LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@93021\
Data File : VV022424.D

Acqg On : 30 Sep 2021 12:06
Operator : SY/MD

Sample : M3978-13DL 5X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 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\SFAMVLM@92721WMA .M
Title : VOC Analysis

Signal : TIC: VV@22424.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.201 45 50 65 rVB 108747 98815 10.49% 1.284%
2 1.304 76 82 100 rVB 149722 153555 16.30% 1.995%
3 1.561 155 162 174 rVB 115473 134306 14.25% 1.745%
4 2.105 322 331 344 rBV 240192 348888 37.02% 4.533%
5 2.619 486 491 492 rBV 844 577 0.06% 0.007%
6 2.7706 525 538 550 rBV5 2434 5595 ©.59% 0.073%
7 2.931 584 588 592 rBV2 387 318 ©0.03% 0.004%
8 2.963 596 598 600 rvv2 457 171 0.02% 0.002%
9 2.995 606 608 611 rBV2 331 185 0.02% 0.002%
106 3.047 621 624 628 rBV3 421 373 0.04% 0.005%
11 3.195 666 670 672 rBV 424 216 0.02% ©0.003%
12 3.237 679 683 687 rvB2 341 342 0.04% 0.004%
13  3.265 688 692 695 rBv2 245 189 0.02% 0.002%
14 3.365 720 723 726 rBV2 248 197 0.02% 0.003%
15 3.420 738 740 745 rVW2 558 378 0.04% 0.005%
16 3.603 791 797 800 rBV2 362 318 0.03% 0.004%
17 3.622 801 803 807 rVB 264 172  0.02% 0.002%
18 3.783 850 853 858 rVB2 352 307 0.03% 0.004%
19 3.806 858 860 863 rBV 360 188 0.02% 0.002%
20 3.876 869 882 913 rBV 72905 202259 21.46% 2.628%
21  4.230 990 992 997 rBv2 379 3106 0.03% 0.004%
22 4.352 1012 1030 1062 rBV2 143655 372174 39.50% 4.836%
23 4.622 1112 1114 1119 rBV2 559 441 0.05% 0.006%
24 4.725 1141 1146 1149 rBV2 289 258 0.03% 0.003%
25 4.828 1176 1178 1181 rVB3 299 169 ©0.02% 0.002%
26 4.867 1185 1190 1193 rBV2 305 268 0.03% 0.003%
27  4.908 1200 1203 1205 rBV2 248 163 0.02% 0.002%
28 4.986 1225 1227 1230 rBV3 358 158 ©0.02% 0.002%
29 5.047 1230 1246 1279 rBV2 370208 942327 100.00% 12.245%
30 5.378 1347 1349 1355 rVvB3 466 433 0.05% 0.006%
31 5.410 1355 1359 1361 rBvV2 592 361 ©0.04% 0.005%
32 5.574 1408 1410 1411 rBV 420 184 0.02% 0.002%
33 5.616 1412 1423 1459 rVW 255494 531598 56.41% 6.908%
34 5.915 1505 1516 1532 rBV1e 9491 21611 2.29% 0.281%
35 6.008 1541 1545 1549 rBvV2 403 271 0.03% 0.004%

36 6.069 1549 1564 1594 rBV 206513 423078 44.90% 5.498%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@93021\
Data File : VV022424.D

Acqg On : 30 Sep 2021 12:06
Operator : SY/MD

Sample : M3978-13DL 5X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 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\SFAMVLM@92721WMA .M
Title : VOC Analysis
37 6.371 1655 1658 1660 rBV 366 244 0.03% ©0.003%
38 6.458 1683 1685 1689 rVB 324 165 ©0.02% 0.002%
39 6.519 1701 1704 1707 rBV2 400 291 0.03% 0.004%
40 6.664 1746 1749 1751 rBV2 371 221 0.02% 0.003%
41 6.715 1762 1765 1766 rBV 321 1706 0.02% 0.002%
42 6.937 1829 1834 1837 rBV2 302 187 0.02% 0.002%
43  6.989 1837 1850 1871 rBV 107065 200158 21.24% 2.601%
44  7.207 1916 1918 1922 rVB4 479 273 0.03% 0.004%
45 7.317 1940 1952 1971 rBV 431454 752353 79.84% 9.776%
46 7.622 2037 2047 2075 rBV 74158 133776 14.20% 1.738%
47  7.976 2145 2157 2176 rBV 379085 637466 67.65%  8.283%
48 8.088 2183 2192 2222 rBV 219010 394856 41.90% 5.131%
49 8.519 2323 2326 2328 rBV2 581 338 0.04% 0.004%
50 8.600 2348 2351 2352 rBV 431 201 0.02% ©0.003%
51 8.686 2376 2378 2381 rBV 307 199 0.02% 0.003%
52 8.854 2417 2430 2453 rBV 392859 651274 69.11% 8.463%
53 9.153 2518 2523 2525 rBV2 519 520 0.06% 0.007%
54  9.207 2537 2540 2541 rW 354 199 0.02% 0.003%
55  9.297 2565 2568 2570 rBV 330 174 0.02% 0.002%
56 9.349 2578 2584 2586 rBvV2 375 289 0.03% 0.004%
57 9.526 2635 2639 2640 rBvV2 325 191 0.02% 0.002%
58 9.561 2647 2650 2653 rBV 242 165 ©0.02% 0.002%
59 9.944 2767 2769 2772 rBV3 423 261 0.03% 0.003%
60 9.992 2781 2784 2787 rBv2 180 178 0.02% 0.002%
61 10.127 2819 2826 2834 rVB5 2110 3264 0.35% 0.042%
62 10.217 2842 2854 2872 rVV 286877 456101 48.40% 5.927%
63 10.355 2895 2897 2898 rBV 366 181 ©0.02% 0.002%
64 10.487 2936 2938 2943 rBV2 214 175 0.02% 0.002%
65 10.522 2947 2949 2954 rVV3 209 161 ©0.02% 0.002%
66 10.574 2963 2965 2966 rBV 420 164 0.02% 0.002%
67 10.616 2976 2978 2984 rVV 415 246 0.03% 0.003%
68 10.812 3036 3039 3042 rBV3 351 246 0.03% 0.003%
69 10.973 3085 3089 3094 rBV3 364 328 0.03% 0.004%
70 11.027 3103 3106 3107 rBV 386 196 ©0.02% ©0.003%
71 11.146 3137 3143 3149 rVB4 1249 1485 0.16% 0.019%
72 11.191 3155 3157 3161 rBV2 262 170 0.02% 0.002%
73 11.249 3164 3175 3194 rBV 358204 563989 59.85% 7.329%
74 11.506 3252 3255 3260 rBV2 427 423 0.04% 0.005%
75 11.577 3273 3277 3278 rBV3 346 226 0.02% 0.003%

76 11.625 3281 3292 3315 rVWV 411099 646760 68.63%  8.404%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@93021\
Data File : VV022424.D

Acqg On : 30 Sep 2021 12:06
Operator : SY/MD

Sample : M3978-13DL 5X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 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\SFAMVLM@92721WMA .M
Title : VOC Analysis
77 11.773 3336 3338 3341 rBV2 431 297 0.03% 0.004%
78 11.789 3341 3343 3349 rVB5 950 736 0.08% 0.010%
79 11.921 3380 3384 3386 rBV2 388 338 0.04% 0.004%
80 12.053 3421 3425 3426 rBV2 266 185 0.02% 0.002%
81 12.374 3523 3525 3529 rBV2 306 269 0.03% 0.003%
82 12.593 3591 3593 3597 rVB3 466 231 0.02% 0.003%
83 12.654 3608 3612 3613 rBV 387 255 0.03% 0.003%
84 12.686 3620 3622 3624 rBV 369 179 0.02% 0.002%
85 12.770 3645 3648 3651 rBV2 237 178 0.02% 0.002%
86 12.976 3710 3712 3714 rBV 313 165 0.02% 0.002%
87 13.037 3728 3731 3735 rBV 319 216 0.02% ©0.003%
88 13.149 3763 3766 3769 rBV 332 313 0.03% 0.004%
89 13.210 3783 3785 3788 rBV 307 171 0.02% 0.002%
90 13.326 3819 3821 3824 rVB2 429 266 ©0.03% 0.003%
91 13.416 3845 3849 3850 rBV2 383 262 0.03% 0.003%
92 13.506 3870 3877 3880 rBV3 339 314 0.03% 0.004%
93 13.538 3883 3887 3890 rvwv 296 197 0.02% 0.003%
94 13.619 3907 3912 3915 rBV 231 221 0.02% ©0.003%
95 13.641 3915 3919 3922 rBV2 351 261 ©0.03% 0.003%
96 13.709 3938 3940 3943 rBV 332 199 0.02% 0.003%
97 13.870 3987 3990 3993 rBV2 300 239 0.03% 0.003%
98 14.040 4041 4043 4047 rVB 470 202 0.02% ©0.003%
99 14.387 4147 4151 4153 rBV2 430 288 0.03% 0.004%
100 14.445 4166 4169 4174 rBV3 428 401 0.04% 0.005%
Sum of corrected areas: 7695800
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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\VVve93021\

: VWe22424.D

: 30 Sep 2021 12:06

: SY/MD

¢ M3978-13DL 5X

: 5.0mL/MSVOA_V/WATER

: 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92721WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

400000

350000

300000

250000

200000

150000

100000

50000

0

TIC: VV022424.D\data.ms

5.047
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Time-->
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TIC: VV022424.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv093021\
Data File : VV022424.D

Acqg On : 30 Sep 2021 12:06
Operator : SY/MD

Sample : M3978-13DL 5X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92721WMA.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.
1.201 9.29 ug/L 98815 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiirane 60 C2H4S 000420-12-2 7
2 Ethyne, chloro- 60 C2HC1 000593-63-5 5
3 Methyl nitrite 61 CH3NO2 000624-91-9 5
4 o-Ethylhydroxylamine 61 C2H7NO 000624-86-2 4
5 Methyl formate 60 C2H402 000107-31-3 4
Abundance  Scan 50 (1.201 min): VV022424.D\data.ms (-45) (-) m/z 61.00 100.00%
61.0
5000
46.0
— A
1.20 140 1.60
36.0
O e e e e e m/z 60.00 66.75%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #313: Thiirane
43.0 60.0
5000 270 \\\\\\‘\\\\\\
1.20 140 1.60
m/z 45.95 31.52%
34.0
O’HH‘\\\\‘\\H‘HH}H!\‘\M!‘HH‘\H} MH’HH‘\!H HH‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #329: Ethyne, chloro-
60.0
— e
1.20 140 1.60
5000 m/z 44.00 3.32%
25.0
350 47.0
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #367: Methyl nitrite — T
30.0 1.20 140 1.60
m/z 62.00 2.05%
5000
80 Al w0 e L
O bbb e e M -
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.20 140 1.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@93021\
Data File : VV022424.D

Acqg On : 30 Sep 2021 12:06
Operator : SY/MD

Sample : M3978-13DL 5X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92721WMA.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 1.201 9.3 ug/L 98815 1 5.619 531598 50.0
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