LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040821\
Data File : VV020965.D

Acqg On : 08 Apr 2021 12:27
Operator : SY/MD

Sample : M1896-11

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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\SOMVLM@32321WMA.M
Title : VOC Analysis

Signal : TIC: VV@20965.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 77 83 99 rVB 288433 294846 14.53%  1.913%
2 1.571 158 165 178 rVB 220490 247700 12.21% 1.607%
3 2.108 322 332 349 rBV 527267 754720 37.19% 4.896%
4 2.288 386 388 391 rBv2 969 624 0.03% 0.004%
5 2.513 453 458 464 rVB6 1566 1927 0.09% 0.013%
6 2.687 509 512 515 rVB2 713 490 0.02% 0.003%
7 2.754 527 533 535 rBV2 1710 1604 ©0.08% 0.010%
8 2.809 548 550 553 rBV2 543 241 0.01% 0.002%
9 2.857 562 565 567 rBv3 482 360 0.02% 0.002%
106 2.9065 576 580 581 rBV 528 338 0.02% 0.002%
11  2.924 584 586 590 rVB2 380 159 0.01% 0.001%
12 2.953 590 595 596 rBv2 483 411 0.02% 0.003%
13 3.108 639 643 645 rBV 371 290 0.01% 0.002%
14 3.207 671 674 676 rVB 694 300 0.01% 0.002%
15 3.240 679 684 685 rBv2 357 280 0.01% 0.002%
16 3.339 714 715 720 rVB2 750 380 0.02% 0.002%
17 3.400 732 734 737 rVB 350 186 ©0.01% 0.001%
18 3.429 740 743 744 rBV 498 250 0.01% 0.002%
19 3.680 817 821 823 rBV2 417 289 0.01% 0.002%
20 3.699 825 827 831 rBV2 625 420 0.02% 0.003%
21 3.757 835 845 846 rBV3 6421 7486 0.37% 0.049%
22 3.841 866 871 877 rVB3 758 783 0.04% 0.005%
23 3.899 877 889 920 rBvV2 87301 311592 15.36% 2.021%
24 4.349 1015 1029 1058 rVB2 352163 870141 42.88% 5.644%
25 4.603 1106 1108 1110 rBV2 576 364 0.02% 0.002%
26 4.805 1166 1171 1173 rBV2 573 509 0.03% 0.003%
27 4.825 1173 1177 1180 rVB4 655 564 0.03% 0.004%
28 4.841 1180 1182 1185 rBV2 453 378 0.02% 0.002%
29 4.854 1185 1186 1188 rVB 928 277 0.01% 0.002%
30 4.867 1188 1190 1195 rBV2 488 444 0.02% 0.003%
31 4.905 1200 1202 1204 rBV 201 142 0.01% 0.001%
32 4.931 1205 1210 1215 rVB3 642 823 0.04% 0.005%
33 4.963 1215 1220 1221 rBV 374 212 0.01% 0.001%
34 5.047 1229 1246 1273 rBV3 800145 2029150 100.00% 13.163%
35 5.368 1342 1346 1350 rVB4 792 620 0.03% 0.004%
36 5.387 1350 1352 1355 rBvV2 395 252 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040821\
Data File : VV020965.D

Acqg On : 08 Apr 2021 12:27
Operator : SY/MD

Sample : M1896-11

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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\SOMVLM@32321WMA.M
Title : VOC Analysis
37 5.484 1379 1382 1386 rBV5 995 811 ©0.04% 0.005%
38 5.619 1412 1424 1453 rBV 627241 1244291 61.32% 8.072%
39 5.908 1502 1514 1535 rBv3 60767 126015 6.21% 0.817%
40 6.072 1551 1565 1597 rBV 428837 876465 43.19% 5.685%
41 6.313 1638 1640 1641 rBV 586 269 0.01% 0.002%
42 6.371 1657 1658 1660 rBV2 485 207 0.01% 0.001%
43 6.548 1710 1713 1719 rVB2 819 663 0.03% 0.004%
44  6.638 1738 1741 1744 rBV 522 428 0.02% 0.003%
45 6.699 1759 1760 1764 rBV 543 238 0.01% 0.002%
46 6.722 1764 1767 1769 rBV 480 283 0.01% 0.002%
47 6.828 1797 1800 1803 rBvV2 512 364 0.02% 0.002%
48 6.879 1811 1816 1822 rBV3 722 828 0.04% 0.005%
49 6.989 1838 1850 1872 rBV2 255169 460318 22.69% 2.986%
50 7.175 1905 1908 1914 rBV5 629 587 0.03% 0.004%
51 7.243 1925 1929 1930 rBV 666 440 0.02% 0.003%
52 7.317 1940 1952 1971 rBV 966616 1680757 82.83% 10.903%
53 7.625 2037 2048 2067 rBV 177380 311412 15.35% 2.020%
54  7.944 2140 2147 2158 rVB4 7250 12440 0.61% 0.081%
55 8.059 2182 2183 2184 rBV4 711 244 0.01% ©0.002%
56 8.095 2184 2194 2232 rVV2 347117 739434 36.44% 4.797%
57 8.445 2301 2303 2305 rBvV2 515 281 0.01% 0.002%
58 8.484 2312 2315 2319 rvVvB3 616 478 0.02% 0.003%
59 8.509 2319 2323 2333 rBV6 817 1312 0.06% 0.009%
60 8.683 2373 2377 2381 rBV3 686 630 0.03% 0.004%
61 8.741 2391 2395 2401 rVB 7720 5464 ©.27% 0.035%
62 8.773 2403 2405 2407 rBV 342 213 0.01% 0.001%
63 8.857 2416 2431 2459 rBV 932235 1518247 74.82% 9.849%
64  9.223 2541 2545 2551 rVB3 701 676 0.03% 0.004%
65 9.249 2551 2553 2557 rBV3 860 546 0.03% 0.004%
66 9.297 2564 2568 2571 rBV2 577 531 0.03% 0.003%
67 9.355 2582 2586 2594 rBV2 849 857 0.04% 0.006%
68 9.390 2594 2597 2598 rBV 327 226 0.01% 0.001%
69 9.448 2613 2615 2616 rBV 298 145 0.01% 0.001%
70  9.513 2633 2635 2639 rVB2 434 271 0.01% 0.002%
71  9.821 2729 2731 2733 rBV 489 273  0.01% 0.002%
72 9.837 2733 2736 2743 rVB6 1164 1092 0.05% 0.007%
73 10.008 2786 2789 2790 rBV2 457 263 0.01% 0.002%
74 10.017 2790 2792 2798 rVB 847 463 0.02% 0.003%
75 10.136 2821 2829 2843 rBV5 4962 8474 0.42%  0.055%

76 10.220 2843 2855 2879 rBV 536410 841748 41.48% 5.460%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040821\
Data File : VV020965.D

Acqg On : 08 Apr 2021 12:27
Operator : SY/MD

Sample : M1896-11

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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\SOMVLM@32321WMA.M
Title : VOC Analysis
77 10.664 2990 2993 2998 rBV3 799 633 0.03% 0.004%
78 10.722 3009 3011 3014 rBV 462 233  0.01% 0.002%
79 10.779 3026 3029 3033 rVB4 966 616 0.03% 0.004%
80 10.802 3033 3036 3038 rBV 694 315 0.02% 0.002%
81 10.834 3044 3046 3049 rBV2 716 381 0.02% 0.002%
82 10.863 3052 3055 3058 rBV2 781 425 0.02% 0.003%
83 11.104 3126 3130 3133 rBV2 590 501 ©0.02% 0.003%
84 11.140 3138 3141 3143 rBV2 1404 1096 0.05% 0.007%
85 11.255 3165 3177 3203 rBV 945479 1455888 71.75% 9.444%
86 11.548 3262 3268 3269 rBV3 451 407 ©0.02% 0.003%
87 11.632 3281 3294 3319 rBV 999463 1579971 77.86% 10.249%
88 11.818 3350 3352 3354 rBV2 663 314 0.02% 0.002%
89 11.914 3380 3382 3383 rBV2 805 376 0.02% 0.002%
90 12.111 3437 3443 3447 rBVS 914 1179 0.06% 0.008%
91 12.226 3476 3479 3482 rBV2 554 459 0.02% 0.003%
92 12.487 3557 3560 3561 rBV 647 314 0.02% 0.002%
93 12.686 3619 3622 3626 rBV3 619 512 ©0.03% 0.003%
94 12.705 3626 3628 3632 rVB2 517 235 0.01% 0.002%
95 13.374 3831 3836 3839 rBV2 986 842 0.04% 0.005%
96 13.529 3879 3884 3887 rBV3 1179 1095 0.05% 0.007%
97 13.731 3945 3947 3950 rBV2 843 295 0.01% 0.002%
98 14.242 4103 4106 4108 rBV2 843 592 0.03% 0.004%
99 14.429 4162 4164 4166 rBV 929 540 0.03% 0.004%
100 14.500 4184 4186 4187 rBV 799 354 0.02% 0.002%
Sum of corrected areas: 15415809
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040821\
Data File : VV020965.D

Acqg On : 08 Apr 2021 12:27
Operator : SY/MD

Sample : M1896-11

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
AbLirdeadbC(?O TIC: VV020965.D\data.ms
800000 5.047
5.619
600000
2.108
6.072
400000 4.349
1.307
1.571
200000
3.899 5.908
2.2882.512.8 . .
0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\"T\\\T\\\\‘\T\\‘7_Y_Y_Y—‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 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
Aby C TIC: VV020965.D\data.ms
15685560 7.317 8857 11.255 11532
800000
600000
10.220
400000 8.095
6.989
200000 7.625
o BT I LJ\\ 7.964)59  SBARS %747 A3 9.BAD.00g. 10. 11.5l 1181811
e nTDE, ORI R e e
Time--> 7.50 8.00 8.50 9.00 10.00 10.50 11.00 11.50 12.00
AbLirdeadbC(?O TIC: VV020965.D\data.ms
800000
600000
400000
200000
0 12.22612 4802 G85 13.3173.5283.731 14.242142D0
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T ‘ T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040821\
Data File : VV020965.D

Acqg On : 08 Apr 2021 12:27
Operator : SY/MD

Sample : M1896-11

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 5.06 ug/L 126015 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 40
2 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 30
3 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 16
4 2-Cyano-3,5-dimethylpyrazine 133 C7H7N3 124629-52-3 9
5 1H-Imidazole, 1-ethyl- 96 C5H8N2 007098-07-9 9

Abundance Scan 1514 (5.908 min): VV020965.D\data.ms (-1502) (-) m/z 130.90 100.00%
.9

96.0 130
5000
61.0
R R
35.2 ‘ 5.60 5.80 6.00 6.20
Ol el m/z 96.00  99.45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53234: Propanoic acid, 2,2,3-trichloro-, methyl ester
59.0 96.0
AN
5000 Pt T
131.0 5.60 5.80 6.00 6.20
15.0 m/z 133.00 95.65%
0 136.0 L1550 190.0
\\\\‘\\\\‘\\\\\\\\‘\\\ \1\\’\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2705: Ethylene, 1,2-dichloro-, (Z)-
61.0 96.0
R R
5.60 5.80 6.00 6.20
5000 ITI/Z 98.00 65.04%
26.0 ‘
oH‘wJ‘HMm:uu!h‘H‘Hml‘m,‘m,‘m_m_m
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27162: Dihydro-4,5-dichloro-2(3H)furanone Y L. VAT S
96.0 5.60 5.80 6.00 6.20
61.0 m/z 61.00  36.30%
5000
126.0
Ol Wl 3540 e e Dy
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\VVv040821\
Data File : VV020965.D

Acqg On : 08 Apr 2021 12:27
Operator : SY/MD

Sample : M1896-11

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

unknown-01 5.908 5.1 ug/L 126015 1 5.619 124429 50.0
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