LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31025\
Data File : VN@85924.D

Acqg On : 10 Mar 2025 19:12
Operator : JC\MD

Sample : Q1525-01

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©21825W.M

Title : SW846 8260

Signal : TIC: VN@85924.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.236 38 48 65 rVB 241696 559127 46.04% 2.422%
2 2.636 107 116 128 rVB2 65759 157295 12.95% 0.681%
3  3.418 236 249 261 rBV3 33378 113936 9.38% 0.493%
4 4.283 377 396 400 rBV3 103491 395173 32.54% 1.712%
5 4.348 401 407 425 rVB3 160671 593681 48.88% 2.571%
6 4.895 480 500 520 rBV3 152427 634459 52.24%  2.748%
7 5.271 554 564 568 rBv4 5269 14390 1.18% 0.062%
8 5.512 592 605 618 rVB3 28869 105209 8.66% 0.456%
9 5.936 666 677 689 rVB4 22386 74443 6.13% 0.322%
106 6.100 694 705 718 rBV3 14016 48042 3.96% 0.208%
11 6.447 750 764 775 rBV5 19637 70339 5.79% 0.305%
12 6.624 782 794 803 rBV3 33638 107868 8.88% 0.467%
13 6.742 803 814 826 rVV3 167781 558075 45.95%  2.417%
14 7.524 936 947 952 rBV6 12703 39956 3.29% 0.173%
15 7.583 952 957 969 rVB4 18060 51053 4.20% 0.221%
16 7.783 980 991 998 rVvVv2 141350 391289 32.22% 1.695%
17 7.865 998 1005 1015 rVV2 328411 898542 73.98%  3.892%
18 7.971 1015 1023 1035 rVB 143352 411289 33.87% 1.781%
19 8.112 1037 1047 1054 rBV 72379 185105 15.24% 0.802%
20 8.171 1054 1057 1064 rVv4 13619 32243 2.65% 0.140%
21 8.253 1064 1071 1085 rVV 150055 404375 33.30% 1.751%
22 8.418 1089 1099 1102 rVV3 70393 177744 14.64% 0.770%
23 8.477 1103 1109 1119 rVV3 142802 522873 43.05% 2.265%
24  8.571 1119 1125 1136 rVV4 61405 183617 15.12% 0.795%
25 8.677 1138 1143 1155 rVB6 17861 56168 4.62% 0.243%
26 8.859 1164 1174 1188 rBV2 506413 1214495 100.00% 5.260%
27 8.965 1188 1192 1198 rVV2 23493 48727 4.01% 0.211%
28 9.041 1198 1205 1211 rVV3 23451 51252  4.22% 0.222%
29 9.118 1211 1218 1222 rVV2 33868 72221 5.95% 0.313%
30 9.171 1222 1227 1240 rVB4 26532 62896 5.18% 0.272%
31 9.359 1250 1259 1261 rBV2 71660 139705 11.50% 0.605%
32 9.400 1262 1266 1272 rVV3 93705 190634 15.70% 0.826%
33 9.459 1272 1276 1285 rVB4 19257 40266 3.32% 0.174%
34 9.547 1285 1291 1293 rBV2 7647 12715 1.05% 0.055%
35 9.594 1293 1299 1306 rVvB3 28241 56064 4.62% 0.243%
36 9.694 1306 1316 1323 rBVv7 18004 49924 4.11% 0.216%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31025\
Data File : VN@85924.D

Acqg On : 10 Mar 2025 19:12
Operator : JC\MD

Sample : Q1525-01

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©21825W.M
Title : SW846 8260
37 9.771 1323 1329 1330 rBV3 12790 19249 1.58% 0.083%
38 9.853 1337 1343 1353 rvB2 75791 163902 13.50% 0.710%
39 9.953 1353 1360 1363 rBV3 34876 66607 5.48% 0.288%
40 10.000 1363 1368 1376 rVB3 78907 170358 14.03% 0.738%
41 10.118 1383 1388 1394 rVB5 15170 34188 2.81% 0.148%
42 10.200 1394 1402 1410 rBVS 16952 54897 4.52% 0.238%
43 10.324 1417 1423 1428 rBV2 33306 63187 5.20% 0.274%
44 10.371 1428 1431 1436 rVV5 12452 20401 1.68% ©0.088%
45 10.447 1436 1444 1457 rVWW 626879 1198497 98.68% 5.191%
46 10.559 1458 1463 1466 rVV7 9331 23488 1.93% 0.102%
47 10.647 1470 1478 1485 rVVW7 22885 79398 6.54% 0.344%
48 10.712 1485 1489 1492 rVV5 9280 15845 1.30% 0.069%
49 10.812 1501 1506 1513 rBV5 12968 28295 2.33% 0.123%
50 10.894 1513 1520 1529 rVB4 57034 137046 11.28% 0.594%
51 11.171 1560 1567 1572 rBV7 14222 34602 2.85% 0.150%
52 11.312 1586 1591 1595 rVWwv4 13208 24254 2.00% 0.105%
53 11.512 1621 1625 1631 rVB3 8250 13631 1.12% ©0.059%
54 11.618 1635 1643 1650 rBV7 7278 17701 1.46% 0.077%
55 11.812 1667 1676 1686 rBV 548882 1055648 86.92% 4.572%
56 11.912 1686 1693 1704 rVV 430080 743128 61.19% 3.219%
57 12.029 1704 1713 1725 rVB 217078 417473 34.37% 1.808%
58 12.359 1759 1769 1775 rBV2 17123 36612 3.01% 0.159%
59 12.665 1813 1821 1827 rBV 141815 242303 19.95% 1.050%
60 12.824 1840 1848 1858 rVB 415553 736762 60.66%  3.191%
61 13.012 1873 1880 1886 rVV 254183 414116 34.10% 1.794%
62 13.076 1886 1891 1892 rVV 48520 67123 5.53% 0.291%
63 13.106 1892 1896 1901 rVV 151336 265700 21.88% 1.151%
64 13.153 1901 1904 1910 rVB2 50633 77139 6.35% ©.334%
65 13.318 1923 1932 1939 rBV 345614 568728 46.83% 2.463%
66 13.418 1942 1949 1951 rvv2 21142 32706 2.69% 0.142%
67 13.465 1951 1957 1966 rVB 514981 804320 66.23%  3.484%
68 13.594 1971 1979 1985 rVB5 31628 73807 6.08% 0.320%
69 13.659 1985 1990 1996 rVB3 12635 19547 1.61% 0.085%
70 13.776 2003 2010 2022 rBV2 532066 1214125 99.97% 5.259%
71 13.871 2022 2026 2032 rVB 30147 49050 4.04% 0.212%
72 13.941 2032 2038 2041 rBV 176935 299202 24.64% 1.296%
73 13.982 2041 2045 2049 rVV 384024 635226 52.30% 2.751%
74 14.018 2049 2051 2060 rVB2 116774 197519 16.26% ©.856%
75 14.106 2060 2066 2071 rVB2 44344 72228 5.95% ©0.313%
76 14.176 2071 2078 2083 rBV3 38922 64544 5.31% 0.280%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31025\
Data File : VN@©85924.D

Acqg On : 10 Mar 2025 19:12
Operator : JC\MD

Sample : Q1525-01

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©21825W.M

Title : SW846 8260

77 14.235 2083 2088 2091 rBV 51989 92922 7.65% 0.402%
78 14.323 2097 2103 2108 rBV 244655 380515 31.33% 1.648%
79 14.388 2108 2114 2117 rBV 142160 244297 20.12% 1.058%
80 14.435 2117 2122 2130 rVB 513540 837378 68.95% 3.627%
81 14.500 2130 2133 2138 rVB4 10539 15794 1.30% 0.068%
82 14.570 2138 2145 2149 rBV3 38109 63630 5.24% 0.276%
83 14.647 2149 2158 2162 rBV 179014 294185 24.22% 1.274%
84 14.682 2162 2164 2169 rVB 54622 71334 5.87% 0.309%
85 14.723 2169 2171 2175 rVB2 13497 16593 1.37% 0.072%
86 14.870 2192 2196 2199 rBV2 16085 23224 1.91% 0.101%
87 14.918 2199 2204 2211 rBV 209165 351612 28.95% 1.523%
88 15.047 2216 2226 2232 rVV2 477397 959171 78.98% 4.155%
89 15.112 2232 2237 2242 r\W4 32360 69573 5.73% 0.301%
90 15.200 2246 2252 2260 rVV3 33702 68269 5.62% 0.296%
91 15.312 2260 2271 2276 rVV3 75337 185542 15.28% 0.804%
92 15.353 2276 2278 2283 rVV2 23899 39564 3.26% 0.171%
93 15.429 2283 2291 2300 rVB4 55391 143617 11.83% 0.622%
94 15.635 2320 2326 2332 rVB2 43649 82802 6.82% 0.359%
95 15.741 2339 2344 2349 rBV3 16565 33166 2.73% 0.144%
96 15.800 2349 2354 2365 rVB3 15687 34544 2.84% 0.150%
97 15.935 2368 2377 2385 rBV3 26225 53408 4.40% 0.231%
98 16.253 2425 2431 2437 rBV3 9329 19303 1.59% 0.084%
99 16.341 2437 2446 2452 rVB6 10983 29173 2.40% 0.126%

Sum of corrected areas: 23087358
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31025\
Data File : VN@85924.D

Acqg On : 10 Mar 2025 19:12

Operator JC\MD

Sample : Q1525-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21825W.M
: SW846 8260

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

Abundance
600000

TIC: VN085924.D\data.ms

500000
400000

300000
2.236

200000
4.348 4.895

4.2
100000 2636

3.418 5.512
5.271

0 ‘HH‘\H’\‘\H\‘HH‘HH‘HH‘\H\|HH‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘WHH

Time-->

6.742

5936100 6.447-62
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Abundance
600000

TIC: VN085924.D\data.ms
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8.859

500000

400000
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300000
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400000
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300000
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200000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31025\
Data File : VN@85924.D

Acqg On : 10 Mar 2025 19:12
Operator : JC\MD

Sample : Q1525-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 5
R.T. EstConc Area Relative to ISTD R.T.
2.236  31.11 ug/l 559127  Pentafluorobenzene 7.871

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 80
2 3-Buten-1-o0l 72 C4H80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 33

4 1-Pentene 70 C5H10 000109-67-1 25
5 1-Butene 56 C4H8 000106-98-9 10

Abundance  Scan 48 (2.236 min): VN085924.D\data.ms (-38) (-) m/z 43.20 100.00%

43.2
57.2
5000
e e
‘ 72.2 2.20 240 2.60
om‘m‘_m_m‘mw:ngh‘”,””_‘m_ m/z 42.20 90.44%

miz--> 0 10 20 30 40 70 80
Abundance #813: Butane, 2-methyl-
43.0
270 57.0

5000 “““““““““
220 2.40 2.60

15.0 m/z 41.10  88.16%

72 0
O 20 I | ‘ | o \‘
TTT ‘ L ‘ T ‘ T T ‘ L ‘ T ‘ T ’ L ‘ TTT ‘ T
m/z--> 0 10 20 30 40 70 80
Abundance #752: 3—Buten—1—o|
42.0

31.0 220 240 2.60
5000 m/z 57.20 73.66%
570 72.0
0 50 ,
miz--> 0 10 50 60 70 80
Abundance #809: Pentane

43.0 220 2.40 2.60
m/z 39.10  29.24%

5000
27.0 57.0 720
0 15.0 ‘ ‘ ‘ I il ‘

m/z--> 0 10 40 50 60 70 80 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31025\
Data File : VN@85924.D

Acqg On : 10 Mar 2025 19:12
Operator : JC\MD

Sample : Q1525-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 10
R.T. EstConc Area Relative to ISTD R.T.
4,283 21.99 ug/l 395173  Pentafluorobenzene 7.871

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 47
3 2-Propanone, methylhydrazone 86 C4H1ON2 005771-02-8 36
4 1-Pentene 70 C5H1e 000109-67-1 33
51,2,4,5-Tetrazine, 1,4-dihydro-3... 112 C4H8N4 037454-64-1 28
Abundance Scan 396 (4.283 min): VN085924.D\data.ms (-377) (-) m/z 43.20 100.00%
5000
71.2
A RAR R
55.2 86.3 4.00 4.20 4.40 4.60

Ol et b e m/z 42,20 87.72%

miz--> 0O 10 20 30 40 50 60 70 80 90

Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 L L B I BN R
71.0 4.00 4.20 4.40 4.60
270 m/z 41.20 43.10%
. 55.0
86.0
0\\\‘\\\\‘]\-I\S\.Q‘\\\‘\“\\\\‘i\}\\“\‘\‘{\‘\\\\‘i\\\‘\\l\‘\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2042: Pentane, 2-methyl-
43.0
AR AR T
4.00 4.20 4.40 4.60
5000 m/z 71.20 29.25%
27.0 71.0
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1827: 2-Propanone, methylhydrazone e RRRRR RS
30.0 4.00 4.20 4.40 4.60
m/z 39.10 19.56%
86.0
42.0
15.0
5000 56.0
71.0
om‘u"Wlw‘:H‘m;wul‘w1““_”“_”‘_m‘m SNBSS AN N
m/z--> 0 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_N\Data\VN©31025\
Data File : VN@85924.D

Acqg On : 10 Mar 2025 19:12
Operator : JC\MD

Sample : Q1525-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 4
R.T. EstConc Area Relative to ISTD R.T.
4,348 33.04 ug/l 593681 Pentafluorobenzene 7.871

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 78
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 43
3 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 39
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 37
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 33
Abundance Scan 407 (4.348 min): VN085924.D\data.ms (-401) (-) m/z 43.20 100.00%
43.2
71.2
5000
57.2 e
| H‘ ‘ 86.3 4.00 4.20 4.40 4.60 )
O e e e e e e m/z 71.20 64.20%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #2042: Pentane, 2-methyl-
43.0
5000 L L L LI B R LN I
4.00 4.20 4.40 4.60
27.0 710 m/z 42.20  51.38%
57.0 ‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8635: Heptane, 4-methyl-
43.0
A A RAREAREE
71.0 4.00 4.20 4.40 4.60
5000 m/z 41.20 44.80%
57.0
29.0
o150 || 880 g90 1140
 ama R e R A L e e AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #5044: 1-Butanol, 2,3-dimethyl- e
43.0 4.00 4.20 4.40 4.60
m/z 57.20 20.71%
5000 71.0
290 57.0 ‘
0 ‘H,‘HwH_kuH‘_:‘wml‘f‘w‘lmHﬁ#(%ulﬂl‘:c‘)www S A W—
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31025\
Data File : VN@85924.D

Acqg On : 10 Mar 2025 19:12
Operator : JC\MD

Sample : Q1525-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 2
R.T. EstConc Area Relative to ISTD R.T.
4.895 35.30 ug/l 634459  Pentafluorobenzene 7.871

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 86
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 78
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 58
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 56
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 56
Abundance Scan 500 (4.895 min): VN085924.D\data.ms (-480) (-) m/z 57.20 100.00%
57.2
41.2
5000
Amm T e R
H | 72 s 4.60 4.80 5.00 5.20
0l et b e m/z 56.20  89.27%

miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2049: Pentane, 3-methyl-
57.0
41.0

5000 L L R B L B L
27. 4.60 4.80 5.00 5.20
m/z 41.20 58.79%
oL 10 140 g, MO seo
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4488: Butane, 2,2,3-trimethyl-
57.0
43.0 R RRREERRNESSERE
4.60 4.80 5.00 5.20
5000 m/z 43.20 23.20%
ol20 190 H L 700 | 990
e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1683: Cyclopentane, methyl- T

56.0 4.60 4.80 5.00 5.20
m/z 39.10 17.75%

5000 410
84.0
270
‘ 69.0
0 1 i

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31025\
Data File : VN@85924.D

Acqg On : 10 Mar 2025 19:12
Operator : JC\MD

Sample : Q1525-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 6
R.T. EstConc Area Relative to ISTD R.T.
6.742  31.05 ug/l 558075  Pentafluorobenzene 7.871

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
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 58
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 43
Abundance Scan 814 (6.742 min): VN085924.D\data.ms (-803) (-) m/z 56.20 100.00%
56.2
5000 41.2 69.2 JX
R RARR e
‘ ‘ ‘ ‘ 77084-2 6.40 6.60 6.80 7.00

oH_m_m_mwmmu_‘wwwJH_‘ m/z 69.20 43.46%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0

5000 69.0 u‘uu‘uu,uu‘uu‘\
6.40 6.60 6.80 7.00

‘ m/z 41.20 43.36%

28.0 ‘ 84.0
\\‘?‘%;O\‘\\}‘!“\\\}‘\\\\i‘\u \‘\\\‘1i\\\\‘\!\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1646: Cyclohexane
56.0

84.0 R aamas e AR
6.40 6.60 6.80 7.00

o

5000 41.0 m/z 55.15 24.93%
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- AR R R
56.0 6.40 6.60 6.80 7.00
27.0 m/z 42.18 20.15%
5000
‘ ‘ 84.0
O m‘_‘u_m_m_!”w S A
m/z--> 10 20 60 70 80 90 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31025\
Data File : VN@85924.D

Acqg On : 10 Mar 2025 19:12

Operator JC\MD

Sample : Q1525-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21825W.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 6 Pentane, 2,3-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.971  22.89 ug/l 411289  Pentafluorobenzene 7.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 87
2 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 47
3 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 43
4 1,4-Dioxaspiro[2.4]heptan-5-one,... 142 C7H1003 126091-79-0 42
5 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 38
Abundance Scan 1023 (7.971 min): VN085924.D\data.ms (-1015) (-)| | m/z 56.20 100.00%
56.2
43.2
5000 71.2 N~//
R ARas L RERE SRR
H | | 8?1 100.3 7.60 7.80 8.00 8.20 ]
01—t e e m/z 43.20 67.85%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0 A JJ
5000 ”’“H\‘HH‘HH’HH‘\
29.0 71.0 7.60 7.80 8.00 8.20
m/z 57.15 59.22%
O\\\’\\\\‘\\\‘\‘\\\\"!\\\‘\‘\‘\‘\\\\"‘\\\\‘8\\5\(\)‘\\]\_\0(‘)\(\)\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #228: Aziridine, 2-methyl-
28.0 56.0
7.60 7.80 8.00 8.20
5000 m/z 41.20 54.92%
42.0
15.0 ‘ ‘
0 ‘H,‘JH“‘l“‘H,M‘H‘il““H,“‘W“‘W“‘W“‘w
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3731: 1-Hexene, 5-methyl- e AAAmEmassEesss SR
56.0 7.60 7.80 8.00 8.20
41.0 m/z 71.15  38.25%
5000
29.0
70.0
o 150 | 80 gg9
‘H,“H“‘H“‘H,“‘w“ e R AARMREEE S SR
m/z--> 10 20 30 40 50 60 70 80 90 100 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31025\
Data File : VN@85924.D

Acqg On : 10 Mar 2025 19:12
Operator : JC\MD

Sample : Q1525-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 8
R.T. EstConc Area Relative to ISTD R.T.
13.318 23.42 ug/1 568728 1,4-Dichlorobenzene-d4 13.776
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 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 1932 (13.318 min): VN085924.D\data.ms (-1923) (- | m/z 105.20 100.00%
105.2
5000
120.2
511 77.1 91‘-2 13.00 13.50
O 382 i B4 ULl m/z 120.20 31.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 M U /‘
1200 13.00 13.50
m/z 91.20 13.23%
77.0 91.0
OH‘]\_\5\.(\)‘\\\‘\‘\\3\19’.(\)\\\“\\\\6’%\“\0\‘\\\}“\H\“MH‘\M1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
13.00 13.50
5000 m/z 77.10 12.00%
120.0
79.0
39.0 650 || 920 || ‘
N At R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 M /\
Abundance #10720: Benzene, 1-ethyl-3-methyl- Pl
105.0 13.00 13.50
m/z 79.10 8.95%
5000
120.0
77.0 91.0
39.0 63.0 | |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31025\
Data File : VN@85924.D

Acqg On : 10 Mar 2025 19:12
Operator : JC\MD

Sample : Q1525-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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 Benzene, 1,1'-(1,5-hexadien... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.982 26.16 ug/l 635226 1,4-Dichlorobenzene-d4 13.776
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
2 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 59
3 trans-Cinnamyl bromide 196 CO9H9Br 026146-77-0 59
4 4-Ethynylaniline 117 C8H7N 014235-81-5 47
5 Indole 117 C8H7N 000120-72-9 43

Abundance Scan 2045 (13.982 min): VN085924.D\data.ms (-2041) (- | m/z 117.20 100.00%

117.2
5000 J\
I

57.9 91‘ 2 14.00
|

Obrrprertprebiet b b e m/z 118,20 55.13%
m/fz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #116417: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117.0
5000 ”/\

14.00
m/z 115.20  34.13%

91.0
39.0 65.0 | “\ 143.0 178.0203.0 234.0
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72304: Benzene, (2-bromocyclopropyl)-
117.0
L

o

14.00
5000 ITI z 91.20 13.58%
39.0 91.0
0 | 150 “ | 1520  196.0
R R R e R R R R e o I RRRRAR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 M
Abundance #72301: trans-Cinnamyl bromide
117.0 1400
m/z 116.10 9.89%
5000
91.0
o 080 | esorseo L)
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31025\
Data File : VN@85924.D

Acqg On : 10 Mar 2025 19:12

Operator : JC\MD

Sample : Q1525-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@©21825W.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 9 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.435 34.48 ug/l 837378 1,4-Dichlorobenzene-d4 13.776
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
2 Indan, 1-methyl- 132 C10H12 000767-58-8 87
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 86
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 83

5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 80

Abundance Scan 2122 (14.435 min): VN085924.D\data.ms (-2117) (- m/z 117.20 100.00%
117.2

51.1
o 4l ﬁ \ o492
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-

5000 f
Ot e =t
' ' 117.0
5000

91.2
%3321492
m/z--> 20 40 60 80 100 120 140
|

1450
91.0 ITI z 25.45%
51.0 1
O \\\’2\7\0\\‘\\“\ \““\7\4}%\\“\\‘””\\H‘\}?"\‘S\.o‘\\\\
mi/z--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
1450
5000 14.73%
91.0
PSR O PR N LI
m/z--> 20 40 60 80 100 120 140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0 1450

m/z 118.15 9.03%

m/z-->

20 40 60 80 100 120

140

5000 /\
91.0
51.0
0 27.0 L 740 133.0 A‘/\
14
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31025\
Data File : VN@85924.D

Acqg On : 10 Mar 2025 19:12
Operator : JC\MD

Sample : Q1525-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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, 2-ethenyl-1,4-dime... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.047 39.50 ug/l 959171 1,4-Dichlorobenzene-d4 13.776
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 94
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 91
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 91

Abundance Scan 2226 (15.047 min): VN085924.D\data.ms (-2216) (- | m/z 117.15 100.00%

11y7.2
5000
91.2 1200 |
391 65.1 L‘h 15.00
0 m‘H‘m_uhu“‘lmhm‘wm ka8l 2071 nm/z 132.20  38.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 j\ : :

910 15.00
m/z 115.15  28.75%

51.0
270" ‘
\\\‘\‘\\\“i‘\\‘U\““U\\m\‘h‘\\‘}\“H‘\\\"\‘U\‘\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl-
117.0

o

T \
15.00
5000 m/z 131.15 18.99%
91.0
390 66.0 ‘
o129, bk bk bl
m/z--> 20 40 60 80 100 120 140 160 180 200 AN
Abundance #16128: Benzene, 1-ethenyl-4-ethyl- J\ T ‘
117.0 15.00

m/z 91.20 14.33%

5000
91.0
27'0\5]\\"0 T \‘ P Y

I
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31025\
Data File : VN©85924.D

Acqg On : 10 Mar 2025 19:12
Operator : JC\MD

Sample : Q1525-01

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©21825W.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- 2.236 31.1 ug/l 559127 1 7.871 898542 50.0
Butane, 2,3-dim... 4.283 22.0 ug/l 395173 1 7.871 898542 50.0
Pentane, 2-methyl-  4.348 33.0 ug/l 593681 1 7.871 898542 50.0
Pentane, 3-methyl- 4.895 35.3 ug/l 634459 1 7.871 898542 50.0
Cyclopentane, m... 6.742 31.1 ug/l 558075 1 7.871 898542 50.0
Pentane, 2,3-di... 7.971 22.9 ug/l 411289 1 7.871 898542 50.0
Benzene, 1l-ethy... 13.318 23.4 ug/l 568728 4 13.776 1214130 50.0
Benzene, 1,1'-(... 13.982 26.2 ug/l 635226 4 13.776 1214130 50.0
Benzene, 1l-ethe... 14.435 34.5 ug/l 837378 4 13.776 1214130 50.0
Benzene, 2-ethe... 15.047 39.5 wug/l 959171 4 13.776 1214130 50.0
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