LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102619\
Data File : VU035523.D

Aca On : 26 Oct 2019 17:07

Operator : JC/SP

Sample - K5536-03

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 17 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 U\METHOD\SOMULM102619WMA .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 1.372 7 10 15 rVB 7463 6202 0.26% 0.035%
2 1.617 79 86 98 rvB 329893 358624 15.24% 2.037%
3 1.935 176 185 203 rBvV 266752 354126 15.05% 2.011%
4 2.597 378 391 409 rBV 476558 793068 33.70% 4 .504%
5 2.990 510 513 515 rBv4 667 542 0.02% 0.003%
6 3.080 537 541 543 rBV4 1290 1066 0.05% 0.006%
7 3.137 555 559 563 rBv4 742 595 0.03% 0.003%
8 3.234 576 589 605 rVB2 17686 40496 1.72% 0.230%
9 3.395 634 639 645 rBV6 1459 1977 0.08% 0.011%
10 3.546 678 686 688 rBV3 608 690 0.03% 0.004%
11 3.732 739 744 747 rBV3 656 512 0.02% 0.003%
12 3.748 747 749 752 rVV3 481 361 0.02% 0.002%
13 3.861 782 784 788 rVB 739 476 0.02% 0.003%
14 3.887 788 792 795 rBV2 651 453 0.02% 0.003%
15 4.044 836 841 842 rBV2 419 337 0.01% 0.002%
16 4.067 846 848 853 rVB3 582 428 0.02% 0.002%
17 4.256 902 907 913 rVB3 442 496 0.02% 0.003%
18 4.401 948 952 954 rvv2 534 445 0.02% 0.003%
19 4.694 1023 1043 1064 rBvV 220744 537670 22.85% 3.053%
20 4.964 1124 1127 1133 rVB5 762 601 0.03% 0.003%
21 5.115 1157 1174 1195 rBV 404403 888346 37.75% 5.045%
22 5.414 1264 1267 1270 rBv4 827 645 0.03% 0.004%
23 5.571 1311 1316 1318 rBvV2 512 423 0.02% 0.002%
24 5.655 1338 1342 1346 rVB3 534 469 0.02% 0.003%

25 5.771 1357 1378 1416 rBV2 890669 2353403 100.00% 13.365%

26 6.240 1471 1524 1525 rBV3 57837 328634 13.96% 1.866%
27 6.292 1530 1540 1586 rVB 822636 1898205 80.66% 10.780%
28 6.735 1663 1678 1708 rBvV 540726 1070777 45.50% 6.081%
29 7.092 1779 1789 1801 rBV 20101 35375 1.50% 0.201%
30 7.311 1855 1857 1867 rVB6 986 923 0.04% 0.005%

31 7.604 1933 1948 1978 rBV 283592 529793 22.51% 3.009%
32 7.935 2037 2051 2093 rBV 1033909 1877873 79.79% 10.665%
33 8.214 2123 2138 2158 rBV 195870 361014 15.34% 2.050%
34 8.395 2192 2194 2197 rBV3 584 347 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102619\
Data File : VU035523.D

Aca On : 26 Oct 2019 17:07

Operator : JC/SP

Sample - K5536-03

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 17 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_U\METHOD\SOMULM102619WMA _M
Title : VOC Analysis

35 8.504 2222 2228 2240 rBV5 3507 6115 0.26% 0.035%
36 8.584 2247 2253 2258 rBV5 1560 2280 0.10% 0.013%
37 8.681 2270 2283 2333 rBVY 349537 1077893 45.80% 6.121%
38 8.915 2353 2356 2359 rBV3 436 371 0.02% 0.002%
39 8.960 2368 2370 2373 rBV2 646 433 0.02% 0.002%
40 9.050 2395 2398 2399 rBV3 625 322 0.01% 0.002%
41 9.076 2404 2406 2410 rVB3 573 405 0.02% 0.002%
42 9.112 2413 2417 2418 rBV3 412 324 0.01% 0.002%
43 9.157 2429 2431 2436 rBV3 467 356 0.02% 0.002%
44 9.250 2452 2460 2476 rBV7 6153 13291 0.56% 0.075%
45 9.398 2500 2506 2508 rBV3 513 455 0.02% 0.003%
46 9.449 2508 2522 2560 rVV 964524 1765700 75.03% 10.028%
47 9.607 2564 2571 2579 rVvvé6 1643 2825 0.12% 0.016%
48 9.645 2581 2583 2587 rvVB4 510 334 0.01% 0.002%
49 9.722 2600 2607 2617 rVB4 2396 3517 0.15% 0.020%
50 9.822 2634 2638 2641 rBV3 480 396 0.02% 0.002%
51 9.980 2679 2687 2693 rBV3 996 1471 0.06% 0.008%
52 10.012 2694 2697 2701 rVVv2 498 422 0.02% 0.002%
53 10.079 2715 2718 2720 rVB3 657 382 0.02% 0.002%
54 10.118 2724 2730 2732 rBV5 1912 2022 0.09% 0.011%
55 10.259 2769 2774 2778 rVB3 390 427 0.02% 0.002%
56 10.282 2778 2781 2783 rBY 516 358 0.02% 0.002%
57 10.414 2817 2822 2825 rBV3 686 527 0.02% 0.003%
58 10.465 2836 2838 2845 rVB2 693 782 0.03% 0.004%
59 10.501 2845 2849 2850 rBV2 799 490 0.02% 0.003%
60 10.510 2850 2852 2854 rBV2 697 407 0.02% 0.002%
61 10.539 2859 2861 2866 rVB3 647 601 0.03% 0.003%
62 10.571 2866 2871 2873 rBV2 534 370 0.02% 0.002%
63 10.594 2873 2878 2881 rBV2 507 540 0.02% 0.003%
64 10.787 2921 2938 2957 rBV 636037 1093840 46.48% 6.212%
65 10.854 2957 2959 2966 rVB5 425 486 0.02% 0.003%
66 10.951 2986 2989 2992 rBvY 542 396 0.02% 0.002%
67 10.996 3000 3003 3007 rBvV2 555 481 0.02% 0.003%
68 11.025 3009 3012 3016 rVB3 936 538 0.02% 0.003%
69 11.102 3032 3036 3037 rBv4 683 454 0.02% 0.003%
70 11.250 3077 3082 3086 rBvV2 342 366 0.02% 0.002%
71 11.333 3106 3108 3111 rVB 663 384 0.02% 0.002%
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LSC Area Percent Report
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Title : VOC Analysis
72 11.394 3125 3127 3131 rVB3 519 361 0.02% 0.002%
73 11.433 3137 3139 3145 rvB4 1146 968 0.04% 0.005%
74 11.459 3145 3147 3151 rBV 406 312 0.01% 0.002%
75 11.494 3151 3158 3162 rBV5 1464 1885 0.08% 0.011%
76 11.591 3182 3188 3192 rBV4 769 868 0.04% 0.005%
77 11.677 3210 3215 3218 rBV3 423 445 0.02% 0.003%
78 11.774 3239 3245 3247 rBvV4 1799 1677 0.07% 0.010%
79 11.841 3253 3266 3282 rBV 602661 1065882 45.29% 6.053%
80 11.976 3305 3308 3310 rvv2 698 476 0.02% 0.003%
81 11.989 3310 3312 3316 rVB3 565 374 0.02% 0.002%
82 12.012 3316 3319 3324 rBV3 574 507 0.02% 0.003%
83 12.118 3350 3352 3356 rVB2 835 515 0.02% 0.003%
84 12.156 3359 3364 3367 rVV3 639 565 0.02% 0.003%
85 12.221 3371 3384 3401 rVB 648256 1099178 46.71% 6.242%
86 12.314 3410 3413 3416 rBV3 624 391 0.02% 0.002%
87 12.549 3483 3486 3490 rBV3 610 620 0.03% 0.004%
88 12.648 3511 3517 3521 rBV3 716 725 0.03% 0.004%
89 12.825 3568 3572 3575 rBV2 580 491 0.02% 0.003%
90 12.857 3578 3582 3585 rBV4 839 672 0.03% 0.004%
91 12.893 3589 3593 3596 rBV2 908 712 0.03% 0.004%
92 12.938 3603 3607 3610 rVB3 522 397 0.02% 0.002%
93 12.973 3614 3618 3625 rBV2 629 808 0.03% 0.005%
94 13.070 3646 3648 3651 rBV4 481 339 0.01% 0.002%
95 13.214 3689 3693 3695 rBV3 608 410 0.02% 0.002%
96 13.446 3763 3765 3768 rBV3 519 376 0.02% 0.002%
97 13.799 3872 3875 3879 rBv4 898 760 0.03% 0.004%
98 13.912 3908 3910 3913 rBV2 541 404 0.02% 0.002%
99 14.050 3950 3953 3955 rBV2 942 665 0.03% 0.004%
100 14.253 4014 4016 4018 rBV3 775 405 0.02% 0.002%
Sum of corrected areas: 17608341
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102619\
VU035523.D

26 Oct 2019 17:07

JC/SP

K5536-03

5.0mL/MSVOA U/WATER

17 Sample Multiplier: 1

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102619WMA .M
: VOC Analysis

: C:\DATABASE\NIST11.L

LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU102619\
Data File : VU035523.D

Aca On : 26 Oct 2019 17:07

Operator : JC/SP

Sample : K5536-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102619WMA .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 Acetic acid Concentration Rank 2

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

6.24 8.66 ug/L 328634 1,4-Difluorobenzene 6.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid 60 C2H402 000064-19-7 90
2 Acetic acid 60 C2H402 000064-19-7 90
3 Acetic acid 60 C2H402 000064-19-7 90
4 Acetic acid 60 C2H402 000064-19-7 90
5 Acetic acid 60 C2H402 000064-19-7 78

Abundance Scan 1524 (6.240 min): VU035523.D (-1471) (-) m/z 43.00 100.00%
48
60
5000
IR AR RSN R
6.00 6.20 6.40 6.60
36 40|||46 77 84
O'W”W““P”W“W”“P”W”“SH'“W”“PMP“W””W“P”W“”W“P”' m/z  44.95 90.91%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #262: Acetic acid
48
60
5000 IR AR AR R
15 6.00 6.20 6.40 6.60
29 m/z 60.00 68.37%
0 12|, 25| 3236 4q|,46 55
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
43
60 600 6.20 640 6.60
5000 15 m/z 44.00 17.38%
29
0 18 26, 32 40 46
L LR A LA RARRA ALY RAREN LALEN ALY LAAAS RLLRD LLAEN RARRN LAAS RARAS KRR RARRY LAL AARS
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #263: Acetic acid R B
43 6.00 6.20 6.40 6.60
60 m/z 42.05 17.20%
5000 (
29
0"P'”I%%'P}ﬁl“'%§“lP'“I'“?q"'§”I”'W'“'P'“I”'W'”'P'”I“'W'”'P'” RSN NRARE RSN R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 6.00 6.20 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU102619\
Data File : VU035523.D

Acq On : 26 Oct 2019 17:07

Operator : JC/SP

Sample - K5536-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM102619WMA .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]

Acetic acid 6.24 8.7 ug/L 328634 1 6.29 1898210 50.0
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