LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101221\
Data File : VV022755.D

Acqg On : 12 Oct 2021 15:51
Operator : SY/MD

Sample : M4126-17

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\SFAMVLM100121WMA .M
Title : VOC Analysis

Signal : TIC: VV@22755.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 95 rVB 88315 88990 14.66% 1.763%
2 1.568 157 164 175 rBV 77915 84764 13.96% 1.679%
3 2.108 322 332 348 rBV 159016 232974 38.37% 4.615%
4 2.355 382 409 410 rBvV2 8675 25287 4.17% 0.501%
5 2.667 502 506 507 rBv2 244 181 ©0.03% 0.004%
6 2.712 517 520 521 rBV 238 130 0.02% ©0.003%
7 2.722 521 523 525 rW 346 149 0.02% 0.003%
8 2.953 593 595 601 rVB3 260 142 0.02% 0.003%
9 3.018 611 615 621 rBV2 232 312 0.05% 0.006%
106 3.130 646 650 653 rVB 252 156 ©0.03% ©0.003%
11 3.150 653 656 657 rBV 297 133 0.02% 0.003%
12 3.175 662 664 667 rvVB2 362 151 0.02% 0.003%
13  3.249 685 687 697 rVB2 401 319 0.05% ©0.006%
14 3.375 722 726 728 rVB3 325 196 ©0.03% 0.004%
15 3.391 729 731 735 rBV2 227 117 0.02% 0.002%
16 3.468 751 755 757 rBV2 344 261 0.04% 0.005%
17 3.712 822 831 837 rBV3 330 607 0.10% 0.012%
18 3.892 876 887 920 rBV2 45609 144648 23.83% 2.865%
19 4.352 1014 1030 1058 rBv2 99451 250865 41.32% 4.969%
20 4.516 1080 1081 1085 rVB2 436 231 0.04% 0.005%
21  4.539 1085 1088 1092 rVB3 231 189 0.03% 0.004%
22 4.561 1092 1095 1097 rBv2 340 161 0.03% 0.003%
23 4.635 1116 1118 1124 rVB3 483 429 0.07% 0.008%
24  4.667 1124 1128 1130 rBV2 418 301 ©0.05% 0.006%
25 4.683 1130 1133 1136 rVV 173 128 ©0.02% 0.003%
26 4.709 1139 1141 1144 rVB2 209 112 0.02% 0.002%
27 4.732 1146 1148 1150 rVWV 265 116 ©0.02% 0.002%
28 4.744 1150 1152 1154 rVWV 366 121  0.02% 0.002%
29 4.789 1161 1166 1168 rBv2 246 280 0.05% 0.006%
30 4.905 1199 1202 1204 rBV 260 109 0.02% 0.002%
31 5.050 1231 1247 1283 rBV2 235212 607126 100.00% 12.027%
32 5.320 1328 1331 1337 rBv2 540 522 0.09% 0.010%
33 5.426 1362 1364 1366 rBV 202 116 0.02% 0.002%
34 5.455 1371 1373 1377 rW 206 117 0.02% 0.002%
35 5.535 1395 1398 1401 rBV2 308 215 0.04% 0.004%

36 5.619 1412 1424 1452 rBV 240941 489953 80.70% 9.705%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101221\
Data File : VV022755.D

Acqg On : 12 Oct 2021 15:51
Operator : SY/MD

Sample : M4126-17

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\SFAMVLM100121WMA .M
Title : VOC Analysis
37 5.770 1469 1471 1473 rBV3 412 275 0.05% ©0.005%
38 5.908 1502 1514 1531 rBV3 25517 52686 8.68% 1.044%
39 6.072 1551 1565 1585 rBV 135719 277602 45.72% 5.499%
40 6.198 1601 1604 1605 rBvV2 689 334 0.06% 0.007%
41  6.294 1632 1634 1639 rVB2 415 267 0.04% ©0.005%
42 6.490 1693 1695 1698 rVB3 195 120 0.02% 0.002%
43  6.622 1730 1736 1738 rBV2 303 280 0.05% 0.006%
44  6.641 1738 1742 1743 rBV 324 192 0.03% 0.004%
45 6.696 1756 1759 1768 rVB3 542 557 0.09% 0.011%
46 6.741 1771 1773 1775 rW 181 124 0.02% 0.002%
47 6.989 1838 1850 1872 rBV 67500 126014 20.76%  2.496%
48  7.320 1941 1953 1971 rBV 267698 471711 77.70%  9.344%
49 7.551 2024 2025 2028 rVB 365 115 0.02% 0.002%
50 7.577 2032 2033 2036 rBV 228 112 0.02% 0.002%
51 7.625 2038 2048 2072 rBV 47781 84596 13.93% 1.676%
52 7.879 2124 2127 2130 rBV2 242 159 0.03% 0.003%
53 8.091 2184 2193 2233 rBV2 118119 265422 43.72% 5.258%
54  8.362 2275 2277 2278 rBV 334 152 0.03% 0.003%
55  8.452 2303 2305 2307 rVB 318 108 ©0.02% 0.002%
56 8.632 2358 2361 2364 rBV 247 202 0.03% 0.004%
57 8.690 2375 2379 2383 rBvV2 258 203 0.03% 0.004%
58 8.754 2397 2399 2402 rBvV2 276 122 0.02% 0.002%
59 8.770 2402 2404 2407 rBV 225 129 0.02% 0.003%
60  8.854 2419 2430 2458 rVV 373660 604897 99.63% 11.982%
61 9.265 2556 2558 2561 rBV2 163 125 0.02% 0.002%
62 9.313 2571 2573 2577 rVB3 312 131 0.02% 0.003%
63 9.445 2608 2614 2617 rVB2 300 357 0.06% 0.007%
64 9.461 2617 2619 2622 rVB 169 109 0.02% 0.002%
65 9.487 2622 2627 2630 rBV 350 298 0.05% 0.006%
66 9.850 2738 2740 2743 rBV 215 151 0.02% ©0.003%
67 9.921 2757 2762 2765 rBV 253 279 0.05% 0.006%
68 10.043 2798 2800 2807 rBV2 296 280 0.05% 0.006%
69 10.079 2807 2811 2815 rBV2 230 258 0.04% 0.005%
70 10.130 2821 2827 2833 rVB4 1213 1641 0.27% 0.033%
71 10.217 2843 2854 2871 rBV 157368 245854 40.49%  4.870%
72 10.641 2984 2986 2989 rBV2 313 205 0.03% 0.004%
73 10.821 3039 3042 3045 rBV 309 262 0.04% 0.005%
74 10.879 3058 3060 3063 rVB 254 138 0.02% 0.003%
75 10.915 3064 3071 3073 rBV2 992 1006 0.17% 0.020%
76 10.972 3086 3089 3093 rBV2 208 196 0.03% ©0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101221\
Data File : VV022755.D

Acqg On : 12 Oct 2021 15:51
Operator : SY/MD

Sample : M4126-17

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\SFAMVLM100121WMA .M
Title : VOC Analysis
77 11.037 3106 3109 3112 rBV2 531 277 0.05% ©0.005%
78 11.117 3129 3134 3136 rBV2 142 159 0.03% 0.003%
79 11.249 3165 3175 3196 rBV 354478 538068 88.63% 10.659%
80 11.429 3226 3231 3239 rVB7 929 1357 0.22% 0.027%
81 11.461 3239 3241 3246 rVB2 245 133  0.02% 0.003%
82 11.535 3261 3264 3269 rBV4 866 963 0.16% 0.019%
83 11.574 3275 3276 3279 rVB2 453 189 0.03% 0.004%
84 11.625 3280 3292 3314 rVV 271641 435530 71.74% 8.627%
85 11.960 3394 3396 3398 rBV 338 168 ©0.03% 0.003%
86 12.059 3424 3427 3431 rVB2 268 188 ©0.03% 0.004%
87 12.075 3431 3432 3437 rBV2 237 180 0.03% 0.004%
88 12.133 3448 3450 3451 rBV 281 136 ©0.02% 0.003%
89 12.169 3459 3461 3464 rBV2 285 122 0.02% 0.002%
990 12.230 3476 3480 3482 rBV2 297 226 0.04% 0.004%
91 12.432 3540 3543 3546 rBV2 356 256 0.04% ©0.005%
92 12.506 3564 3566 3568 rBV2 299 123 0.02% 0.002%
93 12.583 3587 3590 3592 rBV 174 122 0.02% 0.002%
94 12.596 3592 3594 3600 rVB2 442 322 0.05% 0.006%
95 12.628 3600 3604 3606 rBV 314 280 0.05% 0.006%
96 12.664 3611 3615 3616 rBV2 316 239 0.04% 0.005%
97 12.927 3694 3697 3699 rBV2 238 132 0.02% 0.003%
98 13.143 3761 3764 3765 rBV 409 221 0.04% 0.004%
99 13.413 3844 3848 3850 rBV2 390 324 0.05% 0.006%
100 14.480 4177 4180 4182 rBV2 407 236 0.04% 0.005%
Sum of corrected areas: 5048222
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101221\

: VWW022755.D

: 12 Oct 2021 15:51
: SY/MD

: M4126-17

: 5.0mL/MSVOA_V/WATER
. 13

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100121WMA.M
: 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\VVv101221\
Data File : VV022755.D

Acqg On : 12 Oct 2021 15:51
Operator : SY/MD

Sample : M4126-17

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100121WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
2.355 2.58 ug/L 25287 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 9
2 Isopropyl Alcohol 60 C3H80 000067-63-0 9
3 Ethylamine 45 C2H7N 000075-04-7 7
4 Isopropyl Alcohol 60 C3H80 000067-63-0 4
5 Formamide 45 CH3NO 000075-12-7 4
Abundance Scan 409 (2.355 min): VV022755.D\data.ms (-382) (-) m/z 45.00 100.00%
45.0
5000 /\
PO P T T
399 ‘ 59.0 2.00 2.20 2.40 2.60
0 b e et m/z 43,05 23.63%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #346: Isopropyl Alcoho
45.0
5000
2.00 2.20 2.40 2.60
m/z 41.e0 13.17%
\‘\H\‘HH’HH’\\H‘HH‘HH‘HH‘HH }H\‘HH‘HH‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #342: Isopropyl Alcoho
45.0
2.00 2.20 2.40 2.60
5000 m/z 39.00 8.20%
27.0
19.0 ‘ 39_0‘ 59.0
Y N o 1 O S
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #97: Ethylamine
30.0 2.00 2.20 2.40 2.60
m/z 42.10 6.72%
5000
45.0
PN N . | E—
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101221\
Data File : VV022755.D

Acqg On : 12 Oct 2021 15:51
Operator : SY/MD

Sample : M4126-17

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100121WMA.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 2 Propanoic acid, 2,2,3-trich... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.908 5.38 ug/L 52686 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 56
2 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 38
3 2-Chloro-4-fluoropyridine 131 C5H3C1FN 1000484-44-8 38
4 4-Chloro-3-fluoropyridine 131 C5H3C1FN 002546-56-7 30
5 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 25

Abundance Scan 1514 (5.908 min): VV022755.D\data.ms (-1502) (-) m/z 130.90 100.00%
9

95.9 130.
5000 61.0
Gy
69, | | 5.60 5.80 6.00 6.20
bbb e m/z 95.90 96.57%
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 R REREEEE s m
1310 5.60 5.80 6.00 6.20
15.0 m/z 132.90 90.91%
0 36.0 L1550 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 56.54%
26.0 H
oH‘wJ‘HMm:uu“"H‘Hml‘m,‘m,‘m_m_m
miz--> 20 40 60 80 100 120 140 160 180
Abundance #15851: 2-Chloro-4-fluoropyridine AR E s
96.0 131.0 5.60 5.80 6.00 6.20
m/z 61.00 42.89%
5000
69.
3179 H\H\ \‘\ l | | n
ol e e e e e e BT B N
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\VVv101221\
Data File : VV022755.D

Acqg On : 12 Oct 2021 15:51
Operator : SY/MD

Sample : M4126-17

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM100121WMA.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 2.355 2.6 ug/L 25287 1 5.619 489953 50.0
Propanoic acid,... 5.908 5.4 ug/L 52686 1 5.619 489953 50.0
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