LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023008.D

Acqg On : 29 Jun 2021 17:06
Operator : JC/MD

Sample : M2875-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 17 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\82X062321W.M

Title : SW846 8260

Signal : TIC: VX@23008.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.246 23 26 37 rvB2 12683 20849 2.35% 0.304%
2 1.752 104 109 118 rVB 29329 42489 4.79% 0.620%
3 1.959 137 143 148 rVB 6897 10381 1.17% 0.151%
4 2.782 268 278 281 rBV2 11980 25268 2.85% 0.369%
5 2.825 281 285 290 rwVW 21209 46219 5.21% ©0.674%
6 2.867 290 292 302 rVV4 7771 16935 1.91% 0.247%
7 3.165 324 331 345 rVB3 26940 67556 7.61% ©.985%
8 3.453 381 388 394 rVB3 4503 9713 1.09% 0.142%
9 3.739 426 435 444 rVB4 6166 15148 1.71% 0.221%
10 3.843 444 452 459 rBV3 3810 9697 1.09% 0.141%
11 4.306 520 528 539 rVB2 22419 62322 7.092% 0.909%
12 5.190 663 673 684 rVB8 4257 14971 1.69% 0.218%
13 5.397 696 707 715 rBvV2 41533 121951 13.74% 1.779%
14 5.483 715 721 726 rVV5 6435 18321 2.06% 0.267%
15 5.562 726 734 743 rVB 64433 173393 19.54% 2.529%
16 5.836 767 779 790 rBV5 7837 25547  2.88% 0.373%
17 5.970 790 801 807 rBV2 56306 151684 17.09%  2.213%
18 6.050 807 814 825 rW 62179 166666 18.78% 2.431%
19 6.172 825 834 843 rwV7 8357 36408 4.10% 0.531%
20 6.257 843 848 855 rvw4 11741 34283 3.86% ©0.500%
21 6.342 855 862 875 rVB5 15612 56047 6.31% 0.818%
22 6.769 921 932 940 rBV 126633 297615 33.53% 4.341%
23 6.848 942 945 956 rvVB4 11748 29637 3.34% 0.432%
24 7.178 991 999 1006 rVB3 6590 14640 1.65% 0.214%
25 7.379 1019 1032 1043 rBvV4 20675 56366 6.35% 0.822%
26 7.659 1073 1078 1086 rBV3 4735 9053 1.02% 0.132%
27 7.988 1123 1132 1142 rVB7 4989 14637 1.65% 0.214%
28 8.110 1144 1152 1154 rBV3 8278 14211 1.60% 0.207%
29 8.147 1154 1158 1163 rVB 9201 16068 1.81% 0.234%
30 8.507 1212 1217 1226 rVB4 13645 29762 3.35% 0.434%
31 8.610 1226 1234 1235 rBvV2 5577 9350 1.05% 0.136%
32 8.653 1235 1241 1248 rVB 256766 402401 45.34% 5.870%
33 8.720 1248 1252 1258 rBV 11993 18652 2.10% 0.272%
34 9.165 1320 1325 1329 rBV2 8792 13064 1.47% 0.191%
35 10.055 1466 1471 1477 rBV 246786 330984 37.29% 4.828%

36 10.195 1489 1494 1500 rVB 196460 253753 28.59%  3.702%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023008.D

Acqg On : 29 Jun 2021 17:06
Operator : JC/MD

Sample : M2875-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 17 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\82X062321W.M
Title : SW846 8260
37 10.305 1505 1512 1519 rVB 654854 887550 100.00% 12.947%
38 10.646 1562 1568 1578 rBV 87815 114719 12.93% 1.673%
39 10.963 1614 1620 1627 rVB 31551 39723 4.48% 0.579%
40 11.085 1634 1640 1646 rBV 188310 240563 27.10% 3.509%
41 11.305 1672 1676 1683 rVB 52650 63625 7.17% 0.928%
42 11.384 1683 1689 1691 rBV 96270 141492 15.94% 2.064%
43 11.457 1696 1701 1707 rVB 79123 103462 11.66% 1.509%
44 11.616 1722 1727 1735 rVB 116035 141241 15.91% 2.060%
45 11.756 1744 1750 1756 rVB 380191 454227 51.18% 6.626%
46 12.024 1789 1794 1799 rBV 235566 289556 32.62% 4.224%
47 12.091 1799 1805 1810 rVB 177251 220444 24.84% 3.216%
48 12.244 1823 1830 1838 rBV 300070 383719 43.23% 5.598%
49 12.317 1838 1842 1849 rVB3 32144 48754 5.49% 0.711%
50 12.414 1852 1858 1862 rBV2 19449 26653 3.00% 0.389%
51 12.469 1862 1867 1873 rVB2 23374 32185 3.63% 0.470%
52 12.536 1873 1878 1880 rBV 22041 32282 3.64% 0.471%
53 12.555 18860 1881 1886 rVB 17453 16270 1.83% 0.237%
54 12.616 1886 1891 1894 rBV 80879 94703 10.67% 1.381%
55 12.646 1894 1896 1900 rVV 20118 22017 2.48% 0.321%
56 12.701 1900 1905 1912 rVB2 81039 110314 12.43% 1.609%
57 12.847 1924 1929 1934 rVB2 13718 18406 2.07% 0.268%
58 12.927 1936 1942 1945 rBV 54536 66738 7.52% 0.974%
59 12.963 1945 1948 1954 rVB 44199 51699 5.82% 0.754%
60 13.030 1954 1959 1965 rBV4 5020 10104 1.14% 0.147%
61 13.170 1978 1982 1988 rVB 54383 65876 7.42% 0.961%
62 13.292 1998 2002 2008 rVB2 114257 148426 16.72% 2.165%
63 13.426 2020 2024 2028 rVB2 20966 26395 2.97% 0.385%
64 13.548 2040 2044 2047 rVWV 14099 19989 2.25% 0.292%
65 13.585 2047 2050 2056 rVV5 12922 22908 2.58% 0.334%
66 13.646 2056 2060 2061 rVv4 7168 9916 1.12% 0.145%
67 13.664 2061 2063 2069 rVB2 13508 18585 2.09% 0.271%
68 13.780 2075 2082 2088 rBV 160525 203119 22.89% 2.963%
69 14.079 2124 2131 2136 rBV 8320 10296 1.16% 0.150%
70 14.219 2149 2154 2164 rBV3 6795 12235 1.38% 0.178%
71 14.640 2218 2223 2233 rVB 29980 36682 4.13% 0.535%
72 14.780 2241 2246 2251 rVB 26324 34238 3.86% 0.499%
Sum of corrected areas: 6855152
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023008.D

Acqg On : 29 Jun 2021 17:06
Operator : JC/MD

Sample : M2875-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX023008.D\data.ms
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Abundance TIC: VX023008.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023008.D

Acqg On : 29 Jun 2021 17:06
Operator : JC/MD

Sample : M2875-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Pentane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.825 13.33 ug/l 46219  Pentafluorobenzene 5.562

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 74
2 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 38
3 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 38
4 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 25
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 25
Abundance Scan 285 (2.825 min): VX023008.D\data.ms (-281) (-) m/z 43.10 100.00%
43.1
5000 [En A
57.0 “\“‘/\,
‘ ‘ 610 2.60 2.80 3.00 3.20
0Lt sl BAS o mjz 71.10 50.65%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #1823: Pentane, 2-methyl-
43.0
5000 /I\\\\\‘\\\\‘\\\\‘\\//\\\\’\\\
2.60 2.80 3.00 3.20
27.0 710 m/z 41.10 47.25%
57.0 ‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4476: 1-Butanol, 2,3-dimethyl-
43.0
GAVNRRNISIVARIR VI . S
2.60 2.80 3.00 3.20
5000 71.0 m/z 42.106 45.51%
29.0 ‘ 50 ‘
S G .- I T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7643: Hexane, 2,3-dimethyl- A“‘w“‘w“‘w‘/K,“
43.0 2.60 2.80 3.00 3.20
m/z 57.05 22.64%
70.0
5000
27.0
20 ol | esosouan A
P e e e e e e Cocp e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023008.D

Acqg On : 29 Jun 2021 17:06
Operator : JC/MD

Sample : M2875-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Pentane, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.105 19.48 ug/l 67556  Pentafluorobenzene 5.562

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 87
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 56
3 n-Hexane 86 C6H14 000110-54-3 43
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 42
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 42
Abundance Scan 331 (3.105 min): VX023008.D\data.ms (-324) (-) m/z 57.05 100.00%
57.0
41.1
5000
R EEEGERNEEESELE
‘ ‘ 73.1 2.80 3.00 3.20 3.40
Olrrrrrrprreprereprotbes il b m/z 56.10 78.31%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #1827: Pentane, 3-methyl-
57.0
41.0
5000 \\‘\\\\‘\\\\‘\\\\‘/\\\\\‘
2700 2.80 3.00 3.20 3.40
m/z 41.10 60.05%
71.0
O \H‘\Hq“z\\o\\‘\\}\‘HH“HH‘H‘\}‘HH“H\\‘?ﬁ.\?\\\\‘\\\\‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #12723: Hexane, 2,2,3-trimethyl-
57.0
S RAREEnERE TSRS
2.80 3.00 3.20 3.40
5000 41.0 m/z 43.10 26.64%
270 71.0
b T L mso  uso
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #1821: n-Hexane ‘w“‘w“‘w“‘w“‘w
57.0 2.80 3.00 3.20 3.40

m/z 39.10  21.23%

41.0
5000
27.0 86.0
L AL 7o
ol e i e e e b e e

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023008.D

Acqg On : 29 Jun 2021 17:06

Operator : JC/MD

Sample : M2875-17 10X

Misc : 5.0mL/MSVOA_X/WATER
ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
. SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Cyclopentane, methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
4.306 17.97 ug/l 62322  Pentafluorobenzene 5.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
3 Cyclobutane, 1,2-diethyl-, trans- 112 C8H16 019341-98-1 64
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 53
5 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 53
Abundance Scan 528 (4.306 min): VX023008.D\data.ms (-520) (-) m/z 56.05 100.00%

56.0
41.1
5000 69.1

A
‘ ‘ ﬁz 4.00 4.20 4.40 4.60
Ol ettt m/z 41.10  63.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1494: Cyclopentane, methyl-
56.0
41.0
5000 690 /\A\\‘\\\\’\\\\‘\\\\‘\\\\‘
4.00 4.20 4.40 4.60
m/z 69.10 46.70%
28.0 “ ‘ 84.0
O\\‘]\-\5\\0‘\\\‘!“\\\\‘\‘\\\“\w \‘\\\‘1i\\\\‘\!\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1329: 1H-Tetrazole, 5-methyl-
56.0 /\ /\
27.0

4.00 4.20 4.40 4.60
5000 m/z 39.05 29.88%

42.0
‘ ‘ ‘ 84.0
”\”‘W‘”‘W‘JW”‘W”‘“W‘”\”‘W‘M‘W‘”\”‘W‘”‘W
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6810: Cyclobutane, 1,2-diethyl-, trans-

41.0 56.0 4.00 4.20 4.40 4.60
m/z 55.10 26.48%

o

m/z-->

5000
27.0
70.0 g49 ﬂM
o | ‘\ | H |70 1120 /\ 4

10 20 30 40 50 60 70 80 90 100 110
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023008.D

Acqg On : 29 Jun 2021 17:06
Operator : JC/MD

Sample : M2875-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Benzene, 1-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.384 24.43 ug/l 141492  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 93
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
Abundance Scan 1689 (11.384 min): VX023008.D\data.ms (-1683) (- m/z 105.10 100.00%
105.1
5000 A
120.1 A ‘m‘ I
391 431 77‘-1 91.0 11.00 11.50
oH_m_m‘HH‘WH;MMMW‘J“w“mH‘c‘elww‘uw m/z 120.10  29.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
5000 — AM‘ /\
120.0 11.00 11.50
m/z 77.10 14.02%
77.0 91.0
O\\‘]\_\5\.(\)‘\\\‘\‘\\3\\9‘.?\\\“\\\\6‘%\-‘\0\‘\\\}“HH“M\\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105.0 M /\
Ao AU
11.00 11.50
5000 m/z 91.05 12.89%
120.0
39.0 77.0 91.0
0‘WH‘“29‘?””““m{‘\m?%“owu“1“””“1"W‘;me“mw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 J\
Abundance #9420: Benzene, 1,2,4-trimethyl- — A
105.0 11.00 11.50
m/z 79.10 8.94%
120.0
5000
77.0
27.0 51.0 91.0 m j\
0H‘HH‘HN‘HHHHHUWM?ﬁPM‘MM‘HN‘HMN‘_mJ$H“ A‘A ML
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023008.D

Acqg On : 29 Jun 2021 17:06
Operator : JC/MD

Sample : M2875-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Benzene, 1-ethyl-4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.616  24.39 ug/l 141241 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 1727 (11.616 min): VX023008.D\data.ms (-1722) (- m/z 105.05 100.00%
105.1

05
5000
120.1
39.0 631 71 911 ‘ 11:50 12.00
0 ",‘m,‘H‘,mJ,HH,‘M‘H_MwH‘J‘WH“HH“kuu‘um‘ m/z 120.10  28.03%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
o0 DAL
1200 1150 1200
m/z 91.10 12.75%
39.0 77.0 91.0
O\\’\\\\’\2\6\10’\\11"1111"‘1111?%1‘?‘\\\‘\“\\\\“\\\\‘\‘\1\‘\\‘\\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9430: Benzene, 1-ethyl-4-methyl-
105.0 /\ J\
M by
11.50 12.00
5000 ITI/Z 77.10 11.88%
120.0
77.0 91.0
o280 L D B
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 M [\
Abundance #9426: Benzene, 1-ethyl-3-methyl- P —
105.0 11.50 12.00
m/z 79.10 9.74%
5000
120.0
39.0 77.0 91.0 M /\
SN C N PO OO OO OO A1 L W 1
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023008.D

Acqg On : 29 Jun 2021 17:06
Operator : JC/MD

Sample : M2875-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzene, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.091 38.07 ug/l 220444  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 90
Abundance Scan 1805 (12.091 min): VX023008.D\data.ms (-1799) (- m/z 105.10 100.00%
105.1
: 1
39.1 630 (10 910 12.00
0 ",HH_‘H_H“‘uH‘;Muw‘NH_H‘J‘_Hwmwc‘e!wuu“mw m/z 120.20  40.44%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 A i ] A T
770 m/z 77.05 12.46%
39.0 YV 91.0
O\\’J\-\S\.\O‘\HM‘\H\“‘H\\N{‘\\\6‘?;‘\0\‘\\\m‘\\\\“\\H‘\‘\l\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9399: Mesitylene
105.0 /\ ka
1200 T T f T T T T ‘/L\
12.00
5000 m/z 91.05 11.72%
39.0 77.0 91.0
o280 10 1 830 L L
m/z--> 10 20 30 40 50 60 70 80 90 100110120 A
Abundance #9421: Benzene, 1,2,4-trimethyl- ‘ e /\‘ I
105.0 12.00
m/z 39.10 9.27%
120.0
5000
77.0 91.0
ol 250 380520640 L Al YIRLVOV
m/z--> 10 20 30 40 50 60 70 80 90 100110120 12.00

82X062321W.M Fri Jul @02 17:58:56 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023008.D

Acqg On : 29 Jun 2021 17:06
Operator : JC/MD

Sample : M2875-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.244 66.26 ug/l 383719 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 91
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 81
4 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e0 000611-15-4 74
5 Benzene, 1-propenyl- 118 C9H10 000637-50-3 62
Abundance Scan 1830 (12.244 min): VX023008.D\data.ms (-1823) (- m/z 117.10 100.00%
11y.1
5000 N\]\
91.1 — —
39.0 63.1 ‘ 1342 12.00 12.50
O beprrrreerreeedereerk bl el 252 7 11810 54.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8951: Indane
117.0
5000 e —
12.00 12.50
910 m/z 115.10 36.00%
39.0 63.0 ’ |
OH‘\H.\‘\\\‘\‘\\H“\\\\i‘\\\1‘}‘\‘\\‘\H‘i‘H\\"\\H‘i‘\\\‘\\\\“\\\\‘\\\\’\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8961: Benzene, 2-propenyl-
117.0
12.00 12.50
m/z 91.10 20.33%
5000 910 /
39.0 65.0
0"“‘H"H‘“‘m‘uH‘}‘h‘1‘1‘1“‘“m”"H“,‘1""1‘”“”“‘””‘””,”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8966: Benzene, cyclopropyl- ey A\‘AW\ ‘
117.0 12.00 12.50
m/z 63.10 11.84%
5000 91.0
51.0 /\j\
N0 e O N S Y1 I [ WPYORT
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023008.D

Acqg On : 29 Jun 2021 17:06
Operator : JC/MD

Sample : M2875-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.616 16.35 ug/l 94703 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 o-Cymene 134 C1leH14 000527-84-4 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 95
5 p-Cymene 134 C10H14 000099-87-6 95

Abundance Scan 1891 (12.616 min): VX023008.D\data.ms (-1886) (- m/z 119.10 100.00%
119.1
5000 j\ j\f\
134.2 }\
91.1 L JUA e
39.1 65.1 12.50 13.00
bbbl WL sz 134,20 29.89%
miz-> 20 40 60 80 100 120 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 M T /\‘/\/\\ \/\ \/\\ T T
910 134.0 12.50 13.00
: m/z 91.10 19.85%
65.0
04 \1\5\.0‘ T \3\9“‘0\ \“\‘\ “i‘\ T \‘H‘ 1T “H“\ \Ml T T
miz-> 20 40 60 80 100 120 140
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119.0
Rooehlalt_
12.50 13.00
5000 m/z 77.00 9.90%
134.0
150 390 g5o N0
A Y i R OO Y N
miz--> 20 40 60 80 100 120 140 f\ fR M
Abundance #14812: o-Cymene e ‘A‘ ‘
119.0 12.50 13.00
m/z 120.10 9.74%
5000
134.0
91.0
41.0 65.0 /\A /l/\
m/z--> 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\VX062921\
Data File : VX023008.D

Acqg On : 29 Jun 2021 17:06
Operator : JC/MD

Sample : M2875-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 (E)-1-Phenyl-1-butene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.701 19.05 ug/l 110314 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 90
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
Abundance Scan 1905 (12.701 min): VX023008.D\data.ms (-1900) (- m/z 117.10 100.00%
117.1
5000
1322 NJ\
91.1 “A
12.50 13.00
e L ;
Ot e e e e e e m/z 115.10  34.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14051: (E)-1-Phenyl-1-butene
11y.0
5000 \/\’\‘ \J\/\/\\\ T T \J\\
91.0 132.0 12.50 13.00
51.0 m/z 132.15 28.03%
28.0 | 76,0 |
O\\‘H\\‘H\‘l‘M\\“HH}M\1‘m‘\\‘\Mh\‘\H\‘HH\‘MH‘H\!‘\H‘““\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
117.0
132.0
—t ey
12.50 13.00
5000 m/z 91.10 20.64%
91.0
39.0 65.0
X WG Y Y OO | WO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14031: Indan, 1-methyl-
117.0 12.50 13.00
m/z 116.10 10.35%
5000
132.0
39.0 65.0 91.0 ‘ j\ J\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00

82X062321W.M Fri Jul ©2 17:58:58 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023008.D

Acqg On : 29 Jun 2021 17:06
Operator : JC/MD

Sample : M2875-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 1-Phenyl-1-butene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.292  25.63 ug/l 148426  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 96
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 93
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 93
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 87
Abundance Scan 2002 (13.292 min): VX023008.D\data.ms (-1998) (- m/z 117.10 100.00%
1171
5000
132.1
91.0 An— ——
39.0 65.0 ‘ ‘ ‘ ‘ 13.00 13.50
0‘wH‘wHH‘HJﬁH‘MHMNWWwJMHH\HHHWH_wjuHMJmWH m/z 119.20  34.26%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14034: 1-Phenyl-1-butene
11y7.0
5000 132.0 /\ T e S
13.00 13.50
910 m/z 132.05  32.25%
1.0 ‘
O\\‘\H\‘%Z\.“()HH“‘HH“‘MH‘M‘H‘TEHO‘H\\‘HH\‘MH\‘HH‘H\‘U“\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0
. A
13.00 13.50
5000 132.0 m/z 115.05 27.35%
91.0
51.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 AA
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl- a o APIEER
117.0 13.00 13.50
m/z 91.05 20.39%
5000 132.0
39.0 91.0
65.0 ‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062921\
Data File : VX023008.D

Acqg On : 29 Jun 2021 17:06
Operator : JC/MD

Sample : M2875-17 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062321W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Pentane, 2-methyl-  2.825 13.3 ug/1 46219 1 5.562 173393 50.0
Pentane, 3-methyl- 3.105 19.5 wug/l 67556 1 5.562 173393 50.0
Cyclopentane, m... 4.306 18.0 ug/l 62322 1 5.562 173393 50.0
Benzene, 1l-ethy... 11.384 24.4 ug/l 141492 4 12.024 289556 50.0
Benzene, 1-ethy... 11.616 24.4 wug/l 141241 4 12.024 289556 50.0
Benzene, 1,2,3-... 12.091 38.1 wug/l 220444 4 12.024 289556 50.0
Indane 12.244 66.3 ug/l 383719 4 12.024 289556 50.0
Benzene, 4-ethy... 12.616 16.4 ug/1 94703 4 12.024 289556 50.0
(E)-1-Phenyl-1-... 12.701 19.1 wug/l 110314 4 12.024 289556 50.0
1-Phenyl-1-butene  13.292 25.6 wug/l 148426 4 12.024 289556 50.0
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