LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@91721\
Data File : VV022179.D

Acqg On : 17 Sep 2021 12:21
Operator : SY/MD

Sample : M3676-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 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@22179.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 76 82 100 rBV 131724 134697 11.98% 1.605%
2 1.558 154 161 178 rVB 115133 138345 12.30% 1.648%
3 2.165 321 331 344 rBV 251673 367403 32.66% 4.378%
4 2.336 399 403 408 rBV4 491 5706 0.05% 0.007%
5 2.507 452 456 468 rvVB5 1609 2172  0.19% 0.026%
6 2.568 472 475 482 rBV5 723 823 0.07% 0.010%
7 2.735 523 527 530 rVB3 289 204 0.02% 0.002%
8 2.757 532 534 536 rv2 448 175 0.02% 0.002%
9 2.770 536 538 544 rVB3 554 394 0.04% 0.005%
106 2.841 557 560 565 rVB2 284 188 0.02% 0.002%
11 2.941 586 591 592 rBV3 629 512 0.05% 0.006%
12 3.008 610 612 613 rBV3 324 144 0.01% 0.002%
13  3.073 628 632 635 rv3 441 272 0.02% ©0.003%
14 3.275 692 695 699 rBV 252 200 0.02% 0.002%
15 3.317 704 708 711 rBV2 249 191 0.02% 0.002%
16 3.603 794 797 799 rBV 272 182 0.02% 0.002%
17 3.693 822 825 829 rVB3 594 449 0.04% 0.005%
18 3.876 870 882 935 rBV 98125 274998 24.45%  3.277%
19 4.349 1012 1029 1056 rBv2 180779 448580 39.88% 5.345%
20 4.580 1098 1101 1103 rBV2 387 309 0.03% 0.004%
21  4.699 1134 1138 1142 rVB3 356 293 0.03% 0.003%
22 4.770 1156 1160 1161 rBV 272 165 0.01% 0.002%
23 4.799 1166 1169 1173 rVB2 333 220 0.02% 0.003%
24  4.825 1173 1177 1178 rBV2 327 219 0.02% 0.003%
25 4.876 1191 1193 1198 rBV4 265 207 0.02% 0.002%
26 4.941 1211 1213 1219 rVB2 249 153 0.01% 0.002%
27 5.047 1227 1246 1281 rBV2 438154 1124806 100.00% 13.403%
28 5.310 1326 1328 1331 rBV 538 256 0.02% ©0.003%
29 5.346 1335 1339 1342 rBv2 336 326 0.03% 0.004%
30 5.410 1357 1359 1362 rBV2 377 215 0.02% ©0.003%
31 5.497 1383 1386 1388 rBv2 361 205 0.02% 0.002%
32 5.542 1397 1400 1405 rVB 367 339 0.03% 0.004%
33 5.619 1412 1424 1454 rBV 333835 678337 60.31% 8.083%
34 5.905 1501 1513 1530 rBV2 30749 65078 5.79% 0©.775%
35 6.072 1551 1565 1591 rBV 248166 509272 45.28% 6.068%
36 6.307 1635 1638 1643 rVB2 540 422 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@91721\
Data File : VV022179.D

Acqg On : 17 Sep 2021 12:21
Operator : SY/MD

Sample : M3676-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 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 6.339 1643 1648 1650 rBvV3 392 393 0.03% 0.005%
38 6.384 1656 1662 1665 rBvV3 266 394 0.04% 0.005%
39 6.439 1677 1679 1682 rBV 351 189 0.02% 0.002%
40 6.535 1705 1709 1710 rBV2 420 288 0.03% 0.003%
41 6.706 1760 1762 1769 rVB2 306 251 0.02% ©0.003%
42 6.754 1774 1777 1780 rVB 429 253 0.02% 0.003%
43  6.773 1780 1783 1785 rBV2 345 227 0.02% ©0.003%
44 6.889 1815 1819 1822 rVB 185 145 0.01% 0.002%
45  6.908 1822 1825 1831 rVB2 387 321 0.03% 0.004%
46 6.931 1831 1832 1834 rBV2 411 198 0.02% 0.002%
47 6.989 1838 1850 1880 rBV 121173 223653 19.88% 2.665%
48 7.204 1911 1917 1920 rBvV4 924 886 0.08% 0.011%
49 7.317 1941 1952 1970 rBV 505320 886756 78.84% 10.566%
50 7.625 2038 2048 2065 rBV 81811 144461 12.84% 1.721%
51 7.796 2097 2101 2106 rBV4 465 484 0.04% 0.006%
52 7.841 2110 2115 2117 rBV3 366 242 0.02% 0.003%
53 7.867 2120 2123 2124 rBV2 353 212 0.02% 0.003%
54 7.892 2129 2131 2133 rBV2 412 166 ©0.01% 0.002%
55  7.937 2142 2145 2148 rBV3 406 295 0.03% 0.004%
56 7.982 2157 2159 2164 rVB 257 147 0.01% 0.002%
57 8.011 2164 2168 2170 rBvV2 272 248 0.02% ©0.003%
58 8.092 2182 2193 2225 rBV2 272274 539122 47.93% 6.424%
59 8.558 2336 2338 2340 rVB 420 162 0.01% 0.002%
60 8.580 2340 2345 2348 rBV4 524 511 ©.05% 0.006%
61 8.625 2358 2359 2361 rBV 282 146 0.01% 0.002%
62 8.693 2378 2380 2382 rBV 252 164 0.01% 0.002%
63  8.748 2395 2397 2400 rVB3 278 152 0.01% 0.002%
64 8.767 2400 2403 2408 rVB2 400 333  0.03% 0.004%
65 8.815 2415 2418 2419 rBV2 481 226 0.02% 0.003%
66  8.854 2419 2430 2453 rBV 500688 816169 72.56% 9.725%
67 9.149 2513 2522 2523 rBV2 1508 1631 0.15% ©0.019%
68 9.452 2611 2616 2617 rBV 346 257 0.02% 0.003%
69 9.574 2642 2654 2664 rBV8 2812 5416 0.48% 0.065%
70  9.638 2670 2674 2676 rVB 540 386 0.03% 0.005%
71 9.886 2749 2751 2753 rBV 285 145 0.01% 0.002%
72 9.931 2762 2765 2768 rBV 365 217 0.02% 0.003%
73 10.014 2787 2791 2793 rBV2 360 234 0.02% 0.003%
74 10.043 2797 2800 2805 rVB3 354 254 0.02% ©0.003%
75 10.130 2820 2827 2835 rBV4 1528 2163 0.19% 0.026%

76 10.217 2842 2854 2877 rBV 314274 502999 44.72% 5.994%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@91721\
Data File : VV022179.D

Acqg On : 17 Sep 2021 12:21
Operator : SY/MD

Sample : M3676-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 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 10.371 2900 2902 2905 rBV 457 236 0.02% 0.003%
78 10.455 2924 2928 2930 rBV2 472 360 0.03% 0.004%
79 10.577 2963 2966 2968 rVB2 337 163 0.01% 0.002%
80 10.654 2986 2990 2991 rBV 386 207 0.02% 0.002%
81 10.747 3016 3019 3023 rBV 221 200 0.02% 0.002%
82 10.770 3023 3026 3028 rBV2 397 230 0.02% 0.003%
83 10.879 3056 3060 3061 rBV 338 178 0.02% 0.002%
84 10.915 3065 3071 3073 rBV5S 1521 1457 0.13% 0.017%
85 11.018 3099 3103 3106 rBV 362 243  0.02% 0.003%
86 11.040 3108 3110 3113 rVB 357 184 0.02% 0.002%
87 11.072 3118 3120 3125 rVB 393 158 0.01% 0.002%
88 11.146 3140 3143 3145 rBV2 621 358 ©0.03% 0.004%
89 11.188 3154 3156 3160 rBV 273 248 0.02% 0.003%
90 11.252 3165 3176 3198 rBV 468236 729781 64.88% 8.696%
91 11.554 3268 3270 3274 rBV3 485 217 0.02% 0.003%
92 11.625 3278 3292 3309 rBV 490165 774024 68.81% 9.223%
93 12.091 3434 3437 3440 rBV2 362 262 0.02% 0.003%
94 12.162 3456 3459 3463 rBV3 312 271 0.02% 0.003%
95 12.969 3708 3710 3713 rBV2 356 197 0.02% 0.002%
96 13.243 3791 3795 3797 rBV 207 187 0.02% 0.002%
97 13.288 3806 3809 3811 rBV 394 177 0.02% 0.002%
98 13.410 3845 3847 3850 rBV2 346 239 0.02% 0.003%
99 13.468 3863 3865 3868 rBV2 485 320 0.03% 0.004%
100 13.770 3956 3959 3961 rBvV 296 151 0.01% 0.002%
Sum of corrected areas: 8392265
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve91721\

: VWe22179.D

: 17 Sep 2021 12:21

: SY/MD

: M3676-04

: 5.0mL/MSVOA_V/WATER

: 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82721WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv091721\
Data File : VV022179.D

Acqg On : 17 Sep 2021 12:21
Operator : SY/MD

Sample : M3676-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Propanoic acid, 2,2,3-trich... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.905 4.80 ug/L 65078 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 72
2 2-Chloro-4-fluoropyridine 131 CS5H3CI1FN 1000484-44-8 38
3 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 38
4 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 35
5 4-Chloro-3-fluoropyridine 131 CS5H3C1FN 002546-56-7 32

Abundance Scan 1513 (5.905 min): VV022179.D\data.ms (-1501) (-) m/z 130.90 100.00%
9

95.9 130
5000 61.0
PP
37.0 | ‘ 5.60 5.80 6.00 6.20
0 et el e m/z 95.90  96.97%
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
5000 T[T T T T[T T[T rrrT]
1310 5.60 5.80 6.00 6.20
15.0 m/z 132.90 92.88%
0 36.0 L.l 155.0  190.0
\\\\‘\\\\‘\\\\\\\\‘\\\ \1\\’\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15851: 2-Chloro-4-fluoropyridine
96.0 131.0
PP T
5.60 5.80 6.00 6.20
5000 ITI/Z 97.90 57.57%
69.
S O
O Lt A
miz--> 20 40 60 80 100 120 140 160 180
Abundance #3039: Ethylene, 1,2-dichloro-, (2)- R AREEE.
61.0 96.0 5.60 5.80 6.00 6.20
m/z 61.00 40.44%
5000
26.0 ‘
0“‘“JHV"W‘w\‘““H‘ﬂ““M“‘,“H“““H“‘ ‘w“*w“‘ﬁ/ﬁ‘w“‘w
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@91721\
Data File : VV022179.D

Acqg On : 17 Sep 2021 12:21
Operator : SY/MD

Sample : M3676-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 10 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|

Propanoic acid,... 5.905 4.8 ug/L 65078 1 5.619 678337 50.0
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