LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110619\
Data File : VU035652.D

Acq On : 06 Nov 2019 17:03

Operator : JC/SP

Sample : K5716-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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_U\METHOD\SOMULM103119WMA _M
Title : VOC Analysis

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

# min scan scan scan TY height area % max. total
1 1.372 5 10 15 rBv 23389 23935 1.13% 0.147%
2 1.401 16 19 25 rvB 20152 18592 0.88% 0.114%
3 1.617 79 86 100 rVB 247615 274992 12.98% 1.687%
4 1.703 107 113 126 rVB 49827 60354 2.85% 0.370%
5 1.935 176 185 201 rVB 215274 287361 13.57% 1.763%
6 2.597 378 391 407 rBvY 392772 665864 31.43% 4.085%
7 2.810 445 457 475 rBV 73398 147637 6.97% 0.906%
8 3.179 569 572 575 rBV3 451 319 0.02% 0.002%
9 3.237 577 590 604 rvB2 9009 20129 0.95% 0.123%
10 3.498 667 671 674 rBV 265 273 0.01% 0.002%
11 3.626 704 711 713 rBv4 1430 1609 0.08% 0.010%
12 3.739 741 746 749 rBV3 1077 1134 0.05% 0.007%
13 3.851 776 781 784 rBV2 335 365 0.02% 0.002%
14 3.877 784 789 790 rBvV2 529 375 0.02% 0.002%
15 3.912 796 800 805 rBV3 466 510 0.02% 0.003%
16 4._067 844 848 852 rVB3 433 436 0.02% 0.003%
17 4.089 852 855 860 rvB2 366 310 0.01% 0.002%
18 4.131 865 868 871 rBv2 521 355 0.02% 0.002%
19 4.244 900 903 906 rvv3 293 254 0.01% 0.002%
20 4_391 946 949 954 rVB3 575 436 0.02% 0.003%
21 4.417 954 957 963 rVB3 525 567 0.03% 0.003%
22 4.449 963 967 970 rBvV2 589 576 0.03% 0.004%
23 4.514 974 987 997 rBv4 4339 9969 0.47% 0.061%
24  4.552 997 999 1007 rVB3 934 1196 0.06% 0.007%
25 4.584 1007 1009 1014 rBV2 430 351 0.02% 0.002%
26 4.610 1014 1017 1020 rVB3 452 319 0.02% 0.002%
27 4.694 1024 1043 1084 rBvV 193455 508940 24.02% 3.123%
28 5.051 1149 1154 1157 rBV3 1226 1496 0.07% 0.009%
29 5.115 1158 1174 1194 rVV 372353 829486 39.16% 5.089%
30 5.334 1239 1242 1251 rVB5 1353 1788 0.08% 0.011%
31 5.575 1311 1317 1320 rVB5 794 707 0.03% 0.004%
32 5.594 1320 1323 1332 rVB5 400 536 0.03% 0.003%
33 5.771 1354 1378 1420 rBV2 785796 2118399 100.00% 12.997%
34 6.150 1490 1496 1497 rBv4 1309 1281 0.06% 0.008%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110619\
Data File : VU035652.D

Acq On : 06 Nov 2019 17:03

Operator : JC/SP

Sample : K5716-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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_U\METHOD\SOMULM103119WMA .M
VOC Analysis

35 6.292 1525 1540 1571 rBV 706476 1398421 66.01% 8.580%

36 6.539 1614 1617 1618 rBV3 845 497 0.02% 0.003%
37 6.584 1618 1631 1647 rVV 80853 156683 7.40% 0.961%
38 6.735 1662 1678 1707 rBV 480277 968307 45.71% 5.941%

39 7.083 1783 1786 1788 rBvV2 432 269 0.01% 0.002%
40 7.099 1788 1791 1792 rBV2 445 264 0.01% 0.002%
41 7.141 1801 1804 1811 rVB5 719 686 0.03% 0.004%
42 7.179 1812 1816 1817 rBV2 453 345 0.02% 0.002%
43 7.227 1821 1831 1838 rvVvvs8 1784 3490 0.16% 0.021%
44 7.481 1907 1910 1914 rBv4 268 266 0.01% 0.002%

45 7.604 1935 1948 1977 rBV2 246029 462683 21.84% 2.839%

46 7.935 2037 2051 2068 rBvV 928747 1656163 78.18% 10.161%
47 8.214 2125 2138 2165 rBV 165992 319660 15.09% 1.961%
48 8.584 2242 2253 2269 rBV 79630 136917 6.46% 0.840%
49 8.684 2269 2284 2325 rBV 292611 997988 47.11% 6.123%

50 8.925 2356 2359 2362 rVB2 788 548 0.03% 0.003%
51 8.944 2362 2365 2367 rVB2 611 332 0.02% 0.002%
52 8.973 2367 2374 2378 rBV5 989 1186 0.06% 0.007%
53 9.009 2382 2385 2387 rBvV2 571 360 0.02% 0.002%
54 9.038 2391 2394 2396 rBV2 738 497 0.02% 0.003%
55 9.240 2452 2457 2459 rBV3 466 455 0.02% 0.003%
56 9.372 2494 2498 2501 rBV2 397 367 0.02% 0.002%
57 9.449 2507 2522 2560 rBV 909038 1711677 80.80% 10.502%
58 9.603 2560 2570 2585 rVvVv 10058 16607 0.78% 0.102%
59 9.722 2591 2607 2630 rBvV 63785 119470 5.64% 0.733%
60 9.800 2630 2631 2639 rVB3 1375 874 0.04% 0.005%
61 10.063 2711 2713 2720 rVB3 522 401 0.02% 0.002%
62 10.131 2724 2734 2751 rVV2 23746 40416 1.91% 0.248%
63 10.385 2806 2813 2815 rBV2 4047 3933 0.19% 0.024%
64 10.513 2844 2853 2861 rBV5 1733 2860 0.14% 0.018%
65 10.571 2869 2871 2874 rVB2 533 257 0.01% 0.002%
66 10.620 2884 2886 2893 rBV2 485 471 0.02% 0.003%
67 10.787 2925 2938 2959 rVB 631430 1108766 52.34% 6.803%
68 10.864 2959 2962 2970 rBV3 622 745 0.04% 0.005%
69 10.928 2974 2982 2990 rBv4 2836 4497 0.21% 0.028%
70 11.025 3004 3012 3017 rBv4 4465 6001 0.28% 0.037%
71 11.115 3035 3040 3041 rBvV4 1782 1300 0.06% 0.008%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110619\
Data File : VU035652.D

Acq On : 06 Nov 2019 17:03

Operator : JC/SP

Sample : K5716-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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_U\METHOD\SOMULM103119WMA _M
Title : VOC Analysis
72 11.163 3052 3055 3060 rBvV2 585 557 0.03% 0.003%
73 11.314 3098 3102 3103 rBV3 619 400 0.02% 0.002%
74 11.369 3116 3119 3123 rBV4 504 386 0.02% 0.002%
75 11.439 3136 3141 3145 rBvV4 781 926 0.04% 0.006%
76 11.501 3151 3160 3169 rVB3 2824 4261 0.20% 0.026%
77 11.726 3224 3230 3236 rVB6 2030 2641 0.12% 0.016%
78 11.755 3236 3239 3241 rBV2 656 409 0.02% 0.003%
79 11.845 3253 3267 3283 rBV 609247 1064555 50.25% 6.531%
80 11.922 3288 3291 3297 rVB3 689 689 0.03% 0.004%
81 11.999 3311 3315 3318 rBV3 509 415 0.02% 0.003%
82 12.021 3318 3322 3328 rVB3 500 580 0.03% 0.004%
83 12.089 3332 3343 3353 rVvB4 5340 9393 0.44% 0.058%
84 12.224 3371 3385 3403 rVB 648015 1100084 51.93% 6.749%
85 12.336 3415 3420 3421 rBV2 476 408 0.02% 0.003%
86 12.465 3458 3460 3465 rVB2 467 329 0.02% 0.002%
87 12.491 3465 3468 3476 rBV2 550 561 0.03% 0.003%
88 12.793 3560 3562 3566 rVB3 626 377 0.02% 0.002%
89 12.832 3571 3574 3576 rBV2 760 538 0.03% 0.003%
90 12.880 3587 3589 3593 rBV3 690 470 0.02% 0.003%
91 12.912 3595 3599 3600 rBvY 899 577 0.03% 0.004%
92 12.951 3609 3611 3618 rVB2 539 505 0.02% 0.003%
93 13.205 3688 3690 3693 rBvY 415 251 0.01% 0.002%
94 13.240 3697 3701 3702 rBV2 644 497 0.02% 0.003%
95 13.420 3753 3757 3764 rVB3 707 734 0.03% 0.005%
96 13.726 3850 3852 3855 rBVY 529 425 0.02% 0.003%
97 13.954 3921 3923 3926 rBV3 755 429 0.02% 0.003%
98 14.172 3989 3991 3993 rBV3 677 405 0.02% 0.002%
99 14.208 4000 4002 4005 rBvV2 764 488 0.02% 0.003%
100 14.471 4079 4084 4088 rBV3 1057 1260 0.06% 0.008%

Sum of corrected areas: 16299060
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110619\
VU035652.D

06 Nov 2019 17:03

JC/SP

K5716-02

5.0mL/MSVOA_U/WATER

18 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM103119WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VU035652.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110619\
Data File : VU035652.D

Acq On : 06 Nov 2019 17:03

Operator : JC/SP

Sample : K5716-02

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM103119WMA .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 1 Isopropyl Alcohol Concentration Rank 2

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

2.81 5.28 ug/L 147637 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 86
2 Isopropyl Alcohol 60 C3H80 000067-63-0 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 78
4 Isopropyl Alcohol 60 C3H80 000067-63-0 56
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 56

Abundance Scan 457 (2.810 min): VU035652.D (-445) (-) m/z 45.00 100.00%
45
5000
41 2.40 2.60 2.80 3.00 3.20
3 53 99 76
e S by o || M/Z 43.00 22 44%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45
5000

240 2.60 2.80 3.00 3.20
m/z 41.05 8.52%

1519 2731 g4l 53 59
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #294: 1sopropy! Alcohol
45
240 2.60 2.80 3.00 3.20
5000 m/z 39.00 7.72%
7
15 19 31 g4l 59
SNSRI L A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #295: Isopropy! Alcohol
45 240 2.60 2.80 3.00 3.20
m/z 42.00 5.94Y%
5000
27
1519 3 st 59
T e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 240 2.60 2.80 3.00 3.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110619\
Data File : VU035652.D

Acq On : 06 Nov 2019 17:03

Operator : JC/SP

Sample : K5716-02

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM103119WMA .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]

Isopropyl Alcohol 2.81 5.3 ug/L 147637 1 6.29 1398420 50.0
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