LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050618\
Data File : VU023689.D

Aca On : 06 May 2018 14:38

Operator :© MD/SY

Sample : J2721-18DL 20X

Misc : 3.72a/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 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 1.088 137 155 175 rBvY 1318007 1507982 77.47% 6.150%
2 1.182 180 184 191 rVB 8184 8639 0.44% 0.035%
3 1.397 245 251 263 rBV 172352 177523 9.12% 0.724%
4 1.674 329 337 355 rVB 125657 166650 8.56% 0.680%
5 2.188 491 497 506 rvVvB5 3669 5202 0.27% 0.021%
6 2.272 512 523 537 rBV 276661 417471 21.45% 1.702%
7 2.442 570 576 583 rBV3 348 604 0.03% 0.002%
8 2.706 650 658 663 rvvs 924 1322 0.07% 0.005%
9 2.837 688 699 715 rVB2 3070 5815 0.30% 0.024%
10 4.175 1100 1115 1150 rBvV 114545 302106 15.52% 1.232%
11 4.651 1245 1263 1292 rBvV 205198 484644 24.90% 1.976%
12 4.886 1330 1336 1348 rvB4 543 1109 0.06% 0.005%
13 4.989 1359 1368 1378 rBvV5 1774 3215 0.17% 0.013%
14 5.220 1429 1440 1451 rVB6 2277 4760 0.24% 0.019%
15 5.342 1454 1478 1513 rBV2 436135 1292583 66.40% 5.271%
16 5.786 1607 1616 1633 rVB3 4968 9677 0.50% 0.039%
17 5.889 1633 1648 1678 rBV 458994 918741 47 .20% 3.747%
18 6.178 1731 1738 1744 rBV3 1597 2565 0.13% 0.010%
19 6.252 1755 1761 1763 rBvV2 378 426 0.02% 0.002%
20 6.333 1772 1786 1805 rBV 283259 576279 29.60% 2.350%
21 6.532 1843 1848 1850 rBV3 833 693 0.04% 0.003%
22 6.741 1904 1913 1917 rVvVv5 622 813 0.04% 0.003%
23 6.860 1943 1950 1955 rBV3 659 857 0.04% 0.003%
24 7.107 2021 2027 2031 rBvV2 715 848 0.04% 0.003%
25 7.185 2042 2051 2054 rvvs 3754 5697 0.29% 0.023%

26 7.230 2054 2065 2085 rvB2 151191 270353 13.89% 1.103%
27 7.349 2092 2102 2111 rVB4 3284 5305 0.27% 0.022%
28 7.567 2150 2170 2183 rBV 587167 1043179 53.59% 4._.254%
29 7.641 2184 2193 2209 rVB 100248 181700 9.33% 0.741%
30 7.853 2241 2259 2273 rBvV 105619 195777 10.06% 0.798%

31 8.050 2311 2320 2329 rBv4 2608 4209 0.22% 0.017%
32 8.165 2347 2356 2366 rBV3 824 1393 0.07% 0.006%
33 8.233 2370 2377 2387 rVB5 4640 6762 0.35% 0.028%

34 8.313 2390 2402 2431 rBV 386969 666644 34.25% 2.719%
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LSC Area Percent Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050618\
Data File : VU023689.D

Aca On : 06 May 2018 14:38

Operator :© MD/SY

Sample : J2721-18DL 20X

Misc : 3.72a/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 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 8.548 2466 2475 2486 rVB3 8632 14952 0.77% 0.061%
36 8.615 2486 2496 2507 rBV7 4132 8155 0.42% 0.033%
37 8.818 2550 2559 2564 rBVv4 3077 5096 0.26% 0.021%
38 8.853 2564 2570 2580 rvv7 3554 6761 0.35% 0.028%
39 8.911 2580 2588 2602 rvVB2 11022 18480 0.95% 0.075%
40 9.037 2617 2627 2633 rBV 8291 13012 0.67% 0.053%

41 9.091 2633 2644 2682 rVB 659930 1117193 57.39% 4 _556%
42 9.252 2683 2694 2709 rBvV 167256 271424 13.94% 1.107%
43 9.377 2720 2733 2747 rBV 838365 1391224 71.47% 5.673%

44 9.448 2748 2755 2772 rVB2 37934 61641 3.17% 0.251%
45 9.567 2787 2792 2793 rBV3 621 542 0.03% 0.002%
46 9.718 2824 2839 2847 rBV7 7377 14202 0.73% 0.058%
47 9.783 2848 2859 2884 rVB 338111 545164 28.01% 2.223%
48 9.953 2896 2912 2924 rVB5 9489 19344 0.99% 0.079%
49 10.011 2924 2930 2933 rBV3 1263 1701 0.09% 0.007%
50 10.046 2933 2941 2949 rBV5 8352 13111 0.67% 0.053%
51 10.172 2969 2980 2990 rBV2 10587 16971 0.87% 0.069%
52 10.217 2990 2994 2995 rBV2 642 440 0.02% 0.002%
53 10.262 3002 3008 3015 rVB6 3023 3946 0.20% 0.016%
54 10.435 3050 3062 3077 rBV 388472 627748 32.25% 2.560%
55 10.593 3101 3111 3121 rBV 13942 22025 1.13% 0.090%
56 10.683 3130 3139 3156 rBV 56129 123913 6.37% 0.505%
57 10.776 3157 3168 3174 rVV 34707 57917 2.98% 0.236%
58 10.818 3174 3181 3194 rVB 50220 74217 3.81% 0.303%
59 10.975 3221 3230 3238 rBV2 25647 39057 2.01% 0.159%
60 11.078 3256 3262 3267 rBV6 2848 3897 0.20% 0.016%
61 11.120 3268 3275 3276 rVV2 11597 12044 0.62% 0.049%
62 11.152 3276 3285 3297 rVB 180666 274922 14.12% 1.121%
63 11.297 3314 3330 3334 rBv4 8570 19009 0.98% 0.078%
64 11.397 3352 3361 3365 rBV5 8202 12863 0.66% 0.052%
65 11.432 3366 3372 3378 rVV 19173 25822 1.33% 0.105%

66 11.487 3378 3389 3407 rVvV 763912 1200016 61.65% 4.894%
67 11.573 3407 3416 3425 rBV 137488 200019 10.28% 0.816%
68 11.782 3467 3481 3484 rBV3 117127 206165 10.59% 0.841%
69 11.811 3485 3490 3497 rVV 268735 389110 19.99% 1.587%
70 11.866 3497 3507 3529 rVB4 962907 1946644 100.00% 7.939%

71 11.985 3535 3544 3550 rBV 22530 34267 1.76% 0.140%
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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\VU050618\
VU023689.D
06 May 2018 14:38
MD/SY

J2721-18DL 20X

3.72a/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
Sample Multiplier: 1

9

Parameters:

RTE
OFF
1

0.2

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

12.030
12.059
12.149
12.255

12.390
12.496
12.554
12.654
12.705

12.789
12.824
12.969
13.033
13.091

13.126
13.242
13.294
13.409
13.512

13.641
13.702
13.747
13.843
13.962

14155
14 .339
14.483
14 .538
14 .895

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

3550
3562
3584
3616

3651
3690
3711
3733
3760

3785
3800
3840
3862
3878

3891
3926
3945
3978
4009

4045
4071
4081
4118
4148

4209
4266
4313
4334
4443

3558
3567
3595
3628

3670
3703
3721
3752
3768

3794
3805
3850
3870
3888

3899
3935
3951
3987
4019

4059
4078
4092
4122
4159

4219
4276
4321
4338
4449

3561
3584
3600
3651

3690
3711
3732
3760
3785

3799
3809
3862
3878
3890

3926
3944
3960
3996
4025

4070
4080
4104
4124
4169

4233
4290
4329
4349
4457

Sum

rBv
rvB
rBv
rvB

rBv7
rBv4
rvB
rBv
rvB

rBv
rBv
rvB
rBv3
rvv2

rvB2
rBv

rvB5
rBv3
rBv2

rvB
rBv2
rvv
rBv4
rBv3

rBv4
rBv4
rBv2
rvB5
rvB6

46085
124157
308374
673192

73351
34610
167019
484323
738958

79697
53955
272926
50256
92066

535664
105542
23399
22245
119596

61447
9080
490654
1716
16979

26155
10525
6684
3123
3015

61807
183785
478631

1017908

254477
64312
260055
762400
1095446

116122
62836
416569
75280
128525

1055846
156155
37219
37310
202262

98244
9286
756119
1583
38183

45551
22258
9719
4405
4692

of corrected areas:
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3.18%
9.44%
24 _.59%
52.29%

13.07%

3.30%
13.36%
39.16%
56.27%

5.97%
3.23%
21.40%
3.87%
6.60%

54 _.24%
8.02%
1.91%
1.92%

10.39%

5.05%
0.48%
38.84%
0.08%
1.96%

2.34%
1.14%
0.50%
0.23%
0.24%

24521542

0.252%
0.749%
1.952%
4_.151%

1.038%
0.262%
1.061%
3.109%
4._467%

0.474%
0.256%
1.699%
0.307%
0.524%

4_.306%
0.637%
0.152%
0.152%
0.825%

0.401%
0.038%
3.083%
0.006%
0.156%

0.186%
0.091%
0.040%
0.018%
0.019%
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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\VU050618\
VU023689.D

06 May 2018 14:38

MD/SY

J2721-18DL 20X
3.72a/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
9 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: VU023689.D
09

2.27

5.34 5.89

0
Time-->
Abundance

1200000

1000000

800000

600000

400000

200000

04
Time-->
Abundance

1200000

1000000

800000

600000

400000

200000

ok

6.50

12.26

TIC: VU023689.D

9.38

9.09

9.00 9.50 10.00
TIC: VU023689.D

7.00 7.50 8.00 8.50

12.71

13.13

12.65 13.75

12.5
12. 1

.24 135%6
13,
2940 550.83.904 164, 38 14.89

10.50

11.49

11.87

T
Time--> 12.00

16.00

12.50 13.00

13.50 14.00 14.50
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16.50 17.00

=
17.50
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050618\
Data File : VU023689.D

Aca On : 06 May 2018 14:38

Operator : MD/SY

Sample : J2721-18DL 20X

Misc : 3.72a/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 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 (DEL) Alkane: Straight-Chai... Concentration Rank 25

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

9.45 2.76 ug/L 61641 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 93
2 Nonane 128 C9H20 000111-84-2 87
3 Nonane 128 C9H20 000111-84-2 81
4 Hexane. 2.4-dimethvl- 114 C8H18 000589-43-5 64
5 Octane 114 C8H18 000111-65-9 64

Abundance Scan 2756 (9.451 min): VU023689.D (-2748) (-) m/z 43.05 100.00%
43 57
5000
85
| | || | 99 128 9.20 9.40 9.60 9.80
| - ....,...-.',....,..-.. S| MU B m/z 57.10 89.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
57
5000
9.20 9.40 9.60 9.80
29 71 8 m/z 41.00 48.24%
0"I'%?'P"'I'“'I"'ﬁq"'l'”'I"'W""I”'?g""""I“%??'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
57 9.20 9.40 9.60 9.80
5000 m/z 85.05 32.74%
29
71 85
o 50 | 64 9 193 128
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12664: Nonane
43 57 9.20 9.40 9.60 9.80
m/z 71.05 26.51%
5000
- 71 85
0"|"'w"'jl'“'“l"ﬁq'w'l“"H"7ﬁ'lL'P%'?f"'w""l“%??'“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050618\
Data File : VU023689.D

Aca On : 06 May 2018 14:38

Operator : MD/SY

Sample : J2721-18DL 20X

Misc : 3.72a/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 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-ethyl-3-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.68 5.16 ug/L 123913 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
Abundance Scan 3138 (10.680 min): VU023689.D (-3130) (-) m/z 105.10 100.00%
105
5000
120
39 51 g5 65 7|7 91 10.40 10.60 10.80 11.00
N RN A NN 1NN NN Y RS m/z 120.10 32.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
5000 A UENUERS RASS
120 10.40 10.60 10.80 11.00
m/z 77.00 13.62%
18 27 39 51 g5 65 77 91
OIII""I""I""I""I"''I''''I''''I""I""I""I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
10.40 10.60 10.80 11.00
5000 m/z 90.95 12.00%
120
27 3 slgges T g, Mg,
O T T L R C A= i Ea
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105 10.40 10.60 10.80 11.00
m/z 106.10 9.77%
5000
120
39 77 a1
o 2 T Stss® e o7 | m3
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050618\
Data File : VU023689.D

Aca On : 06 May 2018 14:38

Operator : MD/SY

Sample : J2721-18DL 20X

Misc : 3.72a/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 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 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
10.82 3.09 ug/L 74217 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 87
2 Decane 142 C10H22 000124-18-5 86
3 Octane 114 C8H18 000111-65-9 64
4 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 59
5 1-Decene, 3,4-dimethyl- 168 C12H24 050871-03-9 59
Abundance Scan 3182 (10.821 min): VU023689.D (-3174) (-) m/z 57.05 100.00%
4 57
5000 71
85
Il “ | I‘ 9 113 149 10.60 10.80 11.00 11.20
O R L S L L R e e A m/z 43.05 91.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43 57
5000
71 10.60 10.80 11.00 11.20
29 85 m/z 41.10 49.28%
oL, 15 99 113 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
B
10.60 10.80 11.00 11.20
5000 m/z 71.05 39.49%

29
71
85

99 113 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #7618: Octane

43 10.60 10.80 11.00 11.20

m/z 85.10 29.96%
5000
57
29 71 85
114

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050618\
Data File : VU023689.D

Aca On : 06 May 2018 14:38

Operator : MD/SY

Sample : J2721-18DL 20X

Misc : 3.72a/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 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, 1,2,3-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.15 11.45 ug/L 274922 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 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3284 (11.149 min): VU023689.D (-3276) (-) m/z 105.05 100.00%
105
5000 120
7 91
39 51 ¢ 65 10.80 11.00 11.20 11.40
Ol e e e ot e bl 233 Tm/z 120.10  45.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
120
5000
10.80 11.00 11.20 11.40
m/z 77.00 12.71%
o 15 27 3 Slgges 9 g
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
120 10.80 11.00 11.20 11.40
5000 m/z 119.05 12.71%
27 41 Sleges 0 91
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 A
Abundance #9421: Benzene, l,2,4—trimethy|— LI L L L L L L N B
105 10.80 11.00 11.20 11.40
m/z 91.05 10.11%
120
5000
ol 15 27 39 51 58 65 m 84 91 98 || ‘
m/z--> 10 20 30 40 56 60 70 80 gb 100 1i0 150 130 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050618\
Data File : VU023689.D

Aca On : 06 May 2018 14:38

Operator : MD/SY

Sample : J2721-18DL 20X

Misc : 3.72a/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 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 Benzene, 1,2-diethyl- Concentration Rank 14

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

11.78 8.59 ug/L 206165 1,4-Dichlorobenzene-d4 11.49

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 76
2 Benzene. l1l.4-diethvl- 134 C10H14 000105-05-5 76
3 Benzene. 1l.4-diethvl- 134 C10H14 000105-05-5 76
4 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 76
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 70

Abundance Scan 3480 (11.779 min): VU023689.D (-3467) (-) m/z 105.10 100.00%
105 19
5000 01 134
77
3? 5ﬁ 58 GF | | 127 11.40 11.60 11.80 12.00
Obrrprrrr et el el il 227 TnzZz 119.100 97.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 9
5000 91 134
11.40 11.60 11.80 12.00
77 m/z 117.05 91.16%
27 39 51 65
0 15 98 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 119
11.40 11.60 11.80 12.00
5000 91 134 m/z 134.10 45 _.21%
51 77
39 65
15 27 58
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14841: Benzene, 1,4-diethyl-
105 119 11.40 11.60 11.80 12.00
m/z 118.10 43.83%
5000 134
91
77
41 51 65
o S Sl N AN 4
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 08 10:51:28 2018
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050618\
Data File : VU023689.D

Aca On : 06 May 2018 14:38

Operator : MD/SY

Sample : J2721-18DL 20X

Misc : 3.72a/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 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 Benzene, 1l-methyl-3-propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.81 16.21 ug/L 389110 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvIl-3-propvl- 134 C10H14 001074-43-7 91
2 Benzene. 1-methvl-3-propvl- 134 C10H14 001074-43-7 91
3 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 91
4 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 90
5 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 87

Abundance Scan 3490 (11.811 min): VU023689.D (-3485) (-) m/z 105.10 100.00%

105

5000

115 127 11.40 11.60 11.80 12.00 12.20

0 m/z 134.10 22.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
5000
11.40 11.60 11.80 12.00 12.20
134 m/z 106.10 13.96%
27 39 51 e 7 91 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
11.40 11.60 11.80 12.00 12.20
5000 m/z 77.00 9.76%
134
J 15 27 3 515565 ool 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14859: Benzene, 1-methyl-4-propyl-
105 11.40 11.60 11.80 12.00 12.20
m/z 91.00 7.62%
5000
134
77
ol 2 7 39 Slsges Mgy %log | 115 126 |
T T T T T e o e e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00 12.20

SOMULMO50118WMA .M Tue May 08 10:51:29 2018

Page:
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050618\
Data File : VU023689.D

Aca On : 06 May 2018 14:38

Operator : MD/SY

Sample : J2721-18DL 20X

Misc : 3.72a/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
12.03 2.58 ug/L 61807 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 83
2 Undecane 156 C11H24 001120-21-4 81
3 Undecane 156 C11H24 001120-21-4 76
4 Tetradecane 198 C14H30 000629-59-4 72
5 Tridecane 184 C13H28 000629-50-5 64

Abundance Scan 3558 (12.030 min): VU023689.D (-3550) (-) m/z 57.05 100.00%
43 57
71
5000
85
98 113 156 11.80 12.00 12.20 12.40
0 ..,....,....,....',!:..,.-:":,....,:... et i e e || M7z 43.05  87.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43 57
5000 71
a5 11.80 12.00 12.20 12.40
29 m/z 71.05 54 _.32%
o 15 99 113 127 156
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43 57
11.80 12.00 12.20 12.40
5000 m/z 41.05 45 _28%

29

(o]

71

85
99 113 127

156

wwmmmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #28425: Undecane
4 57
5000 71
29 85
\‘ 99 113 127 156
OFrrrrrrpreer e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

SOMULMO50118WMA .M Tue May 08 10:51:30 2018

11.80 12.00 12.20 12.40
m/z 85.10 29.77%

11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050618\
Data File : VU023689.D

Aca On : 06 May 2018 14:38

Operator : MD/SY

Sample : J2721-18DL 20X

Misc : 3.72a/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 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 Benzene, 1l-methyl-4-propyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.06 7.66 ug/L 183785 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-4-propvl- 134 C10H14 001074-55-1 95
2 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 91
3 Benzene. 1-methvl-4-propvl- 134 C10H14 001074-55-1 91
4 Benzene. l1-methvl-2-propvl- 134 C10H14 001074-17-5 91
5 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 91
Abundance Scan 3567 (12.059 min): VU023689.D (-3562) (-) m/z 105.10 100.00%
105
5000
134
7 9 11.80 12.00 12.20 12.40
39 51 65 115
o...,....,....,....-,....,-....,.-.-..,...':',....,':...,.':!.,..-.-.,..1.2.7,.1'..,.. m/z 134.10 22_47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
5000
11.80 12.00 12.20 12.40
-7 134 m/z 77.05 9.73%
.15 27 3 5165 Mg || 115 197
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
11.80 12.00 12.20 12.40
5000 m/z 106.10 9.22%

134
77
15 27 39 515565 84 9 9g | 115 126

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14860: Benzene, 1-methyl-4-propyl-
105 11.80 12.00 12.20 12.40
m/z 91.00 8.05%
5000
134
77
. 27 39 515865 ‘f 91 | 115 197
T T T T R T e o e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40

SOMULMO50118WMA .M Tue May 08 10:51:31 2018

Page:
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050618\
Data File : VU023689.D

Aca On : 06 May 2018 14:38

Operator : MD/SY

Sample : J2721-18DL 20X

Misc : 3.72a/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.15 19.94 ug/L 478631 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 97
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
4 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95

Abundance Scan 3595 (12.149 min): VU023689.D (-3584) (- m/z 119.10 100.00%
119
5000
134
91 105
39 5lgg65 7 11.80 12.00 12.20 12.40
o...,....,....,....-,-....,-..?ﬁ.-.'..,...':-,....,|...98,.':|..,..'.':,'..1.27,..-..,.. m/z 134.10 31.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
5000
134 11.80 12.00 12.20 12.40
m/z 91.10 16.61%
39 77 91 105
o 15 27 ol gg 65 98 127
mmwﬁmmwmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
11.80 12.00 12.20 12.40
5000 m/z 105.00 12.92%
91 134

77 105
15 27 39 51,65

58
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119 11.80 12.00 12.20 12.40
m/z 117.10 9.86%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40

SOMULMO50118WMA .M Tue May 08 10:51:32 2018 Page: 13



Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050618\
Data File : VU023689.D

Aca On : 06 May 2018 14:38

Operator : MD/SY

Sample : J2721-18DL 20X

Misc : 3.72a/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 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, l-ethyl-2,4-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.26 42.41 ug/L 1017910 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 97
2 o-Cvmene 134 C10H14 000527-84-4 97
3 o-Cvmene 134 C10H14 000527-84-4 97
4 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95

Abundance Scan 3630 (12.262 min): VU023689.D (-3616) (-) m/z 119.05 100.00%
119
5000
134
39 51 65 77 9 o8 105 127 12.00 12.20 12.40 12.60
o S B MR MM MU WU HMMMRI 1 | B~ AN m/z 134.10 29.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
5000
134 12.00 12.20 12.40 12.60
m/z 91.00 15.22%
ol 15 27 39 5lgg65 7 105 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
12.00 12.20 12.40 12.60
5000 m/z 120.10 9.51%
134
91
0 15 27 41 5158 65 77 103 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14811: o-Cymene
12.00 12.20 12.40 12.60
m/z 117.05 8.84Y%
5000
O‘
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 08 10:51:34 2018
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050618\
Data File : VU023689.D

Aca On : 06 May 2018 14:38

Operator : MD/SY

Sample : J2721-18DL 20X

Misc : 3.72a/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 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 14 o-Cymene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.39 10.60 ug/L 254477 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 78
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 68
3 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 64
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 60
5 o-Cymene 134 C10H14 000527-84-4 60
Abundance Scan 3670 (12.390 min): VU023689.D (-3651) (-) m/z 105.10 100.00%
105 119
5000
17 ot 133 18
39 51 65 | 12.00 12.20 12.40 12.60 12.80
Obrr ettt el it Ml b b | m/Zz 119.05  87.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
5000
12.00 12.20 12.40 12.60 12.80
o1 134 m/z 106.10 37.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105 119
12.00 12.20 12.40 12.60 12.80
5000 134 m/z 91.05 36.53%

o1
27 39 51 g '/

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14842: Benzene, 1,2-diethyl-
105 119 12.00 12.20 12.40 12.60 12.80
m/z 148.10 35.50%
5000 134
91
27 39 51 g5
0 ..,.1..5.,...‘.‘,....‘,....i.‘...,.‘.‘..,...‘l‘,....‘,a‘...,.‘H.,..‘a‘al....,..‘..,....,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.00 12.20 12.40 12.60 12.80

SOMULMO50118WMA .M Tue May 08 10:51:35 2018 Page: 15



Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050618\
Data File : VU023689.D

Aca On : 06 May 2018 14:38

Operator : MD/SY

Sample : J2721-18DL 20X

Misc : 3.72a/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 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 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
12.50 2.68 ug/L 64312 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl-5-methyl- 148 C11H16 002050-24-0 98
2 Benzene. 1.3-diethyl-5-methvl- 148 C11H16 002050-24-0 95
3 Benzene. 2.4-diethyl-1-methvl- 148 C11H16 001758-85-6 95
4 Benzene. 1.4-diethyl-2-methyl- 148 C11H16 013632-94-5 91
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 55

Abundance Scan 3704 (12.499 min): VU023689.D (-3690) (-) m/z 133.10 100.00%
119
5000 148
41 55 65 79 | 1?5 I ‘ 12.20 12.40 12.60 12.80
0.w””,””“”.“”wmhwﬁmﬁ”.“”wl..LA,HJL”:th”:AHH, m/z 119.05 67.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119 133
5000
o1 148 12.20 12.40 12.60 12.80
105 m/z 148.10 39.69%
51 65 7
ol 41
memwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119 133
12.20 12.40 12.60 12.80
5000 148 m/z 135.10 35.42%

91

77 105

39 65
15 28 51

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

Abundance #22796: Benzene, 2,4-diethyl-1-methyl-
133 12.20 12.40 12.60 12.80
119 m/z 91.05 26.10%
5000 148
% 105
27 65 ‘ ‘
o..,}?w..mq.”ﬂﬂ”..ﬂn.w.ﬂn,.”h,”..“..w.H” iy et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.20 12.40 12.60 12.80

SOMULMO50118WMA .M Tue May 08 10:51:36 2018
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050618\
Data File : VU023689.D

Aca On : 06 May 2018 14:38

Operator : MD/SY

Sample : J2721-18DL 20X

Misc : 3.72a/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 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, 1,2,3,4-tetramethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.65 31.77 ug/L 762400 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 97
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 96
Abundance Scan 3751 (12.651 min): VU023689.D (-3733) (-) m/z 119.05 100.00%
119
5000 134
91
39 51 65 77 | 103 149 164 12.40 12.60 12.80 13.00
0"I""I""I""II""I""I"I"I'"I'I""I""I""'I"I'I'Il""I'l'l"I""I""I""I" m/z 134.05 47.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
119
5000 134

12.40 12.60 12.80 13.00
m/z 91.05 16.06%

91
15 27 39 51 65 77 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
119
134 12.40 12.60 12.80 13.00
5000 m/z 120.10 10.37%

39 91
. 27 51 g5 77 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
12.40 12.60 12.80 13.00

m/z 133.10 9.83%

5000

15 27 39 51 65 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.40 12.60 12.80 13.00

SOMULMO50118WMA .M Tue May 08 10:51:37 2018
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050618\
Data File : VU023689.D

Aca On : 06 May 2018 14:38

Operator : MD/SY

Sample : J2721-18DL 20X

Misc : 3.72a/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 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 Benzene, 1l-methyl-4-(1-meth... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.79 4.84 ug/L 116122 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-4-(l-methvlpro... 148 C11H16 001595-16-0 90
2 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 72
3 o-Cvmene 134 C10H14 000527-84-4 70
4 p-Cvmene 134 C10H14 000099-87-6 70
5 o-Cymene 134 C10H14 000527-84-4 70
Abundance Scan 3794 (12.789 min): VU023689.D (-3785) (-) m/z 119.10 100.00%
119
5000
148
105 33
41 51.565 77 | | 1 12.40 12.60 12.80 13.00 13.20
Obrprrrr ettt e e e e m/z 148.10 27.67%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
5000

12.40 12.60 12.80 13.00 13.20
m/z 90.95 25.58%

91 148
oL 2 41 51 5 65 77 105 133
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
12.40 12.60 12.80 13.00 13.20
5000 m/z 104 .95 15.31%
134
91 105
39 77
27 51 65 127

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

Abundance #14811: o-Cymene

12.40 12.60 12.80 13.00 13.20
m/z 120.10 14 .53%

5000

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050618\
Data File : VU023689.D

Aca On : 06 May 2018 14:38

Operator : MD/SY

Sample : J2721-18DL 20X

Misc : 3.72a/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

C:\DATABASENNIST11.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.97 17.36 ug/L 416569 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 93
2 Benzene. l1-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 90
3 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 90
4 2.4-Dimethvilstvrene 132 C10H12 002234-20-0 90
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 87

Abundance Scan 3850 (12.969 min): VU023689.D (-3840) (-) m/z 117.05 100.00%
117
5000 132
9 105
39 51 65 17 | || ‘ 148 12.60 12.80 13.00 13.20
Olreprrrrprrrrprreprrr ettt e b e e e - mZz 132.05  38.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
5000 132 AR S R
12.60 12.80 13.00 13.20
- o1 m/z 115.00 29.28%
. 27 65 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
132 12.60 12.80 13.00 13.20
5000 m/z 105.05 27 .53%
91
39 51 65 7 105
o 15 27
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14086: Benzene, 2-ethenyl-1,4-dimethyl-
117 12.60 12.80 13.00 13.20
132 m/z 131.05 22.97%
5000
91
51
' 65 77 105 ‘
O”P'”P”'P”Wh'AH”HW”PHMP”M“'WMMI”JP”NM”W'”W””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.60 12.80 13.00 13.20

SOMULMO50118WMA .M Tue May 08 10:51:39 2018
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050618\
Data File : VU023689.D

Aca On : 06 May 2018 14:38

Operator : MD/SY

Sample : J2721-18DL 20X

Misc : 3.72a/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 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 Nopyl acetate Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.03 3.14 ug/L 75280 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nopvl acetate 208 C13H2002 000128-51-8 64
2 Benzene. l-methoxv-2-(l1l-methvlet... 148 C10H120 010278-02-1 58
3 2-Methvlindan-2-ol 148 C10H120 033223-84-6 35
4 Benzene. (1.2-dimethvlpropvl)- 148 C11H16 004481-30-5 35
5 Benzene, (1-methylbutyl)- 148 C11H16 002719-52-0 35
Abundance Scan 3869 (13.030 min): VU023689.D (-3862) (-) m/z 105.05 100.00%
105
5000 133
o1 119 148
39 51 65 12.80 13.00 13.20 13.40
0 m/z 133.05 43.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
5000 43
12.80 13.00 13.20 13.40
29 91 133 1,9 m/z 148.10 36.78%
o 2! 55 67 119 165 208
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
105 133
143 12.80 13.00 13.20 13.40
5000 m/z 91.00 31.94Y%
77
o7 39 51 63 91 | 115
S R L S L U L B S I B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22618: 2-Methylindan-2-ol
43 105 12.80 13.00 13.20 13.40
m/z 119.05 30.58%
5000 148
s O Jus 1 |
miz-> 20 40 60 80 100 120 140 160 180 200 12,80 13.00 13.20 13.40

SOMULMO50118WMA .M Tue May 08 10:51:40 2018
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050618\
Data File : VU023689.D

Aca On : 06 May 2018 14:38

Operator : MD/SY

Sample : J2721-18DL 20X

Misc : 3.72a/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 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 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.09 5.36 ug/L 128525 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 60
2 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 60
3 Benzene. l-methvl-4-(1l-methvlpro... 148 C11H16 001595-16-0 58
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 53
5 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 52

Abundance Scan 3888 (13.091 min): VU023689.D (-3878) (-) m/z 119.05 100.00%
119
5000 133
148
77 o1 105
39 51 65 | >l 12.80 13.00 13.20 13.40
Ob e prrepredy et preet e et e e et e e m/z 133.10 47 .37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
5000
12.80 13.00 13.20 13.40
77 91 134 m/z 148.05 34.41%
15 27 39 51 65 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
12.80 13.00 13.20 13.40
5000 m/z 91.00 18.62%
91 134

77
og 39 51 65 105

15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119 12.80 13.00 13.20 13.40

m/z 117.05 11.13%

5000

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
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050618\
Data File : VU023689.D

Aca On : 06 May 2018 14:38

Operator : MD/SY

Sample : J2721-18DL 20X

Misc : 3.72a/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 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, 2-ethenyl-1,4-dime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.13 43.99 ug/L 1055850 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 91
2 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 70
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 64
4 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 64
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 64
Abundance Scan 3900 (13.130 min): VU023689.D (-3891) (-) m/z 117.10 100.00%
7
5000
12.80 13.00 13.20 13.40
o} m/z 119.10 58.11%
m/z--> 20 40 60 80 100 120 140 160
Abundance
117
132
5000
o1 12.80 13.00 13.20 13.40
0
5, 39 51 65 77 o8 m/z 132.05 36.08%
15
L L L L UL L B W
m/z--> 20 40 60 80 100 120 140 160
Abundance
117
12.80 13.00 13.20 13.40
5000 m/z 115.00 30.17%
91 132
27 39 51 g5 77 105
L L L L UL B L
m/z--> 20 40 60 80 100 120 140 160
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117 12.80 13.00 13.20 13.40
m/z 134.10 26.73%
5000 132
39 51 91
27 65 77
m/z--> 20 40 60 80 100 120 140 160 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050618\
Data File : VU023689.D

Aca On : 06 May 2018 14:38

Operator : MD/SY

Sample : J2721-18DL 20X

Misc : 3.72a/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 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 3,4-Dimethylcumene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.51 8.43 ug/L 202262 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 91
2 Benzene. 2.4-dimethvl-1-(1-methy... 148 C11H16 004706-89-2 90
3 Benzene. pentamethvl- 148 C11H16 000700-12-9 90
4 Benzene. 1-(l1.1-dimethvlethvI)-3... 148 C11H16 001075-38-3 90
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 90
Abundance Scan 4018 (13.509 min): VU023689.D (-4009) (-) m/z 133.05 100.00%
133
5000
148
119
39 5 g5 77 O 105 | 13.20 13.40 13.60 13.80
Obrreprerrprrr et e e e b bty | M/Z 148.05  31.55%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
133
5000

13.20 13.40 13.60 13.80

148 m/z 119.10 20.81%

15 27 4151 65 77 91 105115

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
133
13.20 13.40 13.60 13.80
5000 m/z 91.05 12.62%
148

, 15 27 39 51 e 77 91 105 117

m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22771: Benzene, pentamethyl-
133 13.20 13.40 13.60 13.80
m/z 134.10 11.68%
5000 148
15 27 39 51 65 77 105 115 N
O e e e e T e R e e N  EAmEs
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : W:\HPCHEM1\MSVOA U\DATA\VU050618\
Data File : VU023689.D

Aca On : 06 May 2018 14:38

Operator : MD/SY

Sample : J2721-18DL 20X

Misc : 3.72a/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 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 Benzene, 1,4-dimethyl-2-(1-... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.64 4.09 ug/L 98244 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.4-dimethyl-2-(1l-methy... 148 C11H16 004132-72-3 90
2 Benzene. 1.3-dimethvl-5-(1l-methv... 148 C11H16 004706-90-5 90
3 Benzene. 2.4-dimethvl-1-(1l-methv... 148 C11H16 004706-89-2 90
4 Benzene. pentamethvl- 148 C11H16 000700-12-9 90
5 Benzene, l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 87
Abundance Scan 4059 (13.641 min): VU023689.D (-4045) (-) m/z 133.05 100.00%
5000
148
39 51 65 77 9|1 1?5 Iﬁg | 162 13.40 13.60 13.80 14.00
O A e L 2 o A e m/z 148.10 30.73%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
133
5000
13.40 13.60 13.80 14.00
148 m/z 119.05 14.53%
5 15 27 39 51 65 77 91 105 117
o—t—t—t ey L e
mz> 0 20 40 60 80 100 120 140 160
Abundance
133
13.40 13.60 13.80 14.00
5000 m/z 91.00 11.46%
148
, 15 27 39 5 g5 77 91 105 197
ot e b e e
mz-> 0 20 40 60 80 100 120 140 160
Abundance #22826: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
133 13.40 13.60 13.80 14.00
m/z 134.10 11.30%
5000
148
, 15 27 39 51 g5 77 91 105 117
0 .|...‘.|.‘l‘..‘|‘. e |‘£‘...“|..‘..|.‘. 'm‘l i .‘.‘.l R
m/z--> 0 20 40 60 80 100 120 140 160 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : W:\HPCHEM1\MSVOA_U\DATA\VU050618\
Data File : VU023689.D

Acq On : 06 May 2018 14:38

Operator : MD/SY

Sample : J2721-18DL 20X

Misc : 3.729/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

VOC Analysis

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

TIC Top Hit name

(DEL) Alkane: Str... 9.45 2.8 ug/L
Benzene, l1l-ethyl-... 10.68 5.2 ug/L
(DEL) Alkane: Str... 10.82 3.1 ug/L
Benzene, 1,2,3-tr... 11.15 11.4 ug/L
Benzene, 1,2-diet... 11.78 8.6 ug/L
Benzene, 1-methyl... 11.81 16.2 ug/L
(DEL) Alkane: Str... 12.03 2.6 ug/L
Benzene, 1-methyl... 12.06 7.7 ug/L
Benzene, 2-ethyl-.._. 12.15 19.9 ug/L
Benzene, l-ethyl-... 12.26 42 .4 ug/L
o-Cymene 12.39 10.6 ug/L
Benzene, 1,3-diet... 12.50 2.7 ug/L
Benzene, 1,2,3,4-... 12.65 31.8 ug/L
Benzene, 1-methyl... 12.79 4.8 ug/L
1H-Indene, 2,3-di... 12.97 17.4 ug/L
Nopyl acetate 13.03 3.1 ug/L
Benzene, 2-ethyl-._._. 13.09 5.4 ug/L
Benzene, 2-etheny... 13.13 44 _0 ug/L
3,4-Dimethylcumene 13.51 8.4 ug/L
Benzene, 1,4-dime... 13.64 4.1 ug/L

SOMULMO50118WMA_.M Tue May 08 10:51:45 2018

RT EstConc Units Response

61641
123913
74217
274922
206165
389110
61807
183785
478631
1017910
254477
64312
762400
116122
416569
75280
128525
1055850
202262
98244

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

|#

WWWWWWWWWWWwWwWwwWwwwwwwN

W:\HPCHEM1\MSVOA_U\METHOD\SOMULMO50118WMA _M

RT

1117190
1200020
1200020
1200020
1200020
1200020
1200020
1200020
1200020
1200020
1200020
1200020
1200020
1200020
1200020
1200020
1200020
1200020
1200020
1200020
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