LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063022\
Data File : VU@49566.D

Acqg On : 30 Jun 2022 16:20
Operator : SY/MD

Sample : N3551-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 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 U\Method\82U062722W.M

Title : SW846 8260

Signal : TIC: VU@49566.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.488 39 46 55 rBV 187652 180550 3.11% 0.327%
2 1.601 70 81 90 rBvV 811661 856304 14.77% 1.553%
3 1.990 190 202 221 rBV 3312796 4495169 77.52% 8.154%
4 2,199 256 267 285 rVB 596790 886502 15.29% 1.608%
5 2.314 292 303 314 rBV 53298 76221 1.31% 0.138%
6 2.462 339 349 367 rVB 473374 739284 12.75% 1.341%
7 2.594 374 390 420 rVB 213180 434549  7.49% 0.788%
8 3.038 491 528 534 rBV3 576347 1383605 23.86% 2.510%
9 3.080 535 541 549 rwv 741275 1409361 24.30% 2.556%
106 3.134 549 558 597 rVB 934177 2126576 36.67% 3.857%
11  3.359 609 628 654 rVB2 808041 1794646 30.95%  3.255%
12 3.572 680 694 714 rvv2 35116 78135 1.35% 0.142%
13 3.977 801 820 838 rBV 230201 567459 9.79% 1.029%
14 4.086 838 854 869 rBV 175150 436115 7.52% ©.791%
15 4.170 870 880 892 rVB 32352 71722  1.24% 0.130%
16 4.253 892 906 914 rBV 41838 105896 1.83% 0.192%
17  4.334 919 931 947 rVV3 149346 384036 6.62% 0.697%
18 4.433 948 962 975 rVW3 104571 266612 4.60% 0.484%
19 4.530 975 992 1008 rVV 1507018 3623714 62.49% 6.573%
20 4.610 1008 1017 1042 rVB2 120872 333340 5.75% 0.605%
21  4.980 1117 1132 1148 rBv4 23375 66112 1.14% 0.120%
22 5.128 1155 1178 1183 rBV5 67158 157467 2.72% 0.286%
23 5.176 1184 1193 1209 rVB 186832 404477 6.98% 0.734%
24 5.289 1209 1228 1241 rBV 214242 472551 8.15% ©.857%
25 5.385 1241 1258 1271 rBV3 1265070 3194926 55.10% 5.795%
26 5.459 1272 1281 1306 rVB2 338093 855223 14.75% 1.551%
27 5.591 1306 1322 1331 rBV 170211 378411 6.53% 0.686%
28 5.700 1346 1356 1366 rBvV2 209867 406342 7.01% 0.737%
29 5.774 1366 1379 1392 rVV 2878204 5798678 100.00% 10.518%
30 5.845 1393 1401 1408 rVV4 267840 614123 10.59% 1.114%
31 5.896 1409 1417 1434 rVV6 497979 1345261 23.20% 2.440%
32 5.986 1434 1445 1471 rVB2 200479 479989 8.28% 0.871%
33 6.131 1476 1490 1511 rVB3 34347 92363 1.59% 0.168%
34 6.250 1512 1527 1536 rBV 517349 1023313 17.65% 1.856%
35 6.565 1611 1625 1658 rVB5 86418 247760 4.27% 0.449%

36 6.761 1662 1686 1710 rBV3 610966 1551738 26.76%  2.815%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063022\
Data File : VU@49566.D

Acqg On : 30 Jun 2022 16:20
Operator : SY/MD

Sample : N3551-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 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 U\Method\82U062722W.M
Title : SW846 8260
37 6.980 1744 1754 1767 rVB 72263 128193 2.21% 0.233%
38 7.070 1768 1782 1795 rVB3 35334 75574 1.30% 0.137%
39 7.182 1795 1817 1827 rBV5 107554 353945 6.10% 0.642%
40  7.253 1828 1839 1855 rVB 163866 346076 5.97% 0.628%
41  7.391 1855 1882 1911 rBv4 418986 1075380 18.55%  1.951%
42 7.626 1946 1955 1965 rBV2 70193 115721 2.00% 0.210%
43  7.687 1966 1974 1985 rVB 108264 183085 3.16% ©0.332%
44  7.758 1986 1996 2012 rVB3 157945 288200 4.97% 0.523%
45  7.858 2012 2027 2029 rBV6 69306 126404 2.18% 0.229%
46 7.896 2030 2039 2053 rW 776793 1332739 22.98% 2.417%
47  7.970 2053 2062 2071 rVB 93767 161605 2.79% 0.293%
48 8.038 2071 2083 2101 rBV5 175708 368027 6.35% 0.668%
49 8.160 2113 2121 2137 rVB2 54445 120187 2.07% 0.218%
50 8.250 2137 2149 2165 rVB6 50442 131496 2.27% 0.239%
51 8.369 2165 2186 2191 rBV3 48362 101206 1.75% 0.184%
52 8.411 2191 2199 2216 rVB 136042 233873 4.03% 0.424%
53 8.716 2278 2294 2309 rVB 230333 425820 7.34% 0.772%
54  8.822 2320 2327 2336 rVB3 48081 78840 1.36% 0.143%
55 9.076 2394 2406 2425 rBV8 27763 67192 1.16% 0.122%
56 9.333 2475 2486 2500 rBV4 56639 111153 1.92% 0.202%
57 9.417 2500 2512 2525 rBV 703969 1203679 20.76% 2.183%
58 9.571 2550 2560 2581 rVB2 422372 772188 13.32% 1.401%
59 9.697 2587 2599 2615 rBV 356749 575219 9.92% 1.043%
60 10.099 2710 2724 2740 rVB2 44061 92075 1.59% 0.167%
61 10.375 2800 2810 2828 rBV7 54180 127639 2.20% 0.232%
62 10.484 2833 2844 2854 rVB 189405 306236 5.28% 0.555%
63 10.632 2878 2890 2904 rBV 554506 889988 15.35% 1.614%
64 10.735 2912 2922 2935 rVB 136277 228979 3.95% 0.415%
65 10.906 2965 2975 2990 rVB 224308 363684 6.27% 0.660%
66 11.021 2998 3011 3020 rBV 54691 91584 1.58% 0.166%
67 11.292 3082 3095 3112 rBV 298600 478203 8.25% 0.867%
68 11.468 3141 3150 3160 rVB 56242 86700 1.50% 0.157%
69 11.812 3243 3257 3271 rBV 695610 1109573 19.13% 2.013%
70 11.893 3273 3282 3295 rVV2 80698 130669 2.25% 0.237%
71 12.092 3326 3344 3356 rBV 1730666 2778464 47.92% 5.040%
72 12.144 3356 3360 3367 rvv2 45516 70101 1.21% 0.127%
73 12.185 3367 3373 3393 rVB3 31291 65377 1.13% 0.119%
74 12.301 3398 3409 3420 rBvV2 39357 64101 1.11% 0.116%
75 12.378 3422 3433 3446 rVB 65559 113705 1.96% 0.206%

76 12.571 3482 3493 3500 rBV 99194 152202 2.62% 0.276%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063022\
Data File : VU@49566.D

Acqg On : 30 Jun 2022 16:20
Operator : SY/MD

Sample : N3551-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 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 U\Method\82U062722W.M
Title : SW846 8260
77 12.613 3500 3506 3516 rvV 60744 92377 1.59% 0.168%
78 12.681 3516 3527 3544 rVB 306599 509794 8.79% ©.925%
79 12.973 3599 3618 3626 rBV2 78893 151818 2.62% 0.275%
80 13.115 3648 3662 3677 rVB4 29090 59893 1.03% 0.109%
81 13.295 3709 3718 3724 rBV 81924 118785 2.05% 0.215%
82 13.452 3757 3767 3779 rVB2 232161 372892 6.43% 0.676%
83 13.520 3779 3788 3804 rVB8 34620 63370 1.09% 0.115%
84 13.626 3811 3821 3835 rVB2 62408 107580 1.86% ©.195%
85 14.086 3949 3964 3988 rVB 439757 730471 12.60% 1.325%
86 15.410 4365 4376 4393 rBV2 31608 60687 1.05% 0.110%
Sum of corrected areas: 55131279
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063022\

: VU@49566.D

: 30 Jun 2022 16:20

: SY/MD

: N3551-01

: 5.0mL/MSVOA_U/WATER

: 16 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
. SW846 8260

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063022\
Data File : VU@49566.D

Acqg On : 30 Jun 2022 16:20
Operator : SY/MD

Sample : N3551-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.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 2
R.T. EstConc Area Relative to ISTD R.T.
1.990 70.35 ug/l 4495170  Pentafluorobenzene 5.372

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 3-Buten-1-o0l 72 C4H80 000627-27-0 47
3 Pentane 72 C5H12 000109-66-0 36
4 1-Butene 56 C4H8 000106-98-9 10
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 9
Abundance Scan 202 (1.990 min): VU049566.D\data.ms (-190) (-) m/z 42.95 100.00%
43.0
5000 /\
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
72.0 1.60 1.80 2.00 2.20 2.40
Ol b 2971 nyz 42,00 85.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #814: Butane, 2-methyl-
43.0
5000 /‘\\\\\‘\\\\‘\\\\‘\\\\‘\\
1.60 1.80 2.00 2.20 2.40
m/z 40.95 85.36%
72.0
O 15.0\ il “ \‘
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
42.0
1.60 1.80 2.00 2.20 2.40
5000 m/z 57.00 69.49%
o 15.0 72.0
B B B o R A RAR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane P
43.0 1.60 1.80 2.00 2.20 2.40
m/z 39.00 27.00%
5000
72.0
L
m/z--> 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063022\
Data File : VU@49566.D

Acqg On : 30 Jun 2022 16:20
Operator : SY/MD

Sample : N3551-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

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

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

Peak Number 2 Pentane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.080 22.06 ug/l 1409360  Pentafluorobenzene 5.372

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 74
2 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 43
3 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 38
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 33
5 Butane, 1-chloro-3-methyl- 106 C5H11C1 000107-84-6 32
Abundance Scan 541 (3.080 min): VU049566.D\data.ms (-535) (-) m/z 43.00 100.00%
43.0
5000 71.0
57.0
| H‘ | eso 280300320340
o7ttt m/z 71.00 48.91%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2045: Pentane, 2-methyl-
43.0
5000 71.0 /\,/\
2.80 3.00 3.20 3.40
27.0 57.0 m/z 41.00  38.27%
o | L o
O\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
2.80 3.00 3.20 3.40
5000 71.0 m/z 42.00  32.96%
31.0 55.0 84.0
101.0
Ol e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2022: Furan, tetrahydro-2-methyl-
43.0 71.0 2.80 3.00 3.20 3.40
m/z 57.00 22.82%
5000 27.0
56.0
15.0 “ ‘ ‘ 86.0
0H\,w‘u,u!\,“H\‘1,‘\1H,“m‘m,\m‘MH‘H‘H‘HHWH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063022\
Data File : VU@49566.D

Acqg On : 30 Jun 2022 16:20
Operator : SY/MD

Sample : N3551-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.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 Cyclopentane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
3.134  33.28 ug/1 2126580  Pentafluorobenzene 5.372
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane 70 C5H10 000287-92-3 72
2 Cyclobutane, methyl- 70 C5H10 000598-61-8 72
3 1-Pentene 70 C5H1e 000109-67-1 45
4 1-Pentanol 88 C5H120 000071-41-0 39
5 Methyl propargyl ether 70 C4H60 000627-41-8 7
Abundance Scan 558 (3.134 min): VU049566.D\data.ms (-549) (-) m/z 42.00 100.00%
42.0
5000 55.0
70.0
‘ 610 2.80 3.00 3.20 3.40
0t SRR Tz 55,00 46.61%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #634: Cyclopentane
42.0
5000
550 700 2.80 3.00 3.20 3.40
' m/z 70.80  36.98%
O 15‘027.0
miz--> 10 20 30 40 50 60 70 80 90
Abundance
42.0
AR R
2.80 3.00 3.20 3.40
5000 m/z 41.00 36.85%
55.0
27.0 70.0
N
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #631: 1-Pentene
42.0 2.80 3.00 3.20 3.40
m/z 39.00 23.90%
55.0
5000
27.0 70.0
15.0 ‘
0 ‘H“N“_‘Jl“ull“‘wuhi“u““‘u“““
m/z--> 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063022\
Data File : VU@49566.D

Acqg On : 30 Jun 2022 16:20
Operator : SY/MD

Sample : N3551-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

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

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

Peak Number 4 Cyclopentane, methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4,530 56.71 ug/l 3623710  Pentafluorobenzene 5.372

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 80
3 1H-Tetrazole, 5-methyl- 84 C2H4AN4 004076-36-2 80
4 Cyclohexane 84 C6H12 000110-82-7 78
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
Abundance Scan 992 (4.530 min): VU049566.D\data.ms (-975) (-) m/z 56.00 100.00%
56.0
5000
84.0 4.20 4.40 4.60 4.80
ool e b 2068 /7 41.00  48.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1682: Cyclopentane, methyl-
56.0
5000
4.20 4.40 4.60 4.80
m/z 69.00 41.96%
ZT'O 84.0
0 \\‘\‘\‘\‘\\‘ \\“\‘H‘\“\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56.0
4.20 4.40 4.60 4.80
5000 m/z 55.00 24.82%
27.0
84.0
o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1502: 1H-Tetrazole, 5-methyl-
56.0 4.20 4.40 4.60 4.80
21.0 m/z 42.00  20.07%
5000
84.0
o N —
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80

82U062722W.M Wed Jul 13 10:57:50 2022 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063022\
Data File : VU@49566.D

Acqg On : 30 Jun 2022 16:20
Operator : SY/MD

Sample : N3551-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.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, 1,3-dimethyl-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.845 30.01 ug/l 614123  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 91
2 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 76
3 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 76
4 Formic acid, heptyl ester 144 C8H1602 000112-23-2 72
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 62
Abundance Scan 1401 (5.845 min): VU049566.D\data.ms (-1393) (-) m/z 70.00 100.00%
70.0
56.0
5000 410
83.0
‘ ‘ 98.0 5.60 5.80 6.00 6.20
ol m/z 56.60  74.53%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3823: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0
5000
5.60 5.80 6.00 6.20
83.0 o
m/z 55.00  53.45%
T
0 \\\‘\\H‘HH‘HHiHHi\‘HH\H\ \‘H\M\ ‘HH‘HH‘H‘H‘HH‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
56.0 70.0
41.0
5.60 5.80 6.00 6.20
5000 m/z 41.00 49,19%
27.0
83.0
98.0
0 1.0 140
R AR R L e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0 5.60 5.80 6.00 6.20
41.0 m/z 68.95  28.34%
5000
27.0 83.0
| AL
b et e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063022\
Data File : VU@49566.D

Acqg On : 30 Jun 2022 16:20
Operator : SY/MD

Sample : N3551-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.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 unknown5.896 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.896 65.73 ug/1 1345260 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexen-1-0l1, (Z)- 100 C6H120 000928-94-9 42
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 22
3 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 16

4 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 12
5 1-Penten-3-o0l, 4-methyl- 100 C6H120 004798-45-2 9

Abundance Scan 1417 (5.896 min): VU049566.D\data.ms (-1409) (-) m/z 57.00 100.00%

57.0
5000
41.0
| ‘ 82"0 990 5.60 5.80 6.00 6.20
Obrrrre el 890 U120 67 0 39, 64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4308: 2-Hexen-1-ol, (2)-
57.0
41.0
5000
27.0 82.0 5.60 5.80 6.00 6.20
m/z 41.00 31.16%
I
O \\‘\\\\‘\\}}‘\\\}‘\\‘\\i‘\w!1“\\‘\““}\\\“‘\‘\\\‘\\\\"\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
57.0
5.60 5.80 6.00 6.20
5000 m/z 56.00 30.38%
41.0
29.0
0. 150 710 830 20
T L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8677: Butane, 2,2,3,3-tetramethyl-
57.0 5.60 5.80 6.00 6.20
m/z 54.00 24.48%
5000
41.0
29.0
o150 2% | 690 ggo %90 L
P e e e e R SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063022\
Data File : VU@49566.D

Acqg On : 30 Jun 2022 16:20
Operator : SY/MD

Sample : N3551-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

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

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

Peak Number 7 Cyclopentane, 1,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.986  23.45 ug/1 479989  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 90
2 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 81
3 1-Heptene 98 C7H14 000592-76-7 78
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 76
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 72

Abundance Scan 1445 (5.986 min): VU049566.D\data.ms (-1434) (-) m/z 56.00 100.00%
56.0
70.0
41.0
5000
98.0
H 83.0 5.60 5.80 6.00 6.20 6.40
0 bl ‘le Lt b m/z 70.60  71.91%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0
41.0 K
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
5.60 5.80 6.00 6.20 6.40
27 0 83.0 m/z 55.080  63.90%
‘ ‘ ‘ 98.0
O\\\’\\\\‘\\\\‘\‘\\\“\H‘\‘\\\w‘\\\\‘\\\\‘\\\‘\‘\\\\
miz--> 20 30 50 60 70 80 90 100
Abundance
%3 A M
AR WL WAV S
41.0 70.0 5.60 5.80 6.00 6.20 6.40
5000 ITI/Z 41.00 55.54%
27.0 830 98.0
oLttt el e e
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3709: 1-Heptene
41.0 56.0 5.60 5.80 6.00 6.20 6.40
m/z 69.00 33.80%
5000 29.0 70.0
98.0
‘ ‘ 83.0 /\
0 bt e el N CA NN S
m/z--> 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063022\
Data File : VU@49566.D

Acqg On : 30 Jun 2022 16:20

Operator : SY/MD

Sample : N3551-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.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 8 Cyclobutane, (1-methylethyl... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
7.391 52.54 ug/l 1075380  1,4-Difluorobenzene 6.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 70

2 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 64
3 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 58
4 Cyclopentane, 1-methyl-2-methylene- 96 C7H12 041158-41-2 52
5 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 50
Abundance Scan 1882 (7.391 min): VU049566.D\data.ms (-1855) (-) m/z 81.00 100.00%
81.0
5000 43.0
57.0 96.0
H ‘H ‘H‘ ‘ 7.00 7.20 7.40 7.60 7.80
o‘H‘H‘w‘Hww;:m;mwwm“MMWWW‘ m/z 43.00 44.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3285: Cyclobutane, (1-methylethylidene)-
81.0
5000 | B LU B R
7.00 7.20 7.40 7.60 7.80
‘ 530 670 96.0 m/z 96.00 27.07%
O\\\‘\\\\‘\\\\‘\\\\“\\\\“\‘\‘\\‘\\\\‘\\\‘\“1\\\‘\\‘\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
81.0
7.00 7.20 7.40 7.60 7.80
5000 m/z 71.00 26.56%
39.0 96.0
53.0
15.0 67.0
|
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3270: Cyclopentene, 4,4-dimethyl- RaRaa L e R
81.0 7.00 7.20 7.40 7.60 7.80
m/z 40.95 24.90%
5000
39.0
53.0 96.0
%
oH"‘m"Mm:;””;“!”‘Hw‘:"‘m!m_mwww SIVEAVIR caas
m/z--> 10 20 30 40 50 60 70 80 90 100 110 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063022\
Data File : VU@49566.D

Acqg On : 30 Jun 2022 16:20
Operator : SY/MD

Sample : N3551-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.092 125.20 ug/l 2778460 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 81
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 74
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 74
5 Deltacyclene 118 C9H1e 007785-10-6 64

Abundance Scan 3344 (12.092 min): VU049566.D\data.ms (-3326) (- | m/z 117.00 100.00%

117.0
5000

91.0
390 630 12.00
Ol et bl e M 2070 n/7 118,00 55.35%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000
12.00
m/z 115.00  33.63%

91.0
39.0 63.0
O\1\5\(‘)\\\\“\\H\\““\‘\\\‘\\“\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0

12.00
m/z 90.95 16.81%
5000 91.0
51.0
27.0
O b e T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10192: Benzene, 2-propenyl-
0 1200

m/z 63.00 8.75%

5000 91.0
390 65.0
0 \‘ | \“ U

m/z--> 20 40 60 80 100 120 140 160 180 200 1200
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063022\
Data File : VU@49566.D

Acqg On : 30 Jun 2022 16:20
Operator : SY/MD

Sample : N3551-01

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.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 Indan, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.681 22.97 ug/l 509794  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 90
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 90
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 86
Abundance Scan 3527 (12.681 min): VU049566.D\data.ms (-3516) (- | m/z 116.95 100.00%
117.0
5000
132.1
91.0 1200
509 740 “ 1250 13.00
O v et bl m/z 114.95 32.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0
5000 ‘2‘6 ‘Qod
132.0 125 13.
910 m/z 132.05  26.36%
39.0 65.0 ‘ ‘
OH‘HH‘\H\‘HH“HH“\H\“\‘HH‘HH‘\H\‘HH‘HH’HH‘HH“HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
——
12 50 13.00
5000 132.0 m/z 90.95 14.09%
91.0
0 27.0 510 74.0
T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16107: 1-Phenyl-1-butene /\J\/\”\ ‘
117.0 12 50 13 00
m/z 118.00 10.18%
5000 132.0
91.0
027076w, ‘ ‘”A‘ O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU063022\
Data File : VU@49566.D

Acqg On : 30 Jun 2022 16:20
Operator : SY/MD

Sample : N3551-01

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.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- 1.990 70.3 ug/l 4495170 1 5.372 3194930 50.0
Pentane, 2-methyl- 3.080 22.1 ug/l 1409360 1 5.372 3194930 50.0
Cyclopentane 3.134 33.3 wug/l 2126580 1 5.372 3194930 50.0
Cyclopentane, m... 4.530 56.7 ug/l 36237106 1 5.372 3194930 50.0
Cyclopentane, 1... 5.845 30.0 ug/l 614123 2 6.250 1023310 50.0
unknown5.896 5.896 65.7 wug/l 1345260 2 6.250 1023310 50.0
Cyclopentane, 1... 5.986 23.4 wug/l 479989 2  6.250 1023310 50.0
Cyclobutane, (1... 7.391 52.5 ug/l 1075380 2 6.250 1023310 50.0
Indane 12.092 125.2 ug/l 2778460 4 11.812 1109570 50.0
Indan, 1-methyl- 12.681 23.0 ug/l 509794 4 11.812 1109570 50.0
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