6.
6
3
2 

p
o
s 

Chaulmoo
gric Acid 

0.
8
8
1
0
2
9 

0.
0
0
0
2
2
9 

XM
VQ
WN
RDP
AA
MJB
-
UHF
FFA
OYS
A-N 

O=C(O)CCCCCCCCCCCCC1C=CCC1 C1
8H
32
O
2 

2
9
8
.
2
7
4 

7
7
9.
8
6 

p
o
s 

Epigalloca
techin-3-
gallate 

0.
9
9
1
6
4
2 

0.
0
0
0
2
2
8 

WM
BW
REP
UVV
BILR
-
WIY
YLY
MN
SA-
N 

OC1=CC(O)=C2C[C@@H](OC(=O)C3=CC(
O)=C(O)C(O)=C3)[C@H](OC2=C1)C1=CC(
O)=C(O)C(O)=C1 

C2
2H
18
O
11 

4
5
9
.
0
8
9
3 

9
7.
4
8
6
1 

p
o
s 

VERATRIC 
ACID 

0.
8
0

0.
0
0

DAU
AQ
NGY

O=C(O)C1=CC=C(OC)C(OC)=C1 C9
H1
0

1
8
1

1
4
9.

n
e
g 



4
3
9
1 

0
2
2
3 

DSH
RET
-
UHF
FFA
OYS
A-N 

O
4 

.
0
5
0
5 

1
8
4 

Cianidanol 0.
9
9
9
8
6
3 

0.
0
0
0
2
1
9 

PFT
AW
BLQ
PZV
EM
U-
DZG
CQC
FKS
A-N 

C1C(C(OC2=CC(=CC(=C21)O)O)C3=CC(=C
(C=C3)O)O)O 

C1
5H
14
O
6 

2
9
1
.
0
8
6
5 

4
2
3.
6
4
1 

p
o
s 

Shikimic 
acid 

0.
9
4
2
6
9
5 

0.
0
0
0
2
1
9 

JXO
HG
GNK
MLT
UBP
-
HSU
XUT
PPS
A-N 

C1[C@H]([C@@H]([C@@H](C=C1C(=O)O)
O)O)O 

C7
H1
0
O
5 

1
7
3
.
0
4
5 

1
7
0.
8
2
5 

n
e
g 

Aloeemod
in 

0.
9
8
3
0
3
8 

0.
0
0
0
2
1
7 

YDQ
WD
HR
MZ
QUT
BA-
UHF
FFA
OYS
A-N 

C1=CC2=C(C(=C1)O)C(=O)C3=C(C2=O)C
=C(C=C3O)CO 

C1
5H
10
O
5 

2
6
9
.
0
4
5
2 

1
7
1
1.
1
9 

n
e
g 

Aurantio-
obtusin 
beta-D-
glucoside 

0.
7
2
4
3
2
6 

0.
0
0
0
2
1
6 

LQY
QYA
JWK
XDT
HR-
PHV
GO

CC1=CC2=C(C(=C1O)OC)C(=O)C3=C(C(=
C(C=C3C2=O)OC4C(C(C(C(O4)CO)O)O)O)
OC)O 

C2
3H
24
O
12 

4
9
1
.
1
2
3

2
1
2.
5
6
2 

n
e
g 



DQE
SA-
N 

7 

osmanthu
side H 

0.
8
8
7
2
8
8 

0.
0
0
0
2
1
5 

IVR
QZY
XJB
VM
HC
W-
OTC
FHA
CES
A-N 

OC1=CC=C(C=C1)CCOC2OC(COC3OCC(O
)(CO)C3O)C(O)C(O)C2O 

C1
9H
28
O
11 

4
3
1
.
1
5
5
1 

1
6
2.
6
1
6
5 

n
e
g 

methyl 
(1S,4aR,7a
R)-4a-
hydroxy-
7-
(hydroxym
ethyl)-1-
[(2S,3R,4S,
5S,6R)-
3,4,5-
trihydroxy
-6-
(hydroxym
ethyl)oxan
-2-yl]oxy-
5,7a-
dihydro-
1H-
cyclopent
a[c]pyran-
4-
carboxylat
e 

0.
9
3
2
0
9
8 

0.
0
0
0
2
1
4 

LDB
ML
OLB
WU
OZ
GG-
DOF
VRB
EMS
A-N 

O=C(OC)C1=COC(OC2OC(CO)C(O)C(O)C2
O)C3C(=CCC13O)CO 

C1
7H
24
O
11 

4
0
3
.
1
2
4
5 

6
2.
8
7
8
9 

n
e
g 

Di-n-
butyl 
phthalate 

0.
8
4
7
7
5
7 

0.
0
0
0
2
1 

DOI
RQS
BPFJ
WK
BE-
UHF
FFA
OYS

CCCCOC(=O)C1=CC=CC=C1C(=O)OCCCC C1
6H
22
O
4 

2
7
7
.
1
4
4
8 

7
2
1.
3
0
9 

n
e
g 



A-N 

(E)-5-
(2,3-
dimethyl-
4,5,6,7-
tetrahydro
-1H-
tricyclo[2.
2.1.02,6]h
eptan-3-
yl)-2-
methylpen
t-2-enoic 
acid 

0.
9
7
6
7
7
2 

0.
0
0
0
2
0
9 

NZS
CHT
YUG
UVL
HG-
WE
VVV
XLN
SA-
N 

O=C(O)C(=CCCC1(C)C2CC3C(C2)C31C)C C1
5H
22
O
2 

2
3
3
.
1
5
4
5 

7
3
7.
4
1
1 

n
e
g 

HUMULEN
E (alpha) 

0.
8
0
8
5
6
7 

0.
0
0
0
2
0
7 

FAM
PSK
ZZV
DUY
OS-
UCS
RM
CRJ
SA-
N 

C1=CC(C)(C)CC=C(C)CCC=C(C)C1 C1
5H
24 

2
0
5
.
1
9
5 

8
9
0.
9
6
4 

p
o
s 

Loganic 
acid 

0.
9
4
7
2
7
4 

0.
0
0
0
2
0
7 

JNN
GEA
WIL
NVF
FD-
CDJ
YTO
ATS
A-N 

CC1C(CC2C1C(OC=C2C(=O)O)OC3C(C(C(C
(O3)CO)O)O)O)O 

C1
6H
24
O
10 

3
7
5
.
1
2
9
7 

1
5
3.
3
5
3 

n
e
g 

Pimelic 
acid 

0.
6
5
4
4
4
7 

0.
0
0
0
2
0
6 

WLJ
VNT
CW
HIR
URA
-
UHF
FFA
OYS
A-N 

O=C(O)CCCCCC(=O)O C7
H1
2
O
4 

1
5
9
.
0
6
5
8 

1
9
9.
9
6
8 

n
e
g 

Oroxylin A 0. 0. LKO COC1=C(C2=C(C=C1O)OC(=CC2=O)C3=C C1 2 1 n



9
8
1
9
0
9 

0
0
0
2
0
1 

JGS
WU
MIS
DOF
-
UHF
FFA
OYS
A-N 

C=CC=C3)O 6H
12
O
5 

8
3
.
0
6
0
7 

6
1
3.
6 

e
g 

(2R,3R,4R,
5R,6S)-2-
[[(2R,3S,4S
,5R,6S)-6-
(4-
ethenylph
enoxy)-
3,4,5-
trihydroxy
oxan-2-
yl]methox
y]-6-
methyloxa
ne-3,4,5-
triol 

0.
8
1
0
6
1
6 

0.
0
0
0
1
9
7 

KVP
BAP
OAII
QD
GQ-
XXG
VTN
RTS
A-N 

OC1C(O)C(OCC2OC(OC3=CC=C(C=C)C=C
3)C(O)C(O)C2O)OC(C)C1O 

C2
0H
28
O
10 

4
2
7
.
1
6
0
9 

3
7
6.
2
6
7 

n
e
g 

Pyrogallol 0.
9
7
6
5
9
6 

0.
0
0
0
1
9
5 

WQ
GW
DD
DVZ
FFDI
G-
UHF
FFA
OYS
A-N 

C1=CC(=C(C(=C1)O)O)O C6
H6
O
3 

1
2
5
.
0
2
4
3 

8
3.
7
4
3
8 

n
e
g 

Michelioli
de 

0.
7
9
5
9
4
7 

0.
0
0
0
1
9
4 

RDJ
AFO
WIS
VM
OJY
-
PW
NZV
WSE
SA-

CC1=C2CCC(C2C3C(CC1)C(=C)C(=O)O3)(C
)O 

C1
5H
20
O
3 

2
4
9
.
1
4
8
4 

5
5
8.
1
9
4 

p
o
s 



N 

Abscisic 
acid 

0.
9
9
1
7
7
5 

0.
0
0
0
1
9
2 

JLID
BLD
QV
AYH
NE-
LXG
GSR
JLSA
-N 

O=C(O)C=C(C=CC1(O)C(=CC(=O)CC1(C)C)
C)C 

C1
5H
20
O
4 

2
6
3
.
1
2
8
3 

4
1
9.
7
9
2 

n
e
g 

Bufalin 0.
9
3
4
3
5
9 

0.
0
0
0
1
9
1 

QEE
BRP
GZB
VVI
NN-
UHF
FFA
OYS
A-N 

CC12CCC(CC1CCC3C2CCC4(C3(CCC4C5=C
OC(=O)C=C5)O)C)O 

C2
4H
34
O
4 

3
8
7
.
2
5
0
1 

6
4
2.
4
6
8 

p
o
s 

Benzene-
1,2,4-triol 

0.
9
5
6
5
9
8 

0.
0
0
0
1
8
4 

GG
NQ
RNB
DZ
QJC
CN-
UHF
FFA
OYS
A-N 

OC1=CC=C(O)C(O)=C1 C6
H6
O
3 

1
2
5
.
0
2
4
1 

2
0
3.
6
5
5 

n
e
g 

trans-
Zeatin-
riboside 

0.
6
3
3
1
4
8 

0.
0
0
0
1
8
3 

GOS
WT
RU
MM
SCN
CW
-
HN
NG
NK
QAS
A-N 

OCC(C)=CCNc(n3)c(n2)c(nc3)n(c2)C(O1)C(
O)C(O)C(CO)1 

C1
5H
21
N
5
O
5 

3
5
2
.
1
6
0
6 

1
6
6.
8
1
7 

p
o
s 

Fraxinello
ne 

0.
8
3

0.
0
0

XYY
AFL
HH

CC1=C2C(=O)OC(C2(CCC1)C)C3=COC=C3 C1
4H
16

2
3
3

4
0
3.

p
o
s 



5
9
2
8 

0
1
8
1 

HZV
PRN
-
GXT
WG
EPZ
SA-
N 

O
3 

.
1
1
7
2 

7
5
6 

Phytolacc
agenin 

0.
6
3
9
1
7
9 

0.
0
0
0
1
7
9 

CYJ
WW
QAL
TIK
OA
G-
FLO
RRLI
PSA
-N 

CC1(CCC2(CCC3(C(=CCC4C3(CCC5C4(CC(
C(C5(C)CO)O)O)C)C)C2C1)C)C(=O)O)C(=O)
OC 

C3
1H
48
O
7 

5
3
1
.
3
3
2
2 

6
1
9.
7
9
7 

n
e
g 

syringaresi
nol 

0.
9
7
6
3
3
7 

0.
0
0
0
1
7
2 

KO
WM
JRJX
ZME
ZLD
-
VGB
AV
MO
LSA
-N 

OC1=C(OC)C=C(C=C1OC)C2OCC3C(OCC2
3)C4=CC(OC)=C(O)C(OC)=C4 

C2
2H
26
O
8 

4
1
7
.
1
5
3
2 

2
5
8.
7
2
2 

n
e
g 

Flavanone 
base + 3O, 
1Prenyl 

0.
8
5
5
8
1 

0.
0
0
0
1
7 

LPE
PZZ
AVF
JPL
NZ-
UHF
FFA
OYS
A-N 

O=C2C=3C(O)=CC(O)=C(C=3(OC(C1=CC=
C(O)C=C1)C2))CC=C(C)C 

C2
0H
20
O
5 

3
4
1
.
1
3
8 

6
6
6.
4
6
6 

p
o
s 

(+/-)-
Jasmonic 
acid 

0.
6
6
3
2
4

0.
0
0
0
1
7 

ZNJ
FBW
YDH
IGL
CU-
UHF

CCC=CCC1C(CCC1=O)CC(=O)O C1
2H
18
O
3 

2
1
1
.
1
3

6
8
2.
9
7
1 

p
o
s 



9 FFA
OYS
A-N 

2
8 

(1S,2R,4aS
,6aS,6bR,1
0S,12aR)-
10-
hydroxy-
1,2,6a,6b,9
,9,12a-
heptamet
hyl-
2,3,4,5,6,6
a,7,8,8a,10
,11,12,13,1
4b-
tetradecah
ydro-1H-
picene-
4a-
carboxylic 
acid 

0.
8
0
3
7
8
6 

0.
0
0
0
1
6
8 

WC
GU
UG
GRB
IKT
OS-
POP
PTPI
PSA
-N 

O=C(O)C12CCC(C)C(C)C2C3=CCC4C5(C)C
CC(O)C(C)(C)C5CCC4(C)C3(C)CC1 

C3
0H
48
O
3 

4
5
5
.
3
5
3
8 

9
0
5.
3
0
2 

n
e
g 

MGMG 
18:2 

0.
7
1
0
0
6
9 

0.
0
0
0
1
6
6 

LBH
UIJR
THB
BW
HP-
UHF
FFA
OYS
A-N 

O=C(OCC(O)COC1OC(CO)C(O)C(O)C1(O))
CCCCCCCC=CCC=CCCCCC 

C2
7H
48
O
9 

5
6
1
.
3
2
7
2 

7
7
0.
2
7
7 

n
e
g 

Fusidine 0.
9
1
3
0
9
9 

0.
0
0
0
1
6
4 

IECP
WN
UM
DGF
DKC
-
MZJ
AQB
GES
A-N 

CC1C2CCC3(C(C2(CCC1O)C)C(CC4C3(CC(C
4=C(CCC=C(C)C)C(=O)O)OC(=O)C)C)O)C 

C3
1H
48
O
6 

5
1
5
.
3
3
6
9 

7
3
0.
9
7
9 

n
e
g 

Betulinic 
Acid 

0.
6
5

0.
0
0

QGJ
ZLN
KBH

O=C(O)C12CCC(C(=C)C)C2C3CCC4C5(C)C
CC(O)C(C)(C)C5CCC4(C)C3(C)CC1 

C3
0H
48

4
5
7

7
0
6.

p
o
s 



7
3
6 

0
1
6
2 

JES
QX-
FZF
NOL
FKS
A-N 

O
3 

.
3
6
7
9 

2
7
6 

Asperphe
namate_1
20258 

0.
8
7
7
3
8
8 

0.
0
0
0
1
6
1 

CVU
LDJ
MCS
SAC
EO-
VM
PRE
FPW
SA-
N 

O=C(N[C@@H](CC1=CC=CC=C1)C(OC[C
@H](CC2=CC=CC=C2)NC(C3=CC=CC=C3)
=O)=O)C4=CC=CC=C4 

C3
2H
30
N
2
O
4 

5
0
7
.
2
2
7
7 

7
1
5.
1
2
8 

p
o
s 

Ferulic 
acid 

0.
9
1
1
8
2 

0.
0
0
0
1
6 

KSE
BMY
QBY
ZTD
HS-
HW
KAN
ZRO
SA-
N 

COC1=C(C=CC(=C1)C=CC(=O)O)O C1
0H
10
O
4 

1
9
5
.
0
6
4
8 

8
2
9.
0
4
1 

p
o
s 

(2S,3R,4S)
-4-(2-
{[(2E)-3-
(3,4-
Dihydroxy
phenyl)-
2-
propenoyl
]oxy}ethyl)
-2-(beta-
D-
glucopyra
nosyloxy)-
3-vinyl-
3,4-
dihydro-
2H-
pyran-5-

0.
6
1
9
9
7
3 

0.
0
0
0
1
5
9 

ZPE
FYJB
GAZ
LAK
K-
CPY
BZU
LYS
A-N 

OC[C@H]1O[C@@H](O[C@@H]2O\C=C(/[
C@@H](CCOC(=O)/C=C/C3=CC=C(O)C(=
C3)O)[C@@H]2C=C)C(O)=O)[C@H](O)[C
@@H](O)[C@@H]1O 

C2
5H
30
O
13 

5
3
7
.
1
6
1 

3
5
1.
1
8
6 

n
e
g 



carboxylic 
acid 

Soyasapo
genol B 
base + O-
HexA-
Pen-dHex 

0.
9
5
3
0
9
7 

0.
0
0
0
1
5
9 

IBZL
ICPL
PYS
FNZ
-
UHF
FFA
OYS
A-N 

O=C(O)C8OC(OC5CCC4(C)(C(CCC2(C)(C4(
CC=C1C3CC(C)(C)CC(O)C3(C)(CCC12(C)))))
C5(C)(CO)))C(OC7OCC(O)C(O)C7(OC6OC(C
)C(O)C(O)C6(O)))C(O)C8(O) 

C4
7H
76
O
17 

9
1
1
.
4
9
9
4 

5
4
0.
4
6
3 

n
e
g 

Medicage
nic acid 

0.
8
1
9
6
5 

0.
0
0
0
1
5
9 

IDG
XIXS
KISL
YAC
-
WN
TKN
EGG
SA-
N 

CC1(CCC2(CCC3(C(=CCC4C3(CCC5C4(CC(
C(C5(C)C(=O)O)O)O)C)C)C2C1)C)C(=O)O)C 

C3
0H
46
O
6 

5
0
1
.
3
2
2
9 

5
1
8.
6
1
8 

n
e
g 

Apigenin 0.
9
9
3
1
6
9 

0.
0
0
0
1
5
7 

KZN
IFHP
LKG
YRT
M-
UHF
FFA
OYS
A-N 

OC1=CC=C(C=C1)C1=CC(=O)C2=C(O)C=
C(O)C=C2O1 

C1
5H
10
O
5 

2
7
1
.
0
5
9
6 

1
7
2
7.
5 

p
o
s 

Maslinic 
acid 

0.
8
7
6
7
1
4 

0.
0
0
0
1
5
7 

MD
ZKJ
HQS
JHY
OHJ
-
LLIC
ELP
BSA
-N 

CC1(C)CC[C@@]2(CC[C@]3(C)C(=CC[C@
@H]4[C@@]5(C)C[C@@H](O)[C@H](O)C(
C)(C)[C@@H]5CC[C@@]34C)[C@@H]2C1)
C(O)=O 

C3
0H
48
O
4 

4
7
3
.
3
6
1
7 

6
9
3.
1
4
7 

p
o
s 

coniferin 0.
6
4
5

0.
0
0
0

SFL
MU
HD
GSQ

OCC=CC1=CC=C(OC2OC(CO)C(O)C(O)C2
O)C(OC)=C1 

C1
6H
22
O

3
4
1
.

1
1
7.
6

n
e
g 



2
1 

1
5
6 

ZD
OW
-
FAO
XUI
SGS
A-N 

8 1
2
4
4 

4
2 

L-2,3-
DIAMINO
PROPIONI
C ACID 

0.
6
2
4
5
4
5 

0.
0
0
0
1
5
6 

PEC
YZE
OJV
XMI
SF-
UHF
FFA
OYS
A-N 

C(C(C(=O)O)N)N C3
H8
N
2
O
2 

1
0
5
.
0
6
9
4 

6
0
8.
0
2
2 

p
o
s 

Nerylaceta
te 

0.
6
8
6
7
1
2 

0.
0
0
0
1
5
6 

HIG
QP
QR
QIQ
DZ
MP-
FLIBI
TN
WS
A-N 

O=C(OCC=C(C)CCC=C(C)C)C C1
2H
20
O
2 

1
9
7
.
1
5
3
2 

6
4
0.
8
8
1 

p
o
s 

Oleic acid 0.
7
4
0
9
8
3 

0.
0
0
0
1
5
3 

ZQP
PM
HV
WE
CSIR
J-
KTK
RTI
GZS
A-N 

CCCCCCCC/C=C\CCCCCCCC(=O)O C1
8H
34
O
2 

2
8
1
.
2
4
8
1 

1
0
1
1.
6
7 

n
e
g 

Ethyl 
myristate 

0.
8
2
7
5
1
2 

0.
0
0
0
1
5
2 

MM
KRH
ZKQ
PFC
LLS-
UHF
FFA
OYS

O=C(OCC)CCCCCCCCCCCCC C1
6H
32
O
2 

2
5
5
.
2
3
2
9 

1
0
0
1.
6
3 

n
e
g 



A-N 

Testostero
ne 

0.
9
1
0
0
2
8 

0.
0
0
0
1
5
2 

MU
MG
GO
ZA
MZ
WBJ
J-
DYK
IIFR
CSA
-N 

C[C@]12CC[C@H]3[C@@H](CCC4=CC(=O
)CC[C@]34C)[C@@H]1CC[C@@H]2O 

C1
9H
28
O
2 

2
8
9
.
2
1
6 

7
3
9.
4 

p
o
s 

Linoleic 
acid 

0.
9
4
9
0
6
5 

0.
0
0
0
1
5 

OYH
QOL
UKZ
RVU
RQ-
HZJ
YTT
RNS
A-N 

CCCCC/C=C\C/C=C\CCCCCCCC(=O)O C1
8H
32
O
2 

2
8
1
.
2
4
7
7 

9
4
8.
1
3
7 

p
o
s 

Sinapic 
acid 

0.
9
5
4
9
7 

0.
0
0
0
1
5 

PC
MO
RTL
OP
MLE
FB-
ONE
GZZ
NKS
A-N 

COC1=CC(=CC(=C1O)OC)C=CC(=O)O C1
1H
12
O
5 

2
2
3
.
0
6
1 

4
0
0.
8
1 

n
e
g 

Emodin 0.
8
4
9
6
7
8 

0.
0
0
0
1
5 

RH
MX
XJG
YXN
ZAP
X-
UHF
FFA
OYS
A-N 

CC1=CC2=C(C(=C1)O)C(=O)C3=C(C2=O)C
=C(C=C3O)O 

C1
5H
10
O
5 

2
6
9
.
0
4
5
2 

1
6
9
0.
1
1 

n
e
g 

Progester
one 

0.
8
3

0.
0
0

RJKF
OVL
POR

CC(=O)[C@H]1CC[C@H]2[C@@H]3CCC4=
CC(=O)CC[C@]4(C)[C@H]3CC[C@]12C 

C2
1H
30

3
1
5

9
3
2.

p
o
s 



8
2
5
3 

0
1
4
7 

LFT
N-
LEK
SSA
KUS
A-N 

O
2 

.
2
3
2
3 

7
8
9 

Azuleno[5,
6-c]furan-
1(3H)-
one, 
4,4a,5,6,7,
7a,8,9-
octahydro
-4,8-
dihydroxy
-6,6,8-
trimethyl- 

0.
9
1
7
7
6
1 

0.
0
0
0
1
4
5 

UUZ
WM
JQA
EYB
HA
O-
UHF
FFA
OYS
A-N 

CC1(C)CC2C(O)C/3=C(CC(C)(O)C2C1)/C(=
O)OC3 

C1
5H
22
O
4 

2
4
9
.
1
4
8
3 

6
6
2.
2
6
2 

p
o
s 

(1S,4aR,6a
S,6bR,9R,1
0R,11R,12
aR,14bS)-
1,10,11-
trihydroxy
-9-
(hydroxym
ethyl)-
2,2,6a,6b,9
,12a-
hexameth
yl-
1,3,4,5,6,6
a,7,8,8a,10
,11,12,13,1
4b-
tetradecah
ydropicen
e-4a-
carboxylic 
acid 

0.
6
2
4
6
5
5 

0.
0
0
0
1
4
4 

IFIQ
VSC
CFR
XSJ
V-
ZIZF
ED
MCS
A-N 

O=C(O)C12CCC3(C(=CCC4C5(C)CC(O)C(O)
C(C)(CO)C5CCC43C)C2C(O)C(C)(C)CC1)C 

C3
0H
48
O
6 

5
0
3
.
3
3
9
2 

6
7
8.
9
5 

n
e
g 

Linolenic 
acid ethyl 
ester 

0.
9
8
3
4

0.
0
0
0
1

JYYF
MIO
PGO
FNP
K-

CCC=CCC=CCC=CCCCCCCCC(=O)OCC C2
0H
34
O
2 

3
0
7
.
2

8
9
7.
5
3

p
o
s 



3
2 

4
2 

UHF
FFA
OYS
A-N 

6
3
2 

8 

Kaempfer
ol-3-O-
glucoside 

0.
6
9
8
1
4
2 

0.
0
0
0
1
4
2 

JPU
KWE
QW
GBD
DQ
B-
QS
OFN
FLR
SA-
N 

OC[C@H]1O[C@@H](OC2=C(OC3=CC(O)
=CC(O)=C3C2=O)C2=CC=C(O)C=C2)[C@
H](O)[C@@H](O)[C@@H]1O 

C2
1H
20
O
11 

4
4
9
.
1
0
7
8 

2
1
7.
8
6
5 

p
o
s 

Cathine 0.
7
1
4
5
6
2 

0.
0
0
0
1
3
4 

DLN
KOY
KM
WO
XYQ
A-
ION
NQ
ARK
SA-
N 

C[C@@H]([C@H](C1=CC=CC=C1)O)N C9
H1
3
N
O 

1
5
2
.
1
0
6
9 

5
8
0.
2
8
9 

p
o
s 

Nicotinic 
acid 

0.
9
2
1
0
3
2 

0.
0
0
0
1
3
4 

PVN
IIMV
LHY
AW
GP-
UHF
FFA
OYS
A-N 

C1=CC(=CN=C1)C(=O)O C6
H5
N
O
2 

1
2
2
.
0
2
4
6 

1
6
1
2.
5
5 

n
e
g 

Trehalose 0.
6
8
6
1
3
4 

0.
0
0
0
1
3
2 

HDT
RYL
NU
VZC
QO
Y-
LIZS
DC
NHS

OCC1OC(OC2OC(CO)C(O)C(O)C2O)C(O)C(
O)C1O 

C1
2H
22
O
11 

3
6
5
.
1
0
5
5 

1
5
6
6.
5
6 

p
o
s 



A-N 

(+/-)-
Jasmonic 
acid 

0.
6
4
5
5
3
3 

0.
0
0
0
1
3
2 

ZNJ
FBW
YDH
IGL
CU-
UHF
FFA
OYS
A-N 

CCC=CCC1C(CCC1=O)CC(=O)O C1
2H
18
O
3 

2
0
9
.
1
1
8 

6
9
1.
1
9
7 

n
e
g 

Haematox
ylin 

1 0.
0
0
0
1
2
9 

WZ
UVP
PKB
WH
MQ
CE-
UHF
FFA
OYS
A-N 

OC1=CC=C2C(OCC3(O)CC4=CC(O)=C(O)C
=C4C23)=C1O 

C1
6H
14
O
6 

3
0
1
.
0
7
1
9 

4
3
0.
9
7
9 

n
e
g 

Polygalic 
acid 

0.
8
8
4
9
0
7 

0.
0
0
0
1
2
8 

VZR
KW
GPI
ZJD
NH
C-
UHF
FFA
OYS
A-N 

CC1(CCC2(CCC3=C(C2C1)CCC4C3(CCC5C4
(CC(C(C5(C)C(=O)O)O)O)C)C)C(=O)O)C 

C2
9H
44
O
6 

4
8
7
.
3
0
6
2 

5
3
8.
3
3
8 

n
e
g 

(1R,2R,4aS
,6aS,6bR,1
0S,12aR,1
4bS)-
1,8,10-
trihydroxy
-
1,2,6a,6b,9
,9,12a-
heptamet
hyl-
2,3,4,5,6,6
a,7,8,8a,10
,11,12,13,1

0.
8
8
0
9
8
4 

0.
0
0
0
1
2
3 

JPG
OJQ
JBPL
CRQ
P-
YHJ
YJCI
CSA
-N 

O=C(O)C12CCC(C)C(O)(C)C2C3=CCC4C5(
C)CCC(O)C(C)(C)C5C(O)CC4(C)C3(C)CC1 

C3
0H
48
O
5 

4
8
7
.
3
4
2
2 

5
8
5.
6
9
5 

n
e
g 



4b-
tetradecah
ydropicen
e-4a-
carboxylic 
acid 

2,3-bis[(4-
hydroxy-
3-
methoxyp
henyl)met
hyl]butane
-1,4-diol 

0.
9
7
1
2
1
1 

0.
0
0
0
1
2 

PUE
TUD
UX
MCL
ALY
-
UHF
FFA
OYS
A-N 

COC1=CC(CC(CO)C(CO)CC2=CC=C(O)C(O
C)=C2)=CC=C1O 

C2
0H
26
O
6 

3
6
1
.
1
6
5
7 

3
8
0.
4
9
7 

n
e
g 

(-)-12-
hydroxyjas
monic 
acid 

0.
7
3
6
0
1
6 

0.
0
0
0
1
2 

RZG
FUG
XQK
ME
MO
O-
BSA
ND
HCL
SA-
N 

OCC\C=C/C[C@@H]1[C@H](CCC1=O)CC(
O)=O 

C1
2H
18
O
4 

2
2
7
.
1
2
7
8 

7
4
5.
8
7
3 

p
o
s 

Pristimerin 0.
6
8
9
9
8
3 

0.
0
0
0
1
0
9 

JFA
CET
XYA
BVH
FD-
WX
PPG
MD
DSA
-N 

O=C1C=C2C(=CC=C3C2(C)CCC4(C)C5CC(
C(=O)OC)(C)CCC5(C)CCC34C)C(=C1O)C 

C3
0H
40
O
4 

4
6
3
.
2
8
4 

9
2
3.
4
8
6 

n
e
g 

Oleanane 
-2H, +1O, 
1COOH, 
O-HexA-
HexA 

0.
6
8
7
7
3
2 

0.
0
0
0
1
0
7 

BCN
KILS
UU
HW
RTG
-
UHF

O=C(O)C7OC(OC1C(OC(C(=O)O)C(O)C1(O
))OC6CCC5(C)(C(CCC3(C)(C5(CC=C2C4CC(
C(=O)O)(C)CCC4(C)(CCC23(C)))))C6(C)(C)))
C(O)C(O)C7(O) 

C4
2H
64
O
15 

8
0
7
.
4
1
7 

5
1
7.
5
4
6 

n
e
g 



FFA
OYS
A-N 

rutamarin 0.
8
7
9
8
6
6 

0.
0
0
0
1
0
7 

AW
MH
MG
FGC
LBS
AY-
UHF
FFA
OYS
A-N 

O=C1OC=2C=C3OC(CC3=CC2C=C1C(C=
C)(C)C)C(OC(=O)C)(C)C 

C2
1H
24
O
5 

3
5
5
.
1
5
7
7 

1
0
0
1.
1 

n
e
g 

Apigenin 0.
9
8
0
8
5
2 

0.
0
0
0
1
0
4 

KZN
IFHP
LKG
YRT
M-
UHF
FFA
OYS
A-N 

C1=CC(=CC=C1C2=CC(=O)C3=C(C=C(C=
C3O2)O)O)O 

C1
5H
10
O
5 

2
6
9
.
0
4
5
2 

1
7
2
9.
2
1
5 

n
e
g 

Prostaglan
din E1 

0.
7
1
0
7
4
5 

0.
0
0
0
1
0
2 

GM
VPR
GQ
OIO
IIMI
-
DW
KJA
MR
DSA
-N 

CCCCC[C@H](O)C=C[C@@H]([C@H](O)1)[
C@@H](CCCCCCC(O)=O)C(=O)C1 

C2
0H
34
O
5 

3
5
3
.
2
3
3
7 

5
8
3.
0
4
8 

n
e
g 

fraxin 0.
7
8
4
1
4
9 

9.
8
8
E
-
0
5 

CRS
FLLT
WR
CYN
NX-
QB
NN
UVS
CSA
-N 

O=C1OC=2C(OC3OC(CO)C(O)C(O)C3O)=
C(O)C(OC)=CC2C=C1 

C1
6H
18
O
10 

3
6
9
.
0
8
2
5 

2
2
1.
3
6
2 

n
e
g 
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