LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062222\
Data File : VX029707.D

Acqg On : 22 Jun 2022 18:20
Operator : JC/MD

Sample : N3202-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 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@29707.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.258 23 28 42 rBV 46719 116189 8.39% 0.841%
2 1.416 50 54 58 rBvV 40375 45764 3.31% 0.331%
3 2.130 165 171 177 rVB 16517 29099 2.10% 0.211%
4 2.337 198 205 217 rVB2 22827 49634 3.59% 0.359%
5 2.782 269 278 288 rBV 35838 80643 5.83% 0.584%
6 2.959 300 307 321 rBV 58150 129912 9.38%  0.940%
7 3.111 322 332 344 rVB2 88284 210709 15.22%  1.525%
8 3.764 427 439 445 rBV6 9397 29848 2.16% 0.216%
9 3.843 445 452 459 rVB4 7500 19918 1.44% 0.144%
10 4.434 538 549 563 rVB6 16093 55464 4.01% 0.401%
11 4.898 612 625 632 rBv3 4522 15051 1.09% 0.109%
12 5.196 664 674 689 rVB 21751 72327 5.22% 0.523%
13 5.391 692 706 722 rBV2 150142 434180 31.37% 3.142%
14 5.556 722 733 744 rBV 270925 790916 57.14% 5.724%
15 5.958 789 799 809 rBV 155726 412557 29.80%  2.986%
16 6.233 833 844 858 rBV 497773 1384261 100.00% 10.018%
17 6.367 862 866 874 rVB7 6166 16208 1.17% 0.117%
18 6.763 921 931 942 rBV 414505 1021585 73.80% 7.393%
19 7.178 986 999 1006 rVB5 13868 38476 2.78% 0.278%
20 7.367 1023 1030 1038 rBV5 8544 20671 1.49% 0.150%
21 7.775 1092 1097 1104 rVB3 7802 14234 1.03% 0.103%
22 7.988 1122 1132 1142 rVB4 11114 27859 2.01% 0.202%
23 8.110 1145 1152 1153 rBV 31302 46988 3.39% 0.340%
24  8.147 1153 1158 1163 rVV 110730 197179 14.24% 1.427%
25 8.196 1163 1166 1174 rVB2 8641 14050 1.01% 0.102%
26 8.318 1178 1186 1195 rBV5 7487 19566 1.41% 0.142%
27  8.427 1195 1204 1210 rBV 167132 289718 20.93% 2.097%
28 8.501 1210 1216 1230 rVB 360495 594176 42.92%  4.300%
29 8.653 1230 1241 1250 rBV 842601 1336258 96.53% 9.670%
30 8.842 1265 1272 1281 rBV 400057 645237 46.61% 4.670%
31 8.927 1281 1286 1290 rvVv 19444 32276  2.33% 0.234%
32 9.165 1319 1325 1334 rVB 50838 83751 6.05% 0.606%
33 9.446 1364 1371 1377 rBv2 46251 81401 5.88% 0.589%
34 9.506 1377 1381 1385 rvve 8137 17258 1.25% 0.125%
35 9.561 1385 1390 1395 rvVv 92445 146278 10.57% 1.059%
36 9.604 1395 1397 1403 rVV3 16580 24115 1.74% 0.175%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062222\
Data File : VX029707.D

Acqg On : 22 Jun 2022 18:20
Operator : JC/MD

Sample : N3202-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 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 9.763 1418 1423 1430 rVV4 8944 14068 1.02% 0.102%
38 10.025 1460 1466 1467 rBV 95722 139150 10.05% 1.007%
39 10.055 1467 1471 1476 rVV 866449 1144015 82.64% 8.279%
40 10.104 1476 1479 1482 rVV 59541 83329 6.02% 0.603%
41 10.147 1482 1486 1493 rVV 163582 226514 16.36% 1.639%
42 10.244 1496 1502 1509 rvVv 71289 145097 10.48% 1.050%
43 10.305 1509 1512 1516 rVB 13187 17318 1.25% 0.125%
44 10.354 1516 1520 1526 rBV 16661 23140 1.67% 0.167%
45 10.421 1526 1531 1535 rBV 23186 33190 2.40% 0.240%
46 10.647 1564 1568 1573 rBV2 14750 20200 1.46% 0.146%
47 10.793 1586 1592 1598 rBvV2 28781 62048 4.48%  0.449%
48 10.848 1598 1601 1605 rVVv2 13345 19798 1.43% 0.143%
49 10.903 1605 1610 1613 rVvV 24391 37062 2.68% 0.268%
50 10.939 1613 1616 1619 rVV 18991 27675 2.00% 0.200%
51 11.085 1634 1640 1645 rBV 641553 837760 60.52% 6.063%
52 11.159 1649 1652 1657 rVB2 15807 22204 1.60% 0.161%
53 11.274 1666 1671 1674 rBV 37558 50112 3.62% 0.363%
54 11.311 1674 1677 1686 rVB4 17165 27375 1.98% 0.198%
55 11.390 1686 1690 1695 rBV3 17027 29946 2.16% 0.217%
56 11.451 1695 1700 1709 rVB3 21259 52227 3.77% 0.378%
57 11.616 1721 1727 1735 rBV 15402 25645 1.85% 0.186%
58 11.695 1735 1740 1746 rVV6 13088 28908 2.09% 0.209%
59 11.756 1746 1750 1756 rVB 39520 50598 3.66% 0.366%
60 11.890 1763 1772 1778 rBV3 22080 51596 3.73% 0.373%
61 12.024 1788 1794 1801 rBV 862230 1050050 75.86% 7.599%
62 12.091 1801 1805 1815 rVvv2 21996 50339 3.64% 0.364%
63 12.177 1815 1819 1824 rVB 11325 16790 1.21% 0.122%
64 12.244 1824 1830 1836 rBvV2 49369 68068 4.92% 0.493%
65 12.317 1837 1842 1852 rVB 64844 84621 6.11% 0.612%
66 12.415 1852 1858 1862 rBV2 25826 35094 2.54% 0.254%
67 12.646 1893 1896 1900 rVV 60398 71057 5.13% 0.514%
68 12.701 1900 1905 1911 rVV 243108 296489 21.42%  2.146%
69 12.841 1921 1928 1933 rBV2 19046 27072 1.96% 0.196%
70 12.927 1934 1942 1945 rBV 35699 50457 3.65% 0.365%
71 13.036 1955 1960 1964 rBV 15537 19351 1.40% 0.140%
72 13.140 1968 1977 1980 rBV2 15469 28038 2.03% 0.203%
73 13.195 1984 1986 1991 rVB 17874 19889 1.44% 0.144%
74 13.292 1998 2002 2006 rVB2 12087 15968 1.15% 0.116%
75 13.347 2006 2011 2016 rVV2 19760 27188 1.96% 0.197%
76 13.427 2019 2024 2031 rVB2 45639 61430 4.44% 0.445%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062222\
Data File : VX029707.D

Acqg On : 22 Jun 2022 18:20

Operator : JC/MD

Sample : N3202-08

Misc : 5.0mL/MSVOA_X/WATER MW-30RE

ALS Vvial : 24 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 13.542 2039 2043 2046 rBV 15491 20782 1.50% ©.150%

78 13.640 2053 2059 2068 rvVB2 22158 45819 3.31% 0.332%

79 13.780 2074 2082 2090 rBV2 13608 25361 1.83% 0.184%

80 13.926 2100 2106 2111 rBV2 22406 27929 2.02% 0.202%

81 14.597 2210 2216 2220 rBV 15628 23409 1.69% 0.169%

82 14.640 2220 2223 2228 rVB 14349 18609 1.34% 0.135%

83 14.786 2242 2247 2252 rBV3 13513 21442 1.55% 0.155%
Sum of corrected areas: 13817983
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062222\
Data File : VX029707.D

Acqg On : 22 Jun 2022 18:20

Operator : JC/MD

Sample : N3202-08

Misc : 5.0mL/MSVOA_X/WATER MW-30RE

ALS Vvial : 24 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: VX029707.D\data.ms
800000
700000

600000

500000 6.23¢

400000
300000 5.556

200000 5391 5.958

100000 1t
1.25 95
8416 21302337 2782 3.30843 4434 4808 519

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: VX029707.D\data.ms
8.653 10.p55

800000

700000 11.085

600000
500000
6.763

400000 8.501 8.842

300000

200000 8.4 10.147

8.147
100000 o165 0. S50 1908000
51367 7.1787.367  7.7757.9885 P8631 927 g@gg.ms (36521 0 643! Ietithas
‘ ‘ A AP O2 SR N R A TS AA

—T — T P T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX029707.D\data.ms

12.p024

800000
700000
600000
500000
400000
300000

12.701
200000

100000

e 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\VX062222\
Data File : VX029707.D

Acqg On : 22 Jun 2022 18:20

Operator : JC/MD

Sample : N3202-08

Misc : 5.0mL/MSVOA_X/WATER MW-30RE

ALS Vvial : 24 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 8
R.T. EstConc Area Relative to ISTD R.T.
1.258 7.35 ug/1 116189  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 Ethene, 1,2-difluoro- 64 C2H2F2 001691-13-0 4
Abundance  Scan 28 (1.258 min): VX029707.D\data.ms (-23) (-) m/z 64.00 100.00%

64.0
5000

4 120 140 160
0Lt A e e M/Z 47.95  44.86%

m/z--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0

5000 s
120 140 160

17.0 m/z 66.00 5.61%

O\\\‘H‘\}}?‘Z‘;\\\\"\\\‘\\9\6\.9\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
64.0

\\\\v‘\\\\\\\

1.20 1.40 1.60
5000 m/z 49.90 1.87%

32.0
ok e
miz--> 20 40 60 80 100 120 140 160 NV¢MﬂNVMf
Abundance #44547: L-Alanine, 3-sulfo- ARt o

64.0 120 1.40 160
m/z 43.10 1.46%

5000

0 [T | 93.0 115.0 143.0 169.0 A
N LA B o R e e e

m/z--> 200 40 60 80 100 120 140 160 120 1.40 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062222\
Data File : VX029707.D

Acqg On : 22 Jun 2022 18:20

Operator : JC/MD

Sample : N3202-08

Misc : 5.0mL/MSVOA_X/WATER MW-30RE

ALS Vvial : 24 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 11
R.T. EstConc Area Relative to ISTD R.T.
2.782 5.10 ug/1 80643  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 64
3 1,2,3-Trimethyldiaziridine 86 C4H1ON2 113604-56-1 36
4 Tetrahydrofuran 72 C4H80 000109-99-9 36
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 9
Abundance Scan 278 (2.782 min): VX029707.D\data.ms (-269) (-) m/z 43.10 100.00%
43.1
5000
71.1
55.0 86.1 2.40 2.60 2.80 3.00 3.20
0 e M7z 420100 77.76%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 \‘\\\\’\\\\‘\\\\‘\\\\‘\\
71.0 2.40 2.60 2.80 3.00 3.20
970 m/z 41.10 38.80%
55.0
15.0 ‘ | ‘ | | ‘ 86\’ 0
O\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance
43.0
A Al
2.40 2.60 2.80 3.00 3.20
m/z 71.10 29.83%
5000 710 /
57.0
27.0
15.0 86.0
R
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1821: 1,2,3-Trimethyldiaziridine L SR e S
42.0 2.40 2.60 2.80 3.00 3.20
56.0 m/z 39.00 15.81%
5000 28.0 710
85.0
0 e R EE R R J&&‘H‘,‘H“‘H“,H“‘
m/z--> 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\VX062222\

Data File : VX029707.D

Acqg On : 22 Jun 2022 18:20

Operator JC/MD

Sample : N3202-08

Misc : 5.8mL/MSVOA_X/WATER MW-30RE

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Amylene hydrate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.233 67.75 ug/l 1384260 1,4-Difluorobenzene 6.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Amylene hydrate 88 C5H120 000075-85-4 83
2 3-Hexanol 102 C6H140 000623-37-0 40
3 Silane, trimethyl- 74 C3H1esi 000993-07-7 39
4 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 38
5 1-Hepten-4-ol 114 C7H140 003521-91-3 9
Abundance Scan 844 (6.233 min): VX029707.D\data.ms (-833) (-) m/z 59.05 100.00%

59.0
73.1
5000
43.1

6.00 6.20 6.40 6.60

99.0 o
0 e e e e e e m/z 73.10 64.20%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2359: Amylene hydrate
59.0
73.0
5000 L L B I BN L

6.00 6.20 6.40 6.60
m/z 55.10 53.82%

150
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
59.0

6.00 6.20 6.40 6.60

o

31.0
m/z 43.10 30.59%
5000 73.0
15.0
0 i 102.0
T T T T e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #917: Silane, trimethyl-  RAREEELEER S
59.0 6.00 6.20 6.40 6.60
m/z 41.05 16.98%

m/z-->

0 10 20 30 40 50 60 70 80 90 100

5000 73.0
43.0
29.0
20 B0 T ‘\
0 | L1 |

6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062222\

Data File : VX029707.D

Acqg On : 22 Jun 2022 18:20

Operator JC/MD

Sample : N3202-08

Misc : 5.8mL/MSVOA_X/WATER MW-30RE

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 4 Cyclopentene, 1,5-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.147 9.65 ug/l 197179 1,4-Difluorobenzene 6.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 86
2 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 86
3 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 72
4 1,4-Pentadiene, 3,3-dimethyl- 96 C7H12 001112-35-2 72
5 Cyclopropane, 1-methyl-1-isoprop... 96 C7H12 003422-07-9 72

Abundance Scan 1158 (8.147 min): VX029707.D\data.ms (-1153) (-) m/z 81.10 100.00%

81.1
5000
96.1

01 530 671 ‘ R ARy R RN
\

7.80 8.00 8.20 8.40

OFrrrrrrrrrere et il et b m/z 96.10  29.85%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3268: Cyclopentene, 1,5-dimethyl- J\
81.0
5000 ‘W“‘W“‘W“‘W“‘\
7.80 8.00 8.20 8.40
27.0 39.0 53.0 96.0 m/z 79.05 25.13%
w0 e T
0 ”‘\‘m‘\”*“\”“%“‘$‘M‘M”HH“”W1‘”\‘J”\“
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
81.0
7‘808608’208.‘40 |
5000 m/z 67.10 11.45%

39.0
27.0 53.0 96.0

7.
15.0 67.0
O et A et et e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3285: Cyclobutane, (1-methylethylidene)- PP e
81.0

7.80 8.00 8.20 8.40
9.88%

m/z 53.05

o

m/z-->

5000
27 0 390 53‘ .0 670 96.0
] R MR A \

10 20 30 40 50 60 70 80 90 100

7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062222\
Data File : VX029707.D

Acqg On : 22 Jun 2022 18:20

Operator : JC/MD

Sample : N3202-08

Misc : 5.0mL/MSVOA_X/WATER MW-30RE

ALS Vvial : 24 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 2-Butanol, 2,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.427 12.66 ug/l 289718  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 78
2 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 72
3 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 56
4 4-Pentene-2-0l, 2-methyl 100 C6H120 000624-97-5 50
5 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 39
Abundance Scan 1204 (8.427 min): VX029707.D\data.ms (-1195) () ' m/z 59.10 100.00%
59.1
5000
41.0 87.1
R R REE T
‘ 10 8.20 8.40 8.60 8.80
O et Ol AOLL s 69,10 41.26%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5047: 2-Butanol, 2,3-dimethyl-
59.0
5000 L B L I LN L B
87.0 8.20 8.40 8.60 8.80 .
410 m/z 41.05 34.32%
O\\\’\\\\‘\?Z\.(ﬂ\\\\“‘\‘\‘\\‘\\\ii\\\\“\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
59.0
e AREERAEEEEN R
8.20 8.40 8.60 8.80
5000 m/z 87.10 30.18%
45.0 87.0
31.0
15.0
Ol et e et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5058: Propane, 2-ethoxy-2-methyl-
59.0 8.20 8.40 8.60 8.80
m/z 43.10 19.62%
5000
87.0
29.0 410
15.0 ‘ ‘
0H\,H‘H‘H1‘1“”H‘i1‘\‘”‘H‘M\\\\7‘2\'9\‘\”1‘””‘\”\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062222\

Data File : VX029707.D

Acqg On : 22 Jun 2022 18:20

Operator : JC/MD

Sample : N3202-08

Misc : 5.8mL/MSVOA_X/WATER MW-30RE

ALS Vvial : 24 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 6 3-Hexanol, 4-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
8.501 25.97 ug/l 594176 Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 78
2 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 78
3 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 64
4 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 56
5 3-Hexanol, 5-methyl- 116 C7H160 000623-55-2 56
Abundance Scan 1216 (8.501 min): VX029707.D\data.ms (-1210) (-) m/z 59.10 100.00%
59.1
5000
45.0 87.1
R R
‘ ‘ 8.20 8.40 8.60 8.80
Obrrerrrerrrepeerber by 3L B122 0 s 45,05 29.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9493: 3-Hexanol, 4-methyl-
T /\~
5000 T T T T T T T T T
310 450 8.20 8.40 8.60 8.80
' 87.0 m/z 87.18  26.59%
015.0.102.0115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59.0
8.20 8.40 8.60 8.80
5000 m/z 41.10 26.48%
45.0
87.0
31.0
15.0 .
e SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5047 2-Butanol, 2,3-dimethyl-  ARARREEEEEN S e
59.0 8.20 8.40 8.60 8.80
m/z 69.10 20.98%
5000
87.0
41.0
0 H‘_H‘_%nﬂu‘meW‘uwpuww‘H‘HH‘H‘W‘H‘_H‘_‘ R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.20 8.40 8.60 8.80

82X061822W.M Thu Jun 23 12:38:24 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062222\
Data File : VX029707.D

Acqg On : 22 Jun 2022 18:20

Operator : JC/MD

Sample : N3202-08

Misc : 5.0mL/MSVOA_X/WATER MW-30RE

ALS Vvial : 24 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 3-Pentanol, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.842  28.20 ug/l 645237  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 53
3 3-Methylpentan-3-yl propyl carbo... 188 C10H2003 1000372-82-3 33
4 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 32
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 10

Abundance Scan 1272 (8.842 min): VX029707.D\data.ms (-1265) (-) m/z 73.05 100.00%

73.0
5000
43.0

| ‘ 8.60 8.80 9.00 9.20
ST e X R m/z 55.10  48.49%

m/z--> 20 40 60 80 100 120 140 160
Abundance #5031: 3-Pentanol, 3-methyl-
73.0
5000 55.0

8.60 8.80 9.00 9.20
m/z 43.05 21.73%

29.0 ‘ ‘
H‘v‘H“‘JH“\“”‘NL“v“‘w““v“H\““
m/z--> 80 100 120 140 160
Abundance
73.0

8.60 8.80 9.00 9.20

o

o

5000 55.0 ITI z 69.10 21.29%
27.0
0 98.0
R T TR e
m/z--> 20 40 60 80 100 120 140 160
Abundance #62409: 3-Methylpentan-3-yl propyl carbonate ST SR e
73.0 8.60 8.80 9.00 9.20

m/z 45.05 18.82%

5000 43.0
o150 ol “\ 115.0 159.0

(A
m/z--> 20 40 60 80 100 120 140 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062222\
Data File : VX029707.D

Acqg On : 22 Jun 2022 18:20

Operator : JC/MD

Sample : N3202-08

Misc : 5.0mL/MSVOA_X/WATER MW-30RE

ALS Vvial : 24 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 8 Cyclopentanol, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.561 6.39 ug/1l 146278  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanol, 1-methyl- 100 C6H120 001462-03-9 58
2 Isopropenylcyclopropane 82 C6H10 004663-22-3 25
3 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 25
4 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 25
5 1,4-Pentadiene, 2-methyl- 82 C6H1e0 000763-30-4 25
Abundance Scan 1390 (9.561 min): VX029707.D\data.ms (-1385) (-) m/z 71.10 100.00%
71.1
43.1
‘ 85.1 ‘géo‘ f
100.1 .

0 H‘_‘H‘H‘W‘H‘_‘NMMM¢WWM_JM‘Mwﬂm»‘_‘uyu‘w m/z 67.10 65.30%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100

Abundance #4380: Cyclopentanol, 1-methyl-

71.0
43.0 AJ\
5000 58.0 NN ‘
9.50
270 85.0 m/z 43.10 53.57%
O \\\‘\\\\‘]-\4\."\\’H}‘}“‘\\H‘i‘\w\\’\‘\‘\‘\“\\\‘\‘1\\\’\‘\‘\\‘\\]-\(\)io\'\()\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
67.0
SN
9.50
5000 41.0 m/z 58.10  48.66%
27.0 82.0
54.0
1.0 14.0
0l et e s e ey
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1398: Cyclopentene, 4-methyl- ‘Aw ‘ A
67.0 9.50
m/z 41.05 21.55%
5000
39.0 82.0
o | SO
Ot e e e e T
m/z--> 0 10 20 30 40 50 60 70 80 90 100 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062222\
Data File : VX029707.D

Acqg On : 22 Jun 2022 18:20

Operator : JC/MD

Sample : N3202-08

Misc : 5.0mL/MSVOA_X/WATER MW-30RE

ALS Vvial : 24 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 3-Hexanol, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.147 9.90 ug/l 226514  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexanol, 3-methyl- 116 C7H160 000597-96-6 59
2 3-Pentanol, 2,3-dimethyl- 116 C7H160 000595-41-5 50
3 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 47
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 43
5 4-Heptanol, 2,6-dimethyl- 144 CS9H200 000108-82-7 37
Abundance Scan 1486 (10.147 min): VX029707.D\data.ms (-1482) (- | m/z 73.10 100.00%
73.1
55.0
5000 41, 87.1
101.2 L LT
‘ ‘ 10.00 10.50
0“_“W“H\lu‘wﬁum‘mwpw“whw“H‘VH‘W“H‘H m/z 55.05 59.80%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #9496: 3-Hexanol, 3-methyl-
73.0
45.0
5000 87.0 —— o
10.00 10.50
m/z 69.05 51.74%
29.0 ‘ ‘ 9.0 101.0
0H‘\H‘i“‘\u\“HH‘\\1‘\“\\\\‘i‘\}u‘\‘\\H\H‘\’HH‘H\.\‘H
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance
73.0
— -
10.00 10.50
5000 550 87.0 m/z 87.10 47.97%
41.0
27.0
101.0
e T R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 jk
Abundance #15755: 3-Hexanol, 2,4-dimethyl- — e
73.0 10.00 10.50
45.0 m/z 45.05 47.57%
5000 87.0
7.0
29.0
SNBSS 1 O N A R —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062222\
Data File : VX029707.D

Acqg On : 22 Jun 2022 18:20

Operator : JC/MD

Sample : N3202-08

Misc : 5.0mL/MSVOA_X/WATER MW-30RE

ALS Vvial : 24 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 10 unknownl@.244 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.244 6.34 ug/1 145097  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 35
2 Succinic acid, hex-4-yn-3-yl tet... 282 C15H2205 1000390-71-7 32
3 2H-Pyran, 2-[(1,1-dimethyl-2-but... 182 C11H1802 024642-03-3 32
4 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 25
5 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 25

Abundance Scan 1502 (10.244 min): VX029707.D\data.ms (-1496) (- m/z 81.05 100.00%
81.0

‘ qj\?A‘ P
| ‘ | 10.00 10.50
0 _‘“‘mm‘MN1Jum‘J\E¥4?H““H““H“‘H,“‘ m/z 71.10  74.99%

m/z--> 20 40 80 100 120 140 160 180 200
Abundance #117908: Sulfurous acid, hexyl 2-pentyl ester
43.0 71.0

5000 T T
10.00 10 50
m/z 85.05 51.79%
0 \‘ “ | H [P 111.0 137.0 167.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
71.0 /\
S
10 00 10.50
5000 m/z 43.05 48.69%
43.0
o 101.0 3330 158.0 185.0
T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56692: 2H-Pyran, 2-[(1,1-dimethyl-2-butynyl)oxy]tetrahy
81.0 10 00 10 50

m/z 58.10 33.76%

5000
41.0
101.0 167.0
ol |, 101.0121.0

m/z--> 20 40 60 80 100 120 140 160 180 200 10 00 10 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062222\
Data File : VX029707.D

Acqg On : 22 Jun 2022 18:20

Operator : JC/MD

Sample : N3202-08

Misc : 5.0mL/MSVOA_X/WATER MW-30RE

ALS Vvial : 24 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 11 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.701 14.12 ug/1 296489 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Indan, 1-methyl- 132 C10H12 000767-58-8 90
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 87
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 86
Abundance Scan 1905 (12.701 min): VX029707.D\data.ms (-1900) (- m/z 117.05 100.00%
117.1
5000
132.2
91.0
39.0 65.1 “ 12 50 13 00 .
ot e m/z 115.10 30.61%
m/z--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 132.0 J\\ A‘ 1
12.50 13.00
91.0 m/z 132.15  27.34%
51.0
O T T ‘2\7\()\\“ T \“\ \ “\ \7\4\9‘ T \“\ T ‘HH\ T H‘ T }“\‘\ ‘ 11
miz-> 20 40 60 80 100 120 140
Abundance
117.0
12 50 13 00
5000 m/z 91.05 13.69%
132.0
39.0 65.0 910
o R PR
miz--> 20 40 60 80 100 120 140
Abundance #16107: 1-Phenyl-1-butene J\J\A A
117.0 12 50 13. 00
m/z 118.05 9.76%
5000 132.0
91.0
w0 %0 e |
MRSV Y PPN S A RSN MR R NI A~
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\VX062222\
Data File : VX029707.D

Acqg On : 22 Jun 2022 18:20

Operator : JC/MD

Sample : N3202-08

Misc : 5.0mL/MSVOA_X/WATER MW-30RE

ALS Vvial : 24 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---|

unknownl10. 244 10.244 6.
Benzene, 1-ethe... 12.701 14.

ug/l 145097
ug/l 296489

10.055 1144020 50.
12.024 1050050 50.

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Aminomethanesul... 1.258 7.3 ug/l 116189 1 5.556 790916 50.0
Butane, 2,3-dim... 2.782 5.1 ug/l 80643 1 5.556 790916 50.0
Amylene hydrate 6.233 67.8 wug/l 1384260 2 6.769 1021590 50.0
Cyclopentene, 1... 8.147 9.7 wug/l 197179 2 6.769 1021590 50.0
2-Butanol, 2,3-... 8.427 12.7 wug/l 289718 3 10.055 1144020 50.0
3-Hexanol, 4-me... 8.501 26.0 ug/l 594176 3 10.055 1144020 50.0
3-Pentanol, 3-m... 8.842 28.2 wug/l 645237 3 10.055 1144020 50.0
Cyclopentanol, ... 9.561 6.4 ug/l 146278 3 10.055 1144020 50.0
3-Hexanol, 3-me... 10.147 9.9 wug/l 226514 3 10.055 1144020 50.0

3 3 0
1 4 0
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