LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve81821\
Data File : VV021869.D

Acqg On : 18 Aug 2021 17:03
Operator : SY/MD

Sample : M3448-06

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 19 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@21869.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.304 76 82 94 rBV 225687 223760 14.56% 1.334%
2 1.561 155 162 173 rVB 163216 195401 12.72% 1.165%
3 2.165 322 331 345 rVB 336600 444971 28.96% 2.653%
4 2.735 523 527 528 rBV2 841 509 0.03% 0.003%
5 2.818 551 553 556 rBv2 451 295 0.02% 0.002%
6 3.236 679 683 686 rBv2 326 246 0.02% 0.001%
7 3.654 809 813 818 rVB3 488 416 0.03% 0.002%
8 3.712 827 831 835 rVB2 359 345 0.02% 0.002%
9 3.741 837 840 843 rBV2 375 240 0.02% 0.001%
106 3.876 870 882 919 rBV 127097 346828 22.57% 2.068%
11  4.349 1013 1029 1058 rBV 239287 597088 38.86% 3.560%
12 4.548 1090 1091 1096 rBvV3 674 339 0.02% 0.002%
13 4.658 1124 1125 1127 rBV 580 285 0.02% 0.002%
14  4.799 1166 1169 1175 rVB3 608 495 0.03% 0.003%
15 4.825 1175 1177 1179 rBvV2 692 341 0.02% 0.002%
16 4.838 1179 1181 1185 rVB3 888 560 0.04% 0.003%
17 4.857 1185 1187 1190 rVB2 664 289 0.02% 0.002%
18 4.892 1195 1198 1201 rVV3 449 242 0.02% 0.001%
19 4.937 1210 1212 1218 rVB3 602 408 0.03% 0.002%
20 5.047 1228 1246 1277 rBV2 601053 1536692 100.00% 9.162%
21 5.410 1355 1359 1361 rBV3 397 373  0.02% 0.002%
22 5.494 1383 1385 1390 rVB2 464 244 0.02% 0.001%
23 5.619 1411 1424 1453 rBV 472312 951286 61.90% 5.671%
24 5.912 1505 1515 1532 rVB6 9121 20849 1.36% 0.124%
25 6.072 1551 1565 1600 rBV 334696 689472 44.87% 4.111%
26 6.320 1638 1642 1648 rBV5 541 610 0.04% 0.004%
27 6.346 1648 1650 1652 rVwV 565 341 0.02% 0.002%
28 6.359 1652 1654 1658 rVB3 730 448 0.03% 0.003%
29 6.394 1662 1665 1671 rBVS5S 498 441 0.03% 0.003%
30 6.471 1684 1689 1690 rBvV2 497 302 0.02% 0.002%
31 6.535 1706 1709 1710 rBV 502 315 0.02% 0.002%
32 6.654 1742 1746 1751 rVB4 715 690 0.04% 0.004%
33  6.892 1818 1820 1825 rVB3 419 235 0.02% 0.001%
34 6.989 1838 1850 1874 rBV 187959 339914 22.12% 2.027%
35 7.317 1941 1952 1971 rBV = 721048 1256613 81.77% 7.492%

36 7.625 2037 2048 2070 rBV 123018 217724 14.17% 1.298%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve81821\
Data File : VV021869.D

Acqg On : 18 Aug 2021 17:03
Operator : SY/MD

Sample : M3448-06

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 19 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 7.780 2094 2096 2098 rBV 743 282 0.02% 0.002%
38 7.812 2103 2106 2111 rBV4 717 754 0.05% 0.004%
39 7.944 2137 2147 2152 rBV3 1917 3185 0.21% 0.019%
40  8.088 2182 2192 2228 rBV 353736 638592 41.56% 3.807%
41  8.387 2283 2285 2287 rBV 368 220 0.01% 0.001%
42 8.757 2398 2400 2404 rVB2 497 340 0.02% 0.002%
43  8.854 2419 2430 2456 rBV 693502 1133356 73.75% 6.757%
44  9.021 2474 2482 2494 rVB 14701 23774 1.55% 0.142%
45  9.108 2507 2509 2511 rBvV2 598 259 0.02% 0.002%
46  9.153 2514 2523 2535 rVB3 8118 14733 0.96% ©0.088%
47  9.284 2561 2564 2567 rVV3 540 416 0.03% 0.002%
48  9.297 2567 2568 2572 rVWV 396 249 0.02% 0.001%
49 9.329 2576 2578 2581 rVV2 575 272 0.02% 0.002%
50 9.346 2581 2583 2590 rvB2 472 375 0.02% 0.002%
51 9.474 2618 2623 2627 rVB4 407 348 0.02% 0.002%
52 9.551 2637 2647 2661 rBV4 7117 14061 0.92% 0.084%
53 9.632 2668 2672 2675 rBvV2 469 275 0.02% 0.002%
54 9.683 2685 2688 2693 rvB2 641 557 0.04% 0.003%
55 9.709 2693 2696 2698 rBvV2 431 288 0.02% 0.002%
56 9.857 2739 2742 2744 rBvV2 465 301 0.02% 0.002%
57 9.940 2758 2768 2778 rBV3 5676 9916 0.65% ©.059%
58 10.018 2788 2792 2796 rvVvB3 448 365 0.02% 0.002%
59 10.046 2798 2801 2805 rBV 426 304 0.02% 0.002%
60 10.095 2811 2816 2819 rBV3 682 483 0.03% 0.003%
61 10.127 2819 2826 2836 rBV6 3219 5152 0.34% 0.031%
62 10.217 2841 2854 2876 rBV 487000 764215 49.73% 4.556%
63 10.484 2925 2937 2944 rBV2 4671 8711 0.57% 0.052%
64 10.542 2951 2955 2962 rVB3 4252 5580 ©0.36% 0.033%
65 10.693 2998 3002 3004 rBV 568 377 0.02% 0.002%
66 10.741 3009 3017 3029 rVVv2 8655 13301 0.87% 0.079%
67 10.828 3040 3044 3048 rBV3 567 505 ©0.03% 0.003%
68 10.860 3051 3054 3056 rBV2 638 462 0.03% 0.003%
69 10.921 3064 3073 3090 rVB 19080 31246 2.03% 0.186%
70 10.985 3091 3093 3098 rVB2 322 272 0.02% 0.002%
71 11.252 3164 3176 3195 rBV 725706 1137535 74.02% 6.782%
72 11.339 3197 3203 3213 rVB 14363 21356 1.39% 0.127%
73 11.529 3250 3262 3280 rBV 656887 1017290 66.20% 6.065%
74 11.625 3281 3292 3314 rVB 745257 1190700 77.48% 7.099%
75 11.918 3374 3383 3390 rVVé6 2683 4070 0.26% 0.024%
76 12.021 3406 3415 3419 rBV2 10830 15680 1.02% 0.093%

SFAMVLMO81621WMA.M Thu Aug 19 16:46:24 2021 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve81821\
Data File : VV021869.D

Acqg On : 18 Aug 2021 17:03
Operator : SY/MD

Sample : M3448-06

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 19 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 12.117 3436 3445 3466 rVB 41420 68617 4.47%  0.409%
78 12.313 3499 3506 3513 rBV6 2290 3637 0.24% 0.022%
79 12.365 3513 3522 3531 rBV3 17942 28398 1.85% 0.169%
80 12.471 3546 3555 3567 rBV3 28337 51523 3.35% 0.307%
81 12.648 3602 3610 3621 rBV5S 9582 14412 0.94% ©0.086%
82 12.728 3625 3635 3654 rVB 62742 102376 6.66% 0.610%
83 12.796 3654 3656 3658 rBV 585 306 0.02% 0.002%
84 12.886 3665 3684 3696 rBV 161028 252647 16.44%  1.506%
85 13.053 3726 3736 3752 rVB4 22795 41298 2.69% ©0.246%
86 13.114 3752 3755 3756 rBV 362 222 0.01% 0.001%
87 13.169 3766 3772 3778 rBV7 2793 4189 0.27% 0.025%
88 13.268 3797 3803 3811 rBV5 15595 21741 1.41% 0.130%
89 13.506 3867 3877 3887 rBV 36060 62676 4.08% 0.374%
990 13.677 3923 3930 3933 rBV6 3484 4657 ©0.30% 0.028%
91 13.911 3996 4003 4015 rBV3 13177 20042 1.30% 0.119%
92 14.095 4052 4060 4072 rVB4 15774 30887 2.01% 0.184%
93 14.297 4115 4123 4135 rVB4 22994 41523 2.70% 0.248%
94 14.577 4199 4210 4219 rBV 57710 95391 6.21% ©.569%
95 14.635 4220 4228 4241 rVB 121486 184378 12.00%  1.099%
96 14.818 4273 4285 4298 rBV 847754 1320387 85.92% 7.872%
97 15.667 4541 4549 4572 rVB3 71795 145044  9.44%  0.865%
98 15.812 4585 4594 4601 rBV 146048 224740 14.62%  1.340%
99 16.184 4702 4710 4722 rVB 28452 44590 2.90% 0.266%
100 16.483 4793 4803 4824 rVB 718838 1119801 72.87% 6.676%

Sum of corrected areas: 16773246
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve81821\

: VW021869.D

: 18 Aug 2021 17:03
: SY/MD

: M3448-06

: 5.0mL/MSVOA_V/WATER
: 19

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

800000

700000

600000

500000

400000

300000

200000

100000

0

TIC: VV021869.D\data.ms
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2.105

1.304 4.349

1.561
3.876

5.619

6.072

5.5140 5.912

Time-->
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500000
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TIC: VV021869.D\data.ms
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T ‘
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0
Time-->
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Time-->

.654 6.89
T

TIT8E2944
: AN ha
7.00

8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081821\
Data File : VV021869.D

Acqg On : 18 Aug 2021 17:03
Operator : SY/MD

Sample : M3448-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 2 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.529 44.71 ug/L 1017290 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 91
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 83
4 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 83
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 74

Abundance Scan 3262 (11.529 min): VV021869.D\data.ms (-3250) (-  m/z 117.00 100.00%
1

1r.0
5000
A :
390 579 114 91‘-0 11.50
Obrrrprrrrprrrrprertprerefiere ittty m/z 118.08 54.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10181: Indane
11y7.0
5000 —f—
11.50
m/z 115.00 35.14%
39.0 63.0 9L.0
OH\‘l\\s\-\o‘\H‘\‘\\H".\H\i‘\\\1‘}‘\"\\‘\7\7{‘0\\\\“HHH‘H\‘H!\“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10179: Indane
117.0
—f— I
11.50
5000 ITI/Z 91.00 14.51%
39.0 g 91.0
o Ll T |
Ottt et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10198: Benzene, cyclopropyl- T
117.0 11.50
m/z 116.00 8.87%
5000 91.0
51.0 65.0 ‘ A
Om‘\m‘\2\\7(?\\\\‘,\u\i‘\\\1‘\‘\‘\\‘\\\‘1‘\\\\“MH‘\‘M‘HH‘}HH‘ e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081821\
Data File : VV021869.D

Acqg On : 18 Aug 2021 17:03
Operator : SY/MD

Sample : M3448-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 3 Indan, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.117 3.02 ug/L 68617 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 87
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 86
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 86
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 86
5 Indan, 1-methyl- 132 C10H12 000767-58-8 83
Abundance Scan 3445 (12.117 min): VV021869.D\data.ms (-3436) (- m/z 116.95 100.00%
11y7.0
5000
910 —F ——
12.00 12.50
39.1 63.1 ‘
B ! wmum“wmHU‘nJh“u_m_H‘_H?‘Q‘?:Q m/z 115.00  31.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
11y.0
5000 =t ——
12.00 12.50
910 m/z 132.05 27.61%
39.0 65.0 " ‘
O\\\‘\‘\\\“\\“\‘\“u‘\\\“\\‘\\‘\\\H‘\\H‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16120: Benzene, 2-butenyl-
117.0
& A L
12.00 12.50
m/z 91.00 13.81%
5000 91.0
39.0 65.0 ‘
0 Hw“m“‘m“ww‘:‘u““Hww‘wuﬂ‘m“ﬁwuu_uwHu_m
miz--> 20 40 60 80 100 120 140 160 180 200 f\\ /\ﬁ\
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- AN SV ‘A‘
117.0 12.00 12.50
m/z 118.10 9.15%
5000
0 91.0
51.
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081821\
Data File : VV021869.D

Acqg On : 18 Aug 2021 17:03
Operator : SY/MD

Sample : M3448-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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, 1-ethenyl-4-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.728 4.50 ug/L 102376  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 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1OH12 000824-22-6 90
5 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87

Abundance Scan 3635 (12.728 min): VV021869.D\data.ms (-3625) (- m/z 116.95 100.00%

117.0
5000 j\
010 T
64.0 12.50 13.00
39\0 A~ \‘ ily H I 207.0 o
0 et e e e e e m/z 132.05 37.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 ju\“ J\ U
12.50 13.00
o 010 m/z 115.00 28.49%
270, 7 ) ‘ Il
0 \\\‘\‘H\‘\\‘\\‘1H\“\\‘\\‘Hi‘u\‘\M‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 J\ /L
R
12.50 13.00
5000 ITI/Z 131.00 21.70%
39.0 g50 910 ‘
) N VI SNV " S
m/z--> 20 40 60 80 100 120 140 160 180 200 ﬁf
Abundance #16106: 3-Phenylbut-1-ene P R
117.0 12.50 13.00
m/z 91.00 14.00%
5000
91.0 AJK
39.0
65.0 ‘
0 | ‘ \‘u | h | Il H n‘\ L ) F*/\ A

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\VVv081821\
Data File : VV021869.D

Acqg On : 18 Aug 2021 17:03
Operator : SY/MD

Sample : M3448-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.886 11.11 ug/L 252647 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, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 90
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1OH12 000874-35-1 87
5 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 87
Abundance Scan 3684 (12.886 min): VV021869.D\data.ms (-3665) (- m/z 117.00 100.00%
117.0
5000 132.0 /\
e
39.0 65.0 ‘ 12.50 13.00
0 HwWwmwm‘NWJUWJwHw‘mwWWUWW m/z 132.80  39.39%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0 j\t j\
5000 s
91.0 12.50 13.00
51.0 m/z 115.00 32.61%
27.0 | ‘ ‘
O \\‘HH‘HH‘HH‘HH}“H‘\‘}‘H\\‘\}‘H‘HH‘HH‘MH‘\H!‘\H‘U‘\‘H\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
132.0 12.50 13.00
5000 m/z 131.00 18.98%
91.0
0 27076*0
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 M
Abundance #16106: 3-Phenylbut-1-ene W ..
117.0 12.50 13.00
m/z 91.00 13.80%
5000
91.0 132.0
1 L
O ‘ im I H

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12 50 13 OO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081821\
Data File : VV021869.D

Acqg On : 18 Aug 2021 17:03
Operator : SY/MD

Sample : M3448-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 6 Azulene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.506 2.75 ug/L 62676 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 93
2 Azulene 128 C10H8 000275-51-4 90
3 Azulene 128 C10H8 000275-51-4 90
4 Azulene 128 C10H8 000275-51-4 90
5 Naphthalene 128 C10H8 000091-20-3 90
Abundance Scan 3877 (13.506 min): VV021869.D\data.ms (-3867) (- m/z 128.00 100.00%
128.0
5000
102.0 EI.3‘5(5 |
51.0 74.0 : :
O e M 2069 197 00 12.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13686: Naphthalene
128.0
5000 /\ TANNI i i, AT
13.50
m/z 129.00 11.28%
O\‘\\\\‘\5\]‘1.\0‘”\7?};“0\\\1\0“‘2\.\()\\‘\‘“\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13678: Azulene Aw
128.0
M 1\ o
13.50
5000 m/z 102.00 9.37%
102.0
olzgo 20 0
miz--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #13679: Azulene A ‘
128.0 13.50
m/z 131.00 8.32%
5000
L
N L o L EWREVIN:

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\VVv081821\
Data File : VV021869.D

Acqg On : 18 Aug 2021 17:03
Operator : SY/MD

Sample : M3448-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 7 Benzo[b]thiophene, 6-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.577 4.19 ug/L 95391 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 94
2 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 91
3 3-Methylbenzothiophene 148 CO9H8S 001455-18-1 91
4 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 90
5 3-Methylbenzothiophene 148 C9H8S 001455-18-1 90
Abundance Scan 4210 (14.577 min): VV021869. D\data ms (-4199) (- m/z 147.00 100.00%
147.
5000
T T
39.0 63.0 89.0 121.0 ‘ 2071 14.50
O bt bl ERRT S m/z 148.00 82.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26963: Benzo[b]thiophene, 6-methyl-
148.0
5000 SEDRV.VAVA -
14.50
m/z 149.00 12.48%
45.0 740 121.0
O\\\\‘\\\\“\‘\H\\“\\‘\“\“\\\7\‘9\\\‘\“\\\\‘\“\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26964: Benzo[b]thiophene, 2-methyl-
147.0
a Db AL
14.50
5000 m/z 121.00 7.48%
74.0 115.0
) Y ov PV SRR | NS—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26956: 3-Methylbenzothiophene B A ‘
147.0 14.50
m/z 63.00 7.27%
5000
45.0 69.0
115.0
AR TR VI ) NE— ~
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081821\
Data File : VV021869.D

Acqg On : 18 Aug 2021 17:03
Operator : SY/MD

Sample : M3448-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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, 2,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.667 6.38 ug/L 145044  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, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97

Abundance Scan 4549 (15.667 min): VV021869.D\data.ms (-4541) (- m/z 156.05 100.00%

156.1 ‘
ALY
— A
510 (69 11‘5 O‘ 15.50 16.00
0ot e ol 2080 s 141 00 70.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 : /J\jk WV AN
15.50 16.00
270 115.0 m/z 155.05 37.65%
51.0
O \\\‘2\7\\0\’\\\\‘H\‘\HH“\\\\‘\\\‘\‘\“!‘\\“‘\\‘u‘m‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
—r= —
15.50 16.00
5000 m/z 115.00 16.42%
77.0
510 115.0
ok 20 Tl e e il
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl- -
156.0 15 50 16 00
m/z 127.95 14.56%
5000
770 115.0
51.0 :
0 27'0 I ‘\ MH\ ‘ \\‘\ I L“JLJJ‘HH‘HH‘HH E ‘ﬁ/\‘mr'\‘ ‘ m/‘]\/

m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv081821\
Data File : VV021869.D

Acqg On : 18 Aug 2021 17:03
Operator : SY/MD

Sample : M3448-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 11 Naphthalene, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.812 9.88 ug/L 224740  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, 1,2-dimethyl- 156 C12H12 000573-98-8 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97

Abundance Scan 4594 (15.812 min): VV021869.D\data.ms (-4585) (- m/z 156.10 100.00%

15p.1 |
J\ il
76.0 115.0 T T /\
15.50 16.00
39.0 ‘
om_m_JH,MU‘_»H_W“‘M‘UHM,W_‘“2‘99-‘?””,””,‘?‘595 m/z 141.00  84.66%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 M
15.50 16.00
m/z 155.05 27.83%
O\\\‘\H\“\\“H"‘h\‘\“U“H‘H‘H\\‘\“!‘H“\\M’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33139: Naphthalene, 1,2-dimethyl-
141.0
15 50 16 00
5000 51.0 ITI/Z 115.00 19.35%
m/z--> 20 40 60 80 100120140160180200220240260280 J\ /\
Abundance #33161: Naphthalene, 1,4-dimethyl- £ =
156.0 15.50 16.00
m/z 127.95 14.48%
5000
115.0
77.0 w
39.0
0 ‘ I S vevia e

Y
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\VVv081821\
Data File : VV021869.D

Acqg On : 18 Aug 2021 17:03
Operator : SY/MD

Sample : M3448-06

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 19 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 2
R.T. EstConc Area Relative to ISTD R.T.
16.483 49.22 ug/L 1119800 1,4-Dichlorobenzene-d4 11.252
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acenaphthene 154 C12H10 000083-32-9 93
2 Acenaphthene 154 C12H10 000083-32-9 89
3 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 64
4 Acenaphthene 154 C12H1e0 000083-32-9 60
5 Hexa-2,4-diyn-1-ylbenzene 154 C12H10 000520-74-1 59
Abundance Scan 4803 (16.483 min): VV021869.D\data.ms (-4793) (- m/z 153.00 100.00%
158.0
5000
76.0
90 ‘ 16.50
U R 2 m 2090 2691 /7 154.10  91.76%
miz-> 50 100 150 200 250
Abundance #31489: Acenaphthene
154.0
5000 1
16.50
76.0 m/z 152.00  48.63%
39.0 115.
O T T T T i‘ \“‘ \“‘\ T ‘ T \Q\ T M\ T T T ’ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #31486: Acenaphthene
153.0
T
16.50
5000 m/z 76.00 22.16%
76.0
ol 20l e |
miz--> 50 100 150 200 250
Abundance #31491: Naphthalene, 2-ethenyl- —
153.0 16.50
m/z 150.95 18.05%
5000
76.0
oL B8l psg N e
m/z--> 50 100 150 200 250 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve81821\
Data File : VV021869.D

Acqg On : 18 Aug 2021 17:03
Operator : SY/MD

Sample : M3448-06

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 19 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|
Indane 11.529 44.7 ug/L 1017290 3 11.252 1137540 50.0
Indan, 1-methyl- 12.117 3.0 ug/L 68617 3 11.252 1137540 50.0
Benzene, 1-ethe... 12.728 4.5 ug/L 102376 3 11.252 1137540 50.0
Benzene, 2-ethe... 12.886 11.1 ug/L 252647 3 11.252 1137540 50.0
Azulene 13.506 2.8 ug/L 62676 3 11.252 1137540 50.0
Benzo[b]thiophe... 14.577 4.2 ug/L 95391 3 11.252 1137540 50.0
Naphthalene, 2,... 15.667 6.4 ug/L 145044 3 11.252 1137540 50.0
Naphthalene, 2,... 15.812 9.9 ug/L 224740 3 11.252 1137540 50.0
Naphthalene, 2-... 16.483 49.2 ug/L 1119800 3 11.252 1137540 50.0
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