LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41521\
Data File : VV021021.D

Acqg On : 15 Apr 2021 11:00
Operator : SY/MD

Sample : VVe415wBLO1

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 3  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\SFAMVLMO41421WMA.M
Title : VOC Analysis

Signal : TIC: VV@21021.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 76 83 95 rBV 194393 213958 12.25% 1.562%
2 1.571 157 165 183 rBV 154126 194639 11.15% 1.421%
3 2.165 322 331 345 rBV 405565 586081 33.56% 4.280%
4 2,291 381 389 398 rvB2 3368 5390 0.31% 0.039%
5 2.423 428 430 433 rVB 529 253 0.01% 0.002%
6 2.603 482 486 489 rBvV4 449 424 0.02% 0.003%
7 2.716 518 521 522 rBV 486 243  0.01% ©0.002%
8 2.761 530 535 537 rBV3 1195 1089 0.06% 0.008%
9 2.809 548 550 551 rBV 478 249 0.01% 0.002%
106 2.9065 574 580 581 rBV 297 341 0.02% 0.002%
11 3.005 609 611 616 rVB3 430 367 0.02% 0.003%
12 3.127 645 649 654 rvv2 649 494 0.03% 0.004%
13 3.327 706 711 714 rBB 440 313 0.02% 0.002%
14 3.394 729 732 735 rBV 429 243  0.01% 0.002%
15 3.503 762 766 768 rBV 432 317 0.02% 0.002%
16 3.600 792 796 797 rBV 621 262 0.02% 0.002%
17 3.629 803 805 808 rBV 383 3106 0.02% 0.002%
18 3.671 815 818 823 rWV 287 263 0.02% 0.002%
19 3.754 839 844 849 rBB2 481 500 0.03% 0.004%
20 3.809 859 861 867 rVB3 412 236 0.01% 0.002%
21  3.909 879 892 924 rBV2 73600 291314 16.68% 2.127%
22 4.246 994 997 1000 rBV2 725 467 0.03% 0.003%
23 4.349 1014 1029 1062 rVB 305993 765439 43.83% 5.589%
24  4.561 1091 1095 1098 rBV3 809 632 0.04% 0.005%
25 4.818 1172 1175 1177 rBV3 635 313  0.02% 0.002%
26 4.896 1197 1199 1202 rVB 425 258 0.01% 0.002%
27 4.957 1216 1218 1221 rVB2 578 355 0.02% 0.003%
28 4.976 1221 1224 1226 rBV 466 339  0.02% 0.002%
29 5.047 1229 1246 1278 rBV3 687406 1746405 100.00% 12.752%
30 5.449 1368 1371 1373 rVB 552 232  0.01% 0.002%
31 5.497 1384 1386 1390 rvB2 642 327 0.02% 0.002%
32 5.619 1412 1424 1458 rBV 567051 1130429 64.73% 8.254%
33 5.912 1509 1515 1519 rBV6 2291 3211 0.18% 0.023%
34 6.072 1551 1565 1590 rBV ~ 365353 758850 43.45%  5.541%
35 6.294 1632 1634 1639 rvB2 511 311 0.02% 0.002%
36 6.323 1639 1643 1645 rBvV2 526 412 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41521\
Data File : VV021021.D

Acqg On : 15 Apr 2021 11:00
Operator : SY/MD

Sample : VVe415wBLO1

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 3  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\SFAMVLMO41421WMA.M
Title : VOC Analysis
37 6.378 1657 1660 1663 rBV 522 397 0.02% 0.003%
38 6.420 1668 1673 1674 rBV 321 251 0.01% 0.002%
39 6.458 1682 1685 1689 rBV 527 597 0.03% 0.004%
40 6.529 1700 1707 1708 rBV2 631 648 0.04% 0.005%
41 6.548 1708 1713 1715 rBvV2 654 386 0.02% 0.003%
42 6.664 1747 1749 1753 rBV2 555 364 0.02% 0.003%
43 6.728 1767 1769 1773 rVB 466 292 0.02% 0.002%
44 6.780 1780 1785 1788 rBV 736 513 0.03% 0.004%
45  6.928 1825 1831 1833 rBvV2 334 326 0.02% 0.002%
46  6.989 1838 1850 1875 rBV = 222845 412391 23.61% 3.011%
47  7.317 1940 1952 1969 rBV 842128 1456015 83.37% 10.632%
48 7.625 2037 2048 2073 rBV 164575 290205 16.62% 2.119%
49 7.789 2097 2099 2100 rBV 599 266 0.02% 0.002%
50 7.828 2109 2111 2113 rBV 598 263 0.02% 0.002%
51 7.915 2136 2138 2140 rvVB2 601 283 0.02% 0.002%
52 7.937 2140 2145 2151 rBV4 1562 1781 0.10% 0.013%
53 8.092 2184 2193 2225 rBV 404973 727091 41.63% 5.309%
54  8.465 2306 2309 2316 rBvV3 597 779 0.04% 0.006%
55  8.577 2340 2344 2345 rBV2 414 248 0.01% 0.002%
56 8.629 2357 2360 2364 rvVB3 858 589 0.03% 0.004%
57 8.857 2419 2431 2449 rBV 835238 1354263 77.55% 9.889%
58 9.082 2499 2501 2503 rBV 359 254 0.01% 0.002%
59 9.114 2509 2511 2515 rBV2 630 464 0.03% 0.003%
60 9.137 2515 2518 2519 rBV3 733 398 0.02% 0.003%
61 9.252 2550 2554 2559 rBV3 680 600 0.03% 0.004%
62 9.394 2595 2598 2599 rBV 441 255 0.01% 0.002%
63 9.555 2641 2648 2650 rBV3 1097 795 0.05% ©0.006%
64 9.587 2655 2658 2663 rVv3 1086 793 0.05% 0.006%
65 9.619 2666 2668 2674 rVB3 468 387 0.02% 0.003%
66 9.657 2677 2680 2682 rBV2 413 232  0.01% 0.002%
67 9.940 2765 2768 2771 rBV 621 321  0.02% 0.002%
68 10.082 2809 2812 2814 rBV 580 376 0.02% 0.003%
69 10.130 2820 2827 2835 rBV6 3509 5545 0.32% 0.040%
70 10.220 2843 2855 2874 rBV = 600413 933331 53.44% 6.815%
71 10.301 2878 2880 2886 rVV4 748 774 0.04% 0.006%
72 10.548 2951 2957 2959 rBV3 1313 1097 0.06% 0.008%
73 10.606 2972 2975 2977 rBV2 681 467 0.03% 0.003%
74 10.664 2990 2993 3000 rVB3 870 785 0.04% 0.006%
75 10.725 3009 3012 3017 rBV 481 505 0.03% 0.004%
76 10.924 3066 3074 3080 rBVS8 4489 6105 ©0.35% 0.045%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41521\
Data File : VV021021.D

Acqg On : 15 Apr 2021 11:00
Operator : SY/MD

Sample : VVe415wBLO1

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 3  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\SFAMVLMO41421WMA.M
Title : VOC Analysis
77 10.966 3085 3087 3089 rVB2 633 265 0.02% 0.002%
78 11.018 3098 3103 3104 rBV2 384 326 0.02% 0.002%
79 11.149 3139 3144 3150 rBV3 1403 2013 0.12% 0.015%
80 11.255 3165 3177 3196 rBV 837956 1302143 74.56% 9.508%
81 11.526 3256 3261 3262 rBV 371 326 0.02% 0.002%
82 11.632 3282 3294 3312 rBV 916767 1458374 83.51% 10.649%
83 11.850 3360 3362 3365 rBV3 378 242 0.01% 0.002%
84 12.159 3456 3458 3462 rVB2 689 317 0.02% 0.002%
85 12.182 3462 3465 3468 rBV 476 331 0.02% 0.002%
86 12.320 3506 3508 3511 rBV3 533 300 0.02% 0.002%
87 12.384 3525 3528 3531 rBV2 563 414 0.02% 0.003%
88 12.587 3588 3591 3593 rBV2 400 252  0.01% 0.002%
89 12.651 3606 3611 3612 rBV2 2155 1524 0.09% 0.011%
90 12.715 3629 3631 3636 rVB2 615 423  0.02% 0.003%
91 12.953 3703 3705 3708 rBV 594 337 0.02% 0.002%
92 13.210 3779 3785 3789 rBV3 788 632 0.04% 0.005%
93 13.278 3797 3806 3814 rBV6 3372 5660 ©0.32% 0.041%
94 13.336 3822 3824 3826 rBV6 473 286 0.02% 0.002%
95 13.390 3839 3841 3845 rBV 392 329 0.02% 0.002%
96 13.487 3869 3871 3873 rBV 610 345 0.02% 0.003%
97 13.519 3876 3881 3891 rVB2 3963 5661 ©.32% 0.041%
98 13.587 3900 3902 3906 rBV 514 267 0.02% 0.002%
99 13.757 3947 3955 3968 rBV8 3890 7132 0.41% 0.052%
100 14.468 4174 4176 4179 rBV2 659 480 0.03% 0.004%
Sum of corrected areas: 13695077
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41521\

: VWe21021.D

: 15 Apr 2021 11:00

: SY/MD

: VVO415WBLO1

: 5.0mL/MSVOA_V/WATER

: 3  Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLMO41421WMA .M
: VOC Analysis

: C:\DATABASE\NIST11.L
tion Parameters: LSCINT.P

Abundance TIC: VV021021.D\data.ms
800000
5.047
600000
400000
200000
3.909
ol 2.91422.6%6!1)93)96&2‘6.32@&3&6% 4.24 4.561 4.818BWH 551497 5.912 CoFEBIRER:
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: VV021021.D\data.ms
7.317 8.857 11.255 11.632
800000
600000 10.220
400000 8.092
6.989
200000 7.625
03.667.4285]9 T8RP 8.48%:829 SRRBIP 5P 39DGHHS 7 9.914@1]384 .30110.G@&BFL/HERed31 49 11.52’6 11.850
S i e e e e e L e e e e e e e e e e
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: VV021021.D\data.ms
800000
600000
400000
200000
ok P ABUA ABH15.2.9531 3. 2 BRRBIRER3. 757 14.468
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\VVv041521\
Data File : VV021021.D

Acqg On : 15 Apr 2021 11:00
Operator : SY/MD

Sample ¢ VVe415WBLO1

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO41421WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.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 1

R.T. EstConc Area Relative to ISTD R.T.

6.989 18.24 ug/L 412391  1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methane, oxybis[chloro- 114 C2H4C120 000542-88-1 43
2 3-Thiatricyclo[3.1.1.0(2,4)]heptane 112 C6H8S 1000221-37-0 32
3 2-Propanol, 1,3-dichloro- 128 C3H6C120 000096-23-1 25
4 1,3-Cyclohexadiene 80 C6H8 000592-57-4 23
5 Cyclopropane, ethenylmethylene- 80 C6H8 019995-92-7 9

Abundance Scan 1850 (6.989 min): VV021021.D\data.ms (-1838) (-) m/z 79.10 100.00%

79.1
5000 42.1
114'0 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
‘ 63.0 6.60 6.80 7.00 7.20 7.40
bbb P20 b m/z 42.10 46.20%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7038: Methane, oxybis[chloro-
79.0
5000 49.0 RERRR S e
6.60 6.80 7.00 7.20 7.40
m/z 81.00 33.00%
29.0
0 140 | \ 63.0 || 93.0 113.0
H\‘\\H‘HH‘H!V{HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #6455: 3-Thiatricyclo[3.1.1.0(2,4)]heptane
79.0
R RRRREEn ERREE
6.60 6.80 7.00 7.20 7.40
5000 m/z 114.00 25.02%
39.0
0
S P GOUN | A =1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11978: 2-Propanol, 1,3-dichloro- R e R
79.0 6.60 6.80 7.00 7.20 7.40
m/z 51.10 18.50%
5000 43.0
15.0
29.0
0 g, | 61.0 93.0 109.0 130.0

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41521\
Data File : VV021021.D

Acqg On : 15 Apr 2021 11:00
Operator : SY/MD

Sample : VVOe415WBLO1

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO41421WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

unknown-01 6.989 18.2 wug/L 412391 1 5.619 1130430 50.0
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