LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050118\
Data File : VU023553.D

Aca On : 01 May 2018 15:00

Operator :© MD/SY

Sample : J2558-14

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 - 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 0.744 46 48 54 rvB2 240 199 0.00% 0.001%
2 0.873 82 88 93 rBv2 183 175 0.00% 0.001%
3 0.989 117 124 127 rBvV2 314 383 0.01% 0.002%
4 1.088 135 155 178 rBY 2441695 2744454 67.29% 14.999%
5 1.182 180 184 195 rvB 49785 53905 1.32% 0.295%
6 1.400 245 252 263 rBV 186660 199941 4 _.90% 1.093%
7 1.683 333 340 351 rVB 123348 153113 3.75% 0.837%
8 2.275 512 524 536 rBV 282969 432296 10.60% 2.363%
9 2.391 557 560 563 rBV2 341 255 0.01% 0.001%
10 2.439 565 575 581 rBV2 3230 5174 0.13% 0.028%
11 2.558 605 612 615 rBV2 406 419 0.01% 0.002%
12 2.616 626 630 631 rBV 351 208 0.01% 0.001%
13 2.706 651 658 666 rBV3 1201 1795 0.04% 0.010%
14 2.754 670 673 675 rVB 360 203 0.00% 0.001%
15 2.841 689 700 710 rVvv2 2094 4312 0.11% 0.024%
16 2.921 720 725 728 rBV2 194 232 0.01% 0.001%
17 2.989 734 746 760 rVB 26351 48722 1.19% 0.266%
18 3.149 793 796 800 rBV2 210 175 0.00% 0.001%
19 3.198 808 811 813 rBV2 399 275 0.01% 0.002%
20 3.214 813 816 817 rVB 430 200 0.00% 0.001%
21 3.317 841 848 857 rVB4 631 937 0.02% 0.005%
22 3.362 857 862 864 rBV2 236 254 0.01% 0.001%
23 3.384 867 869 872 rBV2 261 199 0.00% 0.001%
24 3.452 878 890 902 rBV2 5018 10288 0.25% 0.056%
25 3.519 906 911 912 rBV 249 190 0.00% 0.001%

26 4.178 1100 1116 1118 rBV 101815 175357 4_30% 0.958%
27 4.230 1122 1132 1175 rVB 667693 1620649 39.74% 8.857%

28 4.522 1221 1223 1226 rVB2 500 254 0.01% 0.001%
29 4.542 1226 1229 1231 rVB 516 293 0.01% 0.002%
30 4.654 1245 1264 1294 rBV3 168183 470702 11.54% 2.572%
31 4.895 1334 1339 1341 rVV3 269 303 0.01% 0.002%
32 4.963 1358 1360 1364 rVB2 226 180 0.00% 0.001%
33 4.989 1366 1368 1370 rVv2 310 207 0.01% 0.001%
34 5.002 1370 1372 1378 rVB2 394 288 0.01% 0.002%

SOMULMO50118WMA_M Wed May 02 16:11:08 2018 Page: 1



LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050118\
Data File : VU023553.D

Aca On : 01 May 2018 15:00

Operator :© MD/SY

Sample : J2558-14

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 = W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50118WMA_M

Title : VOC Analysis

35 5.117 1405 1408 1411 rBV2 217 172 0.00% 0.001%
36 5.342 1453 1478 1516 rBV2 415713 1249413 30.64% 6.828%
37 5.625 1562 1566 1571 rBV2 594 576 0.01% 0.003%
38 5.751 1599 1605 1612 rVB2 235 373 0.01% 0.002%
39 5.796 1616 1619 1622 rVB2 303 194 0.00% 0.001%
40 5.818 1622 1626 1630 rVB2 183 202 0.00% 0.001%

41 5.889 1630 1648 1688 rBvV 399707 832976 20.42% 4 _.552%
42 6.111 1715 1717 1724 rVB3 357 217 0.01% 0.001%
43 6.188 1725 1741 1773 rBV 2083140 4078332 100.00% 22.289%
44 6.333 1775 1786 1820 rVB 280338 582380 14.28% 3.183%

45 6.516 1840 1843 1847 rVB3 583 319 0.01% 0.002%
46 6.535 1847 1849 1851 rBV2 389 225 0.01% 0.001%
47 6.571 1857 1860 1869 rVB3 218 353 0.01% 0.002%
48 6.609 1869 1872 1880 rVB2 233 196 0.00% 0.001%
49 6.677 1888 1893 1896 rBV3 212 251 0.01% 0.001%
50 6.773 1920 1923 1927 rVvVv2 266 194 0.00% 0.001%
51 6.828 1936 1940 1946 rvv2 232 185 0.00% 0.001%
52 7.021 1995 2000 2003 rvB2 223 183 0.00% 0.001%
53 7.040 2003 2006 2008 rBV 320 202 0.00% 0.001%
54 7.178 2044 2049 2053 rBvV2 306 326 0.01% 0.002%

55 7.230 2053 2065 2093 rBvV 153663 278924 6.84% 1.524%

56 7.567 2157 2170 2210 rBV 542245 1012290 24.82% 5.532%
57 7.853 2248 2259 2283 rVV 103038 180949 4._.44% 0.989%

58 7.992 2299 2302 2306 rBV3 348 354 0.01% 0.002%
59 8.101 2333 2336 2339 rBvV 245 219 0.01% 0.001%
60 8.181 2348 2361 2367 rBV2 8961 15522 0.38% 0.085%
61 8.233 2368 2377 2390 rVB 41363 69391 1.70% 0.379%
62 8.313 2390 2402 2437 rBV 313561 561959 13.78% 3.071%
63 8.728 2528 2531 2537 rBV2 338 325 0.01% 0.002%
64 8.779 2543 2547 2550 rBV 196 170 0.00% 0.001%
65 8.850 2562 2569 2571 rBV2 260 306 0.01% 0.002%
66 9.095 2631 2645 2685 rBvV 577943 1011702 24.81% 5.529%
67 9.329 2714 2718 2722 rBV 280 218 0.01% 0.001%
68 9.381 2727 2734 2739 rBv4 652 810 0.02% 0.004%
69 9.487 2763 2767 2773 rVB2 329 434 0.01% 0.002%
70 9.519 2773 2777 2780 rBvV 231 197 0.00% 0.001%
71 9.542 2780 2784 2789 rBV 227 197 0.00% 0.001%
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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\VU050118\
VU023553.D
01 May 2018 15:00
MD/SY

J2558-14

5.0mL/MSVOA U/WATER

10

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

9.664
9.776
9.796
9.873

9.969
10.130
10.169
10.281
10.355

10.435
10.509
10.570
10.615
10.834

10.902
11.014
11.091
11.136
11.162

11.271
11.426
11.487
11.863
12.059

12.114
12_.377
12.818
12.898
13.519

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

2819
2852
2860
2881

2913
2964
2975
3010
3033

3050
3083
3101
3107
3182

3202
3236
3259
3274
3285

3317
3364
3377
3490
3559

3580
3662
3800
3822
4014

2822
2857
2863
2887

2917
2967
2979
3014
3037

3062
3085
3104
3118
3186

3207
3242
3266
3280
3288

3322
3370
3389
3506
3567

3584
3666
3803
3828
4021

2825
2860
2868
2889

2918
2970
2984
3016
3041

3083
3089
3107
3130
3191

3208
3247
3268
3281
3291

3325
3377
3414
3533
3574

3586
3671
3804
3832
4028

Sum

rvB2
rBv2
rvB4
rBv

rBv

rBv2
rvv3
rBv2
rBv2

rBv
rvB2
rvB2
rBv2
rBv

rBv2
rBv2
rvv2
rBv
rBv

rBv
rBv3
rvv
rBv
rBv3

rBv3
rBv2
rBv

rBv3
rvB4

293
302
566
234

337
365
294
208
165

347296
365
261

8064
178

305
265
223
233
273

272
1090
608978
555230
600

517
595
357
1077
956

205
359
460
261

217
281
308
188
175

564286
207
181

14166
266

204
365
255
203
173

277
1387
978888
921643
1041

455
773
211
1271
1340

of corrected areas:
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0.01%
0.01%
0.01%
0.01%

0.01%
0.01%
0.01%
0.00%
0.00%

13.84%
0.01%
0.00%
0.35%
0.01%

0.01%
0.01%
0.01%
0.00%
0.00%

0.01%
0.03%
24 _00%
22 .60%
0.03%

0.01%
0.02%
0.01%
0.03%
0.03%

18297819

0.001%
0.002%
0.003%
0.001%

0.001%
0.002%
0.002%
0.001%
0.001%

3.084%
0.001%
0.001%
0.077%
0.001%

0.001%
0.002%
0.001%
0.001%
0.001%

0.002%
0.008%
5.350%
5.037%
0.006%

0.002%
0.004%
0.001%
0.007%
0.007%
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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\VU050118\
VU023553.D

01 May 2018 15:00

MD/SY

J2558-14

5.0mL/MSVOA U/WATER

10 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: VU023553.D
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050118\
Data File : VU023553.D

Aca On : 01 May 2018 15:00

Operator : MD/SY

Sample : J2558-14

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 10 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 (DEL) Alkane: Cyclicl.18 Concentration Rank 3

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

1.18 3.24 ug/L 53905 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 Cvclopropane 42 C3H6 000075-19-4 40
4 Cvclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance Scan 183 (1.179 min): VU023553.D (-180) (-) m/z 41.05 100.00%
41
39
5000
44 : H
36|| | H 0.80 1.00 1.20 1.40 1.60
O S R e o e m/z 39.00 80.46%
m/z--> 0 5 10 15 20 25 35 40 45 50
Abundance
41
5000 o7 AT e e
0.80 1.00 1.20 1.40 1.60
38 m/z 42.05 57.75%
1 1315 19 o4 43
O B S R e o B e
m/z--> 0 5 10 15 20 25 35 40 45 50
Abundance
41
P e
0.80 1.00 1.20 1.40 1.60
5000 27 m/z 43.00 30.79%
2 1315 20 43
O e O B e L e B e
m/z--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #59: Cyclopropane
42 0.80 1.00 1.20 1.40 1.60
39 m/z 44.00 27 .72%
5000
27
2 14 19 24|29  36[||| |44
O e S S R e e o e
m/z--> 0 5 10 15 20 25 35 40 45 50 0.80 1.00 1.20 1.40 1.60
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050118\
Data File : VU023553.D

Aca On : 01 May 2018 15:00

Operator : MD/SY

Sample : J2558-14

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 10 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 3 unknown-01 Concentration Rank 2

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

7.23 16.74 ug/L 278924 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclohexadiene 80 C6H8 000592-57-4 25
2 2-Propanol. 1.3-dichloro- 128 C3H6CI20 000096-23-1 23
3 Methane. oxvbislIchloro- 114 C2H4CI120 000542-88-1 23
4 Thiophosaene 114 CCI2S 000463-71-8 16
5 3-Thiatricyclo[3.1.1.0(2,4)]heptane 112 C6H8S 1000221-37-0 9

Abundance Scan 2065 (7.230 min): VU023553.D (-2053) (-) m/z 79.00 100.00%

79
5000 42
51 114

| 63 71, || 86 || 6.80 7.00 7.20 7.40 7.60
O”'|""|'"'|"'!l""l|'l"'|'"'|""|""|""|"ll|l||||||..|..., m/z 42 .10 42 .51%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
79
5000

6.80 7.00 7.20 7.40 7.60

39 51 m/z 81.00 30.94%
27 65
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
79
B e e
6.80 7.00 7.20 7.40 7.60
5000 43 m/z 51.00 21.59%
o 15 293 51 61 72 91 111 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7038: Methane, oxybis[chloro- L .

79 6.80 7.00 7.20 7.40 7.60
m/z 114.00  20.75%

5000 49
29
14 22 7 36 | 63 87 95 113

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 680 7.00 720 7.40 7.60

o
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_U\DATA\VU050118\
Data File : VU023553.D

Acq On : 01 May 2018 15:00

Operator : MD/SY

Sample - J2558-14

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 10 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]|
(DEL) Alkane: Cyc... 1.18 3.2 ug/L 53905 1 5.89 832976 50.0
unknown-01 7.23 16.7 ug/L 278924 1 5.89 832976 50.0
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