LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070325\
Data File : VX046887.D

Acqg On : 03 Jul 2025 14:58
Operator : JC/MD

Sample : Q2503-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 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\82X070225W.M

Title : SW846 8260

Signal : TIC: VX046887.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.776 106 112 124 rBV 61111 103750 3.44% 0.300%
2 1.971 140 145 155 rBV2 32875 52918 1.76% 0.153%
3 2.361 202 209 221 rVB4 11666 31741 1.05% 0.092%
4 2.800 272 281 283 rBV2 92292 192344 6.38% 0.557%
5 2.843 283 288 311 rVB 290153 696670 23.11% 2.017%
6 3.117 323 333 352 rBV 234863 599952 19.90% 1.737%
7 3.465 382 390 405 rBvV2 55560 140814 4.67%  0.408%
8 4.062 479 488 505 rBV3 12300 46891 1.56% 0.136%
9 4,227 505 515 521 rBv4 35932 108234 3.59% 0.313%
106 4.318 521 530 547 rVB 347552 1066290 35.36% 3.087%
11 5.148 652 666 681 rBVv3 11158 50887 1.69% 0.147%
12 5.397 695 707 715 rBV2 313746 968423 32.12% 2.803%
13  5.495 715 723 726 rVV2 123519 363862 12.07% 1.053%
14 5.562 727 734 742 rVB 427473 1183253 39.24%  3.425%
15 5.843 767 780 792 rBv4 228108 801442 26.58% 2.320%
16 5.964 792 800 821 rVV 333418 957855 31.77% 2.773%
17 6.166 823 833 842 rVV2 304237 946190 31.38% 2.739%
18 6.269 842 850 858 rVv2 307495 924578 30.66% 2.676%
19 6.367 858 866 882 rvB2 387159 1160600 38.49% 3.360%
20 6.769 922 932 958 rBvV 822905 2232973 74.06% 6.464%
21 7.178 991 999 1006 rBv4 15346 35647 1.18% 0.103%
22 7.385 1020 1033 1047 rBV 1116723 2906975 96.41% 8.415%
23 7.501 1047 1052 1057 rVv4 17681 38646 1.28% 0.112%
24 7.568 1057 1063 1071 rVV3 22369 56510 1.87% 0.164%
25 7.659 1071 1078 1090 rVB 188976 403305 13.38% 1.167%
26 7.781 1090 1098 1107 rBV 131439 275286 9.13% 0.797%
27 7.958 1120 1127 1144 rVB2 192294 473873 15.72% 1.372%
28 8.110 1144 1152 1155 rBV2 47532 105411 3.50% 0.305%
29 8.147 1155 1158 1162 rVB2 31322 46029 1.53% 0.133%
30 8.275 1175 1179 1182 rBV2 47443 78550 2.61% 0.227%
31 8.318 1182 1186 1193 rVB3 84396 165522 5.49% 0.479%
32 8.440 1201 1206 1212 rBV 33112 66599 2.21% 0.193%
33 8.513 1213 1218 1226 rVB4 65171 137039 4.54% 0.397%
34 8.604 1226 1233 1236 rBV2 345409 690201 22.89%  1.998%
35 8.647 1236 1240 1250 rVB 1843574 3015173 100.00%  8.728%

36 8.775 1255 1261 1265 rVV2 163807 290490 9.63% 0.841%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070325\
Data File : VX046887.D

Acqg On : 03 Jul 2025 14:58
Operator : JC/MD

Sample : Q2503-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 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\82X070225W.M
Title : SW846 8260
37 8.818 1265 1268 1270 rVV2 72069 110655 3.67% 0.320%
38 8.848 1270 1273 1280 rvv2 117712 187411 6.22% 0.542%
39 8.921 1280 1285 1289 rVvV 45263 78514 2.60% 0.227%
40 8.976 1289 1294 1305 rVB2 257671 447767 14.85% 1.296%
41  9.104 1305 1315 1320 rBV 166440 308262 10.22% 0.892%
42 9.159 1320 1324 1329 rW 71833 120608 4.00% 0.349%
43 9.202 1329 1331 1337 rVB3 25612 34948 1.16% 0.101%
44  9.378 1355 1360 1364 rBV3 40342 61313 2.03% 0.177%
45 9.513 1376 1382 1386 rVV3 114510 210166 6.97% 0.608%
46 9.561 1386 1390 1394 rwV 220099 319287 10.59% 0.924%
47  9.616 1394 1399 1404 rVV2 169054 282964 9.38% 0.819%
48 9.659 1404 1406 1416 rVB5 29305 52349 1.74% 0.152%
49 9.763 1416 1423 1429 rBV2 40083 69277 2.30% 0.201%
50 9.830 1429 1434 1442 rBvV6 36086 82415 2.73% 0.239%
51 10.049 1465 1470 1477 rBV 1737215 2476291 82.13% 7.168%
52 10.128 1478 1483 1487 rVB 89811 133437 4.43% 0.386%
53 10.275 1502 1507 1510 rBV2 51360 85797 2.85% 0.248%
54 10.458 1532 1537 1546 rVB2 30928 55595 1.84% 0.161%
55 10.586 1548 1558 1566 rBV6 50104 131626 4.37% 0.381%
56 10.775 1578 1589 1594 rBV2 87377 157723 5.23% 0.457%
57 10.854 1598 1602 1610 rBV5 54410 87335 2.90% 0.253%
58 10.964 1615 1620 1623 rBV 40827 61428 2.04% 0.178%
59 11.079 1634 1639 1644 rBV 1572879 1961739 65.06% 5.679%
60 11.122 1644 1646 1651 rVB3 49692 65726 2.18% 0.190%
61 11.220 1659 1662 1667 rVB2 36199 47821 1.59% 0.138%
62 11.305 1670 1676 1685 rBV 108141 153756 5.10% 0.445%
63 11.616 1722 1727 1734 rVB3 36776 57765 1.92% 0.167%
64 11.860 1761 1767 1770 rBV2 37750 64052 2.12% ©.185%
65 11.890 1770 1772 1776 rVB 40317 42019 1.39% 0.122%
66 12.018 1788 1793 1807 rBV 2106571 2551455 84.62% 7.386%
67 12.244 1825 1830 1836 rBV 123335 156927 5.20% 0.454%
68 12.311 1836 1841 1843 rBV2 63448 87709  2.91% 0.254%
69 12.402 1851 1856 1863 rBV2 22816 34628 1.15% 0.100%
70 12.610 1882 1890 1893 rBV 262547 328364 10.89%  0.950%
71 12.640 1893 1895 1900 rVV2 64023 88848 2.95% 0.257%
72 12.695 1900 1904 1912 rVV3 147658 271483 9.00% 0.786%
73 12.835 1924 1927 1932 rVB2 32552 44074 1.46% 0.128%
74 12.921 1932 1941 1947 rBV 144418 210285 6.97% 0.609%
75 13.024 1953 1958 1965 rVB3 53277 84968 2.82%  0.246%
76 13.091 1965 1969 1972 rBV 27003 39590 1.31% 0.115%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070325\
Data File : VX046887.D

Acqg On : 03 Jul 2025 14:58
Operator : JC/MD

Sample : Q2503-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 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\82X070225W.M
Title : SW846 8260
77 13.134 1972 1976 1978 rVWV 47974 58656 1.95% ©.170%
78 13.164 1978 1981 1992 rVB2 94647 141090 4.68% 0.408%
79 13.286 1997 2001 2007 rVB2 166967 246858 8.19% 0.715%
80 13.366 2012 2014 2021 rVV 34897 56897 1.89% ©0.165%
81 13.506 2032 2037 2039 rBV2 41713 58328 1.93% 0.169%
82 13.542 2039 2043 2046 rvVv 87873 125324 4.16% 0.363%
83 13.579 2046 2049 2053 rvV3 98547 146442 4.86% 0.424%
84 13.640 2053 2059 2060 rVV3 42541 79292 2.63% 0.230%
85 13.658 2060 2062 2072 rVB2 82445 121383 4.03% ©.351%
86 13.926 2098 2106 2110 rBV4 33114 58170 1.93% 0.168%
87 14.073 2125 2130 2137 rBV 41493 57430 1.90% 0.166%
88 14.213 2148 2153 2163 rBV3 38078 70279 2.33% 0.203%
89 14.371 2175 2179 2183 rVB3 26912 33650 1.12% ©.097%
90 14.780 2240 2246 2251 rBV2 18180 31419 1.04% 0.091%
Sum of corrected areas: 34546518
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070325\
Data File : VX046887.D

Acqg On : 03 Jul 2025 14:58
Operator : JC/MD

Sample : Q2503-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VX046887.D\data.ms
2000000
1500000
1000000
5.562
500000 4318
: 5.397 5.964¢ 1626
2.843 3.117 584 6.162
1.770 2.800 3.465 227
1971 2361 - 4.064- 5.148
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\mﬁ\‘\
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: VX046887.D\data.ms
2000000
8.647
10.049
11.079
1500000
7.385
1000000
6.769
500000
367 8.604
765907 958 8. 7 Y104 995 6
. 7478 | 7508, |\ 282, 377 engtmmo 27fo 4@5%‘}@ ﬁﬁ@ %
T T ‘ T —_ ‘

Time--> 6.50 7.00 7 50 8 00 8 50 9 OO 9. O 10 OO 10 50 11 00
Abundance TIC: VX046887.D\data.ms

2000000 12.p18

1500000
1000000

500000
12.610

somms| 510 A W iR
ok PN

13.9%01713g13.371 14.780

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\VX070325\
Data File : VX046887.D

Acqg On : 03 Jul 2025 14:58
Operator : JC/MD

Sample : Q2503-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.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, 2,3-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
2.800 8.13 ug/1 192344  Pentafluorobenzene 5.562

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 78
3 Pentane 72 C5H12 000109-66-0 38
4 1-Pentene 70 C5H1e 000109-67-1 38
5 Propanoyl chloride, 2-methyl- 106 C4H7C10 000079-30-1 12
Abundance Scan 281 (2.800 min): VX046887.D\data.ms (-272) (-) m/z 42.80 100.00%
42.8
5000
70.8
2.40 2.60 2.80 3.00 3.20
\ 85.9 141.8
o———1—— == m/z 41.75 83.38%
miz-> 20 40 60 80 100 120 140
Abundance #2053: Butane, 2,3-dimethyl-
42.0
5000 I L L B R
71.0 2.40 2.60 2.80 3.00 3.20
27.0 m/z 40.80 43.45%
‘ ‘ 86.0
0\\\’\‘\‘\\i}\\“\‘\\\\‘\“\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #2045: Pentane, 2-methyl-
43.0
2.40 2.60 2.80 3.00 3.20
5000 71.0 m/z 70.75  25.13%
27.0
[
07— \“;:“N “ﬂ;“‘h R R R
miz--> 20 40 60 80 100 120 140
Abundance #809: Pentane ERaawna S e
43.0 2.40 2.60 2.80 3.00 3.20
m/z 38.80 18.21%
5000
27"‘0 ‘ ‘ 72.0
0 H‘,umuimM:‘H!“HH_HWHH‘H R REaRE SRR SR S
m/z--> 20 40 60 80 100 120 140 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\VX070325\
Data File : VX046887.D

Acqg On : 03 Jul 2025 14:58
Operator : JC/MD

Sample : Q2503-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.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, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.843  29.44 ug/l 696670  Pentafluorobenzene 5.562

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 50
3 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 45
4 Pentane 72 C5H12 000109-66-0 38
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 32
Abundance Scan 288 (2.843 min): VX046887.D\data.ms (-283) (-) m/z 42.80 100.00%
42.8
5000 70.8
56.8
‘ ‘ ‘ 85.8 2.60 2.80 3.00 3.20
ot e e e e m/z 41.80 46.27%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2047: Pentane, 2-methyl-
43.0
5000 L L B I LA L
71.0 2.60 2.80 3.00 3.20
57.0 m/z 70.85 42.51%
27.0 ‘ 86.0
0\\‘\\\.\‘\\\‘\“\\\\"\}\\‘\\‘1\‘\\\\l{\\\‘\\1\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: Butane, 2,3-dimethyl-
43.0
2.60 2.80 3.00 3.20
5000 m/z 40.80 40.81%
71.0
27.0 55.0
ohoase L T Lo
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5044: 1-Butanol, 2,3-dimethyl-
43.0 2.60 2.80 3.00 3.20
m/z 38.80 19.02%
5000 71.0
31.0 55.0 ‘ 84.0
S S O Y
m/z--> 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\VX070325\
Data File : VX046887.D

Acqg On : 03 Jul 2025 14:58
Operator : JC/MD

Sample : Q2503-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.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, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.117  25.35 ug/1 599952  Pentafluorobenzene 5.562

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
3 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 56
4 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 45
5 Butyl isocyanatoacetate 157 C7H11NO3 017046-22-9 40
Abundance Scan 333 (3.117 min): VX046887.D\data.ms (-323) (-) m/z 56.80 100.00%
56.8
40.8
5000
‘ 709 859 2.80 3.00 3.20 3.40
Obrrrrrreprrreprretilber ol et oot e | M/Z 55.80 84.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2043: Pentane, 3-methyl-
57.0
41.0
5000
2.80 3.00 3.20 3.40
07 m/z 40.80 65.02%
Lol 70 seo
O \\‘\\\\’\\\{‘\H\‘}\\\’\\\\‘\H\‘\\\\’\\}\‘\H\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #14583: Hexane, 2,2,3-trimethyl-
57.0
2.80 3.00 3.20 3.40
5000 41.0 m/z 42.80 24.68%
270 71.0
0 14.0 M ‘\ \‘ I ‘ | \“ 85.0 113'0
R R e T S ARRARR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #14604: Pentane, 3-ethyl-2,2-dimethyl-
57.0 2.80 3.00 3.20 3.40
m/z 38.75 18.71%
5000 41.0
27. 71.0
oL 140 \f | “ 1, | 840 99.0 113.0
R A e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070325\
Data File : VX046887.D

Acqg On : 03 Jul 2025 14:58
Operator : JC/MD

Sample : Q2503-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.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 Cyclopentane, methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4,318 45.06 ug/l 1066290  Pentafluorobenzene 5.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 83
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72

4 1H-Tetrazole, 5-methyl- 84 C2H4AN4A 004076-36-2 50
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 43

Abundance Scan 530 (4.318 min): VX046887.D\data.ms (-521) (-) m/z 55.80 100.00%

55.8
40.8
5000 68.8 Jk
R e AREEaRRRE
“ ‘ 83.9 4.00 4.20 4.40 4.60
0l el L myz 40,80 52.09%

miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1646 Cyclohexane
56.0
84.0
5000 41.0

4.00 4.20 4.40 4.60

69.0 m/z 68.75 43.68%
27.0 H
O \\\‘\\\\‘]\-\5\(\)‘\\\‘H‘\\\\‘\\\\‘\‘}‘\‘\\\‘ii\\\\‘\‘\‘\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1683: Cyclopentane, methyl-
56.0
S REmEE R
4.00 4.20 4.40 4.60
5000 410 m/z 54.80  24.89%
84.0
270
180 M ‘ 68.0 ‘
0 ""H"‘mwuu,uwmwm‘wm‘l“,uwmwu
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl-
56.0 4.00 4.20 4.40 4.60

m/z 41.80 22.56%

410
5000
27.0
‘ ‘ 69.0
0 1.0 150 H ‘\ 1l ‘ 840

m/z--> 0 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070325\
Data File : VX046887.D

Acqg On : 03 Jul 2025 14:58

Operator JC/MD

Sample : Q2503-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1
Quant Method
Quant Title : SW846 8260

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

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.M

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
Concentration Rank 3

Peak Number 5 Hexane, 3-methyl-

R.T. EstConc Area Relative to ISTD R.T.
5.843  33.87 ug/l 801442  Pentafluorobenzene 5.562
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 60
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 52
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 50
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 50
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 47
Abundance Scan 780 (5.843 min): VX046887.D\data.ms (-767) (-) m/z 42.75 100.00%
42.8
558 69.8
5000
‘ 82.9
5.60 5.80 6.00 6.20
99.8
0 bl llh oy AT 4125 m/z 55.80  73.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4468: Hexane, 3-methyl-
43.0
5000 57.0 70.0
20.0 5.60 5.80 6.00 6.20
m/z 40.80 72.26%
0 15'0 ‘ ‘\ \‘ 85\)0 109'0
\\‘\\\\‘\\\\‘\\\\‘\\\\"\\\\‘\\\\ {\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3823: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
4l 5.60 5.80 6.00 6.20
5000 0 m/z 69.75 69.79%
83.0
270 ‘ ‘ 98.0
0 H‘M‘WM{HH‘Wm,“\ ‘w“”” ‘m‘m‘wm“,uwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4476: Pentane, 2,3-dimethyl- R R EEERE R
43.0 56.0 5.60 5.80 6.00 6.20
m/z 70.90 61.32%
5000
290 71.0
0 ‘ ‘\ ‘ Il L Il \‘ Il 85‘.0 loolo
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.60 5.80 6.00 6.20

82X070225W.M Sat Jul ©5 01:33:37 2025
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070325\
Data File : VX046887.D

Acqg On : 03 Jul 2025 14:58
Operator : JC/MD

Sample : Q2503-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.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, 1,3-dimethyl-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.166 39.98 ug/l 946190  Pentafluorobenzene 5.562

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 95
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 94
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 93

4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 70
5 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 58

Abundance Scan 833 (6.166 min): VX046887.D\data.ms (-823) (-) m/z 69.75 100.00%

69.8
40.8
5000
wmwm‘mwmw
| ‘ 97.8 5.80 6.00 6.20 6.40
0 “““‘“‘wk‘mm,cuhcwa“ﬂ,“‘w“"}4@5‘ m/z 55.80  79.25%

5000 e
5.80 6.00 6.20 6.40

83.0 m/z 54.80 67.30%

O \1‘0\\ \‘\ ‘ T L‘\ T ‘\ T T \J-\d’().\o\ T ‘ L ’ L
miz--> 80 100 120 140
Abundance #3807. Cyclopentane, 1,3-dimethyl-
70.0
41.

5.80 6.00 6.20 6.40
5000 m/z 40.80 57.95%
“ ‘ 98.0
b mw‘,ww‘,w
m/z--> 80 100 120 140
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-

70.0 5.80 6.00 6.20 6.40
m/z 68.75 28.97%

5000
15.0 ‘ 9?”
0 ““““w“ ,“u“““,““““‘,““

m/z--> 80 100 120 140 5.80 6.00 6.20 6.40

miz--> 0 20 40 60 80 100 120 140
Abundance #3830: Cyclopentane 1,3-dimethyl-, trans-
56.0

82X070225W.M Sat Jul ©5 01:33:38 2025 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070325\
Data File : VX046887.D

Acqg On : 03 Jul 2025 14:58
Operator : JC/MD

Sample : Q2503-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.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 Cyclopentane, 1,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.269 20.70 ug/l 924578  1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 90
2 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 90
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 87
5 Cyclobutanone, 3-ethyl- 98 C6H100 056335-73-0 72
Abundance Scan 850 (6.269 mln) VX046887.D\data.ms (-842) (-) m/z 55.80 100.00%
5!:
5000
82.8
ARAREEEEE SR
6.00 6.20 6.40 6.60
0L BBl L1680 69,75 88.15%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #3807: Cyclopentane, 1,3-dimethyl-
70.0
41.0 /\\‘
5000 \\\‘\\\\‘\\\\‘\\\\’\\\\
6.00 6.20 6.40 6.60
m/z 54.80 68.96%
‘ ‘ 98.0
0 \’HH’\‘M\‘ ’\‘H\\[‘\\\\‘[\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans-
56.0 A
 ARARRREEES SR
6.00 6.20 6.40 6.60
5000 m/z 40.80 62.77%
27.0
83.0
o L
(R e A .
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #3820: Cyclopentane, 1,3-dimethyl-, cis-
56.0 6.00 6.20 6.40 6.60
m/z 68.75 33.15%
5000
27.0 83.0
ETE ,
m/z--> 0 20 40 60 80 100 120 140 160 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070325\
Data File : VX046887.D

Acqg On : 03 Jul 2025 14:58
Operator : JC/MD

Sample : Q2503-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.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 Isopropylcyclobutane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.367 25.99 ug/l 1160600 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 94
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
3 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 87

4 3-Heptene 98 C7H14 000592-78-9 64
5 1-Heptene 98 C7H14 000592-76-7 64

Abundance Scan 866 (6.367 min): VX046887.D\data.ms (-858) (-) m/z 55.80 100.00%

55.8
69.8
40.8
5000
97.8

828 ‘ L L L L L B B

//

“ ‘ 6.00 6.20 6.40 6.60
‘H‘H‘W‘H‘_‘H‘H‘qﬂu‘puM‘HJMuuww‘u‘u‘w‘u‘ m/z 54.80  72.60%

miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0

o

F

5000 27.0 6.00 6.20 6.40 6.60
98.0 m/z 69.75 70.64%
‘ ‘ 83.0 ‘
0 "‘\""\‘H*WHW“NWM “\"”\‘ww“”w””w”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0 L
41.0 0.0 6.00 6.20 6.40 6.60 '
5000 ITI z 40.80 57.48%
27.0 98.0
“ 83.0 ‘
0 1\0\14r0\“\}‘\“ “\"”\‘mw“mw”‘w”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3804: Cyclopentane, 1,2-dimethyl-
56.0 6.00 6.20 6.40 6.60

m/z 68.75 37.01%

41.0 70.0
5000
27.0 83.0 98.0
0 \\\H\‘i‘\” ‘w"“me“”wm‘w””

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60

82X070225W.M Sat Jul ©5 01:33:41 2025 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070325\
Data File : VX046887.D

Acqg On : 03 Jul 2025 14:58
Operator : JC/MD

Sample : Q2503-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.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 Cyclopentane, ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.659 9.03 ug/l 403305 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 93
2 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 43
3 3-Hexene, 2-methyl-, (E)- 98 C7H14 000692-24-0 43
4 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 38
5 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 38
Abundance Scan 1078 (7.659 min): VX046887.D\data.ms (-1071) (-) m/z 68.75 100.00%
68.8
40.8
54.8
5000
‘ 828 97.8 7.40 7.60 7.80 8.00
ObrerrrerrprrerreeeAl el ol L L wiz 67.75 83.62%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3747: Cyclopentane, ethyl-
69.0
41.0
5000 55.0
7.40 7.60 7.80 8.00
270 m/z 40.80 71.55%
: ‘ 830 980
O\\\‘]\-\5\.(\)‘\\\‘}“\\\\i\‘\\\‘\w\‘\‘\\\‘\“\\\\’\‘\\\’\\\!’\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3798: Cyclopropane, 1,1-diethyl-
41.0 69.0
55.0
7.40 7.60 7.80 8.00
5000 m/z 69.70 61.32%
27.0 98.0
5o ‘ ‘ 83.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3795: 3-Hexene, 2-methyl-, (E)-
41.0 69.0 7.40 7.60 7.80 8.00
55.0 m/z 54.75 54.80%
5000
270 98.0
15.0 83.0
0 H“HL“H:ww“WEM‘qﬂlm“mM}H“,H“W“q“‘
m/z--> 10 20 30 40 50 60 70 80 90 100 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070325\
Data File : VX046887.D

Acqg On : 03 Jul 2025 14:58

Operator JC/MD

Sample : Q2503-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.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 Cyclopentane, 1,2,4-trimeth... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
7.781 6.16 ug/1 275286 1,4-Difluorobenzene 6.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 94
2 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 94
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 90
4 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 90
5 2-Heptene, 3-methyl- 112 C8H16 003404-75-9 80
Abundance Scan 1098 (7.781 min): VX046887.D\data.ms (-1090) (-) m/z 69.75 100.00%
69.8
54.8
5000
40.8
| | ‘ g3.9 96.9 1119 7.40 7.60 7.80 8.00 8.20
Obrrprereprerrrreberr bl ettt b | m/z 54.80 73.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0
55.0
5000 \‘HH‘MMHH‘H
41.0 7.40 7.60 7.80 8.00 8.20
27.0 m/z 40.80 28.50%
Or’83.097.(’)112.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0 7.40 7.60 7.80 8.00 8.20
5000 m/z 68.70 24.15%
41.0
27.0 | M | ‘ 830 97.0 112.0
e R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7702: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,
70.0 7.40 7.60 7.80 8.00 8.20
m/z 41.75 18.25%
55.0
5000
41.0
210 97.0 112.0
olaao | | 830 97O 120
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00 8.20

82X070225W.M Sat Jul ©5 01:33:44 2025
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070325\
Data File : VX046887.D

Acqg On : 03 Jul 2025 14:58
Operator : JC/MD

Sample : Q2503-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.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 Cyclopentane, 1,2,3-trimeth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.958 10.61 ug/l 473873  1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 94
2 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 91
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 72
4 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 64
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 53
Abundance Scan 1127 (7.958 min): VX046887.D\data.ms (-1120) (-) m/z 69.70 100.00%
54.8 69.7
40.8
5000
83.8
‘ ‘ ‘ ‘ 96.8 111.9 7.60 7.80 8.00 8.20
0“_‘H‘H‘w“u\ﬁ‘qﬂu‘_MM‘HNMJH‘pJL‘H‘WtH‘_ m/z 54.80 87.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7704: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0
5000 41.0 T T T T T T T TR
7.60 7.80 8.00 8.20
84.0 m/z 55.80 83.84%
27.0 ‘ ‘ ‘ 970 112.0
O\\‘\\\\‘\\\‘\“\\\\“\‘\\\“\H \‘\\\w ‘\\\\‘\‘\\\‘\\\‘\‘\\\\‘!\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7659: Cyclopentane, 1,2,3-trimethyl-
56.0 70.0
7.60 7.80 8.00 8.20
5000 m/z 40.80 52.68%
41.0
84.0 112.0
27.0 ‘ ‘ 97.0
0"WH_H“‘WH““HW‘; et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3819: Cyclopentane, 1,2-dimethyl-, cis- R
56.0 70.0 7.60 7.80 8.00 8.20
41.0 m/z 68.75 42.46%
5000
27.0
83.0 98,0
15.0 ‘ |
0“_‘VW“N“H1lm“WH‘W‘MW‘H‘ww“W“u“u“u“_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070325\
Data File : VX046887.D

Acqg On : 03 Jul 2025 14:58
Operator : JC/MD

Sample : Q2503-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.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 12 Cyclohexane, 1,2-dimethyl- ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.976 9.04 ug/l 447767  Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 97
2 Cyclohexane, 1,2-dimethyl-, trans— 112 C8H16 006876-23-9 96
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 87
4 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 83
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 74
Abundance Scan 1294 (8.976 min): VXO46887[ndmalns(1289)() m/z 96.85 100.00%
54.8 6.8
5000 40.8
68.8 111.9
82.8
‘ ‘ 8.60 8.80 9.00 9.20
0berprerprrrpermle bl el b 3259 gz sa.se 89.55%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0 97.0
41.0
5000 8.60 8.80 9.00 9.20
27.0 69.0 112.0 . ’ : . o
M ‘ ‘ 83.0 m/z 40.80 46.47%
O H\‘\H\‘HH’HH’\‘H\“\‘H‘\‘HH‘HH‘\MH‘H\MHH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
R ABRaREEE
410 8.60 8.80 9.00 9.20
5000 m/z 55.85 36.37%
270 69.0 112.0
[
0“wH‘w‘Hw‘uwwu‘ﬂhhwHW¢‘HMMH‘HJ‘HH‘m‘WH‘W‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7685: Cyclohexane, 1,3-dimethyl-, trans- R AR REEE R
55.0 97.0 8.60 8.80 9.00 9.20
m/z 68.75 35.95%
5000 41.0
112.0
27.0 69.0
T
0“WH‘wH‘WH‘WHH‘NH‘HM‘HH‘HH‘HHM‘HM‘H_‘H_‘ L e ey
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070325\
Data File : VX046887.D

Acqg On : 03 Jul 2025 14:58
Operator : JC/MD

Sample : Q2503-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.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 13 Cyclohexane, 1,3-dimethyl-,... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.104 6.22 ug/1 308262 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 96
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 94
3 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 94
4 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 94
5 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 94
Abundance Scan 1315 (9.104 min): VX046887.D\data.ms (-1305) (-) m/z 96.90 100.00%
54.8 96.9
5000 4o 1119
68.8
H ‘ M 828 8.80 9.00 9.20 9.40
o‘H‘HH‘m‘,‘WNWmm”MMWLw“‘kwwm‘_ m/z 54.80 91.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7682: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 41.0
112.0 8.80 9.00 9.20 9.40
270 69.0 m/z 111.90  37.98%
H 83.0
O\H‘HH‘\H\’\\H‘\‘\H“\‘\\‘\‘H\M\l\\\\“\H\\‘\\‘\1‘\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7676: Cyclohexane, 1,3- dwneﬂwL cis-
55.0 97.0
A
8.80 9.00 9.20 9.40
m/z 40.80 34.88%
5000 41.0
112.0
27.0 69.0
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7675: Cyclohexane, 14-dnneﬂwL cis- R EaE e A
55.0 97.0 8.80 9.00 9.20 9.40
m/z 55.90 25.75%
5000 410 112.0
27.0 69.0 g3
om‘HH_HH,"‘M“H_‘:!M‘HHH‘Hww‘l‘wm!www y A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070325\
Data File : VX046887.D

Acqg On : 03 Jul 2025 14:58
Operator : JC/MD

Sample : Q2503-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.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 14 Cyclohexane, ethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.561 6.45 ug/1 319287 Chlorobenzene-d5 10.055

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 95
2 2-Hexene, 2,3-dimethyl- 112 C8H16 007145-20-2 58
3 3,4-Dimethyl-2-hexene 112 C8H16 002213-37-8 58
4 Oxalic acid, cyclohexyl dodecyl ... 340 C20H3604 1000309-31-4 53
5 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 53

Abundance Scan 1390 (9.561 min): VX046887.D\data.ms (-1386) (-) m/z 82.85 100.00%

82.8
54.8
5000 408 J
111.8 WA :
8.8 9.50
Ol el ol it 990 L m/z S48 77.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7532: Cyclohexane, ethyl-
55.0 83.0
5000 =t
41.0 20 9.50
' m/z 81.80 46.98%
27.0 ‘ 69.0
OH‘HH‘\HM‘\H\“‘\‘\\\“\H\H‘H‘\}‘i\\\‘\“\H\‘HH‘HH‘\‘\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7594: 2-Hexene, 2,3-dimethyl-
55.0 83.0
T
9.50
5000 41.0 m/z 40.80 40.00%
69.0 112.0
270 | 97.0
Obverrrrrrr et il e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7556: 3,4-Dimethyl-2-hexene R ‘
55.0 9.50
83.0 m/z 111.85  23.59%
5000
41.0
27.0 112.0
Y O .
S 1 HEH | MM U M P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX070325\

: VX046887.D
: 03 Jul 2025 14:58

JC/MD

: Q2503-02
: 5.0mL/MSVOA_X/WATER
: 20 Sample Multiplier: 1

d
. SW846 8260

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

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.M

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 15 Benzene, 2-ethyl-1,4-dimethyl-

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.610 6.43 ug/1 328364 1,4-Dichlorobenzene-d4 12.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 94
3 o-Cymene 134 C1eH14 000527-84-4 94
4 p-Cymene 134 C1eH14 000099-87-6 93
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 91

Abundance Scan 1890 (12.610 min): VX046887.D\data.ms (-1882) (- m/z 118.85 100.00%
118.8
5000
90.8
38 648 | 1349 12.50 13.00
1 A R PN ] e M m/z 133.90  28.34%
miz--> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 Ajk T T
12.50 13.00
90.75 18.52%
39.0 91.0 m/z
15.0 ‘ 65.0 ‘ ‘ 135.0
0\\\‘\ T \‘\ T “‘\ \“\M\ ‘H‘\ T \‘H‘ T “1‘\ \N ' T
miz--> 20 40 60 80 100 120 140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
Pty —
12.50 13.00
5000 m/z 119.90 10.04%
91.0
PNELT IO AT .
m/iz--> 20 40 60 80 100 120 140 A
Abundance #16998: 0-Cymene N o ‘ fh‘
119.0 12.50 13.00
m/z 104.85 9.93%
5000
91.0
olaso B 00 L 1O
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\VX070325\
Data File : VX046887.D

Acqg On : 03 Jul 2025 14:58
Operator : JC/MD

Sample : Q2503-02

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X070225W.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, 2,3-dim... 2.800 8.1 wug/l 192344 1 5.562 1183250 50.0
Pentane, 2-methyl-  2.843 29.4 ug/l 696670 1 5.562 1183250 50.0
Pentane, 3-methyl- 3.117 25.4 wug/l 599952 1 5.562 1183250 50.0
Cyclopentane, m... 4.318 45.1 wug/l 10662990 1 5.562 1183250 50.0
Hexane, 3-methyl- 5.843 33.9 wug/l 801442 1 5.562 1183250 50.0
Cyclopentane, 1... 6.166 40.0 ug/l 946190 1 5.562 1183250 50.0
Cyclopentane, 1... 6.269 20.7 wug/l 924578 2 6.769 2232970 50.0
Isopropylcyclob... 6.367 26.0 ug/l 1160600 2 6.769 2232970 50.0
Cyclopentane, e... 7.659 9.0 wug/l 403305 2 6.769 2232970 50.0
Cyclopentane, 1... 7.781 6.2 ug/l 275286 2 6.769 2232970 50.0
Cyclopentane, 1... 7.958 10.6 wug/l 473873 2 6.769 2232970 50.0
Cyclohexane, 1,. 8.976 9.0 ug/l 447767 3 10.055 2476290 50.0
Cyclohexane, 1,... 9.104 6.2 ug/l 308262 3 10.055 2476290 50.0
Cyclohexane, et... 9.561 6.5 ug/l 319287 3 10.055 2476290 50.0
Benzene, 2-ethy... 12.610 6.4 ug/l 328364 4 12.018 2551460 50.0
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