LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029583.D

Acqg On : 18 Jun 2022 20:29
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 31 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\82X061822W.M

Title : SW846 8260

Signal : TIC: VX@29583.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 43 rBV 49164 124619 8.66% 0.931%
2 1.752 105 109 116 rVB 12239 16660 1.16% 0.124%
3 2.337 195 205 222 rVB 109305 228268 15.86% 1.705%
4 2.782 267 278 289 rBV 383665 821971 57.10% 6.139%
5 2.971 299 309 321 rBV2 15902 40681 2.83% 0.304%
6 3.117 324 333 345 rVB 14189 34086 2.37% 0.255%
7 4.050 478 486 496 rBV3 6816 21053 1.46% 0.157%
8 4.215 496 513 523 rBV2 81136 250674 17.41% 1.872%
9 4.452 538 552 565 rBv6 12683 52969 3.68% 0.396%
106 5.129 651 663 682 rVB5 16666 68969 4.79% 0.515%
11 5.391 692 706 722 rBV2 151844 452038 31.40% 3.376%
12 5.556 722 733 739 rVWV 289426 851154 59.13% 6.357%
13 5.623 739 744 759 rVB 199775 591551 41.10% 4.418%
14 5.849 769 781 790 rBV3 14702 44886 3.12% ©0.335%
15 5.958 790 799 809 rBV 162261 431265 29.96%  3.221%
16 6.251 828 847 858 rBvV2 148928 487283 33.85% 3.639%
17 6.361 858 865 876 rVB4 17942 51696 3.59% 0.386%
18 6.763 922 931 943 rBV 439499 1035814 71.96% 7.736%
19 7.171 994 998 1006 rVB2 15191 33419 2.32% 0.250%
20 7.367 1022 1030 1043 rVB2 29262 73084 5.08% 0.546%
21 7.501 1043 1052 1057 rBV2 15220 33949 2.36% 0.254%
22 7.562 1057 1062 1065 rVvV3 14066 29860 2.07% 0.223%
23 7.604 1066 1069 1077 rVB 18369 35825 2.49% 0.268%
24 7.775 1090 1097 1106 rVB2 26292 54785 3.81% 0.409%
25 7.897 1106 1117 1122 rBV6 5183 18390 1.28% 0.137%
26 7.988 1122 1132 1143 rVB 130070 283804 19.72% 2.120%
27 8.110 1143 1152 1162 rBV 266662 541436 37.61% 4.044%
28 8.318 1178 1186 1193 rBV6 16858 41161 2.86% ©0.307%
29 8.391 1193 1198 1200 rVV3 9142 15851 1.10% 0.118%
30 8.427 1200 1204 1210 rVB 20908 36755 2.55% 0.275%
31 8.513 1211 1218 1225 rVvB4 23110 49207 3.42% 0.368%
32 8.653 1225 1241 1251 rBV 877432 1439445 100.00% 10.751%
33 8.842 1265 1272 1277 rVWV5 12975 31132 2.16% 0.233%
34 8.927 1281 1286 1290 rvVv 16619 29207 2.03% 0.218%
35 8.976 1290 1294 1299 rvv2 23995 39028 2.71% 0.291%
36 9.104 1307 1315 1320 rVV3 25881 50932 3.54% 0.380%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029583.D

Acqg On : 18 Jun 2022 20:29
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 31 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\82X061822W.M
Title : SW846 8260
37 9.165 1320 1325 1335 rVV 103092 171999 11.95%  1.285%
38 9.452 1364 1372 1377 rBV5 24118 58585 4.07% 0.438%
39 9.506 1377 1381 1387 rVB3 15529 28719 2.00% 0.214%
40 9.659 1401 1406 1417 rVB 13859 26193 1.82% 0.196%
41  9.769 1417 1424 1432 rBV2 21374 39142  2.72%  0.292%
42 10.019 1460 1465 1466 rBv2 21353 29025 2.02% 0.217%
43 10.055 1466 1471 1476 rVB 877369 1137533 79.03%  8.496%
44 10.104 1476 1479 1482 rBV2 17093 21988 1.53% 0.164%
45 10.195 1491 1494 1498 rBV 15851 21631 1.50% 0.162%
46 10.256 1498 1504 1505 rVV5 8298 18172 1.26% 0.136%
47 10.305 1505 1512 1517 rVB 38560 72612 5.04% 0©.542%
48 10.586 1550 1558 1564 rBV6 11760 25161 1.75% ©.188%
49 10.646 1564 1568 1578 rVB2 17534 24265 1.69% 0.181%
50 10.793 1582 1592 1598 rBV8 28578 73498 5.11% 0.549%
51 10.848 1598 1601 1606 rVB4 10584 15964 1.11% 0.119%
52 10.970 1614 1621 1625 rBvV3 19433 33385 2.32% 0.249%
53 11.018 1625 1629 1631 rVV 16786 22638 1.57% 0.169%
54 11.049 1631 1634 1635 rvV 18245 21011 1.46% 0.157%
55 11.085 1635 1640 1644 rVV 667228 881564 61.24% 6.584%
56 11.122 1644 1646 1649 rVV4 16573 22931 1.59% 0.171%
57 11.177 1649 1655 1659 rVB 18752 31650 2.20% 0.236%
58 11.268 1666 1670 1673 rBV3 12644 19927 1.38% 0.149%
59 11.305 1673 1676 1680 rVB2 22311 28816 2.00% 0.215%
60 11.390 1686 1690 1695 rBV5 10137 19968 1.39% 0.149%
61 11.451 1695 1700 1709 rVB3 10420 23546 1.64% 0.176%
62 11.616 1718 1727 1731 rBV4 9913 17923 1.25% 0.134%
63 11.701 1736 1741 1746 rBV5 10577 21521 1.50% 0.161%
64 11.750 1746 1749 1754 rVWV 13846 17755 1.23% 0.133%
65 11.890 1769 1772 1779 rVB 38216 54053 3.76% 0.404%
66 12.024 1788 1794 1801 rBV 881478 1076800 74.81% 8.042%
67 12.091 1801 1805 1807 rBV3 11343 16939 1.18% 0.127%
68 12.177 1816 1819 1824 rVB 20302 25590 1.78% 0.191%
69 12.250 1824 1831 1838 rBV 325086 404874 28.13% 3.024%
70 12.311 1838 1841 1852 rVB7 8777 22422 1.56% 0.167%
71 12.616 1884 1891 1894 rVB2 15707 21774 1.51% 0.163%
72 12.719 1902 1908 1912 rVV3 19060 33402 2.32% 0.249%
73 12.762 1912 1915 1920 rVB 15435 20560 1.43% 0.154%
74 12.841 1920 1928 1934 rBV2 29759 43286 3.01% ©.323%
75 13.030 1952 1959 1969 rBV3 39891 66797 4.64%  0.499%
76 13.195 1978 1986 1991 rVB2 31471 49753 3.46% 0.372%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029583.D

Acqg On : 18 Jun 2022 20:29
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 31 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\82X061822W.M
Title : SW846 8260
77 13.292 1998 2002 2007 rBV2 12088 17381 1.21% ©.130%
78 13.426 2016 2024 2029 rVB3 12802 19737 1.37% ©.147%
79 13.622 2052 2056 2063 rVV3 18775 30151 2.09% 0.225%
80 13.780 2074 2082 2091 rBV2 25935 55584 3.86% ©0.415%
81 14.323 2166 2171 2175 rBV2 10592 14804 1.03% 0.111%
82 14.603 2210 2217 2220 rBV3 8170 14515 1.01% ©.108%
83 14.640 2220 2223 2233 rVB3 9758 15221 1.06% 0.114%
84 14.780 2241 2246 2251 rBvV4 9392 15210 1.06% ©.114%
Sum of corrected areas: 13388882
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029583.D

Acqg On : 18 Jun 2022 20:29
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

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

Abundance TIC: VX029583.D\data.ms

800000
700000
600000
500000
400000 2.782

300000 5.556

623
200000 5.301 5.958 g 25

2.337
100000 4.215

1.264
1.752 2.973.117 4@&4.452 5.129 5.84

o

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: VX029583.D\data.ms
8.653 10.p55

800000
700000 11.085
600000
500000
6.763
400000

300000 8.110

200000

7.98
100000

9.165
e T | ot oommse e oge OB
L B A A T T ‘

—T— — S s B B B s
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50

Abundance TIC: VX029583.D\data.ms
12.024

800000
700000
600000
500000
400000
12.250
300000

200000

100000
Omo’gbsgﬁ 10037311 1283885 038 19504513.623.780
T T T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T

14.323 1146630780
T 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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029583.D

Acqg On : 18 Jun 2022 20:29
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Aminomethanesulfonic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
1.264 7.32 ug/1 124619  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 83
2 Sulfur dioxide 64 02S 007446-09-5 83
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 5
5 Ethyl Chloride 64 C2H5C1 000075-00-3 4

Abundance  Scan 29 (1.264 min): VX029583.D\data.ms (-23) (-) m/z 63.95 100.00%

64.0
5000 /Lv
AN ENEEEE e
43 1.20 140 1.60
ottt m/z 48.00 46.73%
m/z--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
5000 LA L L B B IR
1.20 140 1.60
17.0 m/z 66.00 4.84%
O\\\‘H‘\}}%‘Z‘;\\\\‘ ‘\\\‘\\9\6\.‘0\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
64.0
1.20 140 1.60
5000 m/z 49.90 2.76%
32.0
ol T e T I e e
m/z-->
Abundance #44547: L-Alanine, 3-sulfo- e ‘WM‘M
64.0 1.20 140 1.60
m/z 43.10 2.03%
5000
44,
16.0
0 L ‘ . | 93.0 115.0 143.0 169.0 A
R L e R R
m/z--> 20 40 60 80 100 120 140 160 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029583.D

Acqg On : 18 Jun 2022 20:29
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Butane, 2,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.782 48.29 ug/l 821971  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 50
3 Pyrrolidine 71 C4HON 000123-75-1 22
4 Propanoic acid, 2-methyl-, 2-pro... 128 C7H1202 015727-77-2 12
5 Propanoyl chloride, 2-methyl- 106 C4H7C10 000079-30-1 12
Abundance Scan 278 (2.782 min): VX029583.D\data.ms (-267) (-) m/z 43.05 100.00%
43.0
5000
71.1
55.1 86.1 2.40 2.60 2.80 3.00 3.20
Ol bbb e b m/z 42,100 87.37%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 L L B L L L B B I
71.0 2.40 2.60 2.80 3.00 3.20

m/z 41.10  39.53%

27.0 55.0
150 580
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
43.0

2.40 2.60 2.80 3.00 3.20

5000 m/z 71.10 31.01%
27.0 710
20 150 57.0 86.0
] e b
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #692: Pyrrolidine E EARAaRmaaE s
43.0 2.40 2.60 2.80 3.00 3.20

m/z 39.10 16.17%

70.0
5000
28.0
0 15\ 0 \‘ | ‘ H | 56.0 | /\

m/z--> 0O 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029583.D

Acqg On : 18 Jun 2022 20:29
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Pentane, 2,4-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4,215 14.73 ug/1l 250674  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 94
2 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 64
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59
4 Hexane, 1-(hexyloxy)-5-methyl- 200 C13H280 074421-19-5 56
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 53

Abundance Scan 513 (4.215 min): VX029583.D\data.ms (-496) (-) m/z 43.10 100.00%

43.1
5000
85.1

3.80 4.00 4.20 4.40 4.60

O,MESH, m/z 57.10  97.14%

m/z--> 0 20 40 60 80 100 120 140
Abundance #4479: Pentane, 2,4-dimethyl-
43.0

5000 PR\ N S AN
85.0 3.80 4.00 4.20 4.40 4.60

m/z 41.05 51.35%

0 15.0 H ‘\ i 6710 L .
\’\\\\‘\\\\‘\\\ ‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140
Abundance

43.0

3.80 4.00 4.20 4.40 4.60

5000 85.0 m/z 56.10  50.10%
0 26.0 67.0 103.0 129.0147.0
T e e e e T
m/z--> 0 20 40 60 80 100 120 140
Abundance #4488: Butane, 2,2,3-trimethyl- _““‘H““‘W““_‘
57.0 3.80 4.00 4.20 4.40 4.60

m/z 85.10  29.79%

5000
29.0 85-0
ol 120 | L

I
m/z--> 0 20 40 60 80 100 120 140 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\VX061822\
Data File : VX029583.D

Acqg On : 18 Jun 2022 20:29
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.623 34.75 ug/1 591551  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Heptane 100 C7H16 000142-82-5 47
3 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 45
4 Hexyl octyl ether 214 C14H300 017071-54-4 43
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 38
Abundance Scan 744 (5.623 min): VX029583.D\data.ms (-739) (-) m/z 56.10 100.00%

56.1
4111
5000 711

5.40 5.60 5.80 6.00

O — H o ‘ e 10021168 u,; 43,10 71.13%
miz--> 0 20 40 60 80 100 120
Abundance #4476: Pentane, 2,3-dimethyl-
56.0
41.0
5000 L L L L LI L B
71.0 5.40 5.60 5.80 6.00

m/z 57.10 63.45%

. 26-L a0
T ‘ T T T ‘ T T T T ‘ T ‘ T ‘ T T ’ T T T ‘ L
m/z--> 0 20 40 60 80 100 120
Abundance

43.0

5.40 5.60 5.80 6.00

5000 71.0 m/z 41.10 62.15%
27.0
100.0
1.0
o+
miz--> 0 20 40 60 80 100 120
Abundance #14580: Hexane, 2,2,4-trimethyl- R aEARER RS
57.0 5.40 5.60 5.80 6.00

m/z 71.10  39.81%

5000
41.0
o ‘\ | 720 950 11301280

miz--> 0 60 80 100 120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029583.D

Acqg On : 18 Jun 2022 20:29
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Pentane, 2,2,4-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.251  23.52 ug/l 487283  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 72
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 64
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 53
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 45
Abundance Scan 847 (6.251 min): VX029583.D\data.ms (-828) (-) m/z 57.10 100.00%
57.1
5000
41.0
‘ ‘ 732 99.2 6.00 6.20 6.40 6.60
O bbb el S e e e M/z 56.1680 33.73%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8660: Pentane, 2,2,4-trimethyl-
57.0
5000 \\\\‘\\\\‘\\\\‘\\\\’\\\/
6.00 6.20 6.40 6.60
41.0 m/z 41.05 24.16%
27.0 ‘H 710 99.0
O \\‘H\\‘HH‘H\‘\‘H\\‘HH‘H‘\MH\\‘\.\H‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance
57.0
R RaE e A RRREREY e
6.00 6.20 6.40 6.60
5000 m/z 43.10 17.99%
43.0
0 27.0 83.0 99.0
T e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8654: Hexane, 2,2-dimethyl- R EEAAREEER R
57.0 6.00 6.20 6.40 6.60
m/z 39.10 8.69%
5000
41.0
27.0
oL 40 o no 990 1140 A
T e e e e e e e e T EREEAREE SR
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\VX061822\
Data File : VX029583.D

Acqg On : 18 Jun 2022 20:29
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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, 2,3,4-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.988 13.70 ug/l 283804 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 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 74
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 74
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 72

Abundance Scan 1132 (7. 988 min): VX029583.D\data.ms (-1122) (-) m/z 43.10 100.00%

43.1 71.1
5000
57.1

“ 7.60 7.80 8.00 8.20 8.40
|

Ot e 222 AAL 0 msz 71,10 90.99%
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 R RN N

7.60 7.80 8.00 8.20 8.40
57.0 m/z 70.05  67.44%

270
\‘ H . 84.0 97.0 114.0
\\‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘\\H‘\\\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0

7.60 7.80 8.00 8.20 8.40

o

5000 71.0 m/z 41.05 27.10%
29.0
ol 150 5.0 85.0 100.0
e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8635: Heptane, 4-methyl- “‘H“‘H,“H“H“‘
43.0 7.60 7.80 8.00 8.20 8.40

m/z 55.05 22.77%

71.0
5000
57.0
29 0
0 15.0 \“\ H 8?0 99.0 1140 mﬁ/\

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\VX061822\
Data File : VX029583.D

Acqg On : 18 Jun 2022 20:29
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Pentane, 2,3,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.110  26.14 ug/l 541436 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 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 72
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 53
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 53

Abundance Scan 1152 (8.110 min): VX029583.D\data.ms (-1143) (-) m/z 43.05 100.00%

43.0
711
5000

‘ 99.2 7.80 8.00 8.20 8.40
0 [ \‘M T \‘\”‘ \‘\‘\‘\ “\“\ .- “ LA B m z 71.10 71.4200
m/z--> 0 20 40 60 80 100 120
Abundance #8657: Pentane, 2,3,3-trimethyl- j\/\

43.0

5000 71.0 P e
7.80 8.00 8.20 8.40

270 ‘ m/z 70.10  61.29%

2o ‘ 990 114.0
T ‘ LI \ ’ T T T ‘ \ T \ T ‘ T \ \ T ‘ T T T ‘ L ‘ T T T
m/z--> 0 40 60 80 100 120
Abundance

43.0

7.80 8.00 8.20 8.40

71.0 o
5000 ITI z 57.10 51.067%
270 99.0
O S A B e LA A A B e AR
m/z--> 0 20 40 60 80 100 120
Abundance #14566: Hexane, 2,3,4-trimethyl-
43.0 7.80 8.00 8.20 8.40

m/z 85.10  45.37%

5000
71.0
27.0
0 H ] 8%-0 113.0128.0

m/z--> 0 20 40 60 80 100 120 7.80 8.00 8.20 8.40

82X061822W.M Mon Jun 20 19:02:43 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX@29583.D

Acqg On : 18 Jun 2022 20:29

Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 8 1,4-Pentadiene, 2,3,3-trime... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.165 7.56 ug/1 171999  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 91
2 Cyclopentene, 1,2,3-trimethyl- 110 C8H14 000473-91-6 91
3 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 91
4 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 90
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 64

Abundance Scan 1325 (9.165 min): VX029583.D\data.ms (-1320) (-) m/z 95.10 100.00%

95.1
5000
67.1
110.1 P/ A . S—
39.1 550 70.1 8.80 9.00 9.20 9.40
Obrrrreerprrrr bbb e bt m/z 67.10 26.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6792: 1,4-Pentadiene, 2,3,3-trimethyl-
95.0
67.0
41.0
5000
55.0 8.80 9.00 9.20 9.40
27.0 110.10 21.13%
‘ 79.0 1100 "
O \\‘]\_?\‘\O‘\\}H‘\\\}}U\\\i‘}‘l}\‘\‘\‘\“‘\\\‘\‘“\\\\“\‘\1\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
95.0
A an SR L N2V
8.80 9.00 9.20 9.40
5000 67.0 m/z 55.05 9.89%
110.0
27.0 390 550 79.0
0 15.0
R AR ARE L L T Ea
m/z--> 10 20 30 40 50 60 70 80 90 100 110 k
Abundance #6752: 1,3-Dimethyl-1-cyclohexene AR sEaE ST
95.0 8.80 9.00 9.20 9.40
m/z 93.05 8.99%
5000
67.0 1100
41.0 55.0 82.0 '
27.0 | ‘
0"_‘H‘H‘W_‘HMM‘wﬂuuwﬂﬂuuﬂﬂhu‘ﬁhﬁ‘u‘quu“ L R
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\VX061822\
Data File : VX029583.D

Acqg On : 18 Jun 2022 20:29
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Benzene, 1,2-diethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.250 18.80 ug/l 404874  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 97
2 Benzene, 1,4-diethyl- 134 C1leH14 000105-05-5 97
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 93
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 83
5 2,6-Dimethyl-1,3,5,7-octatetraen... 134 C10H14 000460-01-5 83
Abundance Scan 1831 (12.250 min): VX029583.D\data.ms (-1824) (- m/z 105.10 100.00%
105.1
5000 134.2 A\
= —
51.1 77"1 ‘ M 12.00 12.50
0 H,w_m_muumNmmh_MU_m‘me‘l“w!“‘mmw m/z 119.10  95.98%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 134.0
91.0 12.00 12.50
' m/z 134.20  45.47%
39.0 65.0
0 \\’1\\5\.9\H‘\“\\H“‘\H\i‘i‘\\‘\‘\‘\‘\\‘H\‘H‘\H\““\\\‘\HH‘H‘i‘u\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
—— f—
12.00 12.50
5000 134.0 m/z 91.10  27.24%
91.0
o 0 41.0 65.0
T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
119.0 12.00 12.50
m/z 117.10 21.04%
5000 134.0
91.0
39.0 50 ‘
0 \\,\\\\‘\u‘\“\\\\“‘\u\1‘1‘\m‘\‘1‘\\‘\\\H‘\uH‘m\\‘M\‘u‘;‘\l\m‘u‘u‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061822\
Data File : VX029583.D

Acqg On : 18 Jun 2022 20:29
Operator : JC/MD

Sample : N3290-07

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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|
Aminomethanesul... 1.264 7.3 ug/l 124619 1 5.556 851154 50.0
Butane, 2,3-dim... 2.782 48.3 ug/l 821971 1 5.556 851154 50.0
Pentane, 2,4-di... 4.215 14.7 ug/l 250674 1 5.556 851154 50.0
Pentane, 2,3-di... 5.623 34.8 ug/l 591551 1 5.556 851154 50.0
Pentane, 2,2,4-... 6.251 23.5 ug/l 487283 2 6.763 1035810 50.0
Pentane, 2,3,4-... 7.988 13.7 ug/l 283804 2 6.763 1035810 50.0
Pentane, 2,3,3-... 8.110  26.1 ug/l 541436 2 6.763 1035810 50.0
1,4-Pentadiene,.. 9.165 7.6 ug/l 171999 3 10.055 1137530 50.0
Benzene, 1,2-di... 12.250 18.8 ug/l 404874 4 12.024 1076800 50.0
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