LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101123\
Data File : VX038225.D

Acqg On : 11 Oct 2023 13:36
Operator : JC/MD

Sample : 04788-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12 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\82X100523W.M

Title : SW846 8260

Signal : TIC: VX@38225.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.374 43 47 52 rBV 69458 71330 2.97% 0.197%
2 1.752 104 109 121 rVB 552215 714962 20.72% 1.977%
3 1.959 138 143 154 rVB 356970 521198 15.10% 1.441%
4 2.069 154 161 167 rBV 47918 68817 1.99% 0.190%
5 2.215 181 185 195 rVB 62728 86982  2.52%  0.240%
6 2.343 198 206 210 rBV 29082 58493 1.70% 0.162%
7 2.715 258 267 272 rBv4 21990 59175 1.71% 0.164%
8 2.782 272 278 281 rBV 91723 185215 5.37% 0.512%
9 2.825 281 285 290 rvVv 198394 352486 10.21% 0.974%
106 3.105 321 331 346 rBV 251818 569621 16.51% 1.575%
11  3.325 357 367 378 rBv2 52228 138147 4.00%  0.382%
12 3.446 378 387 400 rBvV 148462 332603 9.64% 0.920%
13 3.587 400 410 415 rBv4 18626 47332 1.37% 0.131%
14 3.672 415 424 430 rVW 52894 135293  3.92% 0.374%
15 3.733 430 434 442 rVB3 15708 35839 1.04% 0.099%
16 3.837 442 451 457 rBV2 36600 93188 2.70% 0.258%
17 3.904 457 462 465 rW 23036 53350 1.55% 0.147%
18 3.946 466 469 484 rVV3 29393 94607 2.74%  0.262%
19 4.105 484 495 503 rVB4 28588 76015 2.20% 0.210%
20 4.306 518 528 543 rVB 470658 1341379 38.87% 3.708%
21 5.196 667 674 687 rVB2 32502 107724  3.12% 0.298%
22 5.385 690 705 711 rBV 85965 266770 7.73% 0.738%
23 5.477 711 720 727 rW 267675 786910 22.80% 2.175%
24 5.556 728 733 739 rVB 77891 186011 5.39% 0.514%
25 5.836 765 779 790 rBV5 67550 235917 6.84% 0.652%
26 5.958 790 799 814 rVB 84555 225305 6.53% 0.623%
27 6.159 814 832 842 rBv4 91288 333507 9.66% 0.922%
28 6.263 842 849 856 rW 83210 235250 6.82% 0.650%
29 6.361 856 865 875 rvv 106763 312088 9.04% 0.863%
30 6.611 897 906 913 rBV4 22256 55358 1.60% 0.153%
31 6.763 923 931 938 rBV 199324 506241 14.67% 1.400%
32 7.068 974 981 990 rVB 19600 45402 1.32% 0.126%
33 7.177 990 999 1008 rBv4 36134 90565 2.62% 0.250%
34 7.379 1019 1032 1045 rBV 549488 1353374 39.22% 3.741%
35 7.659 1070 1078 1091 rVB 59997 120357 3.49% 0.333%
36 7.854 1103 1110 1111 rBV2 31973 46545 1.35% 0.129%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101123\
Data File : VX038225.D

Acqg On : 11 Oct 2023 13:36
Operator : JC/MD

Sample : 04788-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12 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\82X100523W.M
Title : SW846 8260
37 7.885 1112 1115 1121 rVWV 36361 63234 1.83% 0.175%
38 8.318 1177 1186 1193 rBV6 16825 42448 1.23% 0.117%
39 8.500 1210 1216 1226 rVB2 82448 150025 4.35% 0.415%
40 8.598 1226 1232 1235 rBV2 42488 77176 2.24% 0.213%
41  8.647 1235 1240 1247 rVV 430123 717078 20.78%  1.982%
42 8.720 1247 1252 1257 rVV 134342 215566 6.25% 0.596%
43 8.775 1257 1261 1265 rW 26095 47110 1.37% 0.130%
44  8.842 1265 1272 1281 rVB7 18586 52822 1.53% 0.146%
45  8.976 1289 1294 1300 rVB2 39847 62717 1.82% 0.173%
46  9.104 1305 1315 1320 rBV2 30428 59583 1.73% 0.165%
47  9.159 1320 1324 1334 rVB 53133 93805 2.72% 0.259%
48 9.433 1363 1369 1371 rBV2 24630 42689 1.24% 0.118%
49 9.561 1388 1390 1395 rVB2 31607 41187 1.19% 0.114%
50 10.055 1461 1471 1476 rBV 465196 646557 18.74% 1.787%
51 10.128 1476 1483 1488 rVB3 27944 55901 1.62% 0.155%
52 10.195 1488 1494 1499 rBV 190039 258155 7.48% 0.714%
53 10.299 1504 1511 1528 rVB 2577013 3450867 100.00%  9.540%
54 10.640 1562 1567 1580 rVB 1501741 1917616 55.57% 5.301%
55 10.963 1615 1620 1628 rVB 207113 270492 7.84% 0.748%
56 11.079 1634 1639 1645 rBV 406264 514373 14.91% 1.422%
57 11.305 1667 1676 1683 rBV 362766 441226 12.79% 1.220%
58 11.378 1683 1688 1696 rVV 1289373 2183429 63.27% 6.036%
59 11.451 1696 1700 1707 rVB 605058 712453 20.65% 1.970%
60 11.610 1721 1726 1736 rBV 867002 1101728 31.93% 3.046%
61 11.750 1744 1749 1756 rVB 2350727 2828893 81.98% 7.821%
62 11.866 1762 1768 1770 rBV 38202 54223 1.57% 0.150%
63 11.890 1770 1772 1779 rVB 57719 66445 1.93% 0.184%
64 11.969 1780 1785 1788 rBV 113179 131117 3.80% 0.362%
65 12.018 1788 1793 1799 rVV 596860 796083 23.07%  2.201%
66 12.085 1799 1804 1810 rVB 801497 937407 27.16% 2.592%
67 12.244 1824 1830 1832 rBvV2 287173 381561 11.06%  1.055%
68 12.268 1832 1834 1838 rVV 327180 346239 10.03% 0.957%
69 12.317 1838 1842 1850 rVB3 379223 587593 17.03% 1.624%
70 12.402 1851 1856 1861 rVB2 48402 66910 1.94% 0.185%
71 12.463 1861 1866 1872 rVB 137628 160444 4.65% 0.444%
72 12.530 1872 1877 1879 rBV 287659 355410 10.30% 0.983%
73 12.555 1879 1881 1885 rVB 182306 189512 5.49% 0.524%
74 12.609 1885 1890 1894 rBV 580469 716418 20.76%  1.981%
75 12.646 1894 1896 1900 rVB 74279 77286  2.24%  0.214%

76 12.701 1900 1905 1912 rBV2 443831 653242 18.93% 1.806%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101123\
Data File : VX038225.D

Acqg On : 11 Oct 2023 13:36
Operator : JC/MD

Sample : 04788-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12 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\82X100523W.M
Title : SW846 8260
77 12.798 1917 1921 1925 rBV2 27126 34612 1.00% ©.096%
78 12.847 1925 1929 1934 rVB2 156129 198392 5.75% ©.548%
79 12.920 1934 1941 1945 rBV 346584 423713 12.28% 1.171%
80 12.963 1945 1948 1953 rVB 268727 306058 8.87% 0.846%
81 13.042 1953 1961 1968 rBV5 49752 122777 3.56% ©.339%
82 13.134 1972 1976 1978 rBV 37406 45191 1.31% 0.125%
83 13.170 1978 1982 1992 rVB 274938 387096 11.22% 1.070%
84 13.256 1992 1996 1997 rBV 35145 41569 1.20% ©0.115%
85 13.292 1997 2002 2008 rVB2 537954 743858 21.56% 2.056%
86 13.420 2019 2023 2029 rVB 88227 117421 3.40% 0.325%
87 13.506 2032 2037 2040 rBV2 56661 80044  2.32% 0.221%
88 13.542 2040 2043 2046 rVV 134350 167336 4.85% ©.463%
89 13.585 2046 2050 2055 rvv4 125509 218653 6.34% 0.604%
90 13.640 2055 2059 2060 rvv 75495 96438 2.79% ©.267%
91 13.664 2060 2063 2068 rVB2 136959 198262 5.75% ©.548%
92 13.774 2074 2081 2088 rBV 583603 727737 21.09% 2.012%
93 13.865 2088 2096 2100 rVV3 30254 55621 1.61% ©.154%
94 13.926 2100 2106 2110 rVV2 40269 54536 1.58% ©.151%
95 13.969 2110 2113 2117 rVB 41365 48045 1.39% 0.133%
96 14.073 2126 2130 2137 rBV 62719 79958 2.32% 0.221%
97 14.213 2147 2153 2162 rBV2 54564 97944  2.84% 0.271%
98 14.371 2175 2179 2183 rVB 37283 44402 1.29% 0.123%
99 14.633 2218 2222 2233 rVB 174803 234936 6.81% 0.649%
100 14.780 2241 2246 2255 rBV 101174 137135 3.97% 0.379%
Sum of corrected areas: 36172110
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101123\
Data File : VX@038225.D

Acqg On : 11 Oct 2023 13:36
Operator : JC/MD

Sample : 04788-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VX038225.D\data.ms
2500000
2000000
1500000
1000000
1.752
500000 1959 4.306
‘ 2.825 3105 5.477
782 3:446 3885556 586.1626
1374 2068215343 27 /\ 3.325) 3.58973835046.105 5.196° 5.886)
0 \‘ \‘\\ ‘\T\/\BTY_Y_Y_Y—TF \Hrruw‘uu’uu‘uu‘\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\T\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\T
Time--> 1.20 140 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: VX038225.D\data.ms
2500000 10.299
2000000
1500000 10.640
11.378
1000000
451
7.379
10.055
500000 8.647 11.079 1 3
361 6.763 720 10.19 10.96
6.611 7.084.77 7.65977g8865 8.318 0908 3 HIUALH9 0438561 198 |
0' - L R LA B o e A e e e e T A e e e e A
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX038225.D\data.ms
2500000 11.750
2000000
1500000
1000000
-610 12.085
12.018 12. 609 13.292 13.774
500000
i1 12 5 1% 833 17
. 1 2381 RN ) o BER6TE212 3 371 J\fg {80
1 T T [ ‘ T T 1 T 7‘ 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\VX101123\
Data File : VX@038225.D

Acqg On : 11 Oct 2023 13:36
Operator : JC/MD

Sample : 04788-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 Butane, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.752 192.18 ug/l 714962  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 3-Buten-1-o0l 72 C4H80 000627-27-0 47
3 Oxirane, trimethyl- 86 C5H100 005076-19-7 40
4 Pentane 72 C5H12 000109-66-0 28
5 Butane, 1-chloro-2-methyl- 106 C5H11C1 000616-13-7 12
Abundance Scan 109 (1.752 min): VX038225.D\data.ms (-104) (-) m/z 43.05 100.00%
43.0
57.0
5000
R A RARARREEES
‘ 72.1 1.40 1.60 1.80 2.00
Ol e it e 820 myz 41.05  92.35%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000
29.0 1.40 1.60 1.80 2.00
m/z 42.10  83.95%
O\\\‘\\‘\\‘\\\\‘\\\i‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 10 20 30 40 50 60 70 80 90
Abundance #752: 3-Buten-1-ol
42.0
31.0 1.40 1.60 1.80 2.00
5000 m/z 57.05 75.75%
O A S O
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1966: Oxirane, trimethyl- R ARAARREEECERE
43.0 1.40 1.60 1.80 2.00
58.0
m/z 39.10 37.68%
5000
27.0
0 ‘H"‘H‘H1:“u‘u:1‘:‘w"uu_“‘?‘lﬁq”_g‘G;'Pw ASNEBNA Y S AWl
m/z--> 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\VX101123\
Data File : VX@038225.D

Acqg On : 11 Oct 2023 13:36
Operator : JC/MD

Sample : 04788-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 Pentane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.959 140.10 ug/l 521198 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Oxirane, ethyl- 72 C4H80 000106-88-7 50
3 Propanal, 2-methyl- 72 C4H80 000078-84-2 16
4 2-Propanone, hydrazone 72 C3H8N2 005281-20-9 10

5 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 9
Abundance Scan 143 (1.959 min): VX038225.D\data.ms (-138) (-) m/z 43.10 100.00%

43.1
5000 KJ&
T Y
‘771 1.60 1.80 2.00 2.20
Ol b e 2903 m/z 42,10 57.89%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane
43.0 AA¥

5000 L SS8 VANBE A
1.60 1.80 2.00 2.20

m/z 41.10 55.80%

72.0
‘}§PWMW}‘w\”“W‘”\”“W‘”\‘”‘W‘”\‘”‘W“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #766: Oxirane, ethyl-
41.0

1.60 1.80 2.00 2.20

o

5000 m/z 39.10 25.52%
71.0
15.0 ‘
O*Hmwmy* ARRARRRAR AR SNARA SRR SARS AR AAgAJd\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #786: Propanal, 2-methyl- et AT TR
43.0 1.60 1.80 2.00 2.20

m/z 57.10 18.53%

5000
72.0
0

m/z--> 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101123\
Data File : VX@038225.D

Acqg On : 11 Oct 2023 13:36
Operator : JC/MD

Sample : 04788-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.825 94.75 ug/l 352486  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 94
2 Pentane 72 C5H12 000109-66-0 47
3 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 38
4 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 36
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 33
Abundance Scan 285 (2.825 min): VX038225.D\data.ms (-281) (-) m/z 43.10 100.00%
43.1
5000 71.1
57.1
‘ | 86.2 2.60 2.80 3.00 3.20
o+ttt m/z 71.10 51.23%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2045: Pentane, 2-methyl-
43.0
5000 71.0 /\\\\\‘\\\\‘\\u‘\m,\\\
2.60 2.80 3.00 3.20
21.0 57.0 m/z 42.10 47.19%
H ‘ ‘ 86.0
O\\\‘\\\\‘\\\\‘\\\{‘\\\\i\}\\‘\‘\M\‘\\\\l}\\\‘\\‘l\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #809: Pentane
43.0
e
2.60 2.80 3.00 3.20
5000 m/z 41.10 45.71%
27.0 57.0 720
oo LWL T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4481: Pentane, 3,3-dimethyl-
43.0 2.60 2.80 3.00 3.20
m/z 39.10 24.84%
71.0
5000
290 85.0

ol 20 150 R Z I AT /
e e e e e e e

m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101123\
Data File : VX@038225.D

Acqg On : 11 Oct 2023 13:36
Operator : JC/MD

Sample : 04788-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.105 153.12 ug/1 569621  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 78
3 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78
4 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 59
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 43
Abundance Scan 331 (3.105 min): VX038225.D\data.ms (-321) (-) m/z 57.10 100.00%
57.1
41.0
5000 j\¥
AR AR EEEERAE S
‘ 711 g1 2.80 3.00 3.20 3.40
0 ‘H_HwHH_HwHHMH‘M1‘HH‘M‘Hwmwwww m/z 56.10  84.62%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2049: Pentane, 3-methyl-
57.0
41.0
5000
270 2.80 3.00 3.20 3.40
m/z 41.05 61.26%
O il T 8s0
O \H‘\H\‘HH‘\\}\‘HHi\H\‘\‘\\\‘HH‘\H\‘H}\‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4489: Butane, 2,2,3-trimethyl-
57.0
43.0
2.80 3.00 3.20 3.40
5000 m/z 43.10 22.78%
15.0
0 10 ‘ | ‘\ ‘ I My 7\10 I 1000
e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #14583: Hexane, 2,2,3-trimethyl-
57.0 2.80 3.00 3.20 3.40
m/z 39.10 20.45%
5000 41.0
27.0 o
T T 13
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\VX101123\
Data File : VX@038225.D

Acqg On : 11 Oct 2023 13:36
Operator : JC/MD

Sample : 04788-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 n-Hexane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.446  89.40 ug/l 332603  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 2-Ethyl-oxetane 86 C5H100 1010386-40-2 90
3 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 50
4 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 38
5 Butanal, 2-methyl- 86 C5H100 000096-17-3 35

Abundance Scan 387 (3.446 min): VX038225.D\data.ms (-378) (-) m/z 57.10 100.00%

57.1
41.1
5000
86.2 RN e e e
711 3.20 3.40 3.60 3.80
O ettt el m/z 41,10 71.38%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2039: n-Hexane
41.0 57.0
29.0
5000
3.20 3.40 3.60 3.80
86.0 m/z 43.10 57.75%
15.0 71.0
0 \\‘\i‘\\’\\1\‘\\\i}\}\\’\‘\‘\1‘\\\\“\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0
41.0 3.20 3.40 3.60 3.80
5000 m/z 56.10 48.16%
29.0 86.0
71.0
0 15'0,,
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #14597: Pentane, 2,2,3,4-tetramethyl-
57.0 3.20 3.40 3.60 3.80
43.0 m/z 42.05 32.14%
5000
29.0 71.0 85.0 /J
0 H""‘,"“""H“11",H“uuml“uwu‘u“u R o RS R e NR A
m/z--> 10 20 30 40 50 60 70 80 90 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101123\
Data File : VX@038225.D

Acqg On : 11 Oct 2023 13:36
Operator : JC/MD

Sample : 04788-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 Cyclopentane, methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.306 360.56 ug/l 1341380  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclohexane 84 C6H12 000110-82-7 78
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
5 Cyclobutanecarbonitrile, 3,3-dim... 109 C7H11N 053783-86-1 50
Abundance Scan 528 (4.306 min): VX038225.D\data.ms (-518) (-) m/z 56.05 100.00%
56.0
41.1
5000 69.1 Jk
 EAREamERE R
‘ ‘ ‘ 84.1 4.00 4.20 4.40 4.60
Ot el il Mz 41,10 52.08%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 U N R B R
4.00 4.20 4.40 4.60
m/z 69.10  43.95%
28.0 M ‘ 84.0
0\\‘;‘%;0\‘\\}‘!“\\\}“\‘\\\i‘\u ‘\‘\\\‘1i\\\\‘\!\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane
56.0
84.0
4.00 4.20 4.40 4.60
5000 41.0 m/z 39.10 26.43%
69.0
27.0 H ‘
0H‘\J"\STQ‘\HM\H\‘,‘HH‘M ‘\‘HHWHH‘M‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl- TR
56.0 4.00 4.20 4.40 4.60
27.0 m/z 55.10  25.75%
5000
42.0
‘ ‘ ‘ 84.0
0H‘\\H‘Hupul““\‘uw\‘; ‘\‘HH‘HH‘\!H‘H R e
m/z--> 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101123\
Data File : VX@038225.D

Acqg On : 11 Oct 2023 13:36
Operator : JC/MD

Sample : 04788-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 unknown5.836 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.836 63.41 ug/1 235917  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 45
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 38
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 38

4 2-Heptene 98 C7H14 000592-77-8 38
5 1-Heptene, 4-methyl- 112 C8H16 013151-05-8 38

Abundance Scan 779 (5.836 mln) VX038225.D\data.ms (-765) (-) m/z 56.10 100.00%

411 561
701
5000 832

“ 08.0 5.60 5.80 6.00 6.20

obrrrrrrrrrrrprrrepre el ol m/z 41,10 96.00%

miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3803: Cyclopentane, 1,1-dimethyl-
56.0
41.0 69.0
83.0

5000 R O SREREC AR
27.0 5.60 5.80 6.00 6.20

m/z 43.10 91.67%

‘ | 98.0
\\\:L‘g\\‘]_\4\+\()\’\\\1‘\\\\‘\‘\\\’1‘}\‘\\1‘}\\\\’1}\\‘\\11‘\\\\’
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3805: Cyclopentane, 1,3-dimethyl-
70.0
55.0

o

410 5.‘60 S.éO 6.60 6.‘20
5000 ITI/Z 70.10 79.58%
2r.0 83.0
‘ ‘ 98.0
0 *H\HHw*‘**v‘*‘!‘\***w*‘*”‘v“*h ‘w*““ ABARARSARNRARARRRRES
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4478: Pentane, 2,3-dimethyl- A REERTE e
43.0 56.0 5.60 5.80 6.00 6.20
m/z 71.10 69.74%
5000 29.0
71.0
T
O PP e e T e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101123\
Data File : VX@038225.D

Acqg On : 11 Oct 2023 13:36
Operator : JC/MD

Sample : 04788-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 Cyclopentane, 1,3-dimethyl-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.159 89.65 ug/l 333507 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 96
2 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 94
3 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 94
4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 93
5 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 64
Abundance Scan 832 (6.159 min): VX038225.D\data.ms (-814) (-) m/z 70.10 100.00%
70.1
56.1
41.0
5000
83.1
‘ 98.1 5.80 6.00 6.20 6.40

el L w2 .18 77.93%

o

m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0
5000

5.80 6.00 6.20 6.40
27.0 83.0 m/z 55.10 72.69%
‘ i

98.0
140 || |
H\‘\H\‘\M\\‘\\H‘Hul\‘\ui‘iu \‘HH‘H\‘\“‘HH‘HH‘HH
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3819: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0
41.0

5.80 6.00 6.20 6.40

o

5000 m/z 41.05 60.86%
27.0
83.0 9380
0 Hw‘w‘wﬂww‘whw‘wm‘dw"MW”“‘WW»H\H‘M‘H‘ \¥ijM
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans- e
410 56.0 70.0 5.80 6.00 6.20 6.40

m/z 39.10 34.04%

5000
27.0
83.0
| P \/\ﬁ
10 140 | g

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.80 6.00 6.20 6.40

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101123\
Data File : VX@038225.D

Acqg On : 11 Oct 2023 13:36
Operator : JC/MD

Sample : 04788-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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, 1l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.378 137.14 ug/1 2183430 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 1688 (11.378 min): VX038225.D\data.ms (-1683) (- m/z 105.05 100.00%
105.1
5000 N K
120.1
D —
391  g30 't 91‘-1 11.00 11.50
bbb bt m/z 12016 31.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 — /\M A
120.0 11.00 11.50
m/z 91.10 13.64%
39.0 77.0 91.0
0 \\’HH‘\2\6\\0‘\\H“‘\\Hi‘{‘\\1‘6‘:\3‘\"\0\‘\\\‘H‘\\H“1\H‘\M\‘H‘H“‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 fk
— P
11.00 11.50
5000 m/z 77.10 12.72%
120.0
77.0 91.0
39.0
ol 280 b el
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10728: Benzene, 1-ethyl-4-methyl- f\‘ ‘ o R
105.0 11.00 11.50
m/z 106.10 8.79%
5000
120.0
77.0 91.0
ol 180 . B0 &0 W A
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 11.00 11.50

82X100523W.M Thu Oct 12 16:23:43 2023 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101123\
Data File : VX@038225.D

Acqg On : 11 Oct 2023 13:36
Operator : JC/MD

Sample : 04788-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.610 69.20 ug/l 1101736 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 1726 (11.610 min): VX038225.D\data.ms (-1721) (- | m/z 105.05 100.00%
105.1
5000
120.1 A
A —
391 g3 (0 9L0 11.50 12.00

o‘w‘HW‘H‘_H‘_H‘wuuﬁwu‘Hhhuuﬁm‘whlwquuuw“ m/z 120.10  29.38%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000

120.0 11.50 12.00
m/z 77.05 13.02%

39.0 77.0 91.0
H‘\H\‘2\\5\-‘\0‘H\\“‘\H\HM\VG‘%\.‘\C)\‘\\\‘H‘\\H“}H\‘\Hl\‘\\‘\\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0

o

11.50 12.00
5000 m/z 91.05 12.90%
120.0
79.0
39.0 65.0 H
POVl | O R 1 VY A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-

105.0 11.50 12.00

m/z 79.10 9.33%

5000
120.0

77.0 91.0
39.0 63.0 I | |
0u‘\m"m‘\‘u\\“H\\\“\\\\“M\‘\\\1‘\\\\‘1u\‘\‘m‘u‘\‘\“‘\m‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00

=
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101123\
Data File : VX038225.D

Acqg On : 11 Oct 2023 13:36
Operator : JC/MD

Sample : 04788-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100523W.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- 1.752 192.2 ug/l 714962 1 5.556 186011 50.0
Pentane 1.959 140.1 ug/1 521198 1 5.556 186011 50.0
Pentane, 2-methyl- 2.825 94.8 ug/l 352486 1 5.556 186011 50.0
Pentane, 3-methyl- 3.105 153.1 ug/1l 569621 1 5.556 186011 50.0
n-Hexane 3.446 89.4 ug/l 332603 1 5.556 186011 50.0
Cyclopentane, m... 4.306 360.6 ug/l 1341380 1 5.556 186011 50.0
unknown5.836 5.836 63.4 wug/l 235917 1 5.556 186011 50.0
Cyclopentane, 1... 6.159 89.7 ug/l 333507 1 5.556 186011 50.0
Benzene, 1l-ethy... 11.378 137.1 ug/l 2183430 4 12.024 796083 50.0
Benzene, 1l-ethy... 11.610 69.2 ug/l 1101730 4 12.024 796083 50.0
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