LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112919\
Data File : VV013844.D

Aca On : 29 Nov 2019 12:59

Operator : SY/MD

Sample : K6063-16ME

Misc : 6.04a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 9 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\SOMVLM110619WMA .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 1.200 29 34 46 rBV 120216 167237 6.98% 0.900%
2 1.315 64 70 89 rvB 256827 330842 13.81% 1.780%
3 2.103 306 315 325 rVB 539443 742468 30.99% 3.995%
4 2.904 561 564 565 rBV3 610 349 0.01% 0.002%
5 2.965 582 583 588 rVB5 1273 756 0.03% 0.004%
6 3.010 593 597 599 rBvV4 1408 1100 0.05% 0.006%
7 3.103 624 626 630 rBV3 1051 606 0.03% 0.003%
8 3.193 652 654 657 rvB4 1283 602 0.03% 0.003%
9 3.248 667 671 673 rBV2 1267 1032 0.04% 0.006%
10 3.280 676 681 684 rvvs 1234 1198 0.05% 0.006%
11 3.296 684 686 691 rvv7 972 775 0.03% 0.004%
12 3.322 691 694 695 rvv2 1248 754 0.03% 0.004%
13 3.344 699 701 702 rBV2 992 379 0.02% 0.002%
14 3.354 702 704 706 rBV3 800 375 0.02% 0.002%
15 3.380 710 712 713 rBV2 952 383 0.02% 0.002%
16 3.441 729 731 735 rBV5 1857 1540 0.06% 0.008%
17 3.489 744 746 748 rVB3 1104 425 0.02% 0.002%
18 3.502 748 750 753 rBV2 1231 686 0.03% 0.004%
19 3.560 766 768 770 rBV2 905 548 0.02% 0.003%
20 3.592 777 778 780 rBV2 960 465 0.02% 0.003%
21 3.611 783 784 787 rBV3 661 338 0.01% 0.002%
22 3.637 787 792 794 rVB4 743 504 0.02% 0.003%
23 3.659 797 799 801 rVvv3 936 444 0.02% 0.002%
24 3.743 823 825 828 rBV4 1005 660 0.03% 0.004%
25 3.782 835 837 841 rBV3 817 643 0.03% 0.003%
26 3.823 846 850 851 rvB4 1282 777 0.03% 0.004%
27 3.846 854 857 858 rBV3 1077 454 0.02% 0.002%
28 3.856 858 860 862 rBV2 892 400 0.02% 0.002%
29 3.872 862 865 866 rBV3 878 538 0.02% 0.003%

30 3.929 869 883 919 rBvV 123562 442813 18.48% 2.383%

31 4.389 1007 1026 1049 rBvV 390437 942747 39.35% 5.072%

32 4.675 1112 1115 1116 rBV3 1570 630 0.03% 0.003%
33 4.875 1172 1177 1182 rBVS8 1414 1509 0.06% 0.008%
34 4.897 1182 1184 1188 rBV3 1346 852 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112919\
Data File : VV013844.D

Aca On : 29 Nov 2019 12:59

Operator : SY/MD

Sample : K6063-16ME

Misc : 6.04a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 9 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\SOMVLM110619WMA .M
Title : VOC Analysis

35 4.952 1199 1201 1204 rBV3 1199 752 0.03% 0.004%
36 5.010 1215 1219 1221 rVB5 1527 1031 0.04% 0.006%
37 5.084 1221 1242 1273 rBV2 965892 2395833 100.00% 12.891%
38 5.598 1396 1402 1403 rBV2 18618 15447 0.64% 0.083%

39 5.653 1409 1419 1447 rVB 735159 1466040 61.19% 7.888%
40 6.109 1549 1561 1591 rVB 521722 1069236 44.63% 5.753%

41 6.515 1683 1687 1688 rBv4 2002 1373 0.06% 0.007%
42 7.023 1834 1845 1865 rBvV 274947 508050 21.21% 2.734%
43 7.354 1936 1948 1966 rBV 1114030 1943496 81.12% 10.457%
44 7.659 2032 2043 2062 rBvV 184909 351431 14.67% 1.891%

45 8.068 2167 2170 2174 rBV5 2351 2117 0.09% 0.011%
46 8.138 2179 2192 2226 rBV 521193 1153359 48.14% 6.206%
47 8.498 2302 2304 2306 rBVvV2 1404 663 0.03% 0.004%
48 8.553 2319 2321 2323 rBV2 1236 617 0.03% 0.003%
49 8.695 2359 2365 2370 rBV9 4179 6145 0.26% 0.033%
50 8.785 2391 2393 2396 rBv4 1025 672 0.03% 0.004%
51 8.891 2414 2426 2449 rBV 1048703 1814512 75.74% 9.763%
52 9.138 2500 2503 2507 rBv4 2438 2099 0.09% 0.011%
53 9.350 2566 2569 2570 rBV3 1664 610 0.03% 0.003%
54 9.360 2570 2572 2574 rVV3 1448 561 0.02% 0.003%
55 9.486 2608 2611 2612 rBv4 1385 630 0.03% 0.003%
56 9.534 2625 2626 2627 rBV 952 358 0.01% 0.002%
57 9.576 2636 2639 2640 rBV3 2450 1462 0.06% 0.008%
58 9.772 2698 2700 2702 rBV3 1189 512 0.02% 0.003%
59 9.813 2710 2713 2716 rBv4 1890 1520 0.06% 0.008%
60 9.891 2730 2737 2744 rBV10 2900 3509 0.15% 0.019%
61 9.952 2753 2756 2763 rBV7 3014 3403 0.14% 0.018%
62 9.997 2768 2770 2771 rBV2 1129 417 0.02% 0.002%
63 10.019 2776 2777 2779 rBV2 920 423 0.02% 0.002%
64 10.109 2801 2805 2808 rBV3 1437 1371 0.06% 0.007%
65 10.260 2839 2852 2870 rBV 789126 1284307 53.61% 6.910%
66 10.463 2913 2915 2917 rBV3 1330 633 0.03% 0.003%
67 10.476 2917 2919 2920 rBV2 1102 443 0.02% 0.002%
68 10.527 2933 2935 2939 rBv4 1024 597 0.02% 0.003%
69 10.547 2939 2941 2944 rBV4 1226 794 0.03% 0.004%
70 10.572 2947 2949 2953 rVB5 1378 740 0.03% 0.004%
71 10.588 2953 2954 2956 rBV3 930 406 0.02% 0.002%
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72 10.659 2974 2976 2978 rBV3 1020 483 0.02% 0.003%
73 10.794 3015 3018 3021 rBv4 1173 790 0.03% 0.004%
74 10.810 3021 3023 3028 rVB4 1680 1065 0.04% 0.006%
75 10.833 3028 3030 3031 rBvV2 900 428 0.02% 0.002%
76 10.887 3045 3047 3048 rBV2 1620 546 0.02% 0.003%
77 10.897 3048 3050 3051 rBvV2 1349 511 0.02% 0.003%
78 10.961 3064 3070 3072 rBV6 2230 2078 0.09% 0.011%
79 11.000 3080 3082 3084 rBV3 1141 612 0.03% 0.003%
80 11.084 3106 3108 3109 rBvV2 1120 482 0.02% 0.003%
81 11.135 3123 3124 3126 rBV2 1158 385 0.02% 0.002%
82 11.196 3140 3143 3145 rBV3 1720 1119 0.05% 0.006%

83 11.293 3160 3173 3191 rBV 1198808 1865425 77.86% 10.037%
84 11.669 3277 3290 3310 rBV 1279698 2014807 84.10% 10.841%

85 12.051 3408 3409 3413 rBV3 1561 803 0.03% 0.004%
86 12.119 3428 3430 3432 rBV3 1106 527 0.02% 0.003%
87 12.402 3514 3518 3520 rBV5 2215 1721 0.07% 0.009%
88 12.521 3554 3555 3558 rBV3 972 465 0.02% 0.003%
89 12.656 3594 3597 3601 rBV4 2111 1920 0.08% 0.010%
90 12.691 3606 3608 3611 rBV3 2264 1375 0.06% 0.007%
91 12.823 3646 3649 3651 rBV3 2181 1157 0.05% 0.006%
92 12.910 3672 3676 3677 rBV2 1802 1246 0.05% 0.007%
93 12.958 3689 3691 3694 rBV4 1927 1184 0.05% 0.006%
94 13.029 3712 3713 3714 rBV 1663 567 0.02% 0.003%
95 13.196 3763 3765 3768 rBV3 919 674 0.03% 0.004%
96 13.247 3777 3781 3783 rBV4 1914 1655 0.07% 0.009%
97 13.733 3930 3932 3933 rBV2 1081 406 0.02% 0.002%
98 13.765 3940 3942 3943 rBV 1196 400 0.02% 0.002%
99 14.080 4038 4040 4043 rBv4 944 561 0.02% 0.003%
100 14.540 4181 4183 4185 rBV3 2110 833 0.03% 0.004%
Sum of corrected areas: 18585623
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112919\
Data File : VV013844.D

Aca On : 29 Nov 2019 12:59

Operator : SY/MD

Sample : K6063-16ME

Misc : 6.04a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM110619WMA .M

VOC Analysis

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112919\
Data File : VV013844.D

Aca On : 29 Nov 2019 12:59

Operator : SY/MD

Sample : K6063-16ME

Misc : 6.04a/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM110619WMA .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 2

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

1.20 5.70 ug/L 167237 1,4-Difluorobenzene 5.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 2-Aminoethvl hvdroaen sulfate 141 C2H7NO4S 000926-39-6 74
4 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
5 4,6-Diamino-5-pyrimidinyl hydrog... 206 C4H6N404S 071525-41-2 9

Abundance Scan 34 (1.200 min): VV013844.D (-29) (-) m/z 64.00 100.00%
64
5000 48

1.20 1.30 1.40 1.50 1.60

o/ S N VS - S . B S SN SN 22 4] (SN m/z 47.95 47.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #357: Sulfur dioxide
64
5000 48
1.20 1.30 1.40 1.50 1.60
m/z 66.00 4_.93%
16 32
Ot e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
64
1.20 1.30 1.40 1.50 1.60
5000 48 m/z 49.95 2.56%
17
32
o 96
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #18804: 2-Aminoethyl hydrogen sulfate
64 1.20 1.30 1.40 1.50 1.60
m/z 65.00 0.89%
5000 438
0 . 80 94 111
T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1.20 1.30 1.40 1.50 1.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV112919\
Data File : VV013844.D

Acq On : 29 Nov 2019 12:59

Operator : SY/MD

Sample : K6063-16ME

Misc : 6.049/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM110619WMA .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]

Sulfur dioxide 1.20 5.7 ug/L 167237 1 5.65 1466040 50.0
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