LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61925\
Data File : VN@87115.D

Acqg On : 19 Jun 2025 16:28
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 17 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@87115.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.354 62 68 73 rBv2 9270 15632 1.40% 0.149%
2 2.554 93 102 109 rBV 19539 35730 3.19% 0.341%
3  3.283 216 226 240 rBV 183371 455563 40.72%  4.344%
4 3.671 286 292 301 rvB2 6269 14911 1.33% 0.142%
5 4.448 412 424 441 rVB3 33476 121290 10.84% 1.157%
6 5.306 554 570 581 rBV2 71641 303134 27.10%  2.890%
7 5.836 646 660 677 rBVv2 56375 197958 17.70%  1.888%
8 6.818 815 827 837 rVB6 5241 14193 1.27% 0.135%
9 7.089 863 873 881 rBV4 6110 17985 1.61% 0.171%
10 7.236 889 898 907 rBv2 22779 68310 6.11% 0.651%
11 7.341 907 916 923 rBV2 29768 82378 7.36% 0.785%
12 8.012 1024 1030 1040 rVB4 9469 24256 2.17% 0.231%
13 8.171 1048 1057 1062 rBV 140459 338778 30.28%  3.230%
14  8.230 1062 1067 1078 rVV 225382 548512 49.03% 5.230%
15 8.335 1078 1085 1096 rVB2 62468 155050 13.86% 1.478%
16 8.518 1109 1116 1120 rBV4 8880 21837 1.95% 0.208%
17 8.588 1120 1128 1139 rVV 153634 359488 32.14%  3.428%
18 8.724 1139 1151 1153 rVW5 12266 33624 3.01% 0.321%
19 8.765 1153 1158 1169 rVV3 30606 100525 8.99% 0.959%
20 8.859 1169 1174 1182 rVB5 10965 24496 2.19% 0.234%
21 9.106 1207 1216 1228 rBV 381737 805248 71.98% 7.678%
22 9.335 1250 1255 1260 rBV3 6251 12087 1.08% 0.115%
23 9.565 1287 1294 1304 rBV5 20975 60878 5.44% 0.580%
24  9.865 1340 1345 1351 rVB2 8114 15972 1.43% 0.152%
25 10.018 1364 1371 1378 rVB2 23139 49433  4.42% 0.471%
26 10.112 1380 1387 1388 rBV3 8885 14970 1.34% 0.143%
27 10.147 1388 1393 1406 rVB 45031 95277 8.52% ©.908%
28 10.329 1418 1424 1431 rVB5S 9432 18377 1.64% 0.175%
29 10.453 1439 1445 1448 rBV4 8714 14753 1.32% 0.141%
30 10.494 1448 1452 1457 rVB3 8184 14444 1.29% 0.138%

31 10.565 1457 1464 1480 rBV 587987 1118665 100.00% 10.667%

32 10.759 1485 1497 1504 rvw4 33169 73967 6.61% 0.705%
33 10.829 1504 1509 1517 rVwv3 28059 54114 4.84% 0.516%
34 10.912 1517 1523 1529 rW3 9273 17137 1.53% ©0.163%
35 10.982 1529 1535 1545 rW5 23554 64406 5.76% ©.614%
36 11.253 1574 1581 1586 rBv4 11728 23630 2.11% 0.225%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61925\
Data File : VN@87115.D

Acqg On : 19 Jun 2025 16:28
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 17 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 11.382 1599 1603 1609 rVB4 6852 12062 1.08% 0.115%
38 11.865 1677 1685 1694 rBV 498496 914681 81.77% 8.722%
39 11.965 1698 1702 1707 rVB5 7585 12855 1.15% 0.123%
40 12.076 1713 1721 1724 rBvV3 10920 20691 1.85% 0.197%
41 12.582 1792 1807 1810 rBV7 4584 13167 1.18% 0.126%
42 12.694 1821 1826 1833 rVB 46256 76019 6.80% 0.725%
43 12.847 1845 1852 1862 rBV 382463 661835 59.16% 6.311%
44 13.029 1874 1883 1889 rBV 12430 24637 2.20% 0.235%
45 13.335 1929 1935 1942 rBV2 9515 18157 1.62% 0.173%
46 13.482 1955 1960 1967 rVB 26552 44173 3.95% 0.421%
47 13.600 1973 1980 1989 rBV2 29746 69409 6.20% 0.662%
48 13.788 2005 2012 2024 rBV 514553 917060 81.98% 8.744%
49 13.882 2024 2028 2033 rVB2 18413 31331 2.80% 0.299%
50 13.947 2033 2039 2043 rBV 32701 52609 4.70% 0.502%
51 13.994 2043 2047 2049 rVwVW 31816 46279 4.14%  0.441%
52 14.029 2049 2053 2062 rVB 79228 131643 11.77% 1.255%
53 14.112 2062 2067 2073 rVB 47016 73898 6.61% 0.705%
54 14.176 2073 2078 2084 rVB4 10004 17416 1.56% 0.166%
55 14.270 2085 2094 2098 rBV2 32107 58682 5.25% 0.560%
56 14.329 2098 2104 2109 rVB 47432 75483 6.75% 0.720%
57 14.441 2113 2123 2130 rBV 394852 676462 60.47% 6.450%
58 14.512 2130 2135 2138 rBV4 10936 21774 1.95% 0.208%
59 14.576 2143 2146 2151 rVWv2 21999 36265 3.24% 0.346%
60 14.653 2151 2159 2169 rVB 102149 196406 17.56% 1.873%
61 14.770 2174 2179 2182 rBV 23702 37257 3.33% 0.355%
62 14.876 2190 2197 2201 rVB3 13512 30404 2.72% 0.290%
63 14.935 2201 2207 2212 rBV4 33192 64401 5.76% 0.614%
64 15.117 2232 2238 2243 rBV2 42169 80586 7.20% ©.768%
65 15.200 2248 2252 2257 rVW3 10919 18619 1.66% 0.178%
66 15.253 2257 2261 2265 rVB5 8867 12977 1.16% 0.124%
67 15.317 2265 2272 2277 rBV3 33728 66004 5.90% 0.629%
68 15.382 2277 2283 2284 rVV2 22432 38250 3.42% 0.365%
69 15.423 2285 2290 2298 rVB4 71622 144308 12.90% 1.376%
70 15.594 2313 2319 2324 rVB3 20281 36859 3.29% 0.351%
71 15.682 2330 2334 2341 rBV7 11258 23592 2.11% 0.225%
72 15.794 2347 2353 2360 rVB4 17826 48836 4.37% 0.466%
73 16.059 2388 2398 2407 rBV6 16239 60005 5.36% ©.572%
74 16.153 2409 2414 2421 rVV5 13851 37487 3.35% 0.357%
75 16.253 2425 2431 2438 rVWV 30745 71410 6.38% 0.681%
76 16.335 2438 2445 2455 rVB6 20754 57185 5.11% 0.545%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61925\
Data File : VN@87115.D

Acqg On : 19 Jun 2025 16:28
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 17 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

77 16.482 2464 2470 2476 rBV8 8376 21489 1.92% 0.205%

78 16.670 2496 2502 2503 rBV3 10183 14685 1.31% 0.140%

79 16.711 2505 2509 2515 rVB2 18644 33143 2.96% 0.316%
Sum of corrected areas: 10487499
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61925\
: VNe87115.D
: 19 Jun 2025 16:28
JC\MD
: Q2333-03
: 5.0mL/MSVOA_N/WATER
: 17  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

Time-->

500000

400000

300000

100000 5.306

Abundance TIC: VN087115.D\data.ms

200000 3.283

4.448 5836
2.3542.554 3.671 ) /\ 6.81¢

0 ‘HH‘\H\‘H\\‘HH‘\H\‘HH‘HH“\H‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH’HH‘\H\/‘\M‘

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 6.40 6.60 6.80

Time-->

500000

400000 9.106

300000

200000

100000

Abundance TIC: VN087115.D\data.ms

10. [65
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— 7
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Time-->

500000

400000 12.847

300000

200000

100000 14.029

Abundance TIC: VN087115.D\data.ms

865 13.788

14.441

14.653

15.423
12.694
11.98576 12.58

1520 1353219500 s R TERlscons it s Jagihas st 16088 eristy

T T T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61925\
Data File : VN@87115.D

Acqg On : 19 Jun 2025 16:28
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 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 1
R.T. EstConc Area Relative to ISTD R.T.
3.283 41.53 ug/1 455563  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Pentane 72 C5H12 000109-66-0 38
3 Butane, 2,2-dimethyl- 86 Ce6H14 000075-83-2 38
4 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 17
5 1,1-Diisobutoxy-butane 202 C12H2602 013002-16-9 16
Abundance Scan 226 (3.283 min): VN087115.D\data.ms (-216) (-) m/z 43.00 100.00%
43.0
5000 /\
AR AR ERE T
72.1 3.00 3.20 3.40 3.60

bbbt 20 m/z 42.00  88.39%

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

Abundance #814: Butane, 2-methyl-

43.0
5000 LN L L LA LA R
3.00 3.20 3.40 3.60
m/z 41.00  83.40%
72.0
0 15‘0\‘ wlll \‘ \‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane
43.0
AR RamEaEE T
3.00 3.20 3.40 3.60
5000 m/z 57.10 77 .64%
72.0
sol L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2059: Butane, 2,2-dimethyl- e ARAmERRR TS
57.0 3.00 3.20 3.40 3.60
m/z 56.00 25.76%
5000
29.0
m/z--> 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©61925\
Data File : VN@87115.D

Acqg On : 19 Jun 2025 16:28
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 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, 2,2-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.448 11.06 ug/l 121290  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 83
2 Sulfurous acid, isobutyl pentyl ... 208 C9H2003S 1000309-13-8 50
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 36
4 Pentane, 3-bromo- 150 C5H11Br 001809-10-5 33
5 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 33

Abundance Scan 424 (4.448 min): VN087115.D\data.ms (-412) (-) m/z 57.10 100.00%

57.1
5000 /\
39) LU L I L B L B
Uﬂ 4.20 4.40 4.60 4.80
L e === m/z 71.08  92.23%
m/z--> 20 40 60 80 100 120 140
Abundance #2059: Butane, 2,2-dimethyl-
57.0
5000 UL L L I I LN L
4.20 4.40 4.60 4.80
39 m/z 43.00 91.72%
0‘]_‘5“0‘““‘“i‘}‘\“\.‘ﬂ’“w“85'9““““““““‘
miz-> 20 40 60 80 100 120 140
Abundance #85782: Sulfurous acid, isobutyl pentyl ester
57.0
e mmmEE e
4.20 4.40 4.60 4.80
5000 m/z 41.10 49.,13%
29.0
\J LIl m ), 870 123.0 153.0
e
miz--> 20 40 60 80 100 120 140
Abundance #8663: Pentane, 2,3,4-trimethyl- W‘Mﬁ“u“‘u“uN‘u‘
43.0 4.20 4.40 4.60 4.80
71.0
m/z 56.10 34.45%
5000
o 260 Ll om0
e  EARmEEE
m/z--> 20 40 60 80 100 120 140 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61925\
Data File : VN@87115.D

Acqg On : 19 Jun 2025 16:28

Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060625W.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 3 Butane, 2,3-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5.306  27.63 ug/1l 303134  Pentafluorobenzene 8.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 52
3 Tetrahydrofuran 72 C4H80 000109-99-9 38
4 Pentane 72 C5H12 000109-66-0 38

51,2,4,5-Tetrazine, 1,4-dihydro-3... 112 C4H8N4 037454-64-1 28

Abundance Scan 570 (5.306 min): VN087115.D\data.ms (-554) (-) m/z 43.00 100.00%
43.0
5000
71.1
R RRR AR R
‘ 5.00 5.20 5.40 5.60
OFrrrrrrretb et et e e prre e el m/z 42.00 92.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2055: Butane, 2,3-dimethyl-
43.0
5000 L LI L I L L B R
5.00 5.20 5.40 5.60
71.0 m/z 41.10 39.61%
O \]-\5\-‘0\“\\“}\\‘\“\\\\‘\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2045: Pentane, 2-methyl-
43.0
PP T
5.00 5.20 5.40 5.60
5000 71.0 m/z 71.10  31.56%
0 150,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #763: Tetrahydrofuran e e
42.0 5.00 5.20 5.40 5.60
m/z 39.00 15.86%
5000 720
0 15.0 ‘\‘\ w\
e e e e Crprp e
m/z--> 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©61925\
Data File : VN@87115.D

Acqg On : 19 Jun 2025 16:28
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 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 4 Pentane, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.836 18.05 ug/1l 197958  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 78
3 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 72
4 Sulphuric acid dibutyl ester 210 C8H1804S 000625-22-9 56
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 56
Abundance Scan 660 (5.836 min): VN087115.D\data.ms (-646) (-) m/z 57.10 100.00%
57.1
5000
560580600620
86.1 : : : :
ol 2070 L/ se.ee 92.50%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2049: Pentane, 3-methyl-
57.0
29.0
5000 L B I L I LN B
5.60 5.80 6.00 6.20
m/z 41.00 55.38%
O 1.01’86‘0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8651: Hexane, 3,4-dimethyl-
56.0
AR e R
5.60 5.80 6.00 6.20
5000 85.0 m/z 43.00 22.47%
29.0
0 Wb L 114'0
e e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8659: Pentane, 2,2,3-trimethyl- e RRREE TR
57.0 5.60 5.80 6.00 6.20
m/z 55.00 12.38%
5000
29.0 ‘ 99.0
ob el bl e || b e
m/z--> 0 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@61925\
Data File : VN@87115.D

Acqg On : 19 Jun 2025 16:28

Operator JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 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 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 5 Cyclopentane, methyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.341 7.51 ug/1 82378  Pentafluorobenzene 8.230
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 87
2 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
3 Cyclopropane, propyl- 84 C6H12 002415-72-7 64
4 1H-Tetrazole, 5-methyl- 84 C2H4AN4 004076-36-2 64
5 1-Pentanol, 3-methyl- 102 C6H140 000589-35-5 38
Abundance Scan 916 (7.341 min): VN087115.D\data.ms (-907) (-) m/z 56.05 100.00%
56.0
5000 41.0 69.1 /\/\
R e R
H ‘ 84.0 7.00 7.20 7.40 7.60
Ol et i bbb miz 69,10 44.41%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 \\‘\\\\‘\\\\’\\\\‘\\\\‘\
7.00 7.20 7.40 7.60
m/z 41.00 43.58%
28.0 84.0
150 || |
O \\\‘\\\\‘\\\\‘\\\\“\\\\}\‘\\\“\w‘\‘\\\‘1i\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl-
56.0
41.0 7.00 7.20 7.40 7.60
5000 ITI z 55.00 25.48%
27.0
69.0
Y-S P O -
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1678: Cyclopropane, propyl- ““H““H,““_““
410 56.0 7.00 7.20 7.40 7.60
m/z 42.10 21.05%
5000
27.0
69.0
“ | min 84\'0
O v e e i T
m/z--> 0 10 20 30 40 50 60 70 80 90 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©61925\
Data File : VN@87115.D

Acqg On : 19 Jun 2025 16:28
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 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 5
R.T. EstConc Area Relative to ISTD R.T.
8.335 14.13 ug/l 155050  Pentafluorobenzene 8.230

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 78
2 Hexyl octyl ether 214 C14H300 017071-54-4 43
3 Heptane 100 C7H16 000142-82-5 43
4 1-Hexanol, 5-methyl-2-(1-methyle... 158 C10H220 002051-33-4 43
5 Oxalic acid, 2-ethylhexyl hexyl ... 286 C16H3004 1000309-38-9 38
Abundance Scan 1085 (8.335 min): VN087115.D\data.ms (-1078) (-) m/z 56.10 100.00%
56.1
5000 A/\
“_‘H,H“_‘H‘H‘w
‘ ‘850 207.C 8.00 8.20 8.40 8.60
0 ww_mwm‘ el e e 2 lC  m/z 43.00 74.66%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4478: Pentane, 2,3-dimethyl-
56.0
5000 290 \\‘\\\\‘\\\\‘\\\\‘\\\\
8.00 8.20 8.40 8.60
m/z 57.05 65.07%
85.0
0 %.\0\\‘\‘\‘1\\‘i‘\\\“"\\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #92363: Hexyl octyl ether
43.0 85.0
 RRAmmEE
8.00 8.20 8.40 8.60
5000 m/z 41.00 52.23%
YIS, | Hw!m“‘1“}?\9‘_‘”_”””
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4462: Heptane H_m,mwuu_m,
43.0 8.00 8.20 8.40 8.60
m/z 71.05 40.92%
5000 71.0
100 0
W‘H“H“_"W‘H“H“_“w‘H“H“_“W‘H“H“  ARRaEEEEEE
m/z--> 0 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©61925\
Data File : VN@87115.D

Acqg On : 19 Jun 2025 16:28
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 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, 1,4-diethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.029 7.18 ug/1 131643 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 94
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 91
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 91
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 80
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 72
Abundance Scan 2053 (14.029 min): VN087115.D\data.ms (-2049) (- | m/z 119.05 100.00%
119.1
5000 134.0 /\/\j\/\ J\
14.00
51.0 73. ‘
Obrerrrerrertorimegite S bl b myz 105.65  79.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 134.0 /\ \/\\ — \/\f
91.0 14.00
m/z 134.00 45.13%
41.0 65.0
O \\‘H\\‘?9"\9\\\\"‘\\Hi‘\H\’\‘\‘\\‘\Hm‘H\\"}‘\H‘\‘H\’H‘i‘{l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17033: Benzene, 1,3-diethyl- /\
119.0 /\
MW ALA
14.00
5000 1340 m/Z 91 . 19 24. 7100
91.0
27.0 51.0 ‘
0 \\‘u\\‘\\\Mu\1‘,‘\\u}‘1‘”1,\‘1‘\w??‘*\?u\H,\\u‘M\,u‘\‘\l\m‘u‘wu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\//\/\
Abundance #17032: Benzene, 1,2-diethyl- : A ‘
119.0 14.00
m/z 77.00 13.75%
5000 134.0
91.0
39.0 65.0 m
obaso B0 L0 Lol LA LU
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61925\
Data File : VN@87115.D

Acqg On : 19 Jun 2025 16:28
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 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 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.441 36.88 ug/l 676462 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Indan, 1-methyl- 132 C10H12 000767-58-8 90
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 87
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 86
Abundance Scan 2123 (14.441 min): VN087115.D\data.ms (-2113) (- | m/z 117.05 100.00%
117.1
5000
91.0 1450
14.50
51.0
o"‘_Hn_uhmmJ_w‘wuHJ“_‘Juf‘?;‘l‘WH_H‘%Q?:Q m/z 115.10  30.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 T
14.50
91.0 m/z 132.05  27.87%
ZIO\S%OH \ ‘ I
O\\\‘\‘H\‘\\‘H‘1H”i“‘\\‘\\‘H“H\‘\}‘H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0
==
14.50
5000 m/z 91.00 13.63%
1.
39.0 65.0 9‘0 ‘
RMSSNSISMATAR i BSCMONN S K S
m/z--> 20 40 60 80 100 120 140 160 180 200 MAU\
Abundance #16107: 1-Phenyl-1-butene e 1
117.0 14.50
m/z 118.10 9.77%
5000
91.0
270 °17 ‘ |
O bbbl e Ml VS
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61925\
Data File : VN@87115.D

Acqg On : 19 Jun 2025 16:28
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.653 10.71 ug/l 196406 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 91
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 91
Abundance Scan 2159 (14.653 min): VN087115.D\data.ms (-2151) (- | m/z 119.10 100.00%
119.1
5000
aLo 14.50 15.00
39.0 65.0 : -
0 ‘H_"mewmMm‘muh“,‘m“‘ B0t 20Tl m/z 134.05  48.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 ”/\A o s
14.50 15.00
91.0 m/z 91.05 17.79%
410 g3 ‘
0 \\\‘\‘\\\“\\w‘\“{.‘\\\““\\\\‘m\\}“"\\\M\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5 =
14.50 15.00
5000 m/z 133.05 11.32%
91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl- - N T
119.0 14.50 15.00
m/z 120.10 9.93%
5000
91.0
39.0 65.0 /\
0}\5‘\'?\‘\\\“‘H“;‘\“;‘H\‘”‘\\‘\\“1‘”‘1“,‘\H“\,\m‘mwm‘uu I ‘/\‘ ] '\/\\" ‘f\/\NJ
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61925\
Data File : VN@87115.D

Acqg On : 19 Jun 2025 16:28
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.423 7.87 ug/1l 144308 1,4-Dichlorobenzene-d4 13.788
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
2 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 83
3 Benzene, 1-methyl-4-(1-methyl-2-... 146 C1l1H14 097664-18-1 80
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 72
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 72
Abundance Scan 2290 (15.423 min): VN087115.D\data.ms (-2285) (- | m/z 131.00 100.00%
131.0
5000 /\ JL/\
AN, BVAVLASANS
91.0
64.2 ‘ 15.50
39.0
O 320 bl has22 2070 g as T 22, e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 (k \/\\ T ‘/\/\\ N’\\//\\l\ T
15.50
m/z 91.00 13.35%
390 ga0 HO
0H\\‘\H\“‘\\“1‘\““\‘\\“\H\“\‘HL‘\‘U‘\\“\“H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25025: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
—
15.50
5000 m/z 133.00 11.13%
91.0
15.0 39.0 640 |
O T i o W ) N AN—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)- e
131.0 15.50
m/z 129.05 10.57%
5000
91.0
%0 w0 | UYL
oH"_‘H“‘uu‘;h‘w”J‘_u:wumMulH“Mwww_m SV
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61925\
Data File : VN@87115.D

Acqg On : 19 Jun 2025 16:28
Operator : JC\MD

Sample : Q2333-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 17 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 41.5 ug/l 455563 1 8.230 548512 50.0
Butane, 2,2-dim... 4.448 11.1 ug/l 121290 1 8.230 548512 50.0
Butane, 2,3-dim... 5.306 27.6 ug/l 303134 1 8.230 548512 50.0
Pentane, 3-methyl- 5.836 18.1 ug/l 197958 1 8.230 548512 50.0
Cyclopentane, m... 7.341 7.5 ug/l 82378 1 8.230 548512 50.0
Pentane, 2,3-di... 8.335 14.1 ug/l 155050 1 8.230 548512 50.0
Benzene, 1,4-di... 14.029 7.2 ug/l 131643 4 13,788 917060 50.0
Benzene, 1l-ethe... 14.441 36.9 ug/l 676462 4 13.788 917060 50.0
Benzene, 1,2,3,... 14.653 10.7 ug/l 196406 4 13.788 917060 50.0
1H-Indene, 2,3-... 15.423 7.9 ug/l 144308 4 13.788 917060 50.0
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