O-Elemene

s =
136
BS000
161
55 r T T T
189204 445 840 860 8.80
L L 93.20
miz—= 20 40 &0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #Ho4664: Cyclohexene, d4-ethenyl-4-methyl -3 1-methylethenyd -1-(1-methylethyl -, (3R-trans)-
a3 131
136
5000 a1 7
77 &.40 S_ECI 8_80 Q.OID 9.20
a1 m/z 32.20 73.79%
s 189204
o o e L T
miz—= 20 40 &0 a0 40 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #HEO992: Cyclohexene, d4-ethenyl-4-methyl-3-(1-methyletheny -1-(1-methylethyl -, (ZR-trans)-
a3 131
1386 T T T T T
&40 S.60 &80 900 920
BS000 a1 m/S=z 13&.20 63.14%
T 161
" .. 180204
i} T S
miz—= 20 40 &0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance H54664:

Cyclohexenes_ 4-ethenyl-4-methyl -3 1-methyvlethenyd - 1-(1-methyvlethyl -, (3R-trans)-
a3 131 840 860 880 9.00 920
136 m/z ©91.20 Z9.35%

5000 41
77 161
o 7 (T | 1sg204

P — 20 40 60 B0 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 8.60 8.80 9.00 9.20

Data File
Sample

CriwvmsdchemM 1 \NDATAWMARQUEZNWC1-04139.D
13—-01E81R

FPeak HNHumber: 1 at B8.829 min hrea: 3415374 Area % 0.09

The 3 best hits from each library. Ref# CARSN# Cual




a-Cubebene

mfz—>=> 20
Abundance

m/z—> 20
Abundance

0
mfz—= 20

Data File
Sample

40 80 80 100 120 140 160 180 200 220 240 260 280 300 320 340 350 380 400 420
#71006: alpha. -Cubebene

40 &80 80 100 120 140 160 180 200 220 240 280 280 300 320 340 360 380 400 420
#5082 1: _alpha.-Cubsbene

41 a1

40 &0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
#FT1006: _alpha. -Cubebene

41 81 190

z04
H_ 145 189 |

1

T T T
940 960 980 10,00
191 .20 96 .29%

3

T T L)
940 960 D980 10,00
105.20 92.47%

940 960 980 1D.IOID
93.20 485 .49%

ms =

2

240 9.60 9.80 10.00
32.20 46.00%

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420

C:wmsdchemd 1\DATANMARQUEZYC1-041392.D
13—-01&81Aa

Peak Number: 2 at S9.629 min Area: 29978430 Area % 0.26

2.40 9.60 9.80 10.00




Germacreno A N
~
1 1 1 I
S.60 980 10,00 1020
H mJs = 81.20 94 . B1%
mfz—= 20 40 80 80 100 120 140 160 180 200 220 240 260 280 300 320 340 380 380 400 420 440
Abundance H21976: B-lsopropenyl-1_5-dimethyl-cyclodeca-1_ S-diene
i <]
41
S5000 T T T T
960 980 10,00 10,20
m/sz 1al.20 TeE.05%
a
mfz—= 20 40 80 80 100 120 140 160 180 200 220 240 260 280 300 320 340 380 380 400 420 440
Abundance H#5OBRRS5: B-lzopropenyl-1_ 5-dimethyl-cyclodeca-1 S5-diene
41 960 9.80 10.00 10.20
S5000 mJs = a7 .20 64 . 97%
a
mfz—= 20 40 &0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 »
Abundance H#21976: B-lsopropemnyl-1_S-dimethyl-cyclodeca-1 . S5-diene T T T T T
9.60 980 10,00 1020
41 msz 107.20 62.51%
5000 121 147
18950m
ke L]
a T 1 . 14 1 T 1 r 1 T 1 T 1 T 1 1 L | 1 1 1 Ll T _I‘J
mfz—= 20 40 &0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 960 980 10,00 10,20

Data File: C:'\msdechem\1%“DATAMARQUEZWWC1-04139.D
Sample : 13=01E81A2
Feak HNumber: 3 at 9.955 min Area: lo0z95044 Area % 0.27




Caryophyllene

2

5000 161
189
L] 1 T 1 L
204 446 10.20 10.40 10.60 10.80 11.00
o m/=z 133.20 B7.61%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #117850: Caryophyllene
o5
133
41
e
5000 T T T T T
161 10.20 10.40 10.60 10.80 11.00

189504 ms = 91 .20 B3.11%
N
mfz—= 20 40 &0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 350 380 400 420 440
Abundance #HE5EQTAT: Caryophyllens
ke c] 133
L]

10,40 10,60 10.80 11.00

41 .20 BO.46%
mE—= 20 40 &80 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 \__/\/_\/\
Abundance #59802: Caryophyllens T T T T T

133 1020 1040 1060 10.80 11.00
41 my = w9 .20 T9.53%
S000
181
l l 189504
o L T l T l 1 l 1 | | T 1 1 1 | | L 1 1 1 L] LI T 1 1 T
miz—= 20 40 80 80 100 120 140 160 180 200 230 240 260 280 300 320 340 350 380 400 420 440 1020 1040 10.80 10.80 11.00

Data File: C:‘msdchemi1l%WDATAMARQUEZYWC1-04139.D
Sample : 13—-01B81A

Peak Number: 4 at 10.583 min Ares s 62734895 Area % 0.16




Calarene

miz—= 20 40 &0 &0 100 120 140 160 180 200 220 240 260 280 300 320 340 360 3850 400 420 440
Abundancef# ¥ 0998 1H-Cyclopropalalnaphthalens, 1a,2 3 5 6,7, 7a, Toh-octahydro-1_1.7 _ Tatetramethyl-. [1aR-{1a.alpha_ ¥ alpha.,
g

miz—=> 20 a0 &0 B0 100 120 140 160 180 200 220 240 280 280 300 3220 340 380 380 400 420 440
Abundance# 124206 1H-Cyclopropalajnaphthalene, 1a,2,3.5.6.7.7a.fb-octahydro-1.1, 7, Fa-tetramethyl-, [1aR-(1a.alpha.,T.alpha

JJW\

m/ =

1050 10 a0 11. OCI 11. 20
32.20 B4 . 38%

T T T T
1060 10.80 11.00 11.20
93.20 T9.29%

10.60 10.80 11.00 11.20
91 .20 EB.GEZ

miz—=> 20 40 &0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance#50096: 1H-Cyclopropaalnaphthalene, 1a,2 3, 5 6,7, Ta, Th-octahydro-1_1_7_ Ta-tetramethyl-. [1aR-{1a.alpha_ 7. alpha., T T T T
161 1060 10.80 11.00 11.20
mSs=z 105.20 6B .3B8%
5000
4t 105
189204
a 26 ‘L #?F- ljl IJ'l|L LL L -IL 1 4 L 1l | 1 r 1 T 1 T 1 T 1 r 1 I L] T 1 T
miz—=> 40 &0 100 120 1-1.0 160 180 200 220 240 260 280 300 320 340 3680 3850 400 420 440 1060 10.80 11.00 11.20
Data File C:vwmsdchem\ 1N\ DATANMARQUEZYC1-024139.D

Sample 13-0181n

Peak Number: 5 at 10.824 min Areas s 40=22024 Area F 0.11




Caryophylladienol II % 108
161
o
55 T T T T
1BS 189204 446 1080 11.00 11.20 11.40
O ms= 105.20 50.79%
miz—= 20 A0 &0 B0 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Aabundance #53841: Bi lof7.2.0lundecane, 10, 10-dimethyl-2_ G-bis{methylenea)-, [1=s-{1R" 95"}
1
41
[=L=]
1 1 1 r
10.80 11.00 11.20 11.40
93 .20 46.68%
miZ—z 20 40 60 80 100 120 140 1680 180 200 220 240 260 280 300 320 340 360 380 400 420 440
ASbundance #EHESOE6: Bicyclo[7 .2 0lundecans, 10,10-dimethyl-2_6-bis{methylenea)-, [1S-(1R* 357)]-
1

10!8{! 11.‘00 11.‘20 11.r40

my = 32 .20 435 .44%

miz—= 20 40 &0 100 120 140 1680 180 200 220 240 260 280 300 320 340 360 380 400 420 440

Abundance #53.341 B| lef 7.2 . 0lundecansa, 10, 10-dimethyl-2_ G-bis{methylena)-, [1=-{1R* 2s*)]- T T T T
10,80 11.00 1120 1140
ms= 107.20 IT.6e9%

5000
148
189204

u 1E3 - L l L 1 1 1 1 r

mfzE—= 100 120 1-1-0 160 180 20-0 220 240 250 2&-0 SDD 320 340 350 SBD AlCICI 420 440 10,80 11.00 11.20 11 40

Data File
Sample

C:'msdchem' 1% DATA\MARQUEZWC1—-02139.D
13-01B81a

FPeak HMNumber: L= at 11.0320 min Ares: S06e9042 Area % 0.13




(E)-B-Farnesene

S000
L] L] L] 1
1100 1120 1140 11.60
o iy 41 .20 66 .97%
miz— 20 40 &0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 <440
Abundance #2592 1,6, 10-Dodecatriene, 7.11-dimethyl-3-methylene-, {E)-
41
(535 ]
S000 93 T T T T
1100 1120 1140 1160
133 ms = 93.20 6d . .46%
o L =] 181 L agzod
REEEE L e
mifE— 20 40 &0 80 100 120 140 160 1480 200 220 240 2680 280 300 320 340 360 380 400 420 440
Abundance #5098934:° 1,6, 10-Dodecatriene, 7. 11-dimethyl-F-methylene-, (E)}-
<1 &9
L] L] 1 1
1100 1120 1140 1160
5000 a3 ms= 161.20 3I0.64%
133
o 1L a 181 agzoq
ey
miz—> 20 40 &0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 <440
Abundance #2592 1,6.10-Dodecatriene, 7.11-dimethyl-3-methylene-, (E}- T T T T
Al &o 1100 1120 1140 11.60
ms=z 133.20 28.47%
5000 a3
133
Al R ped 9T 1ss204
a 1 L) L 1 1 L T 1 1 | 1 1 | | L | 1 | T 1 1 L4 I L] L 1 1
mfz—= 20 40 &0 80 100 120 140 160 180 200 220 240 2680 280 300 320 340 3680 380 400 420 440 1100 1120 1140 11.80

Data File: C:'msdchemi1l\DATAMARQUEZYWC1-04139.D
Sample : 13—-0181A

Peak Number:

5

at 11.219 min Ares s T1z0492 Area % 0.19




Epizonarene

miE—=

Data File
Sample

29
20 40 &0 80

41 a1

20 40 60 80

81

&1

20 40 60 80

&1

55

100 120 140 160
161

133

100 420 140 160

181

133

100 120 140 160

181

133

189
pratrtd

180 200 220 240 260 280 300 320 340 360 380
#T1247: Epizonaremne

204
189

180 200 220 240 260 280 300 320 340 360 380
#50704: Epizonarens

204
189

180 200 Z30 240 260 280 300 320 340 360 380
#T1247: Epizonaremns

204
189

446
400 420 440

400 420 440

400 420 440

T T T T
11.60 11.80 1200 1220
112.20 T3.36%

ms =

1 1 T r
11.60 11.80 19_00 12 .20
161 .20 3.29%

M

11. ED 11. an 1200 1220
D1 .20 O.B3%

11.60 11.80 ‘IZ!I] 12.20
41 .20 0.09%

J\

100 120 140 160

1-&0 2{‘)&! zs'zo 2-:-!] 2EI§D 2&0 360 3‘20 35-0 3Er§D 3&0

C:wmsdchem 1\DATAWMARQUEENC1-04132.D

13-0181A

Peak Number: =]

at 11.829% min

Area: 1e970077

Area T 0.50

11. ED 11. an 1200




a-Elemene 105
5000 43
17 189 T T T T T
168 200 1180 12.00 1220 1240 1260
o ms= 207.30 BT .32%
miz—= 20 30 40 50 (=21 TO 80 90 100 110 420 130 140 150 160 170 180 180 200 210 220 230
Abundance: #T1031: Cyclohexens, G-ethenyl-G-methyl-1-{1-methylethy)-3-( 1 -methylethylidena)-, (S)-
161
5000 T T T T T
204 1180 12.00 12.20 1240 1260
147 124 m/=z 105.20 S4.67%
o . Wl REL4 .
T T ol ....,r........ e
miz—=> 2 30 40 S50 o 80 4] 4] 2 140 150 160 1?[! 180 190 200 210 220 230
Sbundance #59984: Cyclohexene, G-athenyl-G-methyl-1-{1-methylethy -3 |:1 meethylethylidene)-, (S)-
B1
" 1 1 L} T
1180 12.00 12.20 1240 1260
5000 mJsS = 43 .20 48 .07%
119
41 18 204
55 T
= ol ] o ||.. . | 77 | .
B e i T T i T o e ot crrrrr e
miz—= 20 30 40 TO 80 S0 100 110 120 130 140 150 160 170 180 1890 200 210 220 230
Abundance: #T1031: Cyclohexenes, G-ethenyl-G-methyl-1-{1-methylethy}-3-( 1 -methylethylidena)-, (S)- T T T T T
161 11.80 1200 12.20 12.40 12.60
ms= 119.20 44 .44%
5000
105 204
27 | 58 g7 T 9 33 147 e
P N AT I N IO R A L, 1900 Wl wr | .
1 L) 1 T 1 T L 1 | L | 1 14 1 T L 1 | | | ] 1 1 L} T
miz—=> 20 30 40 S50 [al1] TO 80 S0 100 110 120 130 140 15[! 160 170 180 190 200 210 230 230 1180 12.00 12.20 12.40 12.60

Data File: C:'msdchem31\DATAMARQUEZZC1-04132.D
Sample : 13-0181n

Peak HNumber: =] at 12.190 min Area: 52587870 Area % 1.38




O-Cadinene

(

T T T T
1240 1260 12 .80 13.00

H msS= 119.20 50.068%
mfz—= 20 A0 60 B0 100 120 140 1680 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #5997E: Naphthalene, 1.2 3 5,6, 8a-hexahydro-4, 7-dimethyl-1-(1-methylethyl)}-. {1S-cis)-
119 A1
41 a1

T

T T T T
1240 1260 12 .80 13.00
msS= 204.30 49 .95%

mfz—= 20 A0 60 B0 100 120 140 1680 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #5o0070: Maphthalene, 1.2 3 5 6 8a-hexahydro-4, 7 -dimethyl-1 -1 -methylethyl)}-, (1 S-cis)-
11

:

T

1240 12.60 12.80 13.00
msz 105.20 49.69%

5

mfz—= 20 A0 60 B0 100 120 140 1680 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #124243: Maphthalene, 1.2,3 56 8a-hexahydro-4, T-dimethyl-1-(1-methylethyl}-. (1S-cis)- T T T T
161 1240 1260 1280 13.00

msS= 134.20 41 . B7%

>

134
5000 18 204
189
26 i
o .

miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 1240 12.60 12.80 13.00

Data File
Sample

C:wmsdchem I\NDATAWMARQUEEZENWC1-042133.D
1=—0181n

FPeak HNumber: 10 at 12.723 min hrea: 431aa7T44 Area % 1.13




v-Gurjunene

Data File
Sample

C:wmsdchemy 1MWDATA\WMARQUEZWC1-02413393.D
13—-01B81h

Peak HNHNumber: 14 at 14.296 min Ares: 29075B8E Area T 0.08

L) T T T
1400 14 20 14 40 14 .60
H 43 .20 GD.868%
mfE—= 20 ) a0 B0 100 120 140 160 180 200 220 240 260 280 3I00 320 340 360 380 4400 420 <440
Abundancef# 108886 Azulanes, 1,2 .3, 3a 4,5 6. T-octahydro—1 _4-dimethyl- 7 1-meaethylethenyl)-, [1R-(1_alpha. 3a. beta__ 4 _alpha_,7_be
A4
a1 107
5000 T T T T
14 00 1420 14 40 14 60
ms = &9 .20 90.57%
Ot
miz—= 20 a0 &0 100 120 140 160 180 200 220 240 260 280 3I00 320 340 360 3I80 400 420 440
Abundance #FF1003: Isocledene
105 161
1400 14 20 14 40 14 60
S5000 41 ms = 41 .20 T3.48%
133 203
g1 189
]
0O
miE—= 20 ) [={a] B0 100 120 140 160 180 200 220 240 260 280 3I00 320 340 360 IS0 400 420 440
Abundance #59783 Isoledens Ll T T T
105 141 1400 1420 1440 1460
ms = 23 .20 T3I.12%
S000 41
133 203
- a1 1 189 |.
o T 1 T h 1 T k T T T T T T T T T T L] | T 1 T T T T
miz—= 20 40 680 S0 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 1400 1420 14 40 1460




Nerolidol

miz—=
Abundance

1892045490 235250

40 a0 B0 100 120 140 180 180 200 220 240 260 280 300 320 340 360 380 400 430 440
#114080: 1,6, 10-Dodecatrien-3-ol. 3.7 _11-rimethyl-, [S-{Z)]-

121136 161

40 a0 B0 100 120 140 180 180 200 220 240 260 280 300 320 340 360 380 400 430 440
H22455: 1 6. 10-Dodecatrien-3-ol, 3.7, 11-trimethyl-, (E)-

21 a3

-

mJ =

T T L] L]
13,40 13.60 13 80 14_00
23.20 B3.78%

E

mJs =

T T L] L]
13,40 13,60 13 80 14_00
107 .20 52 .568%

=

13.40 13.60 13.80 14.00
41 .30 46.05%

>

miz—= 20 40 60 80 400 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #FHT2901: Nerolidol 2 T T T )
&l 13.40 13.60 13.80 14.00
on mi= T1.20 4z .B7%
5000
o 189204
miz—= 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 13.40 13.60 13.80 14.00

Data File
Sample

FPeak MNumber: 1= at

C:hwmsdechemd\ 1 WDATAMARQUEZNC1L—-02139.D
13—-0181x
13.660 min

Area: 1709869217 Area T 4 .49




1-Formyl-2,2-dimethyl-
3-trans-(3-methyl-but-2-
enyl)-6-methylidene-
cyclohexanee

T T T T
13.80 14 00 14 20 14.40
: 43 .20 92.49%
g 20 Bt [={u] 80 100 120 140 180 180 200 200 240 260 280 300 320 340 IS0 3830 400 4200 440
Abundance F2I0E3: 1-Formyl-2_2-dimethyl-3-tramns - 3-methyl-but-2 -enyl }-G-methylidene-cyclohexanes
(= =)
H000 109 T
13.80 14[)0142[! 144B
m s = 41 .20 B2.27%
o || || I?ﬁi 151 177 205220
T T T T
miz—= 20 a0 (=[] &0 100 120 140 160 180 2DD 220 240 260 280 SDD 320 340 350 380 400 420 440
Abundance #HT 1449 1-Formyl-Z_Z-dimethyl-3-trans - 3-methyl-but-2 -eny | -G-methylidene-cyclohexane
(= =]
L " " L]
13.80 14 00 14 20 1440
BOO0 109 ;= S3 .20 T3.55%
| 17T
U el i e s
miz—= (=[] SO 100 120 140 160 180 200 2200 240 260 280 300 320 340 350 380 400 450 440
Abundance FHF2I0E63: 1-Formyl-2_2-dimethyl-3-tramns - 3-methyl-but- 2 -enyl }-&-methylidene-cyclohexanes T T T
13.-30 14 00 14 20 14.40
m = 59.20 TOoO.00%
5000
o Ll .I| 333157 177 208220
P 20 40 60 S0 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 13.80 14.00 1420 1440

Data File
Sample

FPeak HNumber:

C:vwmsdchem™ 1 WDATAWMARQUEZWC1-041393.D
13—0181h

1= at 14.0732 min Areas AB3TZ256 ABrea T O0.13




Dihydro-cis-a-copaene-
8-ol

5000 \\m
235 T T T T T
446 14 .60 14 80 15.00 15.20 15.40
o mS = 243 .20 B2 .22%
miz—= 20 40 B0 S0 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #7T0992: Dihydro-cis-_alpha.-copaena-S-ol
181
41 105
a1
5000 L] T T T T
180204 14 .60 14 80 15.00 15.20 1540
| | I“l33 I m/z 105.20 56.90%
L e e I B BB B e B S B s B B i I R |
miz—= 20 40 B0 &0 100 120 140 160 180 200 220 240 260 280 300 320 340 380 400 420
Abundance #2928 Dihydro-cis-_alpha_-copasene-S-ol
151
105
“1 a1 14.60 14.80 15.00 15.20 15.40
5000 ms=z 121 .20 53.B0%
1&mo 204
|l |1 |
ol S A4 A AP ) RSN B ol bAbAs By bAoA AR SAbAn SRS p oS ALY BAbin LSS RALSS LAbSS SRS
miz—= 20 40 &0 100 120 140 160 180 211] 220 240 260 280 300 320 340 3&0 400 420
Abundance #FT0992: Dihydro-cis- alpha.-copaene-S-ol T T T T T
181 1460 1480 15.00 15.20 15.40
a1 105 ms = 81.20 SD.BG6%
S000
130204
133
|1 | 222
a 1 1 n 1 1 | 1 1 | | r 1 1 | | r 1 1 14 L) T 1 1 r
miz—= 20 60 80 100 120 140 160 180 200 Z20 240 260 280 300 320 340 360 380 400 420 440 14 60 14 80 15.00 1520 15 40

Data File:
Sample =

Peak Humber

T wmsdchemy LN DATAMNMARQUEZ%C1—-04241392.D
13—-0181h

= 15 at 15.010 min Area: 9999104 Brea T 0.26




2-Propenoic acid, 3-[4-
[(3-methyl-1-butenyl)
oxylphenyl]-, methyl
ester

E=20 i la] Az a9
2TE T T T T
5 J a1 119 162 203 291246 292 446 24 60 24 80 25.00 25.20
o .glufﬁ.&”.uﬂ.".” nﬁ.* Ah.hh,”.qﬁ.”."4p“.p.”,.”.”.“”.””.”.””.".“..,m;z 261 .20 54.42%
mJfz—= 20 40 &0 &0 400 120 440 4160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #HTESE0: 2-Propenoic acid, 3-[4-[(3-methyl-1-butemnyljoxy] phenyl]-, methyl ester
1fa8
147
5000 T T T T
a9 24 60 24 80 2500 25 .20
41 mS= 147.20 Te.6B%
1wl 31 133 215 2486
L I I B B B o o B o I B B i I B B o I o B
miE—= SO 100 120 140 160 180 200 220 240 260 280 3I00 320 340 360 3I850 400 420
Abundance #HBO2E9: 2-Propencic acid, 3-[4-[{ 3-methyl-1-butenyljaxy]phenyl]-, meaethyl ester
178
147 24.60 24.80 25.00 25.20
E=20 i la] a9 mys = 32_20 51.05%
41
L 91 119 215 2485
ol e e e e e A e T T e e e e e e e
mJfz—= 60 &0 400 120 140 4160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance HTESE0: 2-Propenoic acid, 3-[4-[(3-methyl-1-butenyl)oxy] phenyl]-, methyl ester T T T T
1Fs 24 60 24 80 25.00 25.20
147 my = a9 .20 43.56%
o a9
41
17 L a1 i 215 246
c 1 L) L) ¥ I 1 1 1 1 | | ¥ r r 1 1 1 L .4 ¥ r 1 1 1 L T 1 T
miE—= 20 40 [=Ta] SO 100 120 140 160 180 200 220 240 260 280 3I00 320 340 360 3F80 400 420 440 24 60 24 80 2500 2520

Data File
Sample

C:wmsdchem™ 1N\DATANMARQUEZYC1-04132.D
13—-0181x

Feak HNumber:

=

at Z4.903

min Area: 1340032 Area T 0.04




Squalene

a0 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
#FATIAEST1: 2,6,10,14 18 2Z2-Tetracosahexaens, 2 6. 10,15,19,23-hexamethyl-_. (@ll-E}

5000
41
a5 121 137
L S oA 159175 191
B T
miz—= 20 40 &l
Abundance
= =]
5000
41

231246261276 209

mfz—= 20

D e L
A0

4

&0

N
UBE B e

a9

R LS R R e

B0 100 120 140 160 180 200 220 240 260 280 300
#H1T3I555: Squalena

360 380 400 420

S\

T T T T
A3 60 43 .80 4400 44 20 44

40

mS = 81 .20 54 . 02%
T L) T T T

A3 60 43 .80 4400 44 20 44 40
mS = 41 .30 23 .50%

43,60 4380 44.00 44_20 44.40

000 1 mS = 95.20 14.01%
as
L L U, 121137 451476191 1
L L e e e n e o R e e S B EE R R R AR e n e S R R s S T
mfz—= &0 100 120 140 160 180
Abundance #H1T3554: Squalensa T Y T T T
[= =] 4360 43.80 44 00 44 20 44 .40
msS= 1327.30 13.09%
000
41
L as 12q 137
o pi=] I | " L d 159175191 217232 25T 273 259 325 341
Bl B 1 ¥ 1 r 1 r 1 ¥ 1 r 1 r 1 T 1 r 1 I | | 1 LJ LJ L] L) T
miz—=> 20 40 &0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 3680 380 400 420 440 4360 43.80 44 00 44 20 44 .40

Data File:
Sample =

C:wmsdchem LM\DATANMARQUEZWCL-04132.D

1=3—0181n

FPeak MNumber:

prg =]

at 43985 min

Area T 0.21




3,7-Dimethyl-oct-6-
enoic acid, ethyl ester

miz—= 20
Abundance

04
mfE—= 20

Data File
Sample

Feak HNHumber: 23 at 27.817 min Drea: 1932170

41

261

446

N

T T T T T
27 .40 27 .60 27.80 28.00 28.20
m, = 41 .20 4B .B6%

40 &0 B0 100 120 140 160 180 200 220 240 260 280 300 320 340 380 420 440
o #FH22510: 3, T-Dimethyl-oct-G-enoic acid, ethyl ester
41
110 T T T T T
as 152 27.40 27.60 27.80 28.00 28.20
l qa8 m/ = 32 .20 465.31%
AN A N R
'|L J L r 4 T L 3"lr L 11 57 1I83 l'l T T T T T T T T T T T
40 &0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 380 420 440
#HE5T23: 3, T-Dimethyl-oct-G-enoic acid, ethyl ester
[= =)
44 T T T T T
27 40 27 60 27.80 25 .00 2820
110 m) = 81 .20 42 . T76%
a5 l 152
ol b 197 | 1e71ssise
1 T T ¥ T T T T T T T T T T T T T T
40 &0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 380 420 440
F22510: 3, T-Dimethyl-oct-G-enoic acikd, ethyl ester T T T T T
a0 2740 2T 60 2780 28.00 2820
a1 m/sz 2Z61l.20 41 .44%
110
a5 l 152
2 '|LJ.LPI lI 13.?‘ L I1ﬁ? 1l83‘|?'|a T T T T T T T T T T T T T T T T
A0 a0 B0 100 120 140 160 180 200 220 240 260 280 300 320 340 380 420 440 2740 27 60 27 80 28 00 28 20

C:wmsdchem 1MNDATA\MARODUEZXC1-04139.D
13-0181n

Area % 0.05




19-Hydroxy-13-
epimanoyl oxide

5000

ol 32

201 217 55 300

53 69 a1 115130145 173

\

T T T T ¥
26.00 26 .20 26 40 26 60 26,

i g

mfz—= 20

5000

5000

R T I i e T B o B R o e e

100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
#FSBE551: Oxandrolone
43 248 281

40 &0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 3I60 3850

#9855 1: Oxandrolone
43 2485 1

mfz—= 20 40 &0 80 100 120 140 160 180 200 220 240 260 Z80 300 320 340 360 380

#128426: Ethanocne, 1-(4-fluorophenyll-. (S-phenylpyrimid-2-yi)jhydrazomne
1

2
e A = 306 . 30 Z21.27
400 420 440

3
:
:

ms= 292.20 1le8.0B%

400 420 440

\

26.00 26 .20 26 40 26 60 26 .80
ms= 217.20 13.7B8%

400 420 440

\

26.00 26 .20 26 40 26 60 26 .80

116 ms= 201.20 13.31%
5000 a5 211
306
s l 185
51 136 9153 l
a 1 SSJ!J L IL LI L '|L rid li -+ J-rl II.LI 130 1 1 L] 1 23‘:"‘ 2lﬁ4 1 1 | | 1 1 | | r 1 1 1 1 i LJ LJ
miz—= 20 40 60 &0 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 26.00 26. 20 26 40 26 60 26.80

Data File
Sample

Peak HNumbe

C:wmsdchemy 1 WDATANMAROQUEZWC1—-021339.D
1=Z—-01B81h

r: 20 at 26.382 min Area: l1l6z29B6416 ABrea T 4

-28




2-Chromancarboxylic
acid, 6-amino-4-oxo-,
ethyl ester

S000 161
a3 a3 121 k/_\
L] L) L] 1 Ll
g 7 189295 250 e 13.00 13.20 13.40 13.60
o msz 1el1.20 42 .02%
miz—= 20 40 60 S0 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #FA04 T 1 2-Chromancarboxylic acid, G-aminoc-4-axo-, ethyl ester
255
162
135
S000 T T T T T
7a 1300 13 20 13.40 13.80
107 iTT 205 ms=z 121 .20 34.31%
0!
mJiE—= 20 40 a0 S0 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #HE1614: 2-Chromancarboxylic acid, S-amino-4-aoxo-, ethyl ester
255
162 L) L] L] 1 1
135 13.00 1320 13.40 13.60
5000 78 mJS = 432 .20 31.47%
1o 177 205
0- o L e e L R e e e AR EE na s ]
mifz—= 20 40 &0 S0 400 420 140 460 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #A04T1: 2-Chromancarboxylic acid, G-aminc-4-oxo-_, ethiyl ester T T T T T
ks 13,00 1320 13.40 13.60
162 m/= 93.20 30.71%
135
5000 78
l 107 177 205
o . M ) L4 |
1 1 I L 1 1 L ¥ 1 1 1 r 1 1 | | r 1 1 | | 1 1 1 L] L] L] 1 1
mifz—=> 20 40 &0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 13,00 1320 13.40 13.80

Data File
Sample

Peak Number: 11 at

1Z-01812

132.351 min

Ares s

C:vmsdchem\ 1\ DATAMARQUEZNC1-04133. D

89745117 Area T 0.26




Ethyl 5-oxo0-4-(p-
toluidino)-2,5-dihydro-
3-furancarboxylate

mfz—= 4] 20 40 &0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440

Abundance #FEA230: Ethyl S-owo-4- p-toluidino -2, 5-dihydro-3-furancarboecylate
215 1

mfz—=> 4] 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #0330 Benzo[alphenoxazin-F-ium, 5,9-diamino-, acetate

miz—= a 20 40 &0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440

T T T T T
22 20 27 40 Z2 80 22 80

ms= 187 .30 21 .69%
e R T

T T T T T
22 20 22 40 Z2 80 22 80

ms= 262.40 20.70%
s

22'20 22'40 22.60 22.80
miz 276,40 18.09%

Abundance #99413: Phenol, 4-amino-2 G-diphenyl- T T T T T
1 22 .20 22 40 Z2 80 22 80
ms= 260.50 12.73%
5000
o8 51 FF 102 428 156 q74qgg 215232
Oy T “T T T T = T T ey T T T T T T T T L T T T T T T T
mfz—= a 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 22 20 22 40 22 60 22 80

Data File: C:msdchemM\1\DATAMWMARQUEZNC1-04139.D
Sample : 13—-0181Hm

Peak HNHumber: 16 at 22.548 min Area: Z2BO0T74B1355 Brea % T73.70




Pyridol[2,3-
blpyrimido[4,5-
dlthiophen-4(3H)-one,
3-amino-9-
methoxymethyl-2,7-
dimethyl

5000 / L
b 1 1 I L
23.40 23 860 23 .80 24 00
0 ms=z 276.20 18.42%
mfz—=> 20 40 &0 BO 100 120 140 1680 180 200 250 240 260 280 300 320 340 3680 380 400 420 440
Abundance #118136: Pyndof2,3-b)jpyrimidof4,S-djthiophen-4{3H}one, 3-amino-9-methocxymetiyl-2, F-dimethyl-
275
5000 - T T /‘:“— T
23.40 23.60 23.80 24 .00
246 200 m/=z 187.20 15.81%
o 7T 93 118 146 163 180  oq5230
mfz—= 20 40 &0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #108604: Acetic acid, 2-[S-{4-nitrophenyl}-1-imidazolyl]-, ethyl ester
275 L AN
23.40 23.60 23.80 24.00
5000 m/s=z 290.30 13.a87%
n.
mfz—= 20 40 &0 80 100 120 4140 1680 180 200 220 240 260 280 300 320 340 3680 380 400 420 440
Abundance #118445: 4_4_6-Trimethyl-2-[N-methyl-p-ethosyphenylaminak-4H-1_3-thiazine T T T T
275 23.40 23 .60 23 .80 24 00
m/s= 203.20 B.Ba%
5000 148
a1 g5 113 133 17Te
1 @ l 290
231247
205
L) + Py T T 1 ~ T . T T L T T T T T T T T T T /ﬁ:"_ T T
mfz—=> 20 40 &0 B0 100 120 140 1680 180 200 230 240 260 280 300 320 340 380 380 400 4220 440 23.40 23,60 23 .80 24 00

Data File: C:\msdchem%l\DATANWMARQUEZWC1-04139.D
Sample : 13—-0181RM

Feak HNumber: 17 at Z23.769 min Areas: 3ITT0B8EBES23 ABrea ¥ 0.99




5,6,7-Trimethoxy-2,3-
dihydrofuro(2,3-b)
quinoline

" e
S000
1 I r L
102 428 4147 24 20 24.40 24 .60 24.80
a° m, =z 32.20 A8 .99%
miz—= 20 40 &0 80 100 120 140 1680 180 200 220 240 260 Z80 300 320 340 360 380 400 420 440
Abundance #99221: 5.6 7-Trimethoxy-2, 3-dihydrofuro] 2_3-biguinoline
281
H000 T T T T
2420 24 .40 24 60 24 80
218 msS=z 187.20 24 . 65%
o 15 31 53 7T ai 115130945160 188203
mifz—= 20 40 &0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance: #119541: Propenenitrile, 2-(2-benzothiazolyl }-3-(2-methoxyphenyl)-
2861
24.‘20 24.‘40 24.'60 24.’30
H000 m/ = 55.20 21 .70%
o 146 174190 207222 2
miz—= 20 40 a0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #1T2303: Phthalic acid. 3 5-difluorophenyl 2-naphthyl ester T T T T
2861 2420 24 .40 24 60 24 .80
mS=z 191.20 192.56%
H000
127
50 76 o4 | 151 189 24 241 2ys 404
0 L L L) L T 1 1 1 1 L | ¥ T T 1 1 1 n L4 L4 r 1 1 1 1 T r ¥
miz—= 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 24 20 24 .40 24 60 24 80

Data File:
Sample H

C:wmsdchemd 1\DATA\MARDUEZWC1-04139.D
13-0181A

Feak MNumber: 18 at 24 .422 min Area: 1247881 Area % 0.05




Atherospermidine

S000

(4
miz—=> prin]
Abundance

40 60 &0 100 120 140 160 180 200 Z20 240 260 Z80 300 320 340 360 380 400 430 440

&9 2q7233 261

320
= 91  11543p145 171 1872q2 2T

L] L] L] 1
A4E Z27_80 2800 28 20 28.40
m/ = 22.20 28 .34%
B e T S

F00008: 8H-Benzo[g]-1,3-benzodicxolo[&, 5, 4-de]guinalin-S-cne, 4-methoxy-
3ps

L] L] L] 1
290 27.80 2800 28.20 28.40

262 m/=z 2&61.20 22.58%
1TE  opa 234
BF 103 130 149 L w2197

miz—= 20
Abundance

L L I o e e B o L i I e e il L e e e e o e o e ]
40 &0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 <420
#127842: BH-Benzol[g]-1,3-benzodioxolo[§, 5, 4-de]guinolin-8-one . 4-rmethosoy-
3ps

27.80 28.00 28.20 28.40
306.20 21.91%

40 &0 &0 100 120 140 160 4180 200 290 240 260 280 300 320 340 360 380 400 420 440

Abundance #100008: BH-Benzo[g]l-1,3-benzodioxolo[6, 5, 4-de]quinolin-S-one, 4-methony- T T T T

ahs 27 80 28.00 28.20 28&.40

msz 233.20 l16.63%

S000 290
262
176
o7 sea st 0 2enert P |
L

Q 1
miz—= 20

Data File
Sample

40 6O 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440

27.80 28.00 28.20 28.40

C:msdchem\1\DATANMARQUEZNWWC1-04139.D
13-0181A

Peak Number: 24 at 28.032 min Area: 1887311 Area % 0.05




4,5,6,7-Tetrahydro-
benzo[c]thiophene-1-
carboxylic acid
allylamide

T T T T T
25.680 28.80 29 .00 29 20 29 40

- m/=z 2&l.20 TB.96%
miz—= 20 40 &0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 350 380 400 420 440
Abundance #FHF1900: 4.5 6, 7T-Tetrahydro-benzo[clthiophaene-1 -carbosylic acid allviamide
1S
5000 T T T T T
221 2860 28 80 28.00 28.20 Z9.40
137 msS=z 103.20 6B .37%
o 39 54 F7 97 122 188 208
mfz—= 20 40 80 80 100 120 140 160 180 200 220 240 2e0 280 300 320 340 360 380 400 420 440
Abundance #99219: Benzamide, 3 4-dimethoooy-M-(2-furfuryl -
165
28.60 28.80 20.00 20.20 20.40
5000

mS= 165.20 59.68B%

107122137 181 201216232

miz—=> 20 40 &0 80 100 120 140 160 180 200 220 240 ZFE0 280 300 320 340 360 380 400 420 440

Abundance #H#T2E03: 2(3H)-Benzothiazolone, hydrazone T T T T T
165 28.60 28 80 29.00 2020 2940
148 mS = 55.20 41 .04%

5000 108
1]
45 L felo) 1 31_
I Ty 1 P ) .

L T L L T v T T v T r T T r 1 1 1 1 1 1 1 1 1 1 1 1 L T r L]

miz—= 20 40 &0 &0 100 120 140 160 180 200 220 240 Z60 280 300 320 340 360 3850 400 420 440 28.60 28.80 29.00 29.20 29.40

Data File
Sample

C:ivmsdchem)\ 1 \DATA'MARQUEZYC1-041339.D
13=0181A8

Feak Humber: 25 at 28.995 min hrea: 2440915 Area ¥ 0.0%




9-Phenylcarbazole

5000 \
200 258 T T T T
32 59 69 g1 115 144 172 215 276291306 & 29.60 29 80 30.00 3020
L R B o B e e e ...J,L...—l......l l:,’-. T e e ms = 244 20 15.90%
mfz—= 20 40 &S0 &0 100 120 140 160 18 00 220 240 260 280 300 320 340 360 380 400 420
Abundance #127473: OH-Carbazole, 9-phenyl-
243
5000 T T T T
29 680 Z0 80 3000 30_20
m,Sz 253.20 15.13%
ol_27 51 77 @a 114 140 166 189 218
mifz—= 20 40 &0 20 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #1Z2TAT3: 9H-Carbarzole, 9-phenyl-
243
20,60 20.80 30.00 30.20
5000 m/S= 200.20 10.07%
ol 27 51 7T oo 114 140 166 189 218
mfz—= 20 40 &S0 &0 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 4490
Abundance #FET260: 3 5-Di(2-thienyl)pyridine T T T T
243 2960 29 80 30,00 30_20
my = 32 .20 5.99%
5000
45 &9 g5 108 427 454 171 198 16
Q 1 L L 1 | 4 1 T 1 | | | .| 1 1 1 1 | | 1 | | | | 1 1 1 T LJ L] L]
mfz—= 20 40 &0 &0 100 120 140 4160 180 200 220 240 2680 280 3I00 320 340 360 380 400 420 440 29 .60 20 80 3000 30_20

Data File:
Sample ]

C:wmsdchem 1WDATANMAROQUEZYC1-04139.D

13—0181A

Peak Number: 26

at 29 .820 min Ares s 15496432 Area % 0.41




1-(1-Benzothien-2-yl)-
N,N-
diethylcyclohexanamine

5000

148 164 /7202

miz—= 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 3850 400
Abundance #2221 Thionaphthernen, 2-[1-JN_N-diethylaminolcyclobesol)-
2

S000

myiz—=> Z0 40 60 80 100 12320 140 160 180 200 20 240 260 280 300 320 340 380 3850 400
Abundance #1167 11: Thicnaphthenean, 2-1-[MN, N-diethylamino]cycohexyl]-
2

S000

420

420

446

1

34.40 34.60 34.80 35.00
miz 272.20 72 .758%

/

T T T T T
3440 34 60 34 80 3500
mS= 287.30 SB.DQ4%

’

3440 34.60 34.80 35.00
m/=z Z81.20 S4.19%

/

0.
miz—= 20 40 60 80 100 120 140 160 480 200 220 240 260 280 300 320 340 380 380 400 420 440
Abundance #2221 Thionaphthenen, 2-[1-MN_HN-diethylaminojcyclohesoyl)- T T T T
@ 3440 34.60 34 80 3500
m/S=z 218.20 24 .B8B%
S000 287
o 147 . 218
41 g7 ag 115 |_ 189 260
a 1 Iu §‘I : rl 1 + 1 = L ‘l- J.I | i 1 ll l L 1 1 1 r 1 1 | r 1 1 T 1 T L r
miz—= Z0 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 3850 400 420 440 34,40 34.60 34 80 3500

Data File: C:'msdchem1l\DATA\MARQUEZWWC1-04139.D
Sample : 13=01812A

Peak HNHumber: 27 at 34.762 min hrea: Z247T7B80BS5T Area % 0.65




Methyl-methoxy-(1,1-
difluoro-2,2-bis-
trifluoromethyl-
ethyl)amine

S000
281 424 T T T T
300 goay 355 aro3o4 446 53.20 §3.40 53.60 53.80
o ms = 44 20 T5.90%
miE—= 20 40 &0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance F108E3: Methyl-methoxy-(1, 1-difluoro-2, 2 -bis-trifluoromeet byl -ethyl Jamine
Al
281
81
S000 T T T T
113 201 53 .20 53.40 53.60 53.80
D4z m. = 55.20 55.52%
T e ---rr....|....1--.-..|....|....|..'.-|...-|I-r.. LI BB i R (B I B R L e i o
miE—= 20 &0 a0 140 160 180 200 220 240 260 320 340 380 400 420
Abundance F10883: Methyl-methoxy-( 1, 1-diflucro-2 2 -bis-trifluorcomet hivl-ethiyl Jamine
Al
2561 L] 1 T LJ
21 5320 53.40 53.60 53.80
S000 113 mJsS=z 207.10 45 .77 %
201
| 242
o " N 1
I B B e B B L I e e e B B e BB R aaasa s e Y
miE—= 20 (=70 ] 80 100 120 140 160 180 200 220 240 260 280 320 340 380 400 420
Abundance FE2222: 2-Ethylacridine T T T T
102207 53_20 53.40 53.60 5380
ms = e92 .20 45 .20%
5000
61 76 96‘ 114 151166
a ¥ 1 1 L) r 1 1 | L v 1 | L4 1 1 1 r 1 1 | | T 1 1 1 1 T LJ
miE—= 20 40 (=70 ] 80 100 120 140 160 180 200 220 240 260 280 300 320 340 3680 380 400 420 440 53.20 53.40 53.60 53.80

Data File
Sample

13-0181n

Feak HMNumber: z29

atc 53%.449 min Area:

C:wmsdchem LWDATANMARQUEZNC1-04132 . D

17z2zBB895 Area % 0.05




Phenol, 4,4',4"-
ethylidynetris

\

5000
297 233 ! ! y !
g9 @1 11513p145 173 204 259 275 446 206 80 2650 27.00 2720
o m/S=z 292,30 19.57%
miz—> 20 40 B0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #F128619: Phenol, 4,4' 4"-ethylidynetris-
241
B000 T T T T
26.60 2680 27.00 27.20
306 m/=z 306.30 16.23%
ol 75 91 119 435 153169 197213 55 s47062
miz—> 20 40 B0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #F119207: Pyridine, 3 4-bis{p-methoxyphenyl)-
241
26.60 26.80 27.00 27.20
5000 m/s= 217.30 10.85%
102 204 | 233 260978
e e ——
miz—> 20 40 B0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
Abundance #8575 Pyridine. 3_4-bis{p-methaxyphenyl)- T T T T
i 26.60 26.80 27.00 27.20
m/s= 233.30 10.85%
5000
B el it
o 1 L] Li 1 I. 1 1 | 1 | | II || 1 lI 1 | | 1 |4 1 ¥ 1 L4 1 1 1 T 1
miz—> 20 40 B0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 26.60 26.80 27.00 27.20

Data Fi
Sample

FPeak HNu

le C:wmsdchemh 1\DATAWMARQUEZYC1-04139.D

13-0181h

mber: 21 at Z6.837 min Area:z 3IT43B89572 Area % 9.83




Ethyl Oleate

g

L] L) 1 T T
2680 27.00 27.20 27 .40 2T .60

m/ = TE.20 B7.B9%
40 &0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
#111556: Ethyl Oleate

C

T T T T T
2680 27 .00 27 .20 27 40 27T 60
ms = &7 .20 T5.74%

A0 860 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
#111556. Ethyl Oleate

-

26.80 27.00 2720 2740 27 .60
m/z 41.30 74.BEZ

(3] SE—

miz—= (8] 20
Abundance
5000
o 15
miz—= o 20

Data File: C
Sample 1

Peak Humber:

40 a0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440
#128660: 9,12,15-Octadecatrienoic acid, ethyl ester, (Z,Z2,Z)-

%

26.80 27.00 27.20 27.40 27.60
41 as m = 95 .20 68.85%

121
=] 149 306
,
A e 191 247 237 ZPlarr |
L] T 1 L L | 1 L L 1 1 T 1 1 L] L LI L} 1 1 1 L
40 80 B0 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 2680 2700 27.20 Z27.40 27 .60

-

s wmsdechem INDATAWMARQUEZYC1-04132.D
3—-0181A

22 at 27.190 min Area: BOS53990 Area T 0.21

Figure S1. Fragmentation patterns of the mass spectra of the secondary metabolites present in the ethanolic extract of of M. Americana bark



