LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031819\
Data File : VV009763.D

Aca On : 18 Mar 2019 16:59

Operator : SY/MD

Sample : K1967-03

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\SOMVLMO31719WMA_.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 1.206 30 36 50 rBv 28071 47065 9.60% 1.116%
2 1.319 66 71 81 rvB 72479 66804 13.62% 1.584%
3 2.122 313 321 337 rVB 136269 192756 39.31% 4_.571%
4 2.331 374 386 403 rVB 23503 51352 10.47% 1.218%
5 2.515 440 443 445 rBV2 740 434 0.09% 0.010%
6 2.650 473 485 494 rBV2 4412 8879 1.81% 0.211%
7 2.791 525 529 534 rBV2 658 727 0.15% 0.017%
8 3.296 684 686 689 rBV 569 353 0.07% 0.008%
9 3.319 689 693 698 rVB2 780 709 0.14% 0.017%
10 3.370 706 709 710 rBV 442 263 0.05% 0.006%
11 3.428 723 727 730 rBV 737 588 0.12% 0.014%
12 3.544 755 763 767 rVB3 982 1491 0.30% 0.035%
13 3.566 767 770 773 rBV 565 459 0.09% 0.011%
14 3.804 841 844 847 rBV 593 480 0.10% 0.011%
15 3.884 866 869 871 rBV2 347 163 0.03% 0.004%
16 3.933 871 884 906 rBV2 34410 93301 19.03% 2.212%
17 4.399 1013 1029 1049 rBv2 79927 192439 39.24% 4 _.563%
18 4.595 1086 1090 1091 rBvV 479 318 0.06% 0.008%
19 4.714 1124 1127 1130 rBvV2 562 340 0.07% 0.008%
20 4.756 1137 1140 1148 rVB 647 754 0.15% 0.018%
21 4.868 1172 1175 1176 rBvV 402 210 0.04% 0.005%
22 4.907 1183 1187 1191 rBvV 521 490 0.10% 0.012%
23 5.026 1222 1224 1227 rVB2 724 349 0.07% 0.008%
24 5.093 1227 1245 1271 rBv4 190444 490388 100.00% 11.629%
25 5.351 1323 1325 1327 rBvV2 456 264 0.05% 0.006%
26 5.389 1335 1337 1340 rVB 628 334 0.07% 0.008%
27 5.515 1371 1376 1378 rBV 536 444 0.09% 0.011%
28 5.663 1408 1422 1445 rBV 150236 306460 62.49% 7.267%
29 6.023 1532 1534 1536 rBVY 366 245 0.05% 0.006%
30 6.116 1550 1563 1581 rBV 105655 214701 43.78% 5.091%
31 6.315 1622 1625 1626 rBV 577 325 0.07% 0.008%
32 6.437 1656 1663 1667 rBV 1067 1488 0.30% 0.035%
33 6.685 1738 1740 1742 rBV3 659 376 0.08% 0.009%
34 6.862 1792 1795 1797 rBvV2 585 325 0.07% 0.008%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031819\
Data File : VV009763.D

Aca On : 18 Mar 2019 16:59

Operator : SY/MD

Sample : K1967-03

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\SOMVLM0O31719WMA .M
Title : VOC Analysis
35 6.962 1822 1826 1831 rBV2 506 449 0.09% 0.011%

36 7.029 1835 1847 1865 rBvV2 62848 111460 22.73% 2.643%
37 7.360 1937 1950 1980 rBV 229801 419687 85.58% 9.952%

38 7.662 2034 2044 2059 rBvV2 42861 70943 14.47% 1.682%
39 7.801 2084 2087 2088 rBvV2 364 234 0.05% 0.006%
40 7.826 2093 2095 2100 rvB2 538 414 0.08% 0.010%
41 8.000 2146 2149 2151 rBV2 726 494 0.10% 0.012%
42 8.090 2172 2177 2179 rBV2 805 759 0.15% 0.018%
43 8.135 2180 2191 2211 rBV 107476 209429 42.71% 4.966%
44 8.396 2270 2272 2273 rBV 436 187 0.04% 0.004%
45 8.444 2282 2287 2288 rBV 563 482 0.10% 0.011%
46 8.508 2303 2307 2310 rBV 528 484 0.10% 0.011%
47 8.572 2322 2327 2330 rBV2 501 459 0.09% 0.011%
48 8.633 2344 2346 2348 rBV 453 211 0.04% 0.005%
49 8.662 2353 2355 2357 rBvV 350 179 0.04% 0.004%
50 8.897 2416 2428 2459 rBv2 230211 484354 98.77% 11.485%
51 9.119 2495 2497 2499 rBvV 476 204 0.04% 0.005%
52 9.350 2563 2569 2573 rBV2 615 781 0.16% 0.019%
53 9.373 2573 2576 2581 rBV2 703 627 0.13% 0.015%
54 9.547 2623 2630 2633 rBvV 865 919 0.19% 0.022%
55 9.749 2690 2693 2696 rBvV 667 405 0.08% 0.010%
56 9.797 2705 2708 2710 rBvV 526 371 0.08% 0.009%
57 9.842 2717 2722 2725 rBV 611 543 0.11% 0.013%
58 10.029 2777 2780 2784 rBV 683 657 0.13% 0.016%
59 10.071 2791 2793 2796 rBV 512 396 0.08% 0.009%
60 10.135 2809 2813 2819 rBV 675 708 0.14% 0.017%
61 10.215 2835 2838 2841 rBV 646 450 0.09% 0.011%
62 10.264 2842 2853 2876 rVB 159853 256433 52.29% 6.081%
63 10.563 2942 2946 2947 rBV 505 377 0.08% 0.009%
64 10.633 2964 2968 2974 rBV 465 526 0.11% 0.012%
65 10.923 3055 3058 3061 rBV 697 498 0.10% 0.012%
66 10.990 3076 3079 3083 rBV2 560 368 0.08% 0.009%
67 11.231 3146 3154 3162 rVV2 9948 14683 2.99% 0.348%

68 11.299 3163 3175 3200 rVB2 199409 410466 83.70% 9.733%
69 11.675 3279 3292 3316 rVB2 218090 413953 84.41% 9.816%
70 11.759 3316 3318 3320 rBV 496 263 0.05% 0.006%
71 11.900 3358 3362 3365 rBV 560 444 0.09% 0.011%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031819\
Data File : VV009763.D

Aca On : 18 Mar 2019 16:59

Operator : SY/MD

Sample : K1967-03

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\SOMVLM0O31719WMA .M
Title : VOC Analysis

72 12.177 3445 3448 3453 rBV2 535 525 0.11% 0.012%
73 12.235 3463 3466 3469 rBV2 560 419 0.09% 0.010%
74 12.447 3530 3532 3535 rBY 714 358 0.07% 0.008%
75 12.662 3595 3599 3601 rBV 643 490 0.10% 0.012%
76 12.903 3671 3674 3678 rBV2 562 514 0.10% 0.012%
77 13.093 3729 3733 3735 rBY 799 614 0.13% 0.015%
78 13.312 3791 3801 3814 rBV3 55221 88878 18.12% 2.108%
79 13.550 3873 3875 3877 rVB 490 201 0.04% 0.005%
80 13.755 3935 3939 3942 rBV2 825 819 0.17% 0.019%
81 13.797 3944 3952 3965 rVB3 13999 22834  4.66% 0.541%
82 14.267 4095 4098 4100 rBvY 668 474 0.10% 0.011%
83 14.524 4176 4178 4181 rBV2 674 411 0.08% 0.010%
84 14.781 4256 4258 4261 rBVY 653 454 0.09% 0.011%
85 15.450 4459 4466 4476 rVB5 12729 19745 4_03% 0.468%

Sum of corrected areas: 4217107
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031819\
VV009763.D

18 Mar 2019 16:59

SY/MD

K1967-03

5.0mL/MSVOA V/WATER

16 Sample Multiplier: 1

VOC Analysis

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM0O31719WMA .M

Abundance TIC: VV009763.D
200000 5.09
5.66
150000 2.12
6.12
100000
1.32 4.40
50000
12 233
2.52,6%.79 IXRABHY 3. : P3\__ 55395.51 L 6. 6.38.44
-
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VV009763.D
7[36 8|90 11.68
11.30
200000
10.26
150000
8.14
100000
7.03
50000 7.66
11.2
6.68 6.88 723338@3 8318 8HHH 9.12 @®IF9.55 99&840@1)42\2 101663 10029 J\A 1\1.751.90
T e e e . UL
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: VV009763.D
200000
150000
100000
13.31
50000
13.80 15.45
N2.2312.4512.66 12.9013.09 13.5513 k6 14.27 14.52 14.78
o
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\VV031819\
Data File : VV009763.D

Aca On : 18 Mar 2019 16:59

Operator : SY/MD

Sample : K1967-03

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM031719WMA .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 Sulfur dioxide Concentration Rank 3

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

1.21 7.68 ug/L 47065 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 Sulfur dioxide 64 02S 007446-09-5 9
4 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

Abundance Scan 37 (1.209 min): VV009763.D (-30) (-) m/z 63.95 100.00%

120 130 140 150 1.60
S Y — m/z 47.95 47.88%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #357: Sulfur dioxide
64.0
48.0

5000 : e
1.20 1.30 1.40 1.50 1.60

m/z 65.90 5.22%

64.0
5000 470

16.0 3%0
ottt
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #6177: Aminomethanesulfonic acid
64.0
1.20 1.30 1.40 1.50 1.60
5000 48.0 m/z 49.90 1.89%
17.0
o \ 32.0 40.9 . 760 96.0
i o B A L o e a e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #358: Sulfur dioxide
48.0 64.0 1.20 1.30 1.40 1.50 1.60
m/z 45.00 1.53%
5000
32.0
0...,....“...,l..w....i..”,. A e S
m/z--> 10 20 30 40 50 60 70 80 90 100 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031819\
Data File : VV009763.D

Aca On : 18 Mar 2019 16:59

Operator : SY/MD

Sample : K1967-03

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM031719WMA .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 Isopropyl Alcohol Concentration Rank 2

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

2.33 8.38 ug/L 51352 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 83
2 Isopropvl Alcohol 60 C3H80 000067-63-0 78
3 Isopropvl Alcohol 60 C3H80 000067-63-0 78
4 Isopropvl Alcohol 60 C3H80 000067-63-0 64
5 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9

Abundance Scan 386 (2.331 min): VV009763.D (-374) (-) m/z 45.00 100.00%
45.0
5000
39.0 590 2.00 2.20 2.40 2.60
e o I m/z 43.05 21.99%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #294: |sopropy! Alcohol
458.0
5000
2.00 2.20 2.40 2.60
27.0 m/z 41.00 8.17%
1401990 . N0 59.0
e L A L RN LA AL LR KRN RS RRALN LR RARAS AL ARALN AN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #295: |sopropy! Alcohol
45.0
2.00 2.20 2.40 2.60
5000 m/z 39.00 6.51%
o 140190 #1050 30 | 59.0
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #296: Isopropy! Alcohol
45.0 2.00 2.20 2.40 2.60
m/z 42.00 6.24%
5000
15.0 27.0
o Lol s0 %9, 500 9.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 2.00 2.20 2.40 2.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV031819\
Data File : VV009763.D

Acq On : 18 Mar 2019 16:59

Operator : SY/MD

Sample : K1967-03

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 16 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM031719WMA .M
VOC Analysis

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Sulfur dioxide 1.21 7.7 ug/L 47065 1 5.67 306460 50.0
Isopropyl Alcohol 2.33 8.4 ug/L 51352 1 5.67 306460 50.0
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