LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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@37438.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.526 144 151 163 rBvV2 112077 151126 1.28% 0.244%
2 2.050 305 314 336 rVB 200472 309339 2.61% 0.499%
3 2.683 497 511 531 rBV2 78719 1597760 1.35% 0.258%
4 3.658 796 814 840 rBV 388392 985135 8.33% 1.590%
5 3.844 858 872 906 rBV3 80625 443431  3.75% 0.716%
6 3.995 911 919 955 rvB2 59648 228610 1.93% 0.369%
7 4.243 981 996 1026 rVB 171390 462918 3.91% 0.747%
8 4.571 1080 1098 1118 rBvV2 370985 941075 7.95% 1.519%
9 4.950 1202 1216 1224 rBV2 409420 932059 7.88% 1.504%
10 5.002 1225 1232 1248 rVB 450392 967389 8.18% 1.561%
11  5.227 1292 1302 1322 rVB5 54723 128940 1.09% 0.208%
12 5.529 1385 1396 1438 rBV 306311 691800 5.85% 1.116%
13 5.985 1525 1538 1544 rBV 237298 455235 3.85% ©.735%
14 6.040 1545 1555 1578 rVB 608041 1349834 11.41% 2.178%
15 6.915 1812 1827 1855 rBV 82143 197204 1.67% 0.318%
16 7.239 1918 1928 1951 rVB 399946 728641 6.16% 1.176%
17 7.574 2020 2032 2048 rBV6 71645 165757 1.40% 0.267%
18 8.027 2159 2173 2206 rBV 475776 1162332 9.82% 1.876%
19 8.783 2396 2408 2426 rBV 480471 868483 7.34% 1.401%
20 9.863 2732 2744 2768 rBV 1078835 1697088 14.34% 2.739%

21 10.149 2821 2833 2852 rBV 210425 367585 3.11%
22 10.284 2864 2875 2900 rBV 795090 1274482 10.77%
23 11.021 3098 3104 3121 rVB 140167 223308 1.89%
24 11.181 3144 3154 3169 rBV 542418 865537  7.32%
25 11.265 3169 3180 3202 rVB 3167427 4691845 39.65%
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26 11.387 3209 3218 3227 rVB 111928 158432 1.34%
27 11.458 3228 3240 3260 rVV2 3440166 6620726 55.95% 1
28 11.561 3261 3272 3297 rVVv4 822560 1931889 16.33%
29 11.677 3299 3308 3326 rVB 310035 481071 4.07%
30 11.950 3376 3393 3399 rBV 2817613 4331158 36.60%
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31 12.046 3412 3423 3444 rBV2 1836113 3755888 31.74%
32 12.246 3470 3485 3498 rVB2 1188725 2041293 17.25%
33 12.345 3498 3516 3527 rVV 2730304 4148846 35.06%
34 12.400 3527 3533 3549 rVB2 158966 287745 2.43%
35 12.484 3550 3559 3577 rVB 235232 351107  2.97%
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36 12.577 3579 3588 3593 rBV 94222 140325 1.19% 0.226%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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\SFAMVTR091024WMA.M
Title : TRACE VOA SFAM1.0

37 12.619 3594 3601 3605 rVvv2 137689 230265 1.95% ©.372%
38 12.657 3605 3613 3631 rVB 769364 1244830 10.52% 2.009%
39 12.812 3647 3661 3673 rBV2 7821658 11832287 100.00% 19.094%
40 12.934 3692 3699 3704 rBV 93161 134483 1.14% 0.217%

41 12.976 3704 3712 3738 rVB2 520774 925106  7.82% 1.493%
42 13.149 3758 3766 3773 rVB 99480 145201 1.23% 0.234%
43 13.201 3773 3782 3791 rBV2 241271 372420 3.15% 0.601%
44 13.332 3818 3823 3839 rVB 120090 182664 1.54% ©.295%
45 13.432 3842 3854 3866 rBV 1287850 2057718 17.39%  3.321%
46 13.648 3904 3921 3932 rBV6 48347 147372 1.25% 0.238%

Sum of corrected areas: 61969749
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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

Abundance TIC: VV037438.D\data.ms

7000000
6000000
5000000
4000000
3000000
2000000

1000000 6.040

3.658 4571 49802
1.526 2.050 2.683 . 3.848.995 4.243 N% 5207 3% 5985

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\/\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ﬁfﬁr—r\ﬁmﬁ\\‘\\\\‘\\\\‘\\\\.‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40

Abundance TIC: VV037438.D\data.ms

7000000
6000000
5000000

4000000 11.458
11.265"

3000000 11.950

2000000 2.04

9.863
1000000 10.284 111 .561
8.027 8.783 . 1.677

7.239
10.14
e T N -1 U | N D | S — A AQ/\ B VL L (VLR
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VV037438.D\data.ms
12.812

7000000
6000000
5000000
4000000
30000001 12.345

2000000
12.24 13.432

1000000 12.657 12004
o)A 9 12.9323%481332 13648
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 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@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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 21
R.T. EstConc Area Relative to ISTD R.T.
2.683 1.15 ug/L 159770  1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 80
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 72
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 56
Abundance Scan 511 (2.683 min): VV037438.D\data.ms (-497) (-) m/z 57.00 100.00%
57.0
41.0
5000
PP e e
| ‘ ‘ 68.9 goy 2.40 2.60 2.80 3.00
0l e - m/z 56.00  89.50%

57.0

29.0 41.0

5000 PR
2.40 2.60 2.80 3.00

m/z 40.95 63.16%
| ‘\

71.0
\\\%\0\\\‘]\-?\(\)‘\\1\’\\\\‘1\\\’\f‘\f“\\\\[‘\\\\‘\8\6;.2\\\\‘\\
mi/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2049: Pentane, 3-methyl-
57.0

miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2050: Pentane, 3-methyl-

o

29.0 41.0 2.40 2.60 2.80 3.00
5000 ITI z 42.95 22.32%
0 1'0150,,71'086'0 \M
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2043: Pentane, 3-methyl- e AR R R RRRE
57.0 2.40 2.60 2.80 3.00

m/z 55.00 17.27%

41.0
5000 290
71.0
o as0 ||| 70 8o

m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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 11
R.T. EstConc Area Relative to ISTD R.T.
3.658 7.12 ug/L 985135 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopentane, methyl- 84 C6H12 000096-37-7 87

2 Cyclopentane, methyl- 84 C6H12 000096-37-7 87

3 Cyclohexane 84 C6H12 000110-82-7 74

4 Cyclohexane 84 C6H12 000110-82-7 72

5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72

Abundance Scan 814 (3.658 min): VV037438.D\data.ms (-796) (-) m/z 56.00 100.00%

56.0
5000 410 69.0 J\
R A
H ‘ 84.1 3.40 3.60 3.80 4.00
0L ettt ol ol 962 s 40,95 50.89%
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 I B I B L

3.40 3.60 3.80 4.00

28.0

m/z 69.00 42.27%
“ ‘ 84.0
O \\\‘\\\\‘]\-\5\\0‘\\\‘!“\\\\‘\‘\\\“\w \‘\\\‘1i\\\\‘\!\\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1681: Cyclopentane, methyl-
56.0
R R A
41.0 3.40 3.60 3.80 4.00
5000 m/z 55.00  25.58%
69.0
270
84.0
0 ml‘nom‘1‘?‘9“”H_m_‘m,w: M,mw_lewwm
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1645: Cyclohexane R RaEE e R
56.0 3.40 3.60 3.80 4.00
41.0 84.0 m/z 39.00 22.69%
5000
27.0
69.0
150 | ‘
P B S Y O S O PSS W
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@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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 Ethyl Acetate Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
3.995 1.65 ug/L 228610 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethyl Acetate 88 C4H802 000141-78-6 86
2 Ethyl Acetate 88 C4H802 000141-78-6 86
3 Ethyl Acetate 88 C4H802 000141-78-6 86
4 Ethyl Acetate 88 C4H802 000141-78-6 86
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 64
Abundance Scan 919 (3.995 min): VV037438.D\data.ms (-911) (-) m/z 43.00 100.00%
43.0
5000
REEEREEEEE SR
m-o 3.60 3.80 4.00 4.20 4.40
Ok 2071 7 61.00  14.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2270: Ethyl Acetate
43.0
5000 | L AL B

3.60 3.80 4.00 4.20 4.40
m/z 70.00 13.22%

15-0‘ 70.0
O\\\“\‘\“\\\“}‘\\\“\\‘\‘\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2271: Ethyl Acetate
43.0
R
3.60 3.80 4.00 4.20 4.40
5000 ITI/Z 45.00 12.16%
150 | | 0.0
0\m‘\‘m\“1H\‘H‘h‘\M\‘\H\‘\m‘\m‘\m‘\m‘\m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2272: Ethyl Acetate R
43.0 3.60 3.80 4.00 4.20 4.40
m/z 41.95 7.05%
5000
15‘0 70.0
Om‘w“‘;““H‘m“u‘h_1”_HwHH‘HHWH‘HHWH e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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: Cyclic5.227 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
5.227 0.93 ug/L 128940 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 87
2 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 87
3 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 64
4 Cycloheptane 98 C7H14 000291-64-5 53
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 50
Abundance Scan 1302 (5.227 min): VV037438.D\data.ms (-1292) (-) m/z 56.00 100.00%
56.0
70.0
5000 41.0
98.0
‘ il 8‘3-1 5.00 5.20 5.40 5.60
0 H‘_‘H‘W_WWNMME ‘_w‘k‘mu“_‘mmlww m/z 55.00  81.56%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3746: Isopropylcyclobutane
56.0
41.0
70.0
[
5000 L L L L I L B R
27.0 5.00 5.20 5.40 5.60
98.0 m/z 70.05 74.38%
‘ ‘ 83.0
O \\\‘\\\\‘\\\\‘\\11‘\\\}}\‘\\\“\” ‘\‘\\\w“\\\\‘\‘\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans-
56.0
700 5.00 5.20 5.40 5.60
5000 m/z 41.00 46.63%
27.0 98.0
‘ H 83.0
ol 20 10 Il Ml b
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3830: Cyclopentane, 1,3-dimethyl-, trans- S
410 56.0 70.0 5.00 5.20 5.40 5.60
’ m/z 69.00 39.05%
5000
27.0
83.0
‘ ‘ 98.0
I . OO T O R U R p . A VA WP
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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 Benzene, propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.284 7.36 ug/L 1274480  1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 83
5 Benzene, propyl- 120 CS9H12 000103-65-1 83
Abundance Scan 2875 (10.284 min): VV037438.D\data.ms (-2864) (- m/z 90.95 100.00%
91.0
5000 /\
120.1 A ——
46,0 510 65.0 750 1080 10.00 10.50
ol i SA el e m/z 120.10  22.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10702: Benzene, propyl-
91.0 A
5000 —— ——
10.00 10.50
120.0 m/z 92.00  10.84%
65.0
OH‘\\H‘\H‘\‘\\3\?“‘\0\\\5&.\0\\‘\‘\‘\\‘\?ﬁ.‘()\\\\“!\H]‘-\()\?.\?HH“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10700: Benzene, propyl-
91.0
—— —
10.00 10.50
5000 m/z 65.00 10.15%
39.0 62.0 78.0 20
0 26r0 .‘ 5\"0 ‘\‘ \“ \‘ 10‘\5'0
R R A RAARas s Ra e o R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 JL
Abundance #10701: Benzene, propyl- — .
91.0 10.00 10.50
m/z 78.00 6.49%
5000
120.0
65.0
T T e e e e e P —
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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 Benzene, 1-methyl-4-propyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.021 1.29 ug/L 223308 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 Oxirane, 2-methyl-2-phenyl- 134 CSH1e0 002085-88-3 90
3 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 87
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 87
5 Benzeneacetaldehyde, 4-methyl- 134 CS9H1e0 000104-09-6 80
Abundance Scan 3104 (11.021 min): VV037438.D\data.ms (-3098) (- m/z 105.00 100.00%
105.0
5000
510 77.0 134.1 iﬂod
oH_m_m_HWwmwMHMHH‘HH_‘:lwu_wlw m/z 134.85  12.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 N AL
11.00
134.0 m/z 77.00  11.70%
77.0
O\\‘H\\‘%Z\'RH\“H?%\'?\‘\‘\‘H‘\Hm‘\\H“i\H‘\M!\‘H‘\‘\‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17575: Oxirane, 2-methyl-2-phenyl-
105.0
T
11.00
5000 m/z 79.05 8.32%
77.0
270 510 I I 134.0
) S SRR | SN PR | R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17625: Benzeneacetaldehyde, .alpha.-methyl- —f— ‘
105.0 11.00
m/z 106.00 8.14%
5000
77.0
270 L0 H 134.0 ]\
Oeprrrrrrekirredreeefbere et ey M preerrererebee s -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.265 27.10 ug/L 4691850 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 Mesitylene 120 CS9H12 000108-67-8 93

Abundance Scan 3180 (11.265 min): VV037438.D\data.ms (-3169) (- m/z 105.00 100.00%
105.

05.0
5000 120.1

510 (10 11.00 11.50
O ST it il myz 120.05  42.17%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10692: Mesitylene
105.0
5000 120.0
11.00 11.50

m/z 76.95 12.73%

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

— e
120.0 11.00 11.50

o

5000 m/z 91.00 10.10%
39.0 77.0
0 S R Y RSSO Y M1 A ooouoes
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10694: Mesitylene ‘ A\‘ L
105.0 11.00 11.50

m/z 119.10 9.79%
120.0

5000

77.0
39.0
0 15.0 I L1 ‘\\5?'9\ ‘\\ ‘ L] ]
P T T T T e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.00 11.50

=

SFAMVTRO91024WMA.M Mon Sep 23 16:22:34 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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 p-Cymene Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.387 0.92 ug/L 158432  1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 95
2 p-Cymene 134 C1oH14 000099-87-6 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 p-Cymene 134 C10H14 000099-87-6 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91
Abundance Scan 3218 (11.387 min): VV037438.D\data.ms (-3209) (- m/z 119.05 100.00%
1191
5000
91.0
39.0  65.0 ‘ | 13‘5.0 11.00 11.50
Ottt bl WL TETT 0 T m/z 134,08 27.71%
miz-> 20 40 60 80 100 120 140
Abundance #16994: p-Cymene
119.0
5000
91.0 11.00 11.50
' m/z 91.00  25.13%
39.0
0 \]-\5‘\-0‘\ T \“‘\ \“\ \“Gﬁ.\()\ \‘H‘ T ‘W\ \M‘l T 135.0 T
miz-> 20 40 60 80 100 120 140
Abundance #16993: p-Cymene
119.0
FINENIOAvA
11.00 11.50
5000 m/z 117.00 12.98%
91.0
390 650 ‘
0 \¥§?\W \NH\HM\WMM\ M‘\HU\‘W\\M‘l\}gﬁ?\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16991: o-Cymene — L
119.0 11.00 11.50
m/z 76.95 8.79%
5000 91.0
39.0 65.0 ‘
A T A MO . N PO | O
m/z--> 20 40 60 80 100 120 140 11.00 11.50

SFAMVTRO91024WMA.M Mon Sep 23 16:22:35 2024 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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 1Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.458  38.25 ug/L 6620730 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 95
2 Indane 118 C9H10 000496-11-7 91
3 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 87
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 80
5 Benzene, 1l-ethenyl-4-methyl- 118 C9H1e 000622-97-9 74
Abundance Scan 3240 (11.458 min): VV037438.D\data.ms (-3228) (- m/z 117.00 100.00%
117.0
5000
91.0 L
390 630 | 134.0 11.50
Ol bl 3349 T 118,00 56.48%
miz-> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0
5000 T
11.50
m/z 115.00  34.24%
300 630 10
O\\1\5\.O‘\‘\\\".\\”\\““\-‘\\\“‘\\‘\\"‘\\\!“\\\\‘\
miz-> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0 f
-
11.50
5000 m/z 91.00 15.86%
39.0 g0 91.0 ‘
0180 i llree L
miz--> 20 40 60 80 100 120 140
Abundance #10206: Benzene, 1-ethenyl-2-methyl- ﬁ\‘ M
117.0 11.50
m/z 116.00 8.90%
5000
91.0
39.0 g5gg f
P Y . 2 Y AL
m/z--> 20 40 60 80 100 120 140 11.50

SFAMVTRO91024WMA.M Mon Sep 23 16:22:37 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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 11 Benzene, 1,2-diethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.677 2.78 ug/L 481071 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 95
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 93
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 93
4 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 90
5 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 87
Abundance Scan 3308 (11.677 min): VV037438.D\data.ms (-3299) (- m/z 105.00 100.00%
105.0
5000 134.1
77.0 /\\“ ——
51.0 | | ‘ 11.50 12.00
Oberrerprrrerersetbotr et bl mz 119,05 79.14%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0
11.50 12.00
77.0 m/z 134.05  45.90%
50 > sro |
O H’\H\‘\H\“HH‘\H\‘“\\‘\HH\‘H\\‘HH“UH\‘HH‘H}\‘HH‘H‘H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17030: Benzene, 1,3-diethyl-
105.0
134.0 11.50 12.00
5000 m/z 91.00 32.61%
270 510 77.0 ‘
R S TR N P R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17029: Benzene, 1,4-diethyl- M P
105.0 11.50 12.00
m/z 117.00 24.12%
5000 134.0
77.0
27.0 ‘
0 ","H‘mW"Mm}‘m‘:““wuH“m“1u‘wMlwmww‘uw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00

SFAMVTRO91024WMA.M Mon Sep 23 16:22:38 2024 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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 12 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.950  25.02 ug/L 4331160 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 o-Cymene 134 C10H14 000527-84-4 95
3 o-Cymene 134 C1eH14 000527-84-4 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 3393 (11.950 min): VV037438.D\data.ms (-3376) (- m/z 119.05 100.00%
119.1
5000
91.0
12.00
39.0 65.0
o‘HwHm,umwmMH‘h‘u““H‘le“i'?r‘l‘W_H?‘Q?:? m/z 134.00  28.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000
12.00
91.0 m/z 91.00 16.48%
39.0 65.0 ‘ ‘
O\-:L\S\.?\‘\H"‘H“V\“wu\‘H‘\H\“m\\M\H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16998: o-Cymene
119.0
——
12.00
5000 m/z 120.10 9.83%
91.0
olts0 4000 | WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16996: 0-Cymene
119.0 12.00
m/z 116.95 9.34%
5000
91.0
150 390 @50 |
Y i Y AP N A —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00

SFAMVTRO91024WMA.M Mon Sep 23 16:22:39 2024 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.046  21.70 ug/L 3755890 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 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 86
Abundance Scan 3423 (12.046 min): VV037438.D\data.ms (-3412) (| | m/z 117.00 100.00%
117.0
5000
12.00
63.0 .
om_Hm_m,‘m,w‘”‘mMuw“‘ulﬁ‘?ul_m,w,uH_Ww_%%ln- m/z 115.00  32.80%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000 /\ﬂ TR :
12.00
m/z 132.00 27.17%
39.0 770
0\H‘\‘\\\“\\“V\"MH”J‘"\\‘H‘WH“\M‘\‘H\\‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16104: Indan, 1-methyl-
117.0
R T
12.00
5000 m/z 91.00 14 .40%
070 |
Ol bbbt e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16137: 1-Methyl-2-phenylcyclopropane ——
117.0 12.00
m/z 118.00 10.03%
5000
Olrrrprerrobehedy bbb prrerprrer e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 12.00

SFAMVTRO91024WMA.M Mon Sep 23 16:22:41 2024 Page: 15



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
: VWe37438.D

: 20 Sep 2024 17:26

: SY/MD

: P4081-05

: 25mL/MSVOA_V/WATER

:1 Sample Multiplier: 1

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

: TRACE VOA SFAM1.0

: 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 14 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.246 11.79 ug/L 2041290 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 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 3485 (12.246 min): VV037438.D\data.ms (-3470) (- m/z 119.10 100.00%
119.1
5000
91.0
39.0 650 ‘ 12.00 12.50
Ot Al I L4834 65 29.18%
m/z--> 0O 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 RRA o
12.00 12.50
9L.0 m/z 91.0 19.54%
39.0 65.0 ‘ ‘
0 \‘\\1\5\.0‘\‘\\\“‘\\“”\‘ \\W‘H‘\\}‘\“h‘ l\\\\’\\\\
miz--> 0 20 40 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
12.00 12.50
5000 m/z 105.00 11.78%
91.0
39.0 65.0 ‘
Y - X T vl T O A
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 120.05 9.86%
5000
91.0
39.0 650 J
0 ""1‘5‘?»‘m‘umm"u"\‘“M‘y‘lﬁ,qm
m/z--> 0 20 60 80 100 120 140 12.00 12.50

SFAMVTRO91024WMA.M Mon Sep 23 16:22:42 2024

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.345 23.97 ug/L 4148850 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 96
Abundance Scan 3516 (12.345 min): VV037438.D\data.ms (-3498) (- m/z 119.00 100.00%
119.0 ﬂ
5000
390 65.0 91"0 12.00 12.50
bbb 11481 2069 134,00 46.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 = (R
12.00 12.50
m/z 91.00 16.08%
410 91.0
O \]-\5\-‘0\‘\ T \“‘.\ \‘\‘\6‘?.\(\)\““ T \‘f\‘W\\‘\“l\\\M\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0
12.00 12.50
5000 m/z 120.05 9.89%
91.0
39.0 65.0
0 '71'\5(‘0\\\\“‘\\‘h“\“u\““\H\“1‘”‘1“‘\H‘\WHWHWH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 12.00 12.50
m/z 133.05 9.28%
5000
150 390 650 91.0
0 \Hf‘\‘\\\“‘\w‘;‘\“;‘u\““\\‘\\“%WM\\\“\‘\m‘uu‘uu‘\m
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50

SFAMVTRO91024WMA.M Mon Sep 23 16:22:44 2024 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.400 1.66 ug/L 287745 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 91
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91

Abundance Scan 3533 (12.400 min): VV037438.D\data.ms (-3527) (- m/z 119.00 100.00%
119.0 ” ﬂ
5000 134.1
300 650 91‘-0 | 12.00 12.50
Ob il L 1491 7 134 05 50, 60%
miz--> 20 40 60 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0
5000 = ~
12.00 12.50
390 m/z 91.00 13.37%
. 65.0 91.0
0 ‘\‘\ T \“‘\ \“H\ "1“\ T \‘H‘ T \‘\ T “i‘\ \‘U,‘ T \“\ I
miz--> 20 40 60 80 100 120 140
Abundance #17067: Benzene, 1,2,4,5-tetramethyl-
119.0
134.0 12.00 12.50
5000 m/z 133.00 13.31%
39.0 65.0 91.0
O+t— \“‘\ Pt \““ \ \‘\ o \‘1“,‘ e \“\ P
m/iz--> 20 40 60 80 100 120 140
Abundance #17083: Benzene, 1-ethyl-2,3-dimethyl-
119.0 12.00 12.50
m/z 115.10 10.38%
5000
134.0
w0 eso P AM
TPl R N T N NS 1\ VS
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@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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, 1-methyl-4-(1-meth... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.484 2.03 ug/L 351107 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 76
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 60
3 o-Cymene 134 C10H14 000527-84-4 60
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 60
5 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 59
Abundance Scan 3559 (12.484 min): VV037438.D\data.ms (-3550) (- m/z 119.00 100.00%
119.0
5000
9L.0 148.0
39.0 65.0 ‘ 12.50
o"‘_HJ‘umm‘M"mMl‘u“\M:M_‘mw_mz‘(??:? m/z 131.00  30.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 M\ T T
12.50
010 148.0 m/z 90.95 29.06%
Bl w i R
O\\\‘\‘H\‘\\‘H“\‘\\\“\H\“M\‘\‘[\H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
12.50
5000 m/z 148.00 23.85%
91.0
39.0 65.0 ‘ ‘
L A T | O W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16998: 0-Cymene T
119.0 12.50
m/z 104.95 16.74%
5000
91.0
EET i U N "
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50

SFAMVTRO91024WMA.M Mon Sep 23 16:22:47 2024 Page: 19



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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, 2,4-dimethyl-1-(1-... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
12.577 0.81 ug/L 140325 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16 004706-89-2 97
2 3,4-Dimethylcumene 148 C11H16 1000370-34-1 95
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C1l1H16 004706-90-5 94
4 Benzene, 1,4-dimethyl-2-(1-methy... 148 Cl1Hl6 004132-72-3 94
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 91

Abundance Scan 3588 (12.577 min): VV037438.D\data.ms (-3579) (- m/z 133.05 100.00%

138.1
5000
105.0 12.50
38.9 77.0 .
Ol et e gl L 1818207.C o 148 60 22.44%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance  #26410: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
1338.0
5000 T

T
12.50
m/z 104.95  12.49%

15.0 39.0 650 91.0
0 I H | S
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26348: 3,4-Dimethylcumene
1338.0
T \
12.50
5000 ITI/Z 91.00 12.28%
105.0
41.0 77.0
S N R Y Y
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0 12.50
m/z 134.05 10.55%
5000 /\j\
39.0 91.0
15.0 65.0
Y R Y WSRO A "N WO 17
m/z--> 0 20 40 60 80 100 120 140 160 180 200 12.50

SFAMVTRO91024WMA.M Mon Sep 23 16:22:48 2024 Page: 20



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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 2,2-Dimethylindene, 2,3-dih... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.619 1.33 ug/L 230265 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 94
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
3 Benzene, 1-methyl-4-(1-methyl-2-... 146 C1l1H14 097664-18-1 91
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90

Abundance Scan 3601 (12.619 min): VV037438.D\data.ms (-3594) (- m/z 131.05 100.00%
131.1

.

5000
146.0
91.0 1150 A T
50.9 750 ‘ ‘ ‘ ‘ 12.50 13.00
o389 27w B0 m/z 146.00  25.61%
miz--> 20 40 60 80 100 120 140
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
146.0 f{ i
5000 oL .
12.50 13.00

91.0 m/z 115.00 18.61%

115.0
O\ ‘ L ‘ \5\1‘-\-‘0\ ‘ m \7\6\‘19\ \‘ ‘} T ‘ ‘U T H‘ ‘ T ‘U‘! T ’ \H\ T
m/z--> 20 40 60 80 100 120 140
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0

12.50 13.00
5000 m/z 91.00 16.50%
910 146.0
' 115.0
390 g0 ‘ 0l
S O A PP | R M
miz--> 20 40 60 80 100 120 140

Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-

131.0 12.50 13.00

m/z 129.00  14.49%

5000
910 146.0
116.0
| 330 L Gﬁo \ L N W‘ [
Ot e e e

m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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, 2-butenyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.657 7.19 ug/L 1244830 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91
2 Indan, 1-methyl- 132 C10H12 000767-58-8 90
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 90
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 90

Abundance Scan 3613 (12.657 min): VV037438.D\data.ms (-3605) (- m/z 117.00 100.00%
117.0
5000 132.0
390 640 91.0 ‘H | 12.50 13.00
Ottt et el m/z 132,00 37.81%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16120: Benzene, 2-butenyl-
11v.0
132.0
5000 ; _J\‘ Dt
91.0 12.50 13.00
m/z 115.00 26.83%
39.0 65.0 ‘
O\‘H\‘\“\\H“‘HH}‘MH‘\H‘H‘\HH‘HH“}H\‘N‘H‘HH‘H\‘““\‘H\‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0
12.50 13.00
5000 m/z 131.00 16.60%
132.0
39.0 65.0 91.0 ‘
) Y S S | S
m/z--> 20 30 40 50 60 70 80 90 100110120130140 QA
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- 4y
117.0 12.50 13.00
m/z 91.00 10.88%
5000 132.0
39.0 65.0 91.0 ‘ ‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00

SFAMVTRO91024WMA.M Mon Sep 23 16:22:51 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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, 2-ethenyl-1,4-dime... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.812 68.35 ug/L 11832300 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 95
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 86
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 70

Abundance Scan 3661 (12.812 min): VV037438.D\data.ms (-3647) (- m/z 117.00 100.00%

117.0
5000
91.0
390 65.0 ‘ M 12.50 13.00
0 H“H“MH%‘JV‘J_A‘WW“ Al1e8l 2071 /7 119.05  61.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
11v.0
5000
91.0 12.50 13.00
51.0 m/z 132.00 35.29%
270" ‘ ‘
O \\\‘\\\\‘\\‘U\““U\\h\‘\\H\[‘H\\\’\‘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 115.00 30.88%

[N i
ol
m/z--> 20 40 60 80 100 120 140 160 180 200 /\J\\A
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- A

0
117.0 12 50 13. 00
m/z 134.00 25.80%

5000
39‘0 65.0 910
| bl ‘\ il

m/z--> 20 40 60 80 100 120 140 160 180 200 12 50 13 00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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 Benzene, (1,1-dimethylpropyl)- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
12.934 0.78 ug/L 134483 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 78
2 1-Chloromethyl-3,5-dimethylbenzene 154 C9H11Cl 002745-54-2 64
3 Acetic acid, (2,4-xylyl)- 164 C10H1202 006331-04-0 64
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 64
5 Butyric acid, 2-phenyl-, 4-nitro... 285 C16H15NO4 1000406-87-5 64

Abundance Scan 3699 (12.934 min): VV037438.D\data.ms (-3692) (- m/z 119.00 100.00%
119.0
148.1
. 1300
41.0 64.9 ‘
Ok 0 O L2070 148,65 19.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26388: Benzene, (1,1-dimethylpropyl)-
119.0
91.0
5000 1 /\‘
1300
m/z 120 12.22%
41.0 50 148.0
O\]-\5\‘0\‘\‘\\“\\“\‘\“\‘\\\“‘\\1\“\‘\\‘\"‘\\\‘\‘\!\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32079: 1-Chloromethyl-3,5-dimethylbenzene
119.0
1300
5000 11.51%
910 154.0
39.0 .
0HwH‘““‘u“ﬁ??“‘H‘w‘wﬁluu_Hl_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39252: Acetic acid, (2,4-xylyl)-
119.0 1300
6.27%
5000
164.0
91.0
Obrr 0 820 Ll /
m/z--> 20 40 60 80 100 120 140 160 180 200 1300

SFAMVTRO91024WMA.M Mon Sep 23 16:22:54 2024 Page: 24



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.976 5.34 ug/L 925106 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 90
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C1OH12 000119-64-2 90
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 90
5 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 81
Abundance Scan 3712 (12.976 min): VV037438.D\data.ms (-3704) (- | m/z 104.00 100.00%
104.0
5000 132.0 /Jk
.
51.0 780 M 13.00
Ob ool AL L1620 2068 135 00 47.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0 N .
13.00
m/z 91.00 41.60%
78.0
270 °1° ) '] L 4
O\H\‘\‘H\“\\“V\“m\\”i“\H\“H\\1‘\‘M\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16146: Naphthalene, 1,2,3,4-tetrahydro-
104.0
=
13.00
5000 132.0 m/z 115.00  19.72%
27.0 210 780
ol b b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16160: Naphthalene, 1,2,3,4-tetrahydro- A
104.0 13.00
132.0 m/z 117.00 13.50%
5000
X N P POV S O T | R
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@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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 24 Benzene, (3-methyl-2-butenyl)- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
13.149 0.84 ug/L 145201 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 91
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 91
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 83
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 83

Abundance Scan 3766 (13.149 min): VV037438.D\data.ms (-3758) (- m/z 131.00 100.00%
131.0
5000
6ag 910 lm ‘ 13.00 13.50
39.0
) SRR R Y wamh_ 2822 20720 s 146,05 22.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
Lo VL
5000 e SN
13.00 13.50
39.0 m/z 129.00  22.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0
13.00 13.50
5000 91.0 m/z 127.95 18.55%
39.0 50
S T ot W W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl- J‘\—“N ‘ =
131.0 13.00 13.50
m/z 115.00 17.01%
5000 91.0
39.0
65.0
0,150 |
! R RRARA RS " ——r
m/z--> 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@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.201 2.15 ug/L 372420 1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 89
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 87
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 83
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 78
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 64

Abundance Scan 3782 (13.201 min): VV037438.D\data.ms (-3773) (- m/z 133.00 100.00%

138.0
5000
91.0

39.0 65.0 13.00 13.50
ol 160.0181.8 207.9 m/z 131.00 96.89%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0

5000 T
13 00 13.50
91.0 m/z 119.00 37.11%
39.0 g40 ‘ ‘
O\\\‘\‘\\\"‘\\“\‘\‘m\\\‘\\\\‘\\\M“\‘U!\‘{“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
o
91.0 13 00 13.50
5000 m/z 148.00 33.72%
51.0
T hoad b
0 ‘H_‘H,u“:“p‘:‘mw‘mu‘;hH“_‘Hl‘_‘uww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200 /\ A
Abundance #25011: Benzene, (3-methyl-2-butenyl)- /\ P
131.0 13 00 13 50

m/z 146.00  33.66%

91.0
5000
41.0 65.0 NM/
] Il

m/z--> 20 40 60 80 100 120 140 160 180 200 13 00 13.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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 26 Benzene, 1,3-dimethyl-5-(1-... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.332 1.06 ug/L 182664 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, 1-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 87
3 Benzene, 2,4-dimethyl-1-(1-methy... 148 C1l1H16 004706-89-2 86
4 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 Cl1H1l6 004920-99-4 86
5 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 86

Abundance Scan 3823 (13.332 min): VV037438.D\data.ms (-3818) (- m/z 133.05 100.00%

138.1
5000
91.0 13.00 13.50
390 65.1
ok 0 Ll gh L L1818 ag es 27.17%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance  #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
1338.0
5000 T /\\ T T ]‘\ \’A\
13.00 13.50
m/z 119.10 11.49%
39.0 91.0
0 T \1\5\.?\ T "\ \‘\‘\?ﬁ'\ow \‘”‘ T \‘\ T “\1\1\31"0‘\ Ul T T T
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #26396: Benzene, 1-ethyl-4-(1-methylethyl)-
138.0
P 1
13.00 13.50
5000 ITI/Z 91.00 10.81%
105.0
Ot \1\5\'?\‘\‘\1\1‘:}‘"9\ e “1‘\7\7‘?\ \‘\ i \‘1“‘1 et
m/z--> 0 20 40 60 80 100 120 140 160
Abundance  #26410: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
133.0 13.00 13.50
m/z 134.00 10.50%
5000
150 390 e 910
Y R R . S R N — ——
m/z--> 0 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37438.D

Acqg On : 20 Sep 2024 17:26

Operator : SY/MD

Sample : P4081-05

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 27 Azulene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.432 11.89 ug/L 2057720 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 91
4 Naphthalene 128 C10H8 000091-20-3 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3854 (13.432 min): VV037438.D\data.ms (-3842) (- m/z 128.00 100.00%
128.0
5000 /\\
51.0 750 102.0 13.50
O ik Al 1599 2068 o157 06 12.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 Lo SUS,
1350
m/z 128.9 11.11%
510 750 1920 |
O\\\\‘\\\\‘\\‘\\‘\\\w’\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13683: Naphthalene
128.0
1350
5000 m/z 102.0 8.52%
o 210 I IO
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: Azulene A =T
128.0 13.50
m/z 50.95 7.19%
5000
51.0 102.0
NI L7 O O Y I I
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@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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 Benzene, (1l-ethyl-1-propenyl)- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
13.648 0.85 ug/L 147372  1,4-Dichlorobenzene-d4 11.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1l-ethyl-1-propenyl)- 146 C11H14 004701-36-4 87
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 86
3 Benzene, 1-methyl-4-(1-methyl-2-... 146 C1l1H14 097664-18-1 86
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 60
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 55

Abundance Scan 3921 (13.648 min): VV037438.D\data.ms (-3904) (- 131.00 100.00%
131.0
5000
. 13.50 14.00
- 176.0
0 206.9 116.95 80.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25001: Benzene, (1-ethyl-1-propenyl)-
11v.0
5000 91.0 146.0 P
1350 14.00
133.00 55.97%
39.0 65.0 ‘
O\\]_\5\(‘)\‘\\\“i‘\\“M\“h‘u\”l“’\\H\‘Hw\\\‘\‘U‘\\‘\M\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
—
91.0 1350 14000
5000 ITI/Z 146.05 44 .667%
39.0
15.0 65.0
0! Y N ——
m/z--> 20 40 60 80 100 120 140 160 180 200 fWMAwﬂﬂk ﬁ\
Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)- R
131.0 13.50 14.00
m/z 115.00 43.58%
5000
91.0
39.0 65.0 ‘ H
) Wt M VI D A — ue el
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092024\
Data File : VV@37438.D

Acqg On : 20 Sep 2024 17:26
Operator : SY/MD

Sample : P4081-05

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... 2.683 1.1 ug/L 159776 1 5.529 691800 5.0
(DEL) Alkane: C... 3.658 7.1 ug/L 985135 1 5.529 691800 5.0
Ethyl Acetate 3.995 1.6 ug/L 228610 1 5.529 6918600 5.0
(DEL) Alkane: C... 5.227 0.9 ug/L 128940 1 5.529 691800 5.0
Benzene, propyl- 10.284 7.4 ug/L 1274480 3 11.181 865537 5.0
Benzene, 1-meth... 11.021 1.3 wug/L 2233068 3 11.181 865537 5.0
Benzene, 1,2,3-... 11.265 27.1 ug/L 4691850 3 11.181 865537 5.0
p-Cymene 11.387 0.9 ug/L 158432 3 11.181 865537 5.0
Indane 11.458 38.3 wug/L 6620730 3 11.181 865537 5.0
Benzene, 1,2-di... 11.677 2.8 ug/L 481071 3 11.181 865537 5.0
Benzene, 2-ethy... 11.950 25.0 ug/L 4331160 3 11.181 865537 5.0
Benzene, 1l-ethe... 12.046 21.7 wug/L 3755890 3 11.181 865537 5.0
Benzene, 2-ethy... 12.246 11.8 wug/L 2041290 3 11.181 865537 5.0
Benzene, 1,2,3,... 12.345 24.0 ug/L 4148850 3 11.181 865537 5.0
Benzene, 1,2,3,... 12.400 1.7 ug/L 287745 3 11.181 865537 5.0
Benzene, 1-meth... 12.484 2.0 ug/L 351107 3 11.181 865537 5.0
Benzene, 2,4-di... 12.577 0.8 ug/L 140325 3 11.181 865537 5.0
2,2-Dimethylind... 12.619 1.3 ug/L 230265 3 11.181 865537 5.0
Benzene, 2-bute... 12.657 7.2 ug/L 1244830 3 11.181 865537 5.0
Benzene, 2-ethe... 12.812 68.3 wug/L 11832360 3 11.181 865537 5.0
Benzene, (1,1-d... 12.934 0.8 ug/L 134483 3 11.181 865537 5.0
Naphthalene, 1,... 12.976 5.3 ug/L 925106 3 11.181 865537 5.0
Benzene, (3-met... 13.149 0.8 ug/L 145201 3 11.181 865537 5.0
1H-Indene, 2,3-... 13.201 2.1 ug/L 372420 3 11.181 865537 5.0
Benzene, 1,3-di... 13.332 1.1 ug/L 182664 3 11.181 865537 5.0
Azulene 13.432 11.9 ug/L 2057720 3 11.181 865537 5.0
Benzene, (1l-eth... 13.648 0.8 ug/L 147372 3 11.181 865537 5.0
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