LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@82423\
Data File : VN@79030.D

Acqg On : 24 Aug 2023 14:41

Operator : JC\MD

Sample : 04047-01 20X

Misc : 7.07g/5.emL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-226-27

ALS vial : 9 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@79030.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 1061 1067 1081 rVB 332869 788396 1.03% 0.520%
2 8.612 1119 1132 1144 rBV 2228248 5425974 7.08% 3.582%
3  9.106 1206 1216 1230 rBV 501465 1018941 1.33% 0.673%
4 10.571 1457 1465 1472 rBV 790509 1487063 1.94%  0.982%
5 11.870 1678 1686 1695 rBV 716040 1276048 1.67% 0.842%
6 11.970 1695 1703 1712 rVV 5598387 9496029 12.40% 6.269%
7 12.070 1712 1720 1731 rVB 2651770 5184194 6.77% 3.422%
8 12.400 1765 1776 1786 rBV 1610344 2794838 3.65% 1.845%
9 12.853 1847 1853 1862 rVB 604547 1067189 1.39% 0.705%
10 13.100 1889 1895 1898 rBV 1242489 2124526 2.77% 1.403%
11 13.135 1898 1901 1905 rVV 1407889 2207175 2.88% 1.457%
12 13.176 1905 1908 1915 rVB 536003 821812 1.07% 0.543%
13 13.341 1928 1936 1943 rBV 593648 1015857 1.33% 0.671%
14 13.488 1951 1961 1966 rBV 1675971 2923788 3.82% 1.930%
15 13.794 2007 2013 2016 rBV 740419 1332718 1.74% ©.880%

16 13.953 2033 2040 2042 rBV 552672 831088 1.09% ©0.549%
17 14.000 2042 2048 2063 rVB 11186096 19122678 24.97% 12.624%
18 14.335 2099 2105 2114 rBV 744164 1181632 1.54% ©.780%
19 14.470 2118 2128 2134 rVB3 675625 1554226 2.03% 1.026%
20 14.929 2200 2206 2218 rVB 1066447 1853021 2.42%  1.223%

21 15.041 2218 2225 2233 rBV3 463644 1132343 1.48% ©.748%
22 15.123 2233 2239 2246 rVB 1310239 2252905 2.94%  1.487%
23 15.211 2246 2254 2261 rVB 2501647 4674626 6.10% 3.086%
24 15.317 2263 2272 2279 rBV3 493835 1101687 1.44% ©.727%

25 15.647 2319 2328 2338 rVB2 41340304 76584194 100.00% 50.558%
26 15.747 2338 2345 2353 rBV 728593 1422729 1.86% ©0.939%
27 15.988 2381 2386 2401 rVB 235527 801923 1.05% ©.529%

Sum of corrected areas: 151477600
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN©79030.D

Acqg On : 24 Aug 2023 14:41

Operator : JC\MD

Sample : 04047-01 20X

Misc : 7.07g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-226-27

ALS vial : 9 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: VN079030.D\data.ms
4e+07

3.5e+07
3e+07
2.5e+07
2e+07
1.5e+07
le+07

5000000
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Abundance TIC: VN079030.D\data.ms
4e+07

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

0 8.230 JA\ 9;96 10.571
— — — T ‘ — — — — N
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Abundance TIC: VN079030.D\data.ms
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—T —
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14.000
le+07

11.970
2.070 11

870 |\ 12400 1555318855 337 158 13794053 14388470 14-/%%%;@/%5.317 15.74715.988
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN©79030.D

Acqg On : 24 Aug 2023 14:41

Operator : JC\MD

Sample : 04047-01 20X

Misc : 7.07g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-226-27

ALS vial : 9 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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.100 79.71 ug/1 2124530 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1895 (13.100 min): VN079030.D\data.ms (-1889) (- | m/z 105.05 100.00%

105.1
5000

390 7.0 13.00 13.50
Ol T8 LIl 3260 1652 1,156 65 36.79%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000
13.00 13.50

m/z 77.05 12.60%

77.0
0 280, %0 590 | | Lo
m/z--> 20 40 60 80 100 120 140 160
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
13.00 13.50
5000 ITI/Z 91.00 12.19%
39.0 77.0
o Y O Y A
m/z--> 20 40 60 80 100 120 140 160
Abundance #10695: Mesitylene Jk — ‘
105.0 13.00 13.50

m/z 106.10 8.89%

5000
39.0 77.0 /\
0 ! i ‘\‘\5?'\0\ ‘\\ | | ‘ ]\ :

m/z--> 20 40 60 80 100 120 140 160 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©79030.D

Acqg On : 24 Aug 2023 14:41

Operator : JC\MD

Sample : 04047-01 20X

Misc : 7.07g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-226-27

ALS vial : 9 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 1Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.000 717.43 ug/l 19122700 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 60
3 Benzene, 1-propenyl- 118 C9H10 000637-50-3 59
4 Deltacyclene 118 C9H1e0 007785-10-6 59
5 trans-Cinnamyl bromide 196 COH9Br 026146-77-0 59
Abundance Scan 2048 (14.000 min): VN079030.D\data.ms (-2042) (- | m/z 117.10 100.00%
117.1
5000
—
39.1 63.0 Qﬁl 14.00
b e L el 13891560 1y 98 10 56.41%
miz--> 20 40 60 80 100 120 140 160
Abundance #10181: Indane
117.0
5000 1
14.00
910 m/z 115.05 33.74%
390 630 OF
O\\\‘\\\\“\\H\\“‘\‘\\\‘\\“\\‘\\\ ‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
=1
14.00
5000 m/z 91.10 16.41%
91.0
39.0 580
BN O W OVRNT W L N
m/z--> 20 40 60 80 100 120 140 160
Abundance #10189: Benzene, 1-propenyl-
117.0 1400
m/z 63.00 10.07%
5000
91.0
390 630
ol280 . I e
m/z--> 20 40 60 80 100 120 140 160 1400
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN©79030.D

Acqg On : 24 Aug 2023 14:41

Operator : JC\MD

Sample : 04047-01 20X

Misc : 7.07g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-226-27

ALS vial : 9 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 o-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.335 44.33 ug/l 1181630 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1leH14 000933-98-2 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 94
5 p-Cymene 134 C1oH14 000099-87-6 94
Abundance Scan 2105 (14.335 min): VN079030.D\data.ms (-2099) (- | m/z 119.10 100.00%
119.1
5000 \ (
oo 14.00 14.50
39.0 65.0 : :
| S A ‘ Al 1844 20720 0 134,00 28.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: o-Cymene
119.0
5000
14.00 14.50
91.0 m/z 91.05 17.70%
41.0 65.0 ‘
0 \H‘\‘\\\“‘H‘\\H“\‘\\\‘”‘\H‘\‘W\\N\H‘\‘HH‘HH‘HH’HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
= .
14.00 14.50
5000 m/z 117.05 10.16%
91.0
150 0, 20 LA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- r— A
119.0 14.00 14.50
m/z 120.10 9.56%
5000
91.0
39.0 65.0 ‘
o150, bt b ML
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

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

: VN@79030.D
: 24 Aug 2023 14:41

JC\MD

¢ 04047-01 20X
: 7.07g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH
: 9 Sample Multiplier: 1

NEVINS-SB05-226-27

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

. SW846 8260

: 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

4 Benzene, 2-ethenyl-1,4-dime...

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.470  58.31 ug/l 1554230 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 97
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 96
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 95
4 Benzene, (2-methyl-2-propenyl)- 132 C1OH12 003290-53-7 95
5 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 94

Abundance Scan 2128 (14.470 min): VN079030.D\data.ms (-2118) (- | m/z 117.05 100.00%
117.1
5000
91.0
o
51‘0 ‘ | 14.50
O LTER Ly I 3342 1561 s 135,65 85.85%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
11v.0
5000 T
91.0 14.50
51.0 m/z 115.00  49.68%
O\\\‘\\\\i‘\\“” ‘\\H‘R\‘\H\“M\\!“\ 4\.(‘)\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #16113: 2,4-Dimethylstyrene
117.0
N
14.50
5000 m/z 91.00 26.56%
91.0
39.0
‘ 63.0
15.0
S NN -
m/iz--> 20 100 120 140 160
Abundance #16144.Benzene,(aneﬂwquwopenyb— —
117.0 14.50
m/z 131.05 23.65%
5000 91.0
39.0 5.0
0 ‘1‘5‘"?“: : “ “‘w,M‘ I N —— !“ ul““‘ e LS
m/z--> 20 40 60 80 100 120 140 160 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN©79030.D

Acqg On : 24 Aug 2023 14:41

Operator : JC\MD

Sample : 04047-01 20X

Misc : 7.07g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-226-27

ALS vial : 9 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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.929 69.52 ug/1 1853020 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 93
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 91
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 91
Abundance Scan 2206 (14.929 min): VN079030.D\data.ms (-2200) (- | m/z 117.05 100.00%
117.1
- MM
—
51.0 Qﬁo 15.00
O ool e Ll 1671 20700 0 935 00 39.58%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000

m/z 115.00  28.39%

39.0 g5 910 ‘ ‘
\\\‘\‘\\\“\\“”\“‘U\\\“\\\\‘\\\U’\‘“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
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 131.05 21.88%
91.0
51.0
270" ‘
S P R I |

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- e
117.0 15.00

m/z 91.05 14.75%

5000
330 65.0 910
| bl M s

T
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82423\
Data File : VN©79030.D

Acqg On : 24 Aug 2023 14:41

Operator : JC\MD

Sample : 04047-01 20X

Misc : 7.07g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-226-27

ALS vial : 9 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.041 42.48 ug/l 1132340 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 93
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 87
4 o-Cymene 134 C10H14 000527-84-4 87
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 87

Abundance Scan 2225 (15.041 min): VN079030.D\data.ms (-2218) (- | m/z 119.05 100.00%
119.1
- MAA
91.0 T T T
39.0 65.0 ‘ 15.00
148.0
o N ST N ml“_WW_H?P‘S‘?‘ m/z 134.05  44.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
15.00
91.0 m/z 117.00  29.48%
39.0 65.0 ‘ ‘
O \\\‘\‘}\\"‘\\‘\\’\\\\H‘\\\\‘m\\\l\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
T T T
15.00
5000 m/z 91.00 19.48%
39.0 90
65.0
S T I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl- —— ‘
119.0 15.00
m/z 133.05 14.58%
5000
39.0 650 91.0
o‘H_MH‘,M‘M‘,u‘uM‘“‘w“"UlHmwwwwm AL'AV
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©79030.D

Acqg On : 24 Aug 2023 14:41

Operator : JC\MD

Sample : 04047-01 20X

Misc : 7.07g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-226-27

ALS vial : 9 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 2-Methylindene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.123  84.52 ug/1 2252910 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 95
5 Cycloprop[a]lindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 93

Abundance Scan 2239 (15.123 min): VN079030.D\data.ms (-2233) (- | m/z 130.05 100.00%

130.1
5000

51‘ OH 102.9 m 15 00 15 50
[4
bbbt b LML 1619 2071 2808 sz 115.00  93.57%
m/z--> 20 40 60 80 100120140160 180200220240 260280
Abundance #15022: 2-Methylindene
130.0
5000
1500 1550

m/z 129.05 84.11%

51.0
|| 4 o2
0’\\\\‘\H\“\\\H}‘\f‘f\‘\\\\‘f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
A=t
15.00 15.50
5000 ITI/Z 128.00 42 .49%
51.0
[ 2029 ]
O,H‘wuuﬂhwwhwh‘h‘M_H‘_HWH‘WHH_H‘_HWH‘WH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #15031: 1H-Indene, 1-methyl- —— ——
130.0 15.00 15.50
m/z 127.10 20.02%
5000
51.0
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©79030.D

Acqg On : 24 Aug 2023 14:41

Operator : JC\MD

Sample : 04047-01 20X

Misc : 7.07g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-226-27

ALS vial : 9 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 Benzene, 1-butynyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.211 175.38 ug/1 4674630 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-butynyl- 130 C10H10 000622-76-4 97
3 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 96
4 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 96
5 Benzene,1l-methyl-1,2-propadienyl- 130 C1oH1e 022433-39-2 95

Abundance Scan 2254 (15.211 min): VN079030.D\data.ms (-2246) (- | m/z 130.00 100.00%

130.0
5000
——t ‘

‘ 770 1020 15.00 15.50
‘H_wa‘wu“‘ e Al 1681 20720 s 995,00 96.41%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15022: 2-Methylindene
130.0

5000 T
15 00 15.50
m/z 129.00 82.49%

77.0 102.0
\\\‘2\8\\()\“\\“\\“‘!‘\\”}“\\‘f\“\\\l‘\‘Umf\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15027: Benzene, 1-butynyl-
115.0

o

o

15.00 15.50
5000 m/z 128.05 40.71%
63.0
39.0 89.0
o280 T el
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)- — —
130.0 15.00 15.50

m/z 127.05  19.46%

5000

27.0 ‘ ‘ 77.0 102.0
0“w“HHHM‘N‘NM‘L‘ﬂ“M‘“‘H‘w“u‘u“_‘u —r 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©79030.D

Acqg On : 24 Aug 2023 14:41

Operator : JC\MD

Sample : 04047-01 20X :
Misc : 7.07g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-226-27

ALS vial : 9 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 2873.23 ug/1 76584200 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azulene 128 C10H8 000275-51-4 87
2 Naphthalene 128 C10H8 000091-20-3 87
3 1H-Indene, 1-methylene- 128 C10HS8 002471-84-3 86
4 [4.2.2]Propella-2,4,7,9-tetraene 128 C10HS8 088090-34-0 64
5 4-Phenylbut-3-ene-1-yne 128 C10H8 1000222-12-0 64

Abundance Scan 2328 (15.647 min): VN079030.D\data.ms (-2319) (- | m/z 128.00 100.00%

128.0
5000
51.0

e AT
ol A il § 1700 2060 2820 n/; 127.05  32.49%
miz> 50 100 150 200 250
Abundance #13681: Azulene
128.0
5000
1550 16.00

129.05 26.97%

51.0
1\5 \O‘\ ‘\ “ ‘H HH‘ 98 ‘0 ‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
mi/z--> 50 100 150 200 250
Abundance #13686: Naphthalene
128.0

o

15.50 16.00
5000 m z 51.05 24.62%
oL— ?ﬁoum\ O\ ‘M — —————
miz--> 50 100 150 200 250
Abundance #13688: 1H-Indene, 1-methylene-
128.0 1550 1600

m/z 102.00  24.34%

5000
51.0
oL, “\\LM\W7O‘ M

miz--> 50 100 150 200 250 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©79030.D

Acqg On : 24 Aug 2023 14:41

Operator : JC\MD

Sample : 04047-01 20X

Misc : 7.07g/5.0mL/100uL/5.emL/MSVOA_N/MEOH NEVINS-SB05-226-27

ALS vial : 9 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@ Benzo[b]thiophene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.747 53.38 ug/l 1422730  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene 134 C8H6S 000095-15-8 95
2 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
3 Benzo[c]thiophene 134 C8H6S 000270-82-6 91
4 5-Phenyl-1,2,3-thiadiazole 162 C8H6N2S 018212-29-8 72
5 [1]Benzothieno[2',3':3,4]cyclobu... 246 C13H1003S 034002-19-2 50
Abundance Scan 2345 (15.747 min): VN079030.D\data.ms (-2338) (- | m/z 133.95 100.00%
133.9
5000 Jl
390 630 830 1550 16.00
Ot bbbt M9l 1620 2070 1o g9 05 12.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17521: Benzo[b]thiophene
134.0
5000 1
15 50 16.00
m/z 135.00 10.31%
630 890
O\]\_\\‘\\\\“\‘\h\\“‘\‘\‘\‘\"\\H\\‘\\\\‘\\\h‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17522: Cyclopenta[c]thiapyran
134.0
o —
15.50 16.00
5000 m/z 62.95 8.90%
89.0
63.0 ‘
O e et prber e b el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17519: Benzo[c]thiophene —
134.0 15 50 16.00
m/z 132.95 8.56%
5000
63.0 89“ 0 |
O e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VN@79030.D

Acqg On : 24 Aug 2023 14:41

Operator : JC\MD

Sample : 04047-01 20X

Misc : 7.07g/5.0mL/100uL/5.0mL/MSVOA_N/MEOH

ALS vial : 9 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---|
Resp Conc|

RT

1332720
1332720
1332720
1332720
1332720
1332720
1332720
1332720
1332720

50.
50.
50.
50.
50.
50.
50.
50.
50.

NEVINS-SB05-226-27

TIC Top Hit name RT EstConc Units Response |#
Benzene, 1l-ethy... 13.100 79.7 ug/l 2124530 4
Indane 14.000 717.4 ug/l 19122700 4
o-Cymene 14.335 44.3 ug/l 1181630 4
Benzene, 2-ethe... 14.470 58.3 wug/l 1554230 4
1H-Indene, 2,3-... 14.929 69.5 ug/l 1853020 4
Benzene, 1l-ethy... 15.041 42.5 ug/l 1132340 4
2-Methylindene 15.123 84.5 wug/l 2252910 4
Benzene, 1-buty... 15.211 175.4 ug/l 4674630 4
Azulene 15.647 2873.2 ug/l 76584200 4
Benzo[b]thiophene  15.747 53.4 ug/l 1422730 4
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