LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve81721\
Data File : VV021840.D

Acqg On : 18 Aug 2021 01:47
Operator : SY/MD

Sample 1 M3422-14

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 35 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\SFAMVLMO81621WMA.M
Title : VOC Analysis

Signal : TIC: VV@21840.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 rVB 182182 183526 12.91% 1.660%
2 1.558 154 161 176 rVB 149912 176669 12.42% 1.598%
3 2.165 321 331 345 rBV 267336 387983 27.29%  3.510%
4 2.372 411 414 416 rBV2 547 314 0.02% 0.003%
5 2.410 424 426 429 rVB2 480 241 0.02% 0.002%
6 2.610 485 488 489 rBV 857 451 0.03% 0.004%
7 2.776 525 538 552 rBV2 12665 27509 1.93% 0.249%
8 2.9065 577 580 584 rBV2 428 299 0.02% 0.003%
9 2.960 594 597 599 rBvV 488 256 0.02% 0.002%
106 3.220 676 678 683 rVB2 365 208 0.01% ©0.002%
11 3.243 683 685 687 rBv 434 217 0.02% 0.002%
12 3.288 696 699 703 rVB3 471 317 0.02% 0.003%
13 3.487 758 761 763 rW 381 210 0.01% ©0.002%
14 3.716 829 832 834 rVVv2 345 190 0.01% 0.002%
15 3.783 848 853 856 rBv2 230 197 0.01% 0.002%
16 3.802 856 859 860 rBvV2 314 198 0.01% 0.002%
17 3.828 864 867 870 rVB2 411 218 0.02% 0.002%
18 3.873 871 881 914 rBv2 137893 368281 25.90%  3.332%
19 4.349 1013 1029 1053 rBV 236532 577991 40.65% 5.229%
20 4.632 1115 1117 1120 rBV2 585 355 0.02% 0.003%
21  4.664 1125 1127 1133 rVV3 665 561 0.04% 0.005%
22 4.716 1138 1143 1147 rBv2 593 512 0.04% 0.005%
23 4.825 1171 1177 1179 rBV5 955 1085 0.08% 0.010%
24 4.902 1199 1201 1204 rVB2 381 217 0.02% 0.002%
25 4.937 1210 1212 1217 rVB3 251 222 0.02% 0.002%
26 5.047 1230 1246 1272 rBV2 555595 1421911 100.00% 12.864%
27 5.481 1377 1381 1383 rBV3 380 322 0.02% 0.003%
28 5.619 1411 1424 1452 rBV 452710 915477 64.38%  8.282%
29 5.908 1503 1514 1534 rVB3 36516 75763 5.33% 0.685%
30 6.072 1552 1565 1592 rBV 324405 665502 46.80% 6.021%
31 6.333 1642 1646 1647 rBvV2 444 260 0.02% 0.002%
32 6.368 1654 1657 1661 rVB3 503 317 0.02% 0.003%
33  6.387 1661 1663 1666 rBV2 321 232 0.02% 0.002%
34 6.416 1671 1672 1675 rVB 402 184 0.01% 0.002%
35 6.442 1678 1680 1683 rBV 610 373 0.03% 0.003%
36 6.542 1708 1711 1713 rBV 348 205 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve81721\
Data File : VV021840.D

Acqg On : 18 Aug 2021 01:47
Operator : SY/MD

Sample 1 M3422-14

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 35 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\SFAMVLMO81621WMA.M
Title : VOC Analysis
37 6.648 1736 1744 1745 rBV4 840 983 0.07% 0.009%
38 6.687 1751 1756 1757 rBvV4 465 388 0.03% 0.004%
39 6.767 1779 1781 1784 rVB2 424 194 0.01% 0.002%
40 6.786 1784 1787 1792 rVB3 455 358 0.03% 0.003%
41 6.831 1798 1801 1805 rVVv2 265 239  0.02% 0.002%
42 6.867 1809 1812 1816 rBV2 355 257 0.02% 0.002%
43 6.921 1826 1829 1833 rBV2 226 184 0.01% 0.002%
44  6.989 1833 1850 1878 rBV 172290 318931 22.43%  2.885%
45  7.246 1928 1930 1933 rVB2 712 393 0.03% 0.004%
46  7.265 1934 1936 1939 rVB3 508 203 0.01% 0.002%
47  7.317 1939 1952 1970 rBV 634385 1100094 77.37% 9.952%
48 7.622 2038 2047 2073 rVV 117490 207382 14.58% 1.876%
49 7.796 2099 2101 2106 rBV3 537 307 0.02% 0.003%
50 7.818 2106 2108 2117 rVB6 751 824 0.06% 0.007%
51 7.867 2117 2123 2128 rBV6 648 862 0.06% 0.008%
52 7.982 2156 2159 2160 rBV2 763 426 0.03% 0.004%
53 8.037 2174 2176 2180 rVB3 352 221 0.02% 0.002%
54 8.088 2182 2192 2234 rBV2 347226 683666 48.08% 6.185%
55  8.436 2298 2300 2303 rVB 592 211 0.01% 0.002%
56  8.535 2328 2331 2333 rwv2 499 293 0.02% ©0.003%
57 8.625 2357 2359 2361 rBvV2 654 240 0.02% 0.002%
58 8.686 2373 2378 2381 rBvV3 344 327 0.02% 0.003%
59 8.767 2400 2403 2406 rBV3 507 285 0.02% 0.003%
60 8.793 2408 2411 2413 rVB 386 186 ©0.01% 0.002%
61 8.854 2418 2430 2454 rBV 678234 1091397 76.76% 9.874%
62 9.133 2514 2517 2519 rBV 474 317 0.02% 0.003%
63 9.201 2535 2538 2539 rBV 596 269 0.02% 0.002%
64 9.297 2564 2568 2570 rVVv2 289 241 0.02% 0.002%
65 9.313 2571 2573 2577 rVB2 413 244  0.02% 0.002%
66 9.465 2616 2620 2622 rBV 266 180 0.01% 0.002%
67 9.542 2641 2644 2645 rBV 485 184 0.01% 0.002%
68 9.654 2677 2679 2684 rVB3 397 297 0.02% 0.003%
69 9.699 2691 2693 2698 rVB2 498 236 0.02% 0.002%
70 9.744 2702 2707 2712 rBv2 328 319 0.02% 0.003%
71 9.844 2734 2738 2741 rBV 452 325 0.02% 0.003%
72 9.892 2750 2753 2757 rVB2 344 250 0.02% 0.002%
73 9.937 2764 2767 2768 rBV 400 207 0.01% 0.002%
74 9.989 2780 2783 2786 rVB 495 340 0.02% 0.003%
75 10.008 2786 2789 2791 rBV2 294 190 0.01% 0.002%
76 10.120 2819 2824 2833 rBV4 800 1055 0.07% 0.010%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve81721\
Data File : VV021840.D

Acqg On : 18 Aug 2021 01:47
Operator : SY/MD

Sample 1 M3422-14

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 35 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
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Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO81621WMA.M
Title : VOC Analysis
77 10.217 2842 2854 2882 rBV 455902 721404 50.73% 6.526%
78 10.381 2899 2905 2907 rBV2 1701 1640 ©0.12% 0.015%
79 10.548 2952 2957 2961 rBV2 684 796 0.06% 0.007%
80 10.661 2989 2992 2994 rBV2 326 179 0.01% 0.002%
81 10.825 3040 3043 3045 rBV2 319 183 0.01% 0.002%
82 10.921 3067 3073 3080 rBVS5 1503 2058 0.14% 0.019%
83 11.095 3124 3127 3129 rBV 372 214 0.02% 0.002%
84 11.143 3139 3142 3143 rBV2 336 232 0.02% 0.002%
85 11.194 3154 3158 3160 rBV2 557 481 0.03% 0.004%
86 11.249 3164 3175 3196 rBV 654471 1023665 71.99% 9.261%
87 11.625 3280 3292 3314 rBV 682393 1076341 75.70% 9.738%
88 12.136 3449 3451 3456 rBV2 355 320 0.02% 0.003%
89 12.307 3501 3504 3506 rBV2 414 202 0.01% 0.002%
90 12.423 3538 3540 3543 rVB3 439 203 0.01% 0.002%
91 12.612 3597 3599 3602 rBV 422 235 0.02% 0.002%
92 12.773 3646 3649 3652 rBV3 357 251 0.02% 0.002%
93 13.120 3754 3757 3759 rBV 505 319 0.02% 0.003%
94 13.249 3795 3797 3799 rBV 453 219 0.02% 0.002%
95 13.423 3848 3851 3854 rBV2 472 321 0.02% 0.003%
96 13.455 3857 3861 3863 rBV2 598 471 0.03% 0.004%
97 13.583 3899 3901 3903 rBV2 423 188 0.01% 0.002%
98 13.683 3930 3932 3934 rBV 337 207 0.01% 0.002%
99 13.751 3951 3953 3958 rVB2 396 271 0.02% 0.002%
100 13.969 4015 4021 4025 rBvV4 666 801 0.06% 0.007%
Sum of corrected areas: 11053479
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance
600000
500000
400000
300000
200000
100000

0
Time-->
Abundance
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500000
400000
300000
200000

100000

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\Vve81721\

: VVe21840.D

: 18 Aug 2021 01:47

: SY/MD

: M3422-14

: 5.0mL/MSVOA_V/WATER

: 35 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO81621WMA .M
: VOC Analysis

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

TIC: VV021840.D\data.ms

5.047

223790 618/ HM0O60 BIABE 487 3 FER_ | vem@smy7 | 5481 | G
1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40

TIC: VV021840.D\data.ms
7.317 8.854 11.249 11.625

10.217

8.088

6.989

0
Time-->
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TIC: VV021840.D\data.ms

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve81721\
Data File : VV021840.D

Acqg On : 18 Aug 2021 01:47
Operator : SY/MD

Sample : M3422-14

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.908 4.14 ug/L 75763 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 38
2 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 35
3 4-Chloro-3-fluoropyridine 131 C5H3C1FN 002546-56-7 27
4 2-Chloro-4-fluoropyridine 131 C5H3C1FN 1000484-44-8 23
5 Ethane, 1,1,1,2-tetrachloro- 166 C2H2C14 000630-20-6 23

Abundance Scan 1514 (5.908 min): VV021840. D\data ms (-1503) (-) m/z 95.90 100.00%

95.9 130.
5000 61.0
Py
36.9 5.60 5.80 6.00 6.20
Ol bl m/z 130.90  99.60%
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 TT [T T T[T TTrr[rrrry
1310 5.60 5.80 6.00 6.20
15.0 m/z 132.85 96.56%
0 136.0 L ||__1850  190.0
\\\\‘\\\\‘\\\\\\\\‘\\\ \1\\’\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3039: Ethylene, 1,2-dichloro-, (Z)-
61.0 96.0
G ey
5.60 5.80 6.00 6.20
5000 ITI z 97.90 63.06%
26.0 ‘
oH‘wJ‘HMmm‘!M‘H‘Hml‘m,‘m,‘m_m_m
miz--> 20 40 60 80 100 120 140 160 180
Abundance #15852: 4-Chloro-3-fluoropyridine e
131.0 5.60 5.80 6.00 6.20
96.0 m/z 61.00 42.90%
5000
69.0
370
oH‘w‘mm‘“H_!H“uuw“m‘,H!‘,HHWH_HW “‘/\‘,
mlz--> 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\VVve81721\
Data File : VV021840.D

Acqg On : 18 Aug 2021 01:47
Operator : SY/MD

Sample : M3422-14

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 35 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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 5.908 4.1 ug/L 75763 1 5.619 915477 50.0
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