LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@30121\
Data File : VV020422.D

Acqg On : 01 Mar 2021 11:24

Operator : SY/MD

Sample : VVe301MBLO1

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

ALS vial : 1 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\SFAMVLMO22621WMA .M
Title : VOC Analysis

Signal : TIC: VV@20422.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 99 rVB 214862 217641 12.15% 1.506%
2 1.571 157 165 176 rBV 189007 215717 12.04% 1.492%
3 2.108 321 332 361 rVB 394648 610260 34.07% 4.222%
4 2.230 369 370 373 rVB 419 204 0.01% ©0.001%
5 2.298 386 391 398 rvB2 1078 1483 ©0.08% 0.010%
6 2.326 398 400 407 rVB2 334 292 0.02% 0.002%
7 2.51@ 451 457 466 rVB5 1630 2323  0.13% 0.016%
8 2.613 486 489 496 rVB2 370 379 0.02% 0.003%
9 2.648 496 500 503 rVB2 322 216 0.01% 0.001%
106 2.667 503 506 508 rBV 281 181 ©0.01% 0.001%
11 2.809 546 550 551 rBvV2 242 163 0.01% 0.001%
12 3.121 642 647 650 rBv 256 196 0.01% 0.001%
13 3.156 650 658 663 rBv2 190 290 0.02% 0.002%
14 3.185 663 667 670 rVB2 242 173 0.01% 0.001%
15 3.352 715 719 724 rVB 235 181 ©0.01% 0.001%
16 3.642 802 809 811 rBV2 155 171 0.01% ©0.001%
17 3.892 876 887 929 rBV 116175 359625 20.08%  2.488%
18 4.352 1012 1030 1065 rBV 290905 732003 40.87% 5.064%
19 4.545 1086 1090 1096 rVB4 396 426 0.02% 0.003%
20 4.619 1111 1113 1115 rVB 360 171 0.01% 0.001%
21  4.828 1174 1178 1181 rBV3 307 249 0.01% 0.002%
22 4.863 1184 1189 1191 rBV 317 229 0.01% 0.002%
23 4.934 1208 1211 1215 rBV2 306 269 0.02% 0.002%
24  5.050 1229 1247 1270 rBV2 709335 1791130 100.00% 12.392%
25 5.455 1367 1373 1376 rBV2 399 507 ©0.03% 0.004%
26 5.523 1393 1394 1399 rVB2 332 183 0.01% 0.001%
27 5.551 1399 1403 1406 rBV3 297 212 0.01% ©0.001%
28 5.622 1411 1425 1466 rBV 608393 1226942 68.50%  8.488%
29 5.854 1494 1497 1498 rBv2 270 175 0.01% 0.001%
30 5.908 1501 1514 1534 rBV2 50797 104899 5.86% 0.726%
31 5.998 1540 1542 1545 rVB3 440 201 0.01% 0.001%
32 6.072 1552 1565 1594 rBV 395964 807217 45.07% 5.585%
33 6.278 1627 1629 1632 rVB2 497 242 0.01% 0.002%
34 6.320 1640 1642 1645 rvB3 425 205 0.01% 0.001%
35 6.410 1667 1670 1676 rvVB2 185 177 0.01% 0.001%
36 6.442 1676 1680 1681 rBvV2 258 173 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@30121\
Data File : VV020422.D

Acqg On : 01 Mar 2021 11:24

Operator : SY/MD

Sample : VVe301MBLO1

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

ALS vial : 1 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\SFAMVLMO22621WMA .M
Title : VOC Analysis
37 6.519 1699 1704 1707 rBV 208 179 0.01% 0.001%
38 6.555 1713 1715 1719 rVB 275 177 0.01% 0.001%
39 6.635 1736 1740 1744 rVV3 506 426 0.02% 0.003%
40 6.661 1744 1748 1752 rVV3 487 468 0.03% 0.003%
41 6.680 1752 1754 1757 rVWV 455 182 0.01% 0.001%
42 6.706 1757 1762 1765 rVV4 338 340 0.02% 0.002%
43 6.886 1813 1818 1820 rBV2 261 216 0.01% ©0.001%
44  6.992 1838 1851 1877 rBV 207592 382008 21.33% 2.643%
45  7.265 1933 1936 1940 rBvV2 437 350 0.02% 0.002%
46 7.320 1940 1953 1988 rBV 853889 1471612 82.16% 10.181%
47  7.590 2033 2037 2038 rBvV2 376 219 0.01% 0.002%
48 7.625 2038 2048 2072 rBV 149639 259666 14.50% 1.796%
49 7.838 2112 2114 2118 rVB2 500 292 0.02% 0.002%
50 7.860 2118 2121 2123 rVB2 508 256 0.01% ©0.002%
51 7.924 2136 2141 2145 rBV2 406 373  0.02% 0.003%
52 7.982 2154 2159 2165 rBV3 1031 1386 0.08% 0.010%
53 8.095 2183 2194 2238 rBV2 405124 821456 45.86% 5.683%
54  8.333 2265 2268 2275 rVB6 613 534 0.03% 0.004%
55  8.374 2279 2281 2282 rBV 443 182 0.01% 0.001%
56 8.394 2286 2287 2293 rVB3 779 619 0.03% 0.004%
57 8.429 2293 2298 2300 rBvV3 307 282 0.02% 0.002%
58 8.770 2401 2404 2409 rBvV2 387 269 0.02% 0.002%
59 8.857 2419 2431 2462 rBV 940090 1535043 85.70% 10.620%
60 9.149 2518 2522 2524 rBv2 634 501 0.03% 0.003%
61 9.198 2534 2537 2539 rBV 290 181 ©0.01% 0.001%
62 9.294 2564 2567 2570 rVWV 217 160 0.01% 0.001%
63 9.320 2572 2575 2578 rVWV 252 211 0.01% ©0.001%
64 9.339 2578 2581 2585 rVB 274 188 ©0.01% 0.001%
65 9.397 2594 2599 2601 rBV2 217 221 0.01% 0.002%
66 9.551 2645 2647 2649 rBv2 331 198 0.01% 0.001%
67 9.564 2649 2651 2655 rVB2 499 266 0.01% 0.002%
68 9.654 2676 2679 2682 rBV2 281 154 0.01% 0.001%
69 9.953 2766 2772 2777 rBV3 289 419 0.02% 0.003%
70 10.014 2788 2791 2794 rBV 196 173 0.01% 0.001%
71 10.223 2843 2856 2879 rBV 538743 845072 47.18% 5.846%
72 10.635 2980 2984 2988 rBV2 215 192 0.01% 0.001%
73 10.847 3043 3050 3053 rBV2 255 323  0.02% 0.002%
74 10.979 3088 3091 3094 rVB2 333 229 0.01% 0.002%
75 11.011 3094 3101 3103 rBV2 229 192 0.01% 0.001%
76 11.172 3148 3151 3152 rBV 580 267 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@30121\
Data File : VV020422.D

Acqg On : 01 Mar 2021 11:24

Operator : SY/MD

Sample : VVe301MBLO1

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

ALS vial : 1 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\SFAMVLMO22621WMA .M
Title : VOC Analysis

77 11.255 3165 3177 3204 rBV 1000695 1521870 84.97% 10.529%
78 11.493 3248 3251 3254 rBV2 240 158 ©0.01% 0.001%
79 11.509 3254 3256 3261 rVB3 228 164 0.01% 0.001%
80 11.551 3266 3269 3271 rBV2 334 234 0.01% 0.002%

81 11.632 3281 3294 3318 rBV 984135 1519139 84.81% 10.510%

82 11.805 3346 3348 3351 rBV2 359 160 0.01% 0.001%
83 11.821 3351 3353 3357 rvv2 266 180 0.01% 0.001%
84 11.992 3403 3406 3408 rBV 289 178 0.01% 0.001%
85 12.050 3421 3424 3428 rBV 268 221 0.01% 0.002%
86 12.349 3513 3517 3522 rVB 203 189 0.01% 0.001%
87 12.525 3570 3572 3577 rVB2 365 280 0.02% 0.002%
88 12.657 3606 3613 3618 rBV3 1461 2025 0.11% 0.014%
89 12.886 3682 3684 3690 rVB3 326 192 0.01% 0.001%
990 12.914 3690 3693 3697 rBV 564 397 0.02% 0.003%
91 13.181 3773 3776 3780 rVB 359 233 0.01% 0.002%
92 13.271 3800 3804 3813 rBv4 1286 1788 0.10% 0.012%
93 13.339 3822 3825 3827 rBV 271 191 0.01% 0.001%
94 13.381 3836 3838 3840 rBV 257 168 0.01% 0.001%
95 13.525 3875 3883 3889 rBV3 1542 2131 0.12% 0.015%
96 13.696 3931 3936 3938 rBV 581 518 0.03% 0.004%
97 13.757 3949 3955 3962 rVB3 1807 2398 0.13% 0.017%
98 13.934 4007 4010 4017 rBV3 425 491 0.03% 0.003%
99 14.165 4080 4082 4086 rVB2 504 213 0.01% 0.001%
100 15.162 4390 4392 4394 rBV2 717 343 0.02% 0.002%
Sum of corrected areas: 14454448

SFAMVLMO22621WMA.M Tue Mar 02 18:14:00 2021 3



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Abu%ggb

800000
600000
400000

200000

o

Time-->

AR
800000
600000
400000

200000

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve30121\

: VWe20422.D

: 01 Mar 2021 11:24

: SY/MD

: VVO301MBLO1

: 5.0g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
:1 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM022621WMA .M
: VOC Analysis

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: VV020422.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve30121\
Data File : VV020422.D

Acqg On : 01 Mar 2021 11:24

Operator : SY/MD

Sample : VVe301MBLO1

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

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM022621WMA .M
: VOC Analysis

TIC Library : C:\DATABASE\NIST11.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.
s.oes  4.27 ug/l 104899  1,4-Difluorobenzene 5.622
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylene, 1,2-dichloro-, (2)- o6 Camcl2 000156-59-2 38

2 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202
3 Carbamic acid, acetylthio-, O-me... 133 C4H7NO2S
4 4(1H)-Pyrimidinone 96 C4H4N20

5 Benzonitrile, 4-methoxy- 133 C8H7NO

114434-99-0 25
016696-87-0 9
004562-27-0 9
000874-90-8 9

Abundance Scan 1514 (5.908 min): VV020422.D\data.ms (-1501) (-) m/z 130.90 100.00%
9

95.9 130
5000 61.0
G ey
370 5.60 5.80 6.00 6.20
\\\\‘\\\\‘.‘\‘\‘\\“\\\\“\‘\\“‘\\\\‘\\‘\‘\“\\\\‘\ m/Z 95.99 98.89%
miz--> 20 40 60 80 100 120 140 160
Abundance #2705: Ethylene, 1,2-dichloro-, (2)-
61.0 96.0
5000 UL L B R I R |
5.60 5.80 6.00 6.20
6.0 m/z 132.90  91.87%
H
miz--> 20 40 60 80 100 120 140 160
Abundance #27162: Dihydro-4,5-dichloro-2(3H)furanone
96.0
61'0 \\‘\\\\’\\\\‘\\\\‘\\\\’
5.60 5.80 6.00 6.20
5000 m/z 97.90 58.09%
126.0
42.0
b e 220
miz--> 20 40 60 80 100 120 140 160
Abundance  #14588: Carbamic acid, acetylthio-, O-methyl ester REREEE T VA NS
133.0 5.60 5.80 6.00 6.20
m/z 61.00 39.40%
43.0
5000 610 910
SN VR | N ‘I N YUY A W
m/z--> 20 60 80 100 120 140 160 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@30121\
Data File : VV020422.D

Acqg On : 01 Mar 2021 11:24

Operator : SY/MD

Sample : VVOe301MBLO1

Misc : 5.0g/5.0mL/100uL/5.emL/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@22621WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

unknown-01 5.908 4.3 wug/L 104899 1 5.622 1226940 50.0
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