LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050218\
Data File : VU023584.D

Aca On : 02 May 2018 17:52

Operator :© MD/SY

Sample : J2558-12

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 18 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 - W:\HPCHEM1\MSVOA U\METHOD\SOMULMO50118WMA_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 0.629 6 12 14 rBV 137 155 0.01% 0.001%
2 0.677 24 27 32 rvB2 179 154 0.01% 0.001%
3 0.709 32 37 43 rBV2 199 258 0.02% 0.002%
4 0.867 82 86 90 rBv2 124 158 0.01% 0.001%
5 1.088 137 155 176 rBY 1105392 1276275 100.00% 11.679%
6 1.182 181 184 190 rVB 8547 8078 0.63% 0.074%
7 1.291 211 218 231 rBV2 20334 42098 3.30% 0.385%
8 1.397 245 251 260 rVB 145948 145271 11.38% 1.329%
9 1.680 331 339 352 rVB 108400 137519 10.78% 1.258%
10 2.272 512 523 536 rBV 244707 370125 29.00% 3.387%
11 2.474 578 586 594 rVB 2790 4215 0.33% 0.039%
12 2.622 625 632 644 rVvB4 932 1570 0.12% 0.014%
13 2.674 645 648 651 rBV3 248 209 0.02% 0.002%
14 2.703 651 657 663 rBV2 1323 1696 0.13% 0.016%
15 2.838 690 699 712 rVB3 1948 4080 0.32% 0.037%
16 2.892 712 716 718 rBV2 193 147 0.01% 0.001%
17 2.982 737 744 756 rVB4 1482 2198 0.17% 0.020%
18 3.175 802 804 808 rVB 220 127 0.01% 0.001%
19 3.275 832 835 840 rvv2 194 156 0.01% 0.001%
20 3.416 876 879 884 rVB2 250 196 0.02% 0.002%
21 3.448 885 889 893 rBV2 187 153 0.01% 0.001%
22 3.519 907 911 914 rVB2 168 150 0.01% 0.001%
23 3.542 914 918 921 rBV 182 174 0.01% 0.002%
24 3.693 960 965 970 rBV2 219 259 0.02% 0.002%
25 3.747 976 982 984 rBV2 149 118 0.01% 0.001%
26 3.908 1028 1032 1034 rBV 190 123 0.01% 0.001%
27 4.182 1101 1117 1157 rBvV 126966 340350 26.67% 3.114%
28 4.397 1181 1184 1186 rBv2 387 248 0.02% 0.002%
29 4.558 1232 1234 1236 rBv2 216 124 0.01% 0.001%
30 4.651 1246 1263 1288 rBvV 193968 456470 35.77% 4.177%
31 4.892 1330 1338 1346 rvVvB3 752 1272 0.10% 0.012%
32 4.995 1362 1370 1377 rVB5 950 1525 0.12% 0.014%
33 5.034 1377 1382 1384 rBV2 219 121 0.01% 0.001%
34 5.085 1394 1398 1405 rVB2 246 227 0.02% 0.002%
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LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050218\
Data File : VU023584.D

Aca On : 02 May 2018 17:52

Operator :© MD/SY

Sample : J2558-12

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 18 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 = W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50118WMA_M

Title : VOC Analysis

35 5.130 1405 1412 1414 rBV 135 148 0.01% 0.001%
36 5.140 1414 1415 1419 rVB2 322 139 0.01% 0.001%
37 5.342 1454 1478 1516 rBV2 385808 1179998 92.46% 10.798%
38 5.616 1560 1563 1568 rVB2 308 260 0.02% 0.002%
39 5.648 1568 1573 1576 rBV 270 219 0.02% 0.002%
40 5.664 1576 1578 1583 rVB2 224 163 0.01% 0.001%
41 5.757 1604 1607 1611 rVB2 263 178 0.01% 0.002%
42 5.818 1611 1626 1627 rBV2 7332 14604 1.14% 0.134%
43 5.892 1636 1649 1681 rBV 394194 802580 62.88% 7.344%
44 6.191 1732 1742 1755 rVB6 8486 17712 1.39% 0.162%
45 6.336 1772 1787 1809 rBV 268987 544655 42.68% 4.984%
46 6.529 1844 1847 1849 rBvV 316 189 0.01% 0.002%
47 6.551 1852 1854 1859 rVB2 359 201 0.02% 0.002%
48 6.706 1899 1902 1906 rVvB2 280 213 0.02% 0.002%
49 6.728 1906 1909 1911 rBV 233 168 0.01% 0.002%
50 6.783 1924 1926 1929 rVB2 342 200 0.02% 0.002%
51 6.802 1929 1932 1933 rBV2 334 165 0.01% 0.002%
52 6.857 1944 1949 1951 rvv4 547 505 0.04% 0.005%
53 6.921 1966 1969 1973 rBV3 259 191 0.01% 0.002%
54 6.969 1982 1984 1990 rBV2 198 176 0.01% 0.002%
55 6.998 1990 1993 1995 rBV2 174 118 0.01% 0.001%
56 7.008 1995 1996 2000 rvv3 255 128 0.01% 0.001%
57 7.146 2037 2039 2041 rBvV 234 139 0.01% 0.001%
58 7.181 2046 2050 2053 rBvV 242 152 0.01% 0.001%
59 7.233 2053 2066 2097 rBvV 145089 268729 21.06% 2.459%
60 7.461 2129 2137 2140 rBV3 840 1110 0.09% 0.010%
61 7.570 2157 2171 2216 rBY 520818 931629 73.00% 8.525%
62 7.747 2224 2226 2235 rVB3 585 667 0.05% 0.006%
63 7.853 2248 2259 2288 rBV 103015 179694 14.08% 1.644%
64 8.172 2355 2358 2359 rBV 272 161 0.01% 0.001%
65 8.233 2369 2377 2382 rBV5 1103 1425 0.11% 0.013%
66 8.313 2389 2402 2435 rBV 417483 724456 56.76% 6.629%
67 8.596 2487 2490 2492 rBV3 390 304 0.02% 0.003%
68 8.625 2493 2499 2510 rVvB2 1492 2228 0.17% 0.020%
69 8.673 2510 2514 2515 rBV2 178 130 0.01% 0.001%
70 8.731 2528 2532 2537 rBV2 203 238 0.02% 0.002%
71 8.792 2547 2551 2553 rBV 205 145 0.01% 0.001%

SOMULMO50118WMA_M Thu May 03 11:09:38 2018 Page: 2



Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Intearation

Intearator:
Smoothing
Sampling
Start Thrs:
Stop Thrs - O

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

W:\HPCHEM1\MSVOA U\DATA\VU050218\
VU023584.D
02 May 2018 17:52
MD/SY

J2558-12

5.0mL/MSVOA U/WATER

18

Parameters:

RTE
OFF
1

0.2

Sample Multiplier: 1

Peak separation: 5

Method
Title

72
73
74
75

76
77
78
79
80

81
82
83
84
85

86
87
88
89
90

91
92
93
94
95

96
97
98
99
100

9.095
9.259
9.384
9.712

9.799
9.902
10.078
10.107
10.172

10.239
10.435
10.660
11.226
11.426

11.490
11.647
11.815
11.866
12.072

12.236
12.258
12.300
12.528
12.895

13.512
13.754
13.998
14 .506
14 .953

LSCINT.P

Filtering: 5

Min Area: 0 % of largest Peak

Max Peaks: 100
Peak Location: TOP

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50118WMA _M
Analysis

VOC

2631
2689
2726
2835

2854
2892
2949
2956
2972

2998
3050
3130
3305
3362

3377
3437
3487
3493
3568

3619
3626
3639
3709
3819

4012
4089
4162
4326
4465

2645
2696
2735
2837

2864
2896
2951
2960
2980

3001
3062
3132
3308
3370

3390
3439
3491
3507
3571

3622
3629
3642
3713
3827

4019
4094
4170
4328
4467

2676
2704
2749
2842

2867
2899
2956
2967
2984

3003
3080
3134
3313
3377

3412
3441
3493
3531
3573

3625
3631
3649
3716
3836

4030
4103
4182
4332
4468

Sum

rBv

rvB3
rvB2
rvv2

rBv3
rBv

rvB2
rBv2
rBv3

rBv
rBv
rBv
rBv2
rBv3

rBv
rBv
rBv
rvv
rBv2

rvB2
rBv3
rvB2
rBv

rBv4

rBv4
rvB

rvB4
rBv2
rBv2

579214
1087
2259

154

1319
171
384
217

1043

193
386555
203
216
2639

593401
304
410

539465
302

302
256
274
408
3269

4206
3764
4125
405
349

973726
1778
3504

129

1789
159
357
312

1288

129
620289
126
242
3357

943685
142
310

882970
222

137
157
206
386
4708

6330
4887
6361
297
156

of corrected areas:
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76.29%
0.14%
0.27%
0.01%

0.14%
0.01%
0.03%
0.02%
0.10%

0.01%
48 .60%
0.01%
0.02%
0.26%

73 .94%
0.01%
0.02%

69.18%
0.02%

0.01%
0.01%
0.02%
0.03%
0.37%

0.50%
0.38%
0.50%
0.02%
0.01%

10928255

8.910%
0.016%
0.032%
0.001%

0.016%
0.001%
0.003%
0.003%
0.012%

0.001%
5.676%
0.001%
0.002%
0.031%

8.635%
0.001%
0.003%
8.080%
0.002%

0.001%
0.001%
0.002%
0.004%
0.043%

0.058%
0.045%
0.058%
0.003%
0.001%
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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

W:\HPCHEM1\MSVOA U\DATA\VU050218\
VU023584.D

02 May 2018 17:52

MD/SY

J2558-12

5.0mL/MSVOA U/WATER

18 Sample Multiplier: 1

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO050118WMA .M
VOC Analysis

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050218\
Data File : VU023584.D

Aca On : 02 May 2018 17:52

Operator : MD/SY

Sample : J2558-12

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO050118WMA .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 Sulfur dioxide Concentration Rank 3

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

1.29 2.62 ug/L 42098 1,4-Difluorobenzene 5.89
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 64
3 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance Scan 218 (1.291 min): VU023584.D (-211) (-) m/z 63.90 100.00%
64
5000 48 /\w#v\\\“dvaw
100 120 140 160
O S e O e e B m/z 48.00 44 .93%
m/z--> 20 40 60 80 100 120 140 160
Abundance
64
5000 48 U UL A I R
1.00 1.20 1.40 1.60
m/z 65.95 3.83%
16 2
e L L S L B UL B WL
m/z--> 20 40 60 80 100 120 140 160
Abundance
64
100 120 140 160
5000 48 m/z 50.00 2.60%
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 1.00 1.20 1.40 1.60
m/z 65.00 1.21%
5000 48
28
16
bbb 2 L b 77 93 106115 130 143 169 S\ —
m/z--> 20 40 60 80 100 120 140 160 1.00 1.20 1.40 1.60
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_U\DATA\VU050218\
Data File : VU023584.D

Acq On : 02 May 2018 17:52

Operator : MD/SY

Sample - J2558-12

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULM050118WMA .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 1.29 2.6 ug/L 42098 1 5.89 802580 50.0
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