LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@82423\
Data File : VNO@79034.D

Acqg On : 24 Aug 2023 16:18

Operator : JC\MD

Sample : 04093-01 20X

Misc : 6.84g/5.0mL/100uL/5.0mL/MSVOA N/MEOH NEVINS-SB04-245-46

ALS Vvial : 14 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@79034.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 8.230 1062 1067 1081 rVB 377066 837413 1.15% 0.547%
2 9.106 1207 1216 1230 rBV 548759 1129356 1.55% 0.737%
3 10.571 1457 1465 1473 rBV 856392 1594279 2.18% 1.040%
4 11.871 1678 1686 1695 rBV 815463 1443835 1.98% 0.942%
5 11.971 1695 1703 1712 rVV 4512929 7707117 10.54% 5.030%
6 12.077 1712 1721 1731 rVB 1367792 2692942 3.68% 1.758%
7 12.400 1764 1776 1785 rBV 1210290 2168561 2.97% 1.415%
8 12.629 1795 1815 1822 rBv4 204300 1095152 1.50% 0.715%
9 12.700 1822 1827 1835 rVB 413902 751126 1.03% 0.490%
10 12.853 1847 1853 1863 rVB 709468 1236453 1.69% 0.807%
11 13.135 1890 1901 1905 rBV 1169535 2072402 2.84% 1.353%
12 13.335 1916 1935 1951 rVB3 872136 3734617 5.11% 2.437%
13 13.488 1951 1961 1966 rBV 1448359 2553520 3.49% 1.667%
14 13.676 1974 1993 2000 rBV4 604998 2746260 3.76% 1.792%
15 13.794 2008 2013 2016 rBV 822441 1432338 1.96% 0.935%

16 13.959 2034 2041 2042 rBV 582015 886788 1.21% ©.579%
17 14.000 2042 2048 2061 rVV 11957462 21993430 30.09% 14.354%
18 14.118 2061 2068 2084 rVB4 431686 1763477 2.41% 1.151%
19 14.335 2099 2105 2114 rVB 916717 1504566 2.06% 0.982%
20 14.453 2114 2125 2134 rBV 861178 2257792 3.09% 1.474%

21 14.929 2201 2206 2218 rVB 968366 1873527 2.56% 1.223%
22 15.041 2218 2225 2233 rBV3 566288 1643104 2.25% 1.072%
23 15.123 2233 2239 2247 rVB 990380 1863153 2.55% 1.216%
24 15.212 2247 2254 2261 rVB 2358877 4365627 5.97%  2.849%
25 15.317 2263 2272 2280 rBV3 590350 1354407 1.85% 0.884%

26 15.523 2298 2307 2319 rVV2 755660 3002222 4.11% 1.959%
27 15.647 2319 2328 2338 rVV2 38776360 73096576 100.00% 47.706%
28 15.747 2339 2345 2358 rVB 984795 2105282 2.88% 1.374%
29 15.994 2382 2387 2401 rVB4 238025 847999 1.16% ©.553%
30 16.282 2428 2436 2453 rVB3 377168 1471286 2.01% 0.960%

Sum of corrected areas: 153224607
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@79034.D

Acqg On : 24 Aug 2023 16:18

Operator : JC\MD

Sample : 04093-01 20X

Misc : 6.84g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH NEVINS-SB04-245-46

ALS vial : 14 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: VN079034.D\data.ms
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Abundance TIC: VN079034.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@79034.D

Acqg On : 24 Aug 2023 16:18

Operator : JC\MD

Sample : 04093-01 20X

Misc : 6.84g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH NEVINS-SB04-245-46

ALS vial : 14 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 Naphthalene, 1-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.335 130.37 ug/l 3734620 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 96
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 96
3 2-Thiophenecarboxylic acid, 5-et... 156 C7H802S 023229-72-3 50
4 4-Chloro-3-ethylphenol 156 C8H9C1O0 014143-32-9 49
5 3',4'-Difluoroacetophenone 156 C8H6F20 000369-33-5 47
Abundance Scan 1935 (13.335 min): VN079034.D\data.ms (-1916) (- | m/z 141.05 100.00%
105.0 !
5000
— =
51.0 771 H 13.00 13.50
Ol bl _quHwm‘H‘g“ulw‘l‘f??u?‘H m/z 104.95 81.75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33122: Naphthalene, 1-ethyl-
141.0
5000 — A — f
13.00 13.50
115.0 m/z 156.10  43.45%
27.0 63.0 89.0 ‘ ‘ ‘
0\\\\‘\H\\‘\\“\\“h\\“1“\\\\‘f\f\‘\“f‘\f“\\‘U“\“\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33125: Naphthalene, 2-ethyl-
141.0
— ~
13.00 13.50
5000 m/z 120.10 24.78%
115.0
760
m/z--> 20 40 60 80 100 120 140 160 180 f
Abundance #33487: 2-Thiophenecarboxylic acid, 5-ethyl- - ‘/\‘ r— :
141.0 13.00 13.50
m/z 115.00  23.96%
5000
111.0
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@79034.D

Acqg On : 24 Aug 2023 16:18

Operator : JC\MD

Sample : 04093-01 20X

Misc : 6.84g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH NEVINS-SB04-245-46

ALS vial : 14 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 2 Naphthalene, 1,5-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.676  95.87 ug/1 2746260 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 98
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 98
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96

Abundance Scan 1993 (13.676 min): VN079034.D\data.ms (-1974) (- | m/z 156.05 100.00%
156.1
5000
119.1
o 170 ‘ | 13.50 14.00
Ol b 989 L 28810 m/z 141.00  69.31%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33166: Naphthalene, 1,5-dimethyl-
156.0
5000 e .
13.50 14.00
6.0 115.0 m/z 155.10  34.59%
51.0
O ’2\7‘\‘0\\“ T \“\ \“‘H‘\‘\‘JL‘ b “\ T \‘1 T \“llwswz‘p\‘m‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #33158: Naphthalene, 1,3-dimethyl-
156.0
Py =
13.50 14.00
5000 ITI/Z 119.10 31.94%
115.0
270 510 76.0 ‘ |
b A 940, | JAs80 ]
miz-> 20 40 60 80 100 120 140 160 h
Abundance #33163: Naphthalene, 1,6-dimethyl- e P
156.0 13.50 14.00
m/z 115.05 19.45%
5000
770 115.0
51.0 :
N S AV Y =Y | I BNV
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@82423\

Data File : VN@79034.D

Acqg On : 24 Aug 2023 16:18

Operator JC\MD

Sample : 04093-01 20X :
Misc : 6.84g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH NEVINS-SB04-245-46
ALS vial : 14 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 3 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.000 767.75 ug/l 21993400 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 94
2 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 72
3 Deltacyclene 118 C9H1e 007785-10-6 68
4 Benzene, 1-(chloromethyl)-3-ethe... 152 C9H9C1l 039833-65-3 53
5 Benzene, 1-(chloromethyl)-4-ethe... 152 C9H9C1l 001592-20-7 53
Abundance Scan 2048 (14.000 min): VN079034.D\data.ms (-2042) (- | m/z 117.05 100.00%
117.1
5000
39.1 63.0 oLl 1400
0 RN 13691951 m/z 118.10  55.46%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\ . (]
m/z--> 20 60 80 100 120 140 160
Abundance #10181: Indane
117.0
5000
1400
910 m/z 115.05 33.59%
390 630 O
0\\\‘\\\\“\\H\\“‘\‘\\\‘\\“\\‘\\\ ‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #10185: (Z)-1-Phenylpropene
117.0
1400
5000 m/z 91.10 16.55%
91.0
51.0
27.0 73
oww‘w\‘w“‘ Uﬂ‘m‘:‘WH‘WHWWHH
m/z--> 20 40 60 80 100 120 140 160
Abundance #10184: Deltacyclene
117.0 1400
m/z 63.00 10.26%
5000
390 91.0
65.0 ‘
0“““Hﬂ‘ﬂhﬂﬂh‘ﬁ“M“h“\““_““‘H‘
m/z--> 20 40 60 80 100 120 140 160 14.00

82N081523W.M Fri Aug 25 18:09:36 2023

Page:

5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@79034.D

Acqg On : 24 Aug 2023 16:18

Operator : JC\MD

Sample : 04093-01 20X

Misc : 6.84g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH NEVINS-SB04-245-46

ALS vial : 14 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 4 Indan, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.453  78.81 ug/l 2257790  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 90
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 87
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 86
Abundance Scan 2125 (14.453 min): VN0O79034.D\data.ms (-2114) (- | m/z 117.10 100.00%
1171
5000
91.0 1450
39.1 63.0 NLH'O 14.50
] Y B I, perlh U717 41682 2078 45 115 00 35.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
11v.0
5000 T
14.50
m/z 132.05 28.59%
39.0 65.0 91"0 ‘
O\‘\‘\\\“\\“\‘\“w‘\\\“\\‘\\‘\\\H‘\M\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
T
14.50
5000 m/z 91.05 13.38%
91.0
270 °7° ‘ I
O bt ol Ml
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16134: 1-Methyl-2-phenylcyclopropane A
117.0 14.50
m/z 118.05 10.60%
5000
91.0
51.0 ‘
0“2‘9'9““‘1”““1“‘N‘H‘m“‘lm1“1““"m“mwmwm —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@79034.D

Acqg On : 24 Aug 2023 16:18

Operator : JC\MD

Sample : 04093-01 20X

Misc : 6.84g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH NEVINS-SB04-245-46

ALS vial : 14 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 5 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.929 65.40 ug/l 1873530  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 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 94
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 93
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 92
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87

Abundance Scan 2206 (14.929 min): VN079034.D\data.ms (-2201) (- m/z 117.10 100.00%

117.1
5000

390 641 ‘ ‘1481
"w‘“"u‘;u“l‘”J‘m‘mmU‘m!w_‘;““‘1‘8‘2‘-?‘2‘95:9 m/z 132.05  39.31%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000

m/z 115.05  28.19%

91.0
51.0
\\\‘2\7\\0\“\\“\\“\‘\\\“\\‘f\‘\\\H‘\}“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0

o

o

15.00
5000 m/z 131.00 22.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- P
117.0 15.00

m/z 91.00 15.87%

5000
91.0
51.0
270~ ‘
lig \H‘ W il il

om‘mwm“mu‘m‘_H‘_m_m_m_m_m -
miz--> 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@79034.D

Acqg On : 24 Aug 2023 16:18

Operator : JC\MD

Sample : 04093-01 20X

Misc : 6.84g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH NEVINS-SB04-245-46

ALS vial : 14 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 10
R.T. EstConc Area Relative to ISTD R.T.
15.123 65.04 ug/l 1863150 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 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 97
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 96
4 Benzene, 1-butynyl- 130 C10H1e 000622-76-4 94
5 1H-Indene, 3-methyl- 130 C1oH1e 000767-60-2 93

Abundance Scan 2239 (15.123 min): VN079034.D\data.ms (-2233) (- | m/z 130.00 100.00%

130.0
5000

51.1
77.0 102.1 1500 1550
0 ‘Hm‘_““W‘HMJu“_wwml,‘ 282220720y 115,00 97.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15022: 2-Methylindene
130.0
5000
15.00 15.50
m/z 129.00  81.53%

28.0 5‘ 77.0 102.0
O‘\\\\“\\‘\\“H‘\\H}“\\‘\\“\\\1’\“‘“‘\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
A=
15.00 15.50
5000 ITI/Z 128.05 41.94%
70 5‘ 770 1020
0“‘HH‘N“M‘W‘N“ﬂ“MM S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15031: 1H-Indene, 1-methyl- —— ——
130.0 15.00 15.50
m/z 127.05 19.58%
5000
M0 770 1020
omm\\hwﬂm S N
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@79034.D

Acqg On : 24 Aug 2023 16:18

Operator : JC\MD

Sample : 04093-01 20X

Misc : 6.84g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH NEVINS-SB04-245-46

ALS vial : 14 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 1H-Indene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.212 152.40 ug/l 4365630 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 96
2 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 96
3 Benzene,1-methyl-1,2-propadienyl- 130 C1eH1e 022433-39-2 94
4 Benzene, (1-methyl-2-cyclopropen... 130 C1eH10 065051-83-4 94
5 Cycloprop[a]lindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 93

Abundance Scan 2254 (15.212 min): VN079034.D\data.ms (-2247) (- m/z 130.05 100.00%

130.1
5000
‘ 102.0 15.00 15.50
obd b d g 1AL ass2 2068 2810 Ly 11500 o7.46%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15022: 2-Methylindene
130.0
5000 A —
15.00 15.50
510 m/z 129.00 80.89%
4229
O ’\‘}\\“H‘\‘\“‘\‘\\H}“‘\\‘H“‘\Hl‘\"H‘\\H‘\\H‘\H\‘\\\\‘\\H‘\\H‘\H\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15031: 1H-Indene, 1-methyl-
130.0 J\/\_/\
e
15.00 15.50
5000 ITI/Z 128.00 41.03%
51.0
‘ 102.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15050: Benzene,1-methyl-1,2-propadienyl- - —
115.0 15.00 15.50
m/z 127.10 19.22%
5000
51.0
O,WO
m/z--> 20 40 60 80 100120140160180200220240260280 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@79034.D

Acqg On : 24 Aug 2023 16:18

Operator : JC\MD

Sample : 04093-01 20X

Misc : 6.84g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH NEVINS-SB04-245-46

ALS vial : 14 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 Hexa-2,4-diyn-1-ylbenzene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.523 104.80 ug/l 3002220 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 89
2 Hexa-2,4-diyn-1-ylbenzene 154 C12H10 000520-74-1 64
3 1,4-Ethenonaphthalene, 1,4-dihydro- 154 C12H10 007322-47-6 64
4 3-Fluoro-para-anisaldehyde 154 C8H7F02 000351-54-2 50
5 2,4,6-Trihydroxybenzaldehyde 154 C7H604 000487-70-7 47

Abundance Scan 2307 (15.523 min): VN079034.D\data.ms (-2298) (- | m/z 153.00 100.00%

158.0
5000
76.0

15 50
51.0 98.0 126.0
bl T 2 L AT 2067 /7 154,10 90.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31486: Acenaphthene
153.0

5000 0
76.0 155

m/z 152.00 47.11%

27.0 >l \‘\ 98 0 12? 0 m
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31494: Hexa-2,4-diyn-1-ylbenzene
153.0

o

15 50

5000 m/z 76.00 24.03%
76.0 115.0
51.0 ‘ ‘
AN |
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #31495: 1,4-Ethenonaphthalene, 1,4-dihydro- —~ ‘

153.0 15.50

m/z 151.05 18.08%

5000
76.0 128.0
390 | $ 102.0 J
I | |
S ——

m/z--> 20 40 60 80 100 120 140 160 180 200 15 50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN@79034.D

Acqg On : 24 Aug 2023 16:18

Operator : JC\MD

Sample : 04093-01 20X

Misc : 6.84g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH NEVINS-SB04-245-46

ALS vial : 14 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 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.647 2551.65 ug/1 73096600 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 89
2 Azulene 128 C10H8 000275-51-4 87
3 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 80
4 [4.2.2]Propella-2,4,7,9-tetraene 128 C10H8 088090-34-0 64
5 4-Phenylbut-3-ene-1-yne 128 C10H8 1000222-12-0 58
Abundance Scan 2328 (15.647 min): VN079034.D\data.ms (-2319) (- | m/z 128.00 100.00%
128.0
5000
102.0 —— —
“ H ‘ ‘ 15.50 16.00
owwwwp‘m,w_m_““1‘5‘5;1“1‘7‘7‘-?“2‘999 m/z 127.05  30.30%
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  25.44%
51.0 :
O\\\\‘2\8\9‘\\“\\“H\j’w?\\\\“\\\\‘\H\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: Azulene
128.0 j\$
T —5
15.50 16.00
5000 m/z 102.00 22.70%
51.0 102.0
S L L W
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 51.10 22.30%
5000
51.0
e
0 e e e — ——
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@79034.D

Acqg On : 24 Aug 2023 16:18

Operator : JC\MD

Sample : 04093-01 20X

Misc : 6.84g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH NEVINS-SB04-245-46

ALS vial : 14 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@ Cyclopenta[c]thiapyran Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.747  73.49 ug/l 2105280 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 90
2 Benzo[c]thiophene 134 C8H6S 000270-82-6 87
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 81
4 5-Phenyl-1,2,3-thiadiazole 162 C8HEN2S 018212-29-8 64
5 Phenol, 4-(2-propenyl)- 134 C9H100 000501-92-8 53
Abundance Scan 2345 (15.747 min): VNO79034.D\data.ms (-2339) (- m/z 134.00 100.00%
134.0
5000 N
— —
89.0
390 63.0 108.0 15.50 16.00
Ol b Pl 16201831 s gg o5 12.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17522: Cyclopenta[c]thiapyran
134.0
5000 —— —_—
15.50 16.00
m/z 135.00 9.84%
89.0
63.0 “ 108.0
O\‘\\\\‘\‘\H\\“‘\‘\‘\‘\“\\\\"\1\\‘\\\m‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17519: Benzo[c]thiophene
134.0
pepe =
15.50 16.00
5000 m/z 117.10 9.47%
89.0
63.0 H 108.0
SN TIPS i S T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17520: Benzo[b]thiophene —F —
134.0 15.50 16.00
m/z 133.00 9.44%
5000
67.0 89.0
o260 %0 T L M80 ASVEWL SRV,
m/z--> 20 40 60 80 100 120 140 160 180 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@82423\
Data File : VNO@79034.D

Acqg On : 24 Aug 2023 16:18

Operator : JC\MD

Sample : 04093-01 20X

Misc : 6.84g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH NEVINS-SB04-245-46

ALS Vvial : 14 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|
Naphthalene, 1-... 13.335 130.4 ug/l 3734620 4 13.794 1432340 50.0
Naphthalene, 1,... 13.676 95.9 wug/l 2746260 4 13.794 1432340 50.0
Indane 14.000 767.8 ug/l 21993400 4 13.794 1432340 50.0
Indan, 1-methyl- 14.453 78.8 ug/l 2257790 4 13.794 1432340 50.0
Benzene, 1l-ethe... 14.929 65.4 wug/l 1873530 4 13.794 1432340 50.0
2-Methylindene 15.123 65.0 ug/l 1863150 4 13.794 1432340 50.0
1H-Indene, 1-me... 15.212 152.4 ug/l 4365630 4 13.794 1432340 50.0
Hexa-2,4-diyn-1... 15.523 104.8 ug/l 3002220 4 13.794 1432340 50.0
Azulene 15.647 2551.7 wug/l 73096600 4 13.794 1432340 50.0
Cyclopenta[c]th... 15.747 73.5 wug/l 2105280 4 13.794 1432340 50.0
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