LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35139.D

Acqg On : 18 Apr 2023 21:52
Operator : JC/MD

Sample : 02397-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 38 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_ X\Method\SFAMXLM@41823WMA.M
Title : VOC Analysis

Signal : TIC: VX@35139.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.264 24 29 42 rBV 49108 162375 ©0.22% 0.076%
2 1.368 42 46 57 rVB 251198 279578 0.38% 0.130%
3 1.672 91 96 112 rVB 180378 242633 ©.33% 0.113%
4 2.306 193 200 211 rBV 458621 716318 ©.99% 0.334%
5 2.392 211 214 223 rVvB3 2178 4578 0.01% 0.002%
6 2.520 230 235 239 rBV2 814 1235 0.00% 0.001%
7 2.611 248 250 253 rVB3 503 512 0.00% 0.000%
8 2.788 275 279 283 rW3 904 1383 0.00% 0.001%
9 2.825 283 285 291 rVB2 710 998 0.00% 0.000%
106 3.062 320 324 325 rVB3 334 390 0.00% 0.000%
11  3.105 325 331 334 rBV2 705 1519 ©0.00% 0.001%
12 3.447 381 387 394 rVB3 974 1655 0.00% 0.001%
13 3.965 467 472 475 rVB2 345 443 0.00% 0.000%
14  4.154 498 503 507 rBV 259 505 0.00% 0.000%
15 4.312 518 529 538 rVB5S 3184 9569 0.01% 0.004%
16 4.459 543 553 574 rBV 126013 386147 ©.53% 0.180%
17 4.861 617 619 623 rVB 341 449 0.00% 0.000%
18 4.904 623 626 628 rBv2 336 357 ©0.00% 0.000%
19 5.056 638 651 669 rBvV2 245342 778829 1.07% 0.364%
20 5.452 712 716 717 rBvV2 860 1167 0.00% 0.001%
21 5.483 717 721 723 rBVS 794 1193 0.00% 0.001%
22 5.556 730 733 734 rBV2 708 530 0.00% 0.000%
23  5.617 740 743 746 rVB4 657 809 0.00% 0.000%
24 5.824 769 777 788 rVB6 3383 10640 0.01% 0.005%
25 5.970 788 801 823 rBV2 685292 2055499 2.83% 0.959%
26  6.159 826 832 841 rVWV5 3660 11613 0.02% 0.005%
27 6.257 841 848 855 rVve6 3552 10102 0.01% 0.005%
28 6.361 855 865 873 rVB3 6096 17143 0.02% 0.008%
29 6.543 891 895 899 rBV3 448 737 0.00% 0.000%
30 6.617 899 907 911 rvv8 1696 3880 0.01% 0.002%
31 6.763 921 931 952 rBV 476790 1154180 1.59% ©0.539%
32 6.921 955 957 960 rVv3 404 395 0.00% 0.000%
33 7.007 968 971 975 rVB 516 545 0.00% 0.000%
34 7.117 980 989 995 rvB7 1940 4750 0.01% 0.002%
35 7.208 1003 1004 1007 rvVB2 368 350 0.00% ©0.000%

36 7.306 1011 1020 1028 rBV 414514 930847 1.28% 0.434%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35139.D

Acqg On : 18 Apr 2023 21:52
Operator : JC/MD

Sample : 02397-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 38 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_ X\Method\SFAMXLM@41823WMA.M
Title : VOC Analysis
37 7.488 1045 1050 1055 rBvV8 1016 2546 0.00% 0.001%
38 7.659 1071 1078 1084 rBV4 8337 16299 0.02% 0.008%
39 7.940 1121 1124 1133 rBV3 1541 2555 0.00% 0.001%
40 8.116 1150 1153 1156 rBV3 608 799 0.00% ©0.000%
41  8.232 1168 1172 1176 rBvV2 194 365 ©0.00% ©0.000%
42 8.324 1180 1187 1198 rBV 264809 419103 0.58% 0.196%
43 8.488 1212 1214 1215 rBV2 684 607 0.00% 0.000%
44  8.647 1233 1240 1251 rBV 1074598 1684877 2.32% 0.786%
45  8.952 1284 1290 1299 rBV 175686 269068 ©.37% 0.126%
46 9.116 1315 1317 1321 rVB3 529 676 0.00% 0.000%
47  9.275 1339 1343 1350 rVB3 3017 4484 0.01% 0.002%
48 9.384 1355 1361 1379 rBV 601692 862983 1.19% 0.403%
49 9.580 1392 1393 1398 rBV2 472 494 0.00% 0.000%
50 9.811 1428 1431 1434 rBv2 317 418 0.00% 0.000%
51 10.006 1458 1463 1465 rBv2 457 554 0.00% 0.000%
52 10.079 1465 1475 1493 rBV2 4196832 6854940 9.43% 3.199%
53 10.311 1508 1513 1517 rBV3 1010 1691 ©0.00% 0.001%
54 10.525 1545 1548 1549 rvB2 395 374 0.00% ©0.000%
55 10.640 1563 1567 1571 rBV4 515 971 0.00% 0.000%
56 10.963 1616 1620 1624 rVB2 570 1079 0.00% 0.001%
57 11.189 1652 1657 1667 rBV 672668 883236 1.22% 0.412%
58 11.311 1675 1677 1681 rvB3 554 567 ©0.00% 0.000%
59 11.366 1682 1686 1691 rVB 8931 11228 0.02% 0.005%
60 11.457 1697 1701 1706 rBV2 4663 5719 0.01% 0.003%
61 11.543 1713 1715 1721 rVB2 242 429 0.00% 0.000%
62 11.622 1727 1728 1731 rBV2 330 367 0.00% 0.000%
63 11.713 1740 1743 1746 rVB2 729 960 0.00% 0.000%
64 11.756 1746 1750 1754 rBV2 2534 3152 0.00% 0.001%
65 11.860 1764 1767 1769 rVB2 299 342 0.00% ©0.000%
66 11.884 1769 1771 1773 rVB2 529 394 0.00% 0.000%
67 11.921 1773 1777 1779 rBV3 287 407 ©.00% 0.000%
68 11.969 1779 1785 1790 rBV 4251628 5261365 7.24%  2.456%

69 12.043 1790 1797 1822 rVB 18841719 24541362 33.77% 11.455%
70 12.219 1822 1826 1837 rVB3 11984 19216 0.03% 0.009%

71 12.341 1837 1846 1851 rBV 38592013 55683795 76.62% 25.990%

72 12.756 1912 1914 1917 rVB4 734 826 0.00% ©0.000%
73 12.872 1928 1933 1936 rVVe6 2058 3163 0.00% 0.001%
74 12.920 1936 1941 1947 rVB 57203 71264 ©.10% 0.033%
75 13.061 1958 1964 1969 rBV 29752 56526 ©.08% 0.026%
76 13.115 1969 1973 1978 rVV 46813 60532 ©.08% 0.028%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35139.D

Acqg On : 18 Apr 2023 21:52
Operator : JC/MD

Sample : 02397-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 38 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_ X\Method\SFAMXLM@41823WMA.M
Title : VOC Analysis

77 13.195 1981 1986 1994 rVB 24468 33083 0.05% 0.015%
78 13.274 1994 1999 2000 rBV3 408 601 ©0.00% 0.000%
79 13.286 2000 2001 2005 rVB3 707 680 0.00% 0.000%
80 13.384 2013 2017 2022 rVB3 6603 8920 0.01% 0.004%

81 13.597 2045 2052 2057 rBV 47704420 72676254 100.00% 33.921%

82 13.774 2077 2081 2088 rVB 28771 41493 0.06% 0.019%
83 13.963 2106 2112 2131 rVB 10351278 12789470 17.60% 5.969%
84 14.170 2145 2146 2150 rBV3 820 772 0.00% 0.000%
85 14.207 2150 2152 2155 rWw4 738 645 0.00% ©0.000%
86 14.384 2173 2181 2189 rBV 102984 179565 0.25% 0.084%
87 14.457 2191 2193 2194 rBV2 736 489 ©0.00% 0.000%
88 14.542 2203 2207 2212 rVB3 6318 7695 0.01% ©0.004%
89 14.634 2217 2222 2227 rVB3 16818 27151 0.04% 0.013%
90 14.780 2235 2246 2263 rVV 2046493 4022166 5.53% 1.877%
91 14.920 2267 2269 2275 rVB5 2550 3338 0.00% 0.002%
92 15.109 2298 2300 2302 rBV3 593 527 ©0.00% 0.000%
93 15.255 2317 2324 2340 rVB 13794831 20475340 28.17% 9.557%
94 15.981 2437 2443 2449 rVB8 2625 6057 0.01% 0.003%
95 16.213 2479 2481 2488 rVB7 2651 3924 0.01% 0.002%
96 16.292 2492 2494 2495 rBV2 854 525 0.00% ©0.000%
97 16.322 2495 2499 2504 rBV7 834 1768 ©0.00% 0.001%
98 16.389 2506 2510 2513 rBV5 570 758 0.00% 0.000%
99 16.426 2513 2516 2518 rBV4 842 1036 ©0.00% 0.000%
100 16.505 2522 2529 2537 rBV 238913 444790 0.61% 0.208%

Sum of corrected areas: 214250633
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

¢ 02397-03
: 5.0mL/MSVOA_X/WATER
: 38 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\

: VX@35139.D
: 18 Apr 2023 21:52

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX035139.D\data.ms
4e+07
3e+07
2e+07
1e+07
0 12£@§8 %§72‘ ‘ ‘2§9§2526122H§5 30805 3447 &99;&1;331$459‘ %eam§056‘ SHASE 75 §2i97Q5u§q5
\\\\\\\\\\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\ 1 rrryrrrryrrrrprir T[T rTrrprrrrprrT TrrrjprrrerfprrorrpriT
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
Abundance TIC: VX035139.D\data.ms
4e+07
3e+07
2e+07
1e+07
10.079
3616, 5481768, 920077 208067488 659 7.94®.1865324. 48§ 847 8. 958.116. 29&849 580 9.8110. Oﬂg\ﬁ 10.3110.50540 10.963-1-14%REBRASS
0'ﬁ \ Ti‘f\‘\fkh“r T T T "—\‘Tf\ \‘Yi\‘ﬁ‘ I 77\‘!—"‘1"!—!—!7"—!7\‘\'17"7
Time--> 6.50 7.00 7.50 8.00 850 900 9.50 10.00 10.50 11.00
Abundance TIC: VX035139.D\data.ms
13.597
4e+07 12.341
3e+07
2e+07 12.043
15.255
1
1e+07 3.963
11.9
14.780
o Tz 12219\ 12 wwevmmmmmes || 1374 || wazomasemasy Toan108 | 1sosnommuss0s
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35139.D

Acqg On : 18 Apr 2023 21:52
Operator : JC/MD

Sample : 02397-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 1 Sulfur dioxide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.264 7.03 ug/L 162375 1,4-Difluorobenzene 6.763

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

Abundance  Scan 29 (1.264 min): VX035139.D\data.ms (-24) (-) m/z 64.00 100.00%

64.0
48.0
5000
e R
1.20 140 1.60
O+t e e e e e m/z 47.95 53.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #415: Sulfur dioxide
64.0
5000 480 LA LA L B B BN
1.20 140 1.60
m/z 65.90 5.16%
16.0 32.0
O\\\‘\\‘\\‘\\\\‘H\\‘\\\\i\\\\‘\}\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6975: Aminomethanesulfonic acid
64.0
48.0 A ISR
1.20 140 1.60
5000 m/z 43.10 2.86%
0 Ll .|, 8.0 960 111.0
A R L e R R RARRREER
miz--> 10 20 30 40 50 60 70 80 90 100 110 /\
Abundance #6974: Aminomethanesulfonic acid - “‘Ww ‘A‘/ﬂﬂ —
64.0 1.20 140 1.60
m/z 50.00 2.40%
5000 48.0
17.0 M/\/W
‘ 32.0
B N PR TS| SN e AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35139.D

Acqg On : 18 Apr 2023 21:52
Operator : JC/MD

Sample : 02397-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 3 Benzene, 1,2,3,4-tetrachloro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.780 8.19 ug/L 4022170 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetrachloro- 214 CeH2C14 000634-66-2 99
2 Benzene, 1,2,3,4-tetrachloro- 214 CeH2C14 000634-66-2 99
3 Benzene, 1,2,3,5-tetrachloro- 214 CeH2C14 000634-90-2 99
4 Benzene, 1,2,4,5-tetrachloro- 214 C6H2C14 000095-94-3 99
5 Benzene, 1,2,3,5-tetrachloro- 214 CeH2C14 000634-90-2 99

Abundance Scan 2246 (14.780 min): VX035139.D\data.ms (-2235) (- m/z 215.90 100.00%
215.9

5000
74.0 108.0
1430 179.0 SR | —
371 “ ‘ H 14.50 15.00
T | mW!‘mww;w A 28I sz 213,90 79.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92501: Benzene, 1,2,3,4-tetrachloro-
216.0
5000 T T T \/\\ T T T
14.50 15.00
74.0 108.0 1430 179. m/z 218.00  49.83%
O ‘HH‘H\\’HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92494: Benzene, 1,2,3,4-tetrachloro-
216.0
o
14.50 15.00
5000 ITI/Z 108.00 25.95%
108.0
1430 179.0
370 40 h ‘
o‘w‘w‘muWHM‘L”; “‘u‘uﬂhu‘u‘qh‘w‘uﬂ‘u‘wu‘V‘H,H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92498: Benzene, 1,2,3,5-tetrachloro- —— ‘/\ —
216.0 14.50 15.00

m/z 74.00  25.62%

5000

179.0
74.0 1080 1430 H

370 || m | " A

Ot b ey b e e e e e
miz--> 20 40 60 80 100120140160 180200220 240260 280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35139.D

Acqg On : 18 Apr 2023 21:52
Operator : JC/MD

Sample : 02397-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.M
Quant Title : VOC Analysis

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

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

Peak Number 4 Benzene, 1,2,3,5-tetrachloro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.255 41.72 ug/L 20475300 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetrachloro- 214 CeH2C14 000634-66-2 99
2 Benzene, 1,2,3,5-tetrachloro- 214 CeH2C14 000634-90-2 99
3 Benzene, 1,2,3,4-tetrachloro- 214 CeH2C14 000634-66-2 99
4 Benzene, 1,2,4,5-tetrachloro- 214 C6H2C14 000095-94-3 99
5 Benzene, 1,2,3,5-tetrachloro- 214 CeH2C14 000634-90-2 98
Abundance Scan 2324 (15.255 min): VX035139.D\data.ms (-2317) (- m/z 215.95 100.00%
215.9
5000 ﬂ
. 178.9
720 1080 1429 A\
371 H 15.00 1550
0 m;uH‘!‘mwu;‘mwm m/z 213.95  82.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92501: Benzene, 1,2,3,4-tetrachloro-
216.0
5000 A T T
15.00 15.50
74.0 108.0 1430 179.0 m/z 217.90  50.64%
37.0 ‘ H
O' \\‘\\\\‘1‘\\\‘\\\\‘i\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92498: Benzene, 1,2,3,5-tetrachloro-
216.0
A G § W
15.00 15.50
5000 m/z 178.95 25.80%
740 108.0 143.0 179.0
I TR0 PO O S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92500: Benzene, 1,2,3,4-tetrachloro- A 7 —
216.0 15.00 15.50
m/z 107.95 25.14%
5000
74.0 108.0 143.0 179.0
012““‘”“ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15 00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35139.D

Acqg On : 18 Apr 2023 21:52
Operator : JC/MD

Sample : 02397-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 38 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.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 1.264 7.0 ug/L 162375 1 6.763 1154180 50.0
Benzene, 1,2,3,... 14.780 8.2 wug/L 4022170 3 12.024 24541400 50.0
Benzene, 1,2,3,... 15.255  41.7 ug/L 20475300 3 12.024 24541400 50.0
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