LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61225\
Data File : VN@86991.D

Acqg On : 12 Jun 2025 20:26

Operator : JC\MD

Sample : Q2268-03

Misc : 5.0mL/MSVOA_N/WATER MW-2-20250605

ALS Vvial : 26 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\82N060625W.M

Title : SW846 8260

Signal : TIC: VN@86991.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.283 216 226 243 rBV 371698 913370 5.62% 0.757%
2 3.671 281 292 306 rBV3 109679 303833 1.87% 0.252%
3 4.448 411 424 443 rBV3 65705 237017 1.46% 0.196%
4 5.300 556 569 572 rBV2 154996 457292  2.82% ©.379%
5 5.371 573 581 614 rVB4 334537 1671270 10.29% 1.384%
6 5.836 644 660 681 rBV3 475611 1709715 10.53% 1.416%
7 6.336 733 745 761 rBV 78394 244855 1.51% 0.203%
8 6.677 785 803 815 rBv2 129833 400523  2.47% 0.332%
9 6.812 815 826 836 rBvV 84331 268523 1.65% 0.222%
10 7.100 864 875 890 rBv4 106442 335312 2.06% ©0.278%
11  7.341 906 916 936 rVW 717065 2204689 13.57% 1.826%
12 8.018 1024 1031 1039 rVB2 147336 361545 2.23% 0.300%
13 8.177 1049 1058 1062 rBV 196144 484341 2.98% 0.401%
14 8.236 1062 1068 1071 rBV 348096 750752 4.62% 0.622%
15 8.336 1080 1085 1096 rVB3 223983 589909 3.63% 0.489%
16 8.453 1096 1105 1112 rBV 156938 361912 2.23% ©0.300%
17 8.612 1121 1132 1143 rBV 1272478 3283618 20.21% 2.720%
18 8.736 1143 1153 1156 rBvV4 267768 698131 4.30% 0.578%
19 8.788 1157 1162 1170 rVB3 381115 975215 6.00% 0.808%
20 8.865 1170 1175 1183 rVB 133737 300454 1.85% 0.249%
21 8.947 1183 1189 1204 rVB3 64590 194677 1.20% 0.161%
22 9.106 1204 1216 1224 rBV2 774599 1881648 11.58% 1.559%
23 9.341 1249 1256 1260 rBV 107964 215479 1.33% 0.179%
24  9.388 1260 1264 1281 rVB2 91827 197182 1.21% 0.163%
25 9.606 1281 1301 1318 rBV2 483989 1614423 9.94% 1.337%
26 9.782 1325 1331 1337 rVB 126909 239588 1.47% 0.198%
27 9.941 1351 1358 1360 rBvV2 102631 185804 1.14% 0.154%
28 10.018 1367 1371 1379 rVB3 95820 202860 1.25% 0.168%
29 10.106 1379 1386 1390 rBV 312729 608542 3.75% 0.504%
30 10.153 1390 1394 1400 rVB2 149648 282104 1.74% 0.234%

31 10.347 1417 1427 1431 rBV7 61024 187211 1.15%
32 10.453 1440 1445 1450 rBV 193848 327575 2.02%
33 10.571 1457 1465 1471 rBV 902019 1683866 10.37%
34 10.629 1471 1475 1482 rVB 145124 285272 1.76%
35 10.759 1488 1497 1507 rVV5 103275 276983 1.71%
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36 10.988 1529 1536 1546 rVB2 171558 462356 2.85% 0.383%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61225\
Data File : VN@86991.D

Acqg On : 12 Jun 2025 20:26

Operator : JC\MD

Sample : Q2268-03

Misc : 5.0mL/MSVOA_N/WATER MW-2-20250605

ALS Vvial : 26 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\82N060625W.M
Title : SW846 8260

37 11.871 1678 1686 1693 rVV 720564 1368369  8.42% 1.134%
38 11.965 1694 1702 1712 rVV 7979810 13515388 83.20% 11.196%
39 12.076 1712 1721 1734 rVB 8746624 16244257 100.00% 13.457%
40 12.400 1765 1776 1786 rBV 184394 345954  2.13% 0.287%

41 12.694 1819 1826 1838 rVB 831173 1372239  8.45% 1.137%
42 12.847 1845 1852 1863 rVB 498849 884833 5.45% 0.733%
43 13.035 1871 1884 1890 rBV 1671229 2759249 16.99%  2.286%
44 13.129 1890 1900 1904 rVV 1594589 2955237 18.19%  2.448%
45 13.171 1904 1907 1915 rVB 1554638 2400911 14.78%  1.989%
46 13.335 1928 1935 1944 rVB 1838051 3006185 18.51% 2.490%
47 13.482 1947 1960 1974 rBV 5340556 8661297 53.32% 7.175%
48 13.612 1974 1982 1987 rBV3 111347 275753 1.70% ©.228%
49 13.818 2006 2017 2033 rVB2 2259201 4991994 30.73% 4.135%
50 13.953 2033 2040 2042 rBV 650034 1063715 6.55% ©0.881%
51 13.994 2042 2047 2063 rVV 4923028 9239166 56.88% 7.654%
52 14.118 2063 2068 2073 rVB 121332 196335 1.21% 0.163%
53 14.182 2073 2079 2084 rBV2 386193 634665 3.91% ©.526%
54 14.241 2084 2089 2092 rVV 309357 512778 3.16% ©.425%
55 14.270 2092 2094 2098 rVV 215810 290239 1.79%  ©.240%
56 14.329 2098 2104 2110 rVV 1440341 2237361 13.77% 1.853%
57 14.394 2110 2115 2118 rVV 354877 568236 3.50% 0.471%
58 14.441 2118 2123 2131 rVB2 1328012 2308590 14.21% 1.912%
59 14.570 2140 2145 2151 rVB2 150333 257275 1.58% 0.213%
60 14.653 2151 2159 2163 rBV 900426 1523492 9.38% 1.262%
61 14.694 2163 2166 2170 rVV 478179 688486 4.24% 0.570%
62 14.923 2200 2205 2211 rBV 1011543 1691744 10.41% 1.401%
63 15.053 2217 2227 2233 rBV2 1653504 3583927 22.06% 2.969%
64 15.117 2233 2238 2247 rVV3 158365 326974 2.01% 0.271%
65 15.206 2247 2253 2261 rVV2 291876 554137 3.41% ©.459%
66 15.317 2261 2272 2277 rVV3 289735 796783 4.91% 0.660%
67 15.359 2277 2279 2284 rVV2 124963 191716 1.18% ©.159%
68 15.435 2284 2292 2302 rVB2 230050 592803 3.65% ©.491%
69 15.635 2312 2326 2338 rBV 3486683 6941827 42.73% 5.751%
70 15.747 2338 2345 2350 rVV 240521 507527 3.12% 0.420%
71 15.941 2371 2378 2387 rBV 106977 213795 1.32% ©.177%
72 16.123 2400 2409 2420 rBV 63128 198290 1.22% 0.164%

73 16.776 2512 2520 2522 rBV 793897 1415990 8.72% 1.173%

Sum of corrected areas: 120715363
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61225\
Data File : VN@86991.D

Acqg On : 12 Jun 2025 20:26

Operator : JC\MD

Sample : Q2268-03

Misc ¢ 5.0mL/MSVOA_N/WATER MW-2-20250605

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82NO60625W.M
Quant Title : SW846 8260

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

Abundance TIC: VN086991.D\data.ms
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1000000
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Abundance TIC: VN086991.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61225\
Data File : VN@86991.D

Acqg On : 12 Jun 2025 20:26

Operator : JC\MD

Sample : Q2268-03

Misc ¢ 5.0mL/MSVOA_N/WATER MW-2-20250605

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82NO60625W.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 6
R.T. EstConc Area Relative to ISTD R.T.
3.283 60.83 ug/l 913370  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Pentane 72 C5H12 000109-66-0 43
3 1,1-Diisobutoxy-butane 202 C12H2602 013002-16-9 27
4 3-Buten-1-ol 72 C4H80 000627-27-0 25
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 17
Abundance Scan 226 (3.283 min): VN086991.D\data.ms (-216) (-) m/z 42.95 100.00%
43.0
5000 /\
“W‘H‘W“W‘H‘_‘H
‘ 72.1 3.00 3.20 3.40 3.60
Ot 20T /7 42,00 88.51%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #813: Butane, 2-methyl-
43.0
5000 \\\‘\\\\’\\\\‘\\\\‘\\\\

3.00 3.20 3.40 3.60
15.0 L m/z 41.00 82.73%

‘\\ J 720
\‘\\\\‘\\\\ \‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane
43.0

3.00 3.20 3.40 3.60

o

5000 m/z 57.00 82.28%
72.0
L1
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #77825: 1,1-Diisobutoxy-butane AR AAREaRE T
57.0 3.00 3.20 3.40 3.60

m/z 56.00  28.69%

29.0
5000

m/z--> 0 20 40 60 80 100 120 140 160 180 200 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61225\
Data File : VN@86991.D

Acqg On : 12 Jun 2025 20:26

Operator : JC\MD

Sample : Q2268-03

Misc ¢ 5.0mL/MSVOA_N/WATER MW-2-20250605

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82NO60625W.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 9
R.T. EstConc Area Relative to ISTD R.T.
5.300 30.46 ug/l 457292  Pentafluorobenzene 8.230

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 50
3 1,2,3-Trimethyldiaziridine 86 C4H1ON2 113604-56-1 38
4 Pentane 72 C5H12 000109-66-0 36
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 12
Abundance Scan 569 (5.300 min): VN086991.D\data.ms (-556) (-) m/z 43.00 100.00%
43.0
5000
71.1
R R
‘ 5.00 5.20 5.40 5.60
ol e e 2070 nyz 42,00 85.33%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2054: Butane, 2,3-dimethyl-
43.0
5000

5.00 5.20 5.40 5.60
m/z 41.00 37.04%

71.0
15.0‘ ‘
O \‘\\\‘1‘\}‘\\i‘\\\‘\’\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2042: Pentane, 2-methyl-
43.0
Ramma e  Emmay
5.00 5.20 5.40 5.60
5000 ITI/Z 71.10 31.13%
71.0
0] | L
(O N R L 1 B R A
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1821: 1,2,3-Trimethyldiaziridine R
42.0 5.00 5.20 5.40 5.60
m/z 39.00 13.69%
5000 710
ol | R e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 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©61225\
Data File : VN@86991.D

Acqg On : 12 Jun 2025 20:26

Operator : JC\MD

Sample : Q2268-03

Misc ¢ 5.0mL/MSVOA_N/WATER MW-2-20250605

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82NO60625W.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.371 111.31 ug/1 1671276  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 87
2 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 36
3 Butane, 2-methyl- 72 C5H12 000078-78-4 27
4 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 25
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 25
Abundance Scan 581 (5.371 min): VN086991.D\data.ms (-573) (-) m/z 43.00 100.00%

43.0
71.1
5000
57.0

| 5.00 5.20 5.40 5.60
e it el m/z 71,18 59.91%

86.1
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2048: Pentane, 2-methyl-
43.0

5000 71.0 ‘_“‘_“‘_“‘W“‘_
5.00 5.20 5.40 5.60

270 m/z 42.00  40.31%

57.0
\\\‘\\\\‘]\_\5\9‘\\\‘\“\\\\“\}\\‘\\H‘\‘\\\\l\\\\‘ﬁ?.\()‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2021: Furan, tetrahydro-2-methyl-
43.0 71.0

5.00 5.20 5.40 5.60

o

o

5000 27.0 ITI z 41.00 37.13%
56.0
150 ‘ ‘ 86.0
TR0 O A Y
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #813: Butane, 2-methyl-
43.0 5.00 5.20 5.40 5.60

m/z 70.05 24.74%

57.0
5000 270
15.0
72.0
0 2.0 Il i | \‘ i

m/z--> 0O 10 20 30 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@61225\

Data File : VN@86991.D

Acqg On : 12 Jun 2025 20:26

Operator JC\MD

Sample : Q2268-03

Misc : 5.8mL/MSVOA_N/WATER MW-2-20250605

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060625W.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 4 Pentane, 3-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
5.836 113.87 ug/1 1709720  Pentafluorobenzene 8.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 90
2 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 72
3 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 56
4 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 50
5 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 45
Abundance Scan 660 (5.836 min): VN086991.D\data.ms (-644) (-) m/z 57.00 100.00%
57.0
5000 /\
Rt A RaS
86.1 5.60 5.80 6.00 6.20
Ol ML 2070 7 se.00  81.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2043: Pentane, 3-methyl-
57.0
5000 L B L I LA B
29.0 5.60 5.80 6.00 6.20
m/z 41.00 53.03%
O\\\‘\‘{\\“‘\\\M‘\\‘\\??\.c\)\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14608: Pentane, 3-ethyl-2,2-dimethyl-
57.0
5.60 5.80 6.00 6.20
5000 m/z 43.00 22.23%
290
0 | /830 1130
H“H“‘H‘ R e AR RREAA AR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14583: Hexane, 2,2,3-trimethyl-
57.0 5.60 5.80 6.00 6.20
m/z 39.00 12.16%
5000
290‘
bl s 130 N\ e
m/z--> 20 40 60 80 100 120 140 160 180 200 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©61225\
Data File : VN@86991.D

Acqg On : 12 Jun 2025 20:26

Operator : JC\MD

Sample : Q2268-03

Misc ¢ 5.0mL/MSVOA_N/WATER MW-2-20250605

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82NO60625W.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 Cyclopentane, methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.341 146.83 ug/l 2204690  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 80
3 Cyclohexane 84 C6H12 000110-82-7 78
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 50
Abundance Scan 916 (7.341 min): VN086991.D\data.ms (-906) (-) m/z 56.00 100.00%
56.0
5000
H 84.1 7.00 7.20 7.40 7.60
Obrrrreetth e L2079 7 69.65  46.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1682: Cyclopentane, methyl-
56.0
5000
7.00 7.20 7.40 7.60
m/z 41.00 41.56%
28.0 84.0
0\\‘\‘\‘”‘\\‘ ‘\‘1‘\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0
27.0 \\‘\\\\‘\\\\’\\\\‘\\\\‘\
7.00 7.20 7.40 7.60
5000 m/z 55.00 24 .47%
84.0
0! N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1646: Cyclohexane
56.0 7.00 7.20 7.40 7.60
84.0 m/z 42.00  18.35%
5000
27.0 H ‘
om_‘!““;m“_wwh‘m_‘H‘HH‘HHWH_MWH e e P
m/z--> 20 40 60 80 100 120 140 160 180 200 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©61225\
Data File : VN@86991.D

Acqg On : 12 Jun 2025 20:26

Operator : JC\MD

Sample : Q2268-03

Misc ¢ 5.0mL/MSVOA_N/WATER MW-2-20250605

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82NO60625W.M
Quant Title : SW846 8260

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

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

Peak Number 6 Pentane, 2,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.336 39.29 ug/l 589909  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 90
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 46
3 Heptane 100 C7H16 000142-82-5 43
4 Ethane, isocyanato- 71 C3H5NO 000109-90-0 42
5 Cyanic acid, ethyl ester 71 C3H5NO 000627-48-5 42
Abundance Scan 1085 (8.336 min): VN086991.D\data.ms (-1080) (-) m/z 56.00 100.00%
56.0
43.0
5000 71.0 J\/\
B EAEAmERREEES
] 5.0 96.0 8.00 8.20 8.40 8.60
0“_“‘_“w“u“u‘pﬂ"_“WJ‘HH‘N“Hl‘p“W m/z 43.00 75.80%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0
5000 LN L B B IR B R |
29.0 71.0 8.00 8.20 8.40 8.60
m/z 57.00 70.08%
O\\‘\\\\‘\\\‘\‘\\\\“!\\\‘\‘\‘\‘\\\\‘1\\\\‘?‘?\0\‘\\]\-9‘0\\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0
R RRRRE R
71.0 8.00 8.20 8.40 8.60
5000 m/z 71.05 47 .46%
29.0
0 15.0 ‘ ‘ ‘ ‘ 85 0 100 0
H“‘H"H‘“H"H"‘H“‘H“_“‘_“‘_“w“‘w
miz--> 10 20 30 40 50 60 70 80 90 100 /\ N\
Abundance #4463: Heptane R SRl
43.0 8.00 8.20 8.40 8.60
m/z 41.00 44.74%
5000 57.0 710
29.0
100.0
ol 150 ‘ ULl 85.0
T e e e e R EAaamamas LA
m/z--> 10 20 30 40 50 60 70 80 90 100 8.00 8.20 8.40 8.60

82N060625W.M Fri Jun 13 16:31:54 2025

Page:

9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61225\
Data File : VN@86991.D

Acqg On : 12 Jun 2025 20:26

Operator : JC\MD

Sample : Q2268-03

Misc ¢ 5.0mL/MSVOA_N/WATER MW-2-20250605

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82NO60625W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.335 30.11 ug/l 3006190 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 1935 (13.335 min): VN086991.D\data.ms (-1928) (- | m/z 105.00 100.00%
105.0
5000
77.0 13.00 13.50
i I 207.0 P
o-—r——repr e i m/z 120.05 31.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
13.00 13.50
m/z 77.00 11.16%
77.0
O-\‘]-\5\.(‘)\‘\\\?)\9“.\0\‘\\“\‘H\M‘\\‘1\‘H‘H‘\H“\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
‘ :
13.00 13.50
5000 m/z 91.00 10.90%
79.0
= i
R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10695: Mesitylene
105.0 13.00 13.50
m/z 78.95 8.91%
5000
39.0 77.0 J\
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61225\
Data File : VN@86991.D

Acqg On : 12 Jun 2025 20:26

Operator : JC\MD

Sample : Q2268-03

Misc ¢ 5.0mL/MSVOA_N/WATER MW-2-20250605

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82NO60625W.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 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.994 92.54 ug/1 9239170  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 74
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 72
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
5 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 59
Abundance Scan 2047 (13.994 min): VN086991.D\data.ms (-2042) (- | m/z 117.05 100.00%
117.1
5000
91‘ 0 14.00
o‘Hw“3”_uuMMH,HMwHH‘““_1“55“1””‘?‘9?9 m/z 118.05  56.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
11v.0
5000 T
14.00
39.0 91.0 m/z 115.00  31.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10197: Benzene, cyclopropyl-
117.0
14.00
m/z 91.e0 13.77%
5000 91.0
51.0
0““‘2‘7‘:'9“_“‘1JMH‘Jw”,m‘m“uH\HH_me‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0 14.00
m/z 57.75 7.20%
5000 91.0
39.0 65.0
0““_“WM‘W‘HL‘N,HW“MH T | sl a A
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61225\
Data File : VN@86991.D

Acqg On : 12 Jun 2025 20:26

Operator : JC\MD

Sample : Q2268-03

Misc ¢ 5.0mL/MSVOA_N/WATER MW-2-20250605

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82NO60625W.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.053  35.90 ug/l 3583930 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 95
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 93
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87

Abundance Scan 2227 (15.053 min): VN086991.D\data.ms (-2217) (- m/z 117.05 100.00%

117.1
5000

91.0
39.0 65.0 ‘ Lm 1500
i
e

O e gl 14801682 7 137 05 39.09%

m/z--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0

5000 \
15 00

115.00  26.79%

390 g5 9LO
0 \\\‘\“\\\“"\\“}\“‘H\\H\“\\“\\‘H\‘\\ ‘\;!"\5\-‘0\\\\‘\\\\
m/z--> 200 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0

15.00
5000 131.00 19.36%
91.0
27.0 °10 ‘
0 H“HH’H\‘\M\H‘?HQ M“M;\H “\U““HH‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 1500

91.00 14.06%

5000
39.0 65.0 91.0
0 L 1850
‘ B i

m/z--> 20 40 60 80 100 120 140 160 15 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61225\
Data File : VN@86991.D

Acqg On : 12 Jun 2025 20:26

Operator : JC\MD

Sample : Q2268-03

Misc ¢ 5.0mL/MSVOA_N/WATER MW-2-20250605

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82NO60625W.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 Azulene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.635 69.53 ug/1 6941830 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azulene 128 C10H8 000275-51-4 95
2 Naphthalene 128 C10H8 000091-20-3 95
3 4a,8a-(Methaniminomethano)naphth... 275 C18H13NO2 069915-10-2 74
4 1,3-Dicyanobenzene 128 C8H4N2 000626-17-5 59
5 4-Phenylbut-3-ene-1-yne 128 C10H8 1000222-12-0 50

Abundance Scan 2326 (15.635 min): VN086991.D\data.ms (-2312) (- | m/z 128.05 100.00%

128.1
5000

510 g5 1550 16.00
0 _‘H‘H“H,“!‘www;‘m‘_‘HwHl‘ﬁ?:‘lwm%@?-‘?ww,w_ m/z 126.95 12.99%
miz-> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #13678: Azulene
128.0
5000
1550 16.00

129.00 10.91%

51.0
‘HH‘H“H’w\\H}B‘ZR"\H\‘\‘HH‘HH’HH‘\\H’\H\‘HH‘HH’HH‘\
m/z--> 20 40 60 80 100120140160180200 220240260
Abundance #13686: Naphthalene
128.0

o

15.50 16.00
5000 ITI z 102.00 8.30%
51.0 H /\J\
e ] L s M e
m/z--> 20 40 60 80 100120140160180 200220240260
Abundance #167407: 4a,8a-(Methaniminomethano)naphthalene-9,11
128.0 1550 1600

m/z 126.00 7.17%

5000
510 ‘9¥0‘ Il 156.0 206.0 246.0275.C

m/z--> 20 40 60 80 100120140160 180200220240 260 1550 1600

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61225\
Data File : VN@86991.D

Acqg On : 12 Jun 2025 20:26

Operator : JC\MD

Sample : Q2268-03

Misc : 5.0mL/MSVOA_N/WATER MW-2-20250605

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060625W.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- 3.283 60.8 ug/l 913370 1 8.230 750752 50.0
Butane, 2,3-dim... 5.300 30.5 wug/l 457292 1 8.230 750752 50.0
Pentane, 2-methyl- 5.371 111.3 wug/l 1671270 1  8.230 750752 50.0
Pentane, 3-methyl- 5.836 113.9 ug/l 1709720 1 8.230 750752 50.0
Cyclopentane, m... 7.341 146.8 ug/l 2204690 1 8.230 750752 50.0
Pentane, 2,3-di... 8.336 39.3 ug/l 589909 1 8.230 750752 50.0
Benzene, 1l-ethy... 13.335 30.1 ug/l 30061990 4 13.794 4991990 50.0
Indane 13.994 92.5 wug/l 9239170 4 13.794 4991990 50.0
1H-Indene, 2,3-... 15.053 35.9 ug/l 3583930 4 13.794 4991990 50.0
Azulene 15.635 69.5 ug/l 6941830 4 13.794 4991990 50.0
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