LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU013020\
Data File : VU036616.D

Aca On : 30 Jan 2020 14:01

Operator : JC/MD

Sample : L1301-03

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 10 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\SOMULMO12920WMA .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 1.478 36 43 60 rBv 47341 91895 9.22% 1.146%
2 1.613 79 85 96 rvB 136664 141847 14.23% 1.769%
3 1.932 176 184 199 rvVB 113452 145714 14.62% 1.817%
4 2.594 377 390 404 rBV 203229 333561 33.47% 4.160%
5 2.793 443 452 466 rBV 3479 6669 0.67% 0.083%
6 2.912 486 489 493 rBV 245 178 0.02% 0.002%
7 2.974 503 508 509 rBV 174 121 0.01% 0.002%
8 3.028 523 525 529 rBV 215 129 0.01% 0.002%
9 3.089 537 544 547 rVV3 368 403 0.04% 0.005%
10 3.224 576 586 596 rBV2 1289 2950 0.30% 0.037%
11 3.430 648 650 652 rBV 116 71 0.01% 0.001%
12 3.443 652 654 656 rvv 162 78 0.01% 0.001%
13 3.514 673 676 680 rVB 184 106 0.01% 0.001%
14 3.771 753 756 759 rBV 93 65 0.01% 0.001%
15 4.002 826 828 831 rVB 156 53 0.01% 0.001%
16 4.022 831 834 837 rBV 95 77 0.01% 0.001%
17 4.054 840 844 847 rBV 118 95 0.01% 0.001%
18 4.109 858 861 864 rBV 92 65 0.01% 0.001%
19 4.166 876 879 881 rBV 114 76 0.01% 0.001%
20 4.211 889 893 897 rBV 104 87 0.01% 0.001%
21 4.237 897 901 909 rVB 123 141 0.01% 0.002%
22 4.273 909 912 914 rBV 100 72 0.01% 0.001%
23 4.588 1006 1010 1013 rBvV 157 78 0.01% 0.001%
24 4.678 1021 1038 1064 rBvV 99631 233555 23.43% 2.913%
25 4.961 1120 1126 1127 rBvV 228 256 0.03% 0.003%
26 5.022 1142 1145 1147 rBvV2 144 87 0.01% 0.001%
27 5.109 1156 1172 1194 rBV 170671 370808 37.21% 4.625%
28 5.266 1219 1221 1223 rBvV2 168 92 0.01% 0.001%
29 5.337 1235 1243 1249 rBvV2 466 755 0.08% 0.009%
30 5.388 1253 1259 1262 rBV 113 92 0.01% 0.001%
31 5.411 1262 1266 1270 rBvV2 359 326 0.03% 0.004%
32 5.568 1312 1315 1319 rBV 73 62 0.01% 0.001%
33 5.768 1354 1377 1400 rBVvV2 386795 996632 100.00% 12.430%
34 6.118 1483 1486 1488 rBV 150 100 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU013020\
Data File : VU036616.D

Aca On : 30 Jan 2020 14:01

Operator : JC/MD

Sample : L1301-03

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 10 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 :
35 6.224
36 6.289
37 6.562
38 6.729
39 6.835
40 6.877
41 6.899
42 6.989
43 7.118
44 7.163
45 7.211
46 7.263
47 7.600
48 7.719
49 7.825
50 7.864
51 7.928
52 8.141
53 8.211
54 8.356
55 8.440
56 8.497
57 8.542
58 8.581
59 8.668
60 8.899
61 8.919
62 8.941
63 8.967
64 8.980
65 9.108
66 9.163
67 9.205
68 9.247
69 9.324
70 9.343
71 9.446

SOMULMO12920WMA M

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO12920WMA .M

VOC Analysis
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU013020\
Data File : VU036616.D

Aca On : 30 Jan 2020 14:01

Operator : JC/MD

Sample : L1301-03

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 10 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\SOMULMO12920WMA .M
Title : VOC Analysis
72 9.642 2579 2582 2585 rBV 245 111 0.01% 0.001%
73 9.674 2590 2592 2594 rvVv 142 81 0.01% 0.001%
74 9.722 2600 2607 2611 rVB2 457 687 0.07% 0.009%
75 9.784 2624 2626 2631 rVB 181 102 0.01% 0.001%
76 9.951 2674 2678 2680 rBV 108 93 0.01% 0.001%
77 10.038 2703 2705 2707 rBV 190 85 0.01% 0.001%
78 10.121 2728 2731 2732 rBV 237 132 0.01% 0.002%
79 10.157 2740 2742 2744 rBV 103 57 0.01% 0.001%
80 10.292 2782 2784 2785 rBV 126 53 0.01% 0.001%
81 10.491 2844 2846 2848 rVB 136 55 0.01% 0.001%
82 10.703 2910 2912 2914 rBV 143 56 0.01% 0.001%
83 10.780 2923 2936 2954 rVB 323831 528972 53.08% 6.598%
84 10.906 2972 2975 2976 rBV 202 120 0.01% 0.001%
85 10.980 2993 2998 3002 rVB2 231 266 0.03% 0.003%
86 10.999 3002 3004 3007 rBV 94 80 0.01% 0.001%
87 11.050 3017 3020 3021 rBV 197 96 0.01% 0.001%
88 11.105 3035 3037 3038 rBV 140 76 0.01% 0.001%
89 11.234 3074 3077 3078 rBV 205 93 0.01% 0.001%
90 11.584 3182 3186 3187 rBV 166 116 0.01% 0.001%
91 11.629 3196 3200 3203 rBV2 190 190 0.02% 0.002%
92 11.835 3251 3264 3283 rVB 434734 714214 71.66% 8.908%
93 11.902 3283 3285 3289 rBV 169 162 0.02% 0.002%
94 12.021 3318 3322 3326 rBV2 202 187 0.02% 0.002%
95 12.214 3369 3382 3400 rBV 444669 724024 72.65% 9.030%
96 12.333 3415 3419 3420 rBV2 309 238 0.02% 0.003%
97 12.591 3495 3499 3500 rBV 130 89 0.01% 0.001%
98 13.468 3770 3772 3777 rBV2 212 102 0.01% 0.001%
99 13.822 3880 3882 3886 rBV2 298 217 0.02% 0.003%
100 14.105 3962 3970 3984 rVB 15423 23529 2.36% 0.293%
Sum of corrected areas: 8017712
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU013020\
VU036616.D

30 Jan 2020 14:01

JC/MD

L1301-03

5.0mL/MSVOA U/WATER

10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO12920WMA .M

Quant Title

TIC Library

: VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU036616.D
400000 5.77
6.29
300000
6.7
200000
100000
ol 2.79.909DB.22 34561 3.77 44DAADRE] 4, 5.3783815.57
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: VU036616.D
7193 9.45
1183 12
400000
10.78
300000 8.67
200000
7.60
100000 8.21
OSM)QQMBEG 7.72784;6L 8.&8.@& T mmﬂnL mzsgmm).zmo.4glo.}&1mmm.23 111583 1L.aa.02
—— T T T T T e e B e e R e e e e e e B e e e e e e e e e
Time--> 7.00 7.50 8.00 8.50 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU036616.D
400000
300000
200000
100000
0&&1%9 1347 1382 410
I e e e e e L e e e o e e L e mo e e e AN S e B e e e e
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 U\DATA\VU013020\
Data File : VU036616.D

Aca On : 30 Jan 2020 14:01

Operator : JC/MD

Sample : L1301-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO12920WMA .M
Quant Title : 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.

1.48 6.92 ug/L 91895 1,4-Difluorobenzene 6.29
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 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Sulfur dioxide 64 02S 007446-09-5 4
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance Scan 43 (1.478 min): VU036616.D (-36) (-) m/z 63.95 100.00%
64
5000 48
1.40 1.50 1.60 1.70 1.80 1.90
rrr+-— m/z 47.95 42 .36%
m/z--> 20 40 60 80 100 120 140 160
Abundance #357: Sulfur dioxide
64
5000 48
1.40 1.50 1.60 1.70 1.80 1.90
m/z 65.90 5.66%
16 32
\ |
L L L L WL U B SN SR
m/z--> 20 40 60 80 100 120 140 160
Abundance
64
1.40 1.50 1.60 1.70 1.80 1.90
5000 48 m/z 49.90 2.06%
17
32 76 96
e L L L L B UL B S
m/z--> 20 40 60 80 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo-
64 1.40 1.50 1.60 1.70 1.80 1.90
m/z 64.90 0.69%
5000 48
28
16
bbb 2 L b 77 93 106115 130 143 169
m/z--> 20 40 60 80 100 120 140 160 1.40 1.50 1.60 1.70 1.80 1.90
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU013020\
Data File : VU036616.D

Acq On : 30 Jan 2020 14:01

Operator : JC/MD

Sample : L1301-03

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULMO012920WMA .M
Quant Title : 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 1.48 6.9 ug/L 91895 1 6.29 663655 50.0
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