LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112018\
Data File : VU028295.D

Acq On : 20 Nov 2018 22:08

Operator : MD/SY

Sample - J5997-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMUTR111718WMA_M
Title = TRACE VOA SOM01.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.685 151 159 177 rVB2 58322 108743 1.58% 0.499%
2 2.277 332 343 353 rBvY 99136 153665 2.23% 0.704%
3 4.196 924 940 986 rBvY 97004 292614  4.24% 1.341%
4 4.653 1065 1082 1098 rBV 92766 207983 3.01% 0.954%
5 5.254 1251 1269 1281 rBV2 152887 379606 5.50% 1.740%
6 5.341 1281 1296 1304 rVv4 171539 477132 6.92% 2.187%
7 5.389 1306 1311 1325 rVVv 124603 235972 3.42% 1.082%
8 5.479 1326 1339 1350 rvv3 86389 191730 2.78% 0.879%
9 5.553 1350 1362 1376 rVB 61410 135304 1.96% 0.620%
10 5.887 1451 1466 1491 rBvV2 183053 358709 5.20% 1.645%

11 6.334 1591 1605 1616 rBV 120317 241876 3.51% 1.109%
12 6.871 1752 1772 1797 rBV2 33388 82907 1.20% 0.380%
13 7.231 1872 1884 1905 rBVv4 52131 132224 1.92% 0.606%
14 7.566 1971 1988 2001 rBV 208924 368666 5.34% 1.690%
15 7.710 2021 2033 2048 rBV5 43887 82664 1.20% 0.379%

16 7.858 2069 2079 2090 rBv4 43178 85805 1.24% 0.393%
17 8.315 2205 2221 2250 rBV 340116 644211 9.34% 2.953%
18 8.646 2313 2324 2348 rVB 513480 869364 12.60% 3.986%
19 9.090 2450 2462 2477 rBvV 271148 454884 6.59% 2.085%
20 9.186 2477 2492 2507 rVB2 77671 149467 2.17% 0.685%

21 9.296 2513 2526 2538 rBV 4635010 6899482 100.00% 31.631%
22 9.363 2538 2547 2577 rvv2 598225 1061658 15.39% 4._.867%
23 9.566 2599 2610 2623 rVB3 61509 103213 1.50% 0.473%
24 10.167 2782 2797 2820 rBV 1799750 2753943 39.92% 12.626%
25 10.431 2868 2879 2900 rVB2 89683 149707 2.17% 0.686%

26 10.588 2915 2928 2950 rBV 165741 294368 4.27% 1.350%
27 11.099 3070 3087 3093 rBV3 42921 75965 1.10% 0.348%
28 11.148 3093 3102 3114 rVB 230947 349538 5.07% 1.602%
29 11.292 3126 3147 3150 rBV 60751 102375 1.48% 0.469%
30 11.324 3150 3157 3174 rVB 203359 323271 4.69% 1.482%

31 11.479 3192 3205 3226 rVB3 374591 706720 10.24% 3.240%
32 11.688 3258 3270 3279 rBV2 88742 140798 2.04% 0.645%
33 11.765 3279 3294 3310 rVVvV2 850803 1522555 22.07% 6.980%
34 11.861 3312 3324 3341 rVB2 280525 468532 6.79% 2.148%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112018\
Data File : VU028295.D

Acq On : 20 Nov 2018 22:08

Operator : MD/SY

Sample - J5997-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - 0 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\SOMUTR111718WMA .M
TRACE VOA SOMO1.0

35 12.286 3439 3456 3466 rBV2 119532 202500 2.94% 0.928%
36 12.353 3466 3477 3496 rVvB2 322931 603288 8.74% 2.766%
37 12.537 3525 3534 3549 rVB2 42869 71494 1.04% 0.328%

38 13.122 3705 3716 3728 rBV2 94282 146287 2.12% 0.671%
39 13.289 3754 3768 3782 rBV 112408 183240 2.66% 0.840%

Sum of corrected areas: 21812460
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112018\
VU028295.D

20 Nov 2018 22:08

MD/SY

J5997-13

25_0mL/MSVOA_U/WATER

28 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA .M
TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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4.20

Ob—
Time-->

T
4.00

Abundance

4000000

3000000

2000000

1000000

6.

TIC: VU028295.D
9]30

10.17

D.36

UK 9.57

8.31

-\

7.57

, 9.09
7.23 ' 1.717.86

.59

]

11.76

1.48 1.86

Ob—
Time-->

9.50 10.00

7.50 8.00

8.50 11.00

T
7.00 9.00 10.50

11.50 12.00

Abundance

4000000

3000000

2000000

1000000

12.

TIC: VU028295.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112018\
Data File : VU028295.D

Acq On : 20 Nov 2018 22:08

Operator : MD/SY

Sample - J5997-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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 (DEL) Alkane: Cyclic5.25 Concentration Rank 4

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

5.25 5.29 ug/L 379606 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 87
2 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 86
3 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 43
4 5-Methyl-2-hexene,cé&t 98 C7H14 003404-62-4 38
5 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 38

Abundance Scan 1268 (5.251 min): VU028295.D (-1251) (-) m/z 56.10 100.00%
96
69
41 83
5000
50 ‘ % 5.00 5.20 5.40 5.60
S A ,‘??.'.l,....l,':.'..,....,.... m/z 55.10 83.26%
m/z--> 0 10 20 30 40 50 60 70 90 100
Abundance #3393: Cyclopentane, 1,1-dimethyl-
56
41 69
5000
83 500 520 5.40 5.60
27 m/z 69.10 73.06%
. 50|/ 63 ‘ 77 98
miz--> A A S N A
Abundance
56
i ® . 500 520 540 560
5000 m/z 41.10 61.48%
27
1 B 33 50 63 77 91 %
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1515: 2-Pentene, 3-methyl-, (2)-
4 5.00 5.20 5.40 5.60
69 m/z 83.10 61.14%
55
5000 a4
27
M | 49 ||l 63, | 77
m/z--> 0 10 20 3'0 40 5'0 60 7'0 8|0 90 100 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112018\
Data File : VU028295.D

Acq On : 20 Nov 2018 22:08

Operator : MD/SY

Sample - J5997-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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: Cyclic5.48 Concentration Rank 6

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

5.48 2.67 ug/L 191730 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 91
2 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 90
3 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 87
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 83
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 80

Abundance Scan 1339 (5.479 min): VU028295.D (-1326) (-) m/z 70.10 100.00%
56 70
41
5000
83
98 207 520 540 5.60 5.80
m/z 56.05 86 .33%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3405: Cyclopentane, 1,3-dimethyl-, cis-
56 70
41
5000
520 540 560 5.80
27 83 m/z 55.10 74.00%
s M \‘ 1l ‘ %8
i | |l i
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
56 70
41
520 540 5.60 5.80
5000 m/z 41.05 69.44%
27 83
98
mz> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3417: Cyclopentane, 1,3-dimethyl-, trans-
4 %7 520 540 560 5.80
m/z 69.05 29.67%
5000
27
83 o6
15
'%”"I”"I'”I"”I"”I"'W"'W""""P"'I”"
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 520 540 560 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112018\
Data File : VU028295.D

Acq On : 20 Nov 2018 22:08

Operator : MD/SY

Sample - J5997-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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: Cyclic5.55 Concentration Rank 10

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

5.55 1.89 ug/L 135304 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 95
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 91
3 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 90
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 90
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 86

Abundance Scan 1361 (5.550 min): VU028295.D (-1350) (-) m/z 70.10 100.00%
56 70
41
5000
83
98 5.20 5.40 5.60 5.80
...,....,....,....,....;l'...s,o.'.'|.,‘??.-:..7.7.',|....,..=!,.... m/z 56.10 91.93%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3394: Cyclopentane, 1,3-dimethyl-
56 70
41
5000
520 5.40 5.60 5.80
27 83 o5 m/z 55.10 76.51%
R S SULI IR UL .Fﬁ%H '|§§""??|"' UNEREE DR
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance
56 70
41
520 5.40 5.60 5.80
5000 m/z 41.05 66.98%
27 83
98
15 50 | 63 77
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3417: Cyclopentane, 1,3-dimethyl-, trans-
a1 56 70 520 5.40 5.60 5.80
m/z 69.05 35.82%
5000
27
83 o
2 sl sofl e b o | e |
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112018\
Data File : VU028295.D

Acq On : 20 Nov 2018 22:08

Operator : MD/SY

Sample - J5997-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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 1-Propanol, 2-(1-methyletho... Concentration Rank 15

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

6.87 1.16 ug/L 82907 1,4-Difluorobenzene 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 72
2 Ether, sec-butyl isopropyl 116 C7H160 018641-81-1 64
3 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 56
4 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 40
5 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 40

Abundance Scan 1772 (6.871 min): VU028295.D (-1752) (-) m/z 45.10 100.00%
45
5000
57 87 /\\
3 R
6.60 6.80 7.00 7.20
73
..,....,....,....',!...,..'.'!|,....,.'...?4...,....1,0.1...,....,.... m/z 43.10 52.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8861: 1-Propanol, 2-(1-methylethoxy)-
45
5000 R UL UL I UL
87 650 680 7.00 7'20
31 59 m/z 57.10 34.00%
18 ] 39 | 89 77 103 118
mz-> 10 % 30 40 50 60 70 80 90 100 110 130
Abundance
45
6.60 6.80 7.00 7.20
5000 m/z 41.05 33.36%
59 87
69 101 116
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8864: 1-Propanol, 2-(1-methylethoxy)-
45 6.60 6.80 7.00 7.20
m/z 87.10 30.16%
5000
87
31 59
"I'"'I'?$MIL"%%="'I$$"M'"??"??I""I""}Pﬁ'l""I"" IR A LA R A
m/z--> 10 20 30 40 50 60 70 80 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\VU112018\
Data File : VU028295.D

Acq On : 20 Nov 2018 22:08

Operator : MD/SY

Sample - J5997-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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: Cyclic7.71 Concentration Rank 19

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

7.71 0.91 ug/L 82664 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,l1-dimethyl- 112 C8H16 000590-66-9 91
2 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 91
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 91
4 Cycloheptane, bromo- 176 C7H13Br 002404-35-5 47
5 Cyclopentanecarboxylic acid, eth... 140 C8H1202 016523-06-1 43

Abundance Scan 2033 (7.710 min): VU028295.D (-2021) (-) m/z 97.20 100.00%
g7
55
41 69
5000
84 112 7.40 7.60 7.80 8.00
...,....,....,....L!:..,.':h.,...'!, Ll 0Ll 2 "m/z 55.05  75.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6745: Cyclohexane, 1,1-dimethyl-
o7
55
5000 69
41 7.40 7.60 7.80 8.00
m/z 69.10 59.34%
5 9 Il 63| 77 84 a1 112
miz--> 5 % % b % & 70 % % 10 110 1%
Abundance
97
55
7.40 7.60 7.80 8.00
5000 41 69 m/z 41.05 52.88%
27
15 63 77 84 o1 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6749: Cyclohexane, 1,1-dimethyl-
o7 7.40 7.60 7.80 8.00
55 m/z 56.10 40.48%
5000 41 69
27
5 || e e 778 o | 12
m/z--> 10 20 30 40 50 60 70 8IO 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\VU112018\
Data File : VU028295.D

Acq On : 20 Nov 2018 22:08

Operator : MD/SY

Sample - J5997-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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 4-Octanone, 5-hydroxy-3,6-d... Concentration Rank 3

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

8.65 9.56 ug/L 869364 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Octanone, 5-hydroxy-3,6-dimethyl- 172 C10H2002 062759-47-1 83
2 1-Hepten-4-ol, 4-methyl- 128 C8H160 001186-31-8 78
3 3-Hexanol, 2,3-dimethyl- 130 C8H180 004166-46-5 72
4 Hydrazine, 1,1-dipropyl- 116 C6H16N2 004986-50-9 72
5 3-Hexanol, 2,3-dimethyl- 130 C8H180 004166-46-5 56

Abundance Scan 2325 (8.649 min): VU028295.D (-2313) (-) m/z 45.05 100.00%
45
87
5000
69
57 8.40 8.60 8.80 9.00
e el T 201129 w7 43.10 0 66.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #39563: 4-Octanone, 5-hydroxy-3,6-dimethyl-
45
57
5000 87
69 8.40 8.60 8.80 9.00
a1 m/z 87.05 63.11%
\38‘\ L ‘ Il 97 116
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43 87
o0 550 880 500
5000 m/z 69.10 31.94%
69
u 55 79 % 110
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13719: 3-Hexanol, 2,3-dimethyl- LR T
45 87 840 860 8.80 9.00
m/z 41.10 28 .50%
5000
69
“\ in ‘H J | 97 1}5 130
m/z--> 10 2'0 30 40 50 60 7'0 80 90 100 110 120 130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112018\
Data File : VU028295.D

Acq On : 20 Nov 2018 22:08

Operator : MD/SY

Sample - J5997-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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 Pentalene, octahydro-, cis- Concentration Rank 12

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

9.19 1.64 ug/L 149467 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 90
2 Pentalene, octahydro- 110 C8H14 000694-72-4 90
3 Pentalene, octahydro-, cis- 110 C8H14 001755-05-1 78
4 4-Methyl-1,3-pentadiene 82 C6H10 000926-56-7 72
5 4-Methyl-1,3-pentadiene 82 C6H10 000926-56-7 64

Abundance Scan 2493 (9.189 min): VU028295.D (-2477) (-) m/z 67.10 100.00%
g7
5000 82
A 54 8.80 9.00 9.20 9.40 9.60
95 110 : : : : :
..,....,....|,|....,-.'!-..,6.2.-!!,..79.':'....,-..'..,19?..:....,. m/z 82.10 50.30%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #5986: Pentalene, octahydro-, cis-
67
5000 82
8.80 9.00 9.20 9.40 9.60
41 m/z 41.05 18.28%
‘ 54 110
'w'"w"'w"'w'$'w"'w"'wt"w'?éw"'w"'w'
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance
67
880 9.00 920 940 9.60
5000 82 m/z 39.10 17.93%
41
27 >4 95 110
mz> 20 30 40 50 60 70 80 90 100 110 120
Abundance #5984: Pentalene, octahydro-, cis- SRR e e e o B
67 8.80 9.00 9.20 9.40 9.60
m/z 79.10 14.91%
82
5000
41
54 110
3 e L et || 7s L 89 %102 |
m/z--> 20 30 40 50 60 70 8 90 100 110 120 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112018\
Data File : VU028295.D

Acq On : 20 Nov 2018 22:08

Operator : MD/SY

Sample - J5997-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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 n-Butyl ether Concentration Rank 1

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

9.30 75.84 ug/L 6899480 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Butyl ether 130 C8H180 000142-96-1 78
2 n-Butyl ether 130 C8H180 000142-96-1 72
3 Isobutyl ether 130 C8H180 000628-55-7 64
4 n-Butyl ether 130 C8H180 000142-96-1 53
5 Sulfurous acid, dibutyl ester 194 C8H1803S 000626-85-7 53

Abundance Scan 2527 (9.299 min): VU028295.D (-2513) (-) m/z 57.10 100.00%
g7
5000 /\\
41
87 9.00 920 9.40 9.60
Obrrrerre ek 8078|101 ms 130 ha a7 05 25.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13643: n-Butyl ether
57
5000 R AR R RSN AN
9.00 9.20 9.40 9.60
29 41 g7 m/z 56.10 15.16%
15 ‘ “‘ i 73 | 101 130
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
9.00 920 9.40 9.60
5000 m/z 87.10 15.01%
2 n
87
15 50 65 73 101 115 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13648: Isobutyl ether R R e e R
57 9.00 9.20 9.40 9.60
m/z 39.05 5.72%
5000
41
87
15 2\9 L. 50 ) 73 ‘ 101 130
m/z--> 10 20 30 Jo 50 60 70 80 90 100 110 120 150 ' .00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112018\
Data File : VU028295.D

Acq On : 20 Nov 2018 22:08

Operator : MD/SY

Sample - J5997-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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 unknown-01 Concentration Rank 16

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

9.57 1.13 ug/L 103213 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Azathymine 127 C4H5N302 000932-53-6 43
2 2,4,4,6-Tetramethyl-[1,3,2]dioxa... 142 C7H15B02 211613-23-9 40
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 38
4 Nonyl chloroformate 206 C10H19CIlO02 057045-82-6 35
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 30

Abundance Scan 2611 (9.569 min): VU028295.D (-2599) (-) m/z 43.10 100.00%
43 56
127
5000 69
|| || || g5 109 9.20 9.40 9.60 9.80
rerprrerprerer e e el e m/Z 56.10  86.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11658: 6-Azathymine
127
56
5000 SRR U R
9.20 9.40 9.60 9.80
‘ m/z 59.10 82.90%
84
“'P'”I“'M'“'%M”IMMW'”7ﬁ'“IJ'W'”?%'”I”'W'”lP'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43 59
127
9.20 9.40 9.60 9.80
5000 m/z 127.20 65.82%
85
31 69 101 113
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1494: Cyclopentane, methyl- S AN ——
56 9.20 9.40 9.60 9.80
m/z 69.05 50.42%
41
5000 69
84
“'P%?W'”'P'”I”""' “'W']?"”I“'W'”'P'“I”'W'”' SRR U R
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 : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112018\
Data File : VU028295.D

Acq On : 20 Nov 2018 22:08

Operator : MD/SY

Sample - J5997-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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, propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.59 2.08 ug/L 294368 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 83
3 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 78
4 1-Benzylamino-2-benzyloxyethane 241 C16H19NO 038336-06-0 53
5 Benzeneacetaldehyde 120 C8H80 000122-78-1 49
Abundance Scan 2929 (10.591 min): VU028295.D (-2915) (-) m/z 91.10 100.00%
o
5000
65 i 10,20 1040 1060 1080 1100
39 105 : : : :
e ,!, e prrrrprrraeen || m/z 120.10  20.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9408: Benzene, propyl-
o
5000 SRR RARRA AR R
10.20 10.40 10.60 10.80 11.00
120 m/z 65.10 10.01%
39 & 105
] Il
m/z--> 25 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance
91
10.20 10.40 10.60 10.80 11.00
5000 m/z 92.10 9.45Y%
120
5 39 65 105
Wﬂmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24997: Ethanol, 2-[(phenylmethyl)amino]- R A
o 10.20 10.40 10.60 10.80 11.00
m/z 78.10 6.78%
5000
120
65
14 28 51 | | 106 151
m/z--> 20 40 éo éo 100 150 140 160 180 200 220 240 260 280 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\VU112018\
Data File : VU028295.D

Acq On : 20 Nov 2018 22:08

Operator : MD/SY

Sample - J5997-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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, tert-butyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.10 0.54 ug/L 75965 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, tert-butyl- 134 C10H14 000098-06-6 91
2 Benzene, tert-butyl- 134 C10H14 000098-06-6 90
3 Benzene, tert-butyl- 134 C10H14 000098-06-6 87
4 p-Cymene 134 C10H14 000099-87-6 74
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 74
Abundance Scan 3087 (11.099 min): VU028295.D (-3070) (-) m/z 119.10 100.00%
119
91
5000
41 134 b MMMED Eh SHEA MR S
|| 52 65 7| 103 207 10.80 11.00 11.20 11.40
el L 20T Tz 91,10 78.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14835: Benzene, tert-butyl-
119
5000 91
10.80 11.00 11.20 11.40
a 134 m/z 134.10 22.88%
27 | 52 65 P | 108 M
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
10.80 11.00 11.20 11.40
5000 91 m/z 41.10 22.44%
41 134
15 27 52 65 /7 103
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14831: Benzene, tert-butyl-
119 10.80 11.00 11.20 11.40
m/z 77.10 14 .23%
5000 o1
" 134
15 27 \‘ 92, 65 1‘9 \ 193 Ll ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112018\
Data File : VU028295.D

Acq On : 20 Nov 2018 22:08

Operator : MD/SY

Sample - J5997-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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

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

Peak Number 13 Benzene, 1,2,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.15 2.47 ug/L 349538 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3103 (11.151 min):VU028295.D(—3093)d)(—) m/z 105.10 100.00%
105
5000 120
s 10.80 11.00 11.20 11.40
e et el | Tm/z 120.10° 42.80%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000 U PN SUNIE B
10.80 11.00 11.20 11.40
77 m/z 77.05 13.31%
15 27 39 5l 5365 g3 9} 97 111,
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
105
10.80 11.00 11.20 11.40
5000 120 m/z 106.05 9.41%
28 39 7 91
14 ol g5 65 84 | 98
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #9412: Benzene, l,2,3—trimethy|— |||||||IIII|IIII|IIIIA|I
105 10.80 11.00 11.20 11.40
m/z 91.10 9.13%
5000 120
39 7 91
R A -0 JOOO - OU - ¥ U0 N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112018\
Data File : VU028295.D

Acq On : 20 Nov 2018 22:08

Operator : MD/SY

Sample - J5997-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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 Benzene, (2-methylpropyl)- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.29 0.72 ug/L 102375 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (2-methylpropyl)- 134 C10H14 000538-93-2 87
2 Benzene, butyl- 134 C10H14 000104-51-8 83
3 Benzene, butyl- 134 C10H14 000104-51-8 80
4 Benzene, (2-methylpropyl)- 134 C10H14 000538-93-2 80
5 Benzene, butyl- 134 C10H14 000104-51-8 64

Abundance Scan 3146 (11.289 min): VU028295.D (-3126) (-) m/z 91.10 100.00%
o
5000
134 I A"A U B W AV
43 65 11.00 11.20 11.40 11.60
77 117
et bt e o e || M7z 92.10  48.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14850: Benzene, (2-methylpropyl)-
91
5000
11.00 11.20 11.40 11.60
65 134 m/z 134.10 24 .13%
15 27 3% 5lgg 77 | 103 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
91
11,00 11.20 11.40 11.60
5000 m/z 65.10 11.68%
134
65
2739 5l g 8 105 115 197
wmmwﬁmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14825: Benzene, butyl-
91 11.00 11.20 11.40 11.60
m/z 43.10 11.48%
5000
134
27 39 65
e 8 10 e R ws 16 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.00 11.20 11.40 11.60

SOMUTR111718WMA_-M Wed Nov 21 10:49:25 2018 RPT1
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112018\
Data File : VU028295.D

Acq On : 20 Nov 2018 22:08

Operator : MD/SY

Sample - J5997-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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, 1l-methyl-4-propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.32 2.29 ug/L 323271 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 91
2 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 91
3 Oxirane, 2-methyl-2-phenyl- 134 C9H100 002085-88-3 90
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 90
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 87
Abundance Scan 3156 (11.321 min): VU028295.D (-3150) (-) m/z 105.10 100.00%
105
5000
77 134 PSR TN SR RN
39 51 11.00 11.20 11.40 11.60
e et M S L 14 hs7 13410 14.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14857: Benzene, 1-methyl-4-propyl-
105
5000 T '|'2\'|' ULASLNERE
11.00 11.20 11.40 11.60
7 134 m/z 77.10 13.43%
15 27 3 5165 4 S| 115 g5y |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105
11.00 11.20 11.40 11.60
5000 m/z 79.10 9.71%
S 134
15 27 39 51 65 119
WWWWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15317: Oxirane, 2-methyl-2-phenyl-
105 11.00 11.20 11.40 11.60
m/z 106.10 8.97%
5000
77
g 27 39 St g3 || ) ;s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.00 11.20 11,40 11.60 |
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112018\
Data File : VU028295.D

Acq On : 20 Nov 2018 22:08

Operator : MD/SY

Sample - J5997-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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 p-Cymene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.69 1.00 ug/L 140798 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cymene 134 C10H14 000099-87-6 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
4 o-Cymene 134 C10H14 000527-84-4 94
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 91

Abundance Scan 3271 (11.691 min): VU028295.D (-3258) (-) m/z 119.10 100.00%

119

-

5000
91 134
39 5 65 77 108 (| 12 144 11.40 11.60 11.80 12.00
S S RN PSS VSNV S S 21 A 2 m/z 134.10 27.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14809: p-Cymene

-

5000
11.40 11.60 11.80 12.00

m/z 91.10 25.28%

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 g1 m/z 117.10 16.97%
134
65 77
15 27 39 81 103
wmrmmmmm
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)- R BB B
119 11.40 11.60 11.80 12.00

m/z 115.05 13.37%

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

SOMUTR111718WMA_.M Wed Nov 21 10:49:28 2018 RPT1 Page: 18



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112018\
Data File : VU028295.D

Acq On : 20 Nov 2018 22:08

Operator : MD/SY

Sample - J5997-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.76 10.77 ug/L 1522560 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 94
3 Indane 118 C9H10 000496-11-7 92
4 Indane 118 C9H10 000496-11-7 90
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
Abundance Scan 3292 (11.758 min): VU028295.D (-3279) (-) m/z 117.10 100.00%
117
5000
39 5 63 ol 11.40 1160 11.80 12.00
77 103 : : . .
...,....,....,....',....;l...!,.-'.l..,...-:,....',|....,.-...,..!.',....,1..3f‘.,1.‘.‘f‘.,.. m/z 118.10 52.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8951: Indane

11.40 11.60 11.80 12.00
m/z 115.10 36.29%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
11.40 11.60 11.80 12.00
5000 o1 m/z 91.05 16.23%

39 51 63
5 27 77

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8949: Indane

103

11.40 11.60 11.80 12.00
m/z 116.10 10.31%

5000

11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112018\
Data File : VU028295.D

Acq On : 20 Nov 2018 22:08

Operator : MD/SY

Sample - J5997-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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, (2-methyl-2-propen... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.29 1.43 ug/L 202500 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 93
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 93
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 93
4 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 93
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 91
Abundance Scan 3457 (12.289 min): VU028295.D (-3439) (-) m/z 117.05 100.00%
117
5000 132
91
39 51 63 77 | 103 | 12.00 12.20 12.40 12.60
ety e el e el el TmZz 132.10 0 47.26%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14067: Benzene, (2-methyl-2-propenyl)-
1

VAN
LI S N e L L

12.00 12.I20 12.40 12.60
m/z 115.05  42.38%

5000

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

117

132 12.00 12.20 12.40 12.60
5000 01 m/z 91.05 20.77%

39 51 65
15 27 58 " 103

WTWWWWWW

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14066: Benzene, (2-methyl-1-propenyl)-
1

12.00 12.20 12.40 12.60
m/z 131.10 16.82%

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\VU112018\
Data File : VU028295.D

Acq On : 20 Nov 2018 22:08

Operator : MD/SY

Sample - J5997-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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, l-ethenyl-3-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.35 4.27 ug/L 603288 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
2 Indan, 1-methyl- 132 C10H12 000767-58-8 90
3 Benzene, 1l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 90
4 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 87
5 Benzene, l-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 83
Abundance Scan 3476 (12.350 min): VU028295.D (-3466) (-) m/z 117.05 100.00%
117
5000
132 N AV
39 51 65 77 3 102 | 144 12.00 12.20 12.40 12.60
e e e bt | m/z 115.10  36. 16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
1

5000
12.00 12.20 12.40 12.60

m/z 132.10 26.82%

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

117

VAN
12100 1220 12,40 12.60
5000 m/z 91.10 15.75%

132

91
27 39 51 65 77 103

wmwmmﬁmmm

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
1

12.00 12.20 12.40 12.60
m/z 118.10 10.65%

5000

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

SOMUTR111718WMA_-M Wed Nov 21 10:49:29 2018 RPT1 Page: 21



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112018\
Data File : VU028295.D

Acq On : 20 Nov 2018 22:08

Operator : MD/SY

Sample - J5997-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.54 0.51 ug/L 71494 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 95
2 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 93
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 Cl11H14 027087-54-3 87
Abundance Scan 3535 (12.540 min): VU028295.D (-3525) (-) m/z 131.10 100.00%
131
5000
a1 115 146
39 51 65 77 103 | | 12.20 12.40 12.60 12.80
eyt bbb | M/z 91.05  22.28%
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 146.10 15.75%
27 %8 51 % 77 03 |l ]
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 115.05 14 .50%
91
mmmmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131 12.20 12.40 12.60 12.80
m/z 129.10 13.00%
5000
146
91
A A - |
| L 1N I | A | by L
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\VU112018\
Data File : VU028295.D

Acq On : 20 Nov 2018 22:08

Operator : MD/SY

Sample - J5997-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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, 1l-methyl-4-(2-prop... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.12 1.03 ug/L 146287 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 83
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 83
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 81
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 81
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 80
Abundance Scan 3715 (13.118 min): VU028295.D (-3705) (-) m/z 117.10 100.00%
117
5000
132
39 5l 65 77 9|1 w03 ||| |‘ 12.80 13.00 13.20 13.40
e el Tm/z 115.10  34.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14090: Benzene, 1-methyl-4-(2-propenyl)-
117

5000
12.80 13.00 13.20 13.40

m/z 132.10 32.70%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
12.80 13.00 13.20 13.40
5000 m/z 119.10 18.04%
132
91
39 51 6 /f 105
15 27 58 98
wmmmfrwmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117 12.80 13.00 13.20 13.40

m/z 131.10 17.79%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112018\
Data File : VU028295.D

Acq On : 20 Nov 2018 22:08

Operator : MD/SY

Sample - J5997-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.29 1.30 ug/L 183240 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 96
2 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
3 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
4 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
5 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 60
Abundance Scan 3768 (13.289 min): VU028295.D (-8754) ) m/z 104.10 100.00%
104
5000 91 132
115 LI Sen———
39 65 || I 13.00 13.20 13.40 13.60
...,....,....,....',....;'....,.'."..,.:-.'!,....,....,:"..,...'.,...'.||.-...,. m/z 132.10 44.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14082: Naphthalene, 1,2,3,4-tetrahydro-
104
5000
ot 132 13.00 13.20 13.40 13.60
m/z 91.10 42 _.54%
s 39 51 g5 18 115
S - S Y V- S N N Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
104
130 13.00 13.20 13.40 13.60
5000 91 m/z 115.10 21.54%
39 51
27 65 78 117
15 58 125
mﬁmﬁwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14084: Naphthalene, 1,2,3,4-tetrahydro-
104 13.00 13.20 13.40 13.60
m/z 117.05 14 .32%
132
5000 91
117
39 65
"W'%?'P'??I“'JI'”'IM'?ﬁ'U'W"JlP"'I“" . 'MLI}?QIL'”I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 13.00 13.20 13.40 13.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112018\
Data File : VU028295.D

Acq On : 20 Nov 2018 22:08

Operator : MD/SY

Sample - J5997-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOMO1.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Cyc... 5.25 5.3 ug/L 379606 1 5.89 358709 5.0
(DEL) Alkane: Cyc... 5.48 2.7 ug/L 191730 1 5.89 358709 5.0
(DEL) Alkane: Cyc... 5.55 1.9 ug/L 135304 1 5.89 358709 5.0
1-Propanol, 2-(1-... 6.87 1.2 ug/L 82907 1 5.89 358709 5.0
(DEL) Alkane: Cyc... 7.71 0.9 ug/L 82664 2 9.09 454884 5.0
4-Octanone, 5-hyd... 8.65 9.6 ug/L 869364 2 9.09 454884 5.0
Pentalene, octahy... 9.19 1.6 ug/L 149467 2 9.09 454884 5.0
n-Butyl ether 9.30 75.8 ug/L 6899480 2 9.09 454884 5.0
unknown-01 9.57 1.1 ug/L 103213 2 9.09 454884 5.0
Benzene, propyl- 10.59 2.1 ug/L 294368 3 11.48 706720 5.0
Benzene, tert-butyl- 11.10 0.5 ug/L 75965 3 11.48 706720 5.0
Benzene, 1,2,3-tr... 11.15 2.5 ug/L 349538 3 11.48 706720 5.0
Benzene, (2-methy... 11.29 0.7 ug/L 102375 3 11.48 706720 5.0
Benzene, l-methyl... 11.32 2.3 ug/L 323271 3 11.48 706720 5.0
p-Cymene 11.69 1.0 ug/L 140798 3 11.48 706720 5.0
Indane 11.76 10.8 ug/L 1522560 3 11.48 706720 5.0
Benzene, (2-methy... 12.29 1.4 ug/L 202500 3 11.48 706720 5.0
Benzene, l-etheny... 12.35 4.3 ug/L 603288 3 11.48 706720 5.0
1H-Indene, 2,3-di... 12.54 0.5 ug/L 71494 3 11.48 706720 5.0
Benzene, l-methyl... 13.12 1.0 ug/L 146287 3 11.48 706720 5.0
Naphthalene, 1,2,... 13.29 1.3 ug/L 183240 3 11.48 706720 5.0
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