LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 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_ V\Method\SFAMVTRO91024WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@37442.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.542 143 156 165 rBvV2 385016 564697 3.17% 0.457%
2 2.050 304 314 334 rVB 199170 311557 1.75% 0.252%
3 2.503 447 455 471 rVB 148758 271661 1.52% 0.220%
4 2.683 496 511 530 rBV2 108053 223355 1.25% 0.181%
5 3.658 795 814 837 rBV 662627 1637085 9.19% 1.324%
6 4.243 981 996 1032 rVB3 167148 614989 3.45% 0.497%
7 4.571 1077 1098 1114 rBV 1161317 2959602 16.61% 2.393%
8 4.658 1114 1125 1154 rVB2 305006 819529 4.60% 0.663%
9 4.809 1156 1172 1179 rBVv2 334550 841754 4.72% 0.681%
10 4.950 1203 1216 1222 rBV2 410648 868741 4.87% 0.702%
11  4.998 1222 1231 1245 rVV 1252851 2885312 16.19% 2.333%
12 5.079 1246 1256 1268 rVV2 496687 1225194 6.87% 0.991%
13 5.153 1269 1279 1291 rVV2 443404 1038016 5.82% 0.839%
14  5.227 1291 1302 1322 rVB2 451245 1057184 5.93% 0.855%
15 5.529 1386 1396 1430 rBV 340138 769491  4.32% 0.622%
16 6.040 1525 1555 1571 rBV5 1420408 3986122 22.37%  3.223%
17 6.278 1617 1629 1645 rVB2 179835 349549 1.96% 0.283%
18 6.548 1702 1713 1737 rVB6 79046 217586 1.22% 0.176%
19 6.719 1745 1766 1786 rBVS5 79081 275325 1.54% 0.223%
20 6.911 1809 1826 1850 rBv4 131793 328839 1.85% 0.266%
21 7.185 1897 1911 1918 rBV3 131850 261407 1.47% 0.211%
22 7.239 1919 1928 1950 rVB 415389 806106 4.52% 0.652%
23 7.365 1956 1967 1980 rBV2 134444 243346 1.37% 0.197%
24 7.577 2021 2033 2050 rVB2 335342 641072 3.60% 0.518%
25 7.709 2061 2074 2086 rBV 124750 221907 1.25% 0.179%
26 8.027 2159 2173 2190 rBV 474294 1043806 5.86% 0.844%
27  8.214 2223 2231 2241 rVB2 107822 178972 1.00%  0.145%
28 8.780 2397 2407 2421 rBV 548540 940479 5.28% 0.760%
29 8.860 2424 2432 2443 rVB 127178 229151 1.29% 0.185%
30 8.940 2443 2457 2470 rBV 732086 1206070 6.77% 0.975%

31 9.072 2492 2498 2517 rVB 194274 341204 1.91% 0.276%
32 9.860 2730 2743 2778 rBV 10364893 15621822 87.65% 12.631%
33 10.149 2823 2833 2850 rVB 212372 366014  2.05% ©.296%
34 10.281 2862 2874 2900 rBV 11885990 17822566 100.00% 14.410%
35 10.670 2982 2995 3020 rVB 198161 339146 1.90% ©.274%

36 10.956 3072 3084 3090 rBV 425387 707869  3.97% 0.572%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 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_ V\Method\SFAMVTRO91024WMA .M
Title : TRACE VOA SFAM1.0
37 11.017 3098 3103 3120 rVB 361146 560848 3.15% 0.453%
38 11.181 3143 3154 3169 rBV 652569 1039167 5.83% 0.840%
39 11.265 3169 3180 3197 rVB 3421923 5085279 28.53% 4.112%
40 11.458 3227 3240 3260 rVV 5752228 9779583 54.87% 7.907%
41 11.561 3260 3272 3297 rVVv4 883168 2032591 11.40% 1.643%
42 11.677 3299 3308 3324 rVB2 292095 449871 2.52% 0.364%
43 11.947 3377 3392 3413 rBV 4596735 7491086 42.03% 6.057%
44 12.046 3413 3423 3446 rBV2 1377830 2848236 15.98% 2.303%
45 12.249 3472 3486 3497 rVB 550091 900801 5.05% 0.728%
46 12.345 3498 3516 3528 rVV 4538732 6672319 37.44% 5.395%
47 12.657 3603 3613 3632 rVB 955701 1476156 8.28% 1.194%
48 12.812 3644 3661 3672 rBV2 6207262 9476542 53.17% 7.662%
49 12.860 3672 3676 3691 rVVv2 128598 287455 1.61% 0.232%
50 12.934 3691 3699 3706 rVV 195937 327553 1.84% 0.265%
51 12.979 3706 3713 3736 rVB4 250598 520076 2.92% 0.421%
52 13.204 3773 3783 3795 rBvV2 409504 614146 3.45% 0.497%
53 13.332 3817 3823 3840 rVB 302971 452649  2.54% 0.366%
54 13.432 3840 3854 3880 rBV 6989783 11015013 61.80% 8.906%
55 13.657 3907 3924 3932 rBV5 92184 224494  1.26% 0.182%

56 14.165 4071 4082 4093 rBV 134962 208010 1.17% 0.168%

Sum of corrected areas: 123678400
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\

: VWe37442.D

: 20 Sep 2024 19:03

: SY/MD

: P4081-09

: 25mL/MSVOA_V/WATER

:1 Sample Multiplier: 1

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA .M

Abundance

le+07

8000000

6000000

4000000

2000000

0

1.542 2.050

2.502.683

TIC: VV037442.D\data.ms

4.571

A 24 Aﬁ%ﬁgﬂéﬁmﬁ7 5529 J| 6278 65
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4.243

Time-->
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1e+07
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Time-->

TIC: VV037442.D\data.ms
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\
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A
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I
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2000000

Time-->

13.432
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TIC: VV037442.D\data.ms

14.165
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16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
2.503 1.77 ug/L 271661 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene 70 C5H10 000109-67-1 80
2 Cyclopentane 70 C5H1e 000287-92-3 72
3 Cyclobutane, methyl- 70 C5H1e 000598-61-8 72
4 1-Pentene 70 C5H10 000109-67-1 50
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 47
Abundance Scan 455 (2.503 min): VV037442.D\data.ms (-447) (-) m/z 42.00 100.00%
42.0
5000 70.0 /\/L
R
2.20 2.40 2.60 2.80
2
Ol et e 9802072 Ly 55.ee  47.58%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #629: 1-Pentene
42.0
5000
70.0 2.20 2.40 2.60 2.80
m/z 70.00 42.28%
ool ||
\‘\\\\‘\\\\ \\\1‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #635: Cyclopentane
42.0
R EREEREE LR
2.20 2.40 2.60 2.80
5000 m/z 41.00 32.37%
70.0
150| |
L ST
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #655: Cyclobutane, methyl-  RRARSE R ARARSeEe
42.0 2.20 2.40 2.60 2.80
m/z 39.00  25.51%
5000
‘ ‘ 70.0
0 w‘H‘_MHWMuW‘»‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Cyclic3.658 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.658 10.64 ug/L 1637090 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91

2 Cyclopentane, methyl- 84 C6H12 000096-37-7 86

3 Cyclohexane 84 C6H12 000110-82-7 78

4 Cyclopentane, methyl- 84 C6H12 000096-37-7 72

5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72

Abundance Scan 814 (3.658 min): VV037442.D\data.ms (-795) (-) m/z 56.00 100.00%

56.0
5000 410 69.0 K
R e A
‘ ‘ ‘ ‘ 84.0 3.40 3.60 3.80 4.00
0Lttt il 979 s 41,00 49.10%
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 LB L B I IR

3.40 3.60 3.80 4.00
m/z 69.00 45.09%
“‘ \H‘

28.0 84.0
\\\‘\\\\‘]\-\5\\0‘\\\‘!“\\\\‘\\\\‘\\ \‘\\\‘1i\\\\‘\!\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1681: Cyclopentane, methyl-
56.0

o

41.0 3.40 3.60 3.80 4.00
5000 ITI z 55.00 26.56%
69.0
270
84.0
0 1'01501 T A/X
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1646: Cyclohexane R L R A
56.0 3.40 3.60 3.80 4.00
84.0 m/z 38.95 21.69%
5000 41.0
69.0
27.0 H ‘
0 \\150\‘”\\ o ‘w”“i‘”w““‘w”w‘” AR R AR AR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4.658 5.33 ug/L 819529 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 90
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 80
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 72
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59
Abundance Scan 1125 (4.658 min): VV037442.D\data.ms (-1114) (-) m/z 56.00 100.00%
56.0
43.0
5000 71.0
‘ ‘ | | 850 1000 440460 480 500 _
O e e e e e m/z 43.00 74.99%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0
5000
29.0 71.0 4.40 4.60 4.80 5.00
m/z 57.00 68.45%
LT O
0 H\‘\\H‘HH’HH‘HHM\H‘\‘\ \’HH“MH‘HH‘HH"HH‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
430 960
EEamSER RS
4.40 4.60 4.80 5.00
5000 m/z 41.00 59.01%
29.0 71.0
o mso L0 o
R e R A L R ARE
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4478: Pentane, 2,3-dimethyl- o REamEER R
43.0 56.0 4.40 4.60 4.80 5.00
m/z 71.05 39.88%
71.0
020 50 L, B0 1000
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
4.809 5.47 ug/L 841754  1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 87
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 83
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 68
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59
5 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 59
Abundance Scan 1172 (4.809 min): VV037442.D\data.ms (-1156) (-) m/z 43.00 100.00%
71.0
57.0
5000
"—Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y—TY_Y’
M | 850 1001 4.40 4.60 4.80 5.00 5.20
0t e e e e m/z 71,05 72.26%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4471: Hexane, 3-methyl-
43.0
5000 290 57.0 71.0
' 4.40 4.60 4.80 5.00 5.20
m/z 70.00 69.36%
oL 10 150 “ Ll 85.0 100.0
\\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\1\‘\\\\’1\\\‘\\\\‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4465: Hexane, 3-methyl-
43.0
71.0 4.40 4.60 4.80 5.00 5.20
5000 m/z 41.00 61.53%
29.0
15.0 \‘ - 530 1m0
L M
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4468: Hexane, 3-methyl- T
43.0 4.40 4.60 4.80 5.00 5.20
m/z 57.05 60.12%
5000 57.0 70.0
29.0
15.0 M 85.0 100.0
Ot e e e e T
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Cyclic5.079 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.079 7.96 ug/L 1225190 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 72
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 64
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 58
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 58
5 Octane, 3-methyl-6-methylene- 140 C10H20 074630-07-2 53
Abundance Scan 1256 (5.079 min): VV037442.D\data.ms (-1246) (-) m/z 70.05 100.00%
70.0
55.0
o il k/t
83.0 T T T T T
‘ ‘ 98.0 4.80 5.00 5.20 5.40
b et il el L m/z 55,00 55.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3823: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0
5000 L L B B
4.80 5.00 5.20 5.40
83.0 o
m/z 56.00 53.86%
270 ‘ ‘ 98.0
O\\‘\\\\‘\\\\‘\1\\‘\‘\\\‘\” ‘\‘\\\w‘\\\\“{}\\‘\\‘\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3807: Cyclopentane, 1,3-dimethyl-
56.0 70.0
41.0 RERRAREE S
4.80 5.00 5.20 5.40
5000 m/z 43.00 48.30%
27.0 83.0
H 98.0
0H‘m“‘m‘mw“uwu‘l ‘wm‘;‘mwmwuu,uw‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis- — T
56.0 70.0 4.80 5.00 5.20 5.40
410 | m/z 41.00  45.53%
5000
27.0 83.0
150 M 98.0
oH‘mwu_m}“mih‘!“wuuMm‘mwm,w_ AN W S W —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Cyclic5.153 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.153 6.74 ug/L 1038020 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 91
2 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 90
3 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 90
4 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 83
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 83
Abundance Scan 1279 (5.153 min): VV037442.D\data.ms (-1269) (-) m/z 70.05 100.00%
56.0 70.0
41.0
5000
83.0
AR RARARREESS
‘ 98.0 4.80 5.00 5.20 5.40
Ol ol L myz se.ee 92.93%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3818: Cyclopentane, 1,3-dimethyl-, cis-
56.0 70.0
41.0
5000 TP T T[T T[T i rrriT
4.80 5.00 5.20 5.40
270 830 oo m/z 55.00  75.30%
50| | L
OH‘\\H‘\\H‘\\\\l\‘u\i‘\u \‘\\‘\H ‘H\‘\"‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3819: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0
41.0
o ARARRassEEmSEEEs
4.80 5.00 5.20 5.40
5000 ITI/Z 41.00 58.24%
27.0
83.0 930
15.0 ‘ ‘ |
0 H“M“Hll‘u‘lkh‘qHH‘W‘wN e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl- N ARREaRaETER S E e
56.0 70.0 4.80 5.00 5.20 5.40
41.0 m/z 69.00  39.90%
5000
27.0 83.0
H 98.0
0H‘\H\‘HH‘HH‘\‘H\“\H ‘wm‘; ‘m‘,mwm!‘mw T T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Cyclic5.227 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.227 6.87 ug/L 1057180  1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 93
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
3 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 90
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 87
5 1-Heptene 98 C7H14 000592-76-7 83
Abundance Scan 1302 (5.227 min): VV037442.D\data.ms (-1291) ()| m/z 56.00 100.00%
56.0
70.0
41.0
5000
83.0 98.1 R e RS R
‘ ‘ ‘ 5.00 5.20 5.40 5.60
R _——— || ‘w‘m‘\‘uHuu“”wmw m/z 70.60  72.59%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0 k
5000 L LI L B I LR I
21.0 5.00 5.20 5.40 5.60
98.0 m/z 55.00 71.46%
I
O\\\‘\\\\‘\\\\‘\\11‘\\\}}\\\\“\“\\‘\\\H\“\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0
41.0  EARAREEE S
0.0 5.00 5.20 5.40 5.60
5000 m/z 41.00 53.27%
83.0
0 "‘1‘-9‘“1‘4‘4?‘H;!“HHHW‘L NN O N N
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3804: Cyclopentane, 1,2-dimethyl- R AREREEE Ny
56.0 5.00 5.20 5.40 5.60
m/z 69.00 33.76%
41.0 70.0
5000
27‘-0 ‘ 83.0 98.0
0 ‘H_"‘_Hwm:“w;“wu‘\ “_m\pw_‘m_ww‘ T S VAL
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60

SFAMVTRO91024WMA.M Mon Sep 23 16:25:23 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 8 (DEL) Alkane: Cyclic6.278 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
6.278 2.27 ug/L 349549 1,4-Difluorobenzene 5.529
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 90
2 Cyclopentane, ethyl- 98 C7H14 001640-89-7 87
3 Cyclopentane, butyl- 126 CO9H18 002040-95-1 47
4 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 38
5 Cyclopropane, 1,1-diethyl- 98 C7H14 001003-19-6 38
Abundance Scan 1629 (6.278 min): VV037442.D\data.ms (-1617) (-) m/z 69.00 100.00%
69.0
41.0
5000

o AREERAREE RS

98.0 6.00 6.20 6.40 6.60
0brrererratbl e e 2292 myz 68.00  81.47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #3752: Cyclopentane, ethyl-

41.0 69.0
5000
6.00 6.20 6.40 6.60
08.0 m/z 41.00 63.76%
130 \‘ Il |
O\\\‘\’\‘\\\ ‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3747 Cyclopentane, ethyl-
69.0
R BEBRARR SRR
41.0 6.00 6.20 6.40 6.60
5000 m/z 70.00 57.05%
98.0
NECL T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13194: Cyclopentane, butyl-
41.0 69.0 6.00 6.20 6.40 6.60
m/z 54.95 50.00%
5000
97.0
126.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Cyclic6.548 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
6.548 1.41 ug/L 217586  1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 90
2 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 90
3 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 90
4 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 64
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 53
Abundance Scan 1713 (6.548 min): VV037442.D\data.ms (-1702) (-) m/z 70.00 100.00%
55.0 70.0
84.0
‘ ‘ ‘ 97 0 112.0 6.20 6.40 6.60 6.80
) S R | N Hmu‘u‘”WWM\HW m/z 55.00 87.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7659: Cyclopentane, 1,2,3-trimethyl-
56.0 70Q.0
5000 U L R R R B
41.0 6.20 6.40 6.60 6.80
84.0 112.0 m/z 55.95 76.25%
27.0 ‘ ‘ 97.0
O \H‘HH‘\H‘\"\\H“\‘\H‘\H \‘H\M\ ‘\H\‘\‘H\‘\\\‘\‘H\\‘H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7704: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0
e ARARAREN mamms n ey o
6.20 6.40 6.60 6.80
5000 41.0 m/z 41.00 47.97%
84.0
27.0 | ‘ " 70 1120
0 m‘HH_HH,‘m_‘m_‘: - ‘mwH“HMHH_HW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7703: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,
56.0 70.0 6.20 6.40 6.60 6.80
m/z 69.05 40.69%
41.0
5000
27.0
84.0 112.0
‘ ‘ ‘ ‘ 97.0
0 m‘w_m,w_‘m el e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 2,4-Heptadiene, (E,E)- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
6.719 1.79 ug/L 275325 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Heptadiene, (E,E)- 96 C7H12 002384-94-3 83
2 Cyclobutane, (1-methylethylidene)- 96 C7H12 001528-22-9 74
3 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 64
4 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 64
5 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 59

Abundance Scan 1766 (6.719 min): VV037442.D\data.ms (-1745) (-) m/z 80.95 100.00%

81.0
5000
39.0

i | “ ‘ 6.40 6.60 6.80 7.00
2070 Jsies  27.07%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3227 2,4-Heptadiene, (E,E)-
81.0
5000

41.0 6.40 6.60 6.80 7.00
m/z 96.00 26.69%

o

O\‘\\\\“\\\\‘\\\\’\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3285: Cyclobutane, (1-methylethylidene)-

81.0
6.40 6.60 6.80 7.00
5000 m/z 67.00 22.33%
39.0

0 wmw‘i‘w‘h‘m‘,‘m‘!_m‘mwuu_m_m,‘m
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #3235: Cyclohexene, 4-methyl- o RARRNEE S S

81.0 6.40 6.60 6.80 7.00
m/z 39.00 14.62%

54.0
5000
27.0
“ Il h ‘ \‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 12 (DEL) Alkane: Cyclic7.185 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
7.185 1.39 ug/L 261407 Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 87
2 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 87
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 87
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 87
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 87

Abundance Scan 1911 (7.185 min): VVO37442[ndmalns(1897)() m/z 97.10 100.00%
55.0 97.
5000
41.0
112.1
‘ | ‘ 840 | 6.80 7.00 7.20 7.40 7.60
1 1 T O 1 O N B Y S 0T -V 0 11
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans-
55.0 97.0
5000 41.0
6.80 7.00 7.20 7.40 7.60
680 83.0 112.0 m/z 70.08  37.09%
27.0 ‘
O \\‘\\\\’\\\\‘\\\\‘\‘\\\’\H\‘\‘\\\‘!‘\\\\’\M\\‘\\\l‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7615: Cyclohexane, 1,4-dimethyl-
55.0
97.0
R EERRSARRREs SRS
6.80 7.00 7.20 7.40 7.60
5000 41.0 m/z 41.00  35.98%
27.0 690 112.0
I
0"%$9,H‘M‘H‘_MHpﬁJw‘mﬂ‘u‘uuu‘ulh‘u‘wuu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans-  ABABEEEEEEES S
55.0 97.0 6.80 7.00 7.20 7.40 7.60
m/z 55.95 31.88%
5000
41.0 112.0
69.0
27.0 ‘ ‘ 83.0
0 H"H‘W"W"H‘»"WH‘W‘HW«H“WHH“NE‘H‘W“H“ P T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 13 (DEL) Alkane: Cyclic7.365 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
7.365 1.29 ug/L 243346  Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 94
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 94
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 90
4 1H-Pyrazole, 4,5-dihydro-3,5,5-t... 112 C6H12N2 003975-85-7 72
5 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-5 59
Abundance Scan 1967 (7.365 min): VV037442.D\data.ms (-1956) (-) m/z 97.05 100.00%
97.0
55.0
5000 69.0
41.0
| 840 1120 7.00 7.20 7.40 7.60
Otrrerrrerprrrepreite el bl SRS m/z 55.08 0 56.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7617: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 41.0 69.0
7.00 7.20 7.40 7.60
27.0 m/z 69.00 41.72%
112.0
0 \H%ﬂr\o\‘\H‘l"\\H‘H‘\H‘WM\‘\‘H\M\l\\\\‘8\1’.\(\)‘\\‘\1‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7618: Cyclohexane, 1,1-dimethyl-
97.0
55.0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
7.00 7.20 7.40 7.60
5000 41.0 69.0 ITI/Z 55.95 31.72%
27.0
PO P O
ol 240 Ml e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7613: Cyclohexane, 1,1-dimethyl- EABERENEEEES SR
97.0 7.00 7.20 7.40 7.60
55.0 m/z 41.00  29.14%
5000 69.0
41.0
TP ea0 | 1120
O+ e e e e e e A mEE L RRaR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 14 (DEL) Alkane: Cyclic7.709 Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
7.709 1.18 ug/L 221907 Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 97
2 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 91
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 90
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 90
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 87
Abundance Scan 2074 (7.709 min): VV037442.D\data.ms (-2061) (-) m/z 97.05 100.00%
97.0
55.0
5000
210 112.1
69.0
| ‘ 83.0 7.40 7.60 7.80 8.00
0 m_‘H‘w‘mNH‘,u‘m_m‘!}Hw‘lH‘uu‘!ww”w m/z 55.00 81.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans-
55.0 97.0
5000 41.0 ‘J\A/\/
112.0 7.40 7.60 7.80 8.00
27.0 69.0 m/z 112.10 34.37%
T
O \\\‘\\\!‘\\\\“\\\\’!‘\\\"\‘\1‘\‘\\1‘\l\\\1“}‘1\\‘\\!1‘\\\\‘\‘\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7615: Cyclohexane, 1,4-dimethyl-
55.0
97.0 \
e
7.40 7.60 7.80 8.00
5000 41.0 m/z 41.00  30.89%
27.0 69.0 112.0
b e
0‘H%ﬂ@‘Hﬂ_‘uwhuwhﬁ_HHLH‘NMW‘ﬂM‘HWNHW‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans- R RRaEEEEE S

55.0 97.0 7.40 7.60 7.80 8.00
m/z 56.05 24.13%

5000
41.0 112.0
69.0
27.0 ‘ ‘ 83.0

0 H“H‘W"H‘H“WLH,HM‘_‘HJMH“N‘W“H‘H“_‘H“‘ o L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 15 (DEL) Alkane: Cyclic8.214 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
8.214 0.95 ug/L 178972  Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 95
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 59
3 3-Ethyl-3-hexene 112 C8H16 016789-51-8 53
4 2-Hexene, 2,4-dimethyl- 112 C8H16 014255-23-3 53
5 3-Hexene, 2,4-dimethyl- 112 C8H16 082085-14-1 53
Abundance Scan 2231 (8.214 min): VV037442.D\data.ms (-2223) () | m/z 83.00 100.00%
83.0
55.0
5000
41.0 112.1

RERAREEEEE RS

69.0 7.80 8.00 8.20 8.40 8.60
o‘Wm‘H‘w‘HMMHNHWmuHwlwm_wmw m/z 55.00  70.39%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #7532: Cyclohexane, ethyl-

55.0 83.0
5000 BEERREREEA AR RN
410 oo 7.80 8.00 8.20 8.40 8.60
' m/z 81.95 50.58%
27.0 ‘ 69.0
O\\‘\\H‘\HM‘\H\H‘\H“\‘H\‘H‘\}i\\\‘\“\1\\‘\\\\‘\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536: Cyclohexane, ethyl-
83.0
R e R
55.0 7.80 8.00 8.20 8.40 8.60
5000 m/z 41.00 30.02%
41.0
112.0
27.0 69.0
) NS S G PN .. £ R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7522: 3-Ethyl-3-hexene R ARmmam e e RA
55.0 7.80 8.00 8.20 8.40 8.60
m/z 112.10 26.93%
5000 83.0
41.0 112.0
27.0 ‘ 69.0
P Y OO T 1 I OO L1 N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 16 Pentalene, octahydro- Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
8.860 1.22 ug/L 229151  Chlorobenzene-d5 8.780

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentalene, octahydro- 110 C8H14 000694-72-4 91
2 Pentalene, octahydro- 110 C8H14 000694-72-4 90
3 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 86
4 1,3-Pentadiene, 2-methyl-, (E)- 82 CeH1e 000926-54-5 64
5 3-Hexen-1-o0l, (E)- 100 C6H120 000928-97-2 64

Abundance Scan 2432 (8.860 min): VV037442.D\data.ms (-2424) (-) m/z 67.00 100.00%

67.0
82.0
5000

41.0
| 54‘.0 | || eso 102 8.60 8.80 9.00 9.20
rrprerrprrrrrreeer et s e e et M/Z 82,000 52.04%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6704: Pentalene, octahydro-
67.0
82.0

5000 R Ea s EEES /AR RS
8.60 8.80 9.00 9.20

m/z 41.00 14.76%

41.0
70 || i Ll e 10
i | nifl |
H‘HH‘\\H‘HH‘I\H‘HH‘\\H‘HH‘\\H‘HH‘\\H‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #6709: Pentalene, octahydro-
67.0

8.60 8.80 9.00 9.20

o

o

5000 82.0 m/z 65.95 13.88%
41.0
S Y - DS
R R L B A A Ea
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 J\/\
Abundance #6754: Pentalene, octahydro-, cis- A
67.0 8.60 8.80 9.00 9.20
m/z 78.95 12.99%
82.0
5000
41.0
54.0 110.0
| O Y
o‘W‘H‘_‘mqu‘W‘H‘_‘H‘H‘W‘H‘_‘H‘Huw‘u‘_‘u‘u‘w O RAGAURLECARL SIS
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 17 Benzene, propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.281 85.75 ug/L 17822600 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 Benzene, propyl- 120 C9H12 000103-65-1 91
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 Benzene, propyl- 120 C9H12 000103-65-1 90
5 N-Isobutyl(phenyl)methanesulfona... 227 C11H17N02S 144615-94-1 72
Abundance Scan 2874 (10.281 min): VV037442.D\data.ms (-2862) (- | m/z 91.00 100.00%
91.0
5000
120.1
39.0 65.0 1000 1050
N NS Y 207.0 g
o+t m/z 120.05  23.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10702: Benzene, propyl-
91.0
5000
10.00 10.50
120.0 m/z 92.00  11.46%
O\\\‘\\\\“‘\\‘\\‘\‘\\\“\\!\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10700: Benzene, propyl-
91.0
1000 1050
5000 m/z 65.00 10.74%
65.0 120.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10701: Benzene, propyl-
91.0 1000 1050
m/z 78.00 6.78%
5000
120.0
39.0 65.0
Y B A N N S — —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 18 Benzene, 1l-ethyl-2-methyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
10.670 1.63 ug/L 339146  1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 2995 (10.670 min): VV037442.D\data.ms (-2982) (- m/z 104.95 100.00%
105.0
JL \
A
390 77.0 | 10.50 11.00
Obr bbb b Ml 206917 126,65 28.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 1
1050 11.00
m/z 91.00 13.23%
39.0 77.0
O\\\‘\‘\\\“\\“\\“\‘\\\““\f‘\\[\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
—
1050 11.00
5000 m/z 76.95 12.08%
770
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10726: Benzene, 1-ethyl-4-methyl- —
105.0 1050 11.00
m/z 79.00 9.50%
5000
5 77.0 ‘
27.0
o"w‘H‘\m““‘UHMH“w“‘H‘w_ww_ww A
m/z--> 20 40 60 80 100 120 140 160 180 200 1050 11.00

SFAMVTRO91024WMA.M Mon Sep 23 16:25:38 2024 Page: 20



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 19 2-Heptanone, 4,6-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.956 3.41 ug/L 707869 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 CS9H180 019549-80-5 90
2 2-Nonanone, 9-[(tetrahydro-2H-py... 242 C14H2603 054699-41-1 59
3 Hexane, 3-ethyl- 114 C8H18 000619-99-8 43
4 3-Ethyl-3-methyl-2-pentanol 130 C8H180 066576-22-5 40
5 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 35
Abundance Scan 3084 (10.956 min): VV037442.D\data.ms (-3072) (- m/z 43.00 100.00%
43.0
58.0
5000 85.0
‘ 11.00
109.0 :
 — J‘JH‘ il ST 12101419 1 sg 00 63.47%
m/z--> 20 40 60 80 100 120 140
Abundance #23062: 2-Heptanone, 4,6-dimethyl-
43.0
58.0
5000
85.0 11.00
m/z 85.00 40.15%
27.0
109.0
0 i T \‘H\ \‘i = \‘HH‘ \‘\“\ T “‘\‘\ T \‘\ T ‘1\27\(\)\ T
miz-> 20 40 60 80 100 120 140
Abundance #125962: 2-Nonanone, 9-[(tetrahydro-2H-pyran-2-yl)oxy]
43.0
==
11.00
85.0 o
m/z 84.00 38.71%
5000 58.0
‘ 101.0
123.0
S A s o 71
miz--> 20 40 60 80 100 120 140
Abundance #8627: Hexane, 3-ethyl- =
43.0 11.00
m/z 69.00 37.78%
5000 85.0
27.0 70.0 ‘
S T S e
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 20 Benzene, 1-methyl-4-propyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.017 2.70 ug/L 560848 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 90
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 86
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 86
5 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 83
Abundance Scan 3103 (11.017 min): VV037442.D\data.ms (-3098) (- m/z 105.00 100.00%
105.0
5000
77.0 134.1 11.00
10 . ] 207.0 P
o--—r—r—-r-—rter— m/z 77.00 11.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 —1 ‘
11.00
134.0 m/z 134.85 11.19%
77.0
0 \\\‘2\7‘\.9\“\5\]‘_\‘\0“\‘\\\M‘\\‘i\‘h‘\\‘\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17055: Benzene, 1-methyl-4-propyl-
105.0 /q¥
A AL
11.00
5000 ITI/Z 79.00 9.22%
134.0
39.0 77.0
o 1 Y S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17049: Benzene, 1-methyl-4-propyl- T I
105.0 11.00
m/z 106.00 8.88%
5000
134.0
o150 390 71O A
R A — —
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 21 Benzene, 1,2,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.265 24.47 ug/L 5085280 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Mesitylene 120 CO9H12 000108-67-8 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 3180 (11.265 min): VV037442.D\data.ms (-3169) (- m/z 105.00 100.00%
105.

05.0
5000 120.1

5.0 70 11.00 11.50
Obrrreererer 388 e W wjz 120010 42.02%
miz--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10692: Mesitylene
105.0
5000 120.0 T T
11.00 11.50

m/z 76.95 12.35%

77.0
51.0
\\‘\\\\‘%\7\.‘()\\\\“\\\\i‘}‘\\M\‘\‘H‘\\\‘U’H\\“\\H‘\M1\‘\\‘\‘\“‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0

o

120.0 11.00 11.50
5000 m/z 91.00 10.13%
39.0 77.0
O30 e beErar ey bl e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10694: Mesitylene
105.0 11.00 11.50
m/z 119.00 9.66%
120.0
5000
77.0
39.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 22 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.458 47.05 ug/L 9779580 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 CS9H10 000496-11-7 91
3 Indane 118 C9H10 000496-11-7 87
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 87
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 83
Abundance Scan 3240 (11.458 min): VV037442.D\data.ms (-3227) (- | m/z 117.00 100.00%
117.0
5000
91.0 Col
390 63.0 ‘ 11.50
ol bl 13403519 /7 118,00 56.45%
miz-> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0
5000 T
11.50
m/z 115.00 33.72%
390 630 %0
O\\1\5\‘0‘\‘\\\“\\H\\““\‘\\\”‘\\“\\“‘\\\Lu‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0 f
=
11.50
5000 m/z 90.95 15.89%
37.0 58.0 91‘.0 ‘
2 A A
miz--> 20 40 60 80 100 120 140 }K
Abundance #10178: Indane ‘ M
117.0 11.50
m/z 63.00 8.06%
5000
39.0 58‘.0 91‘.0 J\
) S O] NSO | RE—— L :
m/z--> 20 40 60 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 23 Benzene, 1,2-diethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
11.677 2.16 ug/L 449871 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 96
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 93
3 Ethanone, 1-(3-methylphenyl)- 134 C9H1e0 000585-74-0 91
4 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 90
5 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 90
Abundance Scan 3308 (11.677 min): VV037442.D\data.ms (-3299) (- m/z 105.00 100.00%
105.0
77.0 ‘ M ‘ e
51.0 ‘ H 11.50 12.00
Ot b MW L2069 ) 118,05 82.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0
11.50 12.00
77.0 m/z 134.00 47.92%
39.0 ‘
O \]-\5\‘0\‘\‘\ \“‘\ \“”\““\‘\\\“‘ T \‘”\ “\\\‘\M\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl-
119.0
11.50 12.00
5000 m/z 91.00 34.36%
91.0
65.0
B ETL TRt 0 A 1 0 SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17597: Ethanone, 1-(3-methylphenyl)- —
119.0 11 50 12.00
91.0 .
m/z 117.00 21.47%
5000
65.0
43.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03

Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA .M
: TRACE VOA SFAM1.0

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 24 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.947 36.04 ug/L 7491090 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 95
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1leH14 002870-04-4 95
4 o-Cymene 134 CleH14 000527-84-4 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3392 (11.947 min): VV037442.D\data.ms (-3377) (- m/z 119.05 100.00%
119.1
5000
91.0
O et e RS m/z 134.05  28.48%
m/z--> 0O 20 40 60 80 100 120 140
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000
12.00
m/z 91.00 16.57%
39.0 65.0 91.0 J
00— T \1\5‘\.0‘\‘\ T \“‘\ \‘\‘\ “1“\ T \‘H‘ T \‘\ T “1‘\ \N T \:L\‘NG‘O\ T
miz--> 0 20 40 60 80 100 120 140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
=
12.00
5000 m/z 120.10 10.14%
39.0 91.0
ol 50 390 0 Ll aseo
m/z--> 0 20 40 60 80 100 120 140
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0 12.00
m/z 104.95 9.14%
5000
91.0
39.0 65.0 ‘
ol 280 T b bl L
m/z--> 0 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 25 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.046 13.70 ug/L 2848240 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 91
2 Indan, 1-methyl- 132 C10H12 000767-58-8 90
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 90
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 87
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
Abundance Scan 3423 (12.046 min): VV037442.D\data.ms (-3413) (- m/z 117.00 100.00%
11v.0
T T
510 91‘-0 ‘ 12.00
bttt e il 1482 2068 ;115,00 32.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
11v.0
5000 M TR :
12.00
91.0 m/z 132.05 27.68%
ZIO\S%OH \ ‘ I
O\\\‘\‘H\‘H‘V\“1\\”i“‘H‘\\‘HrH\H‘\M\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0
R T
12.00
5000 m/z 91.00 13.79%
39.0 65.0 91"0
S T Y AN | Y S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16137: 1-Methyl-2-phenylcyclopropane ‘ T
117.0 12.00
m/z 118.00 9.89%
5000
91.0
51.0 ‘
B Y R | Y —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03

Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA .M
: TRACE VOA SFAM1.0

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 26 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.249 4.33 ug/L 900801 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 97
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1leH14 001758-88-9 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3486 (12.249 min): VV037442.D\data.ms (-3472) (- | m/z 118.95 100.00%
119.0 ﬁ
5000
91.0
39.0 650 ‘ 12.00 12.50
O e et el 336 /7 134,00 29.23%
miz--> 0O 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
12.00 12.50
91.0 m/z 91.e0 17.17%
o, 80| |
0 \‘\\\\.‘ \‘H\“‘\ \“\‘\ “i‘\\\H‘ T \H\\“H‘\\{l\\\‘\‘\\\\
miz--> 0 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
12.00 12.50
5000 m/z 105.00 11.49%
91.0
39.0 650 ‘
ol 180 O T Ll
m/z--> 0 20 40 60 80 100 120 140
Abundance #17089: Benzene, 2-ethyl-1,4-dimethyl-
119.0 12.00 12.50
m/z 120.10 9.69%
5000
91.0
39.0 65.0 J
0 "‘E%g‘h"“‘Nh‘WM‘$\‘J‘WHM‘WW‘;HEQ“‘
m/z--> 0 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 27 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.345 32.10 ug/L 6672320 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 96

Abundance Scan 3516 (12.345 min): VV037442.D\data.ms (-3498) (- m/z 119.05 100.00%
119.1
5000
91.0
0 b LI m/z 134.05  46.96%
miz-> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
12.00 12.50
m/z 91.00 16.12%
39.0 65.0 910 135.0
0 \1\5\.0’\‘\ T \“‘\ \‘\‘\ “\“.\ T \‘”’ T \‘\ T ‘W\ \‘iw T \‘\.‘ T
miz-> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
12.00 12.50
5000 m/z 120.05 9.78%
0 91.0 135.0
ordso B0 R0 LY
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 12.00 12.50
m/z 133.05 9.30%
5000
390 91.0
. 65.0 135.0
0 ‘1‘5"0,“‘ ‘ ““‘ VY M “1 e ‘M i e
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 28 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.657 7.10 ug/L 1476160 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 83
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 81

Abundance Scan 3613 (12.657 min): VV037442.D\data.ms (-3603) (- m/z 117.00 100.00%

117.0
5000
A
51.0 910 “ ‘ . 1250 13.00
O bbbl 2526 o 132,00 38.64%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 T ‘ \/L T T

‘
12.50 13.00
m/z 114.95 27.35%

39.0 g5 910 ‘ ‘
WJ”AW”“HW‘W‘”‘W‘AMNMW‘”‘W‘”!”‘W‘”‘U‘”\”‘W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16106: 3-Phenylbut-1-ene
117.0

o

12.50 13.00
5000 m/z 131.05 20.42%
91.0
e
0‘thwwwm”N‘MWN‘WW“\””\””P‘”P‘”P”‘W”‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-

117.0 12.50 13.00
m/z 91.00 12.73%

5000

39.0 g5 91.0 ‘
H i

0‘_Lukﬂwﬂhﬁw‘HM‘H‘HH‘HH‘HH‘H‘WH‘WH‘WH‘W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00

—
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 29 1-Phenyl-1-butene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.812 45.60 ug/L 9476540  1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 86
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 80
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 55
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 55

Abundance Scan 3661 (12.812 min): VV037442.D\data.ms (-3644) (- m/z 117.00 100.00%

117.0
5000
91.0 A K
e
39.0 650 ‘ ‘ 12.50 13.00
Obrrrrediodil o Jallas0 2088 7100 05 89.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene
117.0
5000
910 12.50 13.00
’ m/z 134.00 37.09%
200, | L
O \\\‘\‘\\\‘\\‘}H\‘H\\\“\\‘f‘\‘HVH‘\\\‘\‘U\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16113: 2,4-Dimethylstyrene
117.0
12.50 13.00
5000 ITI/Z 132.00 34.26%
o NS
m/z--> 20 40 60 80 100 120 140 160 180 200 /k
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- — A
117.0 12.50 13.00
m/z 115.00  32.44%
5000
91.0
51.0
270~ ‘
obrerrebb il b b ol
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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@ 1-Hexene, 2-(0-anisyl)-4-me... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
12.860 1.38 ug/L 287455 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 2-(0-anisyl)-4-methyl- 204 C14H200 1000149-68-0 72
2 Benzene, 1-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 72
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C1l1H16 004706-90-5 64
4 4-tert-Butyltoluene 148 C11H16 000098-51-1 64
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 64
Abundance Scan 3676 (12.860 min): VV037442.D\data.ms (-3672) (- m/z 133.05 100.00%
133.1 n
5000
12.50 13.00
39.0
ol w‘m b 2072 2684 148.00  35.69%
m/z--> 0 50 100 150 200 250
Abundance #80023: 1-Hexene, 2-(O-anisyl)-4-methyl-
133.0
5000 MM :
12.50 13.00
m/z 119.00 33.27%
29.0 910 175.0
“ n | ‘ 204.0
ol i “u 8 el \‘ “w‘\ \“H‘M“ P ‘\‘ R
miz--> 0 50 100 150 200 250
Abundance #26392: Benzene, 1-ethyl-2,4,5-trimethyl-
133.0
12.50 13.00
5000 m/z 105.00 19.04%
39.0 910 ‘
0 “H\‘M‘MM‘“ ‘H\\‘w“ — —
m/iz--> 0 50 100 150 200 250
Abundance #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0 12.50 13.00
m/z 91.00 12.49%
5000
39.0 91.0
TN R O Y P
miz--> 0 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 31 Benzene, 1-methyl-4-(1-meth... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
12.934 1.58 ug/L 327553 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 90
2 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 83
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 80
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 80
5 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 78
Abundance Scan 3699 (12.934 min): VV037442.D\data.ms (-3691) (- m/z 119.10 100.00%
119.1
148.1 S
200 650, T 13.00
Ol et et ekt i 20800 /s 148 05 19.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000
13.00
010 148.0 m/z 91.00 13.11%
4%0 65.0
0H\‘\H\"\\‘\\“H\\“\\H‘W\\‘\“\H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26388: Benzene, (1,1-dimethylpropyl)-
119.0
91.0
13.00
5000 m/z 120.05 11.29%
41.0 148.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17079: Benzene, 2-ethyl-1,3-dimethyl- e
119.0 13.00
m/z 77.00 7.07%
5000
39“.0‘ 65.0 91.0
Ot e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 32 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.979 2.50 ug/L 520076 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 70
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C1eH12 000119-64-2 50
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 50
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 50
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 35

Abundance Scan 3713 (12.979 min): VV037442.D\data.ms (-3706) (- m/z 104.00 100.00%

104.0
5000 132.0
A L

51.0 780 13.00
0berr el 18207 130 00 45.88%
miz--> 20 40 60 80 100 120 140 160
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0 i
13.00

m/z 91.00  36.35%

78.0
270 1% ) Il
O\\\‘\‘\\\‘\\‘H\’H\\\\‘\\\\“\\‘\‘\‘1‘\‘\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16160: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0

13.00
5000 ITI/Z 115.00 31.40%
39.0 65.0 H
) I P N N N
m/z--> 20 40 60 80 100 120 140 160
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0 13.00
m/z 129.00 23.83%
132.0
5000
51.0 78.0
L Y N Y Y S A
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 33 4-tert-Butyltoluene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.204 2.95 ug/L 614146 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 81
2 4-tert-Butyltoluene 148 C11H16 000098-51-1 76
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 76
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 74
5 3,4-Dimethylcumene 148 C11H16 1000370-34-1 72
Abundance Scan 3783 (13.204 min): VV037442.D\data.ms (-3773) (- m/z 133.00 100.00%
133.0 ﬂ
5000
91.0
13.00 13.50
39.0 64.9 ‘ ‘
0 w‘m"m\um‘wm‘w‘HL"u““1“‘1‘:‘:“_““‘”‘“1‘*‘3?;9‘ 2065 m/z 148.00  28.23%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance  #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0
5000
13.00 13.50
m/z 131.00 22.27%
15.0 39.0 65.0 91.0
0 \‘\H\‘\‘\‘\\“‘\\‘r‘\‘w‘\u‘”‘u‘\\“\‘\\WH‘\‘\‘H‘H‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26352: 4-tert-Butyltoluene
133.0
= —
13.00 13.50
5000 105.0 m/z 91.00 14.58%
41.0
‘ 65.0 H
) S SO 1WA —
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26355: Benzene, pentamethyl- o —
133.0 13.00 13.50
m/z 119.00 12.69%
5000
91.0
o"“1‘5"9““3?\?9‘uu?‘s;ﬂou‘uH‘m‘u““M‘MmuWm_m_m A, —
m/z--> 0 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 34 Benzene, 1,3-dimethyl-5-(1-... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.332 2.18 ug/L 452649  1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 91
2 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 90
3 3,4-Dimethylcumene 148 C11H16 1000370-34-1 87
4 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 Cl1H1l6 004920-99-4 87
5 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 87
Abundance Scan 3823 (13.332 min): VV037442.D\data.ms (-3817) (- m/z 133.05 100.00%
133.1
5000
91.0 13.00 13.50
41.0 65.0
o B TN O M 11620 2072 148,05  28.56%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance  #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0
5000 /\Jk : L /\
13.00 13.50
m/z 119.10 13.27%
15.0 39.0 65.0 91.0
0 \‘H\‘\‘\‘\‘\\“‘\\‘\‘\‘w‘.\u““u‘u“\‘\\‘MH‘\‘\‘H‘H‘HH‘\H\‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance  #26410: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
138.0
— ——
13.00 13.50
5000 m/z 91.00 11.68%
15.0 390 g 910
Y A e M O A —
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26348: 3,4-Dimethylcumene
133.0 13.00 13.50
m/z 134.05 11.68%
5000
105.0
410 770 ‘
L Y N B NSUOY W WO
m/z--> 0 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 35 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.432 53.00 ug/L 11015000 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Azulene 128 C10H8 000275-51-4 93
4 Azulene 128 C10H8 000275-51-4 91
5 Naphthalene 128 C10H8 000091-20-3 91
Abundance Scan 3854 (13.432 min): VV037442.D\data.ms (-3840) (- m/z 127.95 100.00%
128.0
5000 /\
1350
51.0 740 102.0 .
0 ‘HH_uh‘MlwmH"MH‘w“HH_“1‘5,2‘-9“””2‘97:9 m/z 127.00  13.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 1
13.50
m/z 129.00 11.10%
0‘\\\\‘\5\1‘-‘\-\0“1\751‘“?\\\]-\()‘“2\.\0\\‘\“\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13683: Naphthalene
128.0
=
13.50
5000 m/z 102.00 8.87%
o270 510 770 1020
L A mmaa
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13678: Azulene =T
128.0 13.50
m/z 126.00 7.49%
5000
102.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 36 Benzene, pentamethyl- Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.

13.657 1.08 ug/L 224494  1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 81
2 3,4-Dimethylcumene 148 C11H16 1000370-34-1 74
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 68
4 4-tert-Butyltoluene 148 C11H16 000098-51-1 64
5 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 64

Abundance Scan 3924 (13.657 min): VV037442.D\data.ms (-3907) (- m/z 133.05 100.00%

138.1
5000 j
91.0 = —
410 649 | H ‘ 2070 13.50 14.00
Ol e b Al 2618 20700 )48 05 28.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26356: Benzene, pentamethyl-
133.0
5000 ‘A ‘A‘ T j

13.50 14.00
m/z 117.00  21.02%

ML
L I u\. n " B T
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26348: 3,4-Dimethylcumene
133.0

T P
13.50 14.00

o

5000 ITI/Z 131.00 18.14%
105.0
41.0 77.0
IO P A Y O MU
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26355: Benzene, pentamethyl-
133.0 13.50 14.00
m/z 90.95 16.69%
5000
91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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 37 3,4-Dimethylcumene Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
14.165 1.00 ug/L 208010 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, pentamethyl- 148 C11H16 000700-12-9 96
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 94
3 Benzene, 2,4-dimethyl-1-(1-methy... 148 C1l1H16 004706-89-2 91
4 3,4-Dimethylcumene 148 C11H16 1000370-34-1 91
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 91
Abundance Scan 4082 (14.165 min): VV037442.D\data.ms (-4071) (- | m/z 133.00 100.00%
133.0
5000
910 —A —
39.0 ‘ i .y 14.00 14.50
ol ppehb b el b 292 m/z 148,05 41.26%
miz--> 0 50 100 150 200 250
Abundance #26355: Benzene, pentamethyl-
133.0
5000 \ 1 T
14.00 14.50
91.0 m/z 91.e0 13.37%
39.0 ‘ L
0‘\\‘\‘\““\”‘\“‘\ \“‘\M“\”\‘\h‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250
Abundance #26356: Benzene, pentamethyl-
133.0
= el
14.00 14.50
5000 m/z 134.05 10.29%
410 910
miz--> 0 50 100 150 200 250
Abundance #26410: Benzene, 2,4-dimethyl-1-(1-methylethyl)- At —
133.0 14.00 14.50
m/z 105.00 8.58%
5000
39.0 91.0
T B A N —— AL I ST
m/z--> 0 50 100 150 200 250 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37442.D

Acqg On : 20 Sep 2024 19:03
Operator : SY/MD

Sample : P4081-09

Misc : 25mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO91024WMA.M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S.. 2.503 1.8 ug/L 271661 1 5.529 769491 5.0
(DEL) Alkane: C.. 3.658 10.6 ug/L 16370990 1 5.529 769491 5.0
(DEL) Alkane: S.. 4.658 5.3 ug/L 819529 1 5.529 769491 5.0
(DEL) Alkane: S.. 4.809 5.5 ug/L 841754 1 5.529 769491 5.0
(DEL) Alkane: C.. 5.079 8.0 ug/L 1225190 1 5.529 769491 5.0
(DEL) Alkane: C.. 5.153 6.7 ug/L 1038020 1 5.529 769491 5.0
(DEL) Alkane: C.. 5.227 6.9 ug/L 1057180 1 5.529 769491 5.0
(DEL) Alkane: C... 6.278 2.3 ug/L 349549 1 5.529 769491 5.0
(DEL) Alkane: C... 6.548 1.4 ug/L 217586 1 5.529 769491 5.0
2,4-Heptadiene,... 6.719 1.8 ug/L 275325 1 5.529 769491 5.0
(DEL) Alkane: C... 7.185 1.4 ug/L 261407 2 8.780 940479 5.0
(DEL) Alkane: C... 7.365 1.3 wug/L 243346 2 8.780 940479 5.0
(DEL) Alkane: C... 7.709 1.2 ug/L 221907 2 8.780 940479 5.0
(DEL) Alkane: C... 8.214 0.9 ug/L 178972 2 8.780 940479 5.0
Pentalene, octa... 8.860 1.2 ug/L 229151 2 8.780 940479 5.0
Benzene, propyl- 10.281 85.8 wug/L 17822600 3 11.181 1039170 5.0
Benzene, 1-ethy... 10.670 1.6 ug/L 339146 3 11.181 1039170 5.0
2-Heptanone, 4,... 10.956 3.4 ug/L 707869 3 11.181 1039170 5.0
Benzene, 1-meth... 11.017 2.7 ug/L 560848 3 11.181 1039170 5.0
Benzene, 1,2,3-... 11.265 24.5 ug/L 5085280 3 11.181 1039170 5.0
Indane 11.458 47.0 ug/L 9779580 3 11.181 1039176 5.0
Benzene, 1,2-di... 11.677 2.2 ug/L 449871 3 11.181 1039170 5.0
Benzene, 2-ethy... 11.947 36.0 ug/L 7491090 3 11.181 1039170 5.0
Benzene, 1l-ethe... 12.046 13.7 wug/L 2848240 3 11.181 1039170 5.0
Benzene, 4-ethy... 12.249 4.3 wug/L 900801 3 11.181 1039170 5.0
Benzene, 1,2,4,... 12.345 32.1 ug/L 6672320 3 11.181 1039170 5.0
1H-Indene, 2,3-... 12.657 7.1 ug/L 1476160 3 11.181 1039170 5.0
1-Phenyl-1-butene 12.812 45.6 ug/L 9476540 3 11.181 1039170 5.0
1-Hexene, 2-(0-... 12.860 1.4 ug/L 287455 3 11.181 1039170 5.0
Benzene, 1-meth... 12.934 1.6 wug/L 327553 3 11.181 1039170 5.0
Naphthalene, 1,... 12.979 2.5 ug/L 520076 3 11.181 1039170 5.0
4-tert-Butyltol... 13.204 3.0 ug/L 614146 3 11.181 1039170 5.0
Benzene, 1,3-di... 13.332 2.2 ug/L 452649 3 11.181 1039170 5.0
Azulene 13.432 53.0 wug/L 11015000 3 11.181 1039170 5.0
Benzene, pentam... 13.657 1.1 ug/L 224494 3 11.181 1039170 5.0
3,4-Dimethylcumene 14.165 1.0 ug/L 208010 3 11.181 1039170 5.0
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