LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@92921\
Data File : VV022384.D

Acqg On : 29 Sep 2021 17:43
Operator : SY/MD

Sample : M3978-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 15 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@22384.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 59 rVB 66264 61491 5.98% 0.724%
2 1.304 76 82 96 rvB 139970 135380 13.18% 1.595%
3 1.561 155 162 176 rVB 115576 133849 13.03% 1.577%
4 2.105 321 331 347 rBV 230807 339330 33.02% 3.997%
5 2.503 451 455 456 rBV3 675 479 0.05% 0.006%
6 2.629 484 494 503 rBVS5 1076 2127 0.21% 0.025%
7 3.005 608 611 612 rBV 441 240 0.02% ©0.003%
8 3.063 627 629 635 rVB2 320 227 0.02% 0.003%
9 3.259 688 690 693 rBV2 345 191 0.02% 0.002%
106 3.567 784 786 790 rVB3 402 293 0.03% 0.003%
11 3.612 796 800 802 rBv2 341 187 ©0.02% 0.002%
12 3.654 811 813 817 rVB2 245 188 0.02% 0.002%
13 3.770 847 849 854 rVB3 417 320 0.03% 0.004%
14 3.831 864 868 870 rBV2 384 246 0.02% ©0.003%
15 3.876 870 882 911 rBV 85818 244038 23.75% 2.875%
16 4.259 999 1001 1003 rBv2 617 229 0.02% 0.003%
17 4.349 1013 1029 1055 rBV 163069 413672 40.26% 4.873%
18 4.622 1110 1114 1118 rBV4 479 344 0.03% 0.004%
19 4.699 1135 1138 1140 rVB3 336 221 0.02% 0.003%
20 4.751 1150 1154 1156 rBV3 541 332 0.03% 0.004%
21  4.828 1175 1178 1180 rVB2 354 219 0.02% 0.003%
22 4.953 1215 1217 1223 rBV 307 196 0.02% 0.002%
23 5.047 1229 1246 1265 rBV2 404077 1027531 100.00% 12.104%
24 5.281 1317 1319 1323 rBV2 336 183 0.02% 0.002%
25 5.352 1338 1341 1343 rBV 378 198 0.02% 0.002%
26 5.384 1348 1351 1353 rBV3 413 299 0.03% 0.004%
27 5.490 1381 1384 1387 rVB2 409 270 0.03% 0.003%
28 5.619 1412 1424 1449 rBV 273778 555873 54.10% 6.548%
29 5.982 1533 1537 1540 rBvV3 618 501 0.05% 0.006%
30 6.069 1551 1564 1588 rBV 230773 476758 46.40% 5.616%
31 6.323 1640 1643 1647 rBvV2 395 259 0.03% 0.003%
32 6.484 1690 1693 1696 rBV 504 260 0.03% 0.003%
33  6.516 1698 1703 1704 rBV2 404 317 0.03% 0.004%
34 6.558 1712 1716 1718 rBV2 459 239 0.02% 0.003%
35 6.641 1736 1742 1744 rBV2 485 543 0.05% 0.006%
36 6.654 1744 1746 1748 rBV2 342 190 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@92921\
Data File : VV022384.D

Acqg On : 29 Sep 2021 17:43
Operator : SY/MD

Sample : M3978-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 15 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 6.690 1755 1757 1759 rVB 617 278 0.03% 0.003%
38 6.709 1759 1763 1765 rBv2 429 249 0.02% 0.003%
39 6.741 1771 1773 1779 rVV2 305 257 0.03% 0.003%
40 6.789 1784 1788 1795 rBV3 329 338 0.03% 0.004%
41 6.857 1804 1809 1812 rBV3 497 387 0.04% 0.005%
42 6.889 1815 1819 1820 rBV3 447 278 0.03% 0.003%
43 6.989 1838 1850 1873 rBV 116696 217897 21.21% 2.567%
44  7.317 1939 1952 1972 rBV 468390 810282 78.86% 9.545%
45  7.622 2037 2047 2077 rBV 82311 147301 14.34% 1.735%
46 7.976 2144 2157 2178 rBV 497515 847766 82.51% 9.986%
47  8.088 2183 2192 2222 rBV 273931 495856 48.26% 5.841%
48  8.297 2254 2257 2262 rBV3 1072 748 0.07% ©0.009%
49 8.545 2330 2334 2337 rBV2 397 326 0.03% 0.004%
50 8.638 2361 2363 2367 rBV 272 191 0.02% 0.002%
51 8.751 2397 2398 2401 rvVvB2 604 222  0.02% 0.003%
52 8.802 2412 2414 2417 rVB2 437 256 0.02% 0.003%
53  8.853 2417 2430 2458 rBV 416025 685392 66.70% 8.074%
54 9.143 2517 2520 2521 rBV 472 266 0.03% 0.003%
55 9.204 2536 2539 2541 rBV 317 190 0.02% 0.002%
56  9.252 2549 2554 2557 rVB2 538 478 0.05% 0.006%
57 9.381 2590 2594 2599 rBV 419 265 0.03% 0.003%
58 9.471 2618 2622 2625 rBvV3 349 256 0.02% ©0.003%
59 9.570 2650 2653 2656 rVv2 381 300 0.03% 0.004%
60 9.628 2669 2671 2674 rBvV3 276 199 0.02% 0.002%
61 9.670 2681 2684 2688 rVB3 359 272 0.03% 0.003%
62 9.734 2702 2704 2707 rBV 372 183 0.02% 0.002%
63 9.921 2760 2762 2767 rVB2 408 265 0.03% 0.003%
64 9.947 2767 2770 2775 rVB2 470 355 0.03% 0.004%
65 9.979 2775 2780 2785 rBV3 449 345 0.03% 0.004%
66 10.053 2799 2803 2806 rBV3 341 242 0.02% ©0.003%
67 10.217 2839 2854 2878 rBV 346001 548488 53.38% 6.461%
68 10.387 2903 2907 2909 rBV3 401 323  0.03% 0.004%
69 10.410 2909 2914 2916 rBV3 431 308 0.03% 0.004%
70 10.612 2975 2977 2982 rVB2 374 199 0.02% 0.002%
71 10.795 3030 3034 3035 rBV2 397 190 0.02% 0.002%
72 10.860 3051 3054 3058 rvv3 255 210 0.02% 0.002%
73 10.921 3066 3073 3079 rVV4 1343 1737 0.17% 0.020%
74 11.140 3137 3141 3142 rBV 620 428 0.04% 0.005%
75 11.149 3142 3144 3149 rVB3 620 381 0.04% 0.004%

76 11.252 3164 3176 3197 rBV 370025 590332 57.45% 6.954%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@92921\
Data File : VV022384.D

Acqg On : 29 Sep 2021 17:43
Operator : SY/MD

Sample : M3978-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 15 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 11.548 3265 3268 3273 rVB3 325 274 0.03% 0.003%
78 11.577 3273 3277 3280 rVB2 379 259 0.03% 0.003%
79 11.625 3280 3292 3315 rBV 463751 730820 71.12% 8.609%
80 12.008 3408 3411 3415 rVB3 332 257 0.03% 0.003%
81 12.030 3415 3418 3424 rBV3 361 384 0.04% 0.005%
82 12.191 3466 3468 3474 rVB3 377 317 0.03% 0.004%
83 12.223 3474 3478 3481 rBV 292 257 0.03% 0.003%
84 12.284 3494 3497 3500 rVVv2 357 271 0.03% 0.003%
85 12.458 3548 3551 3556 rBV3 541 586 0.06% 0.007%
86 12.670 3616 3617 3624 rVB2 442 280 0.03% 0.003%
87 12.741 3636 3639 3641 rVVv2 357 226 0.02% 0.003%
88 12.930 3695 3698 3701 rBV2 483 284 0.03% 0.003%
89 13.242 3793 3795 3800 rVB3 460 278 0.03% 0.003%
90 13.390 3836 3841 3843 rBV3 372 326 0.03% 0.004%
91 13.606 3904 3908 3910 rBV3 259 234 0.02% 0.003%
92 13.766 3956 3958 3963 rVB4 352 190 0.02% 0.002%
93 13.811 3968 3972 3975 rBV2 446 407 0.04% 0.005%
94 13.963 4016 4019 4021 rBV2 285 184 0.02% 0.002%
95 14.004 4029 4032 4034 rBV 472 210 0.02% 0.002%
96 14.104 4059 4063 4065 rBV 284 233  0.02% 0.003%
97 14.332 4131 4134 4137 rBV2 410 351 ©0.03% 0.004%
98 14.432 4160 4165 4168 rBV2 530 459 0.04% 0.005%
99 15.014 4344 4346 4349 rVB 534 195 0.02% 0.002%
100 16.290 4741 4743 4745 rBV2 839 412 0.04% 0.005%
Sum of corrected areas: 8489150
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

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

: VVe22384.D

: 29 Sep 2021 17:43
: SY/MD

: M3978-04

: 5.0mL/MSVOA_V/WATER
¢ 15

Sample Multiplier: 1

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

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

Abundance TIC: VV022384.D\data.ms
5.047
400000
300000
200000
100000
0 _2.5@3%29  33063.259 3IHBA3EA31_ 4.259\  4.8BABAP5 RO 5982\ 6.3264%
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: VV022384.D\data.ms
7.317 7.976 11.625
8.853
400000 11.252
10.217
300000 3.088
200000
6.989
100000 7.622
0 8.297 8.81639. L G953 \IM3BM0.6 7.8 11. 4&\ 1m! 120
‘ = e ‘ e — 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: VV022384.D\data.ms
400000
300000
200000
100000
032%2.458227011]2.930 13.2423903.6083/8HRABBA04 4 BRA32 15.014 16.290
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 ‘ 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 : VV022384.D

Acqg On : 29 Sep 2021 17:43
Operator : SY/MD

Sample : M3978-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 15 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 5.53 ug/L 61491 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroguanidine 113 CH2F3N3 037950-72-4 9
2 Methyl nitrite 61 CH3NO2 000624-91-9 5
3 Cyanogen chloride 61 CCIN 000506-77-4 5
4 Thiirane 60 C2H4S 000420-12-2 4
5 o-Ethylhydroxylamine 61 C2H7NO 000624-86-2 4
Abundance  Scan 50 (1.201 min): VV022384.D\data.ms (-45) (-) m/z 60.95 100.00%
61.0
5000
46.0
— b
120 1.40 160
. ‘ 79.9
O e e e e e e e e m/z 60.00 66.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7947: Trifluoroguanidine
61.0
28.0
42.0
5000 T LA B TT
120 1.40 160
m/z 46.00 30.56%
0 750 113.0
\H‘HH‘\H\’\\H‘\\H‘H\\‘H\\‘\H\‘\H\‘\\H‘H\\‘H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #367: Methyl nitrite
30.0
R
1.20 140 1.60
5000 m/z 45.00 3.74%
o w1 S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #364: Cyanogen chloride “““Wﬂﬂ“‘ ‘ﬂﬁﬂﬁ‘
61.0 1.20 140 1.60
m/z 44.00 2.48%
5000
120 ‘ 3?0
O e e e e e
m/z--> 10 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 : VV022384.D

Acqg On : 29 Sep 2021 17:43
Operator : SY/MD

Sample : M3978-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 15 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 5.5 ug/L 61491 1 5.619 555873 50.0

SFAMVLM@92721WMA.M Thu Sep 30 19:09:03 2021 6



