LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081722\
Data File : VX030658.D

Acqg On : 17 Aug 2022 14:28
Operator : JC/MD

Sample : N4231-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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@30658.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.368 42 46 56 rVB 186006 192518 14.42%  1.926%
2 1.666 91 95 102 rVB 134335 162360 12.16% 1.625%
3 2.020 151 153 154 rBV2 1368 798 0.06% ©0.008%
4 2.306 193 200 209 rBV 328719 489900 36.70% 4.902%
5 2.392 209 214 219 rVB 3964 6490 0.49% 0.065%
6 2.508 231 233 237 rBV2 576 754 0.06% ©0.008%
7 2.776 276 277 278 rBV 423 298 0.02% 0.003%
8 2.940 300 304 306 rBv4d 842 1434 0.11% 0.014%
9 3.081 325 327 328 rBV 474 387 0.03% 0.004%
10 3.190 342 345 347 rBV2 408 549 0.04% 0.005%
11  3.245 352 354 355 rW2 453 296 0.02% 0.003%
12 3.690 425 427 429 rVB2 401 298 0.02% 0.003%
13 3.709 429 430 432 rBV 570 444 0.03% 0.004%
14  3.739 432 435 438 rBV 572 821 0.06% ©0.008%
15 4.050 484 486 489 rVB2 355 358 ©0.03% 0.004%
16 4.080 489 491 494 rBV2 479 420 0.03% 0.004%
17 4.208 509 512 513 rBV 380 414 0.03% 0.004%
18 4.227 513 515 517 rW 651 508 0.04% 0.005%
19 4,251 517 519 523 rVB2 481 565 0.04% 0.006%
20 4.465 545 554 584 rVW 105765 309694 23.20%  3.099%
21  4.721 588 596 614 rVB 30856 88961 6.66% 0.890%
22 4.903 624 626 627 rVB2 630 354 0.03% 0.004%
23 5.062 637 652 670 rBV 176191 559326 41.90% 5.597%
24 5.288 688 689 692 rBv3 583 575 0.04% 0.006%
25 5.312 692 693 696 rv2 303 297 0.02% 0.003%
26 5.373 701 703 704 rBV 902 700 0.05% 0.007%
27 5.501 723 724 726 rBV2 431 356 ©0.03% 0.004%
28 5.562 729 734 739 rVB6 1978 4208 0.32% 0.042%
29 5.867 782 784 787 rVB2 324 360 0.03% 0.004%
30 5.976 789 802 817 rBV2 456853 1335048 100.00% 13.358%
31 6.367 864 866 868 rvB2 510 392 0.03% 0.004%
32 6.482 884 885 888 rvB2 501 289 0.02% 0.003%
33 6.531 890 893 896 rBvV3 448 665 0.05% 0.007%
34 6.586 900 902 903 rVB 642 416 ©0.03% 0.004%
35 6.598 903 904 905 rBV 484 304 0.02% 0.003%
36 6.635 909 910 912 rW 546 352 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081722\
Data File : VX030658.D

Acqg On : 17 Aug 2022 14:28
Operator : JC/MD

Sample : N4231-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 6.763 923 931 944 rBV 284387 689506 51.65% 6.899%
388 6.976 964 966 967 rBV 467 306 0.02% 0.003%
39 7.062 977 980 981 rBV 490 597 0.04% 0.006%
40 7.110 981 988 1000 rvVB4 12081 29439 2.21% 0.295%
41  7.226 1006 1007 1010 rBV 426 319 0.02% 0.003%
42 7.312 1013 1021 1034 rVB 270412 593352 44.44% 5.937%
43 7.464 1043 1046 1047 rBvV2 572 566 0.04% 0.006%
44  7.598 1062 1068 1074 rBV4 1519 3031 ©0.23% 0.030%
45 7.653 1075 1077 1079 rVB 746 484 0.04% 0.005%
46 7.824 1102 1105 1109 rBvV2 620 797 0.06% 0.008%
47  7.946 1120 1125 1131 rVB5 1306 2819 0.21% ©0.028%
48  8.257 1175 1176 1181 rBV2 301 415 0.03% 0.004%
49 8.330 1181 1188 1199 rBV 187636 301424 22.58% 3.016%
50 8.653 1234 1241 1250 rBV 685535 1073879 80.44% 10.745%
51 8.952 1284 1290 1300 rBV 137215 197994 14.83%  1.981%
52 9.122 1316 1318 1321 rBV2 657 551 0.04% 0.006%
53 9.147 1321 1322 1324 rVB 634 382 0.03% 0.004%
54 9.171 1324 1326 1327 rBV 561 409 0.03% 0.004%
55 9.275 1337 1343 1349 rBV5 3226 5367 ©0.40% 0.054%
56 9.384 1356 1361 1374 rBV 457555 679748 50.92% 6.801%
57 9.525 1379 1384 1390 rVB2 25700 38815 2.91% ©0.388%
58 9.738 1416 1419 1420 rVB2 733 717 0.05% 0.007%
59 9.793 1425 1428 1429 rBV2 422 403 0.03% 0.004%
60 9.829 1432 1434 1435 rBV 490 444 0.03% 0.004%
61 9.915 1444 1448 1450 rBV 418 531 0.04% 0.005%
62 10.055 1466 1471 1483 rVV 602854 813150 60.91% 8.136%
63 10.250 1501 1503 1507 rBV2 803 969 0.07% 0.010%
64 10.305 1508 1512 1516 rBV3 791 1289 0.10% 0.013%
65 10.384 1523 1525 1530 rVB2 559 647 0.05% 0.006%
66 10.433 1530 1533 1535 rBV2 514 487 0.04% 0.005%
67 10.543 1547 1551 1552 rBV2 322 345 0.03% 0.003%
68 10.646 1564 1568 1578 rVB 9251 13334 1.00% 0.133%
69 10.750 1583 1585 1586 rBV 726 586 0.04% 0.006%
70 10.762 1586 1587 1595 rVB4 1727 2450 0.18% 0.025%
71 10.860 1600 1603 1609 rVB2 3462 4147 0.31% 0.041%
72 11.030 1627 1631 1635 rVB4 2137 3308 0.25% 0.033%
73 11.073 1635 1638 1641 rBV2 848 1093 0.08% 0.011%
74 11.140 1647 1649 1652 rVWV 385 335 0.03% 0.003%
75 11.195 1652 1658 1671 rVB 477068 598893 44.86% 5.992%
76 11.317 1674 1678 1681 rVB2 2091 2444 0.18% 0.024%

SFAMXLMO80422WMA.M Tue Aug 23 03:09:31 2022 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081722\
Data File : VX030658.D

Acqg On : 17 Aug 2022 14:28
Operator : JC/MD

Sample : N4231-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 11.683 1736 1738 1741 rBV4 639 536 0.04% 0.005%
78 11.756 1747 1750 1756 rVB4 4104 5329 0.40% 0.053%
79 11.933 1776 1779 1783 rVB3 2317 2809 0.21% 0.028%
80 11.975 1783 1786 1788 rBV2 628 578 0.04% 0.006%
81 12.024 1789 1794 1803 rVV 609004 748452 56.06% 7.489%
82 12.219 1822 1826 1835 rBV 45168 68668 5.14% 0.687%
83 12.323 1837 1843 1850 rVB 716485 897258 67.21% 8.978%
84 12.719 1907 1908 1912 rBV3 721 654 0.05% 0.007%
85 12.859 1927 1931 1938 rVB5 8115 11161 0.84% 0.112%
86 12.914 1938 1940 1944 rVV3 671 667 0.05% 0.007%
87 13.103 1967 1971 1976 rVB 15593 18813 1.41% 0.188%
88 13.475 2028 2032 2034 rBV5 846 1202 0.09% 0.012%
89 13.591 2049 2051 2054 rVB3 1787 1783 0.13% 0.018%
90 13.725 2071 2073 2078 rBV2 462 782 0.06% 0.008%
91 13.768 2078 2080 2081 rBV2 541 329 0.02% 0.003%
92 13.975 2112 2114 2117 rBV 702 611 0.05% 0.006%
93 14.127 2137 2139 2144 rVB4 1785 2534 0.19% 0.025%
94 14.591 2213 2215 2217 rBV3 508 542 0.04% 0.005%
95 14.664 2226 2227 2230 rVB3 640 316 ©0.02% 0.003%
96 14.743 2238 2240 2241 rBV 958 585 0.04% 0.006%
97 14.792 2246 2248 2249 rBV 841 459 0.03% 0.005%
98 15.042 2287 2289 2291 rBV2 614 598 0.04% 0.006%
99 15.353 2338 2340 2342 rBV3 1397 1229 0.09% 0.012%
100 15.914 2431 2432 2434 rBV2 850 630 0.05% 0.006%
Sum of corrected areas: 9994206
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance
700000

600000
500000
400000
300000
200000

100000

o

: N4231-03
: 5.0mL/MSVOA_X/WATER
: 7 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe81722\

: VX@30658.D
: 17 Aug 2022 14:28

JC/MD

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

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

TIC: VX030658.D\data.ms

5.976

2.306

1.368 5.062

1.666
4.465

4.721
2.020 39508 2.77@.940081.9@5 BHIEO  A0GReZaE1 4.90 SZRBBEDHGE2

Time-->
Abundance
700000

600000

500000

400000

300000

200000

100000

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

TIC: VX030658.D\data.ms
8.653

10.055

9.384 11.195

6.763 7.312

8.330

8.952

0
Time-->
Abundance
700000

600000

500000

400000

300000

200000

100000

o

9.525
A 99HE&R915/ | 10 LRNBE
T —T R e e e
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
TIC: VX030658.D\data.ms

36 6.9%63276\ 7.4615953.874046 8.2 L j\m7 330 $0GEBaa 1060310 317
: DAL 2P AR PR Sl — R e = .

12.8323
12.024

Time-->

12.21
1116528019 115 | 12.743853%3103 13 238H132683.975.127 1418986749215.042 15.353 15.914
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
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\VX081722\
Data File : VX030658.D

Acqg On : 17 Aug 2022 14:28
Operator : JC/MD

Sample : N4231-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 Ethyl Acetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.721 6.45 ug/L 88961 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl Acetate 88 C4H802 000141-78-6 86
2 Ethyl Acetate 88 C4H802 000141-78-6 86
3 Ethyl Acetate 88 C4H802 000141-78-6 78
4 Ethyl Acetate 88 C4H802 000141-78-6 53
5 CH3C(0)CH2CH20H 88 (C4H802 000590-90-9 40
Abundance Scan 596 (4.721 min): VX030658.D\data.ms (-588) (-) m/z 43.10 100.00%
5000
611 o RAREEEEEEE S
| 31  gg1 4.40 4.60 4.80 5.00
\\\’\\\\‘\\\\‘\\\\‘1}\\‘\\\\‘\\\\‘\‘\\\‘\\\\“\\\\ m/z 61.19 14.54%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2271: Ethyl Acetate
43.0
5000 H‘\MH\‘HH’\A\H‘HH‘
4.40 4.60 4.80 5.00
m/z 45.10 14.52%
29.0 61.0
15.0 \ 30 880
\\\’\\‘\\‘\\\i‘\\\\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2272: Ethyl Acetate
43.0
\\‘\\\\‘\\\\’\\\\‘\A\\\‘
4.40 4.60 4.80 5.00
5000 m/z 70.20 12.13%
29.0 61.0
15.0 ‘ ‘ 73.0 88.0
Y M R
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2268: Ethyl Acetate A e e
43.0 4.40 4.60 4.80 5.00
m/z 73.10 6.27%
5000
29.0 61.0
15.0 | ‘ 730 88.0
H\,H‘H‘\H‘;‘\H\‘HH‘HH‘HH‘\‘\H‘H\\‘HH e e
m/z--> 10 20 30 40 50 60 70 80 90 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081722\
Data File : VX030658.D

Acqg On : 17 Aug 2022 14:28
Operator : JC/MD

Sample : N4231-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 3 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.219 4.59 ug/L 68668 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 59

Abundance Scan 1826 (12.219 min): VX030658.D\data.ms (-1822) (- m/z 57.10 100.00%
57.1

5000 41.1 k—
70.1 1 r— P
12.00 12.50
98.1
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 (e s
12.00 12.50
20.0 70.0 830 m/z 55.10  34.00%
98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
ol [ Mone
12.00 12.50
5000 ITI/Z 43.10 32.94%
43.0
29.0 70.0 830
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15686: 2-Propyl-1-pentanol A iongnaln
57.0 12.00 12.50
m/z 70.10  23.24%
5000
41.0 70.0
29.0 83.0
98.0
160 Uioee el ey, 1129 LYY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 12.00 12 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081722\
Data File : VX@30658.D

Acqg On : 17 Aug 2022 14:28
Operator : JC/MD

Sample : N4231-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethyl Acetate 4.721 6.5 ug/L 88961 1 6.769 689506 50.0
1-Hexanol, 2-et... 12.219 4.6 ug/L 68668 3 12.024 748452 50.0
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