LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve81921\
Data File : VV021892.D

Acqg On : 19 Aug 2021 15:35
Operator : SY/MD

Sample : M3448-14

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 17 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\SFAMVLMO81621WMA.M
Title : VOC Analysis

Signal : TIC: VV@21892.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.192 40 47 75 rBV 98036 163663 5.79% 0.874%
2 1.304 76 82 88 rBv 204786 205045 7.26% 1.094%
3 1.561 156 162 180 rVB 160510 184957 6.55% 0.987%
4 2.105 322 331 355 rVB 324003 491144 17.39% 2.622%
5 2.609 484 488 489 rBv3 726 455  0.02% 0.002%
6 2.764 532 536 543 rBV7 1373 1678 0.06% 0.009%
7 2.851 560 563 568 rvVB2 360 251 0.01% 0.001%
8 2.925 584 586 589 rvB2 529 278 0.01% 0.001%
9 2.966 597 599 603 rBv3 344 212 0.01% 0.001%
10 3.117 644 646 651 rVB2 409 272 0.01% 0.001%
11 3.195 662 670 677 rBv4 527 787 0.03% 0.004%
12 3.243 681 685 688 rvB2 395 295 0.01% 0.002%
13 3.352 716 719 721 rBvV2 324 205 0.01% 0.001%
14 3.388 727 730 732 rBV2 267 216 ©0.01% 0.001%
15 3.597 792 795 800 rVB2 337 220 0.01% 0.001%
16 3.638 804 808 813 rVB2 375 319 0.01% 0.002%
17 3.732 835 837 842 rVB2 434 301 0.01% 0.002%
18 3.757 842 845 848 rBV 352 207 0.01% 0.001%
19 3.780 848 852 857 rVB3 444 464 0.02% 0.002%
20 3.876 872 882 915 rBV 118841 322920 11.43% 1.724%
21  4.352 1013 1030 1057 rVVW 234792 585668 20.74%  3.126%
22 4.789 1160 1166 1168 rBv2 349 300 0.01% 0.002%
23 5.047 1229 1246 1285 rBV2 589695 1508241 53.40% 8.050%
24 5.484 1378 1382 1383 rBV 496 335 0.01% 0.002%
25 5.494 1383 1385 1388 rVVv2 706 380 0.01% 0.002%
26 5.532 1392 1397 1401 rVB3 564 537 0.02% 0.003%
27 5.619 1411 1424 1460 rBV 494770 996145 35.27% 5.317%
28 5.915 1505 1516 1528 rBV7 4697 10335 ©0.37% 0.055%
29 6.008 1542 1545 1551 rBV3 325 367 0.01% 0.002%
30 6.072 1551 1565 1594 rBV 329271 673981 23.86% 3.597%
31 6.320 1639 1642 1645 rVvB3 755 423  0.01% 0.002%
32 6.378 1655 1660 1661 rBV3 367 270 0.01% 0.001%
33  6.503 1695 1699 1702 rBV 550 287 0.01% 0.002%
34 6.526 1702 1706 1709 rBvV2 518 460 0.02% 0.002%
35 6.574 1717 1721 1725 rBV3 307 335 0.01% 0.002%
36 6.641 1736 1742 1747 rBV4 518 657 0.02% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve81921\
Data File : VV021892.D

Acqg On : 19 Aug 2021 15:35
Operator : SY/MD

Sample : M3448-14

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 17 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\SFAMVLMO81621WMA.M
Title : VOC Analysis
37 6.989 1839 1850 1872 rBV 186244 343752 12.17%  1.835%
38 7.185 1909 1911 1913 rBV2 476 217 0.01% 0.001%
39 7.320 1940 1953 1970 rBV 729555 1269473 44.95% 6.776%
40 7.625 2036 2048 2065 rBV 123809 215616 7.63% 1.151%
41  7.802 2101 2103 2106 rBvV2 451 287 0.01% 0.002%
42 7.870 2121 2124 2127 rVB3 427 281 0.01% 0.001%
43 7.892 2127 2131 2133 rBV3 560 417 0.01% 0.002%
44  7.944 2137 2147 2159 rVW4 4914 8945 0.32% 0.048%
45  8.088 2182 2192 2229 rBV 354702 629525 22.29%  3.360%
46  8.442 2300 2302 2305 rVB2 569 224 0.01% ©0.001%
47  8.500 2316 2320 2324 rBV2 338 372 0.01% 0.002%
48  8.526 2327 2328 2331 rBV3 382 254 0.01% 0.001%
49 8.612 2353 2355 2357 rBV2 542 274 0.01% 0.001%
50 8.722 2385 2389 2390 rBvV2 471 277 0.01% 0.001%
51 8.854 2418 2430 2461 rBV 727134 1200162 42.49% 6.406%
52 9.021 2474 2482 2503 rVB3 7268 12805 0.45% 0.068%
53 9.149 2514 2522 2534 rVB4 7104 12281 0.43% 0.066%
54 9.336 2575 2580 2582 rvv2 506 437 0.02% 0.002%
55 9.551 2637 2647 2656 rBV4 5210 8994 0.32% 0.048%
56 9.683 2681 2688 2691 rBV4 456 395 0.01% 0.002%
57 9.783 2715 2719 2725 rBV4 279 365 ©0.01% 0.002%
58 9.844 2736 2738 2743 rVB3 553 336 0.01% 0.002%
59 9.937 2758 2767 2777 rBV2 6059 10453 0.37% 0.056%
60 10.091 2813 2815 2818 rVV2 280 202 0.01% ©0.001%
61 10.130 2818 2827 2836 rVV4 4021 6336 ©0.22% 0.034%
62 10.217 2842 2854 2875 rBV 489660 776588 27.49% 4.145%
63 10.455 2921 2928 2929 rBv4 1074 1158 0.04% 0.006%
64 10.519 2944 2948 2949 rBV 430 254 0.01% ©0.001%
65 10.545 2949 2956 2961 rBV5S 1717 2559 0.09% 0.014%
66 10.661 2990 2992 2999 rVB4 489 477 0.02% 0.003%
67 10.744 3008 3018 3031 rVB3 9298 14670 ©.52% 0.078%
68 10.860 3052 3054 3057 rBV2 494 223  0.01% 0.001%
69 10.882 3059 3061 3064 rBV2 385 251 0.01% 0.001%
70 10.921 3064 3073 3084 rVVv3 7451 11285 0.40% ©0.060%
71 11.e37 3102 3109 3119 rVB6 1276 2205 ©0.08% 0.012%
72 11.091 3123 3126 3132 rBV3 717 577 0.02% 0.003%
73 11.146 3138 3143 3146 rBv4 1698 2075 0.07% 0.011%
74 11.249 3163 3175 3197 rBV 795061 1243394 44.02% 6.637%
75 11.529 3246 3262 3279 rBV 1852246 2824485 100.00% 15.076%

76 11.625 3281 3292 3312 rVB 765332 1201049 42.52% 6.411%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve81921\
Data File : VV021892.D

Acqg On : 19 Aug 2021 15:35
Operator : SY/MD

Sample : M3448-14

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 17 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\SFAMVLMO81621WMA.M
Title : VOC Analysis
77 12.024 3410 3416 3417 rVVv2 1574 1548 0.05% ©0.008%
78 12.050 3418 3424 3431 rVV5 8676 12414 0.44% 0.066%
79 12.159 3456 3458 3461 rVB3 1230 496 0.02% 0.003%
80 12.233 3479 3481 3482 rBV 567 234 0.01% 0.001%
81 12.300 3498 3502 3503 rBV4 1063 745 0.03% 0.004%
82 12.365 3514 3522 3532 rBV4 8681 14754 0.52% 0.079%
83 12.590 3590 3592 3593 rBV 572 271 0.01% ©0.001%
84 12.654 3608 3612 3613 rBV2 627 383 0.01% 0.002%
85 12.725 3625 3634 3646 rBv2 17886 27542 0.98% 0.147%
86 12.886 3674 3684 3697 rBV3 48065 74813  2.65% ©.399%
87 13.050 3726 3735 3747 rBV3 20595 33159 1.17% 0.177%
88 13.159 3760 3769 3772 rBV5S 1235 1564 ©0.06% 0.008%
89 13.503 3865 3876 3903 rVB 1222136 1878876 66.52% 10.029%
90 14.294 4115 4122 4133 rVB3 10369 16097 0.57% 0.086%
91 14.580 4205 4211 4218 rVB2 18416 23297 0.82% 0.124%
92 14.635 4218 4228 4243 rBV 233597 358065 12.68% 1.911%
93 14.818 4275 4285 4300 rBV 193981 311123 11.02% 1.661%
94 15.059 4358 4360 4363 rBV2 992 632 0.02% 0.003%
95 15.365 4446 4455 4466 rVB 64171 100555 3.56% 0.537%
96 15.670 4542 4550 4570 rVB3 31668 63836 2.26% 0.341%
97 15.812 4586 4594 4601 rBV2 45763 71590 2.53% 0.382%
98 16.278 4730 4739 4752 rVB 37433 70150 2.48% 0.374%
99 16.487 4793 4804 4825 rBV 369506 583202 20.65% 3.113%
100 16.789 4890 4898 4918 rVB 82922 132869 4.70% 0.709%

Sum of corrected areas: 18734755
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve81921\

: VW021892.D

: 19 Aug 2021 15:35
: SY/MD

: M3448-14

: 5.0mL/MSVOA_V/WATER
: 17

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA .M
: VOC Analysis

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

Abundance TIC: VV021892.D\data.ms
1500000
1000000
5.047
500000
2.105 6.072
4.352
1 3.876
oh A Ferivei (N 4.789 51842 5.%.608 6 @IS
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: VV021892.D\data.ms
11.529
1500000
1000000
11.249
7.320 8.854 11.625
500000 10.217
8.088
6.989 7.625
0 .641 J\_7.18 \_7.009R4 272 1 9.021149.3369.5916R3 82 23000 10AERACIEEPTRA 16 1205
S R — e e e e e e e e S
Time--> 7.00 7.50 8.00 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV021892.D\data.ms
1500000
13.503
1000000
500000
16.487
14.633 818
2,886 ]\ 15.365 15 gfp812 16278 || 16789
o L 7E0223658 2 @7k5 98,950 50 1429414580 || 15050 R - - A
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 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\VVv081921\
Data File : VV021892.D

Acqg On : 19 Aug 2021 15:35
Operator : SY/MD

Sample : M3448-14

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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 Sulfur dioxide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.192 8.21 ug/L 163663 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
5 Sulfur dioxide 64 02S 007446-09-5 5

Abundance  Scan 47 (1.192 min): VV021892.D\data.ms (-40) (-) m/z 63.90 100.00%

3.9
5000 M
— T
a4 1.20 1.40 1.60
-t m/z 47.95 46.00%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 LN L L L Y B
1.20 1.40 1.60
m/z 65.90 5.30%
32.0
O\\\l‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
— T
1.20 1.40 1.60
5000 m/z 49.90 2.49%
17.0
ool B8 | eeo
miz--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- —
64.0 1.20 140 1.60
m/z 44.00 1.14%
5000
44,
16.0
ol ‘ ‘ 93.0 1150 143.0 169.0
et A e e e e R A e e SO
m/z--> 20 40 60 80 100 120 140 160 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve81921\
Data File : VV@21892.D

Acqg On : 19 Aug 2021 15:35

Operator : SY/MD

Sample : M3448-14

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA .M
: VOC Analysis

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

11.529 113.58 ug/L 2824490 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 CS9H10 000496-11-7 93
2 Indane 118 CS9H10 000496-11-7 91
3 Indane 118 C9H10 000496-11-7 91
4 Deltacyclene 118 C9H1e0 007785-10-6 72
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64

Abundance Scan 3262 (11.529 min): VV021892.D\data.ms (-3246) (-
117.0

m/z 117.00 100.00%

5000 JKJX
91.0 nalen ‘
39.0 630 | 149.8 159
bt bl Ml 149.8 m/z 118.00  55.18%
m/z--> 20 40 60 80 100 120 140
Abundance #10181: Indane
117.0
5000 —f
11.50
m/z 115.00 32.91%
39.0 63.0 91.0
O\\]_\S\?\\\\“\\H\\“‘\‘\\\‘\\“\\‘\\\!“\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0 AL7
A
11.50
5000 ITI/Z 91.00 14 .80%
39.0 5g0 91.0 ‘
olsow\h\m
m/z--> 20 60 100 120 140
Abundance #10178.Indane —f—
117.0 11.50
m/z 116.00 7.73%
5000
390 580 91.0
N S BT NP | TG Vi
m/z--> 20 40 60 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081921\
Data File : VV021892.D

Acqg On : 19 Aug 2021 15:35
Operator : SY/MD

Sample : M3448-14

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.886 3.01 ug/L 74813 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 96
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
4 Benzene, (1l-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 90
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
Abundance Scan 3684 (12.886 min): VV021892.D\data.ms (-3674) (- m/z 117.00 100.00%
117.0
5000 132.1 ]\
A
390 64.0 91"0 I ‘ 12.50 13.00
0 bl el m/z 132,05 39.96%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0 /V\ }\
5000 R RS
91.0 12.50 13.00
51.0 m/z 115.00 32.61%
27.0 | ‘ ‘
O \\‘HH‘HH‘H\\‘\\HM‘\\‘\‘}‘HH‘\}‘H‘\H\‘\H\‘m\\‘H\!‘H\‘U‘\‘H\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 /\ /\
AA‘ . WYY = ‘ﬂ/\‘/\’\f\
132.0 12.50 13.00
5000 m/z 131.00 18.26%
51.0
0 "‘H"_"w"‘w"H}‘U"w1‘1‘”":m"H“‘:H"M‘WMW‘UNHW
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 }\ /\A M
Abundance #16128: Benzene, 1-ethenyl-4-ethyl- A [ A
117.0 12.50 13.00
m/z 91.00 15.83%
91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081921\
Data File : VV021892.D

Acqg On : 19 Aug 2021 15:35
Operator : SY/MD

Sample : M3448-14

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.503  75.55 ug/L 1878880 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 Azulene 128 C10H8 000275-51-4 93
4 Naphthalene 128 C10H8 000091-20-3 93
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 3876 (13.503 min): VV021892.D\data.ms (-3865) (- m/z 128.00 100.00%
128.0
5000 Jk
1350 |
51.0 75.0 102.0 :
0 WHH_‘m_u‘puwwhwmwuuu‘uup‘u_u‘wwm‘uﬁﬁ4ﬁu m/z 126.95  12.80%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13686: Naphthalene
128.0
5000 = :
13.50
m/z 128.95 11.01%
w0 e 20|
O \‘HH‘\H\‘\\\\i\\\\‘\wH‘\“M‘HH‘HH“\H\‘HH’H\ ‘HH’HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13684: Naphthalene
128.0
T \
13.50
5000 m/z 101.95 8.22%
51.0 74.0 102.0 ‘
0hr 280, irrrreereribbeerelibyreserrestpbreegrrre e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13678: Azulene T
128.0 13.50
m/z 126.00 7.11%
5000 K
102.0
51.0
o280 o e -
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081921\
Data File : VV021892.D

Acqg On : 19 Aug 2021 15:35
Operator : SY/MD

Sample : M3448-14

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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 Biphenyl Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.365 4.04 ug/L 100555 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenyl 154 C12H10 000092-52-4 94
2 Biphenyl 154 C12H1e0 000092-52-4 87
3 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 81
4 Naphthalene, 2-ethenyl- 154 C12H1e0 000827-54-3 81
5 Biphenyl 154 C12H10 000092-52-4 76
Abundance Scan 4455 (15.365 min): VV021892.D\data.ms (-4446) (- m/z 154.05 100.00%
154.1
5000
75.9 [N P
15.00 15.50
39.0 115.0
ol 22O ek eyt ll o 2078 2688 153 00 39.43%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #31485: Bipheny
154.0
5000 — SN u
15.00 15.50
m/z 152.00 27.36%
76.0
O‘H\\‘\\“H‘WHH!“\\H“\l\]\_?‘.(\?‘}\\‘\\“\‘HH‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #31483: Bipheny
154.0 ﬁw
SN v S
15.00 15.50
5000 m/z 75.90 14.87%
76.0
ol 390, | 130
R o R A A ma
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 A pm
Abundance #31492: Naphthalene, 2-ethenyl- — ! \AQ f
154.0 15.00 15.50
m/z 155.10 11.59%
5000
77.0 127.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081921\
Data File : VV021892.D

Acqg On : 19 Aug 2021 15:35
Operator : SY/MD

Sample : M3448-14

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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 Naphthalene, 2,6-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.670 2.57 ug/L 63836 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 4550 (15.670 min): VV021892.D\data.ms (-4542) (-  m/z 156.10 100.00%

156.1
5000 /\
— —
oo 160 115~0‘ | soo 15.50 16.00
. . (
ol dda b gl 2091 2804 1) 141 00 67.03%
miz--> 50 100 150 200 250
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 T T T T /}\ /
15.50 16.00
770 1150 m/z 155.05 35.08%
0 \“\?’9‘\0” ‘\‘h HH‘\ il “ \“\ ““\ U ‘M\ L B B B B B B
m/z--> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
T ‘ m\ T ‘ T /
15.50 16.00
5000 m/z 153.05 15.14%
770 115.0
39.0 '
o) AN i‘ ‘\‘\ “\\H\‘ dp ““ \“\‘ U ‘M‘ P P
m/z--> 50 100 150 200 250
Abundance #33144: Naphthalene, 2,7-dimethyl- P A\ ‘/\\ ey
156.0 15.50 16.00
m/z 115.00  14.55%
5000
39.0 77.0 115.0 //\
oLl i‘ ‘\HJH\‘ o ““\‘\‘ I ‘M‘ — — voglln [ AL il
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081921\
Data File : VV021892.D

Acqg On : 19 Aug 2021 15:35
Operator : SY/MD

Sample : M3448-14

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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 10 Naphthalene, 2,3-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.812 2.88 ug/L 71590 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 4594 (15.812 min): VV021892.D\data.ms (-4586) (- m/z 156.05 100.00%

156.1
5000 /\
115.0 \AX T ‘A
290 77.0 ‘ ‘ 280, 15.50 16.00
o0 b e LML 1902 280 14100 83.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 I ‘ /}\A
15.50 16.00
m/z 155.10 29.94%
O \H‘\‘H\“-H“\\"‘h‘\‘\“!h‘\‘\‘H]‘-‘%(\)xf)\“!‘\\“‘\\M’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0 //\_\
ALY A
15.50 16.00
5000 m/z 115.00  18.51%
77.0
15.0
NN 0N N 0 1 OO
m/z--> 20 40 60 80 100120140160180200220240260280 /\ /\
Abundance #33136: Naphthalene, 1,4-dimethyl- LENE. AL WAITa
156.0 15.50 16.00
m/z 128.00 18.50%
5000
115.0
sg 70 T A M\ A
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve81921\
Data File : VV@21892.D

Acqg On : 19 Aug 2021 15:35

Operator : SY/MD

Sample : M3448-14

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA .M
: VOC Analysis

TIC Library : C:\Database\NIST20.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 Biphenylene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.278 2.82 ug/L 70150 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Biphenylene 152 C12HS8 000259-79-0 93
2 Acenaphthylene 152 C12H8 000208-96-8 87
3 Biphenylene 152 C12H8 000259-79-0 87
4 Acenaphthylene 152 C12H8 000208-96-8 87
5 Biphenylene 152 C12HS8 000259-79-0 62

Abundance Scan 4739 (16.278 min): VV021892.D\data.ms (-4730) (- m/z 152.00 100.00%

152.0
5000 /k
————
30.0 207.0 16.00 16.50
o,wwle_%?ﬁ?wwwwHnw_m_??‘l‘u‘ m/z 151.05  20.93%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29520: Biphenylene
152.0
5000 \‘\\/k\\‘\
16.00 1650
m/z 153.00 3.62%
76.0
O’\\3\\9‘\0\‘H‘\HH!‘HH‘HH‘HH‘HH\‘\\H‘HH‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29524: Acenaphthylene
152.0
1600 1650
5000 ITI/Z 150.05 1.23%
76.0
0l..390 | 4 1110
e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29517: Biphenylene
152.0 1600 1650
m/z 75.85 0.55%
5000
76.0
oh 300 | 1o |

m/z-->

20 40 60 80 100120140

160180200220240260280

SFAMVLMO81621WMA.M Fri Aug 20 17:31:13 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081921\
Data File : VV021892.D

Acqg On : 19 Aug 2021 15:35
Operator : SY/MD

Sample : M3448-14

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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 Naphthalene, 2-ethenyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.487  23.45 ug/L 583202 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H10 000083-32-9 94
2 Acenaphthene 154 C12H10 000083-32-9 89
3 Acenaphthene 154 C12H10 000083-32-9 72
4 Naphthalene, 2-ethenyl- 154 C12H1e0 000827-54-3 64
5 1,4-Ethenonaphthalene, 1,4-dihydro- 154 C12H10 007322-47-6 42
Abundance Scan 4804 (16.487 min): VV021892.D\data.ms (-4793) (- m/z 153.00 100.00%
153.0
5000
76.0 -
20.0 ‘ 16.50
. C
ob—25 L. 150 m 2000 2805 n/7 154.05  91.66%
miz-> 50 100 150 200 250
Abundance #31489: Acenaphthene
154.0
5000 1
16.50
76.0 m/z 152.00  49.34%
39.0
O T T T T i‘ \“‘ \M\ T ‘l:!_s\Q\ T M T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #31486: Acenaphthene
153.0 ]k
ot
16.50
5000 m/z 75.95 21.48%
76.0
oL 0 |4 mag A
miz--> 50 100 150 200 250
Abundance #31487: Acenaphthene ]
154.0 16.50
m/z 151.05 17.90%
5000
76.0
ool s AL
m/z--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081921\
Data File : VV021892.D

Acqg On : 19 Aug 2021 15:35
Operator : SY/MD

Sample : M3448-14

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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 Dibenzofuran Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.789 5.34 ug/L 132869 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzofuran 168 C12H80 000132-64-9 91
2 Dibenzofuran 168 C12H80 000132-64-9 80
3 9H-Pyrido[3,4-b]indole 168 C11H8N2 000244-63-3 59
4 1H-Pyrido[2,3-b]indole 168 C11H8N2 000244-76-8 59
5 Naphtho[2,1-d]imidazole 168 C11H8N2 000233-53-4 53
Abundance Scan 4898 (16.789 min): VV021892.D\data.ms (-4890) (- m/z 168.00 100.00%
168.0
5000
138.9
—— —
84.0 16.50 17.00
39.0
Obrr 2 o b L2070 2811 o138 95 34.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43617: Dibenzofuran
168.0
5000 1650  17.00
139.0 : : .
m/z 169.00 12.43%
O ’\H\““HHH“‘HM\H\‘!HPH‘\HH\‘HH‘}HH‘\ \\‘HH‘HH‘HH‘HH’HH’H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43615: Dibenzofuran
168.0
b Ay
16.50 17.00
5000 m/z 83.95 7.25%
139.0
84.0
ol 390 |
e B o a maa A aaa e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43444: 9H-Pyrido[3,4-b]indole R e
168.0 16.50 17.00
m/z 63.00 5.09%
5000
140.0
0 810 A
O Fprerprrrepreber bbb e e e D T L H S
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve81921\
Data File : VV021892.D

Acqg On : 19 Aug 2021 15:35
Operator : SY/MD

Sample : M3448-14

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Sulfur dioxide 1.192 .2 ug/L 163663 1 5.619 996145 50.0
Indane 11.529 113.6 ug/L 2824490 3 11.252 1243390 50.0
Benzene, 2-ethe... 12.886 3.0 ug/L 74813 3 11.252 1243390 50.0
Azulene 13.503 75.5 ug/L 1878880 3 11.252 1243390 50.0
Biphenyl 15.365 4.0 ug/L 100555 3 11.252 1243390 50.0
Naphthalene, 2,... 15.670 2.6 ug/L 63836 3 11.252 1243390 50.0
Naphthalene, 2,... 15.812 2.9 ug/L 71590 3 11.252 1243390 50.0
Biphenylene 16.278 2.8 ug/L 70150 3 11.252 1243390 50.0
Naphthalene, 2-... 16.487 23.4 ug/L 583202 3 11.252 1243390 50.0
Dibenzofuran 16.789 5.3 ug/L 132869 3 11.252 12433990 50.0
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