LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@82423\
Data File : VN©79028.D

Acqg On : 24 Aug 2023 13:53

Operator : JC\MD

Sample : 04047-03

Misc : 5.17g/5.emL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-260-61-Q

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M

Title : SW846 8260

Signal : TIC: VN@79028.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 8.165 1045 1056 1061 rBV 183766 443056  2.12% 1.050%
2 8.224 1061 1066 1085 rVB 294849 642241 3.07% 1.523%
3 8.588 1116 1128 1139 rBV3 239646 734563  3.51% 1.742%
4 9.100 1207 1215 1228 rBV 437577 907483 4.33%  2.151%
5 10.571 1457 1465 1473 rBV 677210 1234036 5.89% 2.926%
6 11.871 1678 1686 1695 rBV 629650 1122628 5.36% 2.662%
7 11.965 1695 1702 1711 rVV 924287 1589599 7.59% 3.769%
8 12.071 1711 1720 1730 rVB 265432 536400 2.56% 1.272%
9 12.400 1764 1776 1786 rBV 248464 429676 2.05% 1.019%
10 12.853 1846 1853 1862 rVB 534756 896153  4.28%  2.125%
11 13.135 1890 1901 1905 rBV 280872 498432  2.38% 1.182%
12 13.488 1951 1961 1966 rBV 359126 629780 3.01% 1.493%
13 13.794 2007 2013 2022 rBV2 676976 1368995 6.54% 3.246%
14 13.953 2034 2040 2042 rBV2 156819 239478 1.14% 0.568%
15 14.000 2042 2048 2062 rVB 2627243 4836033 23.10% 11.465%
16 14.335 2099 2105 2114 rVB 229431 363953 1.74% 0.863%
17 14.453 2117 2125 2133 rBV3 111169 292442 1.40% 0.693%
18 14.929 2200 2206 2219 rVB 335309 615725 2.94%  1.460%
19 15.041 2219 2225 2233 rBV2 162417 413810 1.98% 0.981%
20 15.123 2233 2239 2246 rVB 374849 665748 3.18% 1.578%

21 15.212 2246 2254 2262 rVB 769902 1406754 6.72%  3.335%
22 15.317 2262 2272 2278 rBv4 165140 393552 1.88% 0.933%
23 15.647 2313 2328 2337 rBV 10832155 20936170 100.00% 49.636%
24 15.747 2339 2345 2354 rBV = 215012 428179 2.05% 1.015%
25 15.988 2382 2386 2401 rVB3 97516 317501 1.52% ©.753%

26 16.282 2429 2436 2443 rBV4 83092 237256 1.13% 0.562%

Sum of corrected areas: 42179643
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN©79028.D

Acqg On : 24 Aug 2023 13:53

Operator : JC\MD

Sample : 04047-03

Misc : 5.17g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-260-61-Q

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN079028.D\data.ms
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Abundance TIC: VN079028.D\data.ms
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Abundance TIC: VN079028.D\data.ms

le+07

8000000

6000000

4000000

14.000
2000000

15.647

o

LA A B R 7T T ™ T I T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50

15.00

‘ T
15.50 16.00 16.50

65 12.853 13.794 15,212
| 2071 12,400 7 13185 13.488 13. 14.33553 1495814295317 |15.74715.988 16.282
T ‘ T T T ‘ T T T ‘ T T T T T T

82N081523W.M Fri Aug 25 18:05:53 2023

Page: 2




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN©79028.D

Acqg On : 24 Aug 2023 13:53

Operator : JC\MD

Sample : 04047-03

Misc : 5.17g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-260-61-Q

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 1Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.000 176.63 ug/l 4836030 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 72
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 68
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 53
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 53
Abundance Scan 2048 (14.000 min): VN079028.D\data.ms (-2042) (- | m/z 117.05 100.00%
117.1
5000 J\\
390 63.0 91‘0 14.00
bbb b e M 2068 /7 118.16 55.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000
1400
m/z 115.00 32.61%
390 630 %0
O\]_\5\(‘)\\\\“\\H\\““\‘\\\‘\\“\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10185: (Z)-1-Phenylpropene
117.0 —/\/\
1400
5000 m/z 91.00 15.22%
91.0
51.0
0 "“2‘7‘(‘0““H“:JMH‘mw”‘u“:‘p“‘H“w_ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10190: Benzene, 2-propenyl-
117.0 14.00
m/z 63.05 9.29%
5000
58.0 91.0
o212 S
m/z--> 20 40 60 80 100 120 140 160 180 200 14 OO
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: VNO79028.D
: 24 Aug 2023 13:53
JC\MD
: 04047-03
: 5.17g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH
: 7 Sample Multiplier: 1

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe82423\

NEVINS-SB05-260-61-Q

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 1,3,5-Cycloheptatriene, 3,7... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.335 13.29 ug/l 363953 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14 003479-89-8 95
2 p-Cymene 134 CleH14 000099-87-6 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 93

Abundance Scan 2105 (14.335 min): VN079028.D\data.ms (-2099) (- | m/z 119.05 100.00%
119.1
5000
134.0
91.0
390 650 14.00 14.50
0‘wHH‘HH_‘qu‘WHwmeujmHH‘MHMW‘_MH‘HWHuWH‘ m/z 134.00 28.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17119: 1,3,5-Cycloheptatriene, 3,7,7-trimethyl-
119.0 fAﬁ
5000 = L
91.0 14.00 14.50
m/z 91.05 16.70%
41.0 65.0 134.0
O \\‘H\\‘H\-\O‘H\\“‘HH“\‘\\\‘\‘H\‘\H‘“‘\H\‘}H\‘\m\\‘H‘\‘\l\\\\‘\!\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene
119.0
— .
14.00 14.50
5000 ITI/Z 116.95 10.63%
91.0 134.0
41.0 65.0
i NTNEURIYI NS PSS EMTIRSENH RSN M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- - <y
119.0 14.00 14.50
m/z 77.00 10.41%
5000
134.0
91.0
41.0 65.0
0H%?ﬂuﬁMHM“HNHMMMMHMHHHM\NWwNmLHwNHMH R~‘ i P
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN©79028.D

Acqg On : 24 Aug 2023 13:53

Operator : JC\MD

Sample : 04047-03

Misc : 5.17g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-260-61-Q

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.929  22.49 ug/l 615725 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87

Abundance Scan 2206 (14.929 min): VN079028.D\data.ms (-2200) (- | m/z 117.10 100.00%

117.1
5000
——
s1.0  9%0 15.00
O o 0y 2493 2072 0935 00 38.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 /J\/\ ‘/\«f‘/\/‘\\ A/\/\/‘\J"\«‘J

m/z 114.95 31.85%

91.0
51.0
\\\‘2\7‘\.\0\“\\“\\‘w\\1“‘\\“\\“w\\H‘\W\‘\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0

o

15.00
5000 m/z 131.00 22.58%
91.0
51.0
27.0 ‘
o N Y Y TR 1 —
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene 7
117.0 15.00
m/z 91.00 14.60%
5000
91.0
390 650 ‘ ”
0\H‘\‘\\\“H“}H“i‘\mh“H‘i\‘“1‘\\H‘\M\‘\m‘mwm,\m T
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@79028.D

Acqg On : 24 Aug 2023 13:53

Operator JC\MD

Sample : 04047-03

Misc : 5.17g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

NEVINS-SB05-260-61-Q

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M
: SW846 8260

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.041  15.11 ug/1 413810 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1oH14 000527-53-7 70
2 Benzene, 1, ,4,5 tetramethyl- 134 C1leH14 000095-93-2 70
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 70
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 62
5 p-Cymene 134 C1oH14 000099-87-6 62

Abundance Scan 2225 (15.041 min): VN079028.D\data.ms (-2219) (- | m/z 119.10 100.00%

119.1

-

5000
39.0 . 00
b5l 148.0 165 3 o
om_m‘uuhwsm_mumH s m/z 134.05  36.38%
m/z--> 20 60 80 100 120 140 160
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 Ao, \
15.00
91.0 m/z 117.10 28.29%
Hoeso |
OH\‘\‘H\‘H‘”\“V\\\M‘\H\‘m\\{“‘\\\‘\‘HH‘HH
mi/z--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
15.00
5000 ITI/Z 91.10 18.24%

39.0 910
65.0
olzso L S0 L
mfz--> 20 40 60 80 100 120 140 160
i T T ‘

Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl- ,
119.0 15.00
m/z 133.00 15.01%
5000 MA/\
91.0
T AR SR N S, B Vi A WL
m/z--> 200 40 60 80 100 120 140 160 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ N\Data\VN@82423\

Data File : VN©79028.D

Acqg On : 24 Aug 2023 13:53

Operator JC\MD

Sample : 04047-03 :
Misc : 5.17g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-260-61-Q

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzene, (1-methyl-2-cyclop... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.123  24.32 ug/1 665748 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
2 2-Methylindene 130 C10H10 002177-47-1 96
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 95
4 1,4-Dihydronaphthalene 130 C10H1e 000612-17-9 95
5 Cycloprop[a]lindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 95

Abundance Scan 2239 (15.123 min): VN079028.D\data.ms (-2233) (-
130.0
5000
51.0
77.0 102.0
0 wa | are_
miz--> 20 40 80 100 120 140 160
Abundance  #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
5000
51.0
27.0 ] 770 102.0 ‘
0‘\\\\“\\‘\\“\‘\\H“‘\\‘\\"‘\\\1‘\‘\\‘\\\\’\\
miz--> 20 40 80 100 120 140 160
Abundance #15022:2—Methyhndene
130.0
5000
51.0
28.0 ‘ ‘ 77.0 102.0 ‘
Y e A Y Y SNt i Y |
miz--> 20 40 60 80 100 120 140 160
Abundance #15030: 1H-Indene, 1-methyl-
130.0
5000
51.0
27.0 ‘ ‘ 77.0 102.0 ‘
ol e g Sl
m/z--> 20 40 60 80 100 120 140 160

m/z 130.00 100.00%
e —
15.00 15.50

m/z 115.00 97.72%
15.00 15.50

m/z 129.00 80.08%
= —
15.00 15.50

m/z 128.00  49.53%
— —
15.00 15.50

m/z 127.10  17.52%
15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN©79028.D

Acqg On : 24 Aug 2023 13:53

Operator : JC\MD

Sample : 04047-03

Misc : 5.17g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-260-61-Q

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 2-Methylindene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.212  51.38 ug/1 1406750 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 97
2 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 96
3 Benzene, 1-butynyl- 130 C1eH1e 000622-76-4 96
4 Benzene,1-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 96
5 1,4-Dihydronaphthalene 130 C1oH1e 000612-17-9 96
Abundance Scan 2254 (15.212 min): VN079028.D\data.ms (-2246) (- | m/z 130.00 100.00%
130.0
- j\J\A
—
5]" 0 ‘ 77.0 102.1 15.00 15.50
Obrrrereeb el AL L1682 2073 104 05 99,83
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15022: 2-Methylindene
130.0
5000 N
15 OO 15.50
m/z 129.05 81.43%
28.0 ‘ “770 102.0
O \\\‘\\\\“\\‘\\“\‘\\H}“\\‘!\“!\\!“\ \\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15031: 1H-Indene, 1-methyl-
130.0 ‘/\j\_/\
——
15.00 15.50
5000 m/z 128.05 38.83%
51.
27.0 ‘ 770 102.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15027: Benzene, 1-butynyl- — —
115.0 15.00 15.50
m/z 127.00  19.79%
5000
63.0 ggp
ols0 B0 h i e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN©79028.D

Acqg On : 24 Aug 2023 13:53

Operator : JC\MD

Sample : 04047-03

Misc : 5.17g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-260-61-Q

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 unknownl5.318 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.318 14.37 ug/1 393552 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracyclo[5.3.0.0<2,6>.0<3,10>]... 130 C1leH10 034324-40-8 42
2 Benzene, (cyclopropylidenemethyl)- 130 C10H10 007555-67-1 42
3 Benzene, 1-methyl-2-(1-methyl-2-... 146 C1l1H14 097664-19-2 38
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 38
5 Benzene, (methylenecyclopropyl)- 130 CleH1e 029817-09-2 38
Abundance Scan 2272 (15.317 min): VN079028.D\data.ms (-2262) (- m/z 131.05 100.00%
131.1
5000
P N
51‘ 0 91‘ 0 ‘ 15.00 15.50
ok rerehrendbth o L 2068 150 60 62.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15064: Tetracyclo[5.3.0.0<2,6>.0<3,10>]deca-4,8-diene
129.0
5000 ‘J\/L ——
15.00 15.50
510 m/z 115.00 43.85%
770 102.0
0\‘2\7\(\)\“\\\\“m\\”}h‘\\“\\‘H\\\l‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15053: Benzene, (cyclopropylidenemethyl)-
129.0
7 e
15.00 15.50
5000 m/z 130.05 43.05%
51.
770 1020
27.0 ‘
o‘_m‘ H‘!‘ ‘M‘ ‘1“‘,“”““ LW
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #25059: Benzene, 1-methyl-2-(1-methyl-2-propenyl)- — —
131.0 15.00 15.50
m/z 128.00 41.28%
5000 91.0
39.0 65.0 “ ‘
0 bbbl A — —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN©79028.D

Acqg On : 24 Aug 2023 13:53

Operator : JC\MD

Sample : 04047-03

Misc : 5.17g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-260-61-Q

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.647 764.65 ug/l 20936200 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 97
2 Azulene 128 C10H8 000275-51-4 94
3 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 91
4 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 64
5 4-Phenylbut-3-ene-1-yne 128 C10H8 1000222-12-0 64
Abundance Scan 2328 (15.647 min): VN079028.D\data.ms (-2313) (- | m/z 128.05 100.00%
128.1
5000 /\
—— —
51.0 7409 102.0 | 15.50 16.00
O i M 1620207100 157 05 13.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13684: Naphthalene
128.0
5000 —— —
15.50 16.00
1020 m/z 129.00 11.14%
51.0 74.0 :
0\‘2\8\‘\0\“\\“\\“‘1\\HU“\‘\\\"“\\\\‘\H\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: Azulene
128.0
15.50 16.00
5000 m/z 102.00 9.35%
51.0 102.0
270 M0
e S L R R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13688: 1H-Indene, 1-methylene- —— —
128.0 15.50 16.00
m/z 50.95 8.59%
5000
51.0
e e
L —r— —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN©79028.D

Acqg On : 24 Aug 2023 13:53

Operator : JC\MD

Sample : 04047-03

Misc : 5.17g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-260-61-Q

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Benzo[b]thiophene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.747 15.64 ug/1 428179 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
2 Benzo[c]thiophene 134 C8H6S 000270-82-6 90
3 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 90
4 3-Deazaadenine 134 C6H6NA 006811-77-4 53
5 5-Phenyl-1,2,3-thiadiazole 162 C8H6N2S 018212-29-8 50
Abundance Scan 2345 (15.747 min): VN079028.D\data.ms (-2339) (- m/z 134.00 100.00%
134.0
5000
0 — —
45.0 63.0 108 0 15.50 16.00
) S 1 ‘uuhu el 28T9 7 8895 14.71%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17521: Benzo[b]thiophene
134.0
5000 A T
15 50 16.00
89.0 m/z 63.05 9.88%
63.0 ’
O\\\\‘2\7\(\)\??\(‘)\\“‘\‘\‘\‘1‘\\”\\‘]‘-\()18\()\‘\\\h‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17519: Benzo[c]thiophene
134.0
—
15 50 16.00
5000 m/z 133.00 9.88%
89.0
45,0 63.0 | 1080 l
L N E
miz--> 20 40 60 80 100 120 140 160 JJ
Abundance #17522: Cyclopenta[c]thiapyran ‘
134.0 15 50 16 00
m/z 90.00 9.57%
5000
89.0
45.0 63.0 | 108.0
) Sl ST BOSAYIN ES  ER— — e
m/z--> 20 40 60 80 100 120 140 160 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN©79028.D

Acqg On : 24 Aug 2023 13:53

Operator : JC\MD

Sample : 04047-03

Misc : 5.17g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-260-61-Q

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©81523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1@ 2-Ethyl-1-H-indene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.988 11.60 ug/l 317501 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-1-H-indene 144 C11H12 017059-50-6 91
2 1H-Indene, 1,1-dimethyl- 144 C11H12 018636-55-0 87
3 1H-Cyclopropa[b]naphthalene, 1a,... 144 C11H12 006571-72-8 87
4 SH-Benzocycloheptene, 6,7-dihydro- 144 C11H12 007125-62-4 87
5 1H-Indene, 2,3-dimethyl- 144 C11H12 004773-82-4 83
Abundance Scan 2386 (15.988 min): VN079028.D\data.ms (-2382) (- | m/z 129.00 100.00%
129.0
5000
16.00
51.1 .
88.9 162.3 :
0 B89 3623 28l 144.00  55.15%
miz-> 50 100 150 200 250
Abundance #23550: 2-Ethyl-1-H-indene
129.0
5000 M\ T T T
16.00
m/z 128.00 44.41%
63.0 ‘
O\\\\“\“”\““\‘\"M\‘\!\‘H‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #23555: 1H-Indene, 1,1-dimethyl-
129.0
——
16.00
5000 m/z 115.00 34.96%
51\.0\ \89'0\ M |
0 e
miz--> 50 100 150 200 250
Abundance #23578: 1H-Cyclopropa[b]naphthalene, 1a,2,7,7a-tetrah T
129.0 16.00
m/z 127.05 17.27%
5000
39.0
1.0
NEUEEE IS I _
m/z--> 50 100 150 200 250 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@82423\
Data File : VN©79028.D

Acqg On : 24 Aug 2023 13:53

Operator : JC\MD

Sample : 04047-03

Misc 1 5.17g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-260-61-Q

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@81523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Indane 14.000 176.6 ug/l 4836030 4 13.794 1369000 50.0
1,3,5-Cyclohept... 14.335 13.3 ug/l 363953 4 13.794 1369000 50.0
Benzene, 1l-ethe... 14.929 22.5 wug/l 615725 4 13.794 1369000 50.0
Benzene, 1,2,3,... 15.841  15.1 ug/l 413810 4 13.794 1369000 50.0
Benzene, (1-met... 15.123 24.3 ug/l 665748 4 13.794 1369000 50.0
2-Methylindene 15.212 51.4 ug/l 1406750 4 13.794 1369000 50.0
unknown15.318 15.318 14.4 wug/l 393552 4 13.794 1369000 50.0
Azulene 15.647 764.6 ug/l 20936200 4 13.794 1369000 50.0
Benzo[b]thiophene 15.747 15.6 ug/l 428179 4 13.794 1369000 50.0
2-Ethyl-1-H-indene 15.988 11.6 ug/l 317501 4 13.794 1369000 50.0
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