LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve83121\
Data File : VV022033.D

Acqg On : 31 Aug 2021 11:42

Operator : SY/MD

Sample : M3579-05MEDL 100X

Misc : 6.88g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

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_ V\Method\SFAMVLMO82721WMA.M
Title : VOC Analysis

Signal : TIC: VV@22033.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 96 rVB 131944 132766 11.64% 1.449%
2 1.561 155 162 179 rBV 115584 136044 11.93% 1.485%
3 2.105 322 331 345 rBV 234200 340031 29.82% 3.710%
4 2.507 447 456 467 rVB3 8164 13369 1.17% 0.146%
5 2.728 519 525 529 rBV2 446 542 0.05% 0.006%
6 2.757 529 534 537 rBV2 645 530 0.05% 0.006%
7 2.912 576 582 583 rBV3 438 306 ©0.03% 0.003%
8 3.095 634 639 640 rBvV3 356 230 0.02% 0.003%
9 3.150 652 656 658 rvB 352 212 0.02% 0.002%
106 3.236 680 683 689 rBv2 192 183 0.02% 0.002%
11 3.269 691 693 697 rBv 266 219 0.02% 0.002%
12 3.326 710 711 714 rVWV 320 154 0.01% 0.002%
13 3.352 717 719 720 rBV 376 133 0.01% 0.001%
14 3.381 726 728 731 rBV 279 194 0.02% 0.002%
15 3.445 744 748 751 rBV 239 189 ©0.02% 0.002%
16 3.603 793 797 798 rBV 221 141 0.01% 0.002%
17 3.638 805 808 811 rVB2 394 234 0.02% ©0.003%
18 3.838 865 870 873 rBV 275 218 0.02% 0.002%
19 3.876 873 882 920 rBV 104253 285715 25.06% 3.118%
20 4.285 1007 1009 1011 rBV 382 226 0.02% 0.002%
21  4.352 1014 1030 1061 rVV2 169433 451451 39.59%  4.926%
22 4.561 1093 1095 1099 rVB3 641 327 0.03% 0.004%
23 4.777 1158 1162 1164 rBV2 290 209 0.02% 0.002%
24  4.828 1174 1178 1180 rBV 228 140 0.01% 0.002%
25 4.844 1180 1183 1186 rBV 397 282 0.02% 0.003%
26 4.883 1191 1195 1198 rBV2 218 179 0.02% 0.002%
27 5.047 1229 1246 1273 rBV2 442445 1140342 100.00% 12.443%
28 5.545 1398 1401 1403 rBV 318 197 0.02% 0.002%
29 5.619 1411 1424 1450 rBV 378110 758725 66.53% 8.279%
30 5.822 1485 1487 1489 rBV2 438 176 0.02% 0.002%
31 5.908 1504 1514 1531 rBV2 27593 57298 5.02% 0.625%
32 6.014 1545 1547 1548 rBV 278 119 0.01% 0.001%
33  6.072 1551 1565 1590 rBV 255641 524137 45.96% 5.719%
34 6.407 1666 1669 1670 rBV 301 134 0.01% ©0.001%
35 6.465 1684 1687 1691 rvB2 258 210 0.02% 0.002%
36 6.506 1697 1700 1702 rBV2 273 164 0.01% ©0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve83121\
Data File : VV022033.D

Acqg On : 31 Aug 2021 11:42

Operator : SY/MD

Sample : M3579-05MEDL 100X

Misc : 6.88g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

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_ V\Method\SFAMVLMO82721WMA.M
Title : VOC Analysis
37 6.542 1706 1711 1716 rBvV2 470 633 0.06% 0.007%
38 6.680 1752 1754 1758 rVB4 441 263 0.02% 0.003%
39 6.847 1800 1806 1810 rBV4 289 293 0.03% 0.003%
40 6.934 1831 1833 1837 rBV 238 144 0.01% ©0.002%
41 6.989 1839 1850 1870 rBV 134120 247308 21.69% 2.699%
42 7.194 1912 1914 1917 rBV2 382 272 0.02% 0.003%
43 7.320 1940 1953 1971 rBV 542907 941990 82.61% 10.279%
44  7.590 2035 2037 2038 rBvV2 348 157 0.01% 0.002%
45 7.625 2038 2048 2067 rBV 90088 161358 14.15% 1.761%
46 7.863 2116 2122 2128 rBV3 617 866 0.08% 0.009%
47  7.934 2141 2144 2147 rBV3 339 197 0.02% 0.002%
48  7.979 2149 2158 2173 rBV2 30866 52596 4.61% 0.574%
49 8.050 2177 2180 2181 rBV 256 133 0.01% 0.001%
50 8.092 2183 2193 2224 rBV2 279847 554150 48.60% 6.047%
51 8.413 2291 2293 2296 rBvV2 618 383 0.03% 0.004%
52 8.551 2334 2336 2343 rBV3 165 152 0.01% 0.002%
53 8.606 2351 2353 2358 rVvB2 398 217 0.02% 0.002%
54 8.635 2358 2362 2364 rvB2 408 254 0.02% ©0.003%
55 8.664 2366 2371 2374 rBV5 588 500 0.04% 0.005%
56 8.715 2385 2387 2391 rVB 565 262 0.02% 0.003%
57 8.854 2417 2430 2458 rBV 577222 946743 83.02% 10.331%
58 9.075 2498 2499 2502 rVB 558 223  0.02% 0.002%
59 9.143 2517 2520 2521 rBV 555 329 0.03% 0.004%
60 9.198 2534 2537 2540 rVB 491 329 0.03% 0.004%
61 9.217 2540 2543 2544 rBV2 252 140 0.01% 0.002%
62 9.272 2556 2560 2565 rBV 439 367 0.03% 0.004%
63 9.516 2632 2636 2639 rBV 537 376 0.03% 0.004%
64 9.638 2670 2674 2677 rBV3 316 261 0.02% ©0.003%
65 10.127 2821 2826 2836 rVV3 1876 2675 0.23% 0.029%
66 10.162 2836 2837 2841 rVB 434 227 0.02% 0.002%
67 10.217 2842 2854 2875 rBV 343727 542604 47.58% 5.921%
68 10.374 2899 2903 2904 rBV4 305 210 0.02% 0.002%
69 10.419 2916 2917 2922 rVB2 506 295 0.03% 0.003%
70 10.506 2941 2944 2949 rBV 304 223 0.02% 0.002%
71 10.529 2949 2951 2952 rBV 271 128 0.01% 0.001%
72 10.677 2994 2997 3000 rBV2 502 315 0.03% 0.003%
73 10.751 3017 3020 3023 rBV 415 241 0.02% ©0.003%
74 10.796 3032 3034 3040 rVB2 235 195 0.02% 0.002%
75 10.837 3045 3047 3050 rVB 261 145 0.01% 0.002%
76 10.915 3066 3071 3075 rBV5 1560 1630 0.14% 0.018%

SFAMVLMO82721WMA.M Thu Sep 02 19:36:11 2021 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve83121\
Data File : VV022033.D

Acqg On : 31 Aug 2021 11:42

Operator : SY/MD

Sample : M3579-05MEDL 100X

Misc : 6.88g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

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_ V\Method\SFAMVLMO82721WMA.M
Title : VOC Analysis
77 11.008 3097 3100 3102 rBV2 196 134 0.01% ©0.001%
78 11.143 3136 3142 3146 rBV3 1103 1248 0.11% 0.014%
79 11.191 3155 3157 3162 rVB3 571 446 0.04% 0.005%
80 11.252 3164 3176 3199 rBV 610050 952870 83.56% 10.398%
81 11.503 3252 3254 3257 rVB2 462 228 0.02% 0.002%
82 11.571 3272 3275 3280 rVB4 419 310 0.03% 0.003%
83 11.625 3280 3292 3313 rBV 566971 897905 78.74%  9.798%
84 11.860 3359 3365 3369 rBV4 777 832 0.07% 0.009%
85 11.953 3392 3394 3400 rVB3 326 217 0.02% 0.002%
86 12.072 3430 3431 3434 rVV3 339 214 0.02% 0.002%
87 12.095 3435 3438 3442 rVB2 796 590 0.05% 0.006%
88 12.342 3510 3515 3516 rBV 284 217 0.02% 0.002%
89 12.657 3612 3613 3616 rBV 340 172 0.02% 0.002%
90 12.786 3649 3653 3656 rVB2 286 217 0.02% 0.002%
91 12.927 3696 3697 3701 rBV 289 162 0.01% 0.002%
92 12.979 3711 3713 3720 rVB3 443 417 0.04% 0.005%
93 13.011 3720 3723 3725 rBV 389 305 0.03% 0.003%
94 13.146 3761 3765 3768 rBV3 428 299 0.03% 0.003%
95 13.268 3801 3803 3805 rBV 459 294 0.03% 0.003%
96 13.426 3850 3852 3857 rBV2 253 186 ©0.02% 0.002%
97 13.516 3877 3880 3881 rBV2 477 271 0.02% ©0.003%
98 14.050 4044 4046 4049 rBV2 327 234 0.02% 0.003%
99 14.307 4124 4126 4130 rVB2 559 294 0.03% 0.003%
100 15.538 4507 4509 4512 rBV2 969 641 0.06% 0.007%
Sum of corrected areas: 9164213
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve83121\
Data File : VV022033.D

Acqg On : 31 Aug 2021 11:42

Operator : SY/MD

Sample : M3579-05MEDL 100X

Misc : 6.88g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VV022033.D\data.ms
600000

500000
5.047
400000

300000

200000

1.304
100000

ol 2.507 27751.913 39 L¥ 285._4.56144 5.545._5.8206.0]14

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 TIC: VV022033.D\data.ms
600000 8.854 11.252 11 625
7.320

500000
400000
10.217

300000 8.092

200000

6.989
100000 7.625

DR

7.97 QL OL

0.6:686. 7.19 7.5@Q 736845 8.4MJ 9.0BBIBE 2 9.59638 les 111860530
D e o N = : e
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VV022033.D\data.ms
600000

500000

400000

300000

200000

100000

o

12.342 12.62775039TB1136268142616 14.05014.307 15.538
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
Time--> 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\VVve83121\
Data File : VV022033.D

Acqg On : 31 Aug 2021 11:42

Operator : SY/MD

Sample : M3579-05MEDL 100X

Misc : 6.88g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.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 1 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.908 3.78 ug/L 57298 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Chloro-3-fluoropyridine 131 CS5H3C1FN 002546-56-7 43
2 2-Chloro-4-fluoropyridine 131 CSH3C1FN 1000484-44-8 38
3 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 37
4 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 35
5 2-Chloro-5-methylthiazole 133 C4HA4CINS 033342-65-3 27

Abundance Scan 1514 (5.908 min): VV022033. D\data ms (-1504) (-) m/z 130.90 100.00%

95.9 130
5000 61.0

37.0 5.60 5.80 6.00 6.20
om‘_";u“LMm‘41H‘w\H"_n\w‘m‘_m_”w m/z 132.80  99.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15852: 4-Chloro-3-fluoropyridine
131.0
96.0

5000 S
69.0 5.60 5.80 6.00 6.20

m/z 95.90 94.62%

m/z--> 20 40 60 80 100 120 140 160 180

o

Abundance #15851: 2-Chloro-4-fluoropyridine
96.0 131.0

5.60 5.80 6.00 6.20
5000 m/z 97.90 61.78%

o#
miz--> 20 40 60 80 100 120 140 160 180

Abundance #64957: Propanoic acid, 2,2,3-trichloro-, methyl ester B R aaa e LT
59.0 96.0 5.60 5.80 6.00 6.20

m/z 61.00 42.85%

5000 131.0

15.0

0 ‘ 136.0 ‘\ L | 1550 1900

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\VVve83121\
Data File : VV022033.D

Acqg On : 31 Aug 2021 11:42

Operator : SY/MD

Sample : M3579-05MEDL 100X

Misc : 6.88g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82721WMA.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|

unknown-01 5.908 3.8 ug/L 57298 1 5.619 758725 50.0

SFAMVLM@82721WMA.M Thu Sep 02 19:36:13 2021 6



