LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve60421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO52721WMA .M
Title : VOC Analysis

Signal : TIC: VV@21505.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.1e8 16 21 33 rvB2 12701 14850 0.73% 0.059%
2 1.307 74 83 94 rVB 182832 192311 9.49% 0.764%
3 1.381 100 106 115 rBV 21980 24236 1.20% 0.096%
4 1.567 156 164 174 rVW 136298 155363 7.67% 0.617%
5 1.632 176 184 194 rVB 71873 90383 4.46% 0.359%
6 1.805 230 238 252 rVB2 43869 64378 3.18% 0.256%
7 1.902 260 268 278 rVB2 14697 19483 0.96% 0.077%
8 2.024 299 306 317 rVWW2 16204 25174 1.24% 0.100%
9 2.108 320 332 345 rVWV 307012 470388 23.21% 1.869%
10 2.175 345 353 376 rVB 42126 95992 4.74% 0.381%
11 2.500 443 454 456 rVV5 16743 27376 1.35% 0.109%
12 2.532 458 464 472 rW2 38733 68626 3.39% 0.273%
13 2.580 473 479 494 rVB5 16660 32010 1.58% 0.127%
14 2.763 519 536 554 rVB4 31887 69886 3.45% 0.278%
15 2.953 583 595 609 rBvV7 6621 16731 ©0.83% 0.066%
16 3.043 609 623 645 rVB2 34633 71593  3.53% 0.284%
17 3.278 689 696 711 rVB4 6928 14409 0.71% 0.057%
18 3.583 787 791 805 rVB5S 6780 12011 ©0.59% 0.048%
19 3.767 831 848 868 rvB2 60690 158144 7.80% 0.628%
20 3.882 868 884 912 rBV 145810 409844 20.22% 1.628%
21  4.352 1013 1030 1053 rBV 246003 610707 30.13% 2.426%
22 4.464 1057 1065 1080 rVB3 8982 19952 0.98% 0.079%
23 4.680 1114 1132 1148 rBV3 55384 143883 7.10% 0.572%
24  4.767 1148 1159 1185 rVB6 11630 34347 1.69% 0.136%
25 4.915 1191 1205 1230 rBV6 16615 48449  2.39% 0.192%
26 5.050 1230 1247 1275 rBV2 584744 1527719 75.38% 6.069%
27 5.236 1294 1305 1323 rVB2 41454 111679 5.51% 0.444%
28 5.326 1323 1333 1350 rVB4 12651 28153 1.39% 0.112%
29 5.496 1374 1386 1396 rBV5 15665 33517 1.65% 0.133%
30 5.619 1412 1424 1458 rBV 493243 1014718 50.07% 4.031%
31 5.908 1505 1514 1537 rVB7 7690 22928 1.13% 0.091%
32 6.072 1537 1565 1577 rBV 336556 703149 34.69% 2.793%
33  6.133 1579 1584 1598 rVW5 62624 120022 5.92% 0.477%
34 6.201 1598 1605 1614 rVW4 11074 22530 1.11% ©0.089%
35 6.258 1617 1623 1633 rvv4 8232 16111 0.79% 0.064%
36 6.368 1648 1657 1669 rVB6 10858 20877 1.03% 0.083%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve60421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO52721WMA .M
Title : VOC Analysis
37 6.657 1731 1747 1764 rVB2 25669 60054  2.96% 0.239%
38 6.779 1771 1785 1798 rBV3 35442 79370  3.92% 0.315%
39 6.844 1799 1805 1817 rVB6 6626 13005 0.64% 0.052%
40 6.988 1836 1850 1872 rBV 208107 374149 18.46%  1.486%
41  7.082 1874 1879 1897 rVB7 7616 16023 0.79% 0.064%
42 7.172 1897 1907 1917 rBV8 8155 15895 0.78% 0.063%
43 7.233 1917 1926 1942 rBV2 35560 86412 4.26% 0.343%
44  7.320 1942 1953 1965 rVV 724100 1252489 61.80% 4.975%
45  7.390 1965 1975 1998 rVB 421556 722358 35.64% 2.869%
46  7.625 2038 2048 2062 rVV 137248 244363 12.06% 0.971%
47 7.696 2062 2070 2087 rVB 70241 134455 6.63% 0.534%
48  7.792 2092 2100 2109 rVB5 7320 13476 0.66% 0.054%
49 7.979 2151 2158 2166 rVB4 7586 10934 0.54% 0.043%
50 8.088 2182 2192 2226 rBV 518097 929397 45.86% 3.692%
51 8.291 2249 2255 2264 rVB2 8528 14101 0.70% 0.056%
52 8.853 2417 2430 2451 rBV 732912 1188507 58.64% 4.721%
53 9.014 2469 2480 2495 rBvV 168206 274137 13.53% 1.089%
54 9.136 2506 2518 2535 rBV 1262815 2026670 100.00%  8.050%
55 9.545 2633 2645 2661 rBvV 532042 824114 40.66% 3.274%
56 9.712 2690 2697 2712 rVB2 10091 17067 0.84% 0.068%
57 9.815 2718 2729 2738 rBV10 6527 12797 0.63% 0.051%
58 9.934 2754 2766 2780 rBV 20370 33287 1.64% 0.132%
59 10.127 2816 2826 2837 rVB5 7427 12980 0.64% 0.052%
60 10.217 2837 2854 2878 rBV 547741 855924 42.23% 3.400%
61 10.355 2880 2897 2913 rBV 54569 89415 4.41% 0.355%
62 10.448 2914 2926 2945 rBV 590116 1210712 59.74% 4.809%
63 10.541 2945 2955 2966 rVB 251527 371651 18.34% 1.476%
64 10.737 2996 3016 3036 rBV 248850 389252 19.21%  1.546%
65 10.914 3060 3071 3090 rVB 988416 1471234 72.59% 5.844%
66 11.053 3104 3114 3120 rBV7 6706 13349 0.66% 0.053%
67 11.094 3120 3127 3137 rVV7 9991 19725 0.97% 0.078%
68 11.197 3151 3159 3165 rVWV 23461 34053 1.68% 0.135%
69 11.249 3165 3175 3192 rVV 851367 1304956 64.39% 5.184%
70 11.335 3192 3202 3215 rVB 277127 419302 20.69% 1.666%
71 11.528 3250 3262 3272 rBV 302541 536848 26.49% 2.133%
72 11.577 3273 3277 3283 rVV2 93951 126414 6.24% 0.502%
73 11.625 3283 3292 3315 rVB2 885688 1516252 74.81% 6.023%
74 11.747 3323 3330 3338 rBV5 9732 14101 0.70% 0.056%
75 11.821 3343 3353 3366 rVB 36802 61365 3.03% 0.244%

76 11.911 3371 3381 3386 rBV 80063 122510 6.04% 0.487%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve60421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO52721WMA .M
Title : VOC Analysis
77 11.943 3387 3391 3402 rVB 67640 90053 4.44% 0.358%
78 12.017 3404 3414 3422 rBV 122067 193749 9.56% 0.770%
79 12.117 3433 3445 3467 rVB2 89205 162929 8.04% 0.647%
80 12.316 3498 3507 3518 rVB 33530 55262 2.73% 0.220%
81 12.413 3528 3537 3545 rBV 71388 104971 5.18% 0.417%
82 12.467 3545 3554 3567 rVB 102234 154538 7.63% 0.614%
83 12.551 3571 3580 3586 rBv2 11101 18119 0.89% 0.072%
84 12.724 3625 3634 3649 rVB 97089 154484 7.62% 0.614%
85 12.882 3664 3683 3699 rBV2 172650 305661 15.08% 1.214%
86 12.953 3701 3705 3714 rVV7 8574 11441 ©.56% 0.045%
87 13.001 3714 3720 3726 rVV 8517 11136 ©.55% 0.044%
88 13.046 3726 3734 3748 rVB 31278 52997 2.61% 0.211%
89 13.168 3760 3772 3778 rBV4 12536 20131 0.99% 0.080%
90 13.216 3779 3787 3795 rVB2 22039 31736 1.57% 0.126%
91 13.271 3796 3804 3811 rBV2 26658 42435 2.09% ©0.169%
92 13.368 3828 3834 3842 rVB 14381 17805 0.88% 0.071%
93 13.503 3867 3876 3895 rVB 89674 148613 7.33% 0©.590%
94 13.712 3930 3941 3952 rBV7 11655 22694 1.12% 0.090%
95 13.769 3952 3959 3970 rVVv3 9842 15753 0.78% 0.063%
96 13.911 3994 4003 4013 rVB3 13893 20771 1.02% 0.083%
97 14.091 4051 4059 4060 rBvV2 10893 11814 ©.58% 0.047%
98 14.294 4114 4122 4132 rVB4 7657 12143 0.60% 0.048%
99 14.634 4215 4228 4240 rBV 34690 54958 2.71% 0.218%
100 14.818 4276 4285 4297 rVB 22445 35306 1.74% 0.140%
Sum of corrected areas: 25174531
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VV021505.D\data.ms
1200000

1000000

800000

600000 5.050

5.619

400000 6.072

2.108
4.352
200000{ 1807 3.882

3.76 133
108 M %ﬁéﬂﬂ) 17 2eRiBe 7632 53433278 3.583 7\\ 464" 3 0en915 | 5%%26.49 5908/ 208363

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 240260280300320 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 6.00 6.20 6.40
Abundance TIC: VV021505.D\data.ms

1200000 9.136

o

1000000 10.914

11.249 11.625

800000 7.320 8.853

600000 10.448

8.088 9.545 10.217
400000
52
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1 7 1 !
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T \
Time--> 7. OO 8. OO 9.00 9.50 10 00 10 50 11.00 11.50 12.00
Abundance TIC: VV021505.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
1.632 4.45 ug/L 90383 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Butane, 2-methyl- 72 C5H12 000078-78-4 91
3 Butane, 2-methyl- 72 C5H12 000078-78-4 83
4 Pentane 72 C5H12 000109-66-0 59
5 Pentane 72 C5H12 000109-66-0 33
Abundance Scan 184 (1.632 min): VV021505.D\data.ms (-176) (-) m/z 42.95 100.00%
3.0
57.0
5000
T T T
s ‘ 72.0 1.40 1.60 1.80 2.00
0 Bl L njz 4e.95  88.90%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #714: Butane, 2-methyl-
43.0
57.0
5000 L B R B I L B
1.40 1.60 1.80 2.00
29.0 m/z 42.00 86.90%
so || L L 7
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80
Abundance #713: Butane, 2-methyl-
43.0 AJ\
R e R ARR R
57.0 1.40 1.60 1.80 2.00
5000 29.0 ' m/z 57.00 77.73%
15.0 72.0
miz--> 0 10 20 30 40 50 60 70 80
Abundance #712: Butane, 2-methyl- “‘W““‘H““H““
43.0 1.40 1.60 1.80 2.00
m/z 38.95 29.57%
57.0
5000 27.0
15.0
72.0
0 2.0 Il i | \‘ il e,

m/z--> 0 10 20 30 40 50 70 80 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
1.805 3.17 ug/L 64378 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 90
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 86
5 Isobutylene epoxide 72 C4H80 000558-30-5 53
Abundance Scan 238 (1.805 min): VV021505.D\data.ms (-230) (-) m/z 43.00 100.00%
43.0
57.0 T
‘ 21 1.40 1.60 1.80 2.00 2.20
ot et el b+ m/z 41.95 61.59%
m/z--> 0O 10 20 30 40 50 60 70 80
Abundance #706: Pentane
43.0
5000 \J‘\HH‘HH‘HH‘HH’H
1.40 1.60 1.80 2.00 2.20
57.0 m/z 41.00 54.96%
27.0 72.0
150 \‘\‘ \‘\ | \M‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #708: Pentane
43.0
P T
1.40 1.60 1.80 2.00 2.20
5000 270 m/z 57.00 20.05%
15.0 ‘ ‘ 510 720
ol 28l Ml
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #707: Pentane et e
43.0 1.40 1.60 1.80 2.00 2.20
m/z 38.95 17.60%
5000
27.0
57.0
20 150 ‘ \ \ 720 \ JM\/M
(SN BN MRS 1 EREMS S MESSSINBMSS IS B S SVUA R VAV ALY AN
m/z--> 0 10 20 30 40 50 60 70 80 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 1-Butanol, 2,3-dimethyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
2.532 3.38 ug/L 68626 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol, 2,3-dimethyl- 102 CeH140 019550-30-2 78
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 50
3 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 45
4 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 43
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 33
Abundance Scan 464 (2.532 min): VV021505.D\data.ms (-458) (-) m/z 43.00 100.00%
71.0
5000
57.0
‘ 2.20 2.40 2.60 2.80
K 86.0 .
0 H‘MH‘MH‘MH‘_H‘_H‘_H‘_H‘_H‘_HW‘HW‘HW‘HW“ m/z 71.00 51.57%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4476: 1-Butanol, 2,3-dimethyl-
43.0
5000 710 /\\\‘\\\\‘\\\\’\\\/\\‘\\\\‘

2.20 2.40 2.60 2.80
m/z 42.00 37.53%

29.0
[l sEo || ss0 1010
\H’HH’HH’HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #1825: Pentane, 2-methyl-
A

2.20 2.40 2.60 2.80

o

5000 m/z 41.e0  32.88%
27.0 71.0
‘ ‘ 57.0 86.0
2L O N Y e S AOS
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7643: Hexane, 2,3-dimethyl- e
43.0 2.20 2.40 2.60 2.80
m/z 56.95 18.88%
70.0
5000
27.0
Lo ] 850 990 1140
H‘MH‘M‘HM‘H_‘H‘HH‘H‘WH‘W‘HW‘HW‘H‘_H‘_‘HM‘ R REmaE N R
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
2.763 3.44 ug/L 69886 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 87
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 87
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 72
4 Furan, tetrahydro-3-methyl- 86 C5H100 013423-15-9 59
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 56

Abundance Scan 536 (2.763 min): VV021505.D\data.ms (-519) (-) m/z 57.00 100.00%
57.0

41.0
5000
o Liae N an
| 77-0 86.0 2.40 2.60 2.80 3.00
0 ‘H_"‘_‘H_wmwlmuu‘1_”‘(‘””‘”1“”‘ m/z 56.00 87.70%
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1824: Pentane, 3-methyl-
57.0
5000 41.0
A
29.0 2.40 2.60 2.80 3.00

m/z 41.00 54.24%

. 150 || ), 70 sso
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1827: Pentane, 3-methyl-
57.0

200 41.0 2.40 2.60 2.80 3.00
5000 ITI/Z 43.00 24.69%
Ot e e e e e
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1826: Pentane, 3-methyl- R e RAnaRaanE
57.0 2.40 2.60 2.80 3.00
m/z 39.00 15.25%
290 41.0
5000
15.0 “ | 71.0 gpo0 /ﬂ\
ottt e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
3.043 3.53 ug/L 71593  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 n-Hexane 86 C6H14 000110-54-3 78
3 n-Hexane 86 C6H14 000110-54-3 59
4 Pentane, 3-methyl- 86 C6H14 000096-14-0 50
5 Morpholine 87 C4HSNO 000110-91-8 38
Abundance Scan 623 (3.043 min): VV021505.D\data.ms (-609) (-) m/z 57.00 100.00%
57.0
41.0
5000
86.1 \“‘w“u‘u“w“w‘u
‘ 71.0 2.80 3.00 3.20 3.40
0br e e m/z 48.95 65.20%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1821: n-Hexane
57.0
41.0
5000 L B LI L L BN L
2.80 3.00 3.20 3.40
29.0 86.0 m/z 42.95 57.90%
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1822: n-Hexane
57.0
430 \\\\‘\\\\‘\\\\’\\\\‘\\\
29.0 2.80 3.00 3.20 3.40
5000 m/z 56.00 51.92%
86.0
,g 20 | ‘ 71.0
S R A 1 N | T N N
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1820: n-Hexane R e AR
57.0 2.80 3.00 3.20 3.40
43.0
m/z 42.00 30.24%
29.0
5000
86.0
15.0 71.0
0l 20 el Al SWABVVAVIEWIS
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40

SFAMVLMO52721WMA.M Tue Jun 08 14:57:24 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 (DEL) Alkane: Cyclic3.767 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.767 7.79 ug/L 158144  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 90
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 64
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 64
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
Abundance Scan 848 (3.767 min): VV021505.D\data.ms (-831) (-) m/z 56.00 100.00%
56.0
5000 41.0 69.0 j\/\
R A RAREaRET
‘ ‘ ‘ 84.0 3.40 3.60 3.80 4.00
Ot Y u“‘mu“““k““ m/z 69.00 46.98%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1494: Cyclopentane, methyl-
568.0
41.0
5000 690 \‘\\\\/‘\T‘\\\‘\\\\’\\\\‘\

3.40 3.60 3.80 4.00
m/z 41.00 43.72%
H\

28.0 ‘ ‘ 84.0
0 15 0 H‘ A [ il ‘
T ‘ T \ T ‘ T T ‘ L ‘ T ’ T T ‘ TTTT ’ TTTT ‘ T ‘ T
m/z--> 10 20 40 50 60 70 80 90
Abundance #1491: Cyclopentane, methyl-
56.0

IR R R IR A R

3.40 3.60 3.80 4.00

5000 41.0 ITI z 55.00 27.31%
69.0
84.0
27.0 ‘ ‘ |
0 H\%ﬁq\‘wth‘w‘hww‘v”‘“\H‘“vw“\w“w‘ ﬂ/\ﬁ\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1329: 1H-Tetrazole, 5-methyl- ‘ ,M‘  ARRREE SRS
56.0 3.40 3.60 3.80 4.00
27.0 m/z 41.95 20.20%
5000
42.0
‘ ‘ ‘ 84.0
0 ”\““w“‘i‘wlwu“w‘”“\”“r“”\‘!“w‘ B RAAKANRARANARRS RAGAN
m/z--> 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
5.236 5.50 ug/L 111679 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 64
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 64
4 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 56
5 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 56

Abundance Scan 1305 (5.236 min): VV021505.D\data.ms (-1294) (-) m/z 57.00 100.00%

57.0
5000
41.0 R e
| 1o 990 5.00 5.20 5.40 5.60
O ettt e m/z 56.00  34.61%
mlz--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7671: Butane, 2,2,3,3-tetramethyl-
57.0
5000
410 5.00 5.20 5.40 5.60
m/z 41.00 22.46%
o 30 27° M “ 9990 1140
\H‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7650: Hexane, 2,2-dimethyl-
57.0 /\x
FT
5.00 5.20 5.40 5.60
5000 ITI z 43.00 13.30%
41.0
27.0
ol 40 I 1, 71.0 99\'0 114.0
e e b S e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7649: Hexane, 2,2-dimethyl- e
57.0 5.00 5.20 5.40 5.60
m/z 99.00 7.40%
5000
41.0
oL, 20 ‘ ), 710 850 %90 1140 !
H‘_‘H‘H‘W‘H‘_‘H‘H‘wH‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘ AR R R R N
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.00 5.20 5.40 5.60

SFAMVLMO52721WMA.M Tue Jun 08 14:57:26 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
6.657 2.96 ug/L 60054 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 78
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 72
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 72
4 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 56
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53

Abundance Scan 1747 (6.657 min): VV021505.D\data.ms (-1731) (-) m/z 43.00 100.00%
3 1.1

43.0 7
5000
GO T T
‘ Sﬁ'O 6.40 6.60 6.80 7.00
0L errprerprerpreeeperebibe bl el e e m/z 71,10 94.65%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7659: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 \\\A\“\\\\‘\\\\‘\V\\’\\\
6.40 6.60 6.80 7.00
270 570 m/z 70.80  68.12%
o L D L e a0
\H’HH’HH’\H\‘\H\‘\\\\‘\H\‘\H\‘WH\‘\H\‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #3982: Pentane, 3-ethyl-
43.0 /\
6.40 6.60 6.80 7.00
5000 71.0 m/z 41.00 28.11%
29.0
olreprrreprrrerre el 00
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7658: Pentane, 2,3,4-trimethyl- R Rama e RN RAR
43.0 6.40 6.60 6.80 7.00
m/z 55.00 25.71%
71.0
5000
27.0 57.0
ol20 o It | L ss0 soman VLA L W
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00

SFAMVLMO52721WMA.M Tue Jun 08 14:57:26 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.779 3.91 ug/L 79370  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 83
3 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 78
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 59

Abundance Scan 1785 (6.779 mln) VV021505.D\data.ms (-1771) (-) m/z 43.00 100.00%

43.0
71.0
5000

‘ 99.1 6.40 6.60 6.80 7.00 7.20
0 ‘_H‘_‘H“mwm‘sm!m-“,m‘_m m/z 71.00  67.15%
m/z--> 0 20 60 80 100 120
Abundance #7653: Pentane, 2,3,3-trimethyl- /\/\/\A

43.0

5000 71.0 RSBV T NP e
6.40 6.60 6.80 7.00 7.20

270 m/z 70.00  55.24%

oL20 L ‘ 99.0 1340
\‘\\\\‘\\\\‘1\\\‘\\\‘\\\\’\\\\‘\\\\
m/z--> 0 20 60 80 100 120
Abundance #7657. Pentane, 2,3,3-trimethyl-
43.0
al]

640660680700720

71.0
27.0 ‘ ‘
PN O Y ™S
miz--> 0O 20 40 60 80 100 120
Abundance #12714: Hexane, 2,3,4-trimethyl- ‘ ‘ N AARENAR RS ‘ ‘ RN
43.0 6.40 6.60 6.80 7.00 7.20

m/z 85.00 41.98%

27.0 H
el

86.0 128.0 \ J\

P T e e

oy
m/z--> 0 40 60 80 100 120 6.40 6.60 6.80 7.00 7.20

SFAMVLMO52721WMA.M Tue Jun 08 14:57:27 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 2-Pentanol, 4-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.696 5.66 ug/L 134455  Chlorobenzene-d5 8.853

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 74
2 2-Octanol, (S)- 130 C8H180 006169-06-8 64
3 2-Octanol, (R)- 130 C8H180 005978-70-1 64
4 2-Octanol 130 C8H180 000123-96-6 64
5 2-Hexanol 102 C6H140 000626-93-7 64

Abundance Scan 2070 (7.696 min): VV021505.D\data.ms (-2062) (-) m/z 45.00 100.00%

45.0
5000 J\
69.0 VA G SR S
“ ‘ 87.1 7.40 7.60 7.80 8.00
Ol il b L2009 m/z 42,95 23.82%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4443: 2-Pentanol, 4-methyl-
43.0
5000 L B L B L L L
7.40 7.60 7.80 8.00
270 69.0 m/z 69.00 21.12%
O\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13650: 2-Octanol, (S)-
43.0
L aRRaL e R INANY
7.40 7.60 7.80 8.00
5000 m/z 40.95 14.72%
o150 230 | 790 9701120 1990
rrprrrrprrrrr el bt e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13649: 2-Octanoal, (R)- T R T
45.0 7.40 7.60 7.80 8.00
m/z 87.10 8.52%
5000
29.0 ‘ 70.0 97.0
e 250 Ll i MS01e0 A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.40 7.60 7.80 8.00

SFAMVLMO52721WMA.M Tue Jun 08 14:57:28 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Benzene, propyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
10.355 3.43 ug/L 89415 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 90
2 Benzene, propyl- 120 C9H12 000103-65-1 87
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 64
5 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 59

Abundance Scan 2897 (10.355 min): VV021505.D\data.ms (-2880) (-  m/z 91.00 100.00%
.0

9]
5000 ﬂ
120.0

390 5. 65.0 7g.0 | 1050 10.00 10.50 ]
Ol et e e e m/z 120.00 23.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9407: Benzene, propyl-
91.0
5000 — T JK
10.00 10.50
0 120.0 m/z 92.00 9.88%
39.0 780
OH‘\\\\‘\Zﬁr\o‘\\\\“‘\\\\Sﬁ'\o\\“‘\‘\\‘\\\‘1“\\\\“!\H::-\()\?.\O‘HH“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9408: Benzene, propyl-
91.0 /\ /\
— Ry
10.00 10.50
5000 m/z 65.00 8.94%
120.0
65.0
o 260 %90 520 "7 780 | 1050
AR R L R R T L IRy
m/z--> 10 20 30 40 50 60 70 80 90 100110120 A A
Abundance #9406: Benzene, propyl- “ I
91.0 10.00 10.50

m/z 78.00 5.91%

5000
120.0
65.0 78.0 A
0 26,0 390 520 °7~ BF | 1050 i

—
m/z--> 10 20 30 40 50 60 70 80 90 100110120 10.00

SFAMVLMO52721WMA.M Tue Jun 08 14:57:28 2021

Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Benzene, 1-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.448 46.39 ug/L 1210710 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 95
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 2926 (10.448 min): VV021505.D\data.ms (-2914) (- m/z 105.00 100.00%
105.0
5000
120.0 /L
77.0 91.0 1050
38.0 10640 || | g
O e e e e e e m/z 120.00  32.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 M ‘/\‘
120.0 10.50
m/z 90.95 11.73%
39.0 77.0 91.0
OH‘\H\‘\2\6\‘.\(‘)\\H"‘\H\i‘{‘u\?%\.‘?\‘\u‘}“\\H“MH‘\H1\‘\\‘\\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0 j\
e
10.50
5000 m/z 77.00 11.04%
120.0
77.0 91.0
ob 280 . 0 80
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 A
Abundance #9426: Benzene, 1-ethyl-3-methyl- s
105.0 10.50
m/z 106.00 8.65%
5000
120.0
39.0 77.0 91.0 /\
Obrrrrre 280 o e 250 Al ke Jalivie
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 10.50

SFAMVLMO52721WMA.M Tue Jun 08 14:57:29 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Benzene, 1-ethyl-4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.737 14.91 ug/L 389252 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 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 93
4 Mesitylene 120 C9H12 000108-67-8 90
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90

Abundance Scan 3016 (10.737 min): VV021505.D\data.ms (-2996) (- m/z 105.00 100.00%

105.0
5000
120.0
51.0 77.0 91.0 10.50 11.00
37r9 L 64\'0 M ‘ H | )
O e e e e e m/z 120.00 31.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000
1200 10.50 11.00
m/z 91.00 11.10%
39.0 77.0 91.0
OH‘\\H‘\2\6\\?\\\\“‘\\Hi‘\‘ui‘e‘%\"\ow‘u\‘H‘HH“MH‘\Hl\‘u‘u“‘uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0 A
L AN
10.50 11.00
5000 ITI/Z 77 .00 10.94%
120.0
77.0 91.0
39.0
A NN N N A
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105.0 10.50 11.00
m/z 106.00 8.85%
5000
120.0
510 77.0 91.0
b0 e [ L I
m/z--> 10 20 30 40 50 60 70 80 90 100110120 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Benzene, 1,2,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.336 16.07 ug/L 419302 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 93
3 Mesitylene 120 C9H12 000108-67-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3202 (11.335 min): VV021505.D\data.ms (-3192) (- m/z 105.00 100.00%
105.0
5000 120.0
77.0
39.0 63.0 M 91‘.0 Al | 11.00 11.50 .
Ol e e m/z 120.00 42.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
120.0 A
5000 Pt
11.00 11.50
m/z 76.95 11.45%
77.0
OH‘H\.\‘\H‘\‘\\3\?‘.‘\0\\\i‘i‘\\\G‘:\g‘\"\C)\‘H\‘H‘\\\9\1‘1.\()\\‘\M!\‘H‘\‘\“HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9402: Mesitylene
105.0
120.0 11.00 11.50
5000 m/z 119.00 9.66%
39.0 77.0 91.0
0H"m‘m‘w‘H“M‘Hi‘wm‘s‘?"f‘?‘m“1“””“1”‘“‘11“”“““‘””_
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 A
Abundance #9401: Mesitylene = A“‘ I
105.0 11.00 11.50
m/z 91.00 9.43%
120.0
5000
77.0
LA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.528 20.57 ug/L 536848 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Indane 118 C9H10 000496-11-7 90
3 Indane 118 C9H1e 000496-11-7 81
4 Benzene, cyclopropyl- 118 C9H1e0 000873-49-4 81
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81

Abundance Scan 3262 (11.528 min): VV021505.D\data.ms (-3250) (-  m/z 117.00 100.00%

117.0 ‘
5000 570 Jﬁ
210 -
0 m,w_m,‘M“HMMwmw,“mJ“‘H‘_‘w!“wlﬁ’f‘c?‘ m/z 118.00  55.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8948: Indane
117.0
5000 C :
11.50
m/z 57.05 39.44%
390 580 91.0
‘ | ‘\H 5\0 | | M
O\H’HH‘HH’\H\‘\H\‘H\\‘\\H‘H\\’\\\\‘\H\‘HH‘HH‘HH’HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8949: Indane
117.0
et \[\T‘”T“\”“j*
11.50
5000 ITI/Z 115.00 32.95%
39.0 550 91.0 ‘
o330 Loyl oL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8951: Indane
117.0 11.50
m/z 91.00 14.53%
5000 M
91.0
39.0 630
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.911 4.69 ug/L 122510 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 97
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 95
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95

Abundance Scan 3381 (11.911 min): VV021505.D\data.ms (-3371) (-  m/z 119.00 100.00%

119.0 ‘
5000
134.0
91.0
39.0 65.0 . ‘ ‘ | 12.00
O bl WL b myz 134,00 31.99%
miz--> 20 40 60 80 100 120 140
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 ‘/\‘ A
134.0 12.00
91.0 m/z 91.00 15.38%
150 390 65.0 ‘ |
O\\\‘\ T \‘\ T \“‘\ \“”\ “\‘\ T \“ T T “1‘\ \N ——ih T
miz--> 20 60 80 100 120 140
Abundance #14888.Benzene,44ﬁhyk12—dnneﬂlL
119.0
12 00
5000 ITI/Z 105.00 12.10%
91.0 134.0
39.0 65.0 ‘
X B P P 1 1 Y A
miz--> 20 40 60 80 100 120 140 ]\
Abundance #14887: Benzene, 4-ethyl-1,2-dimethyl- f\(K
119.0 12.00
m/z 120.10 9.06%
5000
134.0
150 390 g5 91O \ M
S ‘H‘ Pl PR N WY N N V0 LV OO B A W N sV
m/z--> 20 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 o-Cymene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.943 3.45 ug/L 90053 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
2 o-Cymene 134 C10H14 000527-84-4 91
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 91
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 90
Abundance Scan 3391 (11.943 min): VV021505.D\data.ms (-3387) (- m/z 119.00 100.00%
119.0
5000
134.0
91.0
30 80 el 00 29.74
O brprrrrprrrr bt e e e m/z 134.00  29.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 A T A
12.00
9L.0 134.0 m/z 91.e0 12.37%
39.0 65.0 ‘
O\\‘1\\5\\0‘\\H‘\H\“‘HHN}‘H\‘HH‘\H‘U‘\\H‘\\HHH‘H‘H‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14812: o-Cymene
119.0
12 00
5000 m/z 117.00 11.04%
134.0
91.0
41.0 65.0
1 S S PR RSP N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl- R
119.0 12.00
m/z 120.00 10.44%
5000
91.0 134.0
39.0 650 ‘ ‘ M
Al LTS N Y VA DR A i
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Benzene, 1-methyl-3-(1-meth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.017 7.42 ug/L 193749 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 97
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 97
4 o-Cymene 134 C10H14 000527-84-4 97
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96

Abundance Scan 3414 (12.017 min): VV021505.D\data.ms (-3404) (-  m/z 119.00 100.00%

119.0
5000
134.1
91.0

390 650 || ol v ;
O ettt el m/z 134005 31.11%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000 A . /\ ‘
12.00
134.0 m/z 91.00 15.03%

91.0 ‘
150 410 650 A

"\““\“"\‘““\““‘\““‘\“““\"“\"“\“““\‘m“\““\““\““‘\“
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)- M M
119.0
A T \

12.00

o

5000 m/z 120.10 9.83%
134.0
91.0
0\\‘1\\5\'\‘um‘\\\4\%;\0\\‘Hm?il\o‘\\M\\u‘mu‘Hm‘u‘\‘mm‘u‘u‘u
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 A M
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl- — FAVIRA ‘
119.0 12.00

m/z 105.00 8.78%

5000
134.0
91.0
0 15.0 39.0 65.0 i ‘ ul N ‘ J\ ‘]\\w

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Benzene, 1-ethenyl-3-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.117 6.24 ug/L 162929 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
2 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
Abundance Scan 3445 (12.117 min): VV021505.D\data.ms (-3433) (- m/z 116.95 100.00%
11y.0
5000
132.0 oy ) A
91.0
390 650 o 12.00 12.50
O v e e b b m/z 115.00  31.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
11y7.0
5000 132.0
12.00 12.50
91.0 m/z 132.00  28.97%
27.0 5%0 w740 ‘ Il |
O\\‘\\\\‘\H‘\‘\\H‘\\\\“H‘r‘\1H‘\H\“H\\“\H\‘W\\’HH‘\HHHH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14031: Indan, 1-methyl-
117.0
e oy
12.00 12.50
5000 m/z 91.00 12.97%
132.0
39.0 65.0 91.0 ‘ |
0 0SS S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14058: Benzene, 1-ethenyl-4-ethyl- AJ\‘ T ‘ ‘A7
117.0 12.00 12.50
m/z 118.00 9.36%
5000 132.0
91.0
wo AL
) Y W M R, N | S S PSR U S A L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 21 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.413 4.02 ug/L 104971 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
4 o-Cymene 134 C10H14 000527-84-4 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94

Abundance Scan 3537 (12.413 min): VV021505.D\data.ms (-3528) (-  m/z 118.95 100.00%
119.0
5000
91.0
12.50
390 &0 | o 207.0 P
O+ttt e e m/z 134.05 49.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 \/\ T T T T j\
12.50
m/z 91.00 14.32%
390 650 91.0
0 %\5\-‘0\‘\ T \“‘\ \‘\‘\“\“.\\\L“ T \‘\\‘WH‘M\H“\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
—
12.50
5000 m/z 133.00 10.07%
39.0 65.0 91.0
0 H“ﬂ"MHW‘NV‘WM‘Lww‘ﬁu“NW“u“‘u“u“‘u‘
miz--> 20 40 60 80 100 120 140 160 180 200 \M /\A /\ﬁ /\ A
Abundance #14865: Benzene, 1,2,3,5-tetramethyl- — et L
119.0 12.50
m/z 120.00 9.92%
5000 M
91.0
gsosso 0?0 L LA )

m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 22 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.467 5.92 ug/L 154538 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 94

Abundance Scan 3554 (12.467 min): VV021505.D\data.ms (-3545) (- m/z 119.00 100.00%

119.0
5000
91.0
39.0 65.0 N 206.9 12.50
Ot e b e e m/z 134,05 44.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 \/\ T I T T A
12.50
91.0 m/z 90.95 14.48%
39.0 @50
0 }\5\-‘0\‘\ T \“‘\ \“i‘\“{“\\\““ T \‘f\‘WH‘M\\\“\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0
=
12.50
5000 ITI/Z 120.00 10.60%
41.0 0
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬂVK J\
Abundance #14864: Benzene, 1,2,3,4-tetramethyl- TRV ‘”A —
119.0 12.50
m/z 133.00 9.24%
5000
91.0
39.0 650 ﬂ“AA A
0 15'0\ TR ‘ I H“ l A/\ M| [\

m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 23 Benzene, 1-ethenyl-4-ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.725 5.92 ug/L 154484  1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 94
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 92
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1OH12 000874-35-1 91
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91

Abundance Scan 3634 (12.724 min): VV021505.D\data.ms (-3625) (-  m/z 117.00 100.00%

117.0
5000
51.0 ‘ 12550 13.00
o] S Rl J‘ e m”‘ AL wl““ 8L 2989 7 131,95 36.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117.0 J\
5000 oy ‘ ‘/\‘
12.50 13.00
o 910 m/z 114.95 26.54%
O \\\‘2\7\\0\“\\“\\“\‘\\\“\\‘f\‘\\\H‘\“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14033: 3-Phenylbut-1-ene
117.0
A& ‘ ‘ TA\A/
12.50 13.00
5000 m/z 131.00 17.91%
91.0
390 g0 ‘ ”
0 \\\‘\‘\\\“\\‘M\‘H\h‘\h\‘UH!‘\M‘HHWHWH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl- A ‘ ‘/L‘ ; ‘/\‘
117.0 12.50 13.00
m/z 91.00 13.30%
5000
91.0
27 0 51.0 ‘
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\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 24 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.882 11.71 ug/L 305661 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 87
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
Abundance Scan 3683 (12.882 min): VV021505.D\data.ms (-3664) (- m/z 117.00 100.00%
117.0
5000
91.0 T LT
39.0 65.0 ‘ u 2070 12.50 13.00
b prrr gl e Ay L2480 2070 sz 132,00 38.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 [ ‘ ‘/\‘

12.50 13.00
m/z 118.95 33.60%

91.0
51.0
\\\‘2\7‘\-\0\“\\“\\‘w\\\“‘\1“\\“w\\H’\}“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 AA/L
=~ L

o

12.50 13.00
5000 ITI/Z 115.00 28.47%
91.0
51.0 ‘
27.0 ‘
0 H“‘\‘ , “‘i“ ‘\‘U‘\‘\‘HHN‘M‘ . M“H;\H“"\W"HH‘HH‘HH‘HH Jk
miz--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl- o A\ At
117.0 12.50 13.00
m/z 131.00  18.08%
5000
390 g50 910 ‘
O\\\‘\‘\\w“\\“1‘\“‘“”\“‘\w‘\w“;m‘“,\‘l‘w‘\‘mwm‘\m‘m\ ‘/\‘ ‘ ‘/\‘
miz--> 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\VVv060421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 25 Azulene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.503 5.69 ug/L 148613 1,4-Dichlorobenzene-d4 11.252
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 Naphthalene 128 C10HS8 000091-20-3 93
4 Azulene 128 C10HS8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3876 (13.503 min): VV021505.D\data.ms (-3867) (- m/z 128.00 100.00%

128.0
5000
13.50 |
51.0 100.9 '
o‘Hm_uhw‘w‘uwu_mﬂH_‘HH_m‘HH_ww_wm%?s?u( m/z 127.60  13.02%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #11942: Naphthalene
128.0
5000 - e -
13.50
m/z 128.95 10.97%
0 SJJ.OH Im 10%0 |
‘HH‘HH‘HH‘HH‘HH‘\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #11940: Naphthalene
128.0
Aot L e p
13.50
5000 ITI/Z 102.00 8.31%
o0 o0 |
Ol b prer e e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #11939: Naphthalene D ipon R £
128.0 13.50
m/z 126.00 8.10%
5000
51.0
0 SRR /- RS S O S U— A T
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve60421\
Data File : VV021505.D

Acqg On : 04 Jun 2021 14:32
Operator : SY/MD

Sample : M2618-15

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@52721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S... 1.632 4.5 ug/L 90383 1 5.619 1014720 50.0
(DEL) Alkane: S... 1.805 3.2 ug/L 64378 1 5.619 1014720 50.0
1-Butanol, 2,3-... 2.532 3.4 ug/L 68626 1 5.619 1014720 50.0
(DEL) Alkane: S.. 2.763 3.4 ug/L 69886 1 5.619 1014720 50.0
(DEL) Alkane: S.. 3.043 3.5 ug/L 71593 1 5.619 1014720 50.0
(DEL) Alkane: C.. 3.767 7.8 ug/L 158144 1 5.619 1014720 50.0
(DEL) Alkane: S.. 5.236 5.5 ug/L 111679 1 5.619 1014720 50.0
(DEL) Alkane: S... 6.657 3.0 ug/L 60054 1 5.619 1014720 50.0
(DEL) Alkane: S... 6.779 3.9 ug/L 79370 1 5.619 1014720 50.0
2-Pentanol, 4-m... 7.696 5.7 wug/L 134455 2 8.853 1188510 50.0
Benzene, propyl- 10.355 3.4 ug/L 89415 3 11.252 1304960 50.0
Benzene, 1l-ethy... 10.448 46.4 ug/L 1210710 3 11.252 1304960 50.0
Benzene, 1-ethy... 10.737 14.9 wug/L 389252 3 11.252 1304960 50.0
Benzene, 1,2,3-... 11.336 16.1 ug/L 419302 3 11.252 1304960 50.0
Indane 11.528 20.6 ug/L 536848 3 11.252 1304960 50.0
Benzene, 2-ethy... 11.911 4.7 wug/L 122510 3 11.252 1304960 50.0
o-Cymene 11.943 3.5 ug/L 90053 3 11.252 1304960 50.0
Benzene, 1-meth... 12.017 7.4 ug/L 193749 3 11.252 1304960 50.0
Benzene, 1l-ethe... 12.117 6.2 ug/L 162929 3 11.252 1304960 50.0
Benzene, 1,2,4,... 12.413 4.0 ug/L 104971 3 11.252 1304960 50.0
Benzene, 1,2,3,... 12.467 5.9 ug/L 154538 3 11.252 1304960 50.0
Benzene, 1l-ethe... 12.725 5.9 ug/L 154484 3 11.252 1304960 50.0
Benzene, 2-ethe... 12.882 11.7 ug/L 305661 3 11.252 1304960 50.0
Azulene 13.503 5.7 ug/L 148613 3 11.252 1304960 50.0
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