LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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 = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
Title : VOC Analysis

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.398 63 70 81 rvB 115998 113596 15.22% 1.096%
2 1.672 147 155 171 rVB 83610 104297 13.97% 1.006%
3 1.749 174 179 193 rVB2 9246 12805 1.72% 0.124%
4 1.938 235 238 250 rvB4 2988 3626 0.49% 0.035%
5 2.189 310 316 325 rVB5 2546 3611 0.48% 0.035%
6 2.270 330 341 354 rBvY 163861 243562 32.63% 2.350%
7 2.450 386 397 414 rBvV 24378 44542 5.97% 0.430%
8 2.839 505 518 530 rvB 6339 13055 1.75% 0.126%
9 2.993 555 566 578 rvB2 3710 7542 1.01% 0.073%
10 4.176 919 934 968 rBvY 84121 233022 31.21% 2.248%
11 4.646 1061 1080 1100 rBvV 125258 287099 38.46% 2.770%
12 5.080 1203 1215 1229 rVB5 4557 10609 1.42% 0.102%
13 5.257 1257 1270 1273 rBVv4 4337 7765 1.04% 0.075%
14 5.337 1274 1295 1320 rVB2 256128 746546 100.00% 7.202%
15 5.485 1329 1341 1352 rVVv6 5452 11241 1.51% 0.108%
16 5.552 1352 1362 1376 rVB6 4030 8761 1.17% 0.085%

17 5.884 1451 1465 1491 rBV 245038 481873 64.55% 4.648%
18 6.331 1589 1604 1616 rBV 174376 347278 46.52% 3.350%

19 6.533 1657 1667 1677 rVB3 2211 3827 0.51% 0.037%
20 6.739 1716 1731 1742 rBV2 20240 40051 5.36% 0.386%
21 6.903 1770 1782 1794 rBV3 19551 37468 5.02% 0.361%
22 7.102 1835 1844 1850 rBV5 2739 4127 0.55% 0.040%
23 7.151 1851 1859 1869 rVB4 4117 7355 0.99% 0.071%
24 7.228 1870 1883 1900 rBV 98681 191479 25.65% 1.847%
25 7.376 1918 1929 1937 rBV3 3252 5664 0.76% 0.055%
26 7.440 1937 1949 1964 rVB4 6694 13935 1.87% 0.134%
27 7.565 1964 1988 2005 rBV 345640 648625 86.88% 6.257%
28 7.707 2020 2032 2042 rBv4 26181 56884 7.62% 0.549%

29 7.848 2065 2076 2087 rBV 72338 120272 16.11% 1.160%
30 7.916 2087 2097 2114 rVB2 58504 108158 14.49% 1.043%

31 8.044 2117 2137 2148 rBV4 26539 52197 6.99% 0.504%
32 8.102 2148 2155 2164 rVB6 2480 4056 0.54% 0.039%
33 8.160 2164 2173 2184 rBV7 3412 7600 1.02% 0.073%
34 8.221 2187 2192 2200 rVB5 3041 4438 0.59% 0.043%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\

Data File : VvVU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : OFF Filtering: 5
Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100
Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method :
Title :
35 8.308
36 8.488
37 8.604
38 8.758
39 8.816
40 8.845
41 8.974
42 9.025
43 9.089
44 9.186
45 9.244
46 9.359
47 9.443
48 9.568
49 9.720
50 9.951
51 10.047
52 10.166
53 10.375
54 10.430
55 10.491
56 10.588
57 10.703
58 10.813
59 10.864
60 10.980
61 11.099
62 11.289
63 11.324
64 11.395
65 11.482
66 11.617
67 11.687
68 11.774
69 11.858
70 11.980
71 12.250

SOMULM122018WMA .M

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M

VOC Analysis
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M

: VOC Analysis

72 12.282 3450 3455 3466 rVB 80749 116982 15.67% 1.128%
73 12.353 3467 3477 3497 rBV2 170722 360074 48.23% 3.474%
74 12.536 3520 3534 3547 rVB3 34586 61031 8.18% 0.589%
75 12.649 3550 3569 3581 rBV2 69566 147284 19.73% 1.421%

76 12.719 3586 3591 3599 rvv4 12135 17929 2.40% 0.173%
77 12.787 3603 3612 3622 rVB3 31569 50721 6.79% 0.489%
78 12.877 3635 3640 3646 rBV2 8676 10581 1.42% 0.102%
79 12.922 3646 3654 3662 rBV2 51469 86090 11.53% 0.830%
80 13.121 3707 3716 3733 rVB2 169349 265893 35.62% 2.565%
81 13.195 3734 3739 3746 rVB3 12520 15481 2.07% 0.149%
82 13.237 3747 3752 3756 rBV2 5749 7549 1.01% 0.073%
83 13.404 3797 3804 3812 rBV2 29830 46742 6.26% 0.451%
84 13.456 3813 3820 3828 rVB2 43126 65680 8.80% 0.634%
85 13.510 3828 3837 3844 rBV2 92309 138733 18.58% 1.338%
86 13.729 3898 3905 3914 rVB5 19393 30351 4_.07% 0.293%
87 13.784 3918 3922 3933 rVB2 19844 28656 3.84% 0.276%
88 13.854 3935 3944 3958 rVB3 37303 64280 8.61% 0.620%
89 13.951 3959 3974 3985 rBV4 40270 83645 11.20% 0.807%
90 14.333 4085 4093 4111 rVB5 44958 113918 15.26% 1.099%
91 14.475 4132 4137 4146 rVB2 32735 44599 5.97% 0.430%
92 14.607 4171 4178 4189 rBV3 16760 26648 3.57% 0.257%
93 14.678 4190 4200 4227 rVB2 104462 204768 27 .43% 1.975%
94 14.861 4251 4257 4271 rBV7 13733 30512 4_.09% 0.294%
95 15.009 4298 4303 4309 rBV3 7405 10105 1.35% 0.097%
96 15.063 4312 4320 4333 rVB2 48899 91699 12.28% 0.885%
97 15.726 4520 4526 4537 rVB5 15019 23515 3.15% 0.227%
98 16.060 4621 4630 4639 rBV2 40687 69202 9.27% 0.668%
99 16.259 4686 4692 4696 rBV5 10866 14381 1.93% 0.139%
100 16.433 4740 4746 4759 rVB3 9265 15142 2.03% 0.146%
Sum of corrected areas: 10366310
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
VU028855.D

21 Dec 2018 03:33

MD/SY

J6513-11

5.0mL/MSVOA_U/WATER

47 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
VOC Analysis

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 1 Isopropyl Alcohol Concentration Rank 26

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

2.45 4.62 ug/L 44542 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 64
2 Isopropyl Alcohol 60 C3H80 000067-63-0 64
3 Isopropyl Alcohol 60 C3H80 000067-63-0 64
4 4-Penten-2-ol 86 C5H100 000625-31-0 9
5 Formamide 45 CH3NO 000075-12-7 5

Abundance Scan 397 (2.450 min): VU028855.D (-386) (-) m/z 45.10 100.00%
45
5000
3 41| 59 2.20 2.40 2.60 2.80
O b et e e b || /2 43.10 18 45%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #297: Isopropy! Alcohol
45
5000
2.20 2.40 2.60 2.80
m/z 41.10 7.23%
0 15 10 T3 gal 53 99
mz> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
45
2.20 2.40 2.60 2.80
5000 m/z 39.10 6.06%
0 15 19 21 31 38 41 59
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #294: Isopropyl Alcohol
45 2.20 2.40 2.60 2.80
m/z 59.10 4 _80%
5000
15 19 27 31 41 59
0'w'“l“'w'“lw'”|“'h'“'wﬁ'“l” AR RS RALRA KRN RARRS IR AR RSN RN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
VOC Analysis

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 (DEL) Alkane: Cyclic6.74 Concentration Rank 34

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

6.74 4.16 ug/L 40051 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 91
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 91
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 87
4 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 86
5 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 78

Abundance Scan 1731 (6.739 min): VU028855.D (-1716) (-) m/z 70.20 100.00%
]
55
5000
41
Al | 84 97 112 6.40 6.60 6.80 7.00
0...,....,....,....,.'...,...'.,...'! et e e e m/z 55.10 65.44%
m/z--> 10 20 30 50 70 80 90 100 110 120
Abundance #6789. Cyclopentane, 1,2,4-trimethyl-
70
55
5000
6.40 6.60 6.80 7.00
m/z 69.10 26.78%
o 23 22 \‘ .63 | 778 o9 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
70
55 ”I”"P'AI'A'P'”I'
6.40 6.60 6.80 7.00
5000 m/z 41.10 24 _80%
41
27
o 15 34 63 778 % 1
mz> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6833: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha.,...
70 6.40 6.60 6.80 7.00
55 m/z 42.10 15.27%
5000
41
27 ‘
o 15 |j3allla7 ] 63 [ 778 o1 9 12 A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Cyclic6.90 Concentration Rank 36

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

6.90 3.89 ug/L 37468 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 91
2 Cyclopentane, 1,2,3-trimethyl- 112 C8H16 002815-57-8 91
3 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 91
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 64
5 2H-Pyran-2,6(3H)-dione, dihydro-... 142 C7H1003 004160-82-1 59

Abundance Scan 1781 (6.900 min): VU028855.D (-1770) (-) m/z 70.10 100.00%
70
55
5000 41
84
I | 77 || o7 112 6.60 6.80 7.00 7.20
) SN 1 S 1| NSNS /NS | S S I m/z 55.10 76.99%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6834: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
56 70
41
5000
7 6.60 6.80 7.00 7.20
84 112 m/z 56.10 72 .26%
I Ll osol sl 7 | o
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
56 70
6.60 6.80 7.00 7.20
5000 m/z 41.10 41.11%
41
84 112
27 77 97
G R R R LS RS LA R RN AL BASS RRRRE B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6835: Cyclopentane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
56 70 6.60 6.80 7.00 7.20
m/z 69.10 38.70%
5000 41
27 84
112
0 "'I""I"'Mh""l't' FP""|§?" "??I'h"I"?ZI""II"'I' RS SRS AN AR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Cyclic7.71 Concentration Rank 24

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

7.71 5.00 ug/L 56884 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,l1-dimethyl- 112 C8H16 000590-66-9 87
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 87
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 81
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 59
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 59

Abundance Scan 2033 (7.710 min): VU028855.D (-2020) (-) m/z 97.10 100.00%
55 o7
5000 41 69
| ‘l | 112 7.40 7.60 7.80 8.00
S NS | | | PSS m/z 55.05 85.27%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #6749: Cyclohexane, 1,1-dimethyl-
o7
55
5000 41 69
7.40 7.60 7.80 8.00
27 m/z 69.10 51.07%
LB | w e 78 | 12
miz--> e A A S AR
Abundance
97
55
7.40 7.60 7.80 8.00
5000 " 69 m/z 41.10 42.32%
o 15 2 63 | 77 84 a1 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6750: Cyclohexane, 1,1-dimethyl-
o7 7.40 7.60 7.80 8.00
5 m/z 56.10 41.07%
5000 41 69
27
SR A OO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 (DEL) Alkane: Cyclic7.92 Concentration Rank 12

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

7.92 9.50 ug/L 108158 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 96
2 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 95
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 95
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 94
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 94

Abundance Scan 2098 (7.919 min): VU028855.D (-2087) (-) m/z 97.15 100.00%
55 g7
5000
4l 112
7.60 7.80 8.00 8.20
o...,....,....,....i....,.':!.,....,...77,.”..??...',....,.-...,. m/z 55.10 89.91%
m/z--> 10 20 30 40 50 70 90 100 110 120
Abundance #6819: Cyclohexane, 1,2- d|methy| , trans-
55 97
41
5000
o7 69 112 7.60 7.80 8.00 8.20
83 m/z 41.10 39.07%
S 502
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55 97
41 7.60 7.80 8.00 8.20
5000 m/z 56.10 35.98%
69 112
27 83
15 63 77 91
G R R AR LS RS AN AR RN LS SRS AR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6815: Cyclohexane, 1,2-dimethyl-, trans-
55 97 7.60 7.80 8.00 8.20
m/z 69.15 35.54%
5000 41
69 112
27 ‘
0 ...,.%?.,..J.h....,.k..,J..M,??Jl,..??,.h..,....,....,....,.
m/z--> 10 20 30 40 50 60 70 90 100 110 120 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 (DEL) Alkane: Cyclic8.04 Concentration Rank 27

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

8.04 4 .58 ug/L 52197 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 96
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
3 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 95
5 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 95

Abundance Scan 2136 (8.041 min): VU028855.D (-2117) (-) m/z 97.20 100.00%
55 g7
5000
41 69 112
I ‘ || 47 83 7.80 8.00 8.20 8.40
) SN [ NS NSS4 IR | S . m/z 55.10 88.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6818: Cyclohexane, 1,4-dimethyl-, trans-
55 o7
5000 41
112 7.80 8.00 8.20 8.40
27 69 a3 m/z 112_.20 31.55%
s Ul el el
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55 97
7.80 8.00 8.20 8.40
5000 m/z 56.10 28.97%
41
69 112
27
0 15 63 778 o
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6813: Cyclohexane, 1,3-dimethyl-, trans-
55 97 7.80 8.00 8.20 8.40
m/z 41.10 28.53%
5000 41 112
o7 69
s U sl el n® ol |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40

SOMULM122018WMA .M Fri Dec 21 18:26:33 2018 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 (DEL) Alkane: Cyclic8.49 Concentration Rank 31

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

8.49 4_.30 ug/L 48906 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 95
2 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 91
3 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 91
4 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 87
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 72

Abundance Scan 2276 (8.491 min): VU028855.D (-2264) (-) m/z 55.10 100.00%
55 97
5000 41 70 83
112
|| ‘ 63 Il 8.20 8.40 8.60 8.80
L ot L[S 11| Reh-2-a 11 [ 11 WMV RS m/z 97.10 85.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6799: Cyclohexane, 1,2-dimethyl-, cis-
55
97
5000 41
0 8 112 8.20 840 860 8.80
27 m/z 83.10 47 .50%
) SN BN § SN SR S <871 L[ S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
55 97
8.20 8.40 8.60 8.80
5000 41 m/z 70.10 46.34%
70 83 112
27
15 63 77 91
G R R R LS RS AN AR RN LS SRS AR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6802: Cyclohexane, 1,2-dimethyl-, cis-
55 8.20 8.40 8.60 8.80
m/z 41.10 43_.35%
4 97
5000
. 70 83 112
oL 1B H ‘\47 63“‘ 77 (| o1
m/z--> 10 20 30 40 50 60 7'0 80 90 100 11'0 120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 (DEL) Alkane: Cyclic8.60 Concentration Rank 14

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

8.60 8.36 ug/L 95190 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 95
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 91
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 90
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 81
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 64

Abundance Scan 2310 (8.601 min): VU028855.D (-2299) (-) m/z 111.20 100.00%
111
69
5000 55
4‘1 83 SN N A Se—
| 8.20 8.40 8.60 8.80 9.00
95
Ob e el el 99126 m/z 69.10 82.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11598: Cyclohexane, 1,1,3-trimethyl-
111
69
5000 a S
83 8.20 8.40 8.60 8.80 9.00
27 m/z 55.10 43.98%
0 A \“\48“\62“\ ‘ % 103 | 126
LA N A B o i e R e ARBARREREERE Eae
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69 111
8.20 8.40 8.60 8.80 9.00
5000 41 55 m/z 41.10 29.86%
83
27
15 95 126
Ot T T T T T T T T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11600: Cyclohexane, 1,1,3-trimethyl-
69 111 8.20 8.40 8.60 8.80 9.00
m/z 83.10 24 _52%
55
5000 a1
83
27
o ysalll e | ‘ %102 | 126
T T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.20 8.40 8.60 8.80 9.00

SOMULM122018WMA .M Fri Dec 21 18:26:35 2018

Page: 12



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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: Cyclic8.84 Concentration Rank 46

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

8.84 2.55 ug/L 28985 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 91
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 90
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 86
4 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 86
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 83

Abundance Scan 2384 (8.839 min): VU028855.D (-2380) (-) m/z 69.10 100.00%
69 111
55
5000
a1 126
83
| || | 97 | 8.60 8.80 9.00 9.20
Obrrrrrrrreer et e e e e e e || MZz 111.15 0 98.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11582: Cyclohexane, 1,2,4-trimethyl-
69
111
55
5000 41 ....,....,....,....,4\..
126 8.60 8.80 9.00 9.20
84 m/z 55.05 65.01%
0 15 L 1 T | T A \ | ‘
R B e B L e RS RRRES S RE s s L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
69 111
55 8.60 8.80 9.00 9.20
5000 41 m/z 126.15 33.46%
126
27
14 62 77 8 o7
o R AN} MBS F4 VPR | MO | MRS NSNS (M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11636: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69 8.60 8.80 9.00 9.20
111 m/z 41.10 28.74%
55
5000 41
126
27 83
0 ..,.??.,..JJ,...ﬂ;ﬂ...rﬂ.ﬂ.ﬁ%uhl....,.H..,..?7,....,l...,..u.,”.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.60 8.80 9.00 9.20

SOMULM122018WMA .M Fri Dec 21 18:26:35 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Pentalene, octahydro- Concentration Rank 38

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

9.19 3.45 ug/L 39246 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene, octahydro- 110 C8H14 000694-72-4 87
2 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 74
3 4-Methyl-2-pentyne 82 C6H10 021020-27-9 72
4 1,4-Hexadiene 82 C6H10 000592-45-0 72
5 trans-1,4-Hexadiene 82 C6H10 007319-00-8 64

Abundance Scan 2493 (9.189 min): VU028855.D (-2487) (-) m/z 67.10 100.00%
67
5000 82 E
4l 54 8.80 9.00 9.20 9.40 9.60
| Il 95 10 207 ' ' ' :
bl el e | M/z 82.10  47.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5940: Pentalene, octahydro-
67
5000 82
8.80 9.00 9.20 9.40 9.60
41 m/z 41.10 14.18%
27 | ﬁ4 95 110
N R I L B W B W AR AR N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67
82 8.80 9.00 9.20 9.40 9.60
5000 m/z 68.10 11.55%
41
27 54 95 110
L L L L S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1205: 4-Methyl-2-pentyne
1 6 8.80 9.00 9.20 9.40 9.60
m/z 81.10 11.50%
5000 82
15 2 53
0! e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60

SOMULM122018WMA .M Fri Dec 21 18:26:36 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Cis-bicyclo[4.2_.0]octane Concentration Rank 35

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

9.36 4_.00 ug/L 45509 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cis-bicyclo[4.2.0]octane 110 C8H14 028282-35-1 62
2 Bicyclo[3.2.1]octane 110 C8H14 006221-55-2 62
3 Bicyclo[2.2.2]octane 110 C8H14 000280-33-1 55
4 Acetic acid, trifluoro-, cyclohe... 196 C8H11F302 001549-45-7 50
5 Cyclopentene, 1-methyl- 82 C6H10 000693-89-0 49

Abundance Scan 2546 (9.359 min): VU028855.D (-2527) (-) m/z 82.10 100.00%
67 8p
55
5000 41
97 110
I T e,
0 bt bl L LU L Tm/z 67.10  99.50%
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5955: Cis-bicyclo[4.2.0]octane
67 82
54
5000
9.00 9.20 9.40 9.60
m/z 81.10 71.51%
95 110
0"P'”I”'W'”'P'”fLMW'J'P'”H“"'A'P'“I”'W'”'P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
67 82
a1 9.00 9.20 9.40 9.60
0
5000 - 54 110 m/z 55.05 64 .86%
95
75
G R R A AR RS RN RS AR RARSS RARAN SRS RRARS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5925: Bicyclo[2.2.2]octane
67 9.00 9.20 9.40 9.60
81 m/z 41.05 47 .69%
110
5000 54
“ 95
0"P'”I“'W'“'P"W“L'P'”“7ﬂwh'”l”'ﬁ'”'P'”l”'W'”
m/z--> 10 40 50 60 70 80 90 100 110 120 130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 (DEL) Alkane: Cyclic9.72 Concentration Rank 23

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

9.72 5.05 ug/L 57475 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 90
2 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 87
3 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 83
4 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 80
5 Sulfurous acid, cyclohexylmethyl... 388 C22H4403S 1000309-22-3 72

Abundance Scan 2658 (9.720 min): VU028855.D (-2640) (-) m/z 97.10 100.00%
55 97
5000
41 69
126
| ‘I 81 | 111 | 9.40 9.60 9.80 10.00
Obrrprrrr e ettt s i A b | M/Zz 55,10 85.40%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl- M\/\/\
97
55

5000 ..,....,.... 2
9.40 9.60 9.80 10.00

m/z 69.10 28.49%

126
0 i \‘ 8 Y
,,,,,,,,,,,,,
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance
55 97
9.40 9.60 9.80 10.00
5000 m/z 41.10 25.26%
41
29 69 126
15 81 111
oS N 11| SN SO T FPRSMD | SN A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11575: 1-Ethyl-4-methylcyclohexane e RERaE
55 97 9.40 9.60 9.80 10.00
m/z 126.20 16.73%
5000
41 69 126
0 34 ||| 48 || 62 8} 90 ||| 104111118
SR NS 0] i RS0 2 M0 S e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Pentalene, octahydro-2-methyl- Concentration Rank 19

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

9.95 6.41 ug/L 72999 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 53
2 1H-Indene, octahydro-, cis- 124 C9H16 004551-51-3 52
3 Cyclohexene,3-propyl- 124 C9H16 003983-06-0 43
4 C2H5CH=CHCH=CH2 82 C6H10 000592-48-3 43
5 Bicyclo[2.2.1]heptane, 2-ethyl- 124 C9H16 002146-41-0 43

Abundance Scan 2730 (9.951 min): VU028855.D (-2710) (-) m/z 67.10 100.00%
67 81
5000
41 96
| ”| | | 109 124 9.60 9.80 10.00 10.20
0 ..,....,....,....;:'...,I.'...,..'.' TR [ | Y AR . m/z 81.10 80.53%
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #10701: Pentalene, octahydro-2-methyl-
81
67
5000 4l 96
9.60 9.80 10.00 10.20
55 m/z 82.10 76.81%
124
0 ..|....|....|....kl“ ﬂ%.kk. i “‘|7.NJ‘J..§?..M.|....‘.%%?l.l..l..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
o7 81

96 9.60 9.80 10.00 10.20
5000 a1 m/z 96.10 33.46%

27 54 124
15 74 89 109
O T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10647: Cyclohexene,3-propyl-
81

9.60 9.80 10.00 10.20
m/z 41.10 28 .94%

5000
67
‘ 95 124
15 \\ “ H\ L, 74\‘ ‘H 109 ‘

m/z--> 10 20 30 40 50 70 80 90 100 110 120 130 960 980 10. 00 10 20

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Cyclohexane, 2-propenyl- Concentration Rank 40

R.T. EstConc Area Relative to ISTD R.T.
10.05 3.19 ug/L 36276 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 62
2 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 52
3 Cyclohexane, propyl- 126 C9H18 001678-92-8 52
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 52
5 Cyclohexanemethanol 114 C7H140 000100-49-2 47

Abundance Scan 2761 (10.051 min): VU028855.D (-2749) (-) m/z 55.10 100.00%
55 83
67
5000 41 97
126 A'”'P'”I”'W'”'P'
109 9.80 10.00 10.20 10.40
01 m/z 83.10 86 .76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10662: Cyclohexane, 2-propenyl-
55
83
5000 41
67 9.80 10.00 10.20 10.40
. ‘ m/z 82.10 84 .83%
0 ..,.1f4..,...‘.‘,....;w...,u‘li.,..wi,?f‘.‘.u‘.:..,.36.,...19,9...,1.2:‘.1.,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
83
55
9.80 10.00 10.20 10.40
5000 a1 m/z 81.05 71.81%
67
27 126
0 'w'"'|“"|"'w""|“"|"'w'?§'|”"9}'28"'}}%"|"“|"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11533: Cyclohexane, propyl-
83 9.80 10.00 10.20 10.40
m/z 67.10 58.98%
5000 41
27 67 126
0'wﬁal“jm“'h“-wﬂ“w“jm'”w'tw'gz'“w'“'w“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.80 10.00 10.20 10.40

SOMULM122018WMA .M Fri Dec 21 18:26:40 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 3-0Octyne, 2-methyl- Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
10.38 3.24 ug/L 33535 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octyne, 2-methyl- 124 C9H16 055402-15-8 64
2 3-Octyne, 2-methyl- 124 C9H16 055402-15-8 50
3 3-Octyne, 5-methyl- 124 C9H16 062108-33-2 50
4 Cyclooctene, 3-methyl- 124 C9H16 013152-05-1 49
5 2-Ethylidenecyclohexanone 124 C8H120 001122-24-3 49
Abundance Scan 2863 (10.379 min): VU028855.D (-2851) (-) m/z 67.10 100.00%
67
82
5000
| | | || 109 124 10.00 10.20 10.40 10.60
0 ..,....,....,:-...,.'.'..,..'!.',....,....,-.'.-..,....',....,.!..,.. m/z 82.10 66.89%
m/z--> 20 30 60 100 110 120 130
Abundance #10633. 3- Octyne, 2- methyl
67
82
5000
41 95 10.00 10.20 10.40 10.60
109 124 m/z 81.10 64 .39%
0 / ‘M\ s \w ‘ ‘
”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'
m/z--> 20 30 40 80 90 100 110 120 130
Abundance
67
10.00 10.20 10.40 10.60
5000 41 82 m/z 95.10 27.02%
28 55 N
109
o 3B 47 75 89 | 103 124
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10627: 3-Octyne, 5-methyl-
67 10.00 10.20 10.40 10.60
a1 o5 m/z 96.10 25.51%
81
5000 27 53
109
O 1 1 Y e
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 1H-Indene, octahydro-, trans- Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
10.49 4.21 ug/L 43557 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, octahydro-, trans- 124 C9H16 003296-50-2 74
2 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 49
3 Cyclopentane, pentyl- 140 C10H20 003741-00-2 46
4 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 35
5 4-Octene, 2,6-dimethyl-, [S-(2)]- 140 C10H20 062960-77-4 35
Abundance Scan 2898 (10.491 min): VU028855.D (-2891) (-) m/z 69.10 100.00%
I
4l 125
5000 82  os
||| “‘| ||| |‘ 11 | o 10.20 10.40 10.60 10.80
0'W'”W“'W“”i””P'”Pm'P”LPmWhJW”'J”“I”LP'“L”'I m/z 55.10 80.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10694: 1H-Indene, octahydro-, trans-
67
81
5000 96 SRR SSNRRA BN SUNE
a 124 10.20 10.40 10.60 10.80
55 m/z 67.10 77.80%
0"|}ﬂ'|'”'|'”'|'“'|'“'|'“'|'“'|'“§?"“|"}29"w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
69
41 g
10.20 10.40 10.60 10.80
5000 m/z 70.10 67.59%
29 125
83
97 111 140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17982: Cyclopentane, pentyl-
1 55 69 10.20 10.40 10.60 10.80
m/z 41.10 58.77%
5000 83
29
97
LA | w
0'w'“w'”w'”'V“'NL'v”'““'v“'w”lw'“ﬂ'“w'“w'“L'“l SRR SSNRA BN SUNE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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, propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.59 20.53 ug/L 212551 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 87
2 Benzene, propyl- 120 C9H12 000103-65-1 87
3 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
4 Benzene, propyl- 120 C9H12 000103-65-1 76
5 Benzene, (ethenyloxy)- 120 C8H80 000766-94-9 58
Abundance Scan 2929 (10.591 min): VU028855.D (-2917) (-) m/z 91.05 100.00%
o
5000
s i 1070 10020 1080 1080 1150
51 105 20 10.49 10.60 10.80 11.
Obrrrprrrreter bt e e 2 e raei || mM/z 120.20  22.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9408: Benzene, propyl-
91
5000 RIS LR SN
10.20 10.40 10.60 10.80 11.00
120 m/z 92.10 10.68%
39 65 105 |
0'”P”'L”'J”JPJ'P”'P”'P“"“"”"“"”"”W'”W'“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91
10.20 10.40 10.60 10.80 11.00
5000 m/z 65.10 9.84%
120
oL15 39 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #70358: N-Benzyl-2-phenethylamine /\, R a B AR
o 10.20 10.40 10.60 10.80 11.00
m/z 78.10 6.11%
5000 120
65
oL15 39 105 | 134 209
m/z--> 20 40 60 éo 160 120 140 160 180 200 220 240 260 280 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 1H-Indene, octahydro-, cis- Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
10.98 2.63 ug/L 27197 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, octahydro-, cis- 124 C9H16 004551-51-3 91
2 1H-Indene, octahydro-, cis- 124 C9H16 004551-51-3 90
3 Propylidencyclohexane 124 C9H16 002129-93-3 76
4 Cyclohexene,l-propyl- 124 C9H16 002539-75-5 59
5 Bicyclo[3.3.1]nonane 124 C9H16 000280-65-9 59
Abundance Scan 3050 (10.980 min): VU028855.D (-3040) (-) m/z 81.10 100.00%
il
67 96
5000
41 55
124 207 10.60 10.80 11.00 11.20
o m/z 67.10 68.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10675: 1H-Indene, octahydro-, cis-
67 81 96
41
5000
27 54 124 10.60 10.80 11.00 11.20
m/z 82.10 66 .59%
0 - "”Hh' "|}9?'|"' L UL LY S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
67 81 96
10.60 10.80 11.00 11.20
5000 m/z 96.20 66 .50%
41 55 124
27
15 109
G L L I S U S S B B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10641: Propylidencyclohexane
67 81 10.60 10.80 11.00 11.20
m/z 55.10 24 _.23%
41
5000 55
% o 124
e L L I S L S S BN S S NN SUNIL SRR I
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Benzene, (2-methylpropyl)- Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
11.29 3.64 ug/L 37674 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (2-methylpropyl)- 134 C10H14 000538-93-2 90
2 Benzene, (2-methylpropyl)- 134 C10H14 000538-93-2 87
3 Benzene, butyl- 134 C10H14 000104-51-8 80
4 Benzene, (2-methylpropyl)- 134 C10H14 000538-93-2 78
5 Benzene, butyl- 134 C10H14 000104-51-8 72

Abundance Scan 3146 (11.289 min): VU028855.D (-3129) (-) m/z 91.10 100.00%

o

5000 s A /\ f

43 5 5 4 105 117124 11.00 11.20 11.40 11.60
) N N o POROPY PP PN | PRI ik R m/z 92.10 55.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14849: Benzene, (2-methylpropyl)-
91
5000 ---|--‘--|----|----|-’-"-(\
134 11.00 11.20 11.40 11.60
43 o5 m/z 134.10 27 .57%
21 ||| Sls8 77 105 115
Ot e T T T T e T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
91
R RAREE EEE m
11.00 11.20 11.40 11.60
5000 m/z 65.10 11.34%
134
43 65
ol 15 27 51 58 77 103 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14824: Benzene, butyl-
91 11.00 11.20 11.40 11.60
m/z 43.10 7.97%
5000
134
65 105
o 183 B Slegg [ B | FPus |
T T T T T T T R T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Benzene, (1-methylpropyl)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.32 10.98 ug/L 113682 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 91
2 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 91
3 Benzene, 1-methyl-2-propyl- 134 C10H14 001074-17-5 91
4 Oxirane, 2-methyl-2-phenyl- 134 C9H100 002085-88-3 87
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 87
Abundance Scan 3156 (11.321 min): VU028855.D (33150) ) m/z 105.10 100.00%
105
5000
77 134 1100 11.20 11.40 1160
51 : : : :
Obrrrrrrerer e o Sr 8395 ) WS13 | L7934 20 15. 65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14848: Benzene, (1-methylpropyl)-
105
5000 AR AN AR SRR
11.00 11.20 11.40 11.60
g1 134 m/z 77.10 11.90%
77
ol 15 27 39 Slgges | . 119
LR LRI UL NI IR IR NN LA LN SRS BRASE SRS BARRE B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
11.00 11.20 11.40 11.60
5000 m/z 106.05 8.94Y%
134
27 77 91
o 39 Slgg65 98 119127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14855: Benzene, 1-methyl-2-propyl- e e e
105 11.00 11.20 11.40 11.60
m/z 79.10 8.68%
5000
134
o 15 27 39 sisges 1 9] 19157 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 o-Cymene Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
11.69 4._.22 ug/L 43685 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cymene 134 C10H14 000527-84-4 97
2 p-Cymene 134 C10H14 000099-87-6 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
4 p-Cymene 134 C10H14 000099-87-6 95
5 o-Cymene 134 C10H14 000527-84-4 94
Abundance Scan 3271 (11.691 min): VU028855.D (-3260) (-) m/z 119.10 100.00%
119
5000
91 134
39 57 65 77 103 ‘ 11.40 11.60 11.80 12.00
Obreperrprerrrrr e et bbb e e 20 | m/Zz 134.10 29 .88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14811: o-Cymene

5000
11.40 11.60 11.80 12.00

m/z 91.10 24 .56%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance

119
11.40 11.60 11.80 12.00
5000 m/z 117.10 14.51%
91 134
27 41 51 65 77 103

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14907: Benzene, 1-methyl-3-(1-methylethyl)-
119

11.40 11.60 11.80 12.00
m/z 115.10 11.12%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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, 1,2-diethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.77 19.38 ug/L 200666 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 86
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 83
3 Benzene, cyclopropyl- 118 C9H10 000873-49-4 59
4 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 50
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 50

Abundance Scan 3296 (11.771 min): VU028855.D (-3282) (-) m/z 117.10 100.00%
117
105
5000
91 134
39 51 63 77 150 007 11.40 11.60 11.80 12.00
o} R B s m/z 119.10 56.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14837: Benzene, 1,2-diethyl-
105
119
5000 91 134
11.40 11.60 11.80 12.00
77 m/z 105.10 54 _.23%
27 39 51 65 ‘
0 ..1‘.5|.‘.‘. "I""‘r"l“"";“I"w"l‘“' "l‘l""'l""l""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
11.40 11.60 11.80 12.00
5000 o1 m/z 118.10 51.13%
39 51 65 _g 103
S S S I SR WL L S L LN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8966: Benzene, cyclopropyl- e e e A
117 11.40 11.60 11.80 12.00
m/z 115.05 37.41%
5000 91
39 51 63
77 103
LT Y N O WY e |
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
12.25 4_.56 ug/L 47204 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
2 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91
4 p-Cymene 134 C10H14 000099-87-6 91
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91
Abundance Scan 3445 (12.250 min): VU028855.D (-3438) (-) m/z 119.10 100.00%
119
5000
134
39 515565 77 91 105 12.00 12.20 12.40 12.60
Obrrrrrrr e et bt e e m/z 134.15  30.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14871: Benzene, 1,2,4,5-tetramethyl-
119
134
5000
12.00 12.20 12.40 12.60
2 o1 m/z 117 .05 10.29%
0 27 | Slsg 6\ 7\? ‘ 105 \ 127 |,
mz-> 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 134 m/z 120.10 9.96%
39 77 9
ol 15 21 51 5g 65 98 105 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14868: Benzene, 1,2,3,4-tetramethyl-
119 12.00 12.20 12.40 12.60
m/z 91.10 9.27%
134
5000
91
0 2\7 3\9\ 5\1\586\5 7\7 ‘ 105 \\\127\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Benzene, (2-methyl-1-propen... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.28 11.30 ug/L 116982 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 91
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90
3 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 90
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 90
5 Indan, l-methyl- 132 C10H12 000767-58-8 90
Abundance Scan 3454 (12.279 min): VU028855.D (-3450) (-) m/z 117.10 100.00%
117
5000 132
91
39 51 6377 | 104 125, 12.00 12.20 12.40 12.60
0”,””,””,”.ﬁ”.¢”nwﬂhw.m“.”h.”.“n.“.H“.%ph”“ m/z 132.10 44 _19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14070: Benzene, (2-methyl-1-propenyl)-
117
132
5000 91 AR RARAN AR SRR
12.00 12.20 12.40 12.60
39 51 65 m/z 115.10 36.03%
15 27 | 58 103 I
0“|“'w'”w'”'w'“l“'HH“w'“'w'”w'“l”'w'“w'“”w'“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
ur
12.00 12.20 12.40 12.60
5000 o1 m/z 131.10 16.52%
o 15 27 39 516 7 9g 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14095: Benzene, (1-methyl-1-propenyl)-, (2)-
117 12.00 12.20 12.40 12.60
m/z 91.10 15.98%
132
5000 o1
27 39 ‘ 77
0..,”..,.”.,.”.,u..th?ﬁ.m.w.:wnp..ﬂlh.. Nﬂ%lq.lh%%%wm...“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60

SOMULM122018WMA .M Fri Dec 21 18:26:50 2018 Page: 28



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Indan, l1-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.35 34.77 ug/L 360074 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 87
2 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 87
3 Benzene, 1l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 86
Abundance Scan 3476 (12.350 min): VU028855.D (-3467) (-) m/z 117.10 100.00%

117
5000
132 \
91 AR AR VA

39 59 57 65 77 | 102 | 12.00 12.20 12.40 12.60

o M "M N NSO MU MM S| BISATH . m/z 115.10 32.49%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14031: Indan, 1-methyl-
5000

12.00 12.20 12.40 12.60
m/z 132.15  28.04%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance

117
R e e RN S AE
12.00 12.20 12.40 12.60
5000 132 m/z 91.05 14.01%
91

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14056: Benzene, 1-ethenyl-3-ethyl-

12.00 12.20 12.40 12.60
m/z 118.10  10.24%

5000

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.54 5.89 ug/L 61031 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 94
2 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 93
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
4 Benzene, l-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 83
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 Cl11H14 006682-71-9 80
Abundance Scan 3535 (12.539 min): VU028855.D (-3520) (-) m/z 131.10 100.00%
131
5000
91
39 51 64 77 105 115 Il 1T6 12.20 12.40 12.60 12.80
Obrrrprrrrprrrrprredprere bt el el et | M/ 91.10 0 23.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131
5000
o1 12.20 12.40 12.60 12.80
115 146 m/z 115.05 15.10%
o 27 39 5L 6 77 03 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
12.20 12.40 12.60 12.80
5000 m/z 146.20 14.98%
91 146
15 27 39 51 64 49 103 10108
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131 12.20 12.40 12.60 12.80
m/z 133.05 14 .33%
146
5000
a 115
A R Y I |
Ot e e e e e e e
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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.65 14.22 ug/L 147284 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
Abundance Scan 3569 (12.649 min): VU028855.D (-3550) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 65 /7 | 105 148 12.40 12.60 12.80 13.00
Obrrprrrrprrrr et et e e e m/z 134.20 50.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119
134
5000
12.40 12.60 12.80 13.00
o1 m/z 91.10 16.83%
15 27 \4\1 51 6? 7\7 ‘ 195 | L
iz b % 3 40 8 60 70 8 80 100 110 120 130 140 180
Abundance
119
134 12.40 12.60 12.80 13.00
5000 m/z 133.10 10.54%
91
ol 15 27 39 51 65 77 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119 12.40 12.60 12.80 13.00
m/z 120.10 10.37%
134
5000
G A N
o) AR ....“ﬁ‘... .‘ﬁ‘.. SN YN YOSy AN 1| A || E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 30 Bicyclo[4.2.0]Jocta-1,3,5-tr... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.79 4.90 ug/L 50721 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[4.2.0]octa-1,3,5-triene, ... 146 C11H14 027087-54-3 89
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 89
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 89
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 89
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 89
Abundance Scan 3613 (12.790 min): VU028855.D (-3603) (-) m/z 119.10 100.00%
119 131
5000 91
148
77 105
39 51 64 207 12.40 12.60 12.80 13.00 13.20
(o} o B e m/z 131.10 96.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21684: Bicyclo[4.2.0]octa-1,3,5-triene, 7-isopropyl-
131
5000
91 146 12.40 12.60 12.80 13.00 13.20
0,
b7 39 51 g5 77 103 115 ‘ m/z 91.10 44 .14%
o4 | |‘| : I‘I\I |“i‘||‘l‘||‘i“|||‘l||“l‘| I‘I‘I le‘\l T I\wl T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
12.40 12.60 12.80 13.00 13.20
5000 m/z 148.20 31.04%
146
91
27 39 51 64 77 103 115
O+ e e T e T T
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131 12.40 12.60 12.80 13.00 13.20
146 m/z 146.20 27 .07%
5000 91
39 51 65 77 1 5115
P N T T O 1 Y
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Benzene, (3-methyl-2-butenyl)- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.92 8.31 ug/L 86090 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
2 Benzene, l-methyl-4-(1-methyl-2-_._. 146 C11H14 097664-18-1 94
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 94
4 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 94
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 93

Abundance Scan 3653 (12.919 min): VU028855.D (-3646) (-) m/z 131.10 100.00%
131
5000
o1 115 146
39 51 64 77 | 103 | I 12.60 12.80 13.00 13.20
Obrrrrr prredrr e i et prseli e et et el e | M/Z 146,15 28.81%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21631: Benzene, (3-methyl-2-butenyl)-
131
91 146
5000
12.60 12.80 13.00 13.20
m/z 91.05 22 .85%
o7 A 51 65 77 103 116
0.|...‘.‘|....‘l‘.‘...i‘..‘.5.8|.‘£‘.‘2‘|...‘.luu..‘lluulu‘l‘..ln‘l‘.ln.‘l‘il...ln‘.‘.lun
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
12.60 12.80 13.00 13.20
5000 m/z 115.05 19.78%
o1 146
39 5 77 e
ol 2’ 58 65 84 | 98105 | 123 | 139
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131 12.60 12.80 13.00 13.20
m/z 129.10 14.27%
146
5000
a 115
wn & 0 05 |l
(0L o B L LA I e B o o e R R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
: VOC Analysis

C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.12 25.68 ug/L 265893 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 95
2 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 87
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 87
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 87
5 Indan, l-methyl- 132 C10H12 000767-58-8 87

Abundance Scan 3716 (13.121 min): VU028855.D (-3707) (-) m/z 117.10 100.00%
117
5000 132
51 65 77 ot 12.80 13.00 13.20 13.40
39 : : : :
ol 103 207 m/z 132.10  39.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
o1 12.80 13.00 13.20 13.40
0
30 51 65 77 ‘ Lo ‘ m/z 115.10 29.79%
0 ||1|5||||||||“l‘|‘|“”||“|‘|||‘|||”|‘||l‘||‘l‘|‘|||||||||||||||||||||
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
117
12.80 13.00 13.20 13.40
5000 132 m/z 131.10 18.22%
91
15 27 39 51 65 77 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117 12.80 13.00 13.20 13.40
m/z 91.10 16.00%
5000 132
27 39 51 65 77 ‘
0"'Iﬂ"h”"Hw'JI”L'¥P'MIJW'I”"I”"I”"I”"
m/z--> 20 40 60 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
13.40 4_.51 ug/L 46742 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 97
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 95
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 95
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 94
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
Abundance Scan 3803 (13.401 min): VU028855.D (-3797) (-) m/z 131.10 100.00%
131
5000 146
91 115
39 51 65 77 105 13.00 13.20 13.40 13.60 13.80
o} m/z 146.20 38.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)-
131
146
5000 01
13.00 13.20 13.40 13.60 13.80
9 51 g 77 105 115 m/z 115.05 16.57%
I T v R N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
91 13.00 13.20 13.40 13.60 13.80
5000 m/z 129.10 14.98%
146
,; 39 51 77 115
. 15 63 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131 13.00 13.20 13.40 13.60 13.80
m/z 91.05 14.96%
5000 146

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 13.00 13.20 13.40 13.60 13.80

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.46 6.34 ug/L 65680 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 94
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
4 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 90

5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
Abundance Scan 3821 (13.459 min): VU028855.D (-3813) (-) m/z 131.10 100.00%
131
5000
146
91 115 13.20 13.40 13.60 13.80
39 51 6472 102 : : :
0 8l 162 m/z 146.15 26.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
5000
146 13.20 13.40 13.60 13.80
m/z 115.10 14.42%
27 39 51 g4 77 9 510
Obrrrprrre e rrryrrrethirre e el
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131
13.20 13.40 13.60 13.80
5000 146 m/z 129.10 13.38%
27 39 51 g3 77 9N MO
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131 13.20 13.40 13.60 13.80
m/z 91.10 11.69%
5000
146
27 39 115
0 15 > 6? 7\7 i 105 ‘\ \H\ ]
R B o AdARaassaasatnaa e et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
13.73 2.93 ug/L 30351 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 76
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 74
3 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 74
4 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 74
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 72
Abundance Scan 3905 (13.729 min): VU028855.D (-3898) (-) m/z 145.15 100.00%
145
5000
128 160
39 53 71 g2 91 105 119 13.40 13.60 13.80 14.00
o | TW/z 128.05  24.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30940: Naphthalene, 1,2,3,4-tetrahydro-1,8-dimethyl-
145
5000
13.40 13.60 13.80 14.00
160 m/z 160.05 15.43%
15 27 3 51 65 77 o1 105 11“? 128
o) ”\” |||‘| S N E— ‘:‘:n I\:\” T \”” ”\” S RS || PSSO | SN F—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
145
13.40 13.60 13.80 14.00
5000 m/z 146.10 11.63%
160

27 39 51 5 77 91 105115 128

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30907: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl-
145 13.40 13.60 13.80 14.00
m/z 119.15 10.61%
5000
160
15 27 39 51 3 77 91 1051 1%?
oL S N S A PSS VRSN WSSOV RAMSY(S PRSI / SRSAR| SN N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 37 Benzene, l-ethyl-4-(1-methy... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
13.78 2.77 ug/L 28656 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 64
2 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 62
3 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 59
4 1,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16 134329-46-7 58
5 Benzene, l-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 58
Abundance Scan 3921 (13.780 min): VU028855.D (-3918) (-) m/z 133.10 100.00%
133
145
5000
105 .9
39 51 63 77 91 160 207 13.40 13.60 13.80 14.00
(o} m/z 145.10 56.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22813: Benzene, 1-ethyl-4-(1-methylethyl)-
133
5000 105 LI SN I SRR
148 13.40 13.60 13.80 14.00
91 119 m/z 148.20 34.61%
27 4151 g5 /7 ‘
0 |||||‘|‘||‘|“||‘|‘||‘|‘|||M||||||‘i‘||‘i‘||||||||‘|||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
133
105 13.40 13.60 13.80 14.00
5000 o1 m/z 105.10 22 .94%
77 119 148
15 27 39 51 65
e L S S S WL I L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22812: Benzene, 1-ethyl-4-(1-methylethyl)- B AEE Em= s B
133 13.40 13.60 13.80 14.00
m/z 115.05 19.12%
5000
105 148
o1 119
1527 4151 65 77 || ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 38 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
13.85 6.21 ug/L 64280 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 93
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 90
4 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 90
5 2(1H)-Naphthalenone, 3,4-dihydro- 146 C10H100 000530-93-8 64
Abundance Scan 3943 (13.851 midr;): VU028855.D (-3935) (-) m/z 104.05 100.00%
104
5000 o1 146
1 181
39 51 g5 78 162 13.60 13.80 14.00 14.20
o Y PN P ,-||-. ! 207 m/z 146.15 43.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21666: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104
5000 146
91 13.60 13.80 14.00 14.20
131 m/z 91.10 36.49Y%
15 27 39 51 g3 77 115 ‘ 1
0 ||‘|||‘|‘| |‘|‘||“=‘| |‘l‘|||H|||‘l||H| |‘l“||‘l“i||“‘|“||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
104
' 13.60 13.80 14.00 14.20
5000 146 m/z 131.10 23.80%
91
131
. 57 39 51 g5 78 15
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #21664: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104 13.60 13.80 14.00 14.20
m/z 105.10 17 .55%
146
5000
91
131
78 115
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
: VOC Analysis

C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 39 1H-Inden-1-one, 2,3-dihydro... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.95 8.08 ug/L 83645 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 81

2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 76
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 76
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 76
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 76

Abundance Scan 3974 (13.951 min): VU028855.D (-3959) (-) m/z 131.10 100.00%
5000 145
91 117
39 51 65 77 105 160 13.60 13.80 14.00 14.20
O m/z 145.10 35.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21579: 1H-Inden-1-one, 2,3-dihydro-2-methyl-
131
146
5000 LA L L L L L B
103 117 13.60 13.80 14.00 14.20
m/z 146.10 34.68%
39 51 63 7
2 ]
0.”P”WHHPHWHHLHHLLPAHHJL”.H”.”.””P”qumpuwunp
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131
o1 13.60 13.80 14.00 14.20
5000 146 m/z 117.05 29.65%
39
27 51
15 65 77 103 115
04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131 13.60 13.80 14.00 14.20
m/z 91.10 24 .25%
91
5000
51 115 146
27 39 103 ‘
ouq}?“”wnjﬂ”qhnph.“H“”w””Nm.uhpmwhnpuw””“”q. EAAA MR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13. 60 13. 80 14. 00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 40 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .33 11.00 ug/L 113918 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 94
2 Benzene, 1-methyl-3-(1-methyl-2-.__. 146 C11H14 052161-57-6 90
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 90
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 87
Abundance Scan 4092 (14.330 min): VU028855.D (-4085) (-) m/z 131.10 100.00%
31
5000
146
o1 115
39 51 63 77 105 | 160 207 14.00 14.20 14.40 14.60
0 R m/z 146.10 32.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
5000
146 14.00 14.20 14.40 14.60
29 o1 115 m/z 115.05 21.49%
27 51
A Y| Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
14:00 14.20 14.40 14.60
5000 oL m/z 129.05 17.33%
116 146
27 39 51 65 77 105
ot e T
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #21646: 1H-Indene, 2,3—dihydro—l,2—dimethy|— l LI L L B
131 14.00 14.20 14.40 14.60

m/z 145.10 17.05%

5000
o1 146
115
27 39 51 63 77 ‘ 103 ‘ ‘
0 ‘ ‘ \‘\ I l I \‘\‘ i

m/z--> 20 40 60 80 100 120 140 160 180 200 14. 00 14 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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 41 1,5,6,7-Tetramethylbicyclo[... Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
14.48 4_.31 ug/L 44599 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16 134329-46-7 81
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 81
3 Benzene, pentamethyl- 148 C11H16 000700-12-9 81
4 Benzene, 1-(1,1-dimethylethyl)-3... 148 C11H16 001075-38-3 72
5 Benzene, pentamethyl- 148 C11H16 000700-12-9 72

Abundance Scan 4139 (14.481 min): VU028855.D (-4132) (-) m/z 133.15 100.00%
5000 148
91 115
39 51 65 79 160 14.20 14.40 14.60 14.80
Ol eyt b 08l Ty L2081 75794820 45.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22848: 1,5,6,7-Tetramethylbicyclo[3.2.0]hepta-2,6-diene
13
5000 A AR IR S R
148 14.20 14.40 14.60 14.80
105 m/z 145.15 28.63%
41 53 g5 19 117
0...|....|‘..‘.“.|.‘...Hluu‘.“.|.“l.‘.ml‘..‘.‘.|.‘.‘..|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
133
148 14.20 14.40 14,60 14.80
5000 m/z 115.10 11.47%
27 4 g3 g5 77 91 105117
O T T T T T T T T T T
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #22770: Benzene, pentamethy!l- R B e SR
133 14.20 14.40 14.60 14.80
m/z 134.10 11.26%
148
5000
L1527 4153 es 77 SL10Su7 |
mz-> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122018\
Data File : VU028855.D

Acq On : 21 Dec 2018 03:33

Operator : MD/SY

Sample : J6513-11

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
VOC Analysis

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Isopropyl Alcohol 2.45 4.6 ug/L 44542 1 5.89 481873 50.0
(DEL) Alkane: Cyc... 6.74 4.2 ug/L 40051 1 5.89 481873 50.0
(DEL) Alkane: Cyc... 6.90 3.9 ug/L 37468 1 5.89 481873 50.0
(DEL) Alkane: Cyc... 7.71 5.0 ug/L 56884 2 9.09 569319 50.0
(DEL) Alkane: Cyc... 7.92 9.5 ug/L 108158 2 9.09 569319 50.0
(DEL) Alkane: Cyc... 8.04 4.6 ug/L 52197 2 9.09 569319 50.0
(DEL) Alkane: Cyc... 8.49 4.3 ug/L 48906 2 9.09 569319 50.0
(DEL) Alkane: Cyc... 8.60 8.4 ug/L 95190 2 9.09 569319 50.0
(DEL) Alkane: Cyc... 8.84 2.5 ug/L 28985 2 9.09 569319 50.0
Pentalene, octahy... 9.19 3.5 ug/L 39246 2 9.09 569319 50.0
Cis-bicyclo[4.2.0... 9.36 4.0 ug/L 45509 2 9.09 569319 50.0
(DEL) Alkane: Cyc... 9.72 5.0 ug/L 57475 2 9.09 569319 50.0
Pentalene, octahy... 9.95 6.4 ug/L 72999 2 9.09 569319 50.0
Cyclohexane, 2-pr... 10.05 3.2 ug/L 36276 2 9.09 569319 50.0
3-Octyne, 2-methyl- 10.38 3.2 ug/L 33535 3 11.48 517759 50.0
1H-Indene, octahy... 10.49 4.2 ug/L 43557 3 11.48 517759 50.0
Benzene, propyl- 10.59 20.5 ug/L 212551 3 11.48 517759 50.0
1H-Indene, octahy... 10.98 2.6 ug/L 27197 3 11.48 517759 50.0
Benzene, (2-methy... 11.29 3.6 ug/L 37674 3 11.48 517759 50.0
Benzene, (1-methy... 11.32 11.0 ug/L 113682 3 11.48 517759 50.0
o-Cymene 11.69 4.2 ug/L 43685 3 11.48 517759 50.0
Benzene, 1,2-diet... 11.77 19.4 ug/L 200666 3 11.48 517759 50.0
Benzene, 1,2,4,5-... 12.25 4.6 ug/L 47204 3 11.48 517759 50.0
Benzene, (2-methy... 12.28 11.3 ug/L 116982 3 11.48 517759 50.0
Indan, 1-methyl- 12.35 34.8 ug/L 360074 3 11.48 517759 50.0
1H-Indene, 2,3-di... 12.54 5.9 ug/L 61031 3 11.48 517759 50.0
Benzene, 1,2,3,4-... 12.65 14.2 ug/L 147284 3 11.48 517759 50.0
Bicyclo[4.2.0]Joct... 12.79 4.9 ug/L 50721 3 11.48 517759 50.0
Benzene, (3-methy... 12.92 8.3 ug/L 86090 3 11.48 517759 50.0
Benzene, 2-etheny... 13.12 25.7 ug/L 265893 3 11.48 517759 50.0
Benzene, (1,2-dim... 13.40 4.5 ug/L 46742 3 11.48 517759 50.0
1H-Indene, 2,3-di... 13.46 6.3 ug/L 65680 3 11.48 517759 50.0
Naphthalene, 1,2,... 13.73 2.9 ug/L 30351 3 11.48 517759 50.0
Benzene, l-ethyl-_.. 13.78 2.8 ug/L 28656 3 11.48 517759 50.0
Naphthalene, 1,2,... 13.85 6.2 ug/L 64280 3 11.48 517759 50.0
1H-Inden-1-one, 2... 13.95 8.1 ug/L 83645 3 11.48 517759 50.0
1H-Indene, 2,3-di... 14.33 11.0 ug/L 113918 3 11.48 517759 50.0
1,5,6,7-Tetrameth... 14.48 4.3 ug/L 44599 3 11.48 517759 50.0
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