LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111522\
Data File : VX032829.D

Acqg On : 15 Nov 2022 17:44
Operator : JC/MD

Sample : N5614-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  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\82X102622W.M

Title : SW846 8260

Signal : TIC: VX@32829.D\data.ms

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

# min scan scan scan TY height area % max. total
1 1.752 103 109 118 rVB 35164 47763 8.15% 0.878%
2 2.343 198 206 214 rBV 15692 30649 5.23% 0.563%
3 2.782 268 278 283 rBV 16761 36032 6.15% 0.662%
4 2.825 283 285 299 rVB2 5780 11036 1.88% 0.203%
5 3.105 322 331 341 rVB 24512 53490 9.13% 0.983%
6 4.209 499 512 521 rBvV3 4182 11560 1.97% 0.212%
7 4.312 521 529 539 rVB5 2459 6708 1.14% 0.123%
8 5.385 694 705 719 rBV 67818 198456 33.86% 3.646%
9 5.556 722 733 743 rBV 106081 311640 53.16% 5.726%
10 5.849 769 781 789 rBv4 2319 7546 1.29% 0.139%
11 5.958 789 799 811 rBV2 70766 192928 32.91%  3.545%
12 6.159 824 832 840 rBV3 9181 25754 4.39% 0.473%
13  6.257 840 848 857 rVW2 20948 61877 10.56% 1.137%
14 6.355 857 864 874 rVB4 6221 18671 3.19% 0.343%
15 6.763 921 931 942 rBV 166719 396890 67.71%  7.292%
16 7.360 1021 1029 1038 rBV5 8386 19855 3.39% 0.365%
17 7.501 1044 1052 1056 rBV3 3555 7530 1.28% 0.138%
18 7.562 1056 1062 1066 rvv3 5531 11992 2.05% 0.220%
19 7.775 1091 1097 1106 rVB2 6493 12643 2.16% 0.232%
20 7.982 1121 1131 1141 rVB 23407 54861 9.36% 1.008%
21 8.104 1141 1151 1160 rBV 43505 87824 14.98% 1.614%
22 8.190 1160 1165 1179 rVB7 4691 13900 2.37% 0.255%
23 8.312 1179 1185 1193 rBV5 7546 14187 2.42% 0.261%
24  8.513 1208 1218 1225 rVB5 6318 16484 2.81% ©.303%
25 8.610 1226 1234 1235 rBV3 12507 22005 3.75% 0.404%
26  8.647 1235 1240 1252 rVB 361302 586188 100.00% 10.770%
27 8.775 1252 1261 1265 rBV4 6079 11742 2.00% ©0.216%
28 8.976 1289 1294 1299 rVB3 7676 14055 2.40% 0.258%
29 9.104 1307 1315 1320 rVB3 15389 28178 4.81% 0.518%
30 9.159 1320 1324 1337 rVB 37274 64393 10.99% 1.183%
31 9.427 1364 1368 1371 rBV2 11747 17419 2.97% 0.320%
32 9.500 1376 1380 1389 rVB3 13936 27833 4.75% 0.511%
33 9.659 1403 1406 1415 rVB2 6965 12415 2.12% 0.228%
34 9.762 1417 1423 1429 rBV2 16109 26142 4.46% 0.480%
35 9.921 1444 1449 1455 rVB3 3916 8143 1.39% 0.150%

36 10.055 1466 1471 1477 rVV 357225 472838 80.66% 8.687%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111522\
Data File : VX032829.D

Acqg On : 15 Nov 2022 17:44
Operator : JC/MD

Sample : N5614-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  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\82X102622W.M
Title : SW846 8260
37 10.128 1480 1483 1486 rVB 5342 6626 1.13% 0.122%
38 10.275 1503 1507 1510 rBV3 6889 11432 1.95% ©.210%
39 10.305 1510 1512 1518 rVB5 6787 9400 1.60% 0.173%
40 10.585 1549 1558 1566 rBV4 9168 18801 3.21% ©.345%
41 10.774 1583 1589 1592 rBV2 5944 9382 1.60% 0.172%
42 10.866 1598 1604 1610 rVB7 3835 8087 1.38% 0.149%
43 11.079 1634 1639 1644 rBvV 332737 421931 71.98% 7.752%
44 11.122 1644 1646 1654 rVB3 9277 13284 2.27% 0.244%
45 11.616 1719 1727 1733 rBV 19085 26483 4.52% 0.487%
46 12.024 1788 1794 1803 rBV 357065 466913 79.65% 8.578%
47 12.177 1815 1819 1824 rVB 12355 15224 2.60% ©0.280%
48 12.250 1824 1831 1837 rBV 264403 328313 56.01% 6.032%
49 12.311 1837 1841 1848 rVB 72320 89432 15.26% 1.643%
50 12.402 1852 1856 1862 rVB2 25547 34509 5.89% 0.634%
51 12.469 1862 1867 1872 rBV2 16468 21962 3.75% 0.404%
52 12.646 1891 1896 1900 rBV 68198 83593 14.26% 1.536%
53 12.701 1900 1905 1912 rVV 333845 439872 75.04%  8.082%
54 12.762 1912 1915 1921 rVB 7862 8687 1.48% 0.160%
55 12.841 1921 1928 1934 rVB 17447 24335  4.15% 0.447%
56 12.902 1934 1938 1940 rBV3 3881 5886 1.00% 0.108%
57 13.024 1953 1958 1968 rBv2 32822 49286 8.41% ©0.906%
58 13.134 1968 1976 1980 rBvV2 26516 46524 7.94%  0.855%
59 13.195 1980 1986 1989 rVV2 14876 20049 3.42% 0.368%
60 13.237 1989 1993 1998 rVB2 7120 9830 1.68% 0.181%
61 13.298 1998 2003 2006 rBV3 12013 15175 2.59% 0.279%
62 13.347 2006 2011 2015 rVV3 19770 29206 4.98% 0.537%
63 13.390 2015 2018 2020 rVvv3 6302 8268 1.41% 0.152%
64 13.426 2020 2024 2029 rVB 16135 21973 3.75% 0.404%
65 13.542 2032 2043 2047 rBV2 14849 28029 4.78% 0.515%
66 13.640 2052 2059 2067 rVB2 24917 50648 8.64% 0.931%
67 13.798 2080 2085 2091 rBV6 2868 7498 1.28% 0.138%
68 13.853 2091 2094 2098 rvB2 7925 9614 1.64% 0.177%
69 13.926 2098 2106 2110 rBV 25632 36065 6.15% 0.663%
70 14.073 2126 2130 2137 rBV 22965 29976 5.11% 0.551%
71 14.219 2148 2154 2166 rVB3 8812 19011 3.24% 0.349%
72 14.323 2166 2171 2176 rBV 16098 25907 4.42% 0.476%
73 14.371 2176 2179 2185 rVB 20829 26220 4.47% 0.482%
74 14.603 2209 2217 2221 rBV5 8415 15872 2.71% 0.292%
75 14.792 2243 2248 2251 rBV2 5708 7907 1.35% 0.145%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111522\
Data File : VX@32829.D

Acqg On : 15 Nov 2022 17:44
Operator : JC/MD

Sample : N5614-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 21  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\82X102622W.M
Title : SW846 8260

Sum of corrected areas: 5442837
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111522\
Data File : VX@32829.D

Acq On : 15 Nov 2022 17:44
Operator : JC/MD

Sample : N5614-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

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

Abundance TIC: VX032829.D\data.ms
350000

300000
250000
200000

150000

5.556
100000

5.385 5.958

50000 1.752

3.105 5
2243 2855 4.20312 5.84 1%

O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\T‘YTF\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\J‘\\\f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ I

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 600 6.20
Abundance TIC: VX032829.D\data.ms
350000 8.647 10.p55 11.079

300000
250000
200000
6.763

150000

100000

50000 8.104 9.159
022 YWUAMM B rs ottt 008898 0740 1 10500 ac0 1 122

Time--> 6.50 7.00 7. 50 8.00 8. 50 9. OO 9.50 10 OO 10. 50 11. 00

Abundance TIC: VX032829.D\data.ms
350000 12.p24 12.701

300000
12.250
250000
200000

150000

100000
12.311 12.646

13.
N 90 9] 13_3,7. 14. 14.6084.792
T T \A’—ﬁ\—l—\ T ‘ T T 1 ‘7\ T T T T T ‘ T T T T T

T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

50000

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111522\
Data File : VX@32829.D

Acq On : 15 Nov 2022 17:44
Operator : JC/MD

Sample : N5614-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.752 7.66 ug/l 47763 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Pentane 72 C5H12 000109-66-0 32
3 2-Butene-1,4-diol, (Z)- 88 C4H802 006117-80-2 25
4 3-Buten-1-ol 72 C4H80 000627-27-0 25
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 10
Abundance Scan 109 (1.752 min): VX032829.D\data.ms (-103) (-) m/z 43.10 100.00%
T 571
5000
‘ 72.1 1.40 1.60 1.80 2.00
Ol el el L mjz 41.10 99.89%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #813: Butane, 2-methyl-
43.0
57.0
5000 27.0 A\‘\\\\‘\\\\‘\\\\‘\\\\‘\
1.40 1.60 1.80 2.00
15.0 m/Z 42.10 85.90%
‘ 72.0
O\\\‘;\\\‘\}\\‘\\11‘\\\\}\1\\i‘\‘\‘\}‘\\\\“1\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #809: Pentane
43.0
/\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
1.40 1.60 1.80 2.00
5000 m/z 57.10 77 .70%
270 >0 250
b ts0 U T
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #2304: 2-Butene-1,4-diol, (2)- A e
42.0 1.40 1.60 1.80 2.00
m/z 39.00 37.01%
31.0
57.0
5000
70.0
0“w‘u‘_‘u“ﬂ!p‘mlHd‘wmd‘u‘mﬁu‘ﬁépw‘u A A
m/z--> 0 10 20 30 40 50 60 70 80 90 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111522\
Data File : VX@32829.D

Acq On : 15 Nov 2022 17:44
Operator : JC/MD

Sample : N5614-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Pentane, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.105 8.58 ug/1 53490  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
4 Butyl isocyanatoacetate 157 C7H11NO3 017046-22-9 64
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 45
Abundance Scan 331 (3.105 min): VX032829.D\data.ms (-322) (-) m/z 57.10 100.00%
57.1
41.1
5000
R EEEARRREEESsSE
‘ ‘ 711 gg0 2.80 3.00 3.20 3.40
Ol eyl v ot e m/z 56.10 85.31%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2049: Pentane, 3-methyl-
57.0
41.0
5000 L L R B R
2700 2.80 3.00 3.20 3.40
m/z 41.10 70.61%
o 1, T30 860
O \H‘\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #14583: Hexane, 2,2,3-trimethyl-
57.0
R EEARRREEESs ST
2.80 3.00 3.20 3.40
5000 41.0 m/z 43.10 26.00%
71.0
o S0 Lm0 amso
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4490: Butane, 2,2,3-trimethyl- R S AAmamasaE
57.0 2.80 3.00 3.20 3.40
43.0 m/z 39.10 22.96%
85.0
5000
29.0
0 15.0 \“ L7110 | 990 A
T e e e e R AN NaaasEE s
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\VX111522\
Data File : VX@32829.D

Acq On : 15 Nov 2022 17:44
Operator : JC/MD

Sample : N5614-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 1-Hexene, 4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.257 7.80 ug/l 61877 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 50
2 Heptane, 2,2,3,5-tetramethyl- 156 C11H24 061868-42-6 38
3 1-Butanol, 2-methyl- 88 C5H120 000137-32-6 33
4 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 28
5 Heptane, 1,1'-oxybis- 214 C14H3e0 000629-64-1 28
Abundance Scan 848 (6.257 min): VX032829.D\data.ms (-840) (-) m/z 57.10 100.00%
57.1
5000

390 R ABABREREREESE

‘ | ‘ 83.0 6.00 6.20 6.40 6.60
oH‘_Hu;‘w‘w“"Mmu‘_m_m_m_ m/z 56.10  49.50%

m/z--> 20 40 60 80 100 120 140 160

Abundance #3733: 1-Hexene, 4-methyl-

57.0
29.0
5000 AH‘HH‘HH’HH‘H\

6.00 6.20 6.40 6.60
m/z 41.10 45.21%

0 m_“ ‘ “i“ “LN || 81,0 980
m/z--> 20 40 60 80 100 120 140 160

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Abundance #33109: Heptane, 2,2,3,5-tetramethyl-
57.0
R RRREE
6.00 6.20 6.40 6.60
5000 ITI/Z 55.10 29.14%
29.0 ‘ 98.0
SBSSN  1.  : :2
m/z--> 20 40 60 80 100 120 140 160
Abundance #2388: 1-Butanol, 2-methyl- ““‘H“““‘,H““‘/
57.0 6.00 6.20 6.40 6.60
m/z 39.05 22.53%
29.0
5000
A AVATSCRA
m/z--> 20 40 60 80 100 120 140 160 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111522\
Data File : VX@32829.D

Acq On : 15 Nov 2022 17:44
Operator : JC/MD

Sample : N5614-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Pentane, 2,3,4-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.982 6.91 ug/1 54861 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 83
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
3 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 74
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
5 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 56
Abundance Scan 1131 (7.982 min): VX032829.D\data.ms (-1121) (-) m/z 43.10 100.00%
T 711
5000
AR o e e B
‘ H 051 7.60 7.80 8.00 8.20 8.40
0 ‘,‘m_mi‘wm” ST M/z 71,10 81.44%
m/z--> 0 20 40 80 100 120 140 160
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 \‘HH“\H‘HH/‘\“HH’H
7.60 7.80 8.00 8.20 8.40
m/z 70.10 65.72%
ol 150 | H‘ o0 140
\\\\\\\1\\\\\\\\\‘\\\\\\\\\\\\\\\\\
miz--> 0 20 40 80 100 120 140 160
Abundance #4472.Pentane,3+ﬂhyh
]
SIPNATD WAL v
7.60 7.80 8.00 8.20 8.40
5000 70.0 m/z 41.05 40.13%
0 15.0 H “‘\ “H | 109'0
Tttt
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #59101: Decane, 3,3,4-trimethyl- Aévu“,u“‘u“‘u“,u
43.0 71.0 7.60 7.80 8.00 8.20 8.40
m/z 55.05 25.49%
5000
0 24.0 “\ L 990 1200 1550 /j\
R R I e e e AR w“u,‘u‘_“w“u,u
m/z--> 0 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111522\
Data File : VX@32829.D

Acq On : 15 Nov 2022 17:44

Operator : JC/MD

Sample : N5614-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

TIC Library
TIC Integration Parameters:

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Pentane, 2,3,3-trimethyl- Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
8.104 11.06 ug/l 87824  1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 83
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 53
5 Hexane, 3-methyl- 100 C7H1le6 000589-34-4 50
Abundance Scan 1151 (8.104 min): VX032829.D\data.ms (-1141) (-) m/z 43.10 100.00%
43.1
71.1
5000
B AEEEmERERETEE e
9.1 7.80 8.00 8.20 8.40
‘ ‘ ‘ ‘ | llOl o,
ool e m/z 71.10 69.60%
m/z--> 0 20 40 60 80 100 120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 TR T T T T T
7.80 8.00 8.20 8.40
270 m/z 70.10 60.16%
020 I ‘ 99.0 1140
\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 20 60 80 100 120
Abundance #14574: Hexane, 2,3,4-trimethyl-
il \
S AN AL A
7.80 8.00 8.20 8.40
5000 71.0 m/z 57.10 51.32%
27.0
Ll o 128.0
O+t e
miz--> 0 20 40 60 80 100 120 \ /\
Abundance #8648: Hexane, 3,3-dimethy!- “‘H“_“‘W“ﬂﬂwu4
43.0 7.80 8.00 8.20 8.40
m/z 41.10 46.59%
5000 71.0
270
I T O O T < PP S VWA VA T Y
m/z--> 20 60 80 100 120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111522\
Data File : VX@32829.D

Acq On : 15 Nov 2022 17:44
Operator : JC/MD

Sample : N5614-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Cyclopentene, 1,2,3-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
9.159 6.81 ug/1 64393  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 91
2 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 87
3 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 80
4 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 80
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 70
Abundance Scan 1324 (9.159 min): VX032829.D\data.ms (-1320) (-) m/z 95.10 100.00%
95.1
5000
671 110.1 e o AR SRR AL L
39.1
H 55‘0 H | 8.80 9.00 9.20 9.40
0 ‘wH_HwH_mmwm_mgum‘“”‘wm‘uw m/z 67.16  29.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6774: Cyclopentene, 1,2,3-trimethyl-
95.0
W anh ﬂv\wJ
5000 670 LI L L L LN B L
' 8.80 9.00 9.20 9.40
m/z 110.10 19.83%
270 390 550 79.0 11T'0 !
O\\‘]\-\5\(\)‘\\\M“\\\\“‘\\\\i‘\‘\‘\\‘\\‘\\‘\\\‘\‘i‘\\\\“\‘\1\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6792: 1,4-Pentadiene, 2,3,3-trimethyl-
95.0
" /M f
O Rt
5000 55.0
2r.0 110.0
79.0 :
N O o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 /mmfAA
Abundance #6801: Bicyclo[3.1.0]hexane, 1,5-dimethyl- M P e
95.0 8.80 9.00 9.20 9.40
m/z 41.10 10.41%
67.0
5000
55.0
41.0 82.0 110.0 M
o‘WWWWHHH_‘MWHl_HU‘Mm,uhl‘,wlw, SRS A MRS W M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111522\
Data File : VX@32829.D

Acq On : 15 Nov 2022 17:44
Operator : JC/MD

Sample : N5614-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Benzene, 1,2-diethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.250 35.16 ug/l 328313 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 CleH14 000135-01-3 93
2 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 93
3 Benzene, 1,3-diethyl- 134 CleHi4 000141-93-5 90
4 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleHi4 000934-74-7 83
5 Ethanone, 1-(4-methylphenyl)- 134 C9H100 000122-00-9 60
Abundance Scan 1831 (12.250 min): VX032829.D\data.ms (-1824) (- m/z 119.10 100.00%
119.1
5000 134.2
91.1
N1/ -
75‘ ‘ ‘ 12.00 12.50
0 Hw‘ww‘pw;‘m‘:Uwm_m_m‘:Mm‘,ww,m m/z 105.10  98.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 T TEe T
91.0 ; :
m/z 134.20  47.54%
39.0 65.0
O \\‘]_\\5\\()‘\\\‘\“\H\“‘HHN\‘\H‘\‘\‘H‘\H‘H‘H\\““H\‘\‘H\‘H‘H"HH‘H‘H’\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17029: Benzene, 1,4-diethyl-
105.0
el
12.00 12.50
5000 134.0 m/z 117.10 34.31%
77.0
27.0 ‘
0 ‘w‘mw‘w‘HM"‘}‘:uH‘MWu!“w“m ‘H!w‘:“,‘wm,m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl- - \An ——
119.0 12.00 12.50
m/z 91.10 30.95%
5000 134.0
91.0
39.0 65.0 ‘ ‘
o SO PO {1 A U U O RO N — VN
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\VX111522\
Data File : VX@32829.D

Acq On : 15 Nov 2022 17:44
Operator : JC/MD

Sample : N5614-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Benzene, 1,4-diethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.311 9.58 ug/1 89432  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 96
2 Benzene, 1,2-diethyl- 134 CleHi4 000135-01-3 96
3 Benzene, 1,3-diethyl- 134 CleHi4 000141-93-5 93
4 Benzene, 1l-ethyl-3,5-dimethyl- 134 CleHi4 000934-74-7 90
5 Benzene, 1,2,4,5-tetramethyl- 134 CleH14 000095-93-2 83
Abundance Scan 1841 (12.311 min): VX032829.D\data.ms (-1837) (- m/z 119.05 100.00%
119.1
5000 134.1
91.1
— A
39.0 65.0 ‘ H ‘ 12.00 12.50
O e el e L gz 105,10 83.15%
miz--> 20 40 60 8 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 134.0 — A -
91.0 12.00 12.50
m/z 134.05 45.84%
41.0 65.0
Ot \‘2\6‘\0\ \“‘\ \‘\ T “\‘\ T \M‘ T ““\ \‘1H T \‘\ T
miz—-> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
— ol
12.00 12.50
5000 134.0 m/z 91.10 36.76%
91.0
65.0
T il Y T
miz--> 20 40 60 80 100 120 140
Abundance #17034: Benzene, 1,3-diethyl-
119.0 12. 00 12 50
m/z 117.10 16.61%
5000 134.0
91.0
39.0 65.0 ‘ ‘
0t \‘\‘\‘\ \“‘\ H‘}‘w‘ N T ‘M \M T
m/z--> 20 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111522\
Data File : VX@32829.D

Acq On : 15 Nov 2022 17:44
Operator : JC/MD

Sample : N5614-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 (E)-1-Phenyl-1-butene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.646 8.95 ug/1 83593 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 95
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 94
3 Benzene, (2-methyl-2-propenyl)- 132 C1eH12 003290-53-7 94
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 94
5 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 91
Abundance Scan 1896 (12.646 min): VX032829.D\data.ms (-1891) (- m/z 117.10 100.00%
117.1
5000 132.1 /\jk
910 /\\‘ T ‘ T T ‘ T
39.1 65.1 ‘ ‘ 12.50 13.00
O reperrrrereperestoer et s ilierdbers gl m/z 132.05  44.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16123: (E)-1-Phenyl-1-butene
11v.0
5000 —r— ——
91.0 132.0 12.50 13.00
m/z 115.05 34.29%
28.0 ‘ ‘
O \\‘\H\‘H\‘1‘\H\“HH}}‘\H‘}‘1‘\\’\M‘\‘\H\’}\H‘MH’\H!‘\H“"HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene
117.0
L. .
12 50 13.00
5000 132.0 m/z 91.05 18.97%
91.0
0270,760,,,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16141: Benzene, (2- methyl2[wopenyb ; A\/
1v.0 12.50 13 00
m/z 131.05 15.16%
91.0 132.0
5000
39.0 65.0
o O N PO N RO WAL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111522\
Data File : VX@32829.D

Acq On : 15 Nov 2022 17:44

Operator : JC/MD

Sample : N5614-04

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.M
Quant Title : SW846 8260

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
12.701 47.10 ug/l 439872  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Indan, 1-methyl- 132 C10H12 000767-58-8 90
3 Benzene, (2-methyl-2-propenyl)- 132 C1eH12 003290-53-7 86
4 Benzene, (2-methyl-1-propenyl)- 132 C1leH12 000768-49-0 86
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 86

Abundance Scan 1905 (12.701 min): VX032829.D\data.ms (-1900) (- m/z 117.05 100.00%
117.1
5000 /\j{
011 T ——
51.0 75.0 ‘ I 133.2 12.50 13.00 ]
ot m/z 115.05 33.82%
miz--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
11v.0
5000 AA Py T
12.50 13.00
91.0 m/z 132.00  28.51%
270 0 74 ‘ 133.0
O\\\‘\‘\.\\“\\“\‘\““\‘\\”‘ip“\\‘\\‘H“\\H‘\M\‘\‘\\\\
miz—-> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
—— —
12.50 13.00
5000 m/z 91.10 13.77%
91.0
mo w0 M0 o
O e et b b e ST
m/z--> 20 40 60 80 100 120 140
Abundance #16139: Benzene, (2-methyl-2-propenyl)- A — ; /\/\4
117.0 12.50 13.00
m/z 118.10 9.50%
5000
91.0
39.0
‘ 65.0 ‘ 1%3.0
om‘mm‘hm‘;u“M“HmHm‘w:ml“mh_m —— ——
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX111522\
Data File : VX@32829.D

Acqg On : 15 Nov 2022 17:44
Operator : JC/MD

Sample : N5614-04

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102622W.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|

Butane, 2-methyl- 1.752 7.7 ug/l 47763 1 5.556 311640 50.0
Pentane, 3-methyl-  3.105 8.6 ug/l 53490 1 5.556 311640 50.0
1-Hexene, 4-met... 6.257 7.8 ug/l 61877 2 6.763 396890 50.0
Pentane, 2,3,4-... 7.982 6.9 ug/l 54861 2 6.763 396890 50.0
Pentane, 2,3,3-... 8.104 11.1 ug/l 87824 2 6.763 396890 50.0
Cyclopentene, 1... 9.159 6.8 ug/l 64393 3 10.055 472838 50.0
Benzene, 1,2-di... 12.250 35.2 ug/l 328313 4 12.024 466913 50.0
Benzene, 1,4-di... 12.311 9.6 ug/l 89432 4 12.024 466913 50.0
(E)-1-Phenyl-1-... 12.646 8.9 ug/l 83593 4 12.024 466913 50.0

7.1 4 0

Benzene, l-ethe... 12.701

I

ug/l 439872 12.024 466913 50.
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