LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11322\
Data File : VV024346.D

Acqg On : 13 Jan 2022 11:38
Operator : SY/MD

Sample : VVe113wBLO1

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 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\SFAMVLM123121WMA.M
Title : VOC Analysis

Signal : TIC: VV@24346.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 76 83 98 rVB 127404 130344 14.48%  1.925%
2 1.568 157 164 176 rBV 106689 119058 13.23% 1.758%
3  2.005 298 300 301 rBV 394 187 0.02% 0.003%
4 2.10e8 321 332 359 rBV 234291 347871 38.65% 5.136%
5 2.285 382 387 388 rBV 257 220 0.02% 0.003%
6 2.452 436 439 443 rBV2 228 199 0.02% 0.003%
7 2.51@ 451 457 462 rVB5 933 1091 0.12% 0.016%
8 2.558 470 472 475 rBV2 304 231 0.03% 0.003%
9 2.619 485 491 495 rBv4 555 775 0.09% 0.011%
106 2.728 523 525 529 rVB2 387 277 0.03% 0.004%
11 2.962 575 579 582 rBB 240 178 ©0.02% 0.003%
12 2.921 582 585 589 rBvV 206 200 0.02% 0.003%
13  2.989 600 606 609 rBv2 277 321 0.04% 0.005%
14 3.008 610 612 616 rVB 289 179 0.02% 0.003%
15 3.056 625 627 629 rBV 271 1706 0.02% 0.003%
16 3.326 708 711 715 rBV 177 197 0.02% 0.003%
17 3.722 831 834 837 rBV 171 175 0.02% 0.003%
18 3.886 875 885 918 rBV 52606 165685 18.41%  2.446%
19 4.243 994 996 1001 rVB2 387 210 0.02% 0.003%
20 4.346 1011 1028 1059 rBV 155473 380341 42.26% 5.616%
21 4.506 1077 1078 1083 rVB2 335 199 0.02% 0.003%
22 4.571 1095 1098 1099 rBV 359 164 0.02% 0.002%
23 4.654 1120 1124 1130 rBV 184 290 0.03% 0.004%
24  4.838 1177 1181 1187 rBB2 393 424 0.05% 0.006%
25 5.043 1225 1245 1282 rBV2 346045 899947 100.00% 13.288%
26 5.317 1327 1330 1331 rBV2 346 160 0.02% 0.002%
27 5.458 1371 1374 1376 rBV2 238 157 0.02% 0.002%
28 5.571 1407 1409 1410 rBV 415 203 0.02% 0.003%
29 5.616 1411 1423 1457 rBV 244894 492643 54.74% 7.274%
30 5.834 1489 1491 1496 rVB3 435 255 0.03% 0.004%
31 5.908 1504 1514 1528 rBV5 13601 28034 3.12% 0.414%
32 6.066 1551 1563 1584 rBV 194315 393648 43.74% 5.812%
33 6.249 1616 1620 1624 rBvV2 431 377 0.04% 0.006%
34 6.362 1654 1655 1659 rVB 425 194 0.02% ©0.003%
35 6.387 1660 1663 1667 rBV 232 192 0.02% 0.003%
36 6.423 1667 1674 1679 rBvV2 199 280 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11322\
Data File : VV024346.D

Acqg On : 13 Jan 2022 11:38
Operator : SY/MD

Sample : VVe113wBLO1

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 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\SFAMVLM123121WMA.M
Title : VOC Analysis
37 6.548 1708 1713 1716 rBvV2 357 255 0.03% 0.004%
38 6.606 1724 1731 1734 rBB2 279 292 0.03% 0.004%
39 6.854 1805 1808 1812 rBV 270 303 0.03% 0.004%
40 6.899 1817 1822 1826 rBV 179 247 0.03% 0.004%
41  6.985 1837 1849 1869 rBV 113271 203957 22.66% 3.011%
42 7.127 1891 1893 1896 rVB 322 187 0.02% 0.003%
43 7.313 1939 1951 1971 rBV 433494 744096 82.68% 10.986%
44  7.587 2032 2036 2037 rBvV2 307 245 0.03% 0.004%
45 7.619 2037 2046 2068 rVV 79339 140825 15.65% 2.079%
46 7.834 2108 2113 2115 rBB 327 217 0.02% 0.003%
47  7.853 2116 2119 2123 rBV 253 223  0.02% ©0.003%
48  7.911 2135 2137 2140 rVB 399 224 0.02% 0.003%
49 7.940 2140 2146 2153 rBB2 451 700 0.08% 0.010%
50 7.985 2158 2160 2163 rBV 289 196 0.02% ©0.003%
51 8.024 2169 2172 2177 rBvV2 258 282 0.03% 0.004%
52 8.088 2182 2192 2227 rBV 198858 385309 42.81% 5.689%
53 8.362 2274 2277 2280 rBvV2 374 239 0.03% 0.004%
54  8.423 2289 2296 2304 rVB4 1743 2569 0.29% ©0.038%
55  8.571 2340 2342 2344 rBV4 334 159 0.02% 0.002%
56 8.625 2354 2359 2363 rBB 316 302 0.03% 0.004%
57 8.644 2363 2365 2367 rBV 284 182 0.02% 0.003%
58 8.850 2418 2429 2453 rBV 373176 603366 67.04%  8.909%
59 9.030 2481 2485 2491 rVB4 515 573 0.06% 0.008%
60 9.120 2510 2513 2515 rBV2 267 176 0.02% ©0.003%
61 9.133 2515 2517 2518 rBV 399 185 0.02% 0.003%
62 9.220 2540 2544 2547 rVB2 378 204 0.02% 0.003%
63 9.770 2712 2715 2720 rVB2 287 297 0.03% 0.004%
64 9.808 2721 2727 2731 rBB 227 254 0.03% 0.004%
65 9.857 2737 2742 2745 rVB 192 192 0.02% 0.003%
66 9.937 2763 2767 2769 rVB 347 273 0.03% 0.004%
67 9.963 2769 2775 2778 rBV 176 249 0.03% 0.004%
68 9.985 2779 2782 2784 rVV2 222 157 0.02% 0.002%
69 10.088 2811 2814 2817 rBV 215 180 0.02% 0.003%
70 10.130 2818 2827 2834 rVB4 1880 2661 0.30% 0.039%
71 10.214 2841 2853 2877 rVB 256673 404562 44.95% 5.973%
72 10.304 2879 2881 2883 rvv2 398 189 0.02% 0.003%
73 10.323 2885 2887 2891 rVB3 482 320 0.04% 0.005%
74 10.477 2933 2935 2940 rVB 316 182 0.02% 0.003%
75 10.522 2942 2949 2951 rBV2 307 316 0.04% 0.005%
76 10.574 2960 2965 2966 rBV2 282 232 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve11322\
Data File : VV024346.D

Acqg On : 13 Jan 2022 11:38
Operator : SY/MD

Sample : VVe113wBLO1

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 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\SFAMVLM123121WMA.M
Title : VOC Analysis
77 10.583 2966 2968 2975 rVB5 702 692 0.08% 0.010%
78 10.911 3065 3070 3071 rBV2 1201 830 0.09% 0.012%
79 11.149 3138 3144 3150 rVB5 939 1210 0.13% 0.018%
80 11.249 3163 3175 3196 rBV 381705 586138 65.13% 8.654%
81 11.426 3225 3230 3237 rVB5S 1781 2089 0.23% 0.031%
82 11.583 3274 3279 3280 rBV2 219 165 0.02% 0.002%
83 11.622 3280 3291 3311 rVV 459565 715651 79.52% 10.566%
84 11.789 3340 3343 3351 rVB5S 754 709 0.08% 0.010%
85 11.853 3359 3363 3366 rBV2 591 373 0.04% 0.006%
86 12.066 3425 3429 3434 rBV 363 324 0.04% 0.005%
87 12.516 3563 3569 3573 rBV2 402 476 0.05% 0.007%
88 12.593 3591 3593 3596 rBV2 344 221 0.02% 0.003%
89 12.631 3602 3605 3608 rBV2 249 209 0.02% 0.003%
90 13.268 3799 3803 3809 rVB3 629 695 ©0.08% 0.010%
91 13.429 3849 3853 3855 rBV 254 188 ©0.02% 0.003%
92 13.493 3871 3873 3874 rBV 359 164 0.02% 0.002%
93 13.744 3949 3951 3952 rBV2 459 179 0.02% 0.003%
94 14.040 4041 4043 4045 rBV 427 247 0.03% 0.004%
95 14.155 4076 4079 4083 rBV2 434 324 0.04% 0.005%
96 14.204 4091 4094 4096 rBV2 250 157 0.02% 0.002%
97 14.274 4113 4116 4122 rBV3 300 357 0.04% 0.005%
98 14.326 4130 4132 4135 rBV 318 173 0.02% 0.003%
99 14.348 4135 4139 4142 rBV3 351 375 0.04% 0.006%
100 14.413 4157 4159 4162 rBV 369 249 0.03% 0.004%
Sum of corrected areas: 6772848
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv011322\
Data File : VV024346.D

Acqg On : 13 Jan 2022 11:38
Operator : SY/MD

Sample ¢ VVO113WBLO1

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VV024346.D\data.ms
400000
5.043
300000
2108 5.616
200000 6.066
4.346
1.307
1.568
100000
3.886
0 2.28325383 922 FWHERB6 3.326 3. 722/L 4.243 \4.5[@7a54.838 5.3H. 8 2524
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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: VV024346.D\data.ms
7.313 11.622
400000 8.850 11.249
300000
10.214
200000 8.088
6.985
100000 7.619
0606 6EBS 7 127 JL?/ 8 .32 RERE! 9. @RER320 0057 GBPEEE 83D ZPBUE BB3 10.91]11.141 11.4213.l BILYEHB2.0¢
R R e e e e e e e e e e e e e e e e
Time--> 7. 7. 50 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV024346.D\data.ms
400000
300000
200000
100000
0 121829931 13.268.329313.744 14.044.88%2% 3
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\VVv011322\
Data File : VV024346.D

Acqg On : 13 Jan 2022 11:38
Operator : SY/MD

Sample ¢ VVO113WBLO1

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.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.
5.908 2.85 ug/L 28034 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 56
2 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 35
3 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 35
4 2-Chloro-4-fluoropyridine 131 CSH3CI1FN 1000484-44-8 32
5 2-Chloro-5-methylthiazole 133 C4H4CINS 033342-65-3 30

Abundance Scan 1514 (5.908 min): VV024346.D\data.ms (-1504) (-) m/z 96.00 100.00%

96.0 130.9
5000 61.0
A\\‘\\\\’\\\\‘\A\\\‘\\\\’
36.9 | 5.60 5.80 6.00 6.20
T A e a a a e m/z 130.90  98.19%
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 TT T T T[T [ TTrr[rrrr]
1310 5.60 5.80 6.00 6.20
15.0 m/z 132.90 97.13%
. \\\\’\\{‘\’\]\-5\\5.‘0\\\\‘]-\9\(\].\()‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
61.0 96.0
R RAmEE
5.60 5.80 6.00 6.20
5000 ITI/Z 98.00 65.99%
26.0
A e B B e B S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31547: Dihydro-4,5-dichloro-2(3H)furanone “‘H“,H“‘A“_“w
96.0 5.60 5.80 6.00 6.20
61.0 m/z 61.80 43.02%
5000
BO " s |
e e e e e A RARES
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\VVve11322\
Data File : VV024346.D

Acqg On : 13 Jan 2022 11:38
Operator : SY/MD

Sample : VVO113WBLO1

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.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,... 5.908 2.9 ug/L 28034 1 5.616 492643 50.0
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