LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091622\
Data File : VX031420.D

Acqg On : 16 Sep 2022 19:09
Operator : JC/MD

Sample : N4645-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  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\82X091422W.M

Title : SW846 8260

Signal : TIC: VX@31420.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.264 23 29 37 rBV3 19993 43893 5.24% 0.743%
2 1.368 43 46 52 rVB 44795 43892 5.24% 0.743%
3  1.605 74 85 96 rVB6 11402 43920 5.25% 0.744%
4 1.746 104 108 116 rVvB2 21145 29852 3.57% 0.505%
5 1.953 137 142 148 rVB2 7393 11596 1.39% 0.196%
6 2.215 180 185 191 rVB2 5564 9687 1.16% 0.164%
7 2.782 271 278 285 rBV 11713 26238 3.13% 0.444%
8 3.111 323 332 342 rBV3 18592 48284 5.77% ©0.817%
9 4,215 501 513 524 rBv2 52707 155822 18.62% 2.638%
10 4.489 544 558 567 rVB7 3306 13221 1.58% 0.224%
11 5.391 691 706 719 rBV 88718 253819 30.32% 4.297%
12 5.556 723 733 738 rVWV 87815 248746 29.72% 4.211%
13 5.623 738 744 758 rVB2 82496 252954 30.22% 4.283%
14 5.958 789 799 817 rBV2 96967 258421 30.87% 4.375%
15 6.251 835 847 859 rBV 244895 718771 85.87% 12.169%
16 6.763 921 931 943 rBV2 137814 325056 38.83% 5.503%
17 7.360 1022 1029 1038 rVB4 8589 21887 2.61% 0.371%
18 7.501 1044 1052 1057 rBV 25024 51375 6.14% ©0.870%
19 7.562 1057 1062 1065 rvv2 12447 24896 2.97% 0.422%
20 7.604 1065 1069 1077 rVB2 20871 43761 5.23% 0.741%
21 7.775 1089 1097 1106 rVB3 9686 21476  2.57% 0.364%
22 7.988 1122 1132 1143 rVB 206376 405038 48.39% 6.857%
23 8.110 1143 1152 1161 rBV 274906 537053 64.16% 9.093%
24  8.391 1192 1198 1202 rBV 5311 9649 1.15% 0.163%
25 8.513 1208 1218 1225 rVB5 4497 11080 1.32% 0.188%
26 8.653 1228 1241 1250 rBV 478980 837022 100.00% 14.171%
27 8.976 1287 1294 1299 rVB4 6012 13358 1.60% 0.226%
28 9.104 1308 1315 1320 rVB4 6052 13031 1.56% 0.221%
29 9.159 1320 1324 1328 rBV 12101 19354 2.31% 0.328%
30 9.201 1328 1331 1335 rVB2 9302 13537 1.62% 0.229%
31 9.458 1365 1373 1377 rBV 18558 29489 3.52% 0.499%
32 9.506 1377 1381 1388 rVB4 5015 9215 1.10% 0.156%
33 10.055 1465 1471 1476 rBV ~ 309445 395163 47.21% 6.690%
34 10.098 1476 1478 1486 rVVv4 4942 11371  1.36% 0.193%
35 10.963 1616 1620 1625 rBv2 7635 10126 1.21% 0.171%

36 11.079 1634 1639 1644 rBV 387804 509062 60.82% 8.619%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091622\
Data File : VX031420.D

Acqg On : 16 Sep 2022 19:09
Operator : JC/MD

Sample : N4645-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  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\82X091422W.M

Title : SW846 8260

37 11.122 1644 1646 1651 rVB4 6883 8909 1.06% ©.151%

38 12.024 1789 1794 1802 rVB 306117 374053 44.69% 6.333%

39 12.244 1826 1830 1836 rvVB2 9322 11632 1.39% ©.197%

40 12.475 1863 1868 1873 rVB 9872 11765 1.41% 0.199%

41 12.719 1901 1908 1912 rVB7 4879 10769 1.29% 0.182%

42 12.920 1933 1941 1947 rVB 6113 9667 1.15% 0.164%

43 13.298 1998 2003 2008 rBvV3 6542 8592 1.03% 0.145%
Sum of corrected areas: 5906502
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091622\
Data File : VX031420.D

Acqg On : 16 Sep 2022 19:09
Operator : JC/MD

Sample : N4645-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091422W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VX031420.D\data.ms
400000
300000
6.25:
200000
100000 5.395.5%3 5.958
1.368 4.215
LJZ@\ 1.6057%01 953 5 515 2,782 3111 /\-m4'489
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\T\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\ l\_\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\‘V—Y—ﬁr\\‘\
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 6.00 6.20
Abundance TIC: VX031420.D\data.ms
8.653
400000 11.079
10.055
300000 8.110
7.988
200000
6.763
100000
7.
, 7.3603-%947-775 8.39151 s.omgge1 °¢eHe 10l098 10.963/122
—T " T L e e T R e B s B B S L B e
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX031420.D\data.ms
400000
12.024
300000
200000
100000
12.24412.47512.7192.920  13.298
O'ﬂ‘_ﬁ_ﬁ%“ T ‘gr“—f‘—v“\/\ T T /\\ T T T T T T T T T T I 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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091622\
Data File : VX031420.D

Acqg On : 16 Sep 2022 19:09
Operator : JC/MD

Sample : N4645-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091422W.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 unknownl.264 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.264 8.82 ug/1 43893  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethane, 1-chloro-1,1-difluoro- 100 C2H3C1F2 000075-68-3 38
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 32
3 Sulfur dioxide 64 02S 007446-09-5 32
4 Ethene, 1,2-difluoro- 64 C2H2F2 001691-13-0 9
5 2-Aminoethyl hydrogen sulfate 141 C2H7NO4S 000926-39-6 9

Abundance  Scan 29 (1.264 min): VX031420.D\data.ms (-23) (-) m/z 65.00 100.00%

65.0
48.0
5000 K
N AR aay e
85.0 120 140 1.60
Ob ool Ll L m/z 63.95  97.37%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4011: Ethane, 1-chloro-1,1-difluoro-
65.0

5000 D
45.0 120 140 160

m/z 47.95 51.83%

31.0 85.0
O\‘\\]\-\9‘(\)\‘1\“\\‘\\‘\1\\‘\\\\“\‘1\\‘\\\\“\\\‘\‘\\9\8\-‘0\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6976: Aminomethanesulfonic acid
64.0
48.0 120 1.40 1.60
5000 ITI/Z 45.00 35.54%
0 L 1L 810 940 1110
R R R R R R o e e T R B B e b
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #415: Sulfur dioxide Cp e "T\MM
64.0 1.20 140 1.60
m/z 43.00 27.26%
5000 48.0
16.0 32.0
Ot e e At
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.20 1.40 1.60

82X091422W.M Mon Sep 19 14:24:38 2022 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091622\
Data File : VX031420.D

Acqg On : 16 Sep 2022 19:09
Operator : JC/MD

Sample : N4645-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091422W.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 Butane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
1.746 6.00 ug/1 29852  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 64
2 Pentane 72 C5H12 000109-66-0 36
3 3-Buten-1-o0l 72 C4H80 000627-27-0 35
4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 25
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 23
Abundance Scan 108 (1.746 min): VX031420.D\data.ms (-104) (-) m/z 43.10 100.00%
43.1
5000
N R RmEEN S
71.9 958 2071 1.40 1.60 1.80 2.00
bbbl b 228 20 myz 41.05 96.65%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #813: Butane, 2-methyl-
43.0
5000 L L B L B R R I
1.40 1.60 1.80 2.00
15.0 m/Z 42.10 95.76%
‘ ‘ 72.0
O \‘\\\‘\‘\‘1\\ \H\“\“\\‘}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane
43.0
e
1.40 1.60 1.80 2.00
5000 m/z 57.10 81.96%
72.0
S
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #752: 3-Buten-1-ol A_““‘H““‘W““_
42.0 1.40 1.60 1.80 2.00
m/z 39.00 43.43%
5000
ols-omn"’ M b h e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091622\
Data File : VX031420.D

Acqg On : 16 Sep 2022 19:09
Operator : JC/MD

Sample : N4645-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091422W.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 Pentane, 2,4-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4,215 31.32 ug/l 155822  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 90
2 Heptane, 3-methyl- 114 C8H18 000589-81-1 72
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 50
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 47
Abundance Scan 513 (4.215 min): VX031420.D\data.ms (-501) (-) m/z 43.10 100.00%
43.1
5000
85.1
Ramas
‘ 3.80 4.00 4.20 4.40 4.60
okl b 20T 7 57.10 80.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4480: Pentane, 2,4-dimethyl-
43.0
5000 N L L R
3.80 4.00 4.20 4.40 4.60
85.0 m/z 41.10 59.93%
O 150 H ‘ | iif |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8629: Heptane, 3-methyl-
43.0
e A Ranm
85.0 3.80 4.00 4.20 4.40 4.60
5000 m/z 56.10 51.23%
0 15.0 “ Ll Ll I 11\4'0
R B A mE e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4490: Butane, 2,2,3-trimethyl- R EARRE RS
57.0 3.80 4.00 4.20 4.40 4.60
m/z 39.10 28.91%
85.0
5000
29.0
0 R T
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091622\
Data File : VX@31420.D

Acqg On : 16 Sep 2022 19:09

Operator JC/MD

Sample : N4645-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091422W.M
. 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 Pentane, 2,3-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
5.623 50.85 ug/l 252954  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 87
2 Ethane, isocyanato- 71 C3H5NO 000109-90-0 53
3 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 53
4 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 43
5 Oxirane, (1-methylbutyl)- 114 C7H140 053229-39-3 38
Abundance Scan 744 (5.623 min): VX031420.D\data.ms (-738) (-) m/z 56.10 100.00%
56.1
5000 //\\
' 5.40 5.60 5.80 6.00
85.1 : : : :
Ol A 20704y 435 78.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4484: Pentane, 2,3-dimethyl-
56.0
5000 L B I L B RN B
29.0 5.40 5.60 5.80 6.00
m/z 41.05 75.50%
[0 i
O\\\\‘\\\\‘\\\“\\i\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #683: Ethane, isocyanato-
56.0
AR RRRRE T
5.40 5.60 5.80 6.00
5000 m/z 57.05 59.24%
28.0
OM
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14565: Heptane, 2,2-dimethyl- R E  RaREEEE
57.0 5.40 5.60 5.80 6.00
m/z 71.10 41.44%
5000
29.0
‘\‘ ‘\‘ \‘\ 11\3-0
O v e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091622\
Data File : VX031420.D

Acqg On : 16 Sep 2022 19:09
Operator : JC/MD

Sample : N4645-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091422W.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 Pentane, 2,2,4-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.251 110.56 ug/l 718771  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 78
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 78
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 64
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59
Abundance Scan 847 (6.251 min): VX031420.D\data.ms (-835) (-) m/z 57.10 100.00%
57.1
5000
41.1
R REaE
‘ g3y 991 6.00 6.20 6.40 6.60
0 ‘H_HwHH_HwHH‘HHwm:‘HH_Hw‘:H‘w\ww‘_ m/z 56.10 35.10%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8668: Pentane, 2,2,4-trimethyl-
57.0
5000 L B B I LN B
41.0 6.00 6.20 6.40 6.60
m/z 41.10 33.81%
27,0 99.0
O \H‘\H\‘HH‘\H‘\‘HH‘“H\‘\‘\‘\}‘HH‘\\\3\3\.9‘\\\\‘\\\1—%3\?9‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0
R AREmEIEEEESEEEEE
6.00 6.20 6.40 6.60
5000 m/z 43.05 18.87%
41.0
2710
o130 %01 \‘\ ‘ 830 990 1140
T T e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8655: Hexane, 2,2-dimethyl- L REmEa
57.0 6.00 6.20 6.40 6.60
m/z 39.10 12.07%
5000
41.0
27.0 M 9.0
. T e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091622\
Data File : VX031420.D

Acqg On : 16 Sep 2022 19:09
Operator : JC/MD

Sample : N4645-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091422W.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 Hexane, 2,5-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.501 7.90 ug/1 51375 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 94
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 64
3 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 53
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 47
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 43
Abundance Scan 1052 (7.501 min): VX031420.D\data.ms (-1044) (-) m/z 57.10 100.00%
57.1
5000 J
99.1 \\\‘\\\\‘\\\\‘\\\\’\\\\‘
H “ ‘ 7.20 7.40 7.60 7.80
0ottt B 2988 /2 43.10 86.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8652: Hexane, 2,5-dimethyl-
57.0
5000 IR RN R R
7.20 7.40 7.60 7.80
210 99.0 m/z 41.10 62.95%
0 HH‘\‘N‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8628: Heptane, 2-methyl-
43.0
7.20 7.40 7.60 7.80
5000 m/z 42.00 33.15%
70.0 99.0
ool 4 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59084: Decane, 2,5,9-trimethyl- “‘_“‘_“‘_“[%“‘
57.0 7.20 7.40 7.60 7.80
m/z 71.10 27.92%
5000
%0
Ottt e e e S AN N AN R
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091622\
Data File : VX031420.D

Acqg On : 16 Sep 2022 19:09
Operator : JC/MD

Sample : N4645-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091422W.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 Dodecane, 2,2,11,11-tetrame... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.604 6.73 ug/1 43761 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,2,11,11-tetramethyl- 226 C16H34 127204-12-0 56
2 Nonane, 2,2,3-trimethyl- 170 C12H26 055499-04-2 56
3 Acetamide, N-2-propenyl- 99 C5H9NO 000692-33-1 45
4 Decane, 2,2,6-trimethyl- 184 C13H28 062237-97-2 43
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 40
Abundance Scan 1069 (7.604 min): VX031420.D\data.ms (-1065) (-) m/z 57.10 100.00%
57.1
Y
R R
| 99.0 007 1 7.20 7.40 7.60 7.80 8.00
L et M R m/z 56.00  63.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #107246: Dodecane, 2,2,11,11-tetramethyl-
57.0
7.20 7.40 7.60 7.80 8.00
m/z 41.10 22.53%
29.0 85.0
o M | 7] 1130 1410 1680 2110
\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45513: Nonane, 2,2,3-trimethyl-
57.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 39.00 10.63%
0 2?'0 i 85.0 112.0 155.0
L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3918: Acetamide, N-2-propenyl- “‘H“f¥ﬁ\“‘_““‘
57.0 7.20 7.40 7.60 7.80 8.00
m/z 55.00 6.51%
5000
30.0
| ) oo A
Ob vl e R A A R
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091622\
Data File : VX@31420.D

Acqg On : 16 Sep 2022 19:09

Operator JC/MD

Sample : N4645-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091422W.M
. 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 Pentane, 2,3,4-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.988 62.30 ug/l 405038 1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 78
5 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 72
Abundance Scan 1132 (7.988 min): VX031420.D\data.ms (-1122) (-) m/z 43.10 100.00%
43.1 711
5000
57.0
‘ ‘ 7.60 7.80 8.00 8.20 8.40
Ot il 841 970 1142 s 71,10 84.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000
7.60 7.80 8.00 8.20 8.40
27.0 57.0 m/z 70.10 60.77%
0 H | “ L H | 84.0 97.0 114.0
\\‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\11\‘\\\\‘\\\\‘\\H‘\\\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8635: Heptane, 4-methyl-
43.0
R e
71.0 7.60 7.80 8.00 8.20 8.40
5000 m/z 41.10 42.62%
57.0
29.0
olaso T ||| 850 90 1140
e S e A RARR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4466: Pentane, 3-ethyl- BREEEEa e
43.0 7.60 7.80 8.00 8.20 8.40
m/z 55.10  25.29%
5000 710
29.0
0150 || [ 870 | 50 1000
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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\VX091622\
Data File : VX@31420.D

Acqg On : 16 Sep 2022 19:09

Operator : JC/MD

Sample : N4645-02

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091422W.M
. 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 10 Pentane, 2,3,3-trimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.110 82.61 ug/l 537053  1,4-Difluorobenzene 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Octane, 4-methyl- 128 C9H20 002216-34-4 64
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 53
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 50

Abundance Scan 1152 (8.110 min): VX031420.D\data.ms (-1143) (-) m/z 43.05 100.00%

43.0
71.1
5000

‘ 991 7.80 8.00 8.20 8.40
bl el e m/z 71.18  66.77%
m/z--> 0 20 40 60 80 100 120

Abundance #8657: Pentane, 2,3,3-trimethyl-

43.0 1 253,
5000 71.0

7.80 8.00 8.20 8.40

0l

270 m/z 70.10 57.09%
oL.20 L ‘ 9901140
\‘\\\\’\\\\‘1\!\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 60 80 100 120
Abundance #14533: Octane, 4-methyl-
43.0
R R R o RN
7.80 8.00 8.20 8.40
5000 ITI z 57.10 46.89%
280 71.0
b i L 80 130170
m/z--> 0 20 40 60 80 100 120
Abundance #8649: Hexane, 3,3-dimethyl-
43.0 7.80 8.00 8.20 8.40
m/z 41.05 44.64%
71.0
5000
21.0 ‘ | 99.0
) S | S| N S S i i — AR
m/z--> 0 20 40 60 80 100 120 7.80 8.00 8.20 8.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091622\
Data File : VX031420.D

Acqg On : 16 Sep 2022 19:09
Operator : JC/MD

Sample : N4645-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091422W.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|
unknownl.264 ug/1 43893 .556 248746 50.
Butane, 2-methyl- ug/1 29852 .556 248746 50.
Pentane, 2,4-di... ug/1 155822 .556 248746 50.
Pentane, 2,3-di... ug/1 252954 .556 248746 50.
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[e) NN« )N Te) We ) IV, IV, RV, RRV, |

~

()]

w
OO0

Pentane, 2,2,4-... 110. 718771 325056 50.
Hexane, 2,5-dim... 501 7 ug/1 51375 .763 325056 50.
Dodecane, 2,2,1... 604 6 ug/1 43761 .763 325056 50.
Pentane, 2,3,4-... .988 62. ug/l 405038 .763 325056 50.
Pentane, 2,3,3-... .110 82. ug/1 537053 .763 325056 50.
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