LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@93021\
Data File : VV022423.D

Acqg On : 30 Sep 2021 11:42
Operator : SY/MD

Sample : M3978-12DL 5X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 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@22423.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 102413 89136 9.42% 1.160%
2 1.304 76 82 97 rVB 149533 155084 16.38% 2.019%
3 1.564 156 163 177 rVB 114658 136446 14.41% 1.776%
4 2.104 321 331 344 rBV 240632 345418 36.49% 4.497%
5 2.503 450 455 462 rBV7 1625 2091 0.22% 0.027%
6 2.577 474 478 483 rBV3 646 702 0.07% 0.009%
7 2.609 487 488 493 rVB 412 285 0.03% 0.004%
8 2.632 493 495 498 rVB 409 247 0.03% 0.003%
9 2.728 521 525 527 rBV 299 277 0.03% 0.004%
106 2.924 583 586 589 rVB2 421 213  0.02% ©0.003%
11 3.047 619 624 626 rBvV3 216 191 0.02% 0.002%
12 3.059 626 628 632 rVB2 520 247 0.03% 0.003%
13 3.182 664 666 668 rBv 283 144 0.02% 0.002%
14 3.500 762 765 766 rBV 309 189 0.02% 0.002%
15 3.712 828 831 834 rBV2 276 178 0.02% 0.002%
16 3.789 851 855 858 rVB 359 261 ©0.03% 0.003%
17 3.802 858 859 862 rBV 260 143 0.02% 0.002%
18 3.825 862 866 869 rvVB2 267 198 ©0.02% 0.003%
19 3.905 880 891 940 rBV 56295 223663 23.63% 2.912%
20 4.349 1014 1029 1051 rBV 148561 370716 39.16% 4.826%
21  4.632 1114 1117 1119 rBvV2 383 195 ©0.02% 0.003%
22 4.719 1140 1144 1145 rBv2 330 167 0.02% 0.002%
23 4.780 1160 1163 1167 rVB4 357 223 0.02% 0.003%
24  4.834 1175 1180 1181 rBV 320 1706 0.02% 0.002%
25 4.889 1194 1197 1200 rVB2 354 190 0.02% 0.002%
26 4.921 1204 1207 1210 rBV2 358 265 0.03% 0.003%
27  4.982 1223 1226 1228 rBV2 292 207 0.02% ©0.003%
28 5.046 1229 1246 1267 rBV2 374792 946644 100.00% 12.324%
29 5.378 1346 1349 1350 rBv2 410 211 0.02% 0.003%
30 5.400 1353 1356 1358 rBV 686 294 0.03% 0.004%
31 5.487 1381 1383 1386 rVB 250 154 0.02% 0.002%
32 5.503 1386 1388 1391 rBv2 506 277 0.03% 0.004%
33 5.616 1410 1423 1456 rBV 263026 547936 57.88% 7.133%
34 5.911 1504 1515 1534 rVB7 10031 23353  2.47% 0.304%
35 6.072 1549 1565 1598 rBV 208498 438109 46.28% 5.704%
36 6.281 1629 1630 1635 rVB 338 156 0.02% ©0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@93021\
Data File : VV022423.D

Acqg On : 30 Sep 2021 11:42
Operator : SY/MD

Sample : M3978-12DL 5X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 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 6.326 1640 1644 1648 rBvV2 475 393 0.04% 0.005%
38 6.371 1655 1658 1661 rBv2 457 275 0.03% 0.004%
39 6.448 1679 1682 1687 rBV2 200 166 0.02% 0.002%
40 6.599 1728 1729 1733 rVB2 491 275 0.03% 0.004%
41 6.834 1799 1802 1805 rVv2 289 169 0.02% 0.002%
42 6.870 1809 1813 1814 rBV3 321 198 0.02% 0.003%
43  6.989 1839 1850 1874 rBV2 108603 204351 21.59% 2.660%
44  7.316 1940 1952 1972 rBV 435190 767096 81.03%  9.986%
45  7.622 2038 2047 2070 rBV 73657 133085 14.06% 1.733%
46 7.976 2145 2157 2179 rBV 279925 481699 50.88% 6.271%
47  8.091 2183 2193 2229 rBV 231304 443453 46.84% 5.773%
48 8.529 2326 2329 2334 rBV6 423 368 0.04% 0.005%
49 8.593 2347 2349 2354 rVB3 534 352 0.04% 0.005%
50 8.677 2373 2375 2381 rvVvB3 524 361 0.04% 0.005%
51 8.783 2403 2408 2411 rvv3 401 418 0.04% 0.005%
52 8.853 2419 2430 2459 rBV 397122 662863 70.02% 8.630%
53 9.024 2478 2483 2485 rBV4 654 548 0.06% 0.007%
54 9.088 2501 2503 2506 rBvV2 312 153 0.02% 0.002%
55 9.123 2510 2514 2515 rBV 311 214 0.02% ©0.003%
56 9.265 2555 2558 2560 rBvV2 324 199 0.02% 0.003%
57 9.307 2569 2571 2576 rvB2 292 198 0.02% 0.003%
58 9.329 2576 2578 2580 rBV 313 156 0.02% 0.002%
59 9.381 2590 2594 2597 rBV3 488 353 0.04% 0.005%
60 9.451 2613 2616 2617 rBv2 250 142 0.02% 0.002%
61 9.484 2623 2626 2629 rBV 254 192 0.02% 0.002%
62 9.532 2640 2641 2643 rBV2 389 153 0.02% 0.002%
63 9.638 2670 2674 2677 rBV3 362 297 0.03% 0.004%
64 9.680 2683 2687 2693 rBV3 276 261 ©0.03% 0.003%
65 9.747 2706 2708 2713 rVB2 375 244 0.03% ©0.003%
66 9.869 2742 2746 2753 rVB3 379 381 0.04% 0.005%
67 9.963 2769 2775 2779 rBV2 447 516 ©0.05% 0.007%
68 10.040 2797 2799 2802 rVB2 287 169 ©0.02% 0.002%
69 10.127 2819 2826 2835 rBV6 2637 3972 0.42% 0.052%
70 10.217 2842 2854 2876 rBV 285596 456099 48.18% 5.938%
71 10.577 2961 2966 2968 rBV2 800 554 0.06% 0.007%
72 10.609 2972 2976 2981 rVB4 432 495 0.05% 0.006%
73 10.651 2985 2989 2991 rBV3 289 198 0.02% 0.003%
74 10.686 2996 3000 3004 rVB3 326 301 ©0.03% 0.004%
75 10.725 3008 3012 3015 rBV 276 196 ©0.02% 0.003%
76 10.857 3048 3053 3056 rBV2 329 287 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@93021\
Data File : VV022423.D

Acqg On : 30 Sep 2021 11:42
Operator : SY/MD

Sample : M3978-12DL 5X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 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 10.879 3057 3060 3061 rVVv2 347 150 0.02% 0.002%
78 11.037 3103 3109 3115 rVB5 725 847 0.09% 0.011%
79 11.252 3164 3176 3198 rBV 363551 573159 60.55% 7.462%
80 11.413 3224 3226 3227 rBV2 557 218 0.02% 0.003%
81 11.493 3248 3251 3254 rBV3 449 318 ©0.03% 0.004%
82 11.548 3267 3268 3271 rBV 345 171 0.02% 0.002%
83 11.625 3281 3292 3312 rBV 414051 655086 69.20% 8.528%
84 11.792 3341 3344 3345 rBV3 653 398 0.04% 0.005%
85 11.911 3380 3381 3385 rBV 326 171 0.02% 0.002%
86 12.072 3430 3431 3433 rBV 274 139 0.01% 0.002%
87 12.098 3436 3439 3446 rVB3 591 582 0.06% 0.008%
88 12.130 3446 3449 3450 rBV2 374 249 0.03% 0.003%
89 12.429 3538 3542 3545 rBV 261 306 0.03% 0.004%
90 12.535 3573 3575 3579 rVB2 498 257 0.03% 0.003%
91 13.107 3750 3753 3756 rVB2 251 152 0.02% 0.002%
92 13.133 3759 3761 3763 rBV 297 166 0.02% 0.002%
93 13.181 3773 3776 3784 rVB3 517 429 0.05% 0.006%
94 13.429 3850 3853 3858 rBV2 249 239 0.03% 0.003%
95 13.516 3875 3880 3888 rBV3 606 897 0.09% 0.012%
96 13.709 3938 3940 3943 rBV 238 157 0.02% 0.002%
97 13.789 3963 3965 3969 rBV 317 195 0.02% 0.003%
98 14.268 4110 4114 4116 rBV 492 344 0.04% 0.004%
99 14.956 4326 4328 4331 rBV2 415 290 0.03% 0.004%
100 14.998 4339 4341 4343 rBV2 454 242 0.03% 0.003%
Sum of corrected areas: 7681342
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance
400000
350000
300000
250000
200000
150000
100000

50000

0,

Time-->
Abundance

400000

350000

300000

250000

200000

150000

100000

50000

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve93021\

: VWe22423.D

: 30 Sep 2021 11:42

: SY/MD

¢ M3978-12DL 5X

: 5.0mL/MSVOA_V/WATER

: 6 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLM@92721WMA.M
: VOC Analysis

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

TIC: VV022423.D\data.ms

5.046

2. 203 RY 2% 93BEL82  3.5003. 7 ,:‘::c.v. . __4.637ABBEDB2 . L3RR X 665887148
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

TIC: VV022423.D\data.ms

7.316 8.853 11.625

11.252

7.976 10.217

8.091

6.989

7.622

0
Time-->
Abundance
400000
350000
300000
250000
200000
150000
100000

50000

0

8.8%.7% 9.908 1TDEHSARBET®.037 1ZL'L4.TE£ 1.7901P®

N I I T T \ R i e e e e e e
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
TIC: VV022423.D\data.ms

599

Time-->

SFAMVLM@92721
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv093021\
Data File : VV022423.D

Acqg On : 30 Sep 2021 11:42
Operator : SY/MD

Sample : M3978-12DL 5X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 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 8.13 ug/L 89136 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl nitrite 61 CH3NO2 000624-91-9 5
2 o-Ethylhydroxylamine 61 C2H7NO 000624-86-2 4
3 Methanamine, N-methoxy- 61 C2H7NO 001117-97-1 4
4 Cyanogen chloride 61 CCIN 000506-77-4 4
5 Cyanogen chloride 61 CCIN 000506-77-4 4
Abundance  Scan 50 (1.201 min): VV022423.D\data.ms (-45) (-) m/z 61.00 100.00%
61.0
5000
46.0
A
1.20 140 1.60
36.1 9
O e e e e e m/z 60.00 67.24%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #367: Methyl nitrite
30.0
5000 L Iy L B N B
1.20 140 1.60
m/z 45.95  29.25%
15.0 61.0
O ’HH‘HH}HH‘HH‘H! MH‘\\\\‘\\\4‘6\.\(\)\‘\\\\‘HHH\H‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #358: o-Ethylhydroxylamine
27.033.0
T
61.0 1.20 140 1.60
5000 m/z 62.00 2.12%
43.0
s
0 ,‘m“m‘uu,uw! ‘ H M‘m‘l!‘Huwmwmu b
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #359: Methanamine, N-methoxy- I ‘ﬂ“‘
46.0 61.0 1.20 140 1.60
m/z 44.95 2.08%
5000
28.0
15.0 ‘ \m
Yt 1 S | RO 1 Vo't
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 : VV022423.D

Acqg On : 30 Sep 2021 11:42
Operator : SY/MD

Sample : M3978-12DL 5X

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 6 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 8.1 ug/L 89136 1 5.619 547936 50.0
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