LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050918\
Data File : VU023758.D

Aca On : 09 May 2018 13:50

Operator :© MD/SY

Sample : J2725-17

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 6 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\SOMULMO50818WMA _.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 0.902 93 97 101 rvVvB2 95 79 0.01% 0.001%
2 0.925 101 104 109 rBv2 119 114 0.01% 0.001%
3 1.089 147 155 177 rBY 1301997 1463345 100.00% 12.282%
4 1.182 181 184 194 rVB2 5623 7295 0.50% 0.061%
5 1.285 207 216 232 rBV 74157 200873 13.73% 1.686%
6 1.400 246 252 260 rBV 173709 173611 11.86% 1.457%
7 1.680 332 339 356 rVB 135049 171997 11.75% 1.444%
8 2.275 512 524 538 rBV 292331 445566 30.45% 3.740%
9 2.433 570 573 574 rBV2 297 184 0.01% 0.002%
10 2.487 583 590 596 rVB2 868 1324 0.09% 0.011%
11 2.619 621 631 639 rBV3 540 1191 0.08% 0.010%
12 2.706 650 658 663 rVB5 666 870 0.06% 0.007%
13 2.834 689 698 700 rBV2 1259 1604 0.11% 0.013%
14 3.002 743 750 753 rBV 276 322 0.02% 0.003%
15 3.063 762 769 773 rBV2 232 320 0.02% 0.003%
16 3.082 773 775 778 rVV 159 102 0.01% 0.001%
17 3.108 781 783 789 rVB 266 261 0.02% 0.002%
18 3.140 789 793 795 rBV2 225 179 0.01% 0.002%
19 3.201 807 812 815 rBV2 163 176 0.01% 0.001%
20 3.333 850 853 856 rVB 157 93 0.01% 0.001%
21 3.378 865 867 870 rBV2 281 235 0.02% 0.002%
22 3.420 877 880 884 rBV2 131 117 0.01% 0.001%
23 3.465 892 894 895 rBV2 155 85 0.01% 0.001%
24 3.519 908 911 915 rBV2 251 256 0.02% 0.002%
25 3.677 953 960 964 rBV2 225 330 0.02% 0.003%
26 3.834 1005 1009 1011 rBvV2 163 128 0.01% 0.001%
27 3.870 1017 1020 1025 rVvB2 212 206 0.01% 0.002%
28 3.895 1025 1028 1030 rBV 202 161 0.01% 0.001%
29 4.063 1076 1080 1082 rBv2 152 140 0.01% 0.001%
30 4.175 1101 1115 1144 rBV2 123998 324230 22.16% 2.721%
31 4.436 1194 1196 1200 rvB2 205 118 0.01% 0.001%
32 4.535 1224 1227 1231 rBV 224 202 0.01% 0.002%
33 4.561 1231 1235 1239 rBvV3 266 280 0.02% 0.002%

34 4.651 1244 1263 1289 rBV 214094 503004 34.37% 4.222%
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LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050918\
Data File : VU023758.D

Aca On : 09 May 2018 13:50

Operator :© MD/SY

Sample : J2725-17

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 6 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\SOMULMO50818WMA_M
Title : VOC Analysis
35 4.838 1316 1321 1324 rBvV 249 273 0.02% 0.002%
36 4.883 1330 1335 1339 rBV3 605 688 0.05% 0.006%
37 4.934 1344 1351 1354 rBV2 204 289 0.02% 0.002%
38 4.985 1364 1367 1372 rBV2 341 324 0.02% 0.003%
39 5.034 1380 1382 1387 rBV2 153 177 0.01% 0.001%
40 5.082 1392 1397 1402 rVB2 216 278 0.02% 0.002%
41 5.111 1402 1406 1409 rVB 185 139 0.01% 0.001%
42 5.140 1409 1415 1417 rBV2 235 293 0.02% 0.002%
43 5.207 1428 1436 1439 rBV2 250 377 0.03% 0.003%
44 5.252 1447 1450 1453 rBV2 153 112 0.01% 0.001%
45 5.342 1453 1478 1521 rBV2 445877 1338163 91.45% 11.231%
46 5.661 1573 1577 1578 rBV 385 269 0.02% 0.002%
47 5.715 1589 1594 1599 rBV2 203 301 0.02% 0.003%
48 5.744 1600 1603 1607 rVvv2 225 164 0.01% 0.001%
49 5.889 1629 1648 1685 rBV 399704 808225 55.23% 6.783%
50 6.182 1732 1739 1747 rBV5 1027 1393 0.10% 0.012%
51 6.223 1750 1752 1755 rVB3 291 180 0.01% 0.002%
52 6.239 1755 1757 1760 rVB 291 104 0.01% 0.001%
53 6.265 1761 1765 1768 rBV2 92 82 0.01% 0.001%
54 6.333 1768 1786 1816 rBVY 289595 597148 40.81% 5.012%
55 6.606 1867 1871 1875 rBV2 107 104 0.01% 0.001%
56 6.648 1880 1884 1888 rVB2 195 162 0.01% 0.001%
57 6.757 1914 1918 1923 rVB 187 157 0.01% 0.001%
58 6.870 1943 1953 1957 rBV2 1131 1545 0.11% 0.013%
59 7.011 1993 1997 2000 rBvV2 161 124 0.01% 0.001%
60 7.095 2020 2023 2026 rvB2 175 100 0.01% 0.001%
61 7.137 2033 2036 2038 rBvY 313 215 0.01% 0.002%
62 7.230 2053 2065 2094 rBvV 159815 284936 19.47% 2.391%
63 7.381 2109 2112 2115 rVB2 341 213 0.01% 0.002%
64 7.397 2115 2117 2122 rVB2 322 263 0.02% 0.002%
65 7.429 2125 2127 2132 rVB2 215 166 0.01% 0.001%
66 7.455 2132 2135 2140 rBV2 168 137 0.01% 0.001%

67 7.567 2156 2170 2211 rBV 591631 1078686 73.71% 9.053%
68 7.854 2247 2259 2284 rBV 109197 185266 12.66% 1.555%
69 8.053 2317 2321 2324 rBV 220 199 0.01% 0.002%
70 8.175 2352 2359 2363 rBV3 306 475 0.03% 0.004%

71 8.313 2389 2402 2420 rBV 388319 663078 45.31% 5.565%
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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\VU050918\
VU023758.D
09 May 2018 13:50
MD/SY

J2725-17

5.0mL/MSVOA U/WATER

6

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

8.628
8.789
8.940
9.095

9.384
9.654
9.734
9.815
9.953

10.066
10.143
10.175
10.214
10.435

10.606
10.680
10.731
10.773
11.101

11.165
11.217
11.403
11.487
11.773

11.863
12.021
12.799
13.750
15.062

LSCINT.P

Filtering: 5

Min Area: 0 % of largest Peak

Max Peaks: 100
Peak Location: TOP

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50818WMA _M
Analysis

VOC

2498
2546
2591
2632

2729
2816
2841
2866
2909

2945
2968
2978
2988
3048

3112
3135
3150
3164
3266

3287
3302
3360
3377
3471

3493
3553
3794
4084
4498

2500
2550
2597
2645

2735
2819
2844
2869
2912

2947
2971
2981
2993
3062

3115
3138
3154
3167
3269

3289
3305
3363
3389
3478

3506
3555
3797
4093
4501

2501
2551
2601
2686

2740
2820
2846
2872
2915

2950
2975
2988
2996
3084

3116
3144
3156
3170
3274

3294
3307
3365
3409
3483

3529
3558
3799
4114
4502

Sum

rBv2
rBv
rBv2
rBv

rBv3
rBv
rBv
rvB
rvB2

rBv2
rBv2
rvB3
rBv2
rBv

rBv
rBv2
rBv2
rBv
rBv2

rvB2
rBv2
rBv2
rBv

rBv4

rBv
rvB2
rBv
rvB
rBv

213
158
168
570080

689
141
138
264
245

134
190
358
290
390562

165
235
264
208
173

283
176
342
621514
749

623544
269
248

23045
550

82

128
247
983859

955

82
101
149
178

104
134
427
323
631668

97
241
244
156
174

195
120
244
984353
921

1004769
102

169
40505
341

of corrected areas:
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0.01%
0.01%
0.02%
67.23%

0.07%
0.01%
0.01%
0.01%
0.01%

0.01%
0.01%
0.03%
0.02%
43.17%

0.01%
0.02%
0.02%
0.01%
0.01%

0.01%
0.01%
0.02%
67.27%
0.06%

68 .66%
0.01%
0.01%
2.77%
0.02%

11914871

0.001%
0.001%
0.002%
8.257%

0.008%
0.001%
0.001%
0.001%
0.001%

0.001%
0.001%
0.004%
0.003%
5.302%

0.001%
0.002%
0.002%
0.001%
0.001%

0.002%
0.001%
0.002%
8.262%
0.008%

8.433%
0.001%
0.001%
0.340%
0.003%
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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\VU050918\
VU023758.D

09 May 2018 13:50

MD/SY

J2725-17

5.0mL/MSVOA U/WATER

6 Sample Multiplier: 1

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50818WMA .M
VOC Analysis

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050918\
Data File : VU023758.D

Aca On : 09 May 2018 13:50

Operator : MD/SY

Sample : J2725-17

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50818WMA .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.

1.28 12.43 ug/L 200873 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 74
3 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 9
5 Sulfur dioxide 64 02S 007446-09-5 4

Abundance Scan 215 (1.281 min): VU023758.D (-207) (-) m/z 63.95 100.00%
64
5000 48 /\Mﬂd\\\~v,,~\
‘ 100 120 140 1.60
O B o A e o B m/z 47.95 48 .74%
m/z--> 20 40 60 80 100 120 140 160
Abundance
64
5000 48 RS B A R
1.00 1.20 1.40 1.60
m/z 65.90 5.22%
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 1.60
5000 48 m/z 50.00 2.21%
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- e
64 1.00 1.20 1.40 1.60
m/z 64.90 0.88%
5000 48
28
16
bbb 2 L b 77 93 106115 130 143 169 S C——
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\VU050918\
Data File : VU023758.D

Acq On : 09 May 2018 13:50

Operator : MD/SY

Sample - J2725-17

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50818WMA .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 1.28 12.4 ug/L 200873 1 5.89 808225 50.0
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