LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@92921\
Data File : VV022387.D

Acqg On : 29 Sep 2021 18:55
Operator : SY/MD

Sample : M3978-07

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 18 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@22387.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 64 rBvV 54064 52291 5.18% 0.639%
2 1.304 76 82 99 rvVB 128316 130706 12.94% 1.598%
3 1.561 155 162 178 rVB 114212 133208 13.19% 1.629%
4 2.104 321 331 348 rBV 227088 333050 32.97% 4.073%
5 2.336 400 403 404 rBvV2 290 162 0.02% 0.002%
6 2.423 427 430 432 rBV2 423 298 0.03% 0.004%
7 2.622 482 492 501 rBvVS8 1603 3061 ©0.30% 0.037%
8 2.661 502 504 508 rBvV3 374 194 0.02% 0.002%
9 2.722 520 523 524 rBV 351 206 0.02% 0.003%
10 2.773 529 539 551 rVB7 1905 3745 0.37% 0.046%
11 3.175 662 664 667 rVB2 388 186 ©0.02% 0.002%
12 3.339 716 715 717 rBV2 278 254 0.03% 0.003%
13 3.448 745 749 755 rBV2 460 548 0.05% 0.007%
14 3.548 777 780 782 rBV2 305 176 0.02% 0.002%
15 3.632 805 806 809 rvVB2 561 234 0.02% ©0.003%
16 3.876 871 882 917 rBV 85807 246340 24.39%  3.013%
17 4.272 1002 1005 1008 rVB 754 429 0.04% 0.005%
18 4.291 1008 1011 1012 rBV 400 255 0.03% 0.003%
19 4.349 1012 1029 1059 rvV 157716 404778 40.07% 4.950%
20 4.651 1121 1123 1127 rVB2 502 183 0.02% 0.002%
21  4.715 1139 1143 1146 rVB3 400 275 0.03% 0.003%
22 4.760 1153 1157 1158 rBv2 337 235 0.02% 0.003%
23 5.047 1229 1246 1265 rBvV2 393188 1010142 100.00% 12.353%
24 5.381 1348 1350 1352 rBV 414 208 0.02% ©0.003%
25 5.461 1370 1375 1379 rBV3 413 356 0.04% 0.004%
26 5.503 1384 1388 1394 rBV3 529 454 0.04%  0.006%
27 5.558 1402 1405 1411 rBV4 528 464 0.05% 0.006%
28 5.616 1411 1423 1452 rBV 268877 555107 54.95% 6.789%
29 5.918 1507 1517 1518 rBv4 4699 6430 0.64% 0.079%
30 5.995 1539 1541 1544 rVB2 378 188 0.02% 0.002%
31 6.069 1551 1564 1589 rBV 224978 469093 46.44% 5.737%
32 6.291 1631 1633 1637 rVB3 663 402 0.04% 0.005%
33  6.310 1637 1639 1642 rBV 409 247 0.02% ©0.003%
34 6.410 1667 1670 1671 rBV 276 171 0.02% 0.002%
35 6.471 1686 1689 1694 rBvV2 225 168 ©0.02% 0.002%
36 6.506 1698 1700 1702 rBV2 392 219 0.02% ©0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@92921\
Data File : VV022387.D

Acqg On : 29 Sep 2021 18:55
Operator : SY/MD

Sample : M3978-07

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 18 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 6.632 1734 1739 1740 rBV2 340 300 0.03% 0.004%
38 6.718 1762 1766 1768 rBV 271 188 ©0.02% 0.002%
39 6.754 1774 1777 1778 rBV 463 174 0.02% 0.002%
40 6.873 1813 1814 1819 rVB3 389 215 0.02% ©0.003%
41 6.989 1839 1850 1872 rBV 112188 210803 20.87% 2.578%
42 7.188 1907 1912 1913 rBV3 544 418 0.04% 0.005%
43 7.268 1934 1937 1940 rBV3 347 229 0.02% 0.003%
44  7.317 1940 1952 1970 rBV 451543 794208 78.62% 9.713%
45 7.622 2037 2047 2074 rBV 80046 144366 14.29% 1.766%
46  7.754 2086 2088 2092 rVB4 763 449 0.04% 0.005%
47  7.821 2107 2109 2113 rVB2 421 192 0.02% 0.002%
48  7.879 2125 2127 2129 rBvV2 536 289 0.03% 0.004%
49 7.976 2141 2157 2175 rBV 395172 669187 66.25% 8.184%
50 8.088 2182 2192 2220 rBV 265563 479662 47.48% 5.866%
51 8.394 2285 2287 2289 rBV 591 298 0.03% 0.004%
52 8.535 2328 2331 2334 rBV2 488 408 0.04% 0.005%
53 8.696 2378 2381 2386 rBvV3 337 308 0.03% 0.004%
54 8.718 2386 2388 2391 rVB 417 214 0.02% ©0.003%
55 8.773 2402 2405 2408 rBvV2 411 283 0.03% 0.003%
56 8.805 2411 2415 2418 rBV3 253 217 0.02% ©0.003%
57 8.853 2418 2430 2464 rBV 414781 680309 67.35%  8.320%
58 9.082 2499 2501 2505 rBV4 501 273 0.03% 0.003%
59 9.120 2509 2513 2517 rBV3 379 321 0.03% 0.004%
60 9.143 2517 2520 2522 rBvV3 679 494 0.05% 0.006%
61 9.185 2532 2533 2536 rBV 422 157 0.02% 0.002%
62 9.201 2536 2538 2543 rVB2 491 259 0.03% 0.003%
63 9.381 2590 2594 2597 rVB3 382 260 0.03% 0.003%
64 9.419 2603 2606 2608 rBV2 299 180 ©0.02% 0.002%
65 9.519 2633 2637 2639 rVB2 273 174 0.02% 0.002%
66 9.535 2639 2642 2644 rBV2 251 168 0.02% 0.002%
67 9.622 2666 2669 2671 rVB 376 212 0.02% ©0.003%
68 9.638 2671 2674 2678 rBV2 346 280 0.03% 0.003%
69 9.873 2741 2747 2749 rBV2 376 258 0.03% 0.003%
70 9.959 2770 2774 2777 rBvV3 298 216 0.02% 0.003%
71 10.005 2784 2788 2791 rBV 352 369 0.04% 0.005%
72 10.127 2822 2826 2834 rVB4 1094 1545 0.15% 0.019%
73 10.217 2843 2854 2876 rBV 337599 534707 52.93% 6.539%
74 10.313 2881 2884 2888 rBV2 628 461 ©0.05% 0.006%
75 10.352 2893 2896 2899 rBV3 487 382 0.04% 0.005%
76 10.426 2914 2919 2922 rBV2 260 216 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@92921\
Data File : VV022387.D

Acqg On : 29 Sep 2021 18:55
Operator : SY/MD

Sample : M3978-07

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 18 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 10.458 2923 2929 2931 rVV2 460 354 0.04% 0.004%
78 10.603 2972 2974 2977 rBV 386 260 0.03% 0.003%
79 10.905 3064 3068 3069 rBV2 517 348 0.03% 0.004%
80 11.049 3105 3113 3116 rBV5S 451 735 0.07% 0.009%
81 11.152 3142 3145 3148 rVB3 702 391 0.04% 0.005%
82 11.252 3164 3176 3198 rBV 366721 580701 57.49% 7.102%
83 11.377 3214 3215 3217 rBV2 569 267 0.03% 0.003%
84 11.464 3240 3242 3246 rBV2 372 244  0.02% ©0.003%
85 11.548 3264 3268 3271 rVB3 556 396 0.04% 0.005%
86 11.625 3281 3292 3317 rVB 459255 711859 70.47% 8.706%
87 12.101 3438 3440 3444 rBV2 352 226 0.02% 0.003%
88 12.326 3508 3510 3515 rVB2 355 192 0.02% 0.002%
89 12.805 3656 3659 3661 rBV2 276 204 0.02% 0.002%
99 12.856 3671 3675 3677 rBV 381 272 0.03% 0.003%
91 12.869 3677 3679 3684 rVB2 303 257 0.03% 0.003%
92 13.033 3728 3730 3732 rBV 401 199 0.02% 0.002%
93 13.053 3732 3736 3737 rBV3 254 165 ©0.02% 0.002%
94 13.123 3756 3758 3763 rVB2 320 191 0.02% 0.002%
95 13.583 3899 3901 3904 rBV2 356 185 0.02% 0.002%
96 13.692 3929 3935 3938 rBV2 427 411 0.04% 0.005%
97 13.808 3968 3971 3974 rVB2 477 222  0.02% ©0.003%
98 14.178 4084 4086 4091 rBV2 401 326 0.03% 0.004%
99 14.281 4115 4118 4120 rBV 412 326 0.03% 0.004%
100 14.416 4158 4160 4162 rVB2 613 211 0.02% 0.003%
Sum of corrected areas: 8177054
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 18

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve92921\

: VW022387.D

: 29 Sep 2021 18:55

: SY/MD

. M3978-07

: 5.0mL/MSVOA_V/WATER
Sample Multiplier:

: VOC Analysis

: C:\Database\NIST20.

1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM092721WMA.M

L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VV022387.D\data.ms
400000 5.047
300000
5.616
2.104 6.069
200000
4.349
1.304 1561
100000 3.876
1.20
0 2. PXBERIZ3 3.178.33WIBUE32 4 . . 5.8]
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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: VV022387.D\data.ms
7.317 11.625
8.853
400000 7.976
11.252
10.217
300000
8.088
200000
6.989
100000 7.622
O.m7 7.1# 7. 7BBY9 8.3B153B 0 & FRRES 0. 300 603 10.9DEEIAQJLEI 12.1
e B e e e e T 7 — T — T T T —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV022387.D\data.ms
400000
300000
200000
100000
0 12.326 1212 GHROER 3 13. 5889808 1414881416
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\VVv092921\
Data File : VV022387.D

Acqg On : 29 Sep 2021 18:55
Operator : SY/MD

Sample : M3978-07

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 18 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 4.71 ug/L 52291 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroguanidine 113 CH2F3N3 037950-72-4 9
2 Ethyne, chloro- 60 C2HC1 000593-63-5 7
3 Thiirane 60 C2H4S 000420-12-2 7
4 Methyl nitrite 61 CH3NO2 000624-91-9 5
5 o-Ethylhydroxylamine 61 C2H7NO 000624-86-2 4
Abundance  Scan 50 (1.201 min): VV022387.D\data.ms (-45) (-) m/z 61.00 100.00%
61.0
5000
46.0
e
1.20 140 1.60
ot m/z 60.00 68.90%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7947: Trifluoroguanidine
61.0
28.0
42.0
5000 L I B N
1.20 140 1.60
m/z 45.95 32.81%
0 750 113.0
\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #329: Ethyne, chloro-
60.0
e
1.20 140 1.60
5000 m/z 45.00 3.65%
25.0
47.0
0H‘\M\‘H‘m\H‘H‘\m“\m‘uH‘\m‘\m‘\m,\m‘\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #313: Thiirane AT A A ““Aﬁ%
45.0 60.0 1.20 140 1.60
m/z 44.00 2.74%
s000 270
0 N =
m/z--> 20 30 40 50 60 70 80 90 100 110 120 1.20 140 1.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@92921\
Data File : VV022387.D

Acqg On : 29 Sep 2021 18:55
Operator : SY/MD

Sample : M3978-07

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 18 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 4.7 ug/L 52291 1 5.619 555107 50.0

SFAMVLM@92721WMA.M Thu Sep 30 19:10:00 2021 6



