LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031819\
Data File : VV009766.D

Aca On : 18 Mar 2019 18:12

Operator : SY/MD

Sample : K1967-06

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 19 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 31 36 53 rBv2 12518 24531 5.07% 0.638%
2 1.319 65 71 79 rvB 74707 69434 14.35% 1.806%
3 1.560 140 146 156 rvVvB 52699 64778 13.38% 1.685%
4 2.123 313 321 335 rVB 136957 194243 40.13% 5.053%
5 2.325 372 384 401 rBV 31344 67367 13.92% 1.753%
6 2.721 503 507 510 rBV 914 801 0.17% 0.021%
7 2.933 571 573 576 rBV 685 380 0.08% 0.010%
8 2.981 585 588 589 rBV 594 283 0.06% 0.007%
9 3.042 604 607 610 rvv 469 399 0.08% 0.010%
10 3.113 627 629 632 rBV2 457 239 0.05% 0.006%
11 3.158 639 643 645 rBV 856 613 0.13% 0.016%
12 3.431 726 728 730 rBV2 408 239 0.05% 0.006%
13 3.688 805 808 811 rBV 547 447 0.09% 0.012%
14 3.727 817 820 821 rBV 369 232 0.05% 0.006%
15 3.930 872 883 904 rBV 35364 88941 18.38% 2.314%
16 4.399 1015 1029 1055 rvB 80286 201024 41.54% 5.230%
17 4.547 1072 1075 1077 rBvV2 403 288 0.06% 0.007%
18 4.653 1106 1108 1110 rBvV 398 263 0.05% 0.007%
19 4.698 1119 1122 1123 rBvV 353 185 0.04% 0.005%
20 4.782 1146 1148 1151 rBvV2 597 347 0.07% 0.009%
21 4.801 1151 1154 1157 rBvV 520 438 0.09% 0.011%
22 4.901 1179 1185 1187 rBvV 625 754 0.16% 0.020%
23 5.094 1229 1245 1272 rBv3 193355 483979 100.00% 12.591%
24 5.438 1350 1352 1358 rVB 659 608 0.13% 0.016%
25 5.466 1358 1361 1366 rVB2 614 572 0.12% 0.015%
26 5.499 1366 1371 1374 rBV 537 461 0.10% 0.012%
27 5.618 1406 1408 1409 rBV 489 219 0.05% 0.006%
28 5.663 1409 1422 1441 rVVv2 147472 301208 62.24% 7.836%
29 6.052 1540 1543 1547 rBvV2 562 543 0.11% 0.014%
30 6.116 1549 1563 1582 rBV 106760 216284 44.69% 5.627%
31 6.319 1623 1626 1628 rBV 730 515 0.11% 0.013%
32 6.354 1635 1637 1640 rVB2 439 251 0.05% 0.007%
33 6.405 1648 1653 1659 rvVv 701 956 0.20% 0.025%
34 6.508 1680 1685 1689 rBV 824 845 0.17% 0.022%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031819\
Data File : VV009766.D

Aca On : 18 Mar 2019 18:12

Operator : SY/MD

Sample : K1967-06

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 19 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 6.630 1720 1723 1725 rBV2 493 381 0.08% 0.010%
36 6.737 1750 1756 1758 rBV2 640 651 0.13% 0.017%
37 6.794 1767 1774 1777 rBV 482 553 0.11% 0.014%
38 6.978 1828 1831 1835 rBV 589 360 0.07% 0.009%
39 7.029 1835 1847 1865 rBV 60567 108892 22.50% 2.833%
40 7.187 1893 1896 1901 rBV2 770 649 0.13% 0.017%
41 7.261 1916 1919 1921 rBV 353 187 0.04% 0.005%
42 7.274 1921 1923 1925 rBV 438 260 0.05% 0.007%
43 7.312 1932 1935 1936 rBV 455 262 0.05% 0.007%
44 7.360 1938 1950 1978 rVV 222899 410526 84.82% 10.680%
45 7.663 2033 2044 2055 rvv 42146 70250 14.52% 1.828%
46 7.778 2077 2080 2083 rBvV 504 394 0.08% 0.010%
47 8.023 2153 2156 2159 rBV2 604 372 0.08% 0.010%
48 8.135 2180 2191 2218 rBvV 105318 213701 44.16% 5.560%
49 8.386 2264 2269 2274 rBV2 713 907 0.19% 0.024%
50 8.489 2295 2301 2304 rBvV 482 548 0.11% 0.014%
51 8.756 2381 2384 2386 rBV 374 226 0.05% 0.006%
52 8.897 2416 2428 2449 rBV 225824 389422 80.46% 10.131%
53 9.084 2483 2486 2487 rBV 332 218 0.05% 0.006%
54 9.254 2536 2539 2542 rBvY 817 639 0.13% 0.017%
55 9.386 2578 2580 2582 rBV2 419 231 0.05% 0.006%
56 9.505 2614 2617 2623 rVB 812 617 0.13% 0.016%
57 9.659 2663 2665 2671 rvVB2 800 765 0.16% 0.020%
58 9.691 2671 2675 2678 rBV 462 506 0.10% 0.013%
59 9.900 2737 2740 2742 rBvV 489 281 0.06% 0.007%
60 10.010 2771 2774 2777 rBV 708 632 0.13% 0.016%
61 10.087 2795 2798 2799 rBV 349 203 0.04% 0.005%
62 10.212 2833 2837 2839 rBvY 803 486 0.10% 0.013%
63 10.264 2842 2853 2872 rVB 153334 250757 51.81% 6.524%
64 10.334 2872 2875 2878 rBV2 641 398 0.08% 0.010%
65 10.476 2916 2919 2923 rBVY 720 449 0.09% 0.012%
66 10.592 2952 2955 2957 rBV2 483 377 0.08% 0.010%
67 10.871 3039 3042 3047 rBvY 705 632 0.13% 0.016%
68 10.942 3058 3064 3066 rBvV2 389 475 0.10% 0.012%
69 11.151 3123 3129 3132 rBV2 771 666 0.14% 0.017%
70 11.206 3143 3146 3148 rBvY 497 318 0.07% 0.008%
71 11.232 3150 3154 3161 rVv4 1541 2011 0.42% 0.052%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031819\
Data File : VV009766.D

Aca On : 18 Mar 2019 18:12

Operator : SY/MD

Sample : K1967-06

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 19 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\SOMVLM0O31719WMA .M
VOC Analysis

72 11.299 3163 3175 3195 rVB 175581 315196 65.13% 8.200%

73 11.489 3229 3234 3238 rBV 713 635 0.13% 0.017%
74 11.675 3279 3292 3311 rBV 193009 326399 67.44% 8.492%
75 11.839 3340 3343 3344 rBV 705 425 0.09% 0.011%
76 11.926 3368 3370 3372 rBV 458 226 0.05% 0.006%
77 12.074 3411 3416 3417 rBV 718 518 0.11% 0.013%
78 12.209 3455 3458 3460 rBV2 452 261 0.05% 0.007%
79 12.254 3468 3472 3475 rBV2 633 500 0.10% 0.013%
80 12.273 3475 3478 3481 rBV 510 400 0.08% 0.010%
81 12.315 3488 3491 3498 rVB2 642 617 0.13% 0.016%
82 12.350 3498 3502 3506 rBV 730 704 0.15% 0.018%
83 12.389 3511 3514 3518 rBV2 850 618 0.13% 0.016%
84 12.788 3635 3638 3641 rBV2 337 305 0.06% 0.008%
85 12.907 3672 3675 3679 rVB 768 580 0.12% 0.015%
86 12.932 3679 3683 3686 rBV 692 618 0.13% 0.016%
87 13.042 3713 3717 3719 rBV 425 369 0.08% 0.010%
88 13.141 3745 3748 3752 rBV2 245 273 0.06% 0.007%
89 13.238 3774 3778 3779 rBV2 700 501 0.10% 0.013%
90 13.312 3795 3801 3810 rvB4 5260 7423 1.53% 0.193%
91 13.395 3822 3827 3831 rBV 754 881 0.18% 0.023%
92 13.469 3847 3850 3853 rBV2 645 574 0.12% 0.015%
93 13.887 3978 3980 3983 rVB 610 348 0.07% 0.009%
94 13.910 3983 3987 3991 rBV 343 307 0.06% 0.008%
95 14.106 4043 4048 4052 rVB2 737 650 0.13% 0.017%
96 14.225 4082 4085 4088 rBV2 648 448 0.09% 0.012%
97 14.392 4134 4137 4138 rBV 361 228 0.05% 0.006%
98 14.518 4172 4176 4179 rBV 473 362 0.07% 0.009%
99 14.759 4244 4251 4254 rBV4 1042 1172 0.24% 0.030%
100 14.839 4273 4276 4280 rBV 603 425 0.09% 0.011%
Sum of corrected areas: 3843832
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031819\
VV009766.D

18 Mar 2019 18:12

SY/MD

K1967-06

5.0mL/MSVOA V/WATER

19 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV031819\
Data File : VV009766.D

Aca On : 18 Mar 2019 18:12

Operator : SY/MD

Sample : K1967-06

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 19 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 4_.07 ug/L 24531 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 74
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 64
3 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9
5 Sulfur dioxide 64 02S 007446-09-5 4

Abundance Scan 37 (1.209 min): VV009766.D (-31) (-) m/z 63.90 100.00%
63.9
AR AR NN UL AN IR
1.20 1.30 1.40 1.50 1.60
O B B B S A S o m/z 47.90 47 .66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #357: Sulfur dioxide
64.0
5000 48.0 AR AR NN AN AN IR
1.20 1.30 1.40 1.50 1.60
m/z 65.90 6.24%
160 320
T S S L AL S B N S
m/z--> 20 40 60 80 100 120 140 160
Abundance #6179: Aminomethanesulfonic acid
64.0
48.0 1.20 1.30 1.40 1.50 1.60
5000 m/z 40.00 5.91%
O ?}.ngﬁwolll}%.ql R DN SR
m/z--> 20 40 60 80 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo- AR RARRRRRRIS EEERY
64.0 1.20 1.30 1.40 1.50 1.60
m/z 45.10 4 _.40%
5000 48.0
28.0
ol 150 L , 77.0 93.0106.0119.0  143.0 169.0
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 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 : VV009766.D

Aca On : 18 Mar 2019 18:12

Operator : SY/MD

Sample : K1967-06

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 19 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 11.18 ug/L 67367 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 86
2 Isopropvl Alcohol 60 C3H80 000067-63-0 72
3 Isopropvl Alcohol 60 C3H80 000067-63-0 72
4 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 40
5 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9

Abundance Scan 386 (2.332 min): VV009766.D (-372) (-) m/z 45.00 100.00%
44.0
5000
39.0 59.0 200 220 240 260
Orrrrprrrr e e e e m/z 42.95 21.67%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #297: |sopropy! Alcohol
44.0
5000
2.00 2.20 2.40 2.60
m/z 41.00 8.20%
0 190 21930 390 | | 530 590
miz--> "'é""l'd"'l'é'"z'o""2'5"'é,'d"'e,'é"Lfd"Aé"é'd”é'é”é'd"és's'"%'d"%'é"
Abundance #296: Isopropy! Alcohol
44.0
2.00 2.20 2.40 2.60
5000 m/z 39.00 6.42%
15.0 27.0
o ‘ 120 39, 500 9.0
mz-> 6 10 15 20 25 30 d5 40 45 S 95 60 68 70 75
Abundance #294: Isopropyl Alcohol
45.0 2.00 2.20 2.40 2.60
m/z 42.10 5.49%
5000
27.0
0 14"019‘.0 . ‘ | 39\0\\ ! 59.0
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 200 220 240 2.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV031819\
Data File : VV009766.D

Acq On : 18 Mar 2019 18:12

Operator : SY/MD

Sample : K1967-06

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 19 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 4.1 ug/L 24531 1 5.66 301208 50.0
Isopropyl Alcohol 2.33 11.2 ug/L 67367 1 5.66 301208 50.0
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