LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021328.D

Acqg On : 07 May 2021 15:48
Operator : SY/MD

Sample : M2320-05

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 13  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\SFAMVLMO50321WMA .M
Title : VOC Analysis

Signal : TIC: VVv@21328.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 76 83 95 rBV 221861 237141 11.63% 1.518%
2 1.571 158 165 179 rVB 210992 241573 11.85% 1.546%
3 2.108 324 332 347 rBV 483229 687254 33.71% 4.400%
4 2.352 405 408 412 rBV4 1728 1120 0.05% 0.007%
5 2.410 424 426 429 rBvV2 1211 676 0.03% 0.004%
6 2.555 468 471 474 rBV3 933 676 0.03% 0.004%
7 2.568 474 475 479 rBV4 842 653 0.03% 0.004%
8 2.632 492 495 498 rBV3 1219 840 0.04% 0.005%
9 2.690 511 513 515 rBv2 1142 660 0.03% 0.004%
106 2.738 522 528 533 rBV6 1993 2090 0.10% 0.013%
11 2.950 590 594 597 rBv4 1633 1193 0.06% 0.008%
12 3.281 695 697 701 rVB4 1569 828 0.04% 0.005%
13 3.310 704 706 709 rVB2 1334 736 0.04% 0.005%
14  3.429 741 743 745 rBV 1241 700 0.03% 0.004%
15 3.584 783 791 792 rBVS 1276 1323 0.06% 0.008%
16 3.738 837 839 843 rVB3 1335 948 0.05% 0.006%
17 3.9065 880 891 895 rBV3 91254 175167 8.59% 1.121%
18 4.355 1014 1031 1059 rBV2 404379 1071252 52.55% 6.858%
19 4.545 1086 1090 1094 rBV5 1668 1601 0.08% 0.010%
20 4.677 1128 1131 1133 rBV3 1156 708 0.03% 0.005%
21  4.844 1178 1183 1187 rVB5 1184 1313 0.06% 0.008%
22 4.989 1226 1228 1231 rBv2 1040 769 0.04% 0.005%
23 5.050 1231 1247 1271 rBV2 801187 2038487 100.00% 13.050%
24  5.407 1355 1358 1361 rVB4 1460 895 0.04% 0.006%
25 5.490 1381 1384 1386 rBV3 1155 845 0.04% 0.005%
26 5.568 1405 1408 1412 rBV3 987 871 0.04% 0.006%
27 5.622 1412 1425 1454 rBV2 596895 1209520 59.33% 7.743%
28 5.912 1504 1515 1532 rBV3 73758 154419 7.58% ©.989%
29 6.076 1553 1566 1590 rBV2 435277 891529 43.73% 5.707%
30 6.352 1649 1652 1654 rBvV2 1430 876 0.04% 0.006%
31 6.404 1664 1668 1669 rBV3 1096 767 0.04% 0.005%
32 6.522 1697 1705 1715 rVV9 11704 21116 1.04% 0.135%
33  6.619 1733 1735 1738 rVB3 2085 1024 0.05% 0.007%
34 6.706 1755 1762 1766 rBV7 1462 1707 ©0.08% 0.011%
35 6.844 1801 1805 1809 rBV5 1463 1521 0.07% 0.010%

36 6.989 1840 1850 1873 rBV2 272306 503170 24.68% 3.221%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021328.D

Acqg On : 07 May 2021 15:48
Operator : SY/MD

Sample : M2320-05

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 13  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\SFAMVLMO50321WMA .M
Title : VOC Analysis
37 7.249 1928 1931 1935 rBV5 1242 1181 ©0.06% ©.008%
38 7.320 1941 1953 1971 rBV 995873 1703910 83.59% 10.908%
39 7.625 2039 2048 2067 rBV2 190650 332554 16.31% 2.129%
40 7.937 2142 2145 2149 rBv4 1946 2067 0.10% 0.013%
41  8.095 2184 2194 2225 rBV2 403748 852701 41.83% 5.459%
42 8.674 2371 2374 2376 rVV3 1112 670 0.03% 0.004%
43 8.802 2412 2414 2420 rVB4 1238 783 0.04% 0.005%
44  8.857 2420 2431 2454 rBV 922556 1489658 73.08% 9.536%
45  9.137 2513 2518 2519 rBV5 1389 807 0.04% 0.005%
46  9.153 2520 2523 2525 rBV4 1528 1012 0.05% 0.006%
47  9.191 2533 2535 2540 rVB5 2240 1534 0.08% 0.010%
48 9.249 2550 2553 2559 rVB5 1803 1565 ©0.08% 0.010%
49 9.349 2582 2584 2589 rBV3 904 680 0.03% 0.004%
50 9.445 2610 2614 2619 rBv7 1325 1732 0.08% 0.011%
51 9.683 2685 2688 2691 rBvV3 1246 993 0.05% 0.006%
52 9.741 2703 2706 2712 rBV6 1595 1341 0.07% 0.009%
53 9.985 2778 2782 2785 rBV5 1930 1645 ©0.08% 0.011%
54 10.182 2837 2843 2844 rBV3 1602 1421 0.097% 0.009%
55 10.220 2844 2855 2874 rVV 550702 874296 42.89% 5.597%
56 10.323 2884 2887 2888 rBvV2 1110 696 0.03% 0.004%
57 10.474 2932 2934 2937 rVB3 1634 891 0.04% 0.006%
58 10.493 2937 2940 2941 rBvV2 1318 767 0.04% 0.005%
59 10.558 2956 2960 2964 rBV6 1502 1521 0.07% 0.010%
60 10.641 2982 2986 2988 rBV3 1299 996 0.05% 0.006%
61 10.754 3017 3021 3023 rBV3 1473 1053 0.05% 0.007%
62 10.767 3023 3025 3028 rVB3 2639 1305 0.06% 0.008%
63 10.786 3028 3031 3033 rBV2 1396 945 0.05% 0.006%
64 10.870 3054 3057 3058 rBV3 1291 709 0.03% 0.005%
65 11.014 3099 3102 3104 rBV3 1122 796 0.04% 0.005%
66 11.040 3107 3110 3113 rBV4 1999 1081 0.05% 0.007%
67 11.104 3128 3130 3134 rVB4 1090 648 0.03% 0.004%
68 11.149 3135 3144 3146 rBVS8 3430 4000 0.20% 0.026%
69 11.255 3166 3177 3198 rVV 883082 1382454 67.82% 8.850%

70 11.632 3282 3294 3314 rBV 1039491 1659658 81.42% 10.625%

71 11.841 3356 3359 3362 rVB3 1345 821 0.04% 0.005%
72 11.863 3362 3366 3368 rBV4 1413 1134 0.06% 0.007%
73 11.876 3368 3370 3375 rVB5 1720 1085 ©0.05% 0.007%
74 11.908 3378 3380 3383 rVB3 1264 660 0.03% 0.004%
75 11.927 3383 3386 3388 rVB3 1349 707 0.03% 0.005%
76 11.956 3392 3395 3396 rBV2 1154 680 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021328.D

Acqg On : 07 May 2021 15:48
Operator : SY/MD

Sample : M2320-05

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 13  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\SFAMVLMO50321WMA .M
Title : VOC Analysis
77 12.040 3417 3421 3423 rBV5S 1250 760 0.04% 0.005%
78 12.185 3462 3466 3467 rBV2 942 729 0.04% 0.005%
79 12.249 3482 3486 3494 rBV8 1569 2429 0.12% 0.016%
80 12.410 3532 3536 3541 rBV7 1912 1868 ©0.09% 0.012%
81 12.632 3603 3605 3608 rBv4 1668 754 0.04% ©0.005%
82 12.664 3611 3615 3623 rBV7 2202 2163 0.11% 0.014%
83 13.149 3762 3766 3772 rBV5 1761 2110 0.10% 0.014%
84 13.223 3786 3789 3794 rBV5 1707 1137 0.06% 0.007%
85 13.291 3806 3810 3813 rBV4 1653 1128 0.06% 0.007%
86 13.349 3826 3828 3831 rVB3 2152 1048 0.05% 0.007%
87 13.374 3831 3836 3840 rBV4 1520 1400 0.07% 0.009%
88 13.419 3848 3850 3853 rBV2 1648 1042 0.05% 0.007%
89 13.464 3862 3864 3868 rvVB3 1463 947 0.05% 0.006%
90 13.635 3915 3917 3922 rVB5 1798 1123 0.06% 0.007%
91 13.709 3937 3940 3943 rBV4 1526 1370 0.97% 0.009%
92 13.956 4014 4017 4020 rVB4 1627 938 0.05% 0.006%
93 14.130 4068 4071 4073 rBV3 1505 1037 0.05% 0.007%
94 14.313 4126 4128 4132 rVB3 2382 1352 0.97% 0.009%
95 14.336 4132 4135 4138 rVB4 1753 1191 ©0.06% ©0.008%
96 14.355 4138 4141 4142 rBV3 1724 1049 0.05% 0.007%
97 14.541 4197 4199 4202 rBV2 2113 1629 0.08% 0.010%
98 14.853 4292 4296 4298 rBV4 2082 1720 ©0.08% 0.011%
99 14.927 4317 4319 4323 rBV4 1510 1351 0.07% 0.009%
100 15.268 4423 4425 4427 rBV2 2240 1349 0.07% 0.009%
Sum of corrected areas: 15620749
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@50721\
Data File : VV021328.D

Acqg On : 07 May 2021 15:48
Operator : SY/MD

Sample : M2320-05

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VV021328.D\data.ms
1000000

800000 5.050

600000

400000

1.307 1,571
200000

0 2 382D FHEEH382.950 $ZBH0129.583.738L 4.54567%.844989,  5.408%K68

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

Abundance TIC: VV021328.D\data.ms
1000000 7.320 11.p32

8.857
11.255

800000

600000 10.220

400000 8.085

6.989

200000 7.625

GLPE844, 7.2JJ 7.937 8.6848Lm9349459$831 9.9850. 1I5R 3. ATREETHZAT

0 T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VV021328.D\data.ms
1000000

800000

600000

400000

200000

1.232319.41 026324 BR1631838913.956 . 130URSE 541 14185®7 15.268
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\VVv@50721\
Data File : VV021328.D

Acqg On : 07 May 2021 15:48
Operator : SY/MD

Sample : M2320-05

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO50321WMA.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.
5.912 6.38 ug/L 154419 1,4-Difluorobenzene 5.622

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 25
3 Carbamic acid, acetylthio-, O-me... 133 C4H7NO2S 016696-87-0 10
4 4-Pyrimidinamine, 2,6-difluoro- 131 C4H3F2N3 000675-12-7 9
5 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 9

Abundance Scan 1515 (5.912 min): VV021328.D\data.ms (-1504) (-) m/z 132.90 100.00%

96.0 132.9
5000 61.0
350 L I L B B L I R |
‘ H ‘ 5.60 5.80 6.00 6.20
Ol eyt b e e m/z 96.00 93.99%
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
5000 \\‘P\\\\\‘\\\\‘\\\\‘\\\\‘
1310 5.60 5.80 6.00 6.20
15.0 m/z 130.90 91.98%
0 36.0 L.l 155.0  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 RRRRRaES
5.60 5.80 6.00 6.20
5000 ITI/Z 97.90 56.24%
26.0 H
oHH_“HMMMu“"H‘HmlHH,HH,HH_HWH‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance  #14588: Carbamic acid, acetylthio-, O-methyl ester BF SHESHEE 1 NS —
133.0 5.60 5.80 6.00 6.20
m/z 60.95 43.77%
43.0
5000 9L.0 J\
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@50721\
Data File : VV021328.D

Acqg On : 07 May 2021 15:48
Operator : SY/MD

Sample : M2320-05

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@50321WMA.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 5.912 6.4 ug/L 154419 1 5.622 1209520 50.0
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