LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091223\
Data File : VV032044.D

Acqg On : 12 Sep 2023 13:31
Operator : SY/MD

Sample : 04387-18

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 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\SFAMVLMO82323WMA.M
Title : VOC Analysis

Signal : TIC: VV@32044.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.278 68 74 88 rVB 100236 104074 12.63% 1.595%
2 1.532 146 153 170 rVB 85000 104533 12.68% 1.602%
3 2.060 309 317 329 rBV 154812 217792 26.42% 3.338%
4 2.654 497 502 503 rBv2 458 323  0.04% 0.005%
5 2.793 544 545 551 rVB3 522 435 0.05% 0.007%
6 2.825 551 555 557 rBV2 323 274 0.03% 0.004%
7 2.838 557 559 563 rVB2 403 251 0.03% 0.004%
8 2.921 581 585 588 rvv2 364 334 0.04% 0.005%
9 3.021 613 616 618 rBV2 505 298 0.04% 0.005%
10 3.378 724 727 729 rBV2 401 256 0.03% 0.004%
11  3.619 799 802 804 rVB3 429 262 0.03% 0.004%
12 3.638 804 808 811 rVB3 557 425 0.05% 0.007%
13 3.738 837 839 841 rVB2 719 267 0.03% 0.004%
14 3.793 841 856 886 rBv2 83365 248513 30.15%  3.809%
15 4.252 985 999 1028 rBV 119538 309311 37.53% 4.741%
16 4.593 1102 1105 1107 rBV3 519 301 0.04% 0.005%
17 4.654 1120 1124 1126 rVB3 404 323  0.04% 0.005%
18 4.699 1136 1138 1142 rVB3 514 284 0.03% 0.004%
19 4.719 1142 1144 1149 rBvV3 413 407 0.05% 0.006%
20 4.773 1158 1161 1165 rVB2 539 390 0.05% 0.006%
21  4.796 1165 1168 1171 rBV2 303 261 ©0.03% 0.004%
22 4.960 1202 1219 1245 rBV2 311005 824245 100.00% 12.634%
23 5.294 1321 1323 1325 rBV2 368 228 0.03% 0.003%
24 5.420 1358 1362 1364 rBV3 359 304 0.04% 0.005%
25 5.436 1364 1367 1371 rVB3 378 299 0.04% 0.005%
26 5.474 1377 1379 1383 rBV2 446 237 0.03% 0.004%
27 5.539 1387 1399 1422 rBV 249488 516661 62.68% 7.919%
28 5.744 1461 1463 1470 rVB3 577 341 0.04% 0.005%
29 5.828 1477 1489 1511 rBv2 20127 44647 5.42% 0.684%
30 5.992 1527 1540 1564 rBV 182998 393781 47.77% 6.036%
31 6.330 1643 1645 1650 rVvB4 335 240 0.03% 0.004%
32 6.397 1663 1666 1669 rVB2 342 227 0.03% 0.003%
33 6.455 1680 1684 1686 rBV3 436 299 0.04% 0.005%
34 6.513 1700 1702 1706 rBV3 283 240 0.03% 0.004%
35 6.529 1706 1707 1713 rVB4 426 253 0.03% 0.004%
36 6.596 1724 1728 1730 rBV3 831 594 0.07% 0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091223\
Data File : VV032044.D

Acqg On : 12 Sep 2023 13:31
Operator : SY/MD

Sample : 04387-18

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 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\SFAMVLMO82323WMA.M
Title : VOC Analysis
37 6.693 1755 1758 1761 rBvV2 393 292 0.04% 0.004%
38 6.719 1763 1766 1769 rvv3 403 241 0.03% 0.004%
39 6.754 1774 1777 1782 rVB 373 333 0.04% 0.005%
40 6.786 1785 1787 1791 rVV3 488 299 0.04% 0.005%
41 6.847 1802 1806 1808 rVB3 484 300 0.04% 0.005%
42 6.918 1813 1828 1857 rBV 101625 201079 24.40% 3.082%
43 7.246 1919 1930 1962 rBV 365102 655074 79.48% 10.041%
44  7.558 2018 2027 2055 rBV 70651 129588 15.72%  1.986%
45  7.799 2098 2102 2106 rBvV2 555 414 0.05% 0.006%
46 7.818 2106 2108 2113 rVB4 444 331 0.04% 0.005%
47  7.879 2113 2127 2140 rBvV4 5722 11598 1.41% 0.178%
48  7.944 2144 2147 2149 rBV3 352 229 0.03% 0.004%
49 8.030 2162 2174 2208 rBV 206822 427224 51.83% 6.548%
50 8.400 2288 2289 2298 rVB7 807 541 ©0.07% 0.008%
51 8.510 2319 2323 2324 rBV2 413 275 0.03% 0.004%
52 8.747 2393 2397 2398 rBV3 379 277 0.03% 0.004%
53 8.789 2398 2410 2433 rBV 392592 652738 79.19% 10.005%
54  9.024 2479 2483 2485 rvVB2 428 260 0.03% 0.004%
55 9.037 2485 2487 2491 rVB4 647 396 ©0.05% 0.006%
56 9.059 2491 2494 2498 rBV6 654 586 0.07% 0.009%
57 9.088 2500 2503 2505 rBV3 649 441 0.05% 0.007%
58 9.156 2520 2524 2526 rvv2 270 223  0.03% 0.003%
59 9.381 2591 2594 2596 rBV2 483 300 0.04% 0.005%
60 9.464 2615 2620 2622 rBV2 403 333  0.04% 0.005%
61 9.516 2634 2636 2640 rBvV4 388 343 0.04% 0.005%
62 9.696 2690 2692 2695 rBV4 371 217 0.03% 0.003%
63 9.767 2712 2714 2716 rVB3 510 241 0.03% 0.004%
64 9.786 2716 2720 2721 rBV2 361 225 0.03% 0.003%
65 9.818 2725 2730 2733 rBV2 534 452 0.05% 0.007%
66 9.854 2738 2741 2743 rBv2 497 283 0.03% 0.004%
67 9.876 2746 2748 2752 rVV3 597 574 0.07% 0.009%
68 10.156 2824 2835 2852 rBV 230011 370150 44.91% 5.674%
69 10.329 2880 2889 2898 rBVS5 7428 11581 1.41% 0.178%
70 10.378 2902 2904 2909 rVB4 490 324 0.04% 0.005%
71 10.532 2948 2952 2954 rBV 554 421 0.05% 0.006%
72 10.593 2969 2971 2974 rVB2 694 326 0.04% 0.005%
73 10.635 2980 2984 2988 rVB 560 366 0.04% 0.006%
74 10.863 3051 3055 3062 rVB3 1011 919 ©0.11% 0.014%
75 10.921 3067 3073 3077 rBV3 513 541 ©0.97% ©0.008%
76 10.947 3077 3081 3086 rBV3 373 331 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091223\
Data File : VV032044.D

Acqg On : 12 Sep 2023 13:31
Operator : SY/MD

Sample : 04387-18

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 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\SFAMVLMO82323WMA.M
Title : VOC Analysis
77 11.107 3126 3131 3133 rBV4 526 564 0.07% 0.009%
78 11.188 3144 3156 3177 rBV 423334 659329 79.99% 10.106%
79 11.390 3217 3219 3222 rVV3 449 306 0.04% 0.005%
80 11.506 3247 3255 3261 rBVS 3910 7438 0.90% 0.114%
81 11.564 3263 3273 3301 rVB 373343 595247 72.22%  9.124%
82 11.850 3360 3362 3365 rBV3 539 367 0.04% 0.006%
83 11.866 3365 3367 3371 rVV3 572 430 0.05% 0.007%
84 12.201 3463 3471 3479 rVB2 2826 4353 0.53% 0.067%
85 12.300 3496 3502 3504 rBV4 2104 2183 0.26% 0.033%
86 12.490 3557 3561 3564 rBV4 566 489 0.06% ©.007%
87 12.638 3603 3607 3611 rBV2 475 332 0.04% 0.005%
88 12.869 3676 3679 3680 rBV2 464 250 0.03% 0.004%
89 12.976 3710 3712 3715 rBV2 449 232 0.03% 0.004%
990 13.085 3742 3746 3749 rBV 497 462 0.06% 0.007%
91 13.152 3764 3767 3771 rBV2 445 264 0.03% 0.004%
92 13.204 3778 3783 3784 rBV2 985 742 0.09% 0.011%
93 13.236 3791 3793 3799 rVB3 543 501 ©0.06% 0.008%
94 13.268 3801 3803 3806 rBV 460 292 0.04% 0.004%
95 13.451 3854 3860 3868 rBV2 3510 4555  ©.55% 0.070%
96 13.628 3907 3915 3919 rBV4 864 1011 0.12% 0.015%
97 13.731 3944 3947 3953 rBV3 637 495 0.06% ©0.008%
98 13.821 3972 3975 3980 rBV2 626 531 ©0.06% 0.008%
99 14.146 4073 4076 4078 rBV3 484 396 0.05% 0.006%
100 14.201 4090 4093 4099 rBV5 631 660 0.08% 0.010%
Sum of corrected areas: 6524005
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve91223\

: VV0e32044.D

: 12 Sep 2023 13:31

: SY/MD

: 04387-18

: 5.0mL/MSVOA_V/WATER

: 6 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.M
: VOC Analysis

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

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

o

TIC: VV032044.D\data.ms

4.960

5.539

5.992
2.060
4.252
1.278
1.532 3.793
jj P
@R 021  3.378 REHH 5.2

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

400000

350000

300000

250000

200000

150000

100000

50000

TIC: VV032044.D\data.ms
8.789 11.188
7.246 11.564

10.156
8.030

6.918

4 8.480510 8.7}4 1Q§§§ﬁmmsamm1 11.39 O\Q 11866

0
Time-->

T ‘
8.00 8.50 9.00 9.50 10 00 10. 50 11. 00 11.50 12.00

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

0

TIC: VV032044.D\data.ms

27D 3QR.400638 2 RESIGEBIES 498 5PER321 144261 S

Time-->

‘ 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
12.50 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\VVv091223\
Data File : VV032044.D

Acqg On : 12 Sep 2023 13:31
Operator : SY/MD

Sample : 04387-18

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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 Propanoic acid, 2,2,3-trich... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.828 4.32 ug/L 44647 1,4-Difluorobenzene 5.539

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 50
2 4-Chloro-3-fluoropyridine 131 CS5H3CI1FN 002546-56-7 38
3 2-Chloro-4-fluoropyridine 131 C5H3C1FN 1000484-44-8 38
4 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 35
5 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 22

Abundance Scan 1489 (5.828 min): VV032044.D\data.ms (-1477) (-) m/z 95.90 100.00%

95.9 132.9
5000 61.0 /\
R R RN
36.8 ‘ 5.60 5.80 6.00 6.20
Omw"m‘w‘H‘H“‘mw‘lH“‘luu_wlh‘mwm_m‘ m/z 132.90 93.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #64957: Propanoic acid, 2,2,3-trichloro-, methyl ester
59.0 96.0
5000 UL L B I R AN B
131.0 5.60 5.80 6.00 6.20
15.0 m/z 130.90  91.81%
0 136.0 L 1850 100.0
\\\\‘\\\\‘\\\\\\\\‘\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15852: 4-Chloro-3-fluoropyridine
131.0
\\\\‘\\\\‘\\\‘\‘\\\\’\\\
9.0 5.60 5.80 6.00 6.20
5000 m/z 97.90 63.57%
69.0
370 b
omwm_m_m_u il e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15851: 2-Chloro-4-fluoropyridine SNNBNEEN i W s PSS,
96.0 131.0 5.60 5.80 6.00 6.20
m/z 61.00 49.39%
5000
0310# R R RRRR R et e
m/z--> 20 40 60 80 100 120 140 160 180 5.60 5.80 6.00 6.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@91223\
Data File : VV032044.D

Acqg On : 12 Sep 2023 13:31
Operator : SY/MD

Sample : 04387-18

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82323WMA.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|

Propanoic acid,... 5.828 4.3 ug/L 44647 1 5.539 516661 50.0
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