LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@82525\
Data File : VN@87658.D

Acqg On : 25 Aug 2025 15:22
Operator : JC\MD

Sample : Q2920-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 13  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_N\methods\82N©82125W.M

Title : SW846 8260

Signal : TIC: VN@87658.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.689 117 125 131 rBvV2 10034 20778 1.30% 0.187%
2 3.265 217 223 232 rVB2 18087 38966 2.43% 0.352%
3 4.418 411 419 421 rBV4 11601 24775 1.54% 0.224%
4 5.259 551 562 569 rBV3 23582 82455 5.14% 0.744%
5 5.800 641 654 667 rBV3 30212 106216 6.62% ©0.958%
6 7.059 859 868 874 rBV7 8182 23987 1.50% 0.216%
7 7.206 884 893 901 rBv4 25528 74912 4.67% 0.676%
8 7.312 904 911 921 rVB6 13153 38724  2.41% 0.349%
9 7.477 929 939 944 rBV5 10115 23645 1.47% 0.213%
10 7.988 1014 1026 1037 rVB4 12781 37591 2.34% 0.339%
11  8.153 1044 1054 1058 rBV 211071 495050 30.86% 4.467%
12 8.206 1058 1063 1074 rVV 267736 654720 40.82% 5.908%
13 8.312 1074 1081 1090 rVB 77836 188948 11.78% 1.705%
14  8.488 1105 1111 1117 rVV6 21314 54179 3.38% 0.489%
15 8.565 1117 1124 1136 rVV 242611 560268 34.93% 5.056%
16 8.694 1136 1146 1148 rVV5 29959 71851 4.48% 0.648%
17 8.741 1148 1154 1165 rVW2 66990 207937 12.96% 1.876%
18 8.835 1165 1170 1180 rVB4 29557 65288 4.07% 0.589%
19 8.953 1180 1190 1197 rBV4 8743 21667 1.35% 0.196%
20 9.082 1203 1212 1223 rBV 507469 1055756 65.82% 9.527%
21  9.541 1281 1290 1300 rBV7 59851 197017 12.28% 1.778%
22 9.624 1300 1304 1312 rVV3 34444 67454 4.21% 0.609%
23 9.706 1312 1318 1325 rVB4 8025 16697 1.04% 0.151%
24 9.847 1329 1342 1349 rBV4 49862 127165 7.93% 1.148%
25 9.994 1359 1367 1375 rVB2 74699 155134 9.67% 1.400%
26 10.129 1381 1390 1396 rBV2 80063 178679 11.14% 1.612%
27 10.312 1412 1421 1428 rBV3 35376 81371 5.07% ©.734%
28 10.471 1442 1448 1453 rVB3 22507 39274  2.45%  0.354%
29 10.547 1453 1461 1469 rBV 853268 1603971 100.00% 14.474%
30 10.723 1485 1491 1499 rVB4 40117 93786 5.85% 0.846%
31 10.835 1499 1510 1513 rBV4 10927 28646 1.79%  0.259%
32 10.894 1514 1520 1526 rVB2 62654 114388 7.13% 1.032%
33 10.982 1529 1535 1541 rBV3 56427 114418 7.13% 1.033%
34 11.371 1590 1601 1606 rBV7 26536 56486 3.52% 0.510%
35 11.447 1606 1614 1620 rBV4 21248 49048 3.06% ©0.443%
36 11.506 1620 1624 1629 rVB5 10572 17473 1.09% 0.158%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@82525\
Data File : VN@87658.D

Acqg On : 25 Aug 2025 15:22
Operator : JC\MD

Sample : Q2920-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 13  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_N\methods\82N©82125W.M
Title : SW846 8260
37 11.653 1644 1649 1660 rvVB5 20856 45829 2.86% 0.414%
38 11.847 1674 1682 1693 rBV 730029 1318109 82.18% 11.895%
39 11.947 1693 1699 1703 rWW3 22925 50313 3.14% 0.454%
40 11.982 1703 1705 1710 rVV5 12317 16565 1.03% 0.149%
41 12.041 1710 1715 1718 rVV6 13231 25783 1.61% ©.233%
42 12.100 1721 1725 1736 rVB1o 16907 51630 3.22% 0.466%
43 12.259 1746 1752 1758 rVB5 10038 19549 1.22% 0.176%
44 12.347 1760 1767 1768 rBV3 15368 23398 1.46% 0.211%
45 12.559 1797 1803 1809 rVB5 25319 49580 3.09% 0.447%
46 12.676 1818 1823 1829 rVB2 37972 66422 4.14% 0.599%
47 12.829 1842 1849 1859 rBV 546508 969721 60.46% 8.751%
48 12.912 1859 1863 1869 rvB7 12355 22462 1.40% 0.203%
49 13.012 1872 1880 1886 rBV 54598 103117 6.43% 0.931%
50 13.394 1941 1945 1951 rBV7 8344 16696 1.04% 0.151%
51 13.582 1971 1977 1983 rVB4 25603 57891 3.61% ©.522%
52 13.770 2002 2009 2023 rBV 716351 1264586 78.84% 11.412%
53 13.929 2031 2036 2040 rBV 19482 30972 1.93% 0.279%
54 13.970 2040 2043 2048 rVV3 19189 30856 1.92% 0.278%
55 14.094 2059 2064 2072 rVB7 16736 30906 1.93% 0.279%
56 14.423 2114 2120 2125 rVB3 27260 45020 2.81% 0.406%
57 14.511 2128 2135 2140 rVB9 16429 36675 2.29% 0.331%
58 14.629 2154 2155 2163 rVB6 11879 16812 1.05% ©.152%
Sum of corrected areas: 11081612
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82525\
Data File : VN@87658.D

Acqg On : 25 Aug 2025 15:22
Operator : JC\MD

Sample : Q2920-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©82125W.M
Quant Title : SW846 8260

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

Abundance TIC: VN087658.D\data.ms
800000

700000
600000
500000
400000
300000
200000
100000
2.689 3.265 4.418 5.259 5.800
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Abundance TIC: VN087658.D\data.ms

10.547
800000 F

11.¢
700000
600000
9.082
500000

400000
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200000

100000

7.056-29817 477

8.741 9.541, g 843994129 Jof04e2
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= — e AT e L A A S I e T A
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Abundance TIC: VN087658.D\data.ms
800000

13.770
700000

600000 12.829
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100000 13.012
P02 SN2 017 133040582 | (1398W00s  1428PRisoo
T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T

T ‘ T ‘ T T ‘ T T ‘ T T ‘ T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82525\
Data File : VN@87658.D

Acqg On : 25 Aug 2025 15:22
Operator : JC\MD

Sample : Q2920-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©82125W.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 7
R.T. EstConc Area Relative to ISTD R.T.
5.259 6.30 ug/1 82455  Pentafluorobenzene 8.212

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 64
3 1-Pentene 70 C5H1e 000109-67-1 33
4 2-Oxetanone, 4-methylene- 84 C4H402 000674-82-8 9
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 9

Abundance Scan 562 (5.259 min): VN087658.D\data.ms (-551) (-) m/z 43.00 100.00%

43.0
5000 J\
71.0 R SRR S ——
54.9 86.1 5.00 5.20 5.40 5.60
O b e e e e m/z 41.95 74.77%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2056: Butane, 2,3-dimethyl-
43.0

5000 BT S SRS -
5.00 5.20 5.40 5.60

71.0 m/z 41.00 42.19%

27.0
86.0
O\\‘\J-\S\O\‘\\\‘\“\\\\‘f‘\\‘\55;(\)‘\\\\‘!\\\‘\\1\‘\\\
m/z--> 10 20 40 50 60 70 80 90
Abundance #2045: Pentane, 2-methyl-
43.0

5.00 5.20 5.40 5.60

5000 710 m/z 71.80 21.43%
2.0 57.0
86.0
ol 150 “‘35.0‘“ I , |
H_m_m_m‘m_m_m_m_m‘m
miz--> 10 20 30 40 70 80 90
Abundance #629: 1-Pentene ! N
42.0 5.00 5.20 5.40 5.60

m/z 39.00 18.87%

55.0
5000 70.0
29.0
so ||
0 \w\\\\‘\\»‘\\\\}H\\‘W\l\w\\\y\\\w\\\\‘\\

miz--> 10 40 50 60 70 80 90 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82525\
Data File : VN@87658.D

Acqg On : 25 Aug 2025 15:22
Operator : JC\MD

Sample : Q2920-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©82125W.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, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.800 8.11 ug/1 106216  Pentafluorobenzene 8.212

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 72
2 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 64
3 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 50

4 2,4-Dimethyl-1-hexene 112 C8H16 016746-87-5 45
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 45

Abundance Scan 654 (5.800 min): VN087658.D\data.ms (-641) (-) m/z 57.10 100.00%

57.1
5000 j\
w‘\\\\‘\\\\‘\\\\‘\\\\‘\\
5.40 5.60 5.80 6.00 6.20
s a
O e L LT L S m/z 56.00 91.64%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2050: Pentane, 3-methyl-
57.0
29.0
5000 B RRRR R E s s e

5.40 5.60 5.80 6.00 6.20
m/z 41.00 82.06%

0 2860
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #59091: Decane, 2,2,3-trimethyl-
57.0 /V\,\\
5‘405505‘806‘006‘20
5000 ITI z 43.00 27.28%
29.0 i
0 *\HHM‘H‘\“W‘ \“‘8\5‘0\1\2?0\\1690\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14571: Hexane, 2,2,3-trimethyl-
57.0 5.40 5.60 5.80 6.00 6.20

m/z 38.90  26.21%

5000
29.0
85.0 113.0
1 S ] R —

e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82525\
Data File : VN@87658.D

Acqg On : 25 Aug 2025 15:22
Operator : JC\MD

Sample : Q2920-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©82125W.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 Hexane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.206 5.72 ug/1 74912  Pentafluorobenzene 8.212

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2-methyl- 100 C7H16 000591-76-4 59
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 59
3 .alpha.-Amino-.gamma.-butyrolactone 101 C4H7NO2 001192-20-7 45
4 Hydroperoxide, hexyl 118 C6H1402 004312-76-9 43
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 38
Abundance Scan 893 (7.206 min): VN087658.D\data.ms (-884) (-) m/z 43.10 100.00%
3.1
5000
85.1
‘ 207.2 6.80 7.00 7.20 7.40 7.60
bl e e m/z 57.10 0 87.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4467: Hexane, 2-methyl-
43.0
5000 A‘\\\\‘\\\A\‘\\/\\\‘\\\\’\\
85.0 6.80 7.00 7.20 7.40 7.60
m/z 40.95 61.44%
O %I-\!:_)\.‘O\H\\“‘\\\“\‘\\‘\\‘}‘\\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4480: Pentane, 2,4-dimethyl-
43.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 56.00 55.15%
85.0
0 150 H ‘ I Al L
AL o B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4537 .alpha.-Amino-.gamma.-butyrolactone ettt
43.0 6.80 7.00 7.20 7.40 7.60
m/z 38.90 36.42%
5000
0 15.0 alll_all 73'0 10\1.0
A e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82525\
Data File : VN@87658.D

Acqg On : 25 Aug 2025 15:22
Operator : JC\MD

Sample : Q2920-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©82125W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Pentane, 2,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.312 14.43 ug/l 188948  Pentafluorobenzene 8.212

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 50
3 1-Pentanol, 2,3-dimethyl- 116 C7H160 010143-23-4 45
4 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 42
5 Octane, 2,2-dimethyl- 142 C10H22 015869-87-1 40

Abundance Scan 1081 (8.312 min): VN087658.D\data.ms (-1074) (-) m/z 56.00 100.00%

56.0
5000 /\

‘ ‘851 8.00 8.20 8.40 8.60
[

el 20T s 4305 96.62%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4483: Pentane, 2,3-dimethyl-
56.0

5000 ‘w“‘w“‘w“‘w“‘w
29.0 8.00 8.20 8.40 8.60

m/z 41.00 78.04%

‘ | 8?0
\\\‘\‘\‘\\\‘}\‘\“\\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14565: Heptane, 2,2-dimethyl-
57.0

8.00 8.20 8.40 8.60

o

o

5000 ITI/Z 57.10 69.53%
29.0
L s
OF b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9508: 1-Pentanol, 2,3-dimethyl- Ry
43.0 8.00 8.20 8.40 8.60
m/z 71.10 44.81%
69.0
5000
98 0
ol5h /\NA,
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82525\
Data File : VN@87658.D

Acqg On : 25 Aug 2025 15:22
Operator : JC\MD

Sample : Q2920-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©82125W.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 unknown8.741 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.741 9.85 ug/l 207937 1,4-Difluorobenzene 9.082

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 45
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 45
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 38
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 36
5 2,2-Dimethyl-3-pentanol, heptafl... 312 C11H15F702 1000364-14-4 23
Abundance Scan 1154 (8.741 min): VN087658.D\data.ms (-1148) (-) m/z 57.00 100.00%
57.0
5000
99.1 206.¢ 8.40 8.60 8.80 9.00
Ol prrrrperrelbet bbb SR e 0 | m/z 56.05  27.66%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0 /qJK
8.40 8.60 8.80 9.00
290‘ m/z 40.95 22.28%
99.0
O \2‘.\()\\‘\‘\‘\‘\\“‘\\\H‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8654: Hexane, 2,2-dimethyl-
57.0
8.40 8.60 8.80 9.00
5000 m/z 43.00 10.23%
29.0
‘ ‘ 99.0
L A
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0 8.40 8.60 8.80 9.00
m/z 99.10 8.00%
5000
29.0 H
0 ‘2"9“““;‘H“uHHW‘w"?‘9\'9"‘_m‘w_ww_m ST S R
m/z--> 0 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82525\
Data File : VN@87658.D

Acqg On : 25 Aug 2025 15:22
Operator : JC\MD

Sample : Q2920-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©82125W.M
Quant Title : 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 6 Cyclopentane, 1,1,3-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.541 9.33 ug/l 197017 1,4-Difluorobenzene 9.082
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 92
2 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 58
3 Isopropylcyclobutane 98 C7H14 000872-56-0 52
4 2-Hexene, 5-methyl-, (E)- 98 C7H14 007385-82-2 49
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 46
Abundance Scan 1290 (9.541 min): VN087658.D\data.ms (-1281) (-) m/z 55.10 100.00%
55.1
41.0
70.1
5000 83.0 979
. SN T
‘ ‘ ‘ 112.1 9.50
0 el el gz se.ee 89.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7660: Cyclopentane, 1,1,3-trimethyl-
55.0
41.0 /\
83.0 J\
5000 97.0 Lo /\~ e
27.0 9:50
m/z 40.95 62.97%
‘ ‘ 112.0
O \\‘\\\\‘\\\\‘\\\}}\‘\\\i‘\‘\\\‘\\\‘1‘\\\\“‘\1\\‘\\\\‘\\\\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3738: 1-Hexene, 3-methyl-
55.0
410 69.0 RPN ‘
9.50
5000 27.0 m/z 70.10 54.72%
83.0 98.0
B NN N SRS E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 /ka
Abundance #3746: Isopropylcyclobutane T ‘
56.0
41.0 9.50
m/z 57.00 51.94%
70.0
5000 27.0
98.0
\ L= ] My
0 H‘H‘w‘mlw‘m}m‘wﬂlL_‘mpu‘wﬂu‘_‘u‘u‘w‘u‘_ A 4“?/}
m/z--> 10 20 30 40 50 60 70 80 90 100 110 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82525\
Data File : VN@87658.D

Acqg On : 25 Aug 2025 15:22
Operator : JC\MD

Sample : Q2920-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©82125W.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, 1,2,4-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.847 6.02 ug/l 127165 1,4-Difluorobenzene 9.082
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 90
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 86
3 Heptane, 3-methylene- 112 C8H16 001632-16-2 80
4 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 72
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 002613-69-6 72
Abundance Scan 1342 (9.847 min): VN087658.D\data.ms (-1329) (-) m/z 70.00 100.00%
550 /0.0
5000 410 f‘k\/\
‘ | ‘ 830 97.0 1120 9.50 10.00
Ot bl b T myz 55,00 86.05%
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
5000
950 1000
41.0 m/z 41.00 37.66%
70 || | L s 570 e
O\\\‘H\\’\\\\‘\\H‘\H\‘H\‘\‘\\\\ \\H‘\H\\\‘H\\’\\\\‘\\H‘\
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
[/\\
55.0 9.50 10.00
5000 m/z 39.00 27 .00%
41.0
210 ‘ 97.0 112.0
o240 il ) 830,50 220
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7563: Heptane, 3-methylene- A
55.0 70.0 950 1000
m/z 69.00 26.70%
5000 41.0
27.0 112.0
83.0 :
Ot 909
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 1000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©82525\
Data File : VN@87658.D

Acqg On : 25 Aug 2025 15:22
Operator : JC\MD

Sample : Q2920-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©82125W.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 Heptane, 4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.994 7.35 ug/1 155134  1,4-Difluorobenzene 9.082

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-methyl- 114 C8H18 000589-53-7 72
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 64
3 3,3-Dimethyl-2-pentanol 116 C7H160 019781-24-9 64

4 1-Heptene, 4-methyl- 112 C8H16 013151-05-8 53
5 3-Methylheptyl acetate 172 C10H2002 072218-58-7 50

Abundance Scan 1367 (9.994 min): VN087658.D\data.ms (-1359) (-) m/z 43.00 100.00%

43.0
71.1
5000 //W
56.1 . WPASEY
| ‘H |, 841 971 1121 10.00 .
Ot gl et e e m/z 71.10 78.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8635: Heptane, 4-methyl-
43.0
71.0
5000 M T /\\M\‘\ T T T /\
10.00
m/z 70.10  73.39%
290 57.0 85.0
0 \‘\ H 1° 99.0 1140
\\‘H\\’\\\\‘\\H‘\H\‘\\\\’\\\1‘\\\\‘\1\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0 /\‘L\/\ /\
AVAWAVA WIS
71.0 10.00
5000 m/z 40.95 52.87%
27.0
Do ] 1140
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9502: 3,3-Dimethyl-2-pentanol r el
43.0 70.0 10.00
m/z 55.00  45.26%
5000
27.0 57.0 87.0
(o
) SRS VS 1MEE 18 S S NEVANAY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@82525\
Data File : VN@87658.D

Acqg On : 25 Aug 2025 15:22

Operator JC\MD

Sample : Q2920-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@82125W.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 9 Pentane, 2,3,3-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.129 8.46 ug/1l 178679 1,4-Difluorobenzene 9.082
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 64
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
3 1-Hexene, 4,5-dimethyl- 112 C8H16 016106-59-5 53
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 53
5 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 50

Abundance Scan 1390 (10.129 min): VN087658.D\data.ms (-1381) (- | m/z 43.10 100.00%
43.1
71.1
5000 \M\
Pl LA ANy
“ | 99.2 10.00 10.50
ol m/z 71.18  60.69%
miz--> 0 20 40 60 80 100 120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 (EVAWAY, ‘/\f{\‘
10.00 10.50
270 m/z 70.10 57.05%
oL 20 A ‘ 99.0 1340
\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 20 60 80 100 120
Abundance #14574: Hexane, 2,3,4-trimethyl-
43.0 /\/\
10.00 10.50
5000 710 m/z 41.00 45.67%
27.0
SR 0 I
miz--> 0 20 40 60 80 100 120
Abundance #7590: 1-Hexene, 4,5-dimethyl-
43.0 1000 1050
m/z 57.00  39.24%
71.0
5000
27.0
0 12.0 ‘\‘ Al ‘\‘\ \“ 9701120 Mj\ A
B e
m/z--> 0 20 40 60 100 120 10,00 10,50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@82525\
Data File : VN@87658.D

Acqg On : 25 Aug 2025 15:22
Operator : JC\MD

Sample : Q2920-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©82125W.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... 5.259 6.3 ug/l 82455 1 8.212 654720 50.0
Pentane, 3-methyl- 5.800 8.1 ug/l 106216 1 8.212 654720 50.0
Hexane, 2-methyl- 7.206 5.7 ug/l 74912 1 8.212 654720 50.0
Pentane, 2,3-di... 8.312 14.4 ug/l 188948 1 8.212 654720 50.0
unknown8.741 8.741 9.8 ug/l 207937 2 9.082 1055760 50.0
Cyclopentane, 1... 9.541 9.3 ug/l 197017 2 9.082 1055760 50.0
Cyclopentane, 1... 9.847 6.0 ug/l 127165 2 9.082 1055760 50.0
Heptane, 4-methyl- 9.994 7.3 ug/l 155134 2 9.082 1055760 50.0
Pentane, 2,3,3-... 10.129 8.5 ug/l 178679 2 9.082 1055760 50.0
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