LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100220\
Data File : VV018617.D

Aca On : 02 Oct 2020 11:50

Operator : SY/MD

Sample : VV1002MBLO1

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

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA V\METHOD\SOMVLMO92920WMA .M
Title : VOC Analysis

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.316 63 70 86 rvB 142202 146445 14.74% 1.826%
2 1.576 144 151 163 rBvV 134430 149330 15.03% 1.862%
3 2.119 310 320 351 rVB 276488 430811 43.36% 5.373%
4 2.377 398 400 404 rBV2 360 270 0.03% 0.003%
5 2.525 436 446 453 rBvV2 1932 3183 0.32% 0.040%
6 2.779 518 525 533 rBV4 649 853 0.09% 0.011%
7 2.846 542 546 548 rBV 228 169 0.02% 0.002%
8 2.859 548 550 554 rVB2 323 188 0.02% 0.002%
9 3.007 595 596 601 rBV2 171 124 0.01% 0.002%
10 3.068 608 615 620 rBV3 743 895 0.09% 0.011%
11 3.113 626 629 631 rBV2 135 90 0.01% 0.001%
12 3.148 636 640 641 rBV 237 165 0.02% 0.002%
13 3.235 665 667 671 rVB2 297 156 0.02% 0.002%
14 3.254 671 673 676 rBvV2 262 231 0.02% 0.003%
15 3.502 747 750 752 rBV2 199 142 0.01% 0.002%
16 3.653 795 797 802 rVB2 331 225 0.02% 0.003%
17 3.682 802 806 808 rBV 244 184 0.02% 0.002%
18 3.798 835 842 844 rBV 255 276 0.03% 0.003%
19 3.907 865 876 910 rBV 64637 196182 19.75% 2.447%
20 4.286 992 994 997 rBV3 352 187 0.02% 0.002%
21 4.370 1004 1020 1049 rBvV 161925 405237 40.79% 5.054%
22 4.605 1090 1093 1097 rBv2 513 410 0.04% 0.005%
23 4.666 1110 1112 1117 rBvV2 180 166 0.02% 0.002%
24 4.698 1120 1122 1123 rBvV 328 129 0.01% 0.002%
25 4.730 1129 1132 1135 rvB2 185 104 0.01% 0.001%
26 4.788 1144 1150 1152 rBvV2 368 327 0.03% 0.004%
27 4.840 1164 1166 1168 rBvV 209 116 0.01% 0.001%
28 4.894 1178 1183 1188 rBv2 315 383 0.04% 0.005%
29 4.930 1191 1194 1199 rBvV2 182 185 0.02% 0.002%
30 4.949 1199 1200 1203 rvVB 380 116 0.01% 0.001%
31 4.991 1210 1213 1216 rBvV 257 182 0.02% 0.002%
32 5.068 1220 1237 1261 rBv2 387722 993559 100.00% 12.392%
33 5.389 1335 1337 1340 rVB 455 243 0.02% 0.003%
34 5.466 1355 1361 1363 rBvV2 226 250 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100220\
Data File : VV018617.D

Aca On : 02 Oct 2020 11:50

Operator : SY/MD

Sample : VV1002MBLO1

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

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMQ092920WMA .M
Title : VOC Analysis

35 5.528 1375 1380 1386 rBV3 393 601 0.06% 0.007%
36 5.553 1386 1388 1394 rVB2 364 278 0.03% 0.003%
37 5.579 1394 1396 1397 rBV 233 109 0.01% 0.001%
38 5.637 1402 1414 1438 rBV 334356 666640 67.10% 8.314%
39 5.926 1493 1504 1521 rBV 28045 56857 5.72% 0.709%
40 6.029 1534 1536 1540 rVvB2 249 133 0.01% 0.002%
41 6.090 1540 1555 1588 rBV 219645 450704 45.36% 5.621%
42 6.412 1653 1655 1657 rBV 237 120 0.01% 0.001%
43 6.441 1662 1664 1667 rVB 167 104 0.01% 0.001%
44 6.653 1727 1730 1734 rVB2 340 269 0.03% 0.003%
45 6.679 1734 1738 1741 rBV2 303 273 0.03% 0.003%
46 6.695 1741 1743 1746 rVB 330 141 0.01% 0.002%
47 6.714 1746 1749 1751 rBvV 184 89 0.01% 0.001%
48 6.730 1751 1754 1757 rVB 191 105 0.01% 0.001%
49 6.749 1757 1760 1764 rBV2 282 221 0.02% 0.003%
50 6.833 1785 1786 1790 rBV 179 114 0.01% 0.001%
51 6.881 1798 1801 1807 rBV 184 177 0.02% 0.002%
52 6.955 1821 1824 1827 rVB2 433 294 0.03% 0.004%
53 7.003 1828 1839 1867 rBV 125045 226975 22.84% 2.831%
54 7.190 1895 1897 1899 rBvV 337 176 0.02% 0.002%
55 7.257 1916 1918 1919 rBV 464 188 0.02% 0.002%
56 7.293 1926 1929 1930 rBV 147 86 0.01% 0.001%
57 7.335 1930 1942 1965 rBV 468997 802088 80.73% 10.004%
58 7.489 1988 1990 1993 rBV3 533 236 0.02% 0.003%
59 7.640 2027 2037 2057 rBV 91107 158324 15.94% 1.975%
60 7.881 2109 2112 2113 rBvV 332 170 0.02% 0.002%
61 8.000 2141 2149 2157 rBV5 1870 2733 0.28% 0.034%
62 8.106 2172 2182 2219 rBV2 197222 397342 39.99%  4.956%
63 8.402 2271 2274 2275 rBV2 288 168 0.02% 0.002%
64 8.434 2280 2284 2286 rBV 288 265 0.03% 0.003%
65 8.605 2335 2337 2341 rBV 225 150 0.02% 0.002%
66 8.872 2407 2420 2445 rBV 530684 847811 85.33% 10.574%
67 9.081 2484 2485 2489 rVB 674 267 0.03% 0.003%
68 9.138 2497 2503 2505 rBV 300 267 0.03% 0.003%
69 9.219 2525 2528 2530 rBV3 280 200 0.02% 0.002%
70 9.383 2575 2579 2582 rBV2 297 264 0.03% 0.003%
71 9.463 2600 2604 2607 rBvV 302 258 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100220\
Data File : VV018617.D

Aca On : 02 Oct 2020 11:50

Operator : SY/MD

Sample : VV1002MBLO1

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

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMQ092920WMA .M
Title : VOC Analysis

72 9.479 2607 2609 2615 rvv2 361 262 0.03% 0.003%
73 9.579 2630 2640 2644 rBV2 556 877 0.09% 0.011%
74 9.682 2670 2672 2673 rBV 216 72 0.01% 0.001%
75 9.714 2680 2682 2692 rVB 416 445 0.04% 0.006%
76 9.759 2692 2696 2699 rBV 229 166 0.02% 0.002%
77 9.820 2713 2715 2717 rBV 144 78 0.01% 0.001%
78 9.904 2739 2741 2744 rBV2 184 98 0.01% 0.001%
79 9.952 2752 2756 2759 rBV2 403 402 0.04% 0.005%
80 10.235 2833 2844 2860 rBV 264245 410656 41.33% 5.122%
81 10.425 2900 2903 2906 rBV2 192 126 0.01% 0.002%
82 10.457 2911 2913 2916 rBV2 175 138 0.01% 0.002%
83 10.473 2916 2918 2919 rBV2 253 103 0.01% 0.001%
84 10.569 2941 2948 2953 rVB2 581 817 0.08% 0.010%
85 10.810 3019 3023 3025 rBvV2 245 185 0.02% 0.002%
86 11.045 3093 3096 3099 rVB 351 212 0.02% 0.003%
87 11.148 3124 3128 3131 rBV2 269 235 0.02% 0.003%

88 11.270 3154 3166 3186 rBV 566069 847759 85.33% 10.573%
89 11.646 3271 3283 3307 rBV 504874 802051 80.73% 10.003%

90 11.862 3348 3350 3351 rBV 226 78 0.01% 0.001%
91 12.010 3394 3396 3400 rBV 300 193 0.02% 0.002%
92 12.585 3572 3575 3579 rVB2 347 229 0.02% 0.003%
93 12.608 3579 3582 3586 rVB2 340 218 0.02% 0.003%
94 12.633 3586 3590 3594 rBV2 190 164 0.02% 0.002%
95 12.711 3611 3614 3623 rBV2 632 532 0.05% 0.007%
96 13.154 3748 3752 3755 rBV2 369 280 0.03% 0.003%
97 13.293 3791 3795 3804 rVB2 1489 1737 0.17% 0.022%
98 13.537 3864 3871 3878 rBV5 1780 2516 0.25% 0.031%
99 14.202 4074 4078 4080 rBV 366 292 0.03% 0.004%
100 14.251 4090 4093 4096 rBvV 453 367 0.04% 0.005%
Sum of corrected areas: 8017998
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100220\
VvV018617.D

02 Oct 2020 11:50

SY/MD

VV1002MBLO1
5.00a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

3 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .M
VOC Analysis

C:\DATABASENNIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100220\
Data File : VV018617.D

Aca On : 02 Oct 2020 11:50

Operator : SY/MD

Sample : VV1002MBLO1

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

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Propanoic acid, 2,2,3-trich... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

5.93 4.26 ug/L 56857 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2.2.3-trichloro-... 190 C4H5C1302 004749-35-3 50
2 Ethvlene. 1.2-dichloro-. (2)- 96 C2H2CI2 000156-59-2 35
3 Dihvdro-4.5-dichloro-2(3H)furanone 154 C4H4Cl1202 114434-99-0 25
4 1H-Imidazole. 1l-ethvl- 96 C5H8N2 007098-07-9 9
5 3,5-Dimethylpyrazole 96 C5H8N2 000067-51-6 9

Abundance Scan 1505 (5.930 min): VV018617.D (-1493) (-) m/z 130.90 100.00%
96 1
5000 61
37 47 82 560 580 6.00 620
0 N |1 m/z 132.90 97.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53234: Propanoic acid, 2,2,3-trichloro-, methyl ester
59 96
5000 L UL UL L A
131 560 580 600 620
15 m/z 96.00 97.17%
0 26 39 49 m 7 us 15 190
miz--> B 4 e a6 Do uo s o
Abundance
61 96
ko 5k0 a0 650
5000 m/z 98.00 64.72%
26
13 37 48 72
e L S R L WL WL B S S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27162: Dihydro-4,5-dichloro-2(3H)furanone e e
96 560 580 6.00 6.20
61 m/z 61.00 47 .92%
5000
126
O ??I‘??' 'l“ T ??' "1 '%%1'|"l"| "¥5ﬁ|" T T T T "|'(\' SRS
m/z--> 20 40 60 80 100 120 140 160 180 5.60 5.80 6.00 6.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV100220\
Data File : VV018617.D

Acq On : 02 Oct 2020 11:50

Operator : SY/MD

Sample : VV1002MBLO1

Misc : 5.009/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM092920WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Propanoic acid, 2... 5.93 4.3 ug/L 56857 1 5.64 666640 50.0
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