LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081820\
Data File : VV018042.D

Aca On : 18 Aug 2020 10:22

Operator : SY/MD

Sample > VV0818MBLO1

Misc : 5.0a/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\SOMVLMO81120WMA .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 1.315 63 70 85 rvB 156803 156075 14.80% 1.919%
2 1.579 144 152 166 rBvV 134787 151018 14.32% 1.856%
3 2.123 310 321 346 rVB 266117 408552 38.74% 5.022%
4 2.309 371 379 389 rVB2 1900 3049 0.29% 0.037%
5 2.364 394 396 399 rBV 153 85 0.01% 0.001%
6 2.524 437 446 459 rBvV2 6828 11407 1.08% 0.140%
7 2.576 460 462 466 rvVB 209 105 0.01% 0.001%
8 2.611 470 473 476 rBV 159 143 0.01% 0.002%
9 2.782 516 526 533 rBv4 938 1523 0.14% 0.019%
10 3.077 615 618 623 rBV2 108 117 0.01% 0.001%
11 3.627 785 789 796 rBV2 222 337 0.03% 0.004%
12 3.659 796 799 801 rBV2 127 92 0.01% 0.001%
13 3.798 837 842 845 rBV 91 100 0.01% 0.001%
14 3.907 865 876 913 rBV 65779 196664 18.65% 2.418%
15 4.258 981 985 991 rBV3 224 221 0.02% 0.003%
16 4.370 1003 1020 1056 rBv 166726 419074 39.74% 5.152%
17 4.547 1072 1075 1079 rBv2 242 113 0.01% 0.001%
18 4.602 1088 1092 1097 rBv3 291 247 0.02% 0.003%
19 4.659 1108 1110 1117 rVB3 200 166 0.02% 0.002%
20 4.695 1117 1121 1122 rBvV2 379 272 0.03% 0.003%
21 4.775 1143 1146 1150 rvVvB 264 164 0.02% 0.002%
22 4.798 1150 1153 1157 rBvV2 84 85 0.01% 0.001%
23 4.827 1159 1162 1165 rvv2 145 104 0.01% 0.001%
24 4.843 1165 1167 1169 rvVB 241 76 0.01% 0.001%
25 4.862 1169 1173 1176 rBv2 174 138 0.01% 0.002%
26 4.926 1191 1193 1196 rBvV 120 73 0.01% 0.001%
27 5.068 1219 1237 1264 rBvV2 412063 1054622 100.00% 12.964%
28 5.360 1324 1328 1331 rBV3 192 127 0.01% 0.002%
29 5.376 1331 1333 1335 rVB2 135 69 0.01% 0.001%
30 5.463 1357 1360 1364 rBV 111 87 0.01% 0.001%
31 5.637 1400 1414 1453 rBV 343555 683508 64.81% 8.402%
32 5.926 1493 1504 1524 rVB 17801 36086 3.42% 0.444%
33 6.090 1541 1555 1585 rBV 237918 479035 45.42% 5.889%
34 6.232 1592 1599 1602 rBv4 465 678 0.06% 0.008%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081820\
Data File : VV018042.D

Aca On : 18 Aug 2020 10:22

Operator : SY/MD

Sample > VV0818MBLO1

Misc : 5.0a/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\SOMVLMO81120WMA .M
Title : VOC Analysis

35 6.257 1605 1607 1612 rVB 426 225 0.02% 0.003%
36 6.341 1629 1633 1637 rVB2 110 89 0.01% 0.001%
37 6.360 1637 1639 1644 rBV2 83 72 0.01% 0.001%
38 6.460 1667 1670 1673 rBV2 88 79 0.01% 0.001%
39 6.544 1692 1696 1698 rBV 157 83 0.01% 0.001%
40 6.672 1731 1736 1737 rBV 127 107 0.01% 0.001%
41 6.679 1737 1738 1741 rVV 133 81 0.01% 0.001%
42 6.801 1773 1776 1784 rVB2 156 198 0.02% 0.002%
43 6.907 1806 1809 1811 rBV2 133 106 0.01% 0.001%
44 7.007 1828 1840 1869 rBV 125230 230631 21.87% 2.835%
45 7.106 1869 1871 1877 rVB2 409 287 0.03% 0.004%
46 7.225 1906 1908 1911 rVB 202 91 0.01% 0.001%
47 7.257 1916 1918 1923 rVB2 213 178 0.02% 0.002%
48 7.335 1930 1942 1964 rBV 484608 831248 78.82% 10.218%
49 7.540 2004 2006 2007 rBvV 177 81 0.01% 0.001%
50 7.585 2018 2020 2024 rBvV2 121 119 0.01% 0.001%
51 7.640 2027 2037 2062 rvv 91529 155825 14.78% 1.916%
52 7.785 2079 2082 2084 rBVv4 200 120 0.01% 0.001%
53 7.855 2102 2104 2110 rVB 193 85 0.01% 0.001%
54 7.907 2117 2120 2123 rBV2 154 134 0.01% 0.002%
55 8.000 2144 2149 2154 rVB2 750 741 0.07% 0.009%
56 8.106 2172 2182 2219 rBV2 180750 361517 34.28% 4.444%
57 8.380 2264 2267 2270 rVB3 159 111 0.01% 0.001%
58 8.457 2288 2291 2293 rBV2 122 88 0.01% 0.001%
59 8.482 2298 2299 2306 rVB 225 136 0.01% 0.002%
60 8.518 2306 2310 2312 rBvV 178 149 0.01% 0.002%
61 8.592 2329 2333 2335 rBV2 103 91 0.01% 0.001%
62 8.720 2367 2373 2376 rBV2 170 169 0.02% 0.002%
63 8.871 2407 2420 2445 rBV 529995 845212 80.14% 10-390%
64 9.035 2466 2471 2473 rBV3 436 433 0.04% 0.005%
65 9.164 2505 2511 2520 rBV3 543 850 0.08% 0.010%
66 9.283 2544 2548 2549 rBV 112 77 0.01% 0.001%
67 9.441 2593 2597 2603 rBV2 252 322 0.03% 0.004%
68 9.566 2631 2636 2641 rBV2 532 590 0.06% 0.007%
69 9.733 2684 2688 2692 rBV2 128 146 0.01% 0.002%
70 9.955 2750 2757 2765 rVB3 684 1142 0.11% 0.014%
71 9.987 2765 2767 2771 rBV2 120 92 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081820\
Data File : VV018042.D

Aca On : 18 Aug 2020 10:22

Operator : SY/MD

Sample > VV0818MBLO1

Misc : 5.0a/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\SOMVLMO81120WMA .M
Title : VOC Analysis
72 10.013 2772 2775 2777 rBV2 126 79 0.01% 0.001%
73 10.235 2832 2844 2863 rBV 280227 443441 42.05% 5.451%
74 10.421 2899 2902 2904 rBV2 138 83 0.01% 0.001%
75 10.566 2940 2947 2952 rBV 684 913 0.09% 0.011%
76 10.627 2964 2966 2969 rBV2 103 78 0.01% 0.001%
77 10.942 3057 3064 3072 rVB3 535 853 0.08% 0.010%
78 11.077 3103 3106 3113 rVB2 153 160 0.02% 0.002%
79 11.209 3141 3147 3154 rVB3 1271 1564 0.15% 0.019%
80 11.270 3154 3166 3188 rBV 542136 834783 79.15% 10.262%
81 11.482 3230 3232 3233 rBV 314 100 0.01% 0.001%
82 11.646 3270 3283 3306 rBV 512463 803761 76.21% 9.880%
83 11.765 3317 3320 3322 rVB3 312 185 0.02% 0.002%
84 11.849 3343 3346 3347 rBV3 136 70 0.01% 0.001%
85 11.858 3347 3349 3352 rVB 272 148 0.01% 0.002%
86 11.878 3352 3355 3358 rVB2 168 98 0.01% 0.001%
87 11.897 3358 3361 3367 rBV 141 141 0.01% 0.002%
88 11.981 3384 3387 3388 rBV 134 88 0.01% 0.001%
89 11.990 3388 3390 3394 rVB2 267 167 0.02% 0.002%
90 12.248 3467 3470 3472 rBV 216 130 0.01% 0.002%
91 12.338 3495 3498 3505 rBV 228 233 0.02% 0.003%
92 12.675 3596 3603 3611 rBV3 1643 2262 0.21% 0.028%
93 13.289 3787 3794 3802 rBV3 2215 2939 0.28% 0.036%
94 13.534 3862 3870 3878 rBV2 2307 3253 0.31% 0.040%
95 13.775 3937 3945 3950 rBV4 1777 2273 0.22% 0.028%
96 13.829 3959 3962 3973 rVB3 286 436 0.04% 0.005%
97 13.977 4005 4008 4009 rBV3 231 109 0.01% 0.001%
98 14.161 4063 4065 4067 rBV2 171 93 0.01% 0.001%
99 14.193 4071 4075 4078 rBV 274 316 0.03% 0.004%
100 15.405 4449 4452 4456 rVB2 382 251 0.02% 0.003%
Sum of corrected areas: 8134924
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081820\
Data File : VV018042.D

Aca On : 18 Aug 2020 10:22

Operator : SY/MD

Sample : VV0818MBLO1

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

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .M
VOC Analysis

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

Abundance TIC: VV018042.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV081820\
Data File : VV018042.D

Aca On : 18 Aug 2020 10:22

Operator : SY/MD

Sample : VV0818MBLO1

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

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 2.64 ug/L 36086 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 43
3 Dihvdro-4.5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 32
4 1H-Imidazole. 1l-ethvl- 96 C5H8N2 007098-07-9 9
5 1-Pyrrolidinecarbonyl chloride 133 C5H8CINO 001192-63-8 9

Abundance Scan 1505 (5.929 min): VV018042.D (-1493) (-) m/z 130.90 100.00%
9 1
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77 | e 560 580 6.00 620
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Abundance #53234: Propanoic acid, 2,2,3-trichloro-, methyl ester
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5000 m/z 97.90 65.90%
26
13 37 48 72
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Abundance #27162: Dihydro-4,5-dichloro-2(3H)furanone R s R V. S
96 5.60 5.80 6.00 6.20
61 m/z 61.00 49.72%
5000
126
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV081820\
Data File : VV018042.D

Acq On : 18 Aug 2020 10:22

Operator : SY/MD

Sample > VV0818MBLO1

Misc : 5.09/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM081120WMA .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 2.6 ug/L 36086 1 5.64 683508 50.0
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