LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081022\
Data File : VX030553.D

Acqg On : 10 Aug 2022 15:34
Operator : JC/MD

Sample : N4076-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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\SFAMXLMO80422WMA .M
Title : VOC Analysis

Signal : TIC: VX@30553.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.252 23 27 38 rBV 72299 151180 9.88% 1.514%
2 1.367 42 46 51 rVWV 116605 119476 7.81% 1.196%
3 1.666 91 95 104 rVB 111358 137444 8.99% 1.376%
4 2.306 194 200 210 rVW 192965 300916 19.67%  3.013%
5 2.404 211 216 225 rvB3 4699 9986 0.65% 0.100%
6 2.843 286 288 290 rVB2 477 377 0.02% 0.004%
7 2.867 290 292 295 rBV2 461 582 0.04% 0.006%
8 3.056 321 323 324 rBV 556 398 0.03% 0.004%
9 3.099 324 330 345 rvv4 12115 39132 2.56% 0.392%
106 3.318 364 366 368 rBv2 436 422 0.03% 0.004%
11  3.611 410 414 422 rVB4 2273 4792 0.31% 0.048%
12 3.696 427 428 431 rVB 607 447 0.03% 0.004%
13 3.843 449 452 453 rBV2 445 426 0.03% 0.004%
14 4.184 505 508 509 rBvV2 580 629 0.04% 0.006%
15 4.495 547 559 574 rBV2 532095 1529572 100.00% 15.314%
16 5.068 641 653 667 rBV 158111 474012 30.99% 4.746%
17 5.702 754 757 758 rBV2 383 327 0.02% 0.003%
18 5.751 763 765 768 rBvV2 409 563 0.04% 0.006%
19 5.873 784 785 787 rBV2 523 354 0.02% 0.004%
20 5.976 790 802 819 rVV2 401317 1161422 75.93% 11.628%
21 6.306 853 856 859 rBV3 500 685 0.04% 0.007%
22 6.769 921 932 947 rBV 250843 594528 38.87% 5.953%
23 7.019 971 973 974 rBv2 505 359 0.02% 0.004%
24 7.037 974 976 979 rVB2 398 380 0.02% 0.004%
25 7.110 981 988 989 rBv4 7564 11292 0.74% 0.113%
26 7.312 1013 1021 1035 rVB 243874 538665 35.22% 5.393%
27 7.537 1056 1058 1062 rVVv2 948 642 0.04% 0.006%
28 7.622 1070 1072 1075 rVB3 421 368 0.02% 0.004%
29 7.848 1107 1109 1110 rBV 382 367 0.02% 0.004%
30 7.879 1112 1114 1117 rVB2 617 498 0.03% 0.005%
31 7.982 1129 1131 1133 rBV2 450 400 0.03% 0.004%
32 8.330 1181 1188 1202 rBV 167862 280055 18.31% 2.804%
33 8.561 1223 1226 1228 rBV3 693 887 0.06% 0.009%
34 8.653 1234 1241 1257 rBV 570992 875775 57.26% 8.768%
35 8.811 1266 1267 1269 rBV 658 589 0.04% 0.006%

36 8.951 1285 1290 1299 rVV 121299 183073 11.97% 1.833%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081022\
Data File : VX030553.D

Acqg On : 10 Aug 2022 15:34
Operator : JC/MD

Sample : N4076-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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\SFAMXLMO80422WMA .M
Title : VOC Analysis
37 9.177 1323 1327 1332 rVB4 2135 3748 0.25% 0.038%
38 9.244 1333 1338 1353 rVB 15351 25661 1.68% 0.257%
39 9.348 1353 1355 1356 rBV2 504 384 0.03% 0.004%
40  9.390 1356 1362 1372 rBV 500415 699004 45.70%  6.999%
41  9.707 1412 1414 1418 rBV3 481 610 0.04% 0.006%
42 9.860 1436 1439 1441 rBV2 460 399 0.03% 0.004%
43 9.945 1451 1453 1456 rBv2 368 441 0.03% 0.004%
44 10.018 1460 1465 1466 rBV3 2054 3219 0.21% 0.032%
45 10.055 1466 1471 1481 rVB 526993 721807 47.19%  7.227%
46 10.152 1486 1487 1489 rBV2 887 684 0.04% 0.007%
47 10.378 1519 1524 1533 rBV 39089 55145 3.61% ©0.552%
48 10.561 1552 1554 1556 rBvV2 692 539 0.04% 0.005%
49 10.646 1567 1568 1571 rVB3 653 542 0.04% 0.005%
50 10.677 1571 1573 1575 rBV3 332 325 0.02% 0.003%
51 10.835 1595 1599 1601 rBV3 548 648 0.04% 0.006%
52 10.860 1601 1603 1606 rVB3 605 596 0.04% 0.006%
53 10.915 1610 1612 1613 rBvV2 596 357 0.02% 0.004%
54 10.957 1618 1619 1623 rvVvB3 657 705 0.05% 0.007%
55 11.000 1623 1626 1628 rBvV3 564 539 0.04% 0.005%
56 11.018 1628 1629 1632 rVB3 625 577 ©0.04% 0.006%
57 11.091 1635 1641 1643 rBV5 1145 2026 0.13% 0.020%
58 11.195 1653 1658 1669 rVB 474443 582728 38.10% 5.834%
59 11.341 1679 1682 1685 rBv4 534 807 0.05% 0.008%
60 11.451 1698 1700 1703 rBV2 442 528 0.03% 0.005%
61 11.482 1703 1705 1708 rVB3 628 484 0.03% 0.005%
62 11.640 1728 1731 1735 rBV3 854 1309 0.09% 0.013%
63 11.701 1737 1741 1747 rVB5 2775 4332 0.28% 0.043%
64 11.756 1747 1750 1751 rBV3 698 626 0.04% 0.006%
65 11.829 1760 1762 1764 rBV2 364 336 0.02% 0.003%
66 11.890 1768 1772 1778 rVB4 4934 7085 0.46% 0.071%
67 12.024 1788 1794 1803 rBV 555997 668431 43.70% 6.692%
68 12.219 1823 1826 1827 rBV2 984 994 0.06% 0.010%
69 12.323 1837 1843 1853 rBV 612534 762796 49.87% 7.637%
70 12.615 1889 1891 1893 rBV 534 424 0.03% 0.004%
71 12.707 1904 1906 1907 rBV2 427 373  0.02% 0.004%
72 12.859 1930 1931 1933 rBV 669 376 0.02% 0.004%
73 12.945 1940 1945 1946 rBV3 546 545 0.04% 0.005%
74 13.000 1952 1954 1960 rBV3 625 1123 0.07% 0.011%
75 13.048 1960 1962 1963 rBV 349 339  0.02% 0.003%
76 13.091 1968 1969 1971 rBV 443 411 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081022\
Data File : VX030553.D

Acqg On : 10 Aug 2022 15:34
Operator : JC/MD

Sample : N4076-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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\SFAMXLMO80422WMA .M
Title : VOC Analysis
77 13.109 1971 1972 1975 rVB2 654 566 0.04% 0.006%
78 13.341 2008 2010 2012 rBV 345 349 0.02% 0.003%
79 13.365 2012 2014 2018 rVV3 507 690 0.05% 0.007%
80 13.463 2028 2030 2036 rVB4 541 1085 0.07% 0.011%
81 13.518 2036 2039 2042 rBV3 691 602 0.04% 0.006%
82 13.554 2042 2045 2047 rBV2 425 474 0.03% 0.005%
83 13.585 2049 2050 2052 rBV2 751 574 0.04% 0.006%
84 13.646 2058 2060 2065 rvVv2 449 643 0.04% 0.006%
85 13.688 2065 2067 2070 rVB 645 625 0.04% 0.006%
86 13.780 2079 2082 2085 rBV3 719 682 0.04% 0.007%
87 13.835 2089 2091 2093 rVB2 504 323  0.02% 0.003%
88 13.859 2093 2095 2098 rBV3 583 761 0.05% ©0.008%
89 13.890 2098 2100 2103 rBV3 406 383 0.03% 0.004%
990 13.969 2112 2113 2115 rVB 601 425 0.03% 0.004%
91 14.066 2127 2129 2131 rBV3 417 424 0.03% 0.004%
92 14.170 2145 2146 2147 rBV 549 323 0.02% 0.003%
93 14.816 2250 2252 2253 rVB 671 321 0.02% 0.003%
94 15.310 2331 2333 2335 rBV3 697 813 0.05% ©0.008%
95 15.597 2378 2380 2384 rVB5 1540 1596 ©0.10% 0.016%
96 15.725 2399 2401 2403 rVB3 726 598 0.04% 0.006%
97 16.115 2463 2465 2466 rBV2 592 366 0.02% 0.004%
98 16.170 2472 2474 2478 rBV3 858 856 0.06% 0.009%
99 16.310 2495 2497 2501 rBV2 619 715 0.05% 0.007%
100 16.517 2529 2531 2533 rVB2 839 560 0.04% 0.006%
Sum of corrected areas: 9987777
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: N4076-03
: 5.0mL/MSVOA_X/WATER
: 16 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe81022\

: VX@30553.D
: 10 Aug 2022 15:34

JC/MD

d : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@80422WMA.M
: VOC Analysis

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

Abundance
600000

500000

400000

300000

200000

100000

TIC: VX030553.D\data.ms

4.495

5.976

2.306
5.068
1.367 1.666

1.25

404 286730889 3.318  3.61696843  4.184 55051873 6.3

0
Time-->
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0
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Time-->

TIC: VX030553.D\data.ms

12.823
12.024

1.6 AWHESD LZ.ZlLk 12 ¥ 3071860 ERANDI13 RHERT IR RRRHTD 14.816 15.310 15.8%/725 164.1%83106.517
L L o B B T T — T T ] T T T T T T T T L S — T T T T

T T N T T T T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

SFAMXLM@80422

WMA.M Sun Aug 14 02:27:53 2022 Page: 4




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081022\
Data File : VX@30553.D

Acqg On : 10 Aug 2022 15:34
Operator : JC/MD

Sample : N4076-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO80422WMA .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 2
R.T. EstConc Area Relative to ISTD R.T.
1.252  12.71 ug/L 151180 1,4-Difluorobenzene 6.769

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 27 (1.252 min): VX030553.D\data.ms (-23) (-) m/z 63.95 100.00%

64.0
5000 L
T Eaman e
1.20 140 1.60
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m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 L L B B B
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O\\\}‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
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17.0
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N e B o L I e
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Abundance #44547: L-Alanine, 3-sulfo- e
64.0 1.20 140 1.60
m/z 65.00 1.16%
5000
44,
16.0
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m/z--> 20 40 60 80 100 120 140 160 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081022\
Data File : VX@30553.D

Acqg On : 10 Aug 2022 15:34
Operator : JC/MD

Sample : N4076-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO80422WMA .M
Quant Title : VOC Analysis

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 2-Hexanol, 2,5-dimethyl-, (S)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.378 3.82 ug/L 55145 Chlorobenzene-d5 10.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 45
3 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 38
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 36
5 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 36

Abundance Scan 1524 (10.378 min): VX030553.D\data.ms (-1519) (- m/z 59.10 100.00%
59.1
5000 41.1 A
- T
H M . 97"1 1121 10.00 10.50
O ettt e S e s m/z 57,100 83.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15786: 2-Hexanol, 2,5-dimethyl-, (S)-
59.0
5000 . -
10.00 10.50
21.0 970 m/z 41.10 41.11%
270 7 1B
O\\‘H\\’\\\‘\‘\H\“H‘\\’\\\}i\\\\“\\\\‘\\H‘\H\‘H\\‘i\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59.0
N L
10.00 10.50
5000 m/z 55.10 25.98%
41.0
27.0 101.0
Y S A R 1S £< 1 .2 S NE—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15787: 2-Hexanol, 2,5-dimethyl-, (S)- - A
59.0 10.00 10.50
m/z 39.05 20.39%
5000 41.0
97.0
il A 1
o"_m,u“\“MH‘m‘,u“H;mwm:‘wwwwww TSNS YIUA LA YR Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.00 10.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081022\
Data File : VX@30553.D

Acqg On : 10 Aug 2022 15:34
Operator : JC/MD

Sample : N4o076-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@80422WMA .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 1.252 12.7 ug/L 151180 1 6.769 594528 150.0
2-Hexanol, 2,5-... 10.378 3.8 ug/L 55145 2 10.061 721807 50.0
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