LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@90121\
Data File : VV022065.D

Acqg On : 01 Sep 2021 14:24

Operator : SY/MD

Sample : M3579-13MEDL 5X

Misc : 6.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 11 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\SFAMVLMO82721WMA.M
Title : VOC Analysis

Signal : TIC: VV@22065.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.304 75 82 100 rBV 181512 194398 15.39% 1.750%
2 1.539 149 155 175 rVB 136516 162064 12.83% 1.459%
3 2.098 319 329 344 rBV 314341 461142 36.51% 4.151%
4 2.378 414 416 421 rVB2 518 333  0.03% 0.003%
5 2.410 421 426 429 rBV2 727 569 0.05% 0.005%
6 2.432 429 433 436 rBV3 733 759 0.06% ©0.007%
7 2.503 445 455 467 rVB3 9127 14699 1.16% 0.132%
8 2.616 478 490 507 rBV 11073 24588 1.95% 0.221%
9 2.966 596 599 603 rBv2 352 355 0.03% 0.003%
106 3.050 623 625 627 rBV 252 124 0.01% ©0.001%
11 3.088 634 637 638 rBv 234 111 0.01% 0.001%
12 3.149 652 656 658 rBv 355 231 0.02% 0.002%
13 3.355 718 720 724 rVB 238 130 0.01% 0.001%
14 3.397 730 733 737 rVB2 399 279 0.02% 0.003%
15 3.503 763 766 768 rBV2 286 207 0.02% 0.002%
16 3.590 790 793 796 rVB 268 163 0.01% 0.001%
17 3.638 806 808 809 rBV 271 89 0.01% 0.001%
18 3.776 847 851 852 rVB3 246 118 ©0.01% 0.001%
19 3.876 872 882 921 rBV 105245 296126 23.44% 2.666%
20 4.346 1013 1028 1058 rBV 195470 490161 38.81% 4.412%
21 4.870 1187 1191 1193 rBV 350 236 0.02% 0.002%
22 4.956 1215 1218 1219 rBV 215 118 0.01% 0.001%
23 5.043 1227 1245 1274 rBV2 502455 1263071 100.00% 11.370%
24  5.436 1365 1367 1371 rVB2 259 119 0.01% 0.001%
25 5.522 1392 1394 1396 rVB2 421 150 0.01% 0.001%
26 5.571 1405 1409 1410 rBV 380 222 0.02% 0.002%
27 5.616 1411 1423 1457 rVW 414017 832486 65.91% 7.494%
28 5.911 1502 1515 1533 rBV7 19120 45237 3.58% 0.407%
29 6.069 1550 1564 1588 rBV 272006 560974 44.41% 5.050%
30 6.278 1625 1629 1632 rBV4 498 350 0.03% 0.003%
31 6.329 1639 1645 1647 rBvV3 521 556 0.04% 0.005%
32 6.394 1662 1665 1669 rBV 418 386 0.03% 0.003%
33 6.429 1673 1676 1679 rVB2 399 267 0.02% 0.002%
34 6.587 1722 1725 1729 rVB3 461 361 ©0.03% 0.003%
35 6.632 1735 1739 1740 rBvV3 281 190 0.02% 0.002%
36 6.657 1745 1747 1749 rBV2 240 152 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@90121\
Data File : VV022065.D

Acqg On : 01 Sep 2021 14:24

Operator : SY/MD

Sample : M3579-13MEDL 5X

Misc : 6.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 11 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\SFAMVLMO82721WMA.M
Title : VOC Analysis
37 6.728 1766 1769 1770 rBV 147 93 0.01% 0.001%
38 6.802 1790 1792 1793 rBV 284 123  0.01% 0.001%
39 6.873 1812 1814 1817 rVB2 276 119 0.01% 0.001%
40 6.898 1817 1822 1824 rBV2 197 152 0.01% 0.001%
41  6.911 1824 1826 1830 rBv2 142 97 0.01% 0.001%
42 6.934 1830 1833 1836 rVB2 334 214 0.02% 0.002%
43 6.989 1837 1850 1870 rBV 145103 267689 21.19% 2.410%
44  7.316 1940 1952 1970 rBV 602285 1036515 82.06% 9.330%
45  7.622 2038 2047 2071 rBV 98789 170066 13.46% 1.531%
46  7.818 2105 2108 2112 rVB3 555 323  0.03% 0.003%
47  7.841 2112 2115 2119 rBV 264 232 0.02% 0.002%
48  7.931 2141 2143 2144 rBV 246 100 0.01% 0.001%
49 7.976 2144 2157 2179 rVV 619292 1041382 82.45% 9.374%
50 8.091 2183 2193 2228 rVW 327309 609417 48.25% 5.486%
51 8.615 2354 2356 2360 rvB2 397 196 ©0.02% 0.002%
52 8.673 2372 2374 2376 rBV2 311 133 0.01% 0.001%
53 8.709 2382 2385 2387 rBvV2 331 171 0.01% 0.002%
54 8.763 2396 2402 2414 rVB3 390 696 0.06% 0.006%
55  8.853 2418 2430 2450 rBV 613576 986339 78.09% 8.879%
56 9.008 2475 2478 2479 rBV2 536 317 0.03% 0.003%
57 9.053 2489 2492 2494 rBV2 306 203 0.02% 0.002%
58 9.233 2546 2548 2551 rvB2 255 124 0.01% ©0.001%
59 9.255 2552 2555 2557 rBV3 433 239 0.02% 0.002%
60 9.310 2570 2572 2573 rVB 265 86 0.01% 0.001%
61 9.326 2573 2577 2579 rBV 352 191 0.02% 0.002%
62 9.355 2583 2586 2590 rVV3 396 342 0.03% 0.003%
63 9.390 2594 2597 2603 rVB 6676 4012 0.32% 0.036%
64 9.458 2616 2618 2623 rVB3 467 356 ©0.03% 0.003%
65 9.484 2624 2626 2630 rVB2 252 128 0.01% 0.001%
66 9.506 2630 2633 2636 rBV2 232 192 0.02% 0.002%
67 9.558 2647 2649 2651 rBV 386 205 0.02% 0.002%
68 9.586 2656 2658 2661 rBV 290 132  0.01% 0.001%
69 9.606 2661 2664 2666 rBV 266 121 0.01% 0.001%
70 9.914 2758 2760 2763 rBV 212 158 0.01% 0.001%
71 10.133 2819 2828 2839 rVB4 2997 5262 0.42% 0.047%
72 10.220 2842 2855 2875 rBV 381905 603724 47.80% 5.435%
73 10.467 2929 2932 2938 rVB3 425 401 0.03% 0.004%
74 10.580 2961 2967 2973 rBV4 1365 1776 0.14% 0.016%
75 10.648 2986 2988 2990 rBV2 369 181 ©0.01% 0.002%
76 10.664 2990 2993 2997 rVB3 508 385 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@90121\
Data File : VV022065.D

Acqg On : 01 Sep 2021 14:24

Operator : SY/MD

Sample : M3579-13MEDL 5X

Misc : 6.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 11 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\SFAMVLMO82721WMA.M
Title : VOC Analysis
77 10.770 3021 3026 3027 rBV2 266 221 0.02% 0.002%
78 10.795 3032 3034 3037 rBV2 324 227 0.02% 0.002%
79 10.879 3058 3060 3062 rBV 467 173 0.01% 0.002%
80 10.966 3085 3087 3092 rVB3 446 224  0.02% 0.002%
81 11.030 3103 3107 3109 rBV2 437 366 0.03% 0.003%
82 11.043 3109 3111 3113 rVB2 485 232 0.02% 0.002%
83 11.078 3120 3122 3125 rVB 275 102 0.01% 0.001%
84 11.152 3137 3145 3153 rBV5S 1453 2384 0.19% 0.021%
85 11.197 3158 3159 3164 rVB3 478 211 0.02% 0.002%
86 11.252 3164 3176 3193 rBV 638714 995403 78.81% 8.960%
87 11.503 3251 3254 3257 rBV2 483 446 0.04% 0.004%
88 11.532 3258 3263 3271 rVB5S 2160 3148 0.25% 0.028%
89 11.628 3280 3293 3311 rBV 614170 974612 77.16% 8.773%
90 11.889 3373 3374 3376 rBV 473 193 0.02% 0.002%
91 12.213 3472 3475 3477 rVB2 412 183 0.01% 0.002%
92 12.255 3484 3488 3491 rVB3 262 218 0.02% 0.002%
93 12.548 3575 3579 3581 rBV 304 194 0.02% 0.002%
94 12.596 3588 3594 3595 rBV3 860 625 0.05% 0.006%
95 12.644 3607 3609 3611 rBV2 363 160 0.01% 0.001%
96 13.509 3868 3878 3897 rBV 21232 37764  2.99%  0.340%
97 13.731 3943 3947 3949 rBV3 392 335 0.03% 0.003%
98 13.901 3997 4000 4002 rBV2 535 249 0.02% 0.002%
99 14.544 4197 4200 4201 rBV2 509 255 0.02% 0.002%
100 14.824 4279 4287 4296 rBV3 4204 7020 0.56% 0.063%
Sum of corrected areas: 11109052
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv090121\
Data File : VV022065.D

Acqg On : 01 Sep 2021 14:24

Operator : SY/MD

Sample : M3579-13MEDL 5X

Misc : 6.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VV022065.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv090121\
Data File : VV022065.D

Acqg On : 01 Sep 2021 14:24

Operator : SY/MD

Sample : M3579-13MEDL 5X

Misc : 6.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82721WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.911 2.72 ug/L 45237  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Chloro-3-fluoropyridine 131 CS5H3C1FN 002546-56-7 32
2 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 25
3 2-Chloro-5-methylthiazole 133 C4H4CINS 033342-65-3 25
4 Ethane, 1,1,1,2-tetrachloro- 166 C2H2C14 000630-20-6 25
5 Ethane, 1,1,1,2-tetrachloro- 166 C2H2C14 000630-20-6 23
Abundance Scan 1515 (5.911 min): VV022065.D\data.ms (-1502) (-) m/z 130.90 100.00%
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Abundance #64957: Propanoic acid, 2,2,3-trichloro-, methyl ester
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@90121\
Data File : VV022065.D

Acqg On : 01 Sep 2021 14:24

Operator : SY/MD

Sample : M3579-13MEDL 5X

Misc : 6.76g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82721WMA.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 5.911 2.7 ug/L 45237 1 5.616 832486 50.0
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