LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110724\
Data File : VU@61526.D

Acq On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SFAMUTR102324WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@G61526.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.358 13 21 37 rVB 1027449 1079164 14.61% 2.789%
2 1.435 38 45 54 rBV 88622 93842 1.27% 0.243%
3 1.490 54 62 81 rBv3 121211 266949 3.61% 0.690%
4 1.599 83 96 109 rVV2 2839606 3964668 53.69% 10.246%
5 1.657 109 114 121 rVB 177057 195071 2.64% 0.504%
6 1.727 129 136 153 rVB 264871 318338 4.31% 0.823%
7 1.879 175 183 187 rBV 176482 235333 3.19% 0.608%
8 1.991 211 218 238 rVB 60206 86768 1.17% 0.224%
9 2.149 259 267 275 rBV 96435 132613 1.80% 0.343%
10 2.213 275 287 305 rVB3 217532 396145 5.36% 1.024%
11 2.313 310 318 326 rvVv 122851 184329 2.50% 0.476%
12 2.364 326 334 341 rVvV2 122951 201050 2.72% 0.520%
13 2.409 341 348 356 rvwVv 104774 152509 2.07% 0.394%
14 2.461 356 364 381 rVB 94109 151243 2.05% 0.391%
15 2.560 383 395 413 rVB 126773 229918 3.11% 0.594%
16 3.007 506 534 549 rBV 129234 318536 4.31% 0.823%
17 3.129 561 572 593 rVB3 39848 96246 1.30% 0.249%
18 3.348 628 640 658 rvVB3 42132 88219 1.19% 0.228%
19 3.570 695 709 728 rBV4 38498 95055 1.29% 0.246%
20 3.859 774 799 825 rBV 117485 374753 5.07% 0.969%
21 4.181 881 899 912 rBV5 24117 76269 1.03% 0.197%
22 4.653 1029 1046 1078 rBv2 894264 2126001 28.79% 5.494%
23 5.052 1156 1170 1193 rBV 109693 254460 3.45% 0.658%
24 5.171 1193 1207 1226 rVB 56796 123993 1.68% 0.320%
25 5.718 1357 1377 1384 rBV2 225244 565738 7.66% 1.462%
26 5.763 1384 1391 1411 rVB 281335 594463 8.05% 1.536%
27 6.013 1459 1469 1487 rVB 54236 121672 1.65% 0.314%
28 6.242 1529 1540 1565 rBV 169991 372284 5.04% 0.962%
29 6.557 1624 1638 1654 rBV 694794 1282217 17.36% 3.314%
30 6.682 1668 1677 1691 rVB 128479 243913 3.30% 0.630%
31 7.560 1938 1950 1972 rBV 69989 138620 1.88% 0.358%
32 7.891 2041 2053 2063 rBV 285614 496439 6.72% 1.283%
33 7.959 2063 2074 2108 rVB 4292776 7384645 100.00% 19.085%
34 8.412 2202 2215 2231 rBV 74444 127705 1.73% 0.330%
35 8.628 2264 2282 2317 rBV 282637 562228 7.61% 1.453%

36  9.409 2514 2525 2548 rVV2 253302 518686  7.02%  1.340%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110724\
Data File : VU@61526.D

Acq On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SFAMUTR102324WMA.M
Title : TRACE VOA SFAM1.0
37 9.560 2560 2572 2594 rBV 1779248 2850086 38.59% 7.366%
38 9.685 2595 2611 2629 rVV 1635405 2755389 37.31% 7.121%
39 10.090 2725 2737 2766 rVB 2033957 3219282 43.59% 8.320%
40 10.476 2845 2857 2870 rBV 52735 88650 1.20% 0.229%
41 10.746 2930 2941 2953 rBV 113990 188263 2.55% 0.487%
42 10.898 2976 2988 3001 rBV 53829 95490 1.29% 0.247%
43 10.991 3001 3017 3023 rBV 100301 180571 2.45% 0.467%
44 11.081 3036 3045 3058 rVB 50386 78006 1.06% 0.202%
45 11.222 3075 3089 3099 rBV 85875 142600 1.93% 0.369%
46 11.283 3100 3108 3129 rVB 81070 143558 1.94% 0.371%
47 11.460 3152 3163 3176 rBV 239942 367945 4.98% 0.951%
48 11.804 3256 3270 3284 rBV 263926 454043 6.15% 1.173%
49 11.885 3284 3295 3309 rVWV 377558 580512 7.86% 1.500%
50 12.087 3345 3358 3364 rBV2 221345 370146 5.01% 0.957%
51 12.184 3376 3388 3407 rVB4 407134 731851 9.91% 1.891%
52 12.367 3435 3445 3458 rVB 62107 96298 1.30% 0.249%
53 12.457 3460 3473 3478 rBV 131627 209914 2.84% 0.543%
54 12.486 3479 3482 3494 rVB 100527 124028 1.68% 0.321%
55 12.563 3495 3506 3516 rBV 376147 557560 7.55% 1.441%
56 12.672 3529 3540 3562 rBvV2 49223 123655 1.67% 0.320%
57 12.869 3592 3601 3616 rVB 53513 96168 1.30% 0.249%
58 13.020 3639 3648 3662 rVB 48097 79393 1.08% 0.205%
59 13.441 3770 3779 3796 rVB3 58615 110296 1.49% 0.285%
60 13.614 3821 3833 3853 rVB 59791 112277 1.52% 0.290%
61 14.180 3998 4009 4023 rBV 83275 140446 1.90% 0.363%
62 14.277 4023 4039 4054 rBV 92685 166201 2.25% 0.430%
63 14.659 4144 4158 4182 rVB4 29267 88807 1.20% 0.230%
64 14.868 4213 4223 4235 rVB4 52241 91415 1.24% 0.236%
65 15.007 4256 4266 4280 rBV2 95676 166474 2.25% 0.430%
66 15.187 4304 4322 4337 rBV3 101270 237605 3.22% 0.614%
67 15.261 4337 4345 4359 rVB4 98269 166869 2.26% 0.431%
68 15.492 4412 4417 4431 rVB4 51178 83136 1.13% 0.215%
69 15.917 4537 4549 4565 rVV5 63987 146733 1.99% 0.379%
Sum of corrected areas: 38693749
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU061526.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.358 14.49 ug/L 1079160 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 2-Oxetanone, 4-methyl- 86 C4H602 003068-88-0 9
4 Cyclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 9

Abundance  Scan 21 (1.358 min): VU061526.D\data.ms (-13) (-) m/z 40.95 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 1,1,2-Trifluoroethane Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
1.435 1.26 ug/L 93842 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 1,1,2-Trifluoroethane 84 C2H3F3 000430-66-0 91
2 Propiolonitrile 51 C3HN 001070-71-9 3
3 Ethane, 1,1-difluoro- 66 C2HAF2 000075-37-6 2
4 Ethane, 1,1-difluoro- 66 C2HAF2 000075-37-6 2
5 Difluoromethyl trifluoromethanes... 200 C2HF503S 001885-46-7 1
Abundance  Scan 45 (1.435 min): VU061526.D\data.ms (-38) (-) m/z 50.90 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Sulfur dioxide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
1.490 3.59 ug/L 266949 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 86
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 83
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
Abundance  Scan 62 (1.490 min): VU061526.D\data.ms (-54) (-) m/z 63.90 100.00%
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16.0 32‘.0
O e e T e e
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5000 m/z 40.95 21.83%
\‘HH TTTT \H\‘H\\‘\H\‘HH‘HH‘HH‘HH‘HH TTTT TTTTT T
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Abundance #44548: L-Alanine, 3-sulfo- L L
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
1.657 2.62 ug/L 195071 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 90

2 2-Butene, (Z)- 56 C4H8 000590-18-1 87

3 1-Propene, 2-methyl- 56 C4H8 000115-11-7 86

4 2-Butene, (E)- 56 C4H8 000624-64-6 83
5 2-Butene 56 C4H8 000107-01-7 80

Abundance Scan 114 (1.657 min): VU061526.D\data.ms (-109) (-) m/z 40.95 100.00%

41.0
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48{9‘ 5.9 1.40 1.60 1.80 2.00
Ol et e i | M/z 56.00 75.74%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
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5000 560 ISR L L B B
1.40 1.60 1.80 2.00
28.0 m/z 38.90 46.32%
m/z--> 0 5 10152025 30 35 40 45 50 55 60 65 70
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41.0
‘\\\\‘\\/\\\‘\\\\‘\\\
56.0 1.40 1.60 1.80 2.00
5000 m/z 55.00 35.18%
\\\\H\‘\H\‘\\\\‘\\H‘H\\‘\H\‘\\\\‘H\\‘H\\‘H\\‘\H\‘\\H‘HH‘HH‘HH‘HH‘
m/z-->
Abundance #209: 1-Propene, 2-methyl- P
m/z 52.95 13.64%
! \H\ If M /\
\\\\H\‘\H\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘HH‘H\‘\H\‘\\H‘HH‘HH‘HH‘HH‘ L \\\\‘\\\\‘\\\
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.727 4.28 ug/L 318338 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 87
2 1-Butene 56 C4H8 000106-98-9 86
3 1-Propene, 2-methyl- 56 C4H8 000115-11-7 86
4 2-Butene, (E)- 56 C4H8 000624-64-6 80
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 80

Abundance Scan 136 (1.727 min): VU061526.D\data.ms (-129) (-) m/z 40.95 100.00%

41.0
56.0
5000

1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
1.991 1.17 ug/L 86768 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Butane, 2-methyl- 72 C5H12 000078-78-4 86
3 Pentane 72 C5H12 000109-66-0 42

4 Oxirane, trimethyl- 86 C5H100 005076-19-7 40
5 Isobutylene epoxide 72 C4H80 000558-30-5 38

Abundance Scan 218 (1.991 min): VU061526.D\data.ms (-211) (-) m/z 43.00 100.00%

43.0
57.0
5000
R
‘ 72.0 1.60 1.80 2.00 2.20 2.40
obrr e Bl L gz 41,00 84.36%
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 [ LA L R LA
29.0 1.60 1.80 2.00 2.20 2.40
m/z 41.95 78.45%
72.0
15.0 ‘ ‘ | |
O e
m/z--> 0 10 20 30 40 50 60 70 80
Abundance
43.0
1.60 1.80 2.00 2.20 2.40
270 57.0
5000 . m/z 57.00 76.62%
\\\\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\
m/z--> A
Abundance #806: Pentane \ [T T [T T T T T T
m/z 38.90 27.29%
‘ | “ ‘\ | m‘ | M
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 7 (DEL) Alkane: Cyclic2.149 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
2.149 1.78 ug/L 132613 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 87
2 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 83
3 2-Pentene, (Z)- 70 C5H1e 000627-20-3 80
4 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 76
5 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 76
Abundance Scan 267 (2.149 min): VU061526.D\data.ms (-259) (-) m/z 41.95 100.00%
420 550
70.0
5000
1.80 2.00 2.20 2.40
0br el bl T8 sz 55,00 86.62%
miz-> 0O 10 20 30 40 50 60 70 80
Abundance #657: Cyclopropane, ethyl-
42.0
55.0
5000
270 70.0 1.80 2.00 2.20 2.40
m/z 69.95 61.48%
0 |
o L R RS
m/z--> 0 10 20 30 40 50 60 70 80
Abundance
42.0
1.80 2.00 2.20 2.40
5000 55.0 m/z 40.95 49.83%
\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\

m/z-->

Abundance #637: 2-Pentene, (2)-

m/z 38.95 45.46%
M
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
2.213 5.32 ug/L 396145 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Methyl-1-butene 70 C5H10 000563-46-2 90

2 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87

3 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87

4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 86
5 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 86

Abundance Scan 287 (2.213 min): VU061526.D\data.ms (-275) (-) m/z 55.00 100.00%

55.0
5000 70.0
38.9
‘ 610 . 1.80 2.00 2.20 2.40 2.60
‘ 9 | 77 P
Obrrrrmprrrrprr et bbbt o M/Z 70.60  39.72%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #643: 2-Methyl-1-butene
55.0
5000
420 70.0 1.80 2.00 2.20 2.40 2.60
H m/z 38.90  28.50%
0 ‘\\\\‘\\\\‘u\\‘\\u‘m‘m‘w‘m‘m m AR CEs s ae e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
55.0
1.80 2.00 2.20 2.40 2.60
5000 70.0 m/z 42.00  22.94%
‘\H\‘\\H‘H\\‘\\H‘H\\‘\H\‘\H\‘H\\‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #647: 2-Butene, 2-methyl-
m/z 40.95 21.20%
L i L Qz} 29&1&{%
‘\\H‘H\\‘HH‘HH‘HH‘HH‘HH HH‘HH‘HH \H\‘\\H‘HH‘HH‘HH‘HH‘H
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 9 (DEL) Alkane: Cyclic2.313 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
2.313 2.48 ug/L 184329 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 91
2 2-Pentene, (Z)- 70 C5H10 000627-20-3 90
3 2-Methyl-1-butene 70 C5H1e 000563-46-2 87
4 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87
5 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 86
Abundance Scan 318 (2.313 min): VU061526.D\data.ms (-310) (-) m/z 55.00 100.00%
55.0
5000 70.0
42.0
‘ ‘ 620 2.00 2.20 2.40 2.60
Ol b S bt 8 m/z 69.95  45.17%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000
410 70.0 2.00 2.20 2.40 2.60
29.0 | m/z 41.95 27.20%
0 A LA T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
55.0
2.00 2.20 2.40 2.60
5000 m/z 38.95 25.78%
H‘\H\‘HH‘\H\‘\H\‘HH‘\\H‘HH‘H\\‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #643: 2-Methyl-1-butene
m/z 40.95 21.81%
‘ ‘ L | MM
H‘\H\‘HH‘\H\‘\H\‘HH‘\\H‘HH‘HH‘HH‘HH\H\‘\H\‘HH‘HH‘HH‘HH‘H L TroT L TTTIT L
m/z-->

SFAMUTR102324WMA.M Fri Nov 08 12:42:15 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 10 Ethane, 1,2-dichloro-1,1,2-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.364 2.70 ug/L 201050 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethane, 1,2-dichloro-1,1,2-trifl... 152 C2HC12F3 000354-23-4 91
2 Cyclopropane, 1,2-dimethyl-3-met... 82 C6H10 062338-02-7 16
3 1,4-Pentadiene, 3-methyl- 82 C6H10 001115-08-8 9
4 Methyl 2-butynoate 98 C5H602 023326-27-4 9
5 2,3-Butanediol, 2TMS derivative 234 C10H2602Si2 0©53274-85-4 9

Abundance Scan 334 (2.364 min): VU061526.D\data.ms (-326) (-) m/z 66.90 100.00%

66.9
116.8
5000 84.8
49,9 A ‘ 134.8151.8 2.00 2.20 2.40 2.60 )
0t e m/z 116.85 66.16%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29527: Ethane, 1,2-dichloro-1,1,2-trifluoro-
67.0
117.0
5000 L L L L B L LA
310 85.0 2.00 2.20 2.40 2.60
' m/z 84.85 41.00%
o 0 | 13501520
m/z--> 20 40 60 80 100 120 140 160
Abundance
67.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\
410 2.00 2.20 2.40 2.60
5000 ' m/z 68.90 34.32%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
m/z-->
Abundance #1420: 1,4-Pentadiene, 3-methyl-
m/z 118.80 20.69%
‘ \‘M il “\ !
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\ T[T T T T[T T T T[T T T i [T rrr T
m/z-->

SFAMUTR102324WMA.M Fri Nov 08 12:42:16 2024 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 11 (DEL) Alkane: Cyclic2.409 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
2.409 2.05 ug/L 152509 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 87

2 2-Methyl-1-butene 70 C5H1e 000563-46-2 87

3 2-Butene, 2-methyl- 70 C5H1e 000513-35-9 86

4 2-Butene, 2-methyl- 70 C5H1e 000513-35-9 80
5 2-Butene, 2-methyl- 70 C5H1e 000513-35-9 80

Abundance Scan 348 (2.409 min): VU061526.D\data.ms (-341) (-) m/z 55.00 100.00%

55.0
5000 70.0
39.0
‘ 619 2.00 2.20 2.40 2.60 2.80
0 _H“mwHHWWHWWMHwmw!\ B e m/z 70.00 44.64%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
5000
410 70.0 2.00 2.20 2.40 2.60 2.80
29.0 “ m/z 38.95 30.80%
[P T e R RLRIRAR Y
mlz--> 5 10 15 20 25 30 35 4

55 60 65 70 75 80

Abundance

o
P
a1
(=R
o
ol I
o
o

2.00 2.20 2.40 2.60 2.80
5000 m/z 41.95 29.96%

-

m/z-->
Abundance #647: 2-Butene, 2-methyl-
m/z 40.95 19.89%
u‘\\\ [ M\/UM
‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH HH‘\\H‘HH‘HH‘HH‘H TTIT L TTTT LU T
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 12 (DEL) Alkane: Cyclic2.461 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
C2.461 2.03 ug/l 151243  1,4-Difluorobenzene 6.242
Hit# of 5 Tentative ID MW MolForm CAS# Qual
"1 Cyclopropane, 1,2-dimethyl-, trans- 76 Csiie 002402-06-4 86

2 2-Pentene, (E)- 70 C5H10 000646-04-8 86
3 2-Butene, 2-methyl- 70 C5H10 000513-35-9 80
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 78
5 1-Butene, 3-methyl- 70 C5H10 000563-45-1 78

Abundance Scan 364 (2.461 min): VU061526.D\data.ms (-356) (-) m/z 54.95 100.00%
55.0
38.9
‘ “ 628 2.20 2.40 2.60 2.80
O 489U, 828 g0 00 48.27%
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #667: Cyclopropane, 1,2-dimethyl-, trans-
55.0
5000 70.0
41.0 2.20 2.40 2.60 2.80
29.0 m/z 38.90  27.23%
0
m/z--> 0 10 20 30 40 50 60 70 80
Abundance
55.0
2.20 2.40 2.60 2.80
5000 m/z 40.95 23.78%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\
m/z-->
Abundance #651: 2-Butene, 2-methyl-
m/z 41.95 17.59%
| \H m‘w /\ /\MJ\/\
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\\\\\‘\\\\‘\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 13 Cyclopentene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.007 4.28 ug/L 318536 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Cyclopentene 68 C5H8 000142-29-0 91

2 Cyclopropane, methylmethylene- 68 C5H8 018631-84-0 91

3 Cyclopentene 68 C5H8 000142-29-0 90

4 Cyclopentene 68 C5H8 000142-29-0 90

5 Cyclopentene 68 C5H8 000142-29-0 72
Abundance Scan 534 (3.007 min): VU061526.D\data.ms (-506) (-) m/z 67.00 100.00%
67.0
5000 ﬂ

38-9 53.0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
| ‘ 599 758 84.0 2.60 2.80 3.00 3.20 3.40
Of et 2t 28 840 m/z 68.00  37.34%
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #503: Cyclopentene
67.0
5000 [ B L R I
2.60 2.80 3.00 3.20 3.40
39.0 53.0 m/z 38.90  22.23%
27.0 ‘ ‘
0 mwwMmwml‘lwm‘mwu‘m}l W rerrprrr e
m/z--> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
67.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\
2.60 2.80 3.00 3.20 3.40
5000 m/z 53.00 17.37%
HH‘HH‘\H\‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H\
m/z-->
Abundance #505: CyCIOpentene REAENERERNE \/\\\‘ T
m/z 41.00 10.15%
L \‘H‘\ [NAM /\J\—/\
HH‘HH‘\H\‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘\H‘HH‘HH‘HH‘HH‘H\ TTTT LU LU LU T
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 15 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
3.570 1.28 ug/L 95055 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 91
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 81
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 68
4 Cyclohexane 84 C6H12 000110-82-7 64
5 Cyclohexane 84 C6H12 000110-82-7 53
Abundance Scan 709 (3.570 min): VU061526.D\data.ms (-695) (-) m/z 56.00 100.00%
56.0
41.0
5000 69.0 84.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\V
“ ‘ 3.20 3.40 3.60 3.80
bbb il L myz 41,00 68.28%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1666: 1-Pentene, 2-methyl-
41.0 56.0
8.0 a0 3.20 3.40 3.60 3.80
m/z 54.90 43.03%

15.0
oHW;““Hl!_m“m;h‘lM_mi”w‘mw
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
56.0

41.0 3.20 3.40 3.60 3.80
5000 m/z 84.00  42.29%

L L L L L B B B
m/z--> /
Abundance #1675: 1-Pentene, 2-methy|- \‘\\\\‘\\\\‘\\n\\‘\\\\‘\

m/z 38.90 41.25%

/HW

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 17 Cyclopentene, 1-methyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
5.171 1.67 ug/L 123993  1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentene, 1-methyl- 82 Cé6H1e 000693-89-0 90
2 Cyclopentene, 4-methyl- 82 C6H10 001759-81-5 86
3 Cyclopentene, 3-methyl- 82 Cé6H1e 001120-62-3 86
4 Cyclopentene, 1-methyl- 82 Cé6H1e 000693-89-0 86
5 Cyclopentane, methylene- 82 Cé6H1e 001528-30-9 80

Abundance Scan 1207 (5.171 min): VU061526.D\data.ms (-1193) (-) m/z 66.95 100.00%

67.0
5000
82.0
38.9

H 52.9 H 4.80 5.00 5.20 5.40
Ol e et bl LWL 980 s 80 00 32.13%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1410: Cyclopentene, 1-methyl- /\
67.0
5000 82.0 wwwwwww

4.80 5.00 5.20 5.40
39.0 m/z 79.00 18.46%

H 53.0 ‘
”‘\‘”w‘”‘\”‘W‘”‘M“w”‘w”““\””W”W‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance

67.0

4.80 5.00 5.20 5.40
5000 m/z 81.00 15.61%

TTT TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT TTT
m/z-->
Abundance #1411: Cyclopentene, 3-methyl-

o

m/z 38.90  15.36%

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31

Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 18 Thiophene Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
6.013  1.63 ug/ll 121672 1,4-Difluorobenzene 6.242
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Thiophene 84 camas 000110-02-1 95

2 Thiophene 84 C4H4s 000110-02-1 95
3 Thiophene 84 C4H4S 000110-02-1 91
4 Thiophene 84 C4H4S 000110-02-1 91
5 4H-1,2,4-Triazol-4-amine 84 C2H4N4 000584-13-4 37

Abundance Scan 1469 (6.013 min): VU061526.D\data.ms (-1459) (-) m/z 83.90 100.00%

83.9
57.9
5000
44.9
68.9 5.60 5.80 6.00 6.20 6.40
Ob et et L Tl 980 /57,08 52.83%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1532: Thiophene
84.0
58.0
5000 [N LA B L I L R I
45.0 5.60 5.80 6.00 6.20 6.40
m/z 44.90  28.11%
ol 120 260 A
P T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
84.0
58.0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\

5.60 5.80 6.00 6.20 6.40
5000 m/z 38.90 12.09%

TTT TTTT TTTT TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ LI TTTT TTTT TTT
miz—> JLW/\\N
Abundance #1531: Thiophene

m/z 56.90 11.79%

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 19 Diethyl sulfide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.557 17.22 ug/L 1282220 1,4-Difluorobenzene 6.242

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Diethyl sulfide 90 C4H1es 000352-93-2 95
2 Diethyl sulfide 90 C4H1es 000352-93-2 94
3 Diethyl sulfide 90 C4H1es 000352-93-2 94
4 Diethyl sulfide 90 C4H1es 000352-93-2 91
5 Sulfur diimide, dimethyl- 90 C2H6N2S 013849-02-0 50

Abundance Scan 1638 (6.557 min): VU061526.D\data.ms (-1624) (-) m/z 74.90 100.00%

74.9
46.9
5000

6.20 6.40 6.60 6.80

o ““au J‘H T—" ‘9“‘\'9‘ 2298 m/z 90.00  86.60%
miz--> 0 20 40 80 100 120
Abundance #2625: Dlethyl sulfide
470 30
27.0 /\
5000 AR MARANRARAR

6.20 6.40 6.60 6.80
m/z 46.90 52.89%

0 ‘1"9‘ - ‘ ‘M ‘\“ ‘\‘“;\‘ ‘\‘H T ‘ ‘9‘”}.0“””‘””
m/z--> 0 20 40 80 100 120
Abundance
75.0

47.0 T T I T[T T T[T T T[T TrTT
6.20 6.40 6.60 6.80

5000 m/z 60.90 51.29%

T UL T T ‘ L ‘ UL ‘ T T ‘ T T T L
m/z--> fL
Abundance #2626: Diethyl sulfide

m/z 61.90 45.76%

L

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 21 Sulfide, ethyl propyl Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
8.412 1.23 ug/L 127705 Chlorobenzene-d5 9.409

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfide, ethyl propyl 104 C5H12S 004110-50-3 97
2 Sulfide, ethyl propyl 104 C5H12S 004110-50-3 96
3 Sulfide, ethyl propyl 104 C5H12S 004110-50-3 91
4 Ethanethiol 62 C2H6S 000075-08-1 47
5 Ethanethiol 62 C2H6S 000075-08-1 47
Abundance Scan 2215 (8.412 min): VU061526.D\data.ms (-2202) (-) m/z 74.90 100.00%
74.9
104.0
5000 46.9 61.9
ERARAREE T S R
‘ ‘ ‘ ‘ 88.9 8.00 8.20 8.40 8.60 8.80
0 m_m_‘H‘H‘W\HWuU\“u"_w\h‘m“w‘mww m/z 104.00  61.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5420: Sulfide, ethyl propyl
75.0
104.0
5000 47.0 62.0 ‘\\\\‘\\\\‘\\\\‘m\\‘\\
8.00 8.20 8.40 8.60 8.80
27.0 m/z 61.90 44.05%
‘ ‘ ‘ ‘ 89.0
0 "“]"?FQ“"1“‘“‘“‘!‘H1“‘H1‘}“1""‘1“"m“uu‘u‘muu
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
75.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\
470 104.0 8.00 8.20 8.40 8.60 8.80
5000 ! m/z 46.90 39.54%
\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\
m/z-->
Abundance #5421 Sulfide, ethyl propyl EEERSERARNRARSEEEERE R
m/z 40.95 26.68%
| H‘ | M L I ‘ J\«h
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31

Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
: TRACE VOA SFAM1.0

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 22 Benzene, propyl- Concentration Rank 40

R.T. EstConc Area Relative to ISTD R.T.
10.898 1.05 ug/L 95490 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 81
3 Benzene, propyl- 120 C9H12 000103-65-1 81
4 Benzene, propyl- 120 C9H12 000103-65-1 74

5 N-Benzyl-2-phenethylamine

211 C15H17N

003647-71-0 72

Abundance Scan 2988 (10.898 min): VU061526.D\data.ms (-2976) (- m/z 91.00 100.00%
91.0
5000
120.0 — — i
38.9 | | 280.¢ 10.50 11.00
O — e m/z 120.00  20.47%
m/z--> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000 ﬁ\ — /\ ‘
10.50 11.00
120.0 m/z 92.00 9.97%
39.0
0“““‘1“““‘”‘“”‘ — — —
m/z--> 50 100 150 200 250
Abundance
91.0 A
M‘ T T ‘ /\\ T T
10.50 11.00
5000 m/z 64.90 9.75%
T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T
m/z--> A
Abundance #10701: Benzene, propyl- ‘ ‘ ol
m/z 78.00 6.62%
\\‘\ \‘ “ \‘\‘\\“\\\\ T T T T T T T T T T T T f\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 23 Benzene, 1l-ethyl-3-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.991 1.99 ug/L 180571 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
5 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 3017 (10.991 min): VU061526.D\data.ms (-3001) (- m/z 105.00 100.00%
105.0
5000
120.0 K
L T T ‘ T T T T
38.9 63.0 76‘.8 9]‘..0 | 11.00
Ottt bt m/z 120.00  31.79%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 ‘ /\M /\
120.0 11.00
m/z 76.85 12.11%
77.0 91.0
39.0
o‘WH‘qHuwH‘WH‘qu‘E%Pwuﬂmu‘ﬂm‘whlwuwwu‘wu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0 j\
\‘ T T T ‘ T T T T
11.00
5000 m/z 90.95 11.70%
H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HHHHH
m/z--> JLA
Abundance #10722: Benzene, 1-ethyl-2-methyl- ‘ I
m/z 106.00 8.80%
H\\H‘HH‘HH“‘HHHW\i“\‘\‘u‘H\“\“HH“M\\‘\‘11\‘\\‘\\“‘\\\\H \ T }\\/\ /\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31

Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 24 4-Heptanone, 2,6-dimethyl- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
11.222 1.57 ug/L 142600 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 91
2 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 91
3 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 91
4 A-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 90
5 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 87

Abundance Scan 3089 (11.222 min): VU061526.D\data.ms (-3075) (- m/z 57.00 100.00%
57.0 85.0
5000 40.9 j\,\
.
I ‘ 1 142.0 11.00 1150
o““"““ﬂ“ﬂw‘uw“‘w“‘\“‘u“h“““ m/z 85.0 98.62%
miz--> 20 40 60 80 100 120 140
Abundance #23057: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
5000 T
41.0 1100 1150
m/z .85  37.55%
142.0
ol 50 om0
m/z--> 20 40 60 80 100 120 140
Abundance
57.0
85.0
41.0 11 00 11 50
5000 m/z 58.0 26.95%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\ AA
m/z-->
Abundance #23067: 4-Heptanone, 2,6-dimethyl- A J\‘A iy A /\
m/z 42.9 17.44%
H ‘ “ . ‘ . I I ‘ MJ\A MJ\/w
\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 25 Benzene, 1l-ethyl-2-methyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.283 1.58 ug/L 143558 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 94
4 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
5 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 94

Abundance Scan 3108 (11.283 min): VU061526.D\data.ms (-3100) (- | m/z 105.00 100.00%

105.0
5000
120.0 J\

76.9 90.9 11, oo 1. 50
378 996390 || | ||
OH‘mw"Wm_"‘“mwm"m\‘mu‘HH‘HHWM‘HH‘ m/z 119.95 30.16%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\J\/\ T }\ T ‘ T
120.0 11.00 11.50

o

39.0 77.0 91.0
260630
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance
105.0

11.00 11.50
5000 m/z 76.90 11.45%

m/z 106.00 9.17%

H‘HH‘HH‘HH‘HH‘HH \H\‘HH‘HH‘HH‘HH‘HH TTTT
m/z-->
Abundance #10726: Benzene, 1-ethyl-4-methyl-

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 26 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.885 6.39 ug/L 580512 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 3295 (11.885 min): VU061526.D\data.ms (-3284) (- | m/z 104.95 100.00%

105.0
5000 120.0 M
— AL

7.0
389 209 ‘ 91‘0 0 11.50 12.00
Obrrprrrrprrrrreirr ettt m/z 120,000 42.27%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 1200 T
11.50 12 00

m/z 77.00 12.36%

770910
0”\””\%‘7‘\9”“\”?“‘?‘\””\‘”‘”W” ”"\Mw”““‘\””\””
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0 //\/\ /\

120.0 11,50 12,00
5000 m/z 90.95 10.28%

HHHHH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HHHH
m/z-->
Abundance #10707: Benzene, 1,2,3-trimethyl-

m/z 119.00 9.51%

AT Ll j\‘ N\AJ\

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 28 Benzene, 1-methyl-4-propyl- Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
12.367 1.06 ug/L 96298 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-4-propyl- 134 CleH14 001074-55-1 94
2 Benzene, 1-methyl-4-propyl- 134 CleH14 001074-55-1 91
3 Benzene, (1-methylpropyl)- 134 C1leH14 000135-98-8 91
4 Benzene, 1-methyl-2-propyl- 134 CleH14 001074-17-5 91
5 Benzene, 1-methyl-4-propyl- 134 CleH14 001074-55-1 90
Abundance Scan 3445 (12.367 min): VU061526.D\data.ms (-3435) (- m/z 104.95 100.00%
105.0
5000
134.0 ‘ M /\ it
76.9
50.9 | | 12.00 12.50 :
O ettt e e et m/z 134.00  22.20%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 T /\A \/\\ T T T \/
12.00 12.50
1340 m/z 76.90  11.18%
77.0
0 270 | 5170 I ‘\‘ “ ‘\‘ L |
T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
105.0
12.00 12.50
5000 m/z 105.90 9.67%
\\‘\\H‘\H\‘HH‘\H\‘H\\‘\\H‘H\\‘HH‘HH‘HH‘HH‘HH‘HH T
m/z--> /\ /\
Abundance #17039: Benzene, (1-methylpropyl)- I ‘/ﬁ ‘
m/z 102.90 8.547%
SN [ N N\/\M /
H‘HH‘\H\‘\H\‘\H\‘H\\‘HH‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘H ‘ T T T T ‘ T T
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 29 Benzene, 1-methyl-3-(1-meth... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.457 2.31 ug/L 209914 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl@H14 000535-77-3 94
4 o-Cymene 134 C1eH14 000527-84-4 94
5 o-Cymene 134 C1eH14 000527-84-4 94
Abundance Scan 3473 (12.457 min): VU061526.D\data.ms (-3460) (- m/z 119.00 100.00%
119.0
] MK
91.0 T o =
38.9 65.0 :
Yl PN Sl ‘ ‘ ‘u‘u A 2400 /7 134,00 31.78%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 /\/\ T /\\ ‘ T T /\\
12.50
910 m/z 90.95 17.65%
39.0 65.0 ’
‘15? B D VY M P ‘ ; “1“‘ Al 1360
m/z--> 0 20 40 60 80 100 120 140
Abundance
119.0
12.50
5000 m/z 105.00 13.91%
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z-->
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- H
m/z 77.00 9.98%
T T \/\\‘ \/\\A\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31

Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 30 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
12.486 1.37 ug/L 124028 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
2 p-Cymene 134 C10H14 000099-87-6 91
3 Benzene, 1l-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 91
4 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 91
5 o-Cymene 134 C10H14 000527-84-4 91

Abundance Scan 3482 (12.486 min): VU061526.D\data.ms (-3479) (- m/z 119.00 100.00%
119.0
5000 A
134.0 ‘ A L A
91.0
6o 576 770 ‘ ‘ 12.50 D
O v vy votpe bbbl B m/z 134.00 23.74%
m/z--> 20 30 40 50 60 70 80 90 100110120 130140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0 A/\
5000 T T T /\\ T T T /\\ /\
12.50
91.0 m/z 91.00 14.08%
270 0 630 O 1050 |
Ot T T
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance
119.0
12.50
5000 m/z 120.00 11.09%
\‘\\H‘HH‘HH‘HH‘HH \H\‘H\\‘HH‘HH‘HH‘HH‘HH TT
m/z--> A /\/\
Abundance #17081: Benzene, 1-ethyl-3,5-dimethyl- Ll = A
m/z 114.90 6.31%
‘\ i Ll m ‘ e Nl ‘ M‘/M
\‘H\\‘\H\‘H\\‘\H\‘H\\‘\H\‘HH‘\\H‘HH‘HH‘HH‘HH‘H T ‘ T T T
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 31 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.563 6.14 ug/L 557560 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 97
2 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 95
3 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C1leH14 000535-77-3 94

Abundance Scan 3506 (12.563 min): VU061526.D\data.ms (-3495) (- | m/z 118.95 100.00%
119.0
5000
133.9 A M
91.0 ‘ L ‘ ‘
o w0 |
O+t e m/z 133.95 29.81%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 /\/\ T /\\ T T T /\\ /\‘/\
134.0 12.50
m/z 90.95 16.39%
91.0
0 15.0 . 39\\0 ! 65\0 I ‘ n 1l ‘ !
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
12.50
5000 m/z 120.00 10.09%
\\‘\H\‘\H\‘\H\‘\\H‘\\H‘H\\‘H\\‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> A /\/\
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- RV WY
m/z 117.00 9.56%
\W\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 32 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
12.672 1.36 ug/L 123655 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 90
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 86
3 1-Methyl-2-phenylcyclopropane 132 C1leH12 003145-76-4 86
4 Indan, 1-methyl- 132 C10H12 000767-58-8 83
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 80

Abundance Scan 3540 (12.672 min): VU061526.D\data.ms (-3529) (- | m/z 117.00 100.00%

117.0
5000
131.9
g 649 °° 1250 13.00
Obrrrreprrrereetertieb i el il m/z 114,90 38.04%
miz--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 132.0 ”\jkj\¥
12/50 13.00
91.0 m/z 131.95 27.10%
o 200 a9
miz--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
/\ T ‘ T T T Iy
12.50 13.00
5000 90.90  15.02%

H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH TTTT]TTTIT]T
m/z-->
Abundance #16134: 1-Methyl-2-phenylcyclopropane

m/z 118.00  10.45%

M 4 ‘H Nl I\M/\/\/\/\

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 33 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 39

R.T. EstConc Area Relative to ISTD R.T.
12.868 1.06 ug/L 96168 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 94
5 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 94

Abundance Scan 3601 (12.868 min): VU061526.D\data.ms (-3592) (- m/z 119.00 100.00%
119.0
5000 A
134.0
91.0 Lol
389 648 ‘ 12.50 13.00
Obr ettt et bl e m/z 134.00 30.01%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 \ i ‘/\‘/\\/\‘
12. 50 13.00
1.0 134.0 m/z 90.95 18.84%
39.0 65.0 ‘ ‘
I 2 oo S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
\ 1T ’\\/\\’/\‘/\\
12.50 13.00
5000 m/z 120.00 10.99%
\\‘\H\‘\H\‘\H\‘\\H‘\\H‘HH‘H\\‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> M
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- UL s A s
m/z 104.90 10.53%
bl ‘ i ‘
\\‘\H\‘\H\‘\H\‘\\H‘\\H‘HH‘H\\‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 34 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 45

R.T. EstConc Area Relative to ISTD R.T.
13.020 0.87 ug/L 79393 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 96
2 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
5 Benzene, 1,2,3,4-tetramethyl- 134 CleH14 000488-23-3 95

Abundance Scan 3648 (13.020 min): VU061526.D\data.ms (-3639) (- m/z 118.95 100.00%
119.0
5000 133.9
910 \/\\ T T ’T‘K‘
38.9 65.0 13 00
Obreprrrr e s bt ALl w2 133,95 45.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 i /\‘ /J\\ ' ‘/\\
13.00
91.0 134.0 m/z 90.95  17.77%
39.0 65.0 ‘ ‘ ‘
0‘W‘HWHHM‘JquVHWHH‘HN‘HW‘H‘NM‘JmLH‘_HWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
T ’\\/\\’JJ‘\\ \"T/\A\AT
13.00
5000 134.0 m/z 120.00 10.71%
\\‘HH‘\H\‘HH‘\\H‘\\H‘HH‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘H
m/z-->
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- DA A
m/z 132.90 10.11%
\\‘HH‘\H\‘HH“‘\\H“\‘\H‘\‘\‘H‘H\‘i“HH‘\H\‘\W\\‘H‘\Ml\\\\‘\‘\‘\\‘\\ /J\/\A[\ T ,\/\/\/\/\(
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 36 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
13.615 1.24 ug/L 112277 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 91
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C1eH12 000119-64-2 90
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 81

Abundance Scan 3833 (13.614 min): VU061526.D\data.ms (-3821) (- m/z 103.90 100.00%

108.9
5000 132.0
12 e
509  76.9 | “ | 13.50 14.00
0 bl L i e m/z 132.00  47.75%
miz--> 20 40 60 80 100 120 140
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
il /\ Ao
5000 T T T T T T T T T
132.0 13.50 14.00
0y
78.0 m/z 90.95 44.76%
28.0 51.0 ‘ ‘
o) S Al ww“‘ — “M‘ ; 1“ Al ‘HH
m/z--> 20 40 60 80 100 120 140
Abundance
104.0
T ‘ T \/J/\\/\//\J\\/‘“/b\"
13.50 14.00
5000 m/z 114.95 20.94%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\ M
m/z--> M
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro- M/\V\ e ‘M
m/z 116.95 15.78%
\\\‘\‘\\\“\\“i‘\“‘l‘\\\”‘\\‘}\“H\\M‘\‘M\‘\‘\\\\ MJ\\ /\j\“ \,\/\\AT

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31

Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 37 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
14.180 1.55 ug/L 140446 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 91
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 83
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 81

002461-34-9 70

5 Naphth[1,2-b]Joxirene, 1a,2,3,7b-... 146 C10H100

Abundance Scan 4009 (14.180 min): VU061526.D\data.ms (-3998) (- = m/z 104.00 100.00%

104.0
5000 146.0
e e
389 oo (79 Mlzﬂg 14.00 14.50
0 ‘H‘H‘“puu?u"ﬂl‘wwu‘_H“‘H ; “‘l‘w‘m“‘u_” m/z 146.00  44.17%
m/z--> 20 40 60 80 100 120 140 160
Abundance  #25046: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0 MA ‘Aw‘f
14.00 14.50
m/z 90.95 33.45%
150 00 77.0 12ﬂﬂ
| ‘n “\ \‘?8'% Al i M uj \“u ]
L SR
m/z--> 20 40 60 80 100 120 140 160
Abundance
104.0
T ‘ T T ‘ T
14.00 14.50
5000 m/z 131.00 22.60%

peer Jh /
Abundance  #25044: Naphthalene, 1,2,3,4-tetrahydro-2-methyl- M‘ ‘ A

m/z 115.00  20.25%

L

SV PSS I .

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 38 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.277 1.83 ug/L 166201 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 93
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 93
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 90
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 89

Abundance Scan 4039 (14.277 min): VU061526.D\data.ms (-4023) (- | m/z 130.95 100.00%

130.9
5000
91.0 115.0 M‘ : : /\‘ k
50.9 1470 14.00 14.50
ol v e ‘7‘4‘#‘?‘ bl JHW et m/z 145.95  30.94%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 W/\‘ LU ng /\
14.00 14.50
1150 m/z 90.95 22.63%
91.0 .
(90 a0 T T 470
o+ttt
m/z--> 20 40 60 80 100 120 140 160
Abundance
131.0
T ‘ T T ‘ T
91.0 14.00 14.50
5000 m/z 114.95 22.28%

\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z-—> MAU\N
Abundance  #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl- M VAN

m/z 116.90  19.33%

| L \M\«A‘A‘ M/\/\/

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31

Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 39 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 43

R.T. EstConc Area Relative to ISTD R.T.
14.659 0.98 ug/L 88807 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 93
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 93
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 81

5 Benzene, (1,2-dimethyl-1- propenyl)— 146 C11H14

000769-57-3 81

Abundance Scan 4158 (14.659 min): VU061526.D\data.ms (-4144) ( ' m/z 131.00 100.00%
131.0
114.8
90.9
s00 70 " | | | 1690 1450 1500
bt b W m/z 146,00 31.39%
miz--> 20 60 80 100 120 140 160
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 /\ I\
14'50 15.00
1150 m/z 114.85 21.11%
0 e300 T 1470
ok ‘Jw\\p\\WM H”\\J‘\\\\ ‘\\\“‘\MV\ mman
miz--> 20 60 80 100 120 140 160
Abundance
131.0
14:50 15.00
5000 m/z 133.00 20.93%
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
iz Al )
Abundance  #25034: 1H-Indene, 2,3-dihydro-4,7-dimethyl- LAV A N
m/z 128.90  16.73%
T \‘\\\“\\‘\‘\“H\H\“\\‘\\‘\‘\\‘1“‘\‘“‘!\‘\‘\\\ T 11 MANAJMN
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31

Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 41 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.007 1.83 ug/L 166474 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 94
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 91
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 90
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 90

Abundance Scan 4266 (15.007 min): VU061526.D\data.ms (-4256) (- m/z 130.95 100.00%
13p.9
o Mg,
‘ e
15.00
0° m/z 118.00 67.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 —ha T j\j\
15.00
m/z 146.00  59.72%
0! ‘JM‘NNH‘H‘W‘H‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0 A JWA
/\\ /\\ T ‘ T T T ‘
15.00
5000 m/z 116.90 36.75%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- AL ‘ —
m/z 114.90  34.77%
\H\ N
‘\\\\‘\\\\‘\\\\\\\\\\\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 42 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.187 2.62 ug/L 237605 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 72
3 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 70
4 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 55
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 53
Abundance Scan 4322 (15.187 min): VU061526.D\data.ms (-4304) (- m/z 118.00 100.00%
118.0
145.0

5000

15.00 15.50

(o} m/z 145.00 75.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 A M
15.00 15.50
910 m/z 160.00  65.97%
28.0 51.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance /V\/\A
118.0
\FA\A/\‘/\/\\. \/\\ ‘ T
160.0 15.00 15.50
5000 m/z 116.95 50.77%

TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ LI ‘ TTTT
m/z-->
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-

m/z 104.95 33.81%

. | “u\\‘ M -l

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 43 Benzene, 1-(1-methylethenyl... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.261 1.84 ug/L 166869 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 91
3 1H-Indene, 2,3-dihydro-1,5,7-tri... 160 C12H16 054340-88-4 76
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 76
5 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 74
Abundance Scan 4345 (15.261 min): VU061526.D\data.ms (-4337) (- m/z 145.00 100.00%
145.0
5000
91. 117.0 AVEL SARVA
389 648 H M | 15.00 15.50
o““"H‘uu‘w“wu‘w‘wx“m“ Al m/z 160.00  34.48%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36308: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145.0
117.0 15.00 15.50
91.0 m/z 116.95 24.41%
65.0
o220 ‘U‘ T ‘ ‘ “M Al
m/z--> 20 60 80 100 120 140 160
Abundance
145.0
T ‘ T T ‘ T
15.00 15.50
5000 m/z 90.95 21.21%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z-->
Abundance #36248: 1H-Indene, 2,3-dihydro-1,5,7-trimethyl- ‘ ‘
m/z 114.90 20.08%
. [ | | R O [ /\MM
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU110724\
Data File : VU@61526.D

Acqg On : 07 Nov 2024 17:31
Operator : MD/SY

Sample : P4743-09

Misc : 25mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
Quant Title : TRACE VOA SFAM1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 45 Benzene, 1-(2-butenyl)-2,3-... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
15.917 1.62 ug/L 146733 1,4-Dichlorobenzene-d4 11.804
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 95
2 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 93
3 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 90
4 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 76
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 020027-77-4 76
Abundance Scan 4549 (15.917 min): VU061526.D\data.ms (-4537) (- m/z 145.00 100.00%
145.0
5000
115.0 —
91.0
39.0 2.8 ‘ 16.00
o“u“‘uk‘muumu$\u;‘mM‘M‘ 1729 2068 ., 160.00  43.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36287: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
145.0
5000 ‘A‘JJL”
16.00
115.0 m/z 127.95 22.71%
15.0 390 44 910 ‘
o‘u‘_wuhuuwmﬂﬂp‘u‘u‘h‘ S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
145.0
T ‘ T
16.00
5000 m/z 114.95 21.69%
\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
Abundance #36236: Benzene, 1-(2-butenyl)-2,3-dimethyl- ‘
m/z 132.00 21.64%
LI LI MMAh/L/\AJ\/\/V\
m/z-->
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vvial

Quant Method :

Quant Title

TIC Library
TIC Integrat

TIC Top Hit
(DEL) Alkane:
1,1,2-Trifluor
Sulfur dioxide
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
(DEL) Alkane:
Ethane, 1,2-di
(DEL) Alkane:
(DEL) Alkane:
Cyclopentene
(DEL) Alkane:
Cyclopentene,
Thiophene
Diethyl sulfid

Sulfide, ethyl ...

Benzene, propy
Benzene, 1-eth
4-Heptanone, 2
Benzene, 1-eth
Benzene, 1,2,3
Benzene, 1-met
Benzene, 1-met
Benzene, 1,2,3
Benzene, 1-eth
Benzene, 1-eth
Benzene, 2-eth
Benzene, 1,2,4
Naphthalene, 1
Naphthalene, 1
1H-Indene, 2,3
1H-Indene, 2,3
Naphthalene, 1
Naphthalene, 1
Benzene, 1-(1-
Benzene, 1-(2-

Tentatively Identified Compound (LSC) summary

: Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110724\
: VU@61526.D

: 07 Nov 2024 17:31

: MD/SY

: P4743-09

: 25mL/MSVOA_U/WATER

. 15 Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102324WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

| --Internal Standard---|

name RT EstConc Units Response |# RT Resp Conc|
S... 1.358 14.5 ug/L 1079160 1 6.242 372284 5.0
O... 1.435 1.3 ug/L 93842 1 6.242 372284 5.0

1.490 3.6 ug/L 266949 1 6.242 372284 5.0
S.. 1.657 2.6 ug/L 195071 1 6.242 372284 5.0
S.. 1.727 4.3 ug/L 318338 1 6.242 372284 5.0
S.. 1.991 1.2 ug/L 86768 1 6.242 372284 5.0
C.. 2.149 1.8 ug/L 132613 1 6.242 372284 5.0
S.. 2.213 5.3 ug/L 396145 1 6.242 372284 5.0
C.. 2.313 2.5 ug/L 184329 1 6.242 372284 5.0
C... 2.364 2.7 ug/L 201050 1 6.242 372284 5.0
C.. 2.409 2.0 ug/L 152509 1 6.242 372284 5.0
C.. 2.461 2.0 ug/L 151243 1 6.242 372284 5.0

3.007 4.3 ug/L 318536 1 6.242 372284 5.0
S... 3.570 1.3 ug/L 95055 1 6.242 372284 5.0
1... 5.171 1.7 ug/L 123993 1 6.242 372284 5.0

6.013 1.6 ug/L 121672 1 6.242 372284 5.0
e 6.557 17.2 ug/L 1282220 1 6.242 372284 5.0

8.412 1.2 ug/L 127705 2 9.409 518686 5.0
1- 10.898 1.1 ug/L 95490 3 11.804 454043 5.0
y... 10.991 2.0 ug/L 180571 3 11.804 454043 5.0
yee. 11.222 1.6 ug/L 142600 3 11.804 454043 5.0
y... 11.283 1.6 ug/L 143558 3 11.804 454043 5.0
-... 11.885 6.4 ug/L 580512 3 11.804 454043 5.0
h... 12.367 1.1 ug/L 96298 3 11.804 454043 5.0
h... 12.457 2.3 ug/L 209914 3 11.804 454043 5.0
y... 12.486 1.4 ug/L 124028 3 11.804 454043 5.0
y... 12.563 6.1 ug/L 557560 3 11.804 454043 5.0
e... 12.672 1.4 ug/L 123655 3 11.804 454043 5.0
y... 12.868 1.1 ug/L 96168 3 11.804 454043 5.0
,... 13.020 0.9 ug/L 79393 3 11.804 454043 5.0
ye.. 13.615 1.2 ug/L 112277 3 11.804 454043 5.0
,... 14,180 1.6 ug/L 140446 3 11.804 454043 5.0
-... 14.277 1.8 ug/L 166201 3 11.804 454043 5.0
-... 14.659 1.0 ug/L 88807 3 11.804 454043 5.0
y+... 15.007 1.8 ug/L 166474 3 11.804 454043 5.0
ye.. 15,187 2.6 ug/L 237605 3 11.804 454043 5.0
m... 15.261 1.8 ug/L 166869 3 11.804 454043 5.0
b... 15.917 1.6 ug/L 146733 3 11.804 454043 5.0
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