LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV082520\
Data File : VV018092.D

Aca On : 25 Aug 2020 12:25

Operator : SY/MD

Sample : L3782-06ME

Misc : 6.36a0/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 5 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

1.219 34 40 46 rBvV 13798 13551 0.90% 0.123%
1.312 62 69 89 rvB 192047 223494 14.77% 2.030%
151 168 rBVY 144078 199923 13.21% 1.816%
2.100 303 314 326 rBV 377263 543909 35.94% 4.940%
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2.290 366 373 378 rBv4 1180 1567 0.10% 0.014%
6 2.380 399 401 405 rvB2 222 157 0.01% 0.001%
7 2.412 408 411 413 rBV2 296 161 0.01% 0.001%
8 2.437 416 419 421 rBV2 165 124 0.01% 0.001%
9 2.511 434 442 452 rVB4 3408 6107 0.40% 0.055%
10 2.563 452 458 460 rBvV 228 201 0.01% 0.002%
11 2.627 466 478 492 rBvV 6946 15228 1.01% 0.138%
12 2.775 522 524 526 rVB2 307 138 0.01% 0.001%
13 3.035 601 605 608 rBvV 307 258 0.02% 0.002%
14 3.119 626 631 639 rvB2 252 304 0.02% 0.003%
15 3.357 699 705 710 rBV 198 221 0.01% 0.002%
16 3.389 712 715 720 rVB 160 134 0.01% 0.001%
17 3.421 722 725 731 rBV2 147 117 0.01% 0.001%
18 3.527 753 758 764 rVB2 120 136 0.01% 0.001%
19 3.733 817 822 824 rBV 166 135 0.01% 0.001%

20 3.920 869 880 931 rBV 59484 257622 17.02% 2.340%

21 4_.367 1002 1019 1051 rVB 227252 584632 38.63% 5.309%

22 4.521 1064 1067 1070 rBV 201 148 0.01% 0.001%
23 4.569 1079 1082 1088 rVB2 309 239 0.02% 0.002%
24 4.666 1109 1112 1114 rBV2 195 145 0.01% 0.001%
25 4.704 1122 1124 1129 rVB3 274 225 0.01% 0.002%
26 5.061 1218 1235 1271 rBV2 608257 1513457 100.00% 13.745%
27 5.270 1297 1300 1302 rBV2 245 160 0.01% 0.001%
28 5.357 1318 1327 1339 rBv4 2003 4170 0.28% 0.038%
29 5.405 1339 1342 1343 rBvV 317 176 0.01% 0.002%
30 5.572 1389 1394 1397 rBV2 110 122 0.01% 0.001%
31 5.633 1400 1413 1444 rBV 363685 747248 49_.37% 6.786%
32 5.852 1478 1481 1485 rBV3 190 188 0.01% 0.002%
33 5.923 1491 1503 1521 rBV2 21151 44141 2.92% 0.401%
34 5.987 1521 1523 1524 rVV 341 180 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV082520\
Data File : VV018092.D

Aca On : 25 Aug 2020 12:25

Operator : SY/MD

Sample : L3782-06ME

Misc : 6.36a0/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 5 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 6.016 1524 1532 1539 rvv4 1323 2748 0.18% 0.025%
36 6.087 1540 1554 1585 rVV 322807 675538 44.64% 6.135%
37 6.463 1666 1671 1679 rVB2 125 156 0.01% 0.001%
38 6.656 1729 1731 1740 rVB4 694 732 0.05% 0.007%
39 6.727 1752 1753 1757 rVB2 269 158 0.01% 0.001%
40 6.768 1761 1766 1770 rBV2 142 142 0.01% 0.001%
41 6.884 1797 1802 1804 rBV2 119 111 0.01% 0.001%
42 6.952 1820 1823 1827 rBV2 138 118 0.01% 0.001%
43 7.003 1827 1839 1875 rBV 174808 342540 22.63% 3.111%
44 7.186 1893 1896 1897 rBV2 276 137 0.01% 0.001%

45 7.334 1928 1942 1967 rBV 697928 1230191 81.28% 11.172%

46 7.640 2026 2037 2066 rvv 122651 238638 15.77% 2.167%

47 7.813 2086 2091 2094 rBV3 381 348 0.02% 0.003%
48 7.994 2136 2147 2168 rVB 142068 243174 16.07% 2.208%
49 8.071 2168 2171 2175 rBV2 209 147 0.01% 0.001%
50 8.138 2175 2192 2228 rBV3 152663 505290 33.39% 4 _589%
51 8.457 2287 2291 2292 rBV2 488 314 0.02% 0.003%
52 8.530 2312 2314 2320 rVB2 175 144 0.01% 0.001%
53 8.675 2356 2359 2362 rBV 203 116 0.01% 0.001%
54 8.698 2362 2366 2367 rBV 205 110 0.01% 0.001%
55 8.784 2389 2393 2398 rVB2 94 109 0.01% 0.001%
56 8.874 2409 2421 2445 rBV 535825 951519 62.87% 8.641%
57 9.061 2476 2479 2483 rVB2 302 209 0.01% 0.002%
58 9.170 2509 2513 2521 rVB3 516 734 0.05% 0.007%
59 9.225 2526 2530 2533 rBV2 144 146 0.01% 0.001%
60 9.302 2551 2554 2561 rVB 147 111 0.01% 0.001%
61 9.524 2620 2623 2626 rBV 161 111 0.01% 0.001%
62 9.569 2634 2637 2639 rBvV2 154 109 0.01% 0.001%
63 9.608 2646 2649 2652 rBV 246 174 0.01% 0.002%
64 9.823 2713 2716 2720 rBV 189 148 0.01% 0.001%
65 9.865 2724 2729 2732 rBV2 155 170 0.01% 0.002%
66 9.939 2748 2752 2755 rBV2 127 122 0.01% 0.001%
67 10.032 2777 2781 2784 rBV 140 115 0.01% 0.001%
68 10.083 2794 2797 2800 rBV2 216 126 0.01% 0.001%
69 10.244 2834 2847 2867 rBV 370906 624271 41.25% 5.669%
70 10.344 2875 2878 2881 rVB2 271 184 0.01% 0.002%
71 10.379 2886 2889 2890 rBV2 275 168 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV082520\
Data File : VV018092.D

Aca On : 25 Aug 2020 12:25

Operator : SY/MD

Sample : L3782-06ME

Misc : 6.36a0/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 5 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 10.604 2954 2959 2963 rBV3 420 403 0.03% 0.004%
73 10.759 3003 3007 3010 rBV2 137 124 0.01% 0.001%
74 10.897 3047 3050 3059 rVvB2 186 194 0.01% 0.002%
75 10.935 3059 3062 3065 rBV 269 197 0.01% 0.002%
76 11.038 3088 3094 3098 rBV2 169 236 0.02% 0.002%
77 11.112 3114 3117 3123 rVB2 147 130 0.01% 0.001%
78 11.157 3127 3131 3135 rBV2 180 212 0.01% 0.002%
79 11.215 3144 3149 3153 rBV2 417 436 0.03% 0.004%
80 11.273 3155 3167 3195 rBV 592116 910030 60.13% 8.265%
81 11.411 3206 3210 3211 rBV3 233 183 0.01% 0.002%
82 11.476 3228 3230 3234 rBV 201 117 0.01% 0.001%
83 11.598 3265 3268 3271 rBV 212 160 0.01% 0.001%
84 11.649 3271 3284 3311 rBV 712052 1110948 73.40% 10.089%
85 11.778 3322 3324 3328 rVB2 416 289 0.02% 0.003%
86 11.810 3330 3334 3338 rBV3 278 255 0.02% 0.002%
87 12.016 3394 3398 3401 rBV2 272 187 0.01% 0.002%
88 12.038 3401 3405 3408 rBV2 289 237 0.02% 0.002%
89 12.270 3466 3477 3486 rBV3 2100 3556 0.23% 0.032%
90 12.569 3567 3570 3573 rBV 199 148 0.01% 0.001%
91 12.656 3594 3597 3600 rBV 241 164 0.01% 0.001%
92 12.678 3600 3604 3608 rVB 415 334 0.02% 0.003%
93 13.292 3790 3795 3801 rBV2 556 868 0.06% 0.008%
94 13.537 3865 3871 3872 rBV3 389 365 0.02% 0.003%
95 13.720 3926 3928 3932 rBV 238 130 0.01% 0.001%
96 13.778 3942 3946 3950 rVB2 388 370 0.02% 0.003%
97 14.064 4026 4035 4042 rBV2 1164 1957 0.13% 0.018%
98 14.141 4056 4059 4061 rBV2 261 138 0.01% 0.001%
99 14.183 4069 4072 4080 rVB2 375 396 0.03% 0.004%
100 14.434 4147 4150 4153 rBV 312 270 0.02% 0.002%
Sum of corrected areas: 11011130
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV082520\
Vv018092.D

25 Aug 2020 12:25

SY/MD

L3782-06ME
6.36a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

5 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV082520\
Data File : VV018092.D

Aca On : 25 Aug 2020 12:25

Operator : SY/MD

Sample : L3782-06ME

Misc : 6.36a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 5 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 unknown-01 Concentration Rank 2

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

5.92 2.95 ug/L 44141 1,4-Difluorobenzene 5.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2.2.3-trichloro-... 190 C4H5CI1302 004749-35-3 37
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 22
4 Pvrimidine. 4-hvdroxy- 96 C4H4N20 051953-18-5 9
5 1H-Imidazole, 1-ethyl- 96 C5H8N2 007098-07-9 9

Abundance Scan 1502 (5.920 min): V\V018092.D (-1491) (-) m/z 95.90 100.00%
9b 131
5000 61
G m e
37 47 s || 560 5.80 6.00 6.20
ottt m/z 130.90 89.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53234: Propanoic acid, 2,2,3-trichloro-, methyl ester
59 96
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131 560 580 600 620
15 m/z 132.90 87.49Y%
0 % 3949 | 77 || us a1 190
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26
13 37 48 72
e L S R L WL WL B S S
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Abundance #27162: Dihydro-4,5-dichloro-2(3H)furanone R R R A e
96 5.60 5.80 6.00 6.20
61 m/z 61.00 45 .89%
5000
126
0 3\5 ‘\4\7‘ ‘\ 83 u‘ 111 M 154
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 15';0 ' 5.|60 5.130 6.60 6.|20 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV082520\
Data File : VV018092.D

Acq On : 25 Aug 2020 12:25

Operator : SY/MD

Sample : L3782-06ME

Misc : 6.369/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 5 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]

unknown-01 5.92 3.0 ug/L 44141 1 5.63 747248 50.0
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