LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator :© MD/SY

Sample : J2725-03

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 12 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

1.088 147 155 180 rBV 17561597 25743008 16.41% 7.367%

1

2 1.182 181 184 201 rVB2 20846 26310 0.02% 0.008%
3 1.397 244 251 264 rVB 148592 156259 0.10% 0.045%
4 1.474 270 275 284 rVB 18358 20624 0.01% 0.006%
5 1.680 331 339 354 rVB 112288 142431 0.09% 0.041%
6 2.130 474 479 488 rVB 4342 6094 0.00% 0.002%
7 2.272 511 523 533 rBV 250229 379056 0.24% 0.108%
8 2.378 551 556 566 rVB4 2590 4050 0.00% 0.001%
9 2.445 569 577 585 rBV 3030 4940 0.00% 0.001%
10 2.554 602 611 620 rvv2 2279 3747 0.00% 0.001%
11 2.683 642 651 662 rVB3 5554 9434 0.01% 0.003%
12 2.792 674 685 702 rBvV2 6480 13049 0.01% 0.004%
13 3.808 984 1001 1015 rBvV4 4316 9768 0.01% 0.003%

14 4.178 1102 1116 1146 rBV 163657 422000 0.27% 0.121%
15 4.651 1242 1263 1287 rBV 188277 449161 0.29% 0.129%

16 5.001 1354 1372 1385 rVB4 6189 14440 0.01% 0.004%
17 5.397 1452 1495 1557 rBV 17020098 37667871 24.00% 10.779%
18 5.644 1559 1572 1598 rVB 323313 675739 0.43% 0.193%
19 5.792 1608 1618 1634 rVB3 15223 32276 0.02% 0.009%
20 5.889 1634 1648 1676 rBV 413824 816855 0.52% 0.234%

21 6.185 1730 1740 1749 rBV5 1974 3544 0.00% 0.001%
22 6.336 1767 1787 1807 rBV 271720 550800 0.35% 0.158%
23 7.233 2052 2066 2085 rBvV 143080 256186 0.16% 0.073%
24 7.467 2131 2139 2152 rVB3 10364 18219 0.01% 0.005%
25 7.570 2156 2171 2181 rBV 509129 907765 0.58% 0.260%

26 7.641 2181 2193 2226 rVB 5987924 10610324 6.76% 3.036%
27 7.853 2250 2259 2275 rVB 104625 177062 0.11% 0.051%
28 7.943 2276 2287 2306 rVB 74043 130119 0.08% 0.037%
29 8.313 2390 2402 2438 rBvV 591345 1045399 0.67% 0.299%
30 8.464 2439 2449 2468 rVB 60608 111625 0.07% 0.032%

31 9.094 2620 2645 2680 rBvV 577992 1057349 0.67% 0.303%
32 9.255 2681 2695 2715 rBV 1392569 2327430 1.48% 0.666%
33 9.377 2721 2733 2764 rVB 2981224 4944494 3.15% 1.415%
34 9.503 2766 2772 2778 rVV6 10464 16231 0.01% 0.005%
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LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator :© MD/SY

Sample : J2725-03

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 9.548 2778 2786 2799 rVB3 29962 51089 0.03% 0.015%
36 9.737 2837 2845 2847 rBV2 14532 17853 0.01% 0.005%
37 9.782 2848 2859 2887 rVvv2 1983003 3440740 2.19% 0.985%
38 9.898 2888 2895 2910 rvv2 15524 28035 0.02% 0.008%
39 9.969 2913 2917 2924 rVv4 6355 7946 0.01% 0.002%
40 10.014 2924 2931 2946 rVv2 12060 25983 0.02% 0.007%
41 10.082 2948 2952 2962 rVvv3 8134 11392 0.01% 0.003%
42 10.172 2963 2980 2991 rVB2 55313 110327 0.07% 0.032%
43 10.239 2996 3001 3012 rVB7 2464 3960 0.00% 0.001%
44 10.435 3049 3062 3078 rBVY 409842 663393 0.42% 0.190%
45 10.512 3079 3086 3096 rVB3 9491 14321 0.01% 0.004%
46 10.593 3100 3111 3123 rBV 31880 57815 0.04% 0.017%

47 10.686 3129 3140 3145 rBV 268505 442979 0.28% 0.127%
48 10.776 3158 3168 3182 rVB 246524 372444 0.24% 0.107%
49 10.905 3197 3208 3219 rBV3 25601 42570 0.03% 0.012%
50 10.975 3219 3230 3255 rVB 95007 186911 0.12% 0.053%

51 11.152 3267 3285 3297 rBV 686540 1079344 0.69% 0.309%
52 11.220 3299 3306 3315 rVV 41358 68250 0.04% 0.020%
53 11.271 3317 3322 3332 rVB4 12373 18120 0.01% 0.005%
54 11.403 3350 3363 3378 rBV 4548013 7036123 4.48% 2.013%
55 11.487 3378 3389 3405 rVvV 723136 1136629 0.72% 0.325%

56 11.573 3405 3416 3426 rVV 279540 436836 0.28% 0.125%
57 11.631 3427 3434 3446 rVB 48353 77049 0.05% 0.022%
58 11.770 3463 3477 3496 rBV 7574226 11793569 7.52% 3.375%
59 11.866 3496 3507 3525 rVB 630186 1044141 0.67% 0.299%
60 11.988 3529 3545 3561 rBV 19001683 29935524 19.08% 8.566%

61 12.152 3588 3596 3600 rBV2 13403 19281 0.01% 0.006%
62 12.255 3613 3628 3634 rBV 42293 69560 0.04% 0.020%
63 12.358 3649 3660 3681 rVB 251937 396161 0.25% 0.113%
64 12.477 3687 3697 3711 rBV3 64890 110370 0.07% 0.032%
65 12.570 3711 3726 3748 rBV2 1064073 2551709 1.63% 0.730%

66 12.699 3756 3766 3776 rBV 1222275 2272327 1.45% 0.650%
67 12.969 3840 3850 3866 rVB 247490 376355 0.24% 0.108%
68 13.094 3878 3889 3894 rBV 400351 618713 0.39% 0.177%
69 13.191 3909 3919 3932 rVB 339567 520947 0.33% 0.149%
70 13.297 3939 3952 3967 rVB2 538019 853847 0.54% 0.244%

71 13.393 3972 3982 3990 rBV3 27905 51555 0.03% 0.015%
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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\VvU050718\
VU023715.D
07 May 2018 15:02
MD/SY

J2725-03

5.0mL/MSVOA U/WATER

12

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

13.445
13.618
13.779
13.872

14.014
14 .056
14159
14 _.351
14 .538

14.676
14.734
14.824
14.882
14.994

15.065
15.564
15.612
15.679
15.802

15.917
16.017
16.062
16.101
16.293

16.435
16.528
16.744
16.917
17.043

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

3990
4042
4078
4119

4168
4181
4212
4267
4330

4376
4393
4410
4433
4470

4490
4645
4663
4687
4717

4755
4794
4802
4819
4866

4918
4946
5010
5070
5106

3998
4052
4102
4131

4175
4188
4220
4280
4338

4381
4399
4427
4445
4480

4502
4657
4672
4693
4731

4767
4798
4812
4824
4884

4928
4957
5024
5078
5117

4009
4072
4115
4152

4181
4201
4228
4286
4351

4390
4409
4433
4469
4490

4526
4662
4684
4713
4740

4790
4800
4819
4842
4906

4943
4971
5043
5091
5138

Sum

rBv2 39287 72245 0.05%
rBv 160566 308657 0.20%
rBv2 63842569 156920290 100.00%
rvv 4698880 7229932 4.61%
rBv4 30894 48618 0.03%
rvB2 99953 154480 0.10%
rBv2 26246 42147 0.03%
rBv5 24815 55257 0.04%
rvB3 59865 99698 0.06%
rvB8 9074 14871 0.01%
rvve 10113 15634 0.01%
rvv 138328 237587 0.15%
rvv 8191417 12564082 8.01%
rvv 152623 248845 0.16%
rvB 4881563 7650879 4 .88%
rBv2 44166 82729 0.05%
rvB 586778 885715 0.56%
rvB9 13396 33084 0.02%
rBv 215279 361268 0.23%
rvB 298801 522392 0.33%
rvv4 4498 4157 0.00%
rvv 328013 544081 0.35%
rvB 253923 371908 0.24%
rvB2 85757 207960 0.13%
rvB 85186 132795 0.08%
rBv2 113525 207219 0.13%
rBV 3376924 5328506 3.40%
rvB3 75324 115115 0.07%
rvB 180136 299706 0.19%
of corrected areas: 349457684
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0.021%
0.088%
44 _904%
2.069%

0.014%
0.044%
0.012%
0.016%
0.029%

0.004%
0.004%
0.068%
3.595%
0.071%

2.189%
0.024%
0.253%
0.009%
0.103%

0.149%
0.001%
0.156%
0.106%
0.060%

0.038%
0.059%
1.525%
0.033%
0.086%
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LSC Report - Integrated Chromatogram

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

> W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50118WMA .M
: VOC Analysis

C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance TIC: VU023715.D

6e+07
5e+07
4e+07
3e+07
2e+07

1.09

le+07

1.18 1.4047 1.68 2.12.27335.52.6879 4.18

5.40

4.65 5.66. 789 6.18

o)

4.00

Time-->
Abundance

6e+07

TIC: VU023715.D

5e+07
4e+07
3e+07
2e+07

+
le+07 764

7.23 7477% 7.9594 8.318.46

11.77
11.40

9.00 9 50 10.00
TIC: VU023715.D

e

D ———
Time--> 8.00 8.50

Abundance

6e+07 1378
5e+07
4e+07
3e+07

2e+07}-99

le+07

13.87
A;mum1&43a4&4

121505881832, 70 12, 93 DRIYG3843, el

9.099;: 2% )\ 985 %48, ammmrmmmammmeceshi@ﬂﬁ(n%mﬁql 8]
T T I |

10.50 11.00 11.50

16.74

15%618. Be:me 294853 \ 16.92.04

O
Time--> 12. OO 12.50

14. OO 14 50 15.50
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 Thiophene, 3-methyl- Concentration Rank 36

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

7.94 6.15 ug/L 130119 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 3-methvl- 98 C5H6S 000616-44-4 95
2 Thiophene. 3-methvl- 98 C5H6S 000616-44-4 94
3 Thiophene. 2-methvl- 98 C5H6S 000554-14-3 94
4 Thiophene. 3-methvl- 98 C5H6S 000616-44-4 94
5 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 91

Abundance Scan 2286 (7.940 min): VU023715.D (-2276) (-) m/z 96.95 100.00%
5000 (
45
39 53 o4 69 82 7.60 7.80 8.00 8.20
e LA L e e e m/z 98.00 55.67%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
97
5000
7.60 7.80 8.00 8.20
45 m/z 45.00 14 .39%
1218 %733 B 96571 g
miz--> 0 10 20 30 40 50 60 70 8 9 100
Abundance
97
7.60 7.80 8.00 8.20
5000 m/z 53.00 7.96%
45
39
1 15 21 33 °3 g3 09 75 81 90
miz--> 0 10 20 30 40 50 6 70 8 9 100
Abundance #3123: Thiophene, 2-methyl-
o7 7.60 7.80 8.00 8.20
m/z 99.00 7.87%
5000
18 a3 | 259 69 g o |
m/z--> 0 10 20 30 40 50 60 70 8 90 100 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 Thiophene, tetrahydro- Concentration Rank 38

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

8.46 5.28 ug/L 111625 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. tetrahvdro- 88 C4H8S 000110-01-0 93
2 Thiophene. tetrahvdro- 88 C4H8S 000110-01-0 87
3 Thietane. 2-methvl- 88 C4H8S 017837-41-1 64
4 Thiophene. tetrahvdro- 88 C4H8S 000110-01-0 43
5 Ethylvinyl sulfide 88 C4H8S 000627-50-9 38

Abundance Scan 2448 (8.461 min): VU023715.D (-2439) (-) m/z 60.00 100.00%
60
88
5000
‘|| i 5 gl 820 840 8.60 880
,,,,, '..'! TRMBBSfughiN -2 SH 1 USE. m/z 88.00 66.94%
m/z--> 0 10 20 30 60 70 80 90
Abundance
60
88
5000 T jxil"" [T
45 8.20 8.40 8.60 8.80
27 39 54 m/z 45.00 29.59%
1 15 33 73 81
miz--> 0 10 20 30 40 5 60 70 8 90
Abundance
60
820 840 8.60 880
5000 45 88 m/z 46.00 22.59%
27
39 54
1 15 33 73 81
miz--> 0 10 20 30 40 5 60 70 8 90
Abundance #2077: Thietane, 2-methyl- EEm o R ms m
60 88 8.20 840 8.60 8.80
m/z 59.00 22.15%
46
5000
27
73
15 \‘ ‘\\ ‘ ‘ﬁmk‘ 8L |,
”'I”"P"W"”I'”'I”"P"W"”I'”'I”' UL

m/z--> 0 10 20 30 50 60 70 80 90 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 Benzene, propyl- Concentration Rank 47

R.T. EstConc Area Relative to ISTD R.T.
10.59 2.54 ug/L 57815 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 87
2 Benzene. propvl- 120 C9H12 000103-65-1 87
3 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 78
4 n-Butvlbenzvlamine 163 C11H17N 002403-22-7 72
5 1,2-Ethanediamine, N-(phenylmeth... 150 C9H14N2 004152-09-4 72

Abundance Scan 3110 (10.590 min): VU023715.D (-3100) (-) m/z 91.00 100.00%
q1
5000
120
39 51 65 78 105 10.20 10.40 10.60 10.80 11.00
e e ey | M7z 12010 22.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91
5000
10.20 10.40 10.60 10.80 11.00
120 m/z 92.00 10.77%
15 27 39 51 65 78 105
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
91
10.20 10.40 10.60 10.80 11.00
5000 m/z 65.00 9.90%
120
27 39 51 85 78 105
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #70356: N-Benzyl-2-phenethylamine
91 10.20 10.40 10.60 10.80 11.00
120 m/z 78.00 7.14%
5000
65
27 39 51 | 77 | 105 | 137 165 209
m/z--> 20 40 60 8 100 120 140 160 180 200 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 7 Benzene, l-ethyl-3-methyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
10.69 19.49 ug/L 442979 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
2 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
4 Benzene. 1l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 3141 (10.689 min): VU023715.D (-3129) (-) m/z 105.10 100.00%
105
5000
120
39 51 cg 65 91 10.40 10.60 10.80 11.00
o R I e L m/z 120.05 30.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
5000
120 10.40 10.60 10.80 11.00
m/z 91.00 12.42%
8 27 39 51 g5 65 77 91
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
10.40 10.60 10.80 11.00
5000 m/z 77.00 11.77%
120
39 77 a1
'W""P'?TI”"I'”'?}'?ﬁ'éé'l“"lgﬂ'l"pﬁ""}}ﬁ'I"“I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105 10.40 10.60 10.80 11.00
m/z 103.10 8.39%
5000
120
39 77 a1
G N W 0o Y S -0 [N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 8 Mesitylene Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.

10.78 16.38 ug/L 372444 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 97
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
3 Mesitvlene 120 C9H12 000108-67-8 97
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94

Abundance Scan 3169 (10.779 min): VU023715.D (-3158) (-) m/z 105.10 100.00%

105
5000 120

39 51 55 65 17 a5 L oa | 10.40 10.60 10.80 11.00
S RV PR BN " S N0 S | m/z 120.05 50.22%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120
5000
10.40 10.60 10.80 11.00
m/z 119.10 13.44%
27 39 5Blgges f 9L
T T T P T T T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 10.40 10.60 10.80 11.00
5000 m/z 76.95 12.42%
77 91
15 27 39 5l 5865 97
T T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9399: Mesitylene
105 10.40 10.60 10.80 11.00
120 m/z 91.05 9.99%
5000

39 7 91
15 27 > 5158 65 L1 |98 | If

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.40 10.60 10.80 11.00

SOMULMO50118WMA .M Tue May 15 14:56:39 2018
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 12 3-Hydroxyphenylacetylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.40 309.52 ug/L 7036120 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hvdroxvphenvlacetvlene 118 C8H60 010401-11-3 91
2 Benzofuran 118 C8H60 000271-89-6 90
3 Benzofuran 118 C8H60 000271-89-6 90
4 Benzofuran 118 C8H60 000271-89-6 87
5 2H-Cyclopenta[d]pyridazine 118 C7H6N2 000270-64-4 64
Abundance Scan 3362 (11.400 min): VU023715.D (-3350) (-) m/z 118.00 100.00%
118
5000 89
63 SN S G
39 g 11.00 11.20 11.40 11.60 11.80
...,....,....,....',..-..;'....-,-!|!..,.7.‘?.,..:.,~..?.8,....,...',....,1.3.’4.,...1.?9... m/z 89.00 48.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
118
89
5000 LRI IR ISR SUNIRA B

11.00 11.20 11.40 11.60 11.80

63
39 m/z 90.00 38.41%
14 27 4 100
mﬁmﬂmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
118
SRS 1 S N
11.00 11.20 11.40 11.60 11.80
5000 m/z 63.00 22 .90%
90
39 63
29 50 75
mm‘wmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8943: Benzofuran e A REamamEmoy S
118 11.00 11.20 11.40 11.60 11.80
m/z 62.00 10.25%
5000
90
29 39 51 \‘ 74 |
R Eaas A a A L e e R E
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.00 11.20 11.40 11.60 11.80

SOMULMO50118WMA .M Tue May 15 14:56:40 2018 Page: 10



Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 13 Benzene, 1,2,3-trimethyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.57 19.22 ug/L 436836 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Mesitvlene 120 C9H12 000108-67-8 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3415 (11.570 min): VU023715.D (-3405) (-) m/z 105.10 100.00%
105
5000
11.20 11.40 11.60 11.80
m/z 120.10 41.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
120
5000
11.20 11.40 11.60 11.80
m/z 77.00 12.46%
55 21 39 8lges 9
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 91.00 9.69%
15 27 39 Slsges (g % g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9410: Benzene, 1,2,4-trimethyl- AT ./,\. T
105 11.20 11.40 11.60 11.80
m/z 119.10 9.26%
5000 120
28 39 51 77 91
O Y N PR M. -7 SN0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.20 11.40 11.60 11.80

SOMULMO50118WMA .M Tue May 15 14:56:42 2018 Page: 11



Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 Sample Multiplier: 1

Quant Method :
Quant Title : VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50118WMA _M

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

Concentration Rank 43

Peak Number 14 Benzene, 1-propenyl-

R.T. EstConc Area Relative to ISTD R.T.
11.63 3.39 ug/L 77049 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-propenvl- 118 C9H10 000637-50-3 94
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 93
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 90
4 Benzene. 2-propenvl- 118 C9H10 000300-57-2 76
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 70

Abundance Scan 3434 (11.631 min): VU023715.D (-3427) (-) m/z 117.00 100.00%
117
5000
91
39 51 63 78 ‘ 103 11.40 11.60 11.80 12.00
e prrr s et bl 228 132 777118000 68.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
5000 L B B BULLIL I
91 11.40 11.60 11.80 12.00
a0 m/z 115.00 41.00%
51 103
15 27 63 17 g 110
wwwmmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
"' 11140 1160 11.80 12.00
5000 m/z 91.00 29.84%
91
39 515365 77 103

27

wmmwwwmmjm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
#8960: Benzene, 2-propenyl-

Abundance

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

SOMULMO50118WMA .M Tue May 15 14:56:43 2018

11.40 11.60 11.80 12.00
m/z 39.00 10.22%

11.40 11.60 11.80 12.00

Page: 12



Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 15 Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.77 518.80 ug/L 11793600 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 91
3 Indane 118 C9H10 000496-11-7 87
4 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 80
5 Deltacyclene 118 C9H10 007785-10-6 72
Abundance Scan 3477 (11.770 min): VU023715.D (-3463) (-) m/z 117.05 100.00%
117
5000
39 5 58 ol 11.40 11.60 11.80 12.00
51 9¢ 65 77 103 - : - :
Obr ek e 84l PO 132 8 05 5577
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
5000 LN SUNIURA S BRI

11.40 11.60 11.80 12.00
m/z 115.00  32.30%

91
15 27 39 51 63 77 103110
mmwwmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
A WS S A H—
11.40 11.60 11.80 12.00
5000 m/z 91.00 15.30%
39 91
51 58
13 % 65 77 g4 1034119
Wﬁwﬁwﬁmﬂm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8948: Indane L W S W
117 11.40 11.60 11.80 12.00

m/z 57.90 8.43%

5000

91
39 5198 65

I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00

SOMULMO50118WMA .M Tue May 15 14:56:44 2018
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 16 Indene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.99 1316.86 ug/L 29935500 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Indene 116 C9H8 000095-13-6 96
3 Indene 116 C9H8 000095-13-6 95
4 Benzene. 1-propvnvl- 116 C9OH8 000673-32-5 91
5 3-Methylphenylacetylene 116 C9HS8 000766-82-5 91
Abundance Scan 3546 (11.991 min): VU023715.D (-3529) (-) m/z 115.05 100.00%
116
5000
63 89 190 15100 1590 1940
39 50 74 11.60 11.80 12.00 12.20 12.40
Obrr eyt bl 82l 98108 Il 125 134 “h/57116.05  96.60%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
116
5000 AR AR R AR B

1160 11.80 12.00 12.20 12.40
m/z 89.00 12.74%

63 89
27 39 50 74 109
B e L B B o e e R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
116
R B A ERma
11.60 11.80 12.00 12.20 12.40
5000 m/z 63.00 12.62%
39 63
27 50 74 89 38 100

R e R B AR B s B e

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8408: Indene A REEE R
116 11.60 11.80 12.00 12.20 12.40
m/z 117.05 9.22%

5000
39 89

..“.?T,”..H.”.?%..u:h..,Zf.??.”h..gﬁ..?PQ: N RS G A G G-
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 11.60 11. 80 12.00 12.20 12.40

SOMULMO50118WMA .M Tue May 15 14:56:46 2018
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 17 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 45

R.T. EstConc Area Relative to ISTD R.T.
12.26 3.06 ug/L 69560 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
2 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
3 Benzene. 1-methvIl-3-(1l-methvleth... 134 C10H14 000535-77-3 95
4 o-Cvmene 134 C10H14 000527-84-4 95
5 p-Cymene 134 C10H14 000099-87-6 95

Abundance Scan 3630 (12.261 min): VU023715.D (-3613) (-) m/z 119.05 100.00%
119
5000

51

65

77

134

9N 405

m/z 134.00

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

mwmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

39
Abundance
5000

15 27 39
Abundance
5000

15 27 39

mﬁwﬁmﬁmﬁm

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
#14906: Benzene, 1-methyl-3-(1-methylethyl)-
1

Abundance

5000

51

51 5g

65

65

77

77

119

91 134
105

119

91 134

105
98 127

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

SOMULMO50118WMA .M Tue May 15 14:56:47 2018

m/z 91.00

12.00 12.20 12.40 12.60
29.75%

12.00 12.20 12.40 12.60
14.95%

m/z 117.05

12.00 12.20 12.40 12.60
10.85%

m/z 120.00

12.00 12.20 12.40 12.60
9.30%

12.00 12.20 12.40 12.60

Page:
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 18 Benzene, l-ethenyl-3-ethyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.36 17.43 ug/L 396161 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 90
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 87
3 Indan. 1-methvl- 132 C10H12 000767-58-8 87
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 86
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 86
Abundance Scan 3661 (12.361 min): VU023715.D (-3649) (-) m/z 117.05 100.00%
117
5000
132
91 S0 1500 1940 1560
39 51 65 77 12.00 12.20 12.40 12.60
et e et ee el 24l Tm/z 115.00  32.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
5000 132 NN SR
12.00 12.20 12.40 12.60
91 m/z 132.05 28.46%
15 27 39 51 63 7 103
wmmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
U B A RARE
12.00 12.20 12.40 12.60
5000 132 m/z 90.95 13.37%
91
51 77
27 % s °° 84 98105

wwmmmrrrwwwwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14031: Indan, 1-methyl-
12.00 12.20 12.40 12.60

m/z 118.00 9.92%

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

SOMULMO50118WMA .M Tue May 15 14:56:48 2018
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 19 Benzaldehyde, 2-methyl- Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
12.48 4.86 ug/L 110370 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 2-methvl- 120 C8H80 000529-20-4 50
2 Benzaldehvde. 2-methvl- 120 C8H80 000529-20-4 50
3 Benzaldehvde. 3-methvl- 120 C8H80 000620-23-5 45
4 Phthalan 120 C8H80 000496-14-0 45
5 Benzaldehyde, 4-methyl- 120 C8H80 000104-87-0 45
Abundance Scan 3698 (12.480 min): VU023715.D (-3687) (-) m/z 91.05 100.00%
5000
12.20 12.40 12.60 12.80
m/z 120.00 81.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
91 119
5000
o5 12.20 12.40 12.60 12.80
39 m/z 124 .00 61.49%
18 52 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
T 120
12.20 12.40 12.60 12.80
5000 m/z 77.00 48.28%
65
39
25 | 52 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 «
Abundance #9381: Benzaldehyde, 3-methyl- R B R A RS
9 119 12.20 12.40 12.60 12.80
m/z 105.00 47 .16%
5000
65
39
15 | 82 ‘\‘ | 105
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 12.20 12.40 12.60 12.80

SOMULMO50118WMA .M Tue May 15 14:56:50 2018
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 20 Benzonitrile, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.57 112.25 ug/L 2551710 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzonitrile. 4-methvl- 117 C8H7N 000104-85-8 97
2 Benzonitrile. 3-methvl- 117 C8H7N 000620-22-4 97
3 Benzonitrile. 2-methvl- 117 C8H7N 000529-19-1 97
4 Benzonitrile. 3-methvl- 117 C8H7N 000620-22-4 97
5 Benzonitrile, 4-methyl- 117 C8H7N 000104-85-8 96

Abundance Scan 3726 (12.570 min): VU023715.D (-3711) (-) m/z 117.00 100.00%

117

-

5000 90
39 5 ‘ 12.20 12.40 12.60 12.80
75 - : - :
Ol et e et oo 0L B8L 1 Tm/z 115.95  57.84%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
5000
9 12.20 12.40 12.60 12.80
m/z 90.00 43.68%
39 g5 63
15 27 75 83 102
wwwmmﬁmmm
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
12.20 12.40 12.60 12.80
5000 90 m/z 89.00 31.53%
39 63
15 27 51 75 99 110

mmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8587: Benzonitrile, 2-methyl-

-

12.20 12.40 12.60 12.80
m/z 63.00 15.39%

5000

-

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.20 12.40 12.60 12.80

SOMULMO50118WMA .M Tue May 15 14:56:51 2018 Page: 18



Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 21 Benzofuran, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.70 99.96 ug/L 2272330 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. 2-methvl- 132 C9H80 004265-25-2 94
3 Benzofuran. 7-methvl- 132 C9H80 017059-52-8 94
4 3-Phenvl-2-propvn-1-ol 132 C9H80 001504-58-1 90
5 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 90
Abundance Scan 3766 (12.699 min): VU023715.D (-3756) (-) m/z 131.00 100.00%
131
5000
51 " 104 RADARARBARAA AR AARES
39 6 12.40 12.60 12.80 13.00
o.w.”w.”w.”w.”.m”.de.uh.fﬂ.ﬁﬁJLw.fﬁgn.J”w.. m/z 132.00 83.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
131
5000

12.40 12.60 12.80 13.00
m/z 77.00 20.58%

51 7 103
15 27 39 63 89 113
mﬁmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
131
12.40 12.60 12.80 13.00
5000 m/z 51.00 20.45%
51 i 103
15 27 39 63 89 115122
wwwwwmwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14530: Benzofuran, 7-methyl-
132 12.40 12.60 12.80 13.00
m/z 104.05 19.22%
5000
51
[ 103
i |
..,....,..:hu...wh....l....,iﬁ:. il ...??....,N...,.?Eﬂ....; - SRR AV I .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.40 12.60 12.80 13.00

SOMULMO50118WMA .M Tue May 15 14:56:52 2018 Page: 19



Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 22 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
12.97 16.56 ug/L 376355 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 94
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 90
3 Benzene. 1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 87
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 87
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 81

Abundance Scan 3850 (12.969 min): VU023715.D (-3840) (-) m/z 117.05 100.00%

5000

12.60 12.80 13.00 13.20
m/z 132.05  38.88%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance
117
5000 132 ||||||||||/|\|||/|\||||||||
12.60 12.80 13.00 13.20
m/z 115.00 27 .87%
27 39 51 65 77 91
58 103119
mmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
12.60 12.80 13.00 13.20
5000 132 m/z 131.05 21.37%

o7 39 51 65 91
58 T g 103110 1| 125

wwwwmwwwwwmw

miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14056: Benzene, 1-ethenyl-3-ethyl- AR RmeEa S LS
1 12.60 12.80 13.00 13.20

m/z 91.00 13.72%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.60 12.80 13.00 13.20

SOMULMO50118WMA .M Tue May 15 14:56:54 2018 Page: 20



Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 23 Phenol, 2,6-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.09 27.22 ug/L 618713 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-dimethvl- 122 C8H100 000576-26-1 97
2 Phenol. 2.5-dimethvl- 122 C8H100 000095-87-4 96
3 Phenol. 3.5-dimethvl- 122 C8H100 000108-68-9 94
4 Phenol. 2.5-dimethvl- 122 C8H100 000095-87-4 94
5 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 94

Abundance Scan 3888 (13.091 min): VU023715.D (-3878) (-) m/z 122.05 100.00%

107 122
5000
91

3|9 | | | | 133 148 1280 1300 1320 1340
et el et A e el e || m/z 107.00  98.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
107 122
5000
77 12.80 13.00 13.20 13.40
9 m/z 121.10 38.71%

39 51
5 27 65
Wmmﬂﬁﬁmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
107 122

12.80 13.00 13.20 13.40

5000 m/z 76.95 36.42%
i
91
51
15 27 39 65
mmmmm‘wm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9933: Phenol, 3,5-dimethyl-
107 122 12.80 13.00 13.20 13.40
m/z 91.05 28.00%
5000
39 ‘
.w}?“Ennnm.”ﬂnw””“”“””“mw.”w””,”w””“”w””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.80 13.00 13.20 13.40

SOMULMO50118WMA .M Tue May 15 14:56:55 2018
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 24 Benzene, (1-methyl-2-cyclop... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.19 22.92 ug/L 520947 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1-methvl-2-cvclopropen... 130 C10H10 065051-83-4 97
2 2-Methvlindene 130 C10H10 002177-47-1 97
3 1H-Indene. l-methvl- 130 C10H10 000767-59-9 95
4 Benzene. 1l-butvnvl- 130 C10H10 000622-76-4 94
5 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 93
Abundance Scan 3919 (13.191 min): VU023715.D (-3909) (-) m/z 130.10 100.00%
115 130
5000
w L% T e o | 1250 13160 1320 1340 1360
st 2l 2220 Th/z 115.00  93.60%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
15 180
5000
12.80 13.00 13.20 13.40 13.60
51 64 m/z 129.10 82.49%
7 39 77 gg 102 122
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
130
115
12.80 13.00 13.20 13.40 13.60
5000 m/z 128.00 43.06%
g 3 O % T g 10 122
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13092: 1H-Indene, 1-methyl-
1 130 12.80 13.00 13.20 13.40 13.60
m/z 127.00 18.92%
5000
39 77 102
'|"%Z|""“"" H'"'Ijh"I'PJ'I"'ﬁ?""ll"'l"l'}%%'k M"'I"
m/z--> 20 30 40 70 80 90 100 110 120 130 140 12.80 13.00 13.20 13.40 13.60

SOMULMO50118WMA .M Tue May 15 14:56:56 2018
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 25 Cycloprop[a]indene, 1,1a,6,... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.30 37.56 ug/L 853847 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloproplalindene. 1.la.6.6a-te... 130 C10H10 015677-15-3 97
2 1H-Indene. l1-methvl- 130 C10H10 000767-59-9 96
3 Benzene. (l-methvl-2-cvclopropen... 130 C10H10 065051-83-4 96
4 1H-Indene. l-methvl- 130 C10H10 000767-59-9 96
5 2-Methylindene 130 C10H10 002177-47-1 95
Abundance Scan 3953 (13.300 min): VU023715.D (-3939) (-) ) m/z 130.05 100.00%
115 130
5000
104 SRR AN A USSR
39 5|1 Gﬁ [ 91 | | | 13.00 13.20 13.40 13.60
rerprrrprrrr eyttt 84t bl 220U sz 115,000 91.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
180
115
5000 SR VN BRI U
13.00 13.20 13.40 13.60
39 ' 64 m/z 129.10 79.65%
15 27 77 gg 102 192
mmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
15 130
13.00 13.20 13.40 13.60
5000 m/z 128.05 40.63%
51
;7 39 63 77 g9 102 122
wwwwmmwwmﬂw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13118: Benzene, (1-methyl-2-cyclopropen-1-yl)- R R ma o
;s 130 13.00 13.20 13.40 13.60
m/z 104.10 24 .80%
5000
51 64
..w....P.%?,”.??..”;M..W:MM.P:ZZ,”.§$..”1??.W..lﬁ%?ﬂ.t...w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 13.00 13.20 13.40 13.60

SOMULMO50118WMA .M Tue May 15 14:56:58 2018
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 26 o-Ethylbenzonitrile Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
13.44 3.18 ug/L 72245 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Ethvlbenzonitrile 131 C9HON 034136-59-9 94
2 o-Ethvlbenzonitrile 131 C9HON 034136-59-9 91
3 m-Ethvlbenzonitrile 131 C9HON 034136-57-7 90
4 p-Ethvlbenzonitrile 131 C9HON 025309-65-3 87
5 Benzeneacetonitrile, .alpha.-met... 131 C9HON 001823-91-2 87
Abundance Scan 3997 (13.442 min): VU023715.D (-3990) (-) m/z 116.00 100.00%
116
5000
131
39 50 63 77 8|9 103 13.20 13.40 13.60 13.80
v S ST NS YUMBUP [ BRSNS | A m/z 131.05 35.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
116
5000
131 13.20 13.40 13.60 13.80
89 m/z 130.00 22_.13%
28 39 51 63 77 103
wwmm‘wwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
116
"'1'3'2'0' 13.40 13.60 13.80
5000 m/z 88.95 13.93%
131
89
15 27 39 51 63 77 103
wwwwwwwwwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13960: m-Ethylbenzonitrile A o AR R
116 13.20 13.40 13.60 13.80
m/z 117.00 9.50%
5000
131
w7 ® M@ om o
| 1l I
m/z--> 10 20 3'0 40 50 60 70 80 90 100 110 120 13'0 ' 13.20 13.40 13.60 13.80

SOMULMO50118WMA .M Tue May 15 14:56:59 2018
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 27 Phenol, 2,4-dimethyl- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
13.62 13.58 ug/L 308657 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.4-dimethvl- 122 C8H100 000105-67-9 97
2 Phenol. 2.3-dimethvl- 122 C8H100 000526-75-0 97
3 Phenol. 2.4-dimethvl- 122 C8H100 000105-67-9 96
4 Phenol. 2.5-dimethvl- 122 C8H100 000095-87-4 96
5 Phenol, 2,5-dimethyl- 122 C8H100 000095-87-4 96
Abundance Scan 4053 (13.622 min): VU023715.D (-4042) (-) m/z 107.00 100.00%

107 122
5000
77
91
39 51

65 13.40 13.60 13.80 14.00
I || | il 131139147 m/z 122.00 08.46Y%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
107 122
5000

13.40 13.60 13.80 14.00

77 g1 m/z 121.00 45 _.56%
18 27 39 51 65
Wmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
107 122
13.40 13.60 13.80 14.00
5000 m/z 77.00 32.37%
7
39 51 ol
WWTWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9936: Phenoal, 2,4-dimethyl- e
107 122 13.40 13.60 13.80 14.00
m/z 91.10 23.83%
5000
39 ‘
15 27 | \‘\\ \\ ‘ ml

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.40 13.60 13.80 14.00

SOMULMO50118WMA .M Tue May 15 14:57:00 2018
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 28 Azulene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.78 6902.88 ug/L 156920000 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azulene 128 C10H8 000275-51-4 93
2 Naphthalene 128 C10H8 000091-20-3 93
3 Azulene 128 C10H8 000275-51-4 92
4 4-Phenvlbut-3-ene-1-vne 128 C10H8 1000222-12-0 86
5 Azulene 128 C10H8 000275-51-4 70
Abundance Scan 4102 (13.779 min): VU023715.D (-4078) (-) m/z 128.05 100.00%
128
5000 /_\
e s oo 1340 13160 1350 100
o Lo 1ealr8 202 228 282 | 'm/z 127.10 67.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
128
5000 R DU DU UL e
nmnmnmmm
1 ¢, 102 m/z 129.10 57.12%
27 "
me> 0 45 8 o 1bo 10 1o 10 1o 2o 20 o
Abundance
128
13.40 13.60 13.80 14.00
5000 m/z 102.05 49 .49%
51 64 77 102
me> 0 45 8 d 1bo 130 1o 10 1o 2o 20 o
Abundance #11938: Azulene e REa s e
128 13.40 13.60 13.80 14.00
m/z 126.10 39.18%
5000 /\
51 102
64
ELT I W M A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13. 40 13. 60 13. 80 14. oo
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 29 Benzo[c]thiophene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.87 318.04 ug/L 7229930 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolclthiophene 134 C8H6S 000270-82-6 97
2 Benzolblthiophene 134 C8H6S 000095-15-8 95
3 Benzolblthiophene 134 C8H6S 000095-15-8 94
4 Cvclopentalclthiapvran 134 C8H6S 000270-63-3 94
5 Benzo[b]thiophene 134 C8H6S 000095-15-8 91
Abundance Scan 4130 (13.869 min): VU023715.D (-4119) (-) m/z 134.00 100.00%
134
5000
89 1360 1380 14.00 1420
25 63 74 108 13.60 13.80 14.00 14.20
o Bl 10 82 N 98 TP 121y "m/z 89.00 11.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
134
5000 U DR BN SURIUR SR

13.60 13.80 14.00 14.20
m/z 135.00 10.07%

89
45 ¢, 63 74 g2 108
wwmmmmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
134
e
13.60 13.80 14.00 14.20
5000 m/z 90.00 8.66%

89
27 3845 58 6774 82" og 108 177

mﬁmmwmmﬂ‘m
m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #15271: Benzo[b]thiophene ...,...4\ P
134 13.60 13.80 14.00 14.20
m/z 63.00 6.72%

5000

89
13 27 384 54 83 74 8 | og 108
S NN S SR SN FHL ot R A AN N SRS i U S

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 13.60 13.80 14.00 14.20

SOMULMO50118WMA .M Tue May 15 14:57:03 2018
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

EAECE R e e e

Peak Number

Library Search Compound Report

W:\HPCHEM1\MSVOA U\Data\VU050718\
VU023715.D

07 May 2018 15:02

MD/SY

J2725-03

5.0mL/MSVOA U/WATER

12 Sample Multiplier: 1

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

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

EAE R R R ok R R R e R AR O R AR R R AR R o R R R R R AR R R R R R G R R Sk R o Sk R R R AR e e

30 Phenol, 2,4,5-trimethyl- Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
14 .06 6.80 ug/L 154480 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.4.5-trimethvl- 136 C9H120 000496-78-6 93
2 Phenol. 2.4.6-trimethvl- 136 C9H120 000527-60-6 91
3 Phenol. 2.3.6-trimethvl- 136 C9H120 002416-94-6 87
4 Phenol. 2.3.6-trimethvl- 136 C9H120 002416-94-6 87
5 Phenol, 2,4,5-trimethyl- 136 C9H120 000496-78-6 87
Abundance Scan 4189 (14.059 min): VU023715.D (-4181) (-) m/z 121.05 100.00%
AR
5000
91
39 51 65 7|7 103 146 13.80 14.00 14.20 14.40
BRSNS A S NS 1AM PRSI B | B m/z 136.10 79.24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
121 136
5000 RN RARAN RARA LA
13.80 14.00 14.20 14.40
39 27 91 m/z 135.05 29.78%
15 27 51 65 g9 107
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
121
136 13,80 14.00 14.20 14.40
5000 m/z 91.00 28.82%
91
39 7
14 27 51 65 103
wwmm‘rwwmmmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16411: Phenol, 2,3,6-trimethyl-
121 136 13.80 14.00 14.20 14.40
m/z 77.00 17.10%
5000
77 91
39
,15,2‘7,‘,“?1‘,6‘5,“,,,1(‘)3,‘,‘,‘,, S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 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 : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 31 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
14.54 4_.39 ug/L 99698 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 2.3-dihvdro- 136 C8H8S 004565-32-6 93
2 Benzolblthiophene. 2.3-dihvdro- 136 C8H8S 004565-32-6 76
3 Benzolclthiophene. 1.3-dihvdro- 136 C8H8S 002471-92-3 70
4 Benzene. (ethenvlthio)- 136 C8H8S 001822-73-7 62
5 4-Hydroxy-3-methylbenzaldehyde 136 C8H802 015174-69-3 58

Abundance Scan 4339 (14.541 min): VU023715.D (-4330) (-) m/z 135.00 100.00%

5

5000

39 51 63 77 1T6 160 007 14.20 14.40 14.60 14.80
N S— m/z 136.00 73.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
135
5000 91

14.20 14.40 14.60 14.80
m/z 131.05 43 _.05%
o7 39 51 6777 102 121

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance
135
14.20 14.40 14.60 14.80
5000 o1 m/z 90.95  40.44%
39
51 63
21 7102 121
B e L e I I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16365: Benzo[c]thiophene, 1,3-dihydro-
135 14.20 14.40 14.60 14.80
m/z 134.00 26.08%
5000
91
27 3\9 1 5\\1 MG‘? 77 \‘ 103 121 ‘\
T I o LA I e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 32 Benzo[b]thiophene, 2-methyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
14 .82 10.45 ug/L 237587 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 2-methvl- 148 C9HS8S 001195-14-8 91
2 Benzolblthiophene. 2-methvl- 148 C9HS8S 001195-14-8 91
3 Benzolblthiophene. 4-methvl- 148 C9HS8S 014315-11-8 91
4 Benzolblthiophene. 5-methvl- 148 C9H8S 014315-14-1 91
5 3-Methylbenzothiophene 148 C9H8S 001455-18-1 91

Abundance Scan 4426 (14.821 min): VU023715.D (-4410) (-) m/z 147.00 100.00%

147

5000

14.60 14.80 15.00 15.20
m/z 148.00  78.13%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
147

5000 e
14.60 14.80 15.00 15.20

m/z 149.00 12.38%
45 63 74 gg 103 115

mﬁwﬁmﬁwﬁm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance
147
14.60 14.80 15.00 15.20
5000 m/z 121.00 8.18%
74
27 37 % 53 63 go 103 115,515
Wmmﬂmmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #23294: Benzo[b]thiophene, 4-methyl-
147 14.60 14.80 15.00 15.20
m/z 74.00 6.91%
5000
45
63 14 103 115
.,..”,..”n.ﬁ”;??”,ﬂ.”hmhh,.ngfn..,m..,”h.l?ﬁ.l?%.,.u.i.“.,.“., T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 33 Naphthalene, l1-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.88 552.69 ug/L 12564100 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
4 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 94
5 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 94
Abundance Scan 4444 (14.879 min): VU023715.D (-4433) (-) m/z 142.05 100.00%
142
5000
115
39 57 71 g9 14.60 14.80 15.00 15.20
o 02 Lt Ul 160 207 ' "nq/z 141.05  86.46%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
142
5000 L A SUNILE SRR B
115 14.60 14.80 15.00 15.20

m/z 115.00 31.52%
39 58 71 89 1092 126

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

142

14.60 14.80 15.00 15.20

5000 115 m/z 143.05 11.56%

27 39 51 63 74 89 10p 126

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #19232: Naphthalene, 1-methyl- A e R AREm
142 14.60 14.80 15.00 15.20
m/z 139.00 10.77%

5000 115

27 39 51 3 74 89 107 | 126 ||
ML R il 0 N S f G A U

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

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 34 3-Methylbenzothiophene Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
14.99 10.95 ug/L 248845 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvlbenzothiophene 148 C9H8S 001455-18-1 94
2 Benzolblthiophene. 6-methvl- 148 C9HS8S 016587-47-6 94
3 Benzolblthiophene. 2-methvl- 148 C9HS8S 001195-14-8 91
4 3-Methvlbenzothionhene 148 C9H8S 001455-18-1 91
5 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 91
Abundance Scan 4479 (14.991 min): VU023715.D (-4470) (-) m/z 147.00 100.00%
147
5000
45 63 74 g9 103 121 14.60 14.80 15.00 15.20 15.40
e 2 P 12 207 | /7 148.00  81.26%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
147
5000

14.60 14.80 15.00 15.20 15.40
m/z 149.00 12.96%

45 3 74 gg 103 115

m/z--> 40 60 80 100 120 140 160 180 200
Abundance
148
L O s i
14.60 14.80 15.00 15.20 15.40
5000 m/z 121.00 8.35%
45
63 74 g9 103 121 132
L A o o o e B LA NLL B e o o o
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #23298: Benzo[b]thiophene, 2-methyl-
147 14.60 14.80 15.00 15.20 15.40
m/z 73.90 6.44%
5000

45 63 ‘74 gg 103 115
| | L1

T
m/z--> 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\Data\VU050718\
Data File : VU023715.D

Aca On : 07 May 2018 15:02

Operator : MD/SY

Sample : J2725-03

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 12 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 36 unknown-01 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
15.56 3.64 ug/L 82729 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvclopropalalnaphthalene-1-ca... 200 C13H1202 023398-50-7 47
2 2-Amino-6-methvilpvrimidine-4-thiol 141 C5H7N3S 006307-44-4 43
3 Cvclohexanone. O-(l-naphthalenvl... 253 C17H19NO 055045-02-8 40
4 2-Chloromethvl-5-methvilpvridine 141 C7HS8CIN 1000241-93-8 38
5 Ethyleneglycol dipelargonate 342 C20H3804 015805-87-5 38
Abundance Scan 4656 (15.560 min): VU023715.D (-4645) (-) m/z 141.00 100.00%
141
5000
63 158 15.20 15.40 15.60 15.80
39 88
...,..-..,":.'..,....1,(’.21.|.,.ﬁ... et e e 2k | m/z 130.10  32.56%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
141
5000 15.20 15.40 15.60 15.80
115 168 200 m/z 129.00 13.66%
63 89 128 185
miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
141
43 15.20 15.40 15.60 15.80
5000 m/z 140.00 13.04%
67 97
83 1144
m/z--> Jo éo 85 160 120 1&0 160 180 200 220 240 2éo 2éo
Abundance #104856: Cyclohexanone, O-(1-naphthalenylmethyl)oxime e L R REE
141 15.20 15.40 15.60 15.80
m/z 115.00 12.35%
5000
127
41 5% o N 156
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 1560 15.80
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Top Hit name

Tentatively ldentified Compound (LSC) summary

W:\HPCHEM1\MSVOA_U\Data\VvU050718\
VU023715.D

07

May 2018 15:02

MD/SY

J2725-03
5.0mL/MSVOA_U/WATER
Sample Multiplier: 1

12

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50118WMA _M

VOC Analysis

= C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

RT EstConc

Thiophene, 3-methyl- 7.94 6.2
Thiophene, tetrah... 8.46 5.3
Benzene, propyl- 10.59 2.5
Benzene, l-ethyl-... 10.69 19.5
Mesitylene 10.78 16.4
3-Hydroxyphenylac... 11.40 309.5
Benzene, 1,2,3-tr... 11.57 19.2
Benzene, 1-propenyl- 11.63 3.4
Indane 11.77 518.8
Indene 11.99 1316.9
Benzene, 2-ethyl-... 12.26 3.1
Benzene, l-etheny... 12.36 17.4
Benzaldehyde, 2-m... 12.48 4.9
Benzonitrile, 4-m_... 12.57 112.3
Benzofuran, 2-met... 12.70 100.0
1H-Indene, 2,3-di... 12.97 16.6
Phenol, 2,6-dimet... 13.09 27.2
Benzene, (1-methy... 13.19 22.9
Cycloprop[a]inden... 13.30 37.6
o-Ethylbenzonitrile 13.44 3.2
Phenol, 2,4-dimet... 13.62 13.6
Azulene 13.78 6902.9
Benzo[c]thiophene 13.87 318.0
Phenol, 2,4,5-tri... 14.06 6.8
Benzo[b]thiophene... 14.54 4.4
Benzo[b]thiophene... 14.82 10.4
Naphthalene, 1-me... 14.88 552.7
3-Methylbenzothio... 14.99 10.9

unknown-01

15.56 3.6

Units Response

130119
111625
57815
442979
372444
7036120
436836
77049
11793600
29935500
69560
396161
110370
2551710
2272330
376355
618713
520947
853847
72245
308657
156920000
7229930
154480
99698
237587
12564100
248845
82729
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|--Internal Standard---|
Resp Conc]|

|#

WWWWWWWWWWWWwWwWwwWwwwwwNN

WWwWwwwww

RT

11.49 1136630

11.49
11.49
11.49
11.49
11.49
11.49
11.49

1057350
1057350
1136630
1136630
1136630
1136630
1136630
1136630
1136630
1136630
1136630
1136630
1136630
1136630
1136630
1136630
1136630
1136630
1136630
1136630
1136630

1136630
1136630
1136630
1136630
1136630
1136630
1136630
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