LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32421\
Data File : VV020726.D

Acqg On : 24 Mar 2021 10:59
Operator : SY/MD

Sample : M1781-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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\SOMVLM@32321WMA.M
Title : VOC Analysis

Signal : TIC: VVO20726.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.217 50 55 63 rvB 102571 89477 3.52% 0.445%
2 1.307 77 83 96 rvB 327384 330596 13.01% 1.644%
3 1.568 158 164 174 rVB 262144 290221 11.42% 1.443%
4 2.108 323 332 349 rBV 583417 857350 33.75% 4.263%
5 2.513 452 458 459 rBvV3 2726 2592 0.10% 0.013%
6 2.812 547 551 555 rBV3 381 321 0.01% 0.002%
7 2.838 557 559 561 rvv2 468 155 ©0.01% 0.001%
8 2.857 561 565 567 rvVB3 1029 740 0.03% 0.004%
9 2.880 576 572 575 rVB3 546 232 0.01% 0.001%
10 2.912 579 582 584 rVB4 744 405 0.02% 0.002%
11 3.188 664 668 672 rBv4d 1651 1258 0.05% 0.006%
12 3.249 685 687 690 rBV3 458 251 0.01% 0.001%
13 3.294 698 701 703 rBv4 720 348 0.01% 0.002%
14 3.330 711 712 716 rBV 577 300 0.01% 0.001%
15 3.349 716 718 719 rBV 531 244 0.01% ©0.001%
16 3.381 725 728 730 rVB3 755 440 0.02% 0.002%
17 3.391 730 731 734 rBV 406 195 ©0.01% 0.001%
18 3.41@0 734 737 739 rVB 815 410 0.02% 0.002%
19 3.423 739 741 743 rVB2 435 224 0.01% 0.001%
20 3.442 743 747 748 rBV 612 331 0.01% 0.002%
21 3.478 755 758 760 rBv2 553 278 0.01% 0.001%
22 3.503 762 766 768 rVB3 639 402 0.02% 0.002%
23 3.529 771 774 775 rBV3 531 226 0.01% 0.001%
24 3.571 785 787 790 rBV2 421 201 0.01% ©0.001%
25 3.587 790 792 793 rBV2 459 175 ©0.01% 0.001%
26 3.622 796 803 805 rVB3 476 555 0.02% 0.003%
27 3.642 805 809 811 rVB2 415 260 0.01% 0.001%
28 3.661 811 815 816 rBV3 754 572 0.02% 0.003%
29 3.693 822 825 830 rBVS5 882 911 0.04% 0.005%
30 3.764 831 847 869 rVB4 50013 127766 5.03% 0.635%
31 3.841 869 871 876 rBv4 726 548 0.02% 0.003%
32 3.892 876 887 916 rBV 148414 464294 18.28% 2.309%
33 4.349 1015 1029 1055 rBvV 429674 1045163 41.14% 5.197%
34 4.536 1085 1087 1090 rBV3 782 369 0.01% 0.002%
35 4.552 1090 1092 1093 rBV3 1144 530 0.02% 0.003%
36 4.674 1121 1130 1131 rBv4 4058 4420 0.17% 0.022%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32421\
Data File : VV020726.D

Acqg On : 24 Mar 2021 10:59
Operator : SY/MD

Sample : M1781-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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\SOMVLM@32321WMA.M
Title : VOC Analysis
37 4.757 1152 1156 1158 rBV4 642 447 0.02% 0.002%
38 4.809 1170 1172 1174 rBV 886 436 0.02% 0.002%
39 4.825 1174 1177 1182 rVWV4 945 815 0.03% 0.004%
40 4.886 1193 1196 1200 rVB2 841 560 ©0.02% 0.003%
41  4.905 1200 1202 1203 rBV 534 222  0.01% 0.001%
42 4.976 1221 1224 1226 rBv2 649 350 0.01% 0.002%
43 5.047 1228 1246 1277 rBV2 993573 2540487 100.00% 12.633%
44  5.462 1373 1375 1377 rVB2 946 349 0.01% 0.002%
45  5.542 1397 1400 1403 rBvV2 646 628 0.02% 0.003%
46 5.619 1411 1424 1449 rBV 838918 1707811 67.22% 8.493%
47 5.825 1486 1488 1491 rBV3 1131 807 0.03% 0.004%
48 5.880 1502 1505 1506 rBvV2 1216 643 0.03% 0.003%
49 6.072 1551 1565 1590 rBV 560400 1135266 44.69% 5.645%
50 6.413 1669 1671 1673 rBvV2 714 232 0.01% 0.001%
51 6.622 1735 1736 1740 rBvV3 519 214 0.01% ©0.001%
52 6.757 1777 1778 1783 rBV4 625 462 0.02% 0.002%
53 6.854 1805 1808 1812 rBV3 862 748 0.03% 0.004%
54 6.873 1812 1814 1816 rvv3 474 245 0.01% ©0.001%
55 6.989 1838 1850 1878 rBV 307029 570674 22.46%  2.838%
56 7.317 1940 1952 1986 rBV 1174002 2031582 79.97% 10.103%
57 7.622 2038 2047 2073 rBV = 227237 387717 15.26%  1.928%
58 8.040 2175 2177 2179 rBvV3 919 536 0.02% 0.003%
59 8.092 2183 2193 2223 rVV 591603 1059513 41.71% 5.269%
60 8.461 2306 2308 2311 rBV2 969 496 0.02% 0.002%
61 8.500 2318 2320 2322 rBV2 1126 571 0.02% 0.003%
62 8.542 2330 2333 2336 rBV4 1124 648 0.03% 0.003%
63 8.590 2346 2348 2353 rBV4 931 503 0.02% 0.003%
64 8.709 2383 2385 2389 rVB3 906 572 0.02% 0.003%
65 8.805 2412 2415 2418 rBV4 1209 856 0.03% 0.004%
66 8.857 2419 2431 2451 rBV 1315288 2122421 83.54% 10.554%
67 9.079 2497 2500 2502 rVB3 1234 567 ©0.02% 0.003%
68 9.140 2515 2519 2520 rBV3 1719 1340 0.05% 0.007%
69 9.198 2535 2537 2538 rBV2 343 185 0.01% 0.001%
70  9.233 2546 2548 2550 rBV3 736 408 0.02% 0.002%
71  9.313 2570 2573 2574 rBV 501 302 0.01% 0.002%
72 9.365 2585 2589 2590 rBV2 549 366 0.01% 0.002%
73 9.394 2596 2598 2599 rBv2 876 349 0.01% 0.002%
74  9.503 2630 2632 2634 rVB2 495 155 ©0.01% 0.001%
75 9.522 2634 2638 2639 rBV3 921 608 0.02% 0.003%
76 9.670 2681 2684 2686 rBV3 513 293 0.01% ©0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32421\
Data File : VV020726.D

Acqg On : 24 Mar 2021 10:59
Operator : SY/MD

Sample : M1781-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 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\SOMVLM@32321WMA.M
Title : VOC Analysis
77 9.725 2698 2701 2702 rBV2 1315 812 0.03% 0.004%
78 9.831 2726 2734 2736 rBV6 1932 2324 0.09% 0.012%
79 9.895 2749 2754 2757 rBV3 653 721 0.03% 0.004%
80 9.931 2762 2765 2770 rBV5 1062 1184 0.05% 0.006%
81 9.998 2784 2786 2788 rBV2 631 284 0.01% 0.001%
82 10.024 2791 2794 2796 rBV2 835 659 0.03% 0.003%
83 10.220 2843 2855 2880 rVB 766467 1198195 47.16% 5.958%
84 10.387 2897 2907 2919 rVB3 22885 37878 1.49% 0.188%
85 10.635 2981 2984 2986 rBV3 650 339 0.01% 0.002%
86 10.683 2997 2999 3001 rBV 504 268 0.01% 0.001%
87 10.715 3007 3009 3010 rBV 636 288 0.01% 0.001%
88 10.776 3022 3028 3029 rBV2 682 662 0.03% 0.003%
89 10.815 3037 3040 3041 rBV 586 281 0.01% 0.001%
90 10.908 3066 3069 3070 rBV2 924 501 0.02% 0.002%
91 11.120 3133 3135 3138 rBV2 733 525 0.02% 0.003%
92 11.256 3165 3177 3202 rBV 1384153 2127107 83.73% 10.578%
93 11.538 3262 3265 3268 rBV4 1339 1065 0.04% 0.005%
94 11.628 3281 3293 3316 rBV 1227597 1930199 75.98% 9.598%
95 11.928 3382 3386 3388 rBV4 1292 991 0.04% 0.005%
96 12.146 3451 3454 3456 rBV3 982 544 ©0.02% 0.003%
97 12.182 3463 3465 3471 rVB3 1513 993 0.04% 0.005%
98 12.362 3512 3521 3532 rBV9 4918 8049 0.32% 0.040%
99 12.600 3592 3595 3600 rVB5 1059 940 0.04% 0.005%
100 12.976 3710 3712 3714 rBV2 1174 585 0.02% 0.003%
Sum of corrected areas: 20109538
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Abundance
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: 5

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve32421\

: VW020726.D

: 24 Mar 2021 10:59

: SY/MD

: M1781-01

: 5.0mL/MSVOA_V/WATER
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
: VOC Analysis

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

TIC: VV020726.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv032421\
Data File : VV020726.D

Acqg On : 24 Mar 2021 10:59
Operator : SY/MD

Sample : M1781-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.217 2.62 ug/L 89477 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 64
2 Isobutane 58 C4H1e 000075-28-5 64
3 Isobutane 58 C4H1e 000075-28-5 64
4 Isobutane 58 C4H10 000075-28-5 45
5 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 9

Abundance  Scan 55 (1.217 min): VV020726.D\data.ms (-50) (-) m/z 43.10 100.00%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32421\
Data File : VV020726.D

Acqg On : 24 Mar 2021 10:59

Operator : SY/MD

Sample : M1781-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
: VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 (DEL) Alkane: Cyclic3.764 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3764 374 ugl 127766 1,4-Difluorobenzene 5.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 cem2 000096-37-7 87

2 Cyclohexane 84 C6H12 000110-82-7 72
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
4 Cyclohexane 84 C6H12 000110-82-7 72
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 72

Abundance Scan 847 (3.764 min): VV020726.D\data.ms (-831) (-)
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@32421\
Data File : VV020726.D

Acqg On : 24 Mar 2021 10:59
Operator : SY/MD

Sample : M1781-01

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.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|
(DEL) Alkane: S... 1.217 2.6 ug/L 89477 1 5.619 1707810 50.0
(DEL) Alkane: C... 3.764 3.7 ug/L 127766 1 5.619 1707810 50.0
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