LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101020\
Data File : VV018839.D

Aca On : 10 Oct 2020 17:47

Operator : SY/MD

Sample : L4351-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA V\METHOD\SOMVLM100820WMA .M
Title : VOC Analysis

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.315 63 70 83 rBv2 188217 198890 1.06% 0.408%
2 1.579 144 152 163 rBvV 143384 159628 0.85% 0.328%
3 2.122 311 321 354 rVB2 272361 441757 2.36% 0.907%
4 2.270 365 367 371 rBv4 428 374 0.00% 0.001%
5 2.537 445 450 453 rVB6 1111 1025 0.01% 0.002%
6 2.701 496 501 506 rBvV3 467 416 0.00% 0.001%
7 2.782 511 526 545 rBV 53138 97333 0.52% 0.200%
8 2.875 552 555 561 rBV3 342 361 0.00% 0.001%
9 3.061 606 613 614 rBV3 980 825 0.00% 0.002%
10 3.212 651 660 672 rvv2 5373 11301 0.06% 0.023%
11 3.605 779 782 786 rBV 368 309 0.00% 0.001%
12 3.936 863 885 921 rBV2 1498650 3797768 20.32% 7.797%
13 4.318 1001 1004 1005 rBvV2 539 300 0.00% 0.001%
14 4.376 1005 1022 1051 rvv 202778 504127 2.70% 1.035%
15 4.476 1051 1053 1061 rvVB5 1333 1089 0.01% 0.002%
16 4.527 1067 1069 1072 rVB3 484 302 0.00% 0.001%
17 4.544 1072 1074 1078 rBv2 745 428 0.00% 0.001%
18 4.634 1089 1102 1119 rBVv4 14735 37518 0.20% 0.077%
19 4.730 1129 1132 1137 rVB4 599 418 0.00% 0.001%
20 4.759 1139 1141 1146 rvVB2 640 410 0.00% 0.001%
21 4.785 1146 1149 1152 rBVvV4 609 554 0.00% 0.001%
22 4.865 1172 1174 1178 rBvV2 565 428 0.00% 0.001%
23 4.962 1202 1204 1211 rVB3 712 745 0.00% 0.002%
24 5.013 1215 1220 1221 rBvV2 496 386 0.00% 0.001%
25 5.071 1221 1238 1269 rBv2 471325 1220792 6.53% 2.506%
26 5.399 1337 1340 1345 rBV3 541 336 0.00% 0.001%
27 5.534 1376 1382 1385 rBv4 456 515 0.00% 0.001%

28 5.640 1403 1415 1443 rBvV 357914 717771 3.84% 1.474%
29 5.939 1484 1508 1542 rBV 8879892 17009394 91.02% 34.920%
30 6.093 1545 1556 1579 rVB 272886 553809 2.96% 1.137%

31 6.431 1659 1661 1666 rBV2 395 310 0.00% 0.001%
32 6.495 1678 1681 1688 rBv4 489 441 0.00% 0.001%
33 6.714 1745 1749 1754 rBV3 417 402 0.00% 0.001%

34 7.006 1829 1840 1862 rBV 141477 261790 1.40% 0.537%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101020\
Data File : VV018839.D

Aca On : 10 Oct 2020 17:47

Operator : SY/MD

Sample : L4351-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM100820WMA .M
VOC Analysis

35 7.338 1931 1943 1963 rBvV 525375 901494 4.82% 1.851%

36 7.534 2002 2004 2009 rvB4 448 354 0.00% 0.001%
37 7.569 2013 2015 2024 rVB4 826 844 0.00% 0.002%
38 7.643 2024 2038 2059 rBvV 98267 177869 0.95% 0.365%
39 7.871 2105 2109 2113 rVB3 805 768 0.00% 0.002%

40 8.000 2127 2149 2173 rBV 11355285 18687453 100.00% 38.365%

41 8.106 2173 2182 2220 rVB2 311368 620550 3.32% 1.274%

42 8.341 2253 2255 2257 rBV2 517 301 0.00% 0.001%
43 8.543 2316 2318 2321 rBV2 476 373 0.00% 0.001%
44 8.595 2331 2334 2336 rBvV 658 396 0.00% 0.001%
45 8.749 2377 2382 2386 rVB2 542 510 0.00% 0.001%
46 8.778 2386 2391 2396 rBV3 448 416 0.00% 0.001%
47 8.875 2406 2421 2444 rBV 539547 887890 4._75% 1.823%
48 9.096 2483 2490 2491 rBV3 572 462 0.00% 0.001%
49 9.174 2510 2514 2516 rVV3 489 346 0.00% 0.001%
50 9.248 2527 2537 2545 rBV3 3993 7606 0.04% 0.016%
51 9.299 2550 2553 2555 rBVvV2 422 308 0.00% 0.001%
52 9.347 2563 2568 2571 rBV3 564 552 0.00% 0.001%
53 9.424 2589 2592 2597 rVv3 425 389 0.00% 0.001%
54 9.572 2634 2638 2642 rBV3 837 640 0.00% 0.001%
55 9.756 2693 2695 2704 rVB 564 699 0.00% 0.001%
56 9.810 2704 2712 2714 rBV2 378 415 0.00% 0.001%
57 9.945 2748 2754 2756 rBV3 511 488 0.00% 0.001%
58 10.238 2831 2845 2865 rBV 349988 554059 2.96% 1.137%
59 10.363 2881 2884 2886 rBV 534 335 0.00% 0.001%
60 10.402 2889 2896 2905 rVB4 1868 3146 0.02% 0.006%
61 10.460 2910 2914 2916 rBV3 418 310 0.00% 0.001%
62 10.482 2919 2921 2926 rVB2 542 332 0.00% 0.001%
63 10.624 2961 2965 2973 rVB2 486 510 0.00% 0.001%
64 10.739 2996 3001 3004 rBV2 364 378 0.00% 0.001%
65 10.768 3004 3010 3014 rVB3 579 625 0.00% 0.001%
66 10.801 3014 3020 3024 rBV3 552 629 0.00% 0.001%
67 10.881 3041 3045 3048 rBV2 350 300 0.00% 0.001%
68 10.939 3059 3063 3066 rBvV 516 464 0.00% 0.001%
69 11.193 3136 3142 3144 rBV2 488 431 0.00% 0.001%

70 11.270 3154 3166 3191 rBV 542412 839737 4._.49% 1.724%
71 11.360 3191 3194 3197 rVV3 665 424 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101020\
Data File : VV018839.D

Aca On : 10 Oct 2020 17:47

Operator : SY/MD

Sample : L4351-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM100820WMA .M
Title : VOC Analysis
72 11.553 3251 3254 3257 rBV4 479 308 0.00% 0.001%
73 11.646 3270 3283 3303 rVVW 575449 898010 4.81% 1.844%
74 11.881 3353 3356 3362 rVB3 436 393 0.00% 0.001%
75 11.968 3377 3383 3384 rBV3 330 308 0.00% 0.001%
76 11.997 3388 3392 3396 rBV2 374 316 0.00% 0.001%
77 12.026 3397 3401 3404 rVVv3 411 321 0.00% 0.001%
78 12.093 3418 3422 3426 rBV3 366 330 0.00% 0.001%
79 12.206 3454 3457 3461 rVB2 531 411 0.00% 0.001%
80 12.685 3596 3606 3620 rBV3 48306 79278 0.42% 0.163%
81 12.746 3623 3625 3628 rVV3 605 411 0.00% 0.001%
82 12.868 3659 3663 3668 rBY 479 343 0.00% 0.001%
83 12.903 3668 3674 3681 rBV5 2239 2718 0.01% 0.006%
84 13.267 3782 3787 3792 rBV3 512 576 0.00% 0.001%
85 13.405 3823 3830 3836 rBV6 2553 3218 0.02% 0.007%
86 13.450 3841 3844 3848 rVB4 1389 1053 0.01% 0.002%
87 13.701 3918 3922 3924 rBV3 415 341 0.00% 0.001%
88 13.714 3924 3926 3929 rVB4 553 354 0.00% 0.001%
89 13.897 3978 3983 3988 rBV3 478 665 0.00% 0.001%
90 14.132 4052 4056 4058 rBvY 382 309 0.00% 0.001%
91 14.408 4140 4142 4146 rBV2 395 338 0.00% 0.001%
92 14.617 4204 4207 4212 rBV3 564 519 0.00% 0.001%
93 14.710 4232 4236 4242 rBV3 637 735 0.00% 0.002%
94 14.800 4257 4264 4267 rBV4 773 841 0.00% 0.002%
95 14.878 4284 4288 4291 rBV2 479 402 0.00% 0.001%
96 15.090 4352 4354 4360 rVB4 712 557 0.00% 0.001%
97 15.196 4385 4387 4392 rVB2 549 392 0.00% 0.001%
98 15.540 4490 4494 4495 rBV3 516 314 0.00% 0.001%
99 15.636 4522 4524 4526 rBVY 619 379 0.00% 0.001%
100 15.813 4576 4579 4581 rBV3 828 452 0.00% 0.001%

Sum of corrected areas: 48709647
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101020\
Data File : VV018839.D

Aca On : 10 Oct 2020 17:47

Operator : SY/MD

Sample : L4351-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM100820WMA .M

VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VV018839.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101020\
Data File : VV018839.D

Aca On : 10 Oct 2020 17:47

Operator : SY/MD

Sample : L4351-02

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM100820WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown-01 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.68 4.72 ug/L 79278 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Campholenal 152 C10H160 004501-58-0 43
2 Acetaldehvde. (3.3-dimethvlcvclo... 152 C10H160 026532-25-2 42
3 2-Acetvl-4 . 4-dimethvl-cvclopent-... 152 C9H1202 081979-96-6 38
4 Ethanone. 1-(1.4-dimethvl-3-cvcl... 152 C10H160 043219-68-7 30
5 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 25

Abundance Scan 3605 (12.681 min):W018839d.)D (-3596) (-) m/z 108.10 100.00%
108
M 69
95
5000 137 152
55
| |‘ || I 119 12.40 12.60 12.80 13.00
) S /1 1 R D Y S R m/z 69.10 74.01%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #25112: .alpha.-Campholenal
108
93
5000 LN L L L L L IR LB
12.40 12.60 12.80 13.00
67 m/z 41.10 69.58%
0 18 e e T s
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
109
41 ) 12.40 12.60 12.80 13.00
5000 69 g1 g 157 15 m/z 109.10 66.89%
53
27 119
15 61

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #26055: 2-Acetyl-4,4-dimethyl-cyclopent-2-enone R R A
43 69 12.40 12.60 12.80 13.00
152 m/z 95.10 57.27%
137
5000
81 95 109
" -
o..,”..P.Jw.nﬂau.whbu,.ﬂt;”.w.n”,.”.,”..L.?ﬁ??%7.”:,”..P..w. S W NS—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV101020\
Data File : VV018839.D

Acq On : 10 Oct 2020 17:47

Operator : SY/MD

Sample - L4351-02

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM100820WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

unknown-01 12.68 4.7 ug/L 79278 3 11.27 839737 50.0
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