LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080923\
Data File : VX036891.D

Acqg On : 09 Aug 2023 16:44

Operator : JC/MD

Sample : 03903-11 20X

Misc : 5.63g/1emL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 13  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 X\Method\82X072123W.M

Title : SW846 8260

Signal : TIC: VX@36891.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.593 562 575 589 rBvV2 5234 18791 1.61% 0.199%
2 5.385 694 705 716 rBV2 83126 239835 20.51% 2.546%
3 5.550 716 732 756 rVB 133356 418928 35.82%  4.446%
4 5.824 768 777 788 rBV4 7254 22140 1.89% 0.235%
5 5.958 788 799 816 rBV 86135 232379 19.87%  2.466%
6 6.245 836 846 856 rVB 17868 52969 4.53% 0.562%
7 6.611 897 906 914 rBV3 6360 15074 1.29% 0.160%
8 6.763 922 931 942 rBV 216826 525075 44.90% 5.573%
9 7.379 1021 1032 1043 rBVS 9236 22771 1.95% 0.242%
10 7.495 1044 1051 1057 rBvV2 5680 11708 1.00% 0.124%
11 7.982 1122 1131 1140 rVB 16300 35058 3.00% 0.372%
12 8.104 1144 1151 1160 rBV2 20002 47526 4.06% 0.504%
13 8.183 1160 1164 1174 rVB4 6482 13193 1.13% 0.140%
14  8.275 1174 1179 1183 rBV 9666 16977 1.45% 0.180%
15 8.440 1201 1206 1209 rBV 10156 15991 1.37% 0.170%
16 8.647 1226 1240 1253 rBV 456143 764338 65.36% 8.112%
17 8.915 1277 1284 1290 rBV3 11844 20798 1.78% 0.221%
18 9.500 1375 1380 1386 rBV5 7946 14316  1.22% 0.152%
19 9.903 1442 1446 1452 rVB 16598 23904 2.04% 0.254%
20 10.006 1456 1463 1466 rBV 13669 19421 1.66% 0.206%
21 10.055 1466 1471 1477 rBV 476285 635770 54.36% 6.748%
22 10.195 1489 1494 1499 rVB 42110 55603 4.75% 0.590%
23 10.305 1507 1512 1517 rVB 20116 28040 2.40% 0.298%
24 10.360 1517 1521 1533 rVB3 16976 30607 2.62% 0.325%
25 10.963 1614 1620 1625 rBV 25636 34846  2.98% 0.370%

26 11.079 1634 1639 1644 rBV 408874 540798 46.24%
27 11.189 1650 1657 1661 rBV 16045 22028 1.88%
28 11.305 1669 1676 1682 rVB 107282 136487 11.67%

NN R OV
IS
IS
G
R

29 11.402 1686 1692 1696 rVV 154802 202888 17.35% 153%
30 11.451 1696 1700 1712 rVB 187778 270484 23.13% 871%
31 11.e616 1722 1727 1734 rBV 26421 41149 3.52% 0.437%
32 11.750 1745 1749 1759 rVB 975453 1169502 100.00% 12.413%
33 11.841 1759 1764 1766 rBV 12498 17155 1.47% 0.182%
34 11.890 1770 1772 1775 rVB 12795 12997 1.11% ©0.138%
35 11.933 1775 1779 1782 rBV 17032 20810 1.78% ©0.221%

36 12.024 1788 1794 1799 rBV 500668 664488 56.82% 7.053%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080923\
Data File : VX036891.D

Acqg On : 09 Aug 2023 16:44

Operator : JC/MD

Sample : 03903-11 20X

Misc : 5.63g/1emL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 13  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 X\Method\82X072123W.M
Title : SW846 8260
37 12.085 1799 1804 1809 rBV 109281 157035 13.43% 1.667%
38 12.171 1817 1818 1822 rVB2 15532 14152 1.21% ©.150%
39 12.244 1825 1830 1837 rVV2 144710 200304 17.13% 2.126%
40 12.317 1837 1842 1849 rVB4 124377 196607 16.81% 2.087%
41 12.421 1849 1859 1863 rBv2 39804 62629 5.36% 0.665%
42 12.463 1863 1866 1873 rVB 36070 46316 3.96% 0.492%
43 12.530 1873 1877 1879 rBV 91586 113387 9.70% 1.203%
44 12.555 1879 1881 1885 rvVv 79542 92251 7.89% ©.979%
45 12.610 1887 1890 1894 rVV 142334 186064 15.91% 1.975%
46 12.646 1894 1896 1900 rVW2 26709 33956 2.90% ©.360%
47 12.701 1900 1905 1915 rVvB2 70775 120193 10.28% 1.276%
48 12.799 1916 1921 1926 rBV7 5788 12453 1.06% ©0.132%
49 12.847 1926 1929 1933 rW 32882 38604 3.30% 0.410%
50 12.920 1933 1941 1944 rW 103320 139002 11.89% 1.475%
51 12.963 1944 1948 1953 rVB 142441 186199 15.92% 1.976%
52 13.042 1953 1961 1971 rBV5S 30105 70796 6.05% 0.751%
53 13.170 1978 1982 1986 rVB 89719 109254 9.34% 1.160%
54 13.213 1986 1989 1992 rVvB2 10841 12283 1.05% 0.130%
55 13.268 1992 1998 1999 rBV3 53482 74674 6.39% ©.793%
56 13.292 1999 2002 2007 rVVv2 191333 249178 21.31% 2.645%
57 13.341 2007 2010 2012 rVvv3 12194 15711 1.34% 0.167%
58 13.378 2012 2016 2020 rVV2 16942 29484  2.52% ©.313%
59 13.420 2020 2023 2028 rVWW 24946 33642 2.88% 0.357%
60 13.506 2032 2037 2040 rBV2 16326 24461 2.09% 0.260%
61 13.542 2040 2043 2046 rBV 26822 33432 2.86% ©.355%
62 13.585 2046 2050 2056 rvv2 33313 60402 5.16% 0.641%
63 13.664 2060 2063 2071 rVB3 27053 46640 3.99% 0.495%
64 13.774 2077 2081 2088 rVB 139217 180313 15.42% 1.914%
65 13.841 2088 2092 2099 rVBS5 15564 34303 2.93% 0.364%
66 13.926 2099 2106 2110 rBV3 17758 29998 2.57% 0.318%
67 13.969 2110 2113 2117 rBV2 12614 16760 1.43% 0.178%
68 14.073 2127 2130 2137 rBV 29957 38897 3.33% 0.413%
69 14.213 2149 2153 2164 rVB2 25967 45757 3.91% 0.486%
70 14.317 2167 2170 2176 rVV 11171 17074 1.46% 0.181%
71 14.371 2176 2179 2183 rVB 18682 21534 1.84% 0.229%
72 14.481 2192 2197 2206 rVB9 6172 17018 1.46% 0.181%
73 14.634 2213 2222 2233 rVB 121795 173804 14.86% 1.845%
74 14.780 2240 2246 2255 rBV 56475 72382 6.19% ©.768%
Sum of corrected areas: 9421793
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080923\
Data File : VX036891.D

Acqg On : 09 Aug 2023 16:44

Operator : JC/MD

Sample : 03903-11 20X

Misc : 5.63g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M
Quant Title : SW846 8260

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

Abundance TIC: VX036891.D\data.ms
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Abundance TIC: VX036891.D\data.ms
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Abundance TIC: VX036891.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080923\
Data File : VX036891.D

Acqg On : 09 Aug 2023 16:44

Operator : JC/MD

Sample : 03903-11 20X

Misc : 5.63g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 Benzene, cyclopropyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.244  15.07 ug/1 200304 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 91
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 86
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 70
4 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 64
5 Indane 118 C9H1e0 000496-11-7 64

Abundance Scan 1830 (12.244 min): VX036891.D\data.ms (-1825) (- m/z 117.05 100.00%
117.1

5000
91.0
390 630 77.1 ‘ 134.1 12.00 12.50
\‘HH‘HH“\H\“1H‘\‘}H\\‘H‘\M“HH‘H\HH‘H\‘\H‘\‘HH‘\!H‘H m/Z 118.10 54.21%
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140
Abundance #10195: Benzene, cyclopropyl-
117.0
5000 1 - —
12.00 12.50
91.0 o
m/z 115.10 34.99%
51.0 65.0 ‘
\‘\2\\7\-‘0\\H“\\Hi‘\H‘M\‘\‘H‘H\w‘\\\\‘i}H\‘\‘\H‘Hl\“\\\\‘\\\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
12.00 12.50
5000 ITI/Z 119.10 30.44%
91.0
39.0 5gg 770
WHHWH\«\udhHM”“\_MHMHJU\HNMHM\LMHH‘HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110 120 130 140
Abundance #10191: Benzene, 2-propenyl- AL P
117.0 12.00 12.50
m/z 105.05 28.10%
5000
91.0
51.0 @50
w%}?‘JMHJMHMmtwwﬂw‘ﬂmuwﬂuwulﬁuuw‘uw‘ —A

L
m/z--> 20 30 40 50 60 70 80 90 100110120 130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080923\
Data File : VX036891.D

Acqg On : 09 Aug 2023 16:44

Operator : JC/MD

Sample : 03903-11 20X

Misc : 5.63g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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, 2-ethyl-1,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.530 8.53 ug/1 113387 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94

Abundance Scan 1877 (12.530 min): VX036891.D\data.ms (-1873) (- m/z 119.05 100.00%

119.1
5000
91.0
39.0 65.0 | ‘ ‘ ul 135.1 12.50
0 W T myz 134000 29.49%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 ‘A\ ' ‘/\‘ T
12.50
910 m/z 91.00 19.70%
39.0 65.0 ’
T ‘ T \]-\5‘\'0‘\‘\ T \M\ \‘i‘\ “1“\ T \‘H‘ T \‘\ T "}“\ \w‘l T \:L??-‘O\
miz--> 0 20 40 60 80 100 120 140
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0
‘ s
12.50
5000 ITI/Z 105.00 14.25%
91.0
39.0 650
T \1\5‘;(‘)\‘\ \ \‘,‘\ R \‘”‘ \ \‘\ at \‘M \ \1%?‘0\
miz--> 0 20 40 60 80 100 120 140
Abundance #16997: 0o-Cymene
119.0 12.50
m/z 120.10 9.91%
5000
410 91.0 ‘ j\
. 65.0
e L s Ll
m/z--> 0 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080923\
Data File : VX036891.D

Acqg On : 09 Aug 2023 16:44

Operator : JC/MD

Sample : 03903-11 20X

Misc : 5.63g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.610 14.00 ug/l 186064 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 p-Cymene 134 C10H14 000099-87-6 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 1890 (12.610 min): VX036891.D\data.ms (-1887) (- m/z 119.10 100.00%

119.1
5000
91.0

39.0 650 ) 1351 12.50 13.00
e el WL T myz 134,00 28.42%
miz--> 0 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
110.0
5000

12.50 13.00
m/z 91.05 18.64%

91.0
T ‘ T \]-\5\0‘ T ‘\ \3\9‘"()\ T ‘\‘ T ‘6‘\5‘ \0\ \‘ ‘ T ‘\ T ‘ h“\ T w‘ l T \1??‘0\
m/z--> 0 20 60 80 100 120 140
Abundance #16996:0—Cymene
119.0

1250 1300
5000 m/z 120.05 10.47%
91.0
89 3?\0 0 Ll 13‘5-0
A e e T L e IS I
miz--> 0 20 40 60 80 100 120 140 ]
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- (S ‘
119.0 12.50 13.00

m/z 77.00 9.71%

5000
91.0
65.0 ‘ AA
150 390 °R7 | i1l 1850

m/z--> 0 20 40 60 80 100 120 140 12. 50 13 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080923\
Data File : VX036891.D

Acqg On : 09 Aug 2023 16:44

Operator : JC/MD

Sample : 03903-11 20X

Misc : 5.63g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 1Indan, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.701 9.04 ug/l 120193 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 94
2 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 91
3 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 91
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 90
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
Abundance Scan 1905 (12.701 min): VX036891.D\data.ms (-1900) (-  m/z 117.10 100.00%
117.1
5000
132.0
510 g 91"0 12.50 13.00
0"_Hw‘HWH‘MHHNHAMWHMM?_HM‘HWMm‘HHMHMWMW“ m/z 115.05 33.62%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
5000 121\0 4\/3\00
132.0 : :
91.0 m/z 132.00 29.61%
2 e
| T RVINN] | I | min
\\‘HH‘\\H‘\\\\‘\\\\‘\\\\’H\\‘\H\‘\\H‘\\H‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16134: 1-Methyl-2-phenylcyclopropane
117.0
— e
12.50 13.00
5000 132.0 m/z 91.00 16.47%
91.0
51.0
H‘H"“H‘"9‘“_"“,‘Mm,“l“"?‘G‘H(‘)"‘m‘H‘1‘1‘”WH_M‘“MHW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16139: Benzene, (2-methyl-2-propenyl)- A —
117.0 12.50 13.00
m/z 118.10 10.92%
132.0
5000
91.0
39.0 65.0
H‘l“sﬁo‘m_m“‘m‘g‘m,m“wu:‘mmHmwH‘Hw;“mw el an
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00

82X072123W.M Thu Aug 17 06:07:45 2023 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080923\
Data File : VX036891.D

Acqg On : 09 Aug 2023 16:44

Operator : JC/MD

Sample : 03903-11 20X

Misc : 5.63g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.920 10.46 ug/l 139002 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1oH14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 94

Abundance Scan 1941 (12.920 min): VX036891.D\data.ms (-1933) (- m/z 119.05 100.00%

110.1 ‘
5000
91.0

39.0 65.0 ‘ | 1351 13.00
b e ML m/z 134,05 45.89%
miz-> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
116.0

L

5000 LA
13.00

m/z 91.00 17.94%

91.0
\1\5\0’ T ‘\ \:3\9‘“0\ T ‘\‘ T ‘6? \()\ \‘ ’ T ‘\ T ‘ M T ‘M T \:L\ ?.‘0\ T
m/z--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0

1300
5000 m/z 120.10 10.56%
3 91.0
65.0 135.0
£ T N Y .
miz-> 20 40 60 80 100 120 140 A J\
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- A fﬂ‘ ‘ ‘A
119.0 13.00

m/z 133.05 8.77%

5000 AA
91.0
B P P PO Bl Al 1

m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080923\
Data File : VX036891.D

Acqg On : 09 Aug 2023 16:44

Operator : JC/MD

Sample : 03903-11 20X

Misc : 5.63g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.963 14.01 ug/l 186199 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 o-Cymene 134 C1eH14 000527-84-4 94
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 91

Abundance Scan 1948 (12.963 min): VX036891.D\data.ms (-1944) (-  m/z 119.10 100.00%
1

119.
5000
91.0
390 650 13.00
(PR el 40.1 1684 9
0ty L B0 1084y 134,05 43.06%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 \ ‘/\‘13\00‘ ‘ J\ ‘
91.0 m/z 91.00 16.78%
41.0 63.0 ‘
\\\‘\‘\\\“\\‘”\“1‘\\\‘M‘\\\\‘W\\}“l\\\“\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
P
13.00
5000 m/z 120.05 10.23%
390 91.0
: 65.0
\1\5\'?\‘\ \ \“‘\ T A \““ \ \‘1 i \M R e
miz--> 20 40 60 80 100 120 140 160 /\ A
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- YASAY fA‘ ‘ ‘A
119.0 13.00
m/z 77.00 8.75%
5000 MA/\
91.0
39.0 65.0
\1\5‘\'? el \“‘\ P \““ ; \‘\ s i

m/z--> 200 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080923\
Data File : VX036891.D

Acqg On : 09 Aug 2023 16:44

Operator : JC/MD

Sample : 03903-11 20X

Misc : 5.63g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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, 1l-ethenyl-4-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.292  18.75 ug/l 249178 1,4-Dichlorobenzene-d4 12.024
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-5-methyl- 132 C1eH12 000874-35-1 90
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 87
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 87

Abundance Scan 2002 (13.292 min): VX036891.D\data.ms (-1999) (- m/z 117.10 100.00%
117.1

5000
“‘,‘“‘U"W‘,W“QR‘““ﬂw“Hi‘WN‘,““ m/z 132.00  35.14%
m/z--> 20 40 60 80 100 120 140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 U Agla
13.00 13.50

m/z 115.05  29.53%

91.0
270 5%.0 4.0 \‘ I 1\3\,\30
T ’ UL ’ T ’ T T ’ T ’ T T T ’ T ’ T T T
miz—-> 20 40 60 80 100 120 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 AA
i A,

13.00 13.50
5000 m/z 119.10 20.22%
3?0 650 910 ‘ 1430
- "‘\‘ - ‘\‘“‘ "\U‘ .- ““ S H’ A
miz--> 20 40 60 80 100 120 140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
11v.0 13.00 13.50

m/z 131.05 18.19%

5000
91.0
51.0 ‘ 1%30
210 | | u\7549 R A pn A A

m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080923\
Data File : VX036891.D

Acqg On : 09 Aug 2023 16:44

Operator : JC/MD

Sample : 03903-11 20X

Misc : 5.63g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 1H-Indene, 1-methylene- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.774  13.57 ug/1 180313 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 95
3 Azulene 128 C10HS8 000275-51-4 94
4 [4.2.2]Propella-2,4,7,9-tetraene 128 C10HS8 088090-34-0 50
5 1H-Cyclopenta[c]thiophene, hexah... 128 C7H12S 053907-80-5 47
Abundance Scan 2081 (13.774 min): VX036891.D\data.ms (-2077) (- m/z 128.05 100.00%
128.1
5000 A
— —
51.0 74.0 102.0 13.50 14.00
b Sl nyz 126,95 11.82%
miz-> 20 40 60 80 100 120 140
Abundance #13686: Naphthalene
128.0
5000 /V/HWV\A o=t
13.50 14.00
m/z 129.00 11.34%
0 750 0 |
L 1| i L
\\\\‘\\\\’\\\\‘\\\\‘\f\\‘\\\\‘\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #13688: 1H-Indene, 1-methylene-
128.0 m&ﬂ
13.50 14.00
5000 m/z 102.00 9.59%
51.0
S me wo
S N N RS B
miz--> 20 40 60 80 100 120 140 k
Abundance #13681: Azulene Aplayhy =2
128.0 13.50 14.00
m/z 50.95 7.37%
5000
51.0 102.0
75.0
asozeo | g0 el
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080923\
Data File : VX036891.D

Acqg On : 09 Aug 2023 16:44

Operator : JC/MD

Sample : 03903-11 20X

Misc : 5.63g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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 10 1,4-Methanonaphthalene, 1,4... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.634 13.08 ug/l 173804 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64

Abundance Scan 2222 (14.634 min): VX036891.D\data.ms (-2213) (- m/z 142.05 100.00%
14p.1

5000
115.1

SN 1 W G
14.50 15.00
390 &1 890 | 160.0

e m/z 141.85 84.48%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22143: Naphthalene, 2-methyl-

5000 —— K |

142.0
115.0 14.50 15.00
m/z 115.10 36.66%

390 830 890 Ul

miz--> 20 40 60 80 100 120 140 160
Abundance #22142: Naphthalene, 1-methyl-
142.0
Lo o JUIL
14.50 15.00
m/z 143.05 11.41%
5000 115.0
. IR it | S
miz--> 20 40 60 80 100 120 140 160
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- e e
141.0 14.50 15.00

m/z 139.00  10.95%

5000 115.0

39.0 63‘-0 89.0 Il
| 1l 1NN | n |
e cop e

‘\\\\‘\\\\‘\\\\‘\‘\
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX080923\
Data File : VX036891.D

Acqg On : 09 Aug 2023 16:44

Operator : JC/MD

Sample : 03903-11 20X

Misc : 5.63g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.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|
Benzene, cyclop... 12.244 15.1 wug/l 200304 4 12.024 664488 50.0
Benzene, 2-ethy... 12.530 8.5 ug/l 113387 4 12.024 664488 50.0
Benzene, 4-ethy... 12.610 14.0 ug/l 186064 4 12.024 664488 50.0
Indan, 1-methyl- 12.701 9.0 ug/l 120193 4 12.024 664488 50.0
Benzene, 1,2,3,... 12.920 10.5 ug/1 139002 4 12.024 664488 50.0
Benzene, 1,2,3,... 12.963 14.0 ug/l 186199 4 12.024 664488 50.0
Benzene, 1l-ethe... 13.292 18.8 wug/l 249178 4 12.024 664488 50.0
1H-Indene, 1-me... 13.774 13.6 ug/l 180313 4 12.024 664488 50.0
1,4-Methanonaph... 14.634 13.1 ug/1 173804 4 12.024 664488 50.0
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