LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023721.D

Aca On : 07 May 2018 18:36

Operator :© MD/SY

Sample : J2725-09

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 19 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

1.089 137 155 174 rBV 1226247 1386998 100.00% 10.159%
1.185 180 185 195 rVB2 9446 9402 0.68% 0.069%
rBv2 18440 48022 3.46% 0.352%
1.400 245 252 283 rVB 152455 182285 13.14% 1.335%
1.680 332 339 353 rVvB 119209 148073 10.68% 1.085%
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2.272 513 523 536 rBvV 247725 371099 26.76% 2.718%

6

7 2.445 568 577 594 rVB4 3423 7551 0.54% 0.055%
8 2.616 624 630 642 rVvB2 442 899 0.06% 0.007%
9 2.786 678 683 693 rBvV5 1247 1965 0.14% 0.014%
10 3.105 775 782 789 rBV 307 538 0.04% 0.004%
11 3.391 868 871 875 rBv2 207 203 0.01% 0.001%
12 3.445 884 888 891 rBvV 208 170 0.01% 0.001%
13 3.609 935 939 949 rBV2 532 816 0.06% 0.006%
14 3.725 970 975 978 rBV2 197 196 0.01% 0.001%
15 3.761 982 986 990 rvv2 185 168 0.01% 0.001%
16 3.812 998 1002 1008 rBV2 172 177 0.01% 0.001%
17 4.182 1100 1117 1156 rBV 127601 338710 24.42% 2.481%
18 4.381 1176 1179 1180 rBV2 319 198 0.01% 0.001%
19 4.651 1246 1263 1288 rBV 198790 471720 34.01% 3.455%
20 4.960 1353 1359 1362 rBV 200 220 0.02% 0.002%
21 4.998 1368 1371 1380 rVB4 686 799 0.06% 0.006%
22 5.156 1416 1420 1424 rBV 195 194 0.01% 0.001%
23 5.342 1452 1478 1520 rBV2 411231 1252592 90.31% 9.174%
24 5.786 1612 1616 1618 rBV3 354 264 0.02% 0.002%
25 5.889 1633 1648 1692 rBV 338408 689256 49.69% 5.048%
26 6.156 1728 1731 1735 rVB2 360 288 0.02% 0.002%
27 6.336 1772 1787 1820 rBV 277210 570983 41.17% 4.182%
28 6.500 1835 1838 1840 rvB2 337 185 0.01% 0.001%
29 6.860 1943 1950 1958 rBV2 882 1415 0.10% 0.010%

30 7.233 2052 2066 2089 rBvV 151904 273549 19.72% 2.004%

31 7.384 2105 2113 2115 rBvV4 537 700 0.05% 0.005%
32 7.567 2154 2170 2189 rBV 565114 990897 71.44% 7.258%
33 7.854 2247 2259 2283 rBV 103370 180050 12.98% 1.319%
34 8.175 2355 2359 2360 rBV2 432 234 0.02% 0.002%
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LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023721.D

Aca On : 07 May 2018 18:36

Operator :© MD/SY

Sample : J2725-09

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 19 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

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

35 8.313 2390 2402 2433 rBvV 439167 750800 54.13% 5.499%

36 8.464 2442 2449 2462 rVB4 9028 15983 1.15% 0.117%
37 8.844 2564 2567 2571 rVB2 376 264 0.02% 0.002%
38 9.091 2631 2644 2671 rBV 503640 828374 59.72% 6.067%
39 9.259 2688 2696 2702 rBv4 1314 2373 0.17% 0.017%
40 9.384 2727 2735 2744 rVB 2558 3699 0.27% 0.027%
41 9.503 2765 2772 2783 rBV5 4567 7124 0.51% 0.052%
42 9.564 2784 2791 2799 rVB2 1275 2229 0.16% 0.016%
43 9.654 2813 2819 2821 rBV 240 257 0.02% 0.002%
44 9.786 2856 2860 2867 rVB4 896 991 0.07% 0.007%
45 10.014 2928 2931 2937 rBV4 354 354 0.03% 0.003%
46 10.172 2970 2980 2988 rBV 6772 10345 0.75% 0.076%
47 10.435 3049 3062 3087 rVB 416668 655633 47.27% 4.802%
48 10.612 3113 3117 3121 rVB3 443 430 0.03% 0.003%
49 10.776 3165 3168 3170 rVB 295 177 0.01% 0.001%
50 10.857 3184 3193 3203 rBv4 2844 4558 0.33% 0.033%
51 10.976 3222 3230 3238 rBV2 1998 2863 0.21% 0.021%
52 11.043 3247 3251 3254 rBV2 342 338 0.02% 0.002%
53 11.104 3263 3270 3278 rVB3 3398 5031 0.36% 0.037%
54 11.140 3278 3281 3284 rBV2 836 797 0.06% 0.006%
55 11.284 3321 3326 3328 rBV3 686 615 0.04% 0.005%
56 11.329 3331 3340 3357 rVB2 6371 10004 0.72% 0.073%
57 11.406 3361 3364 3367 rBV3 403 247 0.02% 0.002%
58 11.487 3377 3389 3408 rBV 544730 856069 61.72% 6.270%
59 11.609 3424 3427 3429 rBV 269 195 0.01% 0.001%
60 11.693 3445 3453 3461 rVB 6509 9111 0.66% 0.067%
61 11.779 3469 3480 3490 rBV5 6183 12083 0.87% 0.088%
62 11.863 3494 3506 3524 rBV 627285 997425 71.91% 7.305%
63 11.988 3538 3545 3553 rVB3 2021 2937 0.21% 0.022%
64 12.178 3601 3604 3610 rVB 627 513 0.04% 0.004%
65 12.255 3624 3628 3634 rVB2 974 942 0.07% 0.007%
66 12.358 3650 3660 3674 rBV 73108 111728 8.06% 0.818%
67 12.477 3687 3697 3711 rBV2 40237 63677 4_59% 0.466%
68 12.545 3711 3718 3722 rBV6 2102 2522 0.18% 0.018%
69 12.596 3723 3734 3748 rBV 171632 270767 19.52% 1.983%
70 12.696 3757 3765 3769 rBv4 7921 11540 0.83% 0.085%

71 12.779 3785 3791 3804 rVB 107202 171167 12.34% 1.254%
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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\VUO50718\
VUu023721.D
07 May 2018 18:36
MD/SY

J2725-09

5.0mL/MSVOA U/WATER

19

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

12.927
13.005
13.056
13.101

13.120
13.191
13.294
13.381
13.458

13.500
13.554
13.747
13.914
14.008

14.104
14 .159
14 .345
14.474
14 .538

14.741
14.828
14.882
15.075
15.574

16.435
16.528
16.744
16.921
17.046

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

3830
3853
3871
3889

3893
3910
3946
3971
3996

4006
4025
4079
4135
4165

4200
4217
4274
4314
4326

4395
4417
4441
4495
4651

4922
4949
5011
5072
5111

3837
3861
3877
3891

3897
3919
3951
3978
4002

4015
4032
4092
4144
4173

4203
4220
4278
4318
4338

4401
4428
4445
4505
4660

4928
4957
5024
5079
5118

3846
3869
3878
3893

3907
3933
3958
3986
4005

4024
4044
4098
4151
4183

4211
4221
4290
4322
4354

4414
4438
4452
4521
4667

4938
4967
5046
5088
5133

Sum

rBv2
rvB3
rBv3
rBv

rvva3
rvB3
rvB4
rBv4
rBv4

rvv4
rvB
rBv
rBv5
rvB2

rBv4
rBv2
rvB6
rBv4
rvv

rvB4
rBv

rvB3
rvB2
rBv2

rvB3
rvB2
rBv
rvB2
rvB

4043
7287
1507

424

1277
16544
1453
3373
2278

12230
17729
49825
22892
41652

1049
540
6480
834
191064

2307
28649
4306
22247
5402

7856
14869
695317
12891
18169

5120
10153
1366
269

1637
27620
1838
4886
2815

24658
26658
95441
38730
61878

902
336
9846
845
316264

4229
46697
5193
37913
8058

11316
23418
1089641
18836
31615

of corrected areas:
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0.37%
0.73%
0.10%
0.02%

0.12%
1.99%
0.13%
0.35%
0.20%

1.78%
1.92%
6.88%
2.79%
4._46%

0.07%
0.02%
0.71%
0.06%
22 .80%

0.30%
3.37%
0.37%
2.73%
0.58%

0.82%
1.69%
78 .56%
1.36%
2.28%

13653156

0.038%
0.074%
0.010%
0.002%

0.012%
0.202%
0.013%
0.036%
0.021%

0.181%
0.195%
0.699%
0.284%
0.453%

0.007%
0.002%
0.072%
0.006%
2.316%

0.031%
0.342%
0.038%
0.278%
0.059%

0.083%
0.172%
7.981%
0.138%
0.232%
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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\VU050718\
VU023721.D

07 May 2018 18:36

MD/SY

J2725-09

5.0mL/MSVOA U/WATER

19 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1200000

1000000

800000

600000

400000

200000

TIC: VU023721.D
09

5.34

2.27

5.89

0

Time-->
Abundance
1200000

1000000
800000
600000
400000

6.34
200000

6.

TIC: VU023721.D

7.57
9.09

8.31 10.44

50 6.86

11.49

11.86

ok

Time-->
Abundance
1200000

1000000

800000

600000

400000

200000

05

10.00 10.50

8.00 9.00 9.50 11.00

TIC: VU023721.D

16.74

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00
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7.85
L /\ 8.18/\ 846  8.84 9.20.39%@66%.79 10.010.17 | | 10.61010686 9810128 1161&935L
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11.50

16.92.05

17.50
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023721.D

Aca On : 07 May 2018 18:36

Operator : MD/SY

Sample : J2725-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 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 11

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

1.29 3.48 ug/L 48022 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 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 64
4 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
5 Sulfur dioxide 64 02S 007446-09-5 5

Abundance Scan 218 (1.291 min): VU023721.D (-209) (-) m/z 64.00 100.00%
64
5000 48 /\N/W\\\MW,~
i 100 120 140 160
O B B O e O B o S m/z 47.95 45 _.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
64
5000 48 U UL R I R
1.00 1.20 1.40 1.60
m/z 65.90 5.34Y%
16 32
G S R UL R UL AL I LS IS SRS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
64
100 120 140 160
5000 48 m/z 49.90 2.35%
17
0 "'I""I?ﬂ"??"'fﬁ "|"§%""|"?q|""|"gq|""|""|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 MA
Abundance #6179: Aminomethanesulfonic acid R EREEEEEC L
64 1.00 1.20 1.40 1.60
m/z 44.90 1.67%
48
5000
42
0 Qo | 58 |, 71 8l 94 111
LS UL UL SRR UL UL UL SURIL UL SUL B U UL L L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.00 1.20 1.40 1.60
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023721.D

Aca On : 07 May 2018 18:36

Operator : MD/SY

Sample : J2725-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 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 4 Benzene, l-ethenyl-4-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.36 6.53 ug/L 111728 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 87
2 Indan. 1-methvl- 132 C10H12 000767-58-8 87
3 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 86
4 Benzene. 1-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 83
5 Indan, l-methyl- 132 C10H12 000767-58-8 81
Abundance Scan 3661 (12.361 min): VU023721.D (-3650) (-) m/z 117.00 100.00%
117
5000
132
91 UNNUNSLSR AR SUGRRE
39 51 65 77 | 102 | 12.00 12.20 12.40 12.60
o.w”.w.“w.”q.”.ﬁ”t“%.“.m“.”u”“,h.wulhnnWm.w.. m/z 115.00 35.49Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
A
5000 AU AR AR
132 1200 12.20 12.40 12.60
o1 m/z 132.10 27 .38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
12.00 12.20 12.40 12.60
5000 m/z 91.10 14.01%
132
91
27 39 5lgg65 77 103 125

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
12.00 12.20 12.40 12.60

m/z 118.10 9.80%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023721.D

Aca On : 07 May 2018 18:36

Operator : MD/SY

Sample : J2725-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 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 5 Benzofuran, 2,3-dihydro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.48 3.72 ug/L 63677 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran. 2.3-dihvdro- 120 C8H80 000496-16-2 87
2 Benzofuran. 2.3-dihvdro- 120 C8H80 000496-16-2 87
3 Benzaldehvde. 2-methvl- 120 C8H80 000529-20-4 58
4 Phthalan 120 C8H80 000496-14-0 58
5 Benzaldehyde, 4-methyl- 120 C8H80 000104-87-0 53
Abundance Scan 3698 (12.480 min): VU023721.D (-3687) (-) m/z 91.10 100.00%
il 120
5000
12.20 12.40 12.60 12.80
77
o..,....,....,...:',..-..:'....,-'.|.|..,....,....|!I...,.19?.,...I,'....,. m/z 120.10 87.09%
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance
91 120
5000 LR MR BN N L
12.20 12.40 12.60 12.80
39 63 m/z 119.00 31.13%
51 77
O"I""I""I""P"'I""I"'§?""I§€'I" 2% }Pﬁl""l""l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
120
91
12.20 12.40 12.60 12.80
5000 m/z 89.00 22 .44%
39 65
o 18 27 51 77 83 || 97 105111
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9386: Benzaldehyde, 2-methyl- R E e R EE e ams
o1 120 12.20 12.40 12.60 12.80
m/z 92.00 18.22%
5000
65
39
51
o 15 29 | ‘\“ 74 84| 98105 | -
m/z--> 10 20 30 45 50 eb 70 8 90 100 110 120 130 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023721.D

Aca On : 07 May 2018 18:36

Operator : MD/SY

Sample : J2725-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 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 6 Benzofuran, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.60 15.81 ug/L 270767 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 94
2 Benzofuran., 7-methvl- 132 C9H80 017059-52-8 94
3 Cinnamaldehvde. (E)- 132 C9H80 014371-10-9 91
4 3-Phenvl-2-propvn-1-ol 132 C9H80 001504-58-1 91
5 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 91
Abundance Scan 3735 (12.599 min): VU023721.D (-3723) (-) m/z 131.00 100.00%
131
5000
51 77 103
63 12.20 12.40 12.60 12.80 13.00
39
o ® M ez 181 m/z 132.00 88.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131
5000

12.20 12.40 12.60 12.80 13.00
m/z 77.00 21.75%

51 77 103
oL 15 27 39 63 89 113
i B o e o e L o o LA I e o o o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
12.20 12.40 12.60 12.80 13.00
5000 m/z 51.00 21.57%
51 77
07 39 63 103
89 117
O T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14526: Cinnamaldehyde, (E)-
131 12.20 12.40 12.60 12.80 13.00
m/z 103.00 20.31%
103
5000
7
51
0 27 3‘9 \‘\ 6\3 m‘ 9‘1 \“ 115 A
m/z--> 20 40 60 80 100 120 140 160 180 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023721.D

Aca On : 07 May 2018 18:36

Operator : MD/SY

Sample : J2725-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 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 9 3-Buten-2-one, 4-phenyl-, (E)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.01 3.61 ug/L 61878 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-2-one. 4-phenvl-. (E)- 146 C10H100 001896-62-4 80
2 3-Buten-2-one. 4-phenvl- 146 C10H100 000122-57-6 74
3 3-Buten-2-one. 4-phenvl- 146 C10H100 000122-57-6 74
4 1H-Inden-1-one. 2.3-dihvdro-3-me... 146 C10H100 006072-57-7 72
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 64

Abundance Scan 4174 (14.011 min): VU023721.D (-4165) (-) m/z 130.95 100.00%
31 146
5000
7 a1 115
39 51 63 103 207 13.60 13.80 14.00 14.20 14.40
o} AR R m/z 146.05 94 _.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
103 131
146
5000 77
51 13.60 13.80 14.00 14.20 14.40
m/z 144.95 70.95%
39 63 91 115
G S S UL S B L IR I WAL WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
103 145 [T T "{}I"
13.60 13.80 14.00 14.20 14.40
5000 . m/z 115.05 19.55%
51
15 27 39 63 89 115
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #21550: 3-Buten-2-one, 4-phenyl-
103 131 13.60 13.80 14.00 14.20 14.40
146 m/z 77.00 13.91%
5000
77
51
27 39 ¢ 63 | 8 115 | |
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023721.D

Aca On : 07 May 2018 18:36

Operator : MD/SY

Sample : J2725-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50118WMA _M

VOC Analysis

C:\DATABASENNIST11.L

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 10 Benzo[c]thiophene, 1,3-dihy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.54 18.47 ug/L 316264 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolclthiophene. 1.3-dihvdro- 136 C8H8S 002471-92-3 93
2 Benzolblthiophene. 2.3-dihvdro- 136 C8H8S 004565-32-6 93
3 Benzolblthiophene. 2.3-dihvdro- 136 C8H8S 004565-32-6 76
4 4-Hvdroxv-2-methvlbenzaldehvde 136 C8H802 041438-18-0 72
5 3-Hydroxy-4-methylbenzaldehyde 136 C8H802 057295-30-4 72
Abundance Scan 4339 (14.541 min): VU023721.D (-4326) (-) m/z 135.00 100.00%
135
5000
91
39 51 63 77 102110 121 1420 14.40 14.60 14.80
Obreprrrr et e et i e el e 00 | m/z 136.00  80.41%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
135
5000 L UL I B R
14.20 14.40 14.60 14.80
91 m/z 91.00 30.72%
o213 s o 7 103111 121
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
135
1420 14.40 14.60 14.80
5000 91 m/z 134.00 29.56%
oL 27 39 51 g4 67 77 102110 121
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #16366: Benzo[b]thiophene, 2,3-dihydro-
135 14.20 14.40 14.60 14.80
m/z 137.00 11.24%
5000 91
39 63
0..,”?Z“..m.ﬂnﬂ.”l,ihU,JT?H...ﬁ..ﬁQ?}}QH}FE...lh AR Y [ 1 R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 14.20 14.40 14.60 14.80

SOMULMO50118WMA .M Wed May 09 15:02:56 2018
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050718\
Data File : VU023721.D

Aca On : 07 May 2018 18:36

Operator : MD/SY

Sample : J2725-09

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 19 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 11 Benzo[b]thiophene, 6-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.83 2.73 ug/L 46697 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 6-methvl- 148 C9HS8S 016587-47-6 94
2 Benzolblthiophene. 2-methvl- 148 C9HS8S 001195-14-8 91
3 Benzolblthiophene. 4-methvl- 148 C9HS8S 014315-11-8 91
4 Benzolblthiophene. 2-methvl- 148 C9H8S 001195-14-8 91
5 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 91
Abundance Scan 4429 (14.831 min): VU023721.D (-4417) (-) m/z 147.00 100.00%
147
5000
45 63 74 gg 103 121 14.60 14.80 15.00 15.20
O el e L VA9 207 77148000 83.87%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
148
5000 R PN SR B B
14.60 14.80 15.00 15.20
45 m/z 149.00 14.72%
oo e 2198 B L
miz—-> 20 40 60 80 100 120 140 160 180 200
Abundance
147
|
14.60 14.80 15.00 15.20
5000 m/z 120.90 8.23%
o2 o BT e BT
miz--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #23294: Benzo[b]thiophene, 4-methyl- A e
147 14.60 14.80 15.00 15.20
m/z 73.90 7.56%
5000
45 74
L L ??\ |, 89 103 1%5‘ 132 |
R L S S L U B B W B R SURR SR B B

m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20

SOMULMO50118WMA .M Wed May 09 15:02:57 2018
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

W:\HPCHEM1\MSVOA_U\DATA\VU050718\
VU023721.D

07 May 2018 18:36

MD/SY

J2725-09

5.0mL/MSVOA_U/WATER

19 Sample Multiplier: 1

VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit

Sulfur dioxide
Benzene, l-eth
Benzofuran, 2,
Benzofuran, 2-
3-Buten-2-one,
Benzo[c]thioph
Benzo[b]thioph

name RT EstConc Units Response

1.29 3.5 ug/L 48022
eny... 12.36 6.5 ug/L 111728
3-d... 12.48 3.7 ug/L 63677
met... 12.60 15.8 ug/L 270767
4-... 14.01 3.6 ug/L 61878
ene... 14.54 18.5 ug/L 316264
ene... 14.83 2.7 ug/L 46697

SOMULMO50118WMA_M Wed May 09 15:02:57 2018

|--Internal Standard---|
Resp Conc]|

|#

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50118WMA _M

RT

689256
856069
856069
856069
856069
856069
856069
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