LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@30922\
Data File : VV024886.D

Acqg On : 09 Mar 2022 17:30

Operator : SY/MD

Sample : VVO309MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

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\SFAMVLMO22822WMA .M
Title : VOC Analysis

Signal : TIC: VV024886.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 83 101 rVB 174260 176093 13.28% 1.837%
2 1.568 157 164 177 rVB 152994 171503 12.94% 1.790%
3 2.005 296 300 302 rBV2 431 311 0.02% 0.003%
4 2.057 314 316 318 rBV 513 246 0.02% ©0.003%
5 2.108 322 332 360 rVB 297433 435993 32.88% 4.549%
6 2.298 381 391 399 rBV3 499 924 0.07% 0.010%
7 2.442 433 436 442 rBV3 334 434 0.03% 0.005%
8 2.510 452 457 468 rVB5 1079 1608 0.12% 0.017%
9 2.722 520 523 526 rVB 316 187 0.01% 0.002%
106 2.815 545 552 554 rBV2 276 304 0.02% 0.003%
11  2.999 605 609 612 rVB2 239 186 ©0.01% 0.002%
12 3.089 634 637 640 rBvV 367 270 0.02% 0.003%
13 3.240 680 684 688 rBv2 174 186 ©0.01% ©0.002%
14  3.372 722 725 729 rBV 255 182 0.01% 0.002%
15 3.484 752 760 763 rBV2 201 305 ©0.02% 0.003%
16 3.892 877 887 933 rBvV2 77833 265697 20.04% 2.772%
17 4.346 1011 1028 1061 rBV 212055 526525 39.71% 5.494%
18 4.558 1090 1094 1103 rVB4 558 566 0.04% 0.006%
19 4.600 1103 1107 1113 rBvV3 629 602 0.05% 0.006%
20 4.667 1125 1128 1131 rBV 238 193 0.01% 0.002%
21  4.748 1148 1153 1157 rBV 168 209 0.02% 0.002%
22 4.770 1157 1160 1166 rVv2 198 214 0.02% 0.002%
23  4.860 1184 1188 1195 rVB2 326 446 0.03% 0.005%
24  4.896 1195 1199 1201 rBV2 261 192 0.01% 0.002%
25 5.047 1229 1246 1279 rBV2 522344 1325881 100.00% 13.835%
26 5.288 1319 1321 1325 rBV2 325 245 0.02% ©0.003%
27 5.616 1408 1423 1461 rBV 336815 676464 51.02% 7.059%
28 5.831 1486 1490 1493 rBV2 199 196 ©0.01% 0.002%
29 5.905 1500 1513 1536 rBv2 28739 60144 4.54% 0.628%
30 5.998 1539 1542 1544 rBV 340 250 0.02% ©0.003%
31 6.069 1551 1564 1592 rBV 293394 600241 45.27% 6.263%
32 6.211 1605 1608 1610 rBV3 572 363 0.03% 0.004%
33  6.404 1663 1668 1673 rBvV2 263 266 0.02% ©0.003%
34 6.442 1674 1680 1683 rvB2 206 232 0.02% 0.002%
35 6.577 1719 1722 1726 rVB2 270 208 0.02% 0.002%
36 6.638 1726 1741 1746 rBV4 1354 2735 0.21% 0.029%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@30922\
Data File : VV024886.D

Acqg On : 09 Mar 2022 17:30

Operator : SY/MD

Sample : VVO309MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

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\SFAMVLMO22822WMA .M
Title : VOC Analysis
37 6.699 1759 1760 1766 rvVB3 435 279 0.02% ©0.003%
38 6.728 1766 1769 1773 rVB2 352 269 0.02% 0.003%
39 6.905 1820 1824 1827 rVB2 250 186 0.01% 0.002%
40 6.928 1827 1831 1835 rBvV2 219 234 0.02% 0.002%
41 6.986 1835 1849 1875 rBV 153341 279598 21.09%  2.918%
42 7.191 1902 1913 1921 rBV6 1219 2585 0.19% 0.027%
43 7.243 1926 1929 1933 rBvV2 306 275 0.02% 0.003%
44  7.314 1939 1951 1970 rBV 617073 1056272 79.67% 11.022%
45  7.561 2025 2028 2033 rVB2 353 257 0.02% 0.003%
46 7.619 2037 2046 2073 rBvV2 99877 175411 13.23% 1.830%
47  7.828 2105 2111 2114 rBV2 217 183 0.01% 0.002%
48 7.892 2127 2131 2133 rBV 221 189 0.01% 0.002%
49 8.088 2181 2192 2231 rBV 317372 613261 46.25% 6.399%
50 8.423 2293 2296 2302 rVB2 277 254 0.02% 0.003%
51 8.458 2303 2307 2310 rVB 282 188 ©0.01% 0.002%
52 8.619 2353 2357 2365 rVB2 609 689 0.05% 0.007%
53 8.706 2380 2384 2391 rBvV2 251 323  0.02% 0.003%
54  8.850 2417 2429 2458 rBV 518533 848521 64.00%  8.854%
55 9.063 2490 2495 2498 rBV2 309 301 ©0.02% 0.003%
56 9.095 2500 2505 2508 rvv2 273 286 0.02% ©0.003%
57 9.153 2515 2523 2532 rBV3 672 1095 ©0.08% 0.011%
58 9.342 2577 2582 2587 rBvV2 203 253 0.02% 0.003%
59 9.606 2660 2664 2668 rBV2 261 227 0.02% 0.002%
60 9.940 2762 2768 2771 rBV 329 241 0.02% 0.003%
61 10.124 2817 2825 2836 rBV3 2321 3381 0.26% ©0.035%
62 10.214 2841 2853 2873 rBV 367647 576815 43.50% 6.019%
63 10.317 2882 2885 2893 rVB3 647 724 0.05% ©0.008%
64 10.349 2893 2895 2900 rBV2 395 342 0.03% 0.004%
65 10.403 2910 2912 2916 rVB 327 191 0.01% 0.002%
66 10.545 2953 2956 2959 rBV3 343 209 0.02% 0.002%
67 10.571 2959 2964 2968 rBV2 931 1012 0.08% 0.011%
68 10.809 3034 3038 3042 rBV2 214 198 0.01% 0.002%
69 10.911 3063 3070 3072 rBV2 1803 1770 0.13% 0.018%
70 11.037 3101 3109 3113 rBV2 393 509 0.04% 0.005%
71 11.146 3134 3143 3149 rBV4 1035 1451 0.11% 0.015%
72 11.246 3163 3174 3201 rBV 550461 828955 62.52% 8.650%
73 11.384 3215 3217 3219 rBV2 470 295 0.02% 0.003%
74 11.429 3224 3231 3237 rVB5S 1256 1776 0.13% 0.018%
75 11.474 3242 3245 3248 rBV2 303 207 0.02% 0.002%

76 11.622 3278 3291 3311 rBV 589958 926044 69.84% 9.663%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@30922\
Data File : VV024886.D

Acqg On : 09 Mar 2022 17:30

Operator : SY/MD

Sample : VVO309MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

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\SFAMVLMO22822WMA .M
Title : VOC Analysis
77 11.844 3351 3360 3361 rBV2 511 484 0.04% 0.005%
78 11.982 3399 3403 3407 rVB2 270 227 0.02% 0.002%
79 12.056 3423 3426 3430 rVB 271 180 0.01% 0.002%
80 12.101 3434 3440 3446 rBV2 365 460 0.03% 0.005%
81 12.249 3483 3486 3491 rBV3 468 413 0.03% 0.004%
82 12.371 3519 3524 3526 rBV 210 212 0.02% 0.002%
83 12.590 3588 3592 3595 rBV3 306 200 0.02% 0.002%
84 12.767 3644 3647 3651 rVB2 349 257 0.02% 0.003%
85 12.802 3651 3658 3660 rBV2 228 295 0.02% 0.003%
86 13.271 3801 3804 3807 rBV2 377 278 0.02% 0.003%
87 13.455 3857 3861 3864 rBV2 286 202 0.02% 0.002%
88 13.516 3871 3880 3884 rBV3 881 1371 0.10% 0.014%
89 13.574 3892 3898 3900 rBV2 231 249 0.02% 0.003%
90 13.718 3939 3943 3945 rBV 268 206 0.02% 0.002%
91 13.969 4018 4021 4025 rVB 299 193 0.01% 0.002%
92 13.998 4026 4030 4032 rBV2 295 223 0.02% 0.002%
93 14.111 4063 4065 4068 rVB2 360 197 0.01% 0.002%
94 14.152 4074 4078 4080 rBV2 439 380 0.03% 0.004%
95 14.230 4100 4102 4105 rBV2 328 194 0.01% 0.002%
96 14.429 4159 4164 4168 rBV2 345 400 0.03% 0.004%
97 14.458 4170 4173 4175 rBV2 410 290 0.02% 0.003%
98 14.525 4191 4194 4197 rBvV2 261 207 0.02% 0.002%
99 15.458 4482 4484 4488 rVB2 347 184 0.01% 0.002%
100 15.673 4549 4551 4555 rBV3 420 304 0.02% 0.003%
Sum of corrected areas: 9583457
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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\VVve30922\

: VVe24886.D

: 09 Mar 2022 17:30

: SY/MD

: VVO309MBLO1

: 5.00g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
: 4 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@22822WMA.M
: VOC Analysis

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

Abundance
600000
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400000
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TIC: VV024886.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv030922\
Data File : VV024886.D

Acqg On : 09 Mar 2022 17:30

Operator : SY/MD

Sample : VVOe309MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@22822WMA.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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.905 4.45 ug/L 60144  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 38
2 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 25
3 2-Chloro-4-fluoropyridine 131 C5H3C1FN 1000484-44-8 25
4 2-Chloro-5-methylthiazole 133 C4H4CINS 033342-65-3 14
5 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 12

Abundance Scan 1513 (5.905 min): VV024886.D\data.ms (-1500) (-) m/z 95.90 100.00%

95.9 132.9
5000 61.0
P e
36.9 ! ‘ 5.60 5.80 6.00 6.20
s e o m/z 132.90  90.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3039: Ethylene, 1,2-dichloro-, (2)-
61.0 96.0
5000 L LI L B B R
5.60 5.80 6.00 6.20
26.0 m/z 130.90  90.07%
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
AN maaEEE S
5.60 5.80 6.00 6.20
m/z 97.90 59.99%
5000 131.0
15.0
0 36.0 Ll 1550 1900
A B e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15851: 2-Chloro-4-fluoropyridine SNSSUNERY H A B
96.0 131.0 5.60 5.80 6.00 6.20
m/z 61.00 45.19%
5000
69.
oH‘Ws‘lu'?‘;u“‘u_l‘mm e b o L A M
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@30922\
Data File : VV024886.D

Acqg On : @9 Mar 2022 17:30

Operator : SY/MD

Sample : VVO309MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@22822WMA.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 5.905 4.5 ug/L 60144 1 5.616 676464 50.0
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