LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample = J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing

Sampling

Start Thrs: 0.2
Stop Thrs - O

- ON Filtering: 5

-1 Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA R\METHODS\SOMRTR101518WMA_M
Title - TRACE VOA SOMO1.0

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

# min scan scan scan TY heiaht area % max. total

1 2.160 73 79 103 rvB2 783028 3212817 1.52% 0.231%
2 3.048 217 225 243 rVB2 792143 2365956 1.12% 0.170%
3 4.484 438 461 485 rVvB2 965731 4779606 2.25% 0.344%
4 6.473 775 788 802 rBV2 1636411 5464749 2.58% 0.394%
5 6.674 812 821 845 rVB 794905 2369445 1.12% 0.171%
6 7.519 948 960 975 rBVY 4146104 12775823 6.03% 0.920%
7 7.927 1002 1027 1052 rBV 49891938 211997211 100.00% 15.271%
8 8.164 1059 1066 1083 rVB 3218006 7338671 3.46% 0.529%
9 8.462 1108 1115 1126 rVB 1300960 2537119 1.20% 0.183%
10 8.955 1190 1196 1212 rVB 4237317 8793667 4.15% 0.633%
11 9.977 1356 1364 1367 rBvV 1684705 3070984 1.45% 0.221%
12 10.050 1367 1376 1387 rVV 45641404 131081575 61.83% 9.443%
13 10.141 1387 1391 1403 rVB 1050549 2286057 1.08% 0.165%
14 10.299 1411 1417 1428 rVB2 914055 2176959 1.03% 0.157%
15 11.291 1573 1580 1590 rBV2 1675452 3440156 1.62% 0.248%
16 11.394 1590 1597 1607 rBVY 37045438 69221702 32.65% 4 .986%
17 11.510 1608 1616 1633 rVB 45982507 112367056 53.00% 8.094%
18 11.833 1663 1669 1689 rVB3 38050120 73426342 34.64% 5.289%
19 12.131 1712 1718 1726 rBVY 3118513 4254554 2.01% 0.306%
20 12.471 1769 1774 1779 rBV 2381983 3279796 1.55% 0.236%
21 12.538 1779 1785 1788 rVV 15118068 21490102 10.14% 1.548%
22 12.569 1788 1790 1794 rVV 6067195 7580540 3.58% 0.546%
23 12.617 1794 1798 1809 rVB 14092777 19251834 9.08% 1.387%
24 12.769 1816 1823 1834 rBVY 6229169 9709339 4 .58% 0.699%
25 12.921 1836 1848 1853 rBV 27465577 42049657 19.84% 3.029%
26 12.970 1853 1856 1861 rVB 2594819 3432881 1.62% 0.247%
27 13.140 1874 1884 1893 rVB 17398140 28906380 13.64% 2.082%
28 13.256 1893 1903 1908 rBV 14321708 23401501 11.04% 1.686%
29 13.426 1920 1931 1936 rBVY 38548043 71639785 33.79% 5.161%
30 13.463 1936 1937 1942 rVVv2 2745517 3037588 1.43% 0.219%
31 13.530 1942 1948 1954 rVV2 10154683 15611039 7.36% 1.125%
32 13.603 1954 1960 1968 rVB 36433293 70642846 33.32% 5.089%
33 13.767 1983 1987 1992 rVB 2080297 2676838 1.26% 0.193%
34 13.871 2000 2004 2009 rBVY 3797471 5412527 2.55% 0.390%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample = J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_R\METHODS\SOMRTR101518WMA_M
TRACE VOA SOMO1.0

35 14.059 2030 2035 2038 rVV 4325474 6804209 3.21% 0.490%

36 14.096 2038 2041 2044 rVV2 4340190 7200930 3.40% 0.519%
37 14.156 2044 2051 2058 rVV2 5207091 14346483 6.77% 1.033%
38 14.351 2079 2083 2089 rBV 3274842 4552587 2.15% 0.328%
39 14.473 2094 2103 2108 rVV3 5914198 11641547 5.49% 0.839%
40 14.534 2108 2113 2121 rVB2 5445712 8306830 3.92% 0.598%

41 14.619 2121 2127 2133 rBV 17213659 23388844 11.03% 1.685%
42 14.728 2139 2145 2150 rBV4 1698884 3042509 1.44% 0.219%
43 15.020 2183 2193 2201 rVV2 71179614 207088610 97.68% 14.918%
44 15.099 2201 2206 2213 rVB 15736498 24276677 11.45% 1.749%
45 16.006 2349 2355 2368 rVB 26278830 50282319 23.72% 3.622%

46 16.194 2379 2386 2415 rVB 16334068 30677885 14.47% 2.210%
47 16.772 2469 2481 2484 rBV 2831592 5511328 2.60% 0.397%

Sum of corrected areas: 1388203860
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_M
TRACE VOA SOM01.0

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

Abundance TIC: VR026188.D
7e+07

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

1e+07
216 305 4.48 6.47 g.g

Time--> 1.80 2.00 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 620 6.40 6.60

Abundance TIC: VR026188.D
7e+07

6e+07

7.93
5e+07 10.05 11.51

4e+07 11.39
3e+07
2e+07

1e+07

752 816 8.95
0, 11.2 \
/I\ 8 46 A\ 0.140.30 1.2

I | T I 1 T
Time--> 7.00 7.50 8.00 8 50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VR026188.D
7e+07 15|02

6e+07
5e+07
4e+07{1.83 13.43,5 60
3e+07 12.92 16.01

2e+07 14.62
1295460 13 26 15.10 16.19

13.5
1e+07 ||
»n.71277 a6 .45
1213 12 b 97 ‘ 131/§871 280 14 3él 14 73 167
ol A AAAL A —— . g\ AN

Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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: Straight-Chai... Concentration Rank 12

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

3.05 4.66 ug/L 2365960 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 64
5 Butane, 2-methyl- 72 C5H12 000078-78-4 50

Abundance Scan 225 (3.048 min): VR026188.D (-217) (-) m/z 43.10 100.00%

1

5000

72.2 2.80 3.00 3.20 3.40
o 112.2 141.4165.5 206.8 238.1263.8 291.0 m/z 42.10 59._61%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #706: Pentane
43.0
5000 LA L L L B LB
2.80 3.00 3.20 3.40
0
790 m/z 41.10 57.37%
15.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #708: Pentane
43.0
2.80 3.00 3.20 3.40
5000 m/z 39.10 20.98%
15.0‘ | | 7o
e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #707: Pentane
43.0 2.80 3.00 3.20 3.40
m/z 57.10 15.32%
5000
150‘ | 72.0
el A S
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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: Cyclic4.48 Concentration Rank 7

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

4.48 9.42 ug/L 4779610 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane 70 C5H10 000287-92-3 90
2 1-Pentene 70 C5H10 000109-67-1 80
3 1-Pentene 70 C5H10 000109-67-1 78
4 Cvclopentane 70 C5H10 000287-92-3 72
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 56

Abundance Scan 460 (4.477 min): VR026188.D (-438) (-) m/z 42.10 100.00%
43.1 é
5000
70.1
420 4.40 4.60 4.80
o 103.0127.4  166.1  207.0232.5 280.5 m/z 55.05 42 _46%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #556: Cyclopentane
42.0
5000
70.0 420 4.40 4.60 4.80
m/z 41.10 39.01%
15.0 ‘
mz-> 6 2 40 60 80 100 130 140 160 130 200 230 240 260 280 330
Abundance #551: 1-Pentene
42.0
420 4.40 4.60 4.80
5000 0.0 m/z 70.10 35.37%
50l | |
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #553: 1-Pentene T
42.0 420 4.40 4.60 4.80
m/z 39.05 31.11%
5000
70.0
15\0\‘ il
miz> Q20 4 60 80 100 130 140 160 180 200 230 240 %0 280 350 420 440 460 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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: Cyclic6.47 Concentration Rank 5

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

6.47 10.77 ug/L 5464750 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 90
3 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 80
4 Cvclopentane. methvl- 84 CG6H12 000096-37-7 78
5 Cyclobutane, ethyl- 84 CG6H12 004806-61-5 72

Abundance Scan 788 (6.473 min): VR026188.D (-775) (-) m/z 56.10 100.00%

1
5000

84.2 620 640 660 680

ol 114.1138.1 164.2  200.7 234.4 267.5293.6 m/z 41.10 57_.96%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1494: Cyclopentane, methyl-
56.0
5000

6.20 6.40 6.60 6.80

m/z 69.10 41 .86%
28.0 84.0 1

-

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #1493: Cyclopentane, methyl-
56.0
R AN mEmms e
6.20 6.40 6.60 6.80
5000 m/z 39.10 28.14%
2r.0 84.0
1.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1505: Propane, 2-cyclopropyl-
56.0 6.20 6.40 6.60 6.80

m/z 55.05 25.45%

5000
27.0
84.0

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6. 60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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 Thiophene Concentration Rank 4

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

8.16 14.46 ug/L 7338670 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene 84 C4H4S 000110-02-1 97
2 Thiophene 84 C4H4S 000110-02-1 91
3 Thiophene 84 C4H4S 000110-02-1 91
4 Thiophene 84 C4H4S 000110-02-1 91
5 4H-1,2,4-Triazol-4-amine 84 C2H4N4 000584-13-4 32

Abundance Scan 1065 (8.158 min): VR026188.D (-1059) (-) m/z 84.00 100.00%
84.0
58.0
5000
et e
7.80 8.00 8.20 8.40
0 ....,.??.tl. ahod b 1277 176720122266 2595 2911 | s 58 00 60.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1350: Thiophene
84.0
58.0
5000 R R U L
7.80 8.00 8.20 8.40
m/z 45.00 38.28%
26.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1352: Thiophene
84.0
580 750 500 850 840
5000 m/z 39.10 22.40%
26.0
'”WMJMWMmhh'wh'v“'P”'P'”P'”P'“P'”I””I””I””I“'W”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1353: Thiophene e e
84.0 7.80 8.00 8.20 8.40
m/z 57.00 15.03%
58.0
5000
“'ﬁQQM““lJ”ﬁ““"“v“'v“w'HWH'W““l““v'“V'“V“'V'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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 5 Thiophene, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.14 3.32 ug/L 2286060 Chlorobenzene-d5 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2-methvl- 98 C5H6S 000554-14-3 91
2 Thiophene. 3-methvl- 98 C5H6S 000616-44-4 91
3 Thiophene. 3-methvl- 98 C5H6S 000616-44-4 91
4 Thiophene. 3-methvl- 98 C5H6S 000616-44-4 87
5 Thiophene, 3-methyl- 98 C5H6S 000616-44-4 83
Abundance Scan 1391 (10.141 min): VR026188.D (-1387) (-) m/z 97.10 100.00%
97.1
5000
45.0 69.1 9.80 10.00 10.20 10.40
123.2 156.8 186.0209.9 237.2 266.9 296.6 m/z 98.10 50 14%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3123: Thiophene, 2-methyl-
97.0
5000 RRUNUUVUSR AR

9.80 10.00 10.20 10.40
m/z 45.00 13.33%

%20 690
L T Y viu NN
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3126: Thiophene, 3-methyl-
97.0
9.80 10.00 10.20 10.40
5000 m/z 69.10 11.73%
45.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3124: Thiophene, 3-methyl-
97.0 9.80 10.00 10.20 10.40
m/z 55.05 9.77%
5000
45.0
69.0
N .
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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 Thiophene, 3-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.30 3.16 ug/L 2176960 Chlorobenzene-d5 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 3-methvl- 98 C5H6S 000616-44-4 97
2 Thiophene. 3-methvl- 98 C5H6S 000616-44-4 95
3 Thiophene. 3-methvl- 98 C5H6S 000616-44-4 91
4 Thiophene. 2-methvl- 98 C5H6S 000554-14-3 90
5 Thiophene, 2-methyl- 98 C5H6S 000554-14-3 87
Abundance Scan 1417 (10.299 min): VR026188.D (-1411) (-) m/z 97.10 100.00%
97.1
5000
45.0
69.0 10.00 10.20 10.40 10.60
ol bl b k1436 1882 217924162655 2975 .. ggo0  52.14%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3121: Thiophene, 3-methyl-
97.0
5000 USRNSSR DU BN
10.00 10.20 10.40 10.60
45.0 m/z 45.00 15.17%
69.0
w}ﬁﬂhﬂhwvHWH“v“w““V“W““V“W““V“'““V“'““'
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3124: Thiophene, 3-methyl-
97.0
10.00 10.20 10.40 10.60
5000 m/z 69.00 9.66%
45.0
69.0
aq“vLﬁWWvMWH“V“W““V“W““V“W““v“'““v“'““'
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3125: Thiophene, 3-methyl-
97.0 10.00 10.20 10.40 10.60
m/z 39.10 8.73%
5000
090
miz> Q% 40 60 8 100 130 140 15 160 200 230 240 260 230 300 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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 Benzene, propyl- Concentration Rank 28

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

12.47 0.70 ug/L 3279800 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 94
2 Benzene. propvl- 120 C9H12 000103-65-1 91
3 Benzene. propvl- 120 C9H12 000103-65-1 91

4 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 83
5 1,2-Ethanediamine, N,N"-bis(phen... 240 C16H20N2 000140-28-3 64

Abundance Scan 1774 (12.471 min): VR026188.D (-1769) (-) m/z 91.10 100.00%
91.1
5000
120.1
65.1
30.1 12.20 12.40 12.60 12.80
Obrrrprrerfrrb e b ek i24 9 1794 2079 24752724 29901 nz77120.10  22.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9407: Benzene, propyl-
91.0
5000
12.20 12.40 12.60 12.80
120.0 m/z 65.10 11.77%
65.0
39.0
15.0 1 )
T A e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9408: Benzene, propyl-
91.0
12.20 12.40 12.60 12.80
5000 m/z 92.10 11.00%
120.0
39.0 65.0
P P N |
R P T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9406: Benzene, propyl-
91.0 12.20 12.40 12.60 12.80
m/z 78.10 6.54%
5000
120.0
15,0 39.0 950
T T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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 Benzene, l-ethyl-4-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.54 4_.59 ug/L 21490100 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
4 Mesitvlene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
Abundance Scan 1785 (12.538 min): VR026188.D (-1779) (-) m/z 105.05 100.00%
106.1
5000
77.1
391 st 2150.8 183.7205.6228.0250.8 277.1 12.20 1240 12,60 12.80
Ol e AT R AR R R A e m/z 120.10 41.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9424: Benzene, 1-ethyl-4-methyl-
106.0
5000

12.20 12.40 12.60 12.80
m/z 91.10 18.37%

15.0 39.0 770

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
12.20 12.40 12.60 12.80
5000 m/z 77.10 17.42%
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9420: Benzene, 1,2,4-trimethyl-
105.0 12.20 12.40 12.60 12.80
m/z 106.05 12.44%
5000
27.0 51.0 77.0
..WJ”{whw”y“ﬂqﬂnw”.w””,””“”.“”w.”w”.q””,”““. T S & A S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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 Benzene, l-ethyl-2-methyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.57 1.62 ug/L 7580540 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene. 1l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1790 (12.569 min): VR026188.D (-1788) (-) m/z 105.10 100.00%
105.1
5000
ﬂlql 1330 17011953 22252461 2897 12.20 12.40 12.60 12.80
Obrrerrrrerobrptrr bl g 133.0  170.11953 22252461 2897 | 177 120.10  32.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
5000

12.20 12.40 12.60 12.80
m/z 77.10 14.17%

77.0
15.0 39.0 l

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
12.20 12.40 12.60 12.80
5000 m/z 91.10 12.72%
39.0 77.0
TR R A
B R e L o RARRNEEEREREEEEEEEESERSERy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0 12.20 12.40 12.60 12.80
m/z 79.10 10.41%
5000
3.0 770
T Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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 Benzene, 1,2,3-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.62 4_.11 ug/L 19251800 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Mesitvlene 120 C9H12 000108-67-8 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
Abundance Scan 1798 (12.617 min): VR026188.D (-1794) (-) m/z 105.10 100.00%
106.1
5000
77.1
39.1 | hai1 176.8 2196 12.40 12.60 12.80 13.00
Olrrrprrrerdrpbr et e M 3L 1154.6176.8 2196 24612703 2957 | 77 120.10  58.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9418: Benzene, 1,2,3-trimethyl-
106.0
5000
12.40 12.60 12.80 13.00
770 m/z 77.10 17.11%
39.0
Y —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9402: Mesitylene
105.0
12.40 12.60 12.80 13.00
5000 m/z 119.10 15.93%
39.0 77.0
L b1l
m/z--> 20 40 eb 80 100 150 140 160 180 200 220 240 260 280 300
Abundance #9421: Benzene, 1,2,4-trimethyl-
105.0 12.40 12.60 12.80 13.00
m/z 91.10 14 .26%
5000
77.0
”'?ZgI?iﬂﬁ'“w'ﬂ'ﬁt“b'“'v'“l'“'P'“I'“'P'“I'“'P"W'“"
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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, l-ethenyl-4-methyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
12.97 0.73 ug/L 3432880 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 90
2 Benzene., 1.1"-(1l-ethenvl-1.3-pro... 222 C17H18 061141-97-7 90
3 Benzene. l1l-propenvl- 118 C9H10 000637-50-3 81
4 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 81
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
Abundance Scan 1856 (12.970 min): VR026188.D (-1853) (-) m/z 117.10 100.00%
117.1
5000
91.1
B RL LA B R S o
39.1 63.0 12.60 12.80 13.00 13.20
ol 140.1 165.1187.9 223.0 254.8 286.2 m/z 118.10 86 _.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8976: Benzene, 1-ethenyl-4-methyl-
118.0
5000 ARABAARARNA RS AR &
91.0 12.60 12.80 13.00 13.20
39.0 ' m/z 115.10 41.23%
*~ 63.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #79588: Benzene, 1,1'-(1-ethenyl-1,3-propanediyl)bis-
117.0
12.60 12.80 13.00 13.20
5000 m/z 91.10 31.63%
91.0
390 650 147.0 177.0 207.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8958: Benzene, 1-propenyl-
117.0 12.60 12.80 13.00 13.20
m/z 39.10 12.22%
5000
91.0
39.0
15.0 63.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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, l-ethenyl-3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.43 15.31 ug/L 71639800 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-methvl- 118 C9H10 000100-80-1 92
2 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 91
3 Indane 118 C9H10 000496-11-7 70
4 Benzene. l-ethenvl-2-methvl- 118 C9H10 000611-15-4 64
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 64
Abundance Scan 1932 (13.432 min): VR026188.D (-1920) (-) m/z 117.10 100.00%
117.1
5000
390 631
0.0  179.2203.1226.7 255.8278.9 13.20 13.40 13,60 13.80
0 130, 2208,1226.7 2558278, m/z 118.05 85.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8975: Benzene, 1-ethenyl-3-methyl-
117.0
5000 BRLRRAN RARS RARAA RARAA RS
91.0 13.20 13.40 13.60 13.80
0,
390 g3 m/z 115.05 68.64%
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8970: Benzene, 1-ethenyl-4-methyl-
117.0
' 13.20 13.40 13.60 13.80
5000 910 m/z 91.10 38.59%
39.0 oo
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8949: Indane
117.0 13.20 13.40 13.60 13.80
m/z 116.10 19.51%
5000
39.0 ooy 910
13.0 SN A W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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-ethyl-2,3-dimethyl- Concentration Rank 30

R.T. EstConc Area Relative to ISTD R.T.
13.46 0.65 ug/L 3037590 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl- 2 3-dimethvl- 134 C10H14 000933-98-2 91
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 90
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 90
4 Benzene. l-ethvl- 2 3 dimethvl- 134 C10H14 000933-98-2 87
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 86

Abundance Scan 1937 (13.463 min): VR026188.D (-1936) (-) m/z 119.10 100.00%
119.1
5000
39.1 s 45.3169.2 198.9 230.3 257.3  298.8 13.20 13.40 13.60 13.80
0 - : - ; . - ; m/z 105.10 47 .91%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14886: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000

13.20 13.40 13.60 13.80
m/z 134.10  40.48%

39.0 65.0 91.0
IIIIIIIIIIIIIIIIIIIIlIIIlllllllIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119.0
13.20 13.40 13.60 13.80
5000 m/z 77.10 12.53%
91.0
39,0 65.0 ‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14892: Benzene, 2-ethyl-1,4-dimethyl-
119.0 13.20 13.40 13.60 13.80
m/z 91.10 12.24%
5000
91.0
39.0 65.0
0l bbb e el e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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 Indene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.60 15.09 ug/L 70642800 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9HS8 000095-13-6 97
2 Indene 116 C9HS8 000095-13-6 95
3 Indene 116 C9HS8 000095-13-6 95
4 1-Propvne. 3-phenvl- 116 C9HS8 010147-11-2 91
5 Benzene, l-propynyl- 116 C9HS8 000673-32-5 76

Abundance Scan 1960 (13.603 min): VR026188.D (-1954) (-) m/z 115.10 100.00%

1

5000

13.20 13.40 13.60 13.80 14.00
m/z 116.10 99.44%

ol 139.7 178.0 203.0 229.2 259.8281.5

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8407: Indene
116.0

5000 e e e
13.20 13.40 13.60 13.80 14.00

m/z 89.05 43 .30%

ﬁomosw
1l |||

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8408: Indene
116.0

13.20 13.40 13.60 13.80 14.00
5000 m/z 63.10 38.19%

woﬁﬂ)wo |
‘ I ! | l |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8406: Indene

116.0 13.20 13.40 13.60 13.80 14.00
m/z 117.10 31.44%

5000

300 630 890
I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
13.77 0.57 ug/L 2676840 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-3-(1l-methvleth... 134 Cl10H14 000535-77-3 94
2 p-Cvmene 134 C10H14 000099-87-6 94
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 93
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 93
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 93
Abundance Scan 1987 (13.767 min): VR026188.D (-1983) (-) m/z 119.10 100.00%
119.1
5000
o 13.40 13.60 13.80 14.00
39.1 65.1 : : : :
o 148.2 1911 223.0 267.0291.8 m/z 134.10 28 47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
13.40 13.60 13.80 14.00
91.0 m/z 91.10 18.35%
150 41.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14809: p-Cymene
119.0
13.40 13.60 13.80 14.00
5000 m/z 105.10 11.18%
91.0
4% 0 650\ U ‘
L . |
m/z--> 25 40 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance #14887: Benzene, 4-ethyl-1,2-dimethyl- A REENE LR S
119.0 13.40 13.60 13.80 14.00

m/z 120.10 10.64%

5000

=
ol
o
w
L ©
o
Am
= O
o
©
S
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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-1-propen... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.87 1.16 ug/L 5412530 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (2-methvl-1-propenvl)- 132 C10H12 000768-49-0 87
2 Indan. 1-methvl- 132 C10H12 000767-58-8 81
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 81
4 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 81
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 81
Abundance Scan 2004 (13.871 min): VR026188.D (-2000) (-) m/z 117.10 100.00%
117.1
5000
91.1
51.1 13.60 13.80 14.00 14.20
o 148.2173.1 199.9  238.4262.2285.2 n/z 115.10  36.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
117.0
5000 L S UL UL S
13.60 13.80 14.00 14.20
m/z 119.10 26.32%
o 39.0 65.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14031: Indan, 1-methyl-
117.0
13.60 13.80 14.00 14.20
5000 m/z 132.10 25.95%
39.0 65.0 91"0 |
L Loy \
R R e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14033: 3-Phenylbut-1-ene
117.0 13.60 13.80 14.00 14.20
m/z 91.10 21.05%
5000
91.0
39.0 50 ‘
R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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 Benzofuran, 7-methyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14 .06 1.45 ug/L 6804210 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran. 7-methvl- 132 C9H80 017059-52-8 83
2 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 78
3 Benzvl nitrile 117 C8H7N 000140-29-4 74
4 3-Phenvl-2-propvn-1-ol 132 C9H80 001504-58-1 60
5 Benzonitrile, 3-methyl- 117 C8H7N 000620-22-4 59
Abundance Scan 2035 (14.059 min): VR026188.D (-2030) (-) m/z 131.10 100.00%
13}.1
5000
51.1 90.1
13.80 14.00 14.20 14.40
ol 153.0 194.2218.2 254.8 289.8 n/z 132.05 96 63%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14530: Benzofuran, 7-methyl-
139.0
5000
51.0 13.80 14.00 14.20 14.40
77.0 103.0 m/z 117.10 68.58%
27.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14531: Benzofuran, 2-methyl-
131.0
13.80 14.00 14.20 14.40
5000 m/z 116.10 39.06%
51.0
77.0
?ZK?JM'JI'N”'”MV"%?f'?' e e e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8583: Benzyl nitrile TR
117.0 13.80 14.00 14.20 14.40
m/z 90.10 32.39%
5000 90.0
51.0
?ZRMJ“ﬂ““vJ"“ LRI BN LN SRRAN SRS BN RARAY SARAS SRRA B
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.10 1.54 ug/L 7200930 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.11Theptan-2-one. 1.3.... 152 C10H160 001195-79-5 94
2 L-Fenchone 152 C10H160 007787-20-4 94
3 Bicvclol2.2_1Theptan-2-one. 1.3.... 152 C10H160 001195-79-5 93
4 D-Fenchone 152 C10H160 004695-62-9 81
5 L-Fenchone 152 C10H160 007787-20-4 81

Abundance Scan 2042 (14.102 min): VR026188.D (-2038) (-) m/z 81.10 100.00%

811
5000 A

152.2
176.9 202.9 246.2 289.7 13. 80 14. 00 14 20 14. 40

0 m/z 69.10 51.89%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #25249: Bicyclo[2.2.1]heptan-2-one, 1,3,3-trimethyl-
81.0
5000 T T T ||||||||||||||

13.80 14.00 14.20 14.40
m/z 41.10 27.19%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #25072: L-Fenchone
81.0
13.80 14.00 14.20 14.40
5000 m/z 80.10 12.74%
41.0 l
152.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #25264: Bicyclo[2.2.1]heptan-2-one, 1,3,3-trimethyl-
81.0 13.80 14.00 14.20 14.40
m/z 152.20 12.12%
5000
41.0
152.0
109.0
L TR Y it G Y B W —
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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 Benzofuran, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

14.16 3.07 ug/L 14346500 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 94
2 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 94
3 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 91
4 Cinnamaldehvde. (E)- 132 C9H80 014371-10-9 90
5 3-Phenyl-2-propyn-1-ol 132 C9H80 001504-58-1 87

Abundance Scan 2052 (14.163 min): VR026188.D (-2044) (-) m/z 131.10 100.00%

13f.1
5000

51.0 77.1 104.1
13.80 14.00 14.20 14.40

o 164.5 189.3 214.7 238.9 277.9 m/z 132.10 90.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14527: Benzofuran, 2-methyl-
131.0
5000

13.80 14.00 14.20 14.40
m/z 104.10 20.64%

51.0 77.0 103.0

27.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14531: Benzofuran, 2-methyl-
131.0
R R e e o e e
13.80 14.00 14.20 14.40
5000 m/z 103.10 20.14%
51.0
77.0
270 ‘ 103.0
S I W P U N N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14532: Benzofuran, 2-methyl-
131.0 13.80 14.00 14.20 14.40
m/z 77.10 19.67%
5000
51.0 77.0 103.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
14.35 0.97 ug/L 4552590 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 96
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 94
3 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 94
4 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 94
5 3-Phenylbut-1-ene 132 C10H12 000934-10-1 94
Abundance Scan 2083 (14.351 min): VR026188.D (-2079) (-) m/z 117.10 100.00%
117.1
5000
511 Ot 14.00 14.20 14.40 14.60
ol 148.1 175.7198.7 233.4  273.3296.4 m/z 132.10 37 . 61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 14.00 14.20 14.40 14.60
51.0 m/z 115.10 28.71%
27.0,77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0

14.00 14.20 14.40 14.60
5000 m/z 131.10 21.48%

39.0 5.0 91‘.0 |
l ‘ \‘ [ H Ul

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14055: Benzene, 1-ethenyl-4-ethyl-
117.0 14.00 14.20 14.40 14.60
m/z 91.10 15.51%
5000
91.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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 24 2-Methylindene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.53 1.77 ug/L 8306830 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvlindene 130 C10H10 002177-47-1 96
2 Benzene. 1-butvnvl- 130 C10H10 000622-76-4 96
3 1H-Indene. 1-methvl- 130 C10H10 000767-59-9 96
4 Benzene. (1-methvl-2-cvclopropen... 130 C10H10 065051-83-4 94
5 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 90
Abundance Scan 2112 (14.528 min): VR026188.D (-2108) (-) m/z 115.10 100.00%
116.1
59.1
5000
1 38.2 T T T T T T T
14.20 14.40 14.60 14.80
ol 36 177.8200.9 2415  279.9 m/z 130.10 96 _53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13084: 2-Methylindene
130.0
5000 UL DU B UL
14.20 14.40 14.60 14.80
510 m/z 129.10 78 .38%
770
280, | ), 1020
m/z--> 25 40 éo 85 100 120 140 160 180 200 220 240 260 280 300
Abundance #13088: Benzene, 1-butynyl-
116.0
1420 14.40 14.60 14.80
5000 m/z 59.10 66 .85%
63.0 gg0
150 T4 d s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13092: 1H-Indene, 1-methyl- e Emmnn Ui e
130.0 14.20 14.40 14.60 14.80
m/z 81.10 52.93%
5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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 25 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.62 5.00 ug/L 23388800 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 95
2 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 91
3 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 90
4 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 55
5 Benzene,l-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 42
Abundance Scan 2127 (14.619 min): VR026188.D (-2121) (-) m/z 104.10 100.00%
104.1
5000 1321
51.1 78.0 Ao e
14.40 14.60 14.80 15.00
o.npnﬂpﬁsmka” LJP' 154.3 180.3 207.8  246.1268.4 296.7 77 11510 56270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14072: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000 T /XI"" LRI R BN
14.40 14.60 14.80 15.00
0,
270 510 750 m/z 132.10 48_.34%
..h.hi.mWMJ%.n.|”““”.“”.“”.““..”..”...”..”“.”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14084: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0 14.40 14.60 14.80 15.00
5000 ' m/z 91.10 45_.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14082: Naphthalene, 1,2,3,4-tetrahydro-
104.0 14.40 14.60 14.80 15.00
m/z 130.10 42 _.32%
28.0 51.0 78.
...,.l..‘,..‘..,‘l‘...H,...., I EEGSUAVA YN A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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 26 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
14.73 0.65 ug/L 3042510 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_11heptan-2-one., 1.7.... 152 C10H160 000464-48-2 96
2 (+)-2-Bornanone 152 C10H160 000464-49-3 95
3 Camphor 152 C10H160 000076-22-2 95
4 (+)-2-Bornanone 152 C10H160 000464-49-3 95
5 Camphor 152 C10H160 000076-22-2 95
Abundance Scan 2145 (14.728 min): VR026188.D (-2139) (-) m/z 95.10 100.00%
94.1
41.1 131.1
5000 69.1
14.40 14.60 14.80 15.00
ol -1 181.5 206.9 234.9 259.2 283.0 m/z 81.10 67 . 77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
95.0
41.0
5000 69.0 14.40 14.60 14.80 15.00
152.0 m/z 131.10 56 .88%
15.0 123.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25100: (+)-2-Bornanone
5.
14.40 14.60 14.80 15.00
5000 41.0 m/z 41.10 55.44%
69.0 152.0
15.0 124.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25059: Camphor L L B L B L
41.0 95.0 14.40 14.60 14.80 15.00
m/z 108.10 39.37%
152.0
21.0 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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 27 1H-Indene, 1-methylene- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.02 44 .25 ug/L 207089000 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 1-methvlene- 128 C10HS8 002471-84-3 86
2 Naphthalene 128 C10H8 000091-20-3 81
3 Azulene 128 C10H8 000275-51-4 81
4 4-Phenvlbut-3-ene-1-vne 128 C10H8 1000222-12-0 81
5 Azulene 128 C10H8 000275-51-4 76
Abundance Scan 2193 (15.020 min): VR026188.D (-2183) (-) m/z 128.10 100.00%

128.1
102.1
5000

39.1 14. 80 15. OO 15 20 15. 40

0! 165.1189.1 228.1 253.1275.9 mn/z 127.15 71.78%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11944: 1H-Indene, 1-methylene-

128.0

5000 SRR AR eEEEE R
14.80 15.00 15.20 15.40

51.0 m/z 129.10 65.66%

750 102.0
wmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11940: Naphthalene
128.0

14.80 15.00 15.20 15.40

5000 m/z 102.10 61.10%
51.0 74.0 102.0
T N N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11938: Azulene A
128.0 1480 1500 15. 20 1540

m/z 126.05 57.32%

5000
51.0 102.0
28 0 ! \‘ H \Iu ‘ \‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15. OO 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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 28 Benzo[c]thiophene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.10 5.19 ug/L 24276700 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolclthiophene 134 C8H6S 000270-82-6 96
2 Benzolblthiophene 134 C8H6S 000095-15-8 94
3 Cvclopentalclthiapvran 134 C8H6S 000270-63-3 91
4 Benzolblthiophene 134 C8H6S 000095-15-8 91
5 Benzo[b]thiophene 134 C8H6S 000095-15-8 91
Abundance Scan 2206 (15.099 min): VR026188.D (-2201) (-) m/z 134.10 100.00%
134.1
5000
63.1 89.1 LRI B B I
39 |[ 162.1 191.1 215 2239.3 263 1285.5 14.80 15,00 15,20 1540
0 ...,....',.'.-..~,....,...-.,-.!..,...!,....,....,.... I = m/z 89.10 18.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #15269: Benzo[c]thiophene
134.0
5000
14.80 15.00 15.20 15.40
89.0 m/z 135.10 15.03%
6%0 ‘
Il 1l | I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #15271: Benzo[b]thiophene
134.0
14.80 15.00 15.20 15.40
5000 m/z 90.10 14 .00%
89.0
1'g"cl)'':'3'9‘{9"'file"ﬁ)"'|"'I"l"l"l""*l""l""|""|""|""|""|""|""|"
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #15272: Cyclopenta[c]thiapyran e
134.0 14.80 15.00 15.20 15.40
m/z 63.10 11.31%
5000
630 90
"WH'W“'W““W'LW“LW'”M'“"“"“'v“'v“'w“'v“'VH'w' At
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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 29 1H-Indene, 1-ethylidene- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.01 10.74 ug/L 50282300 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 1-ethvlidene- 142 C11H10 002471-83-2 93
2 Benzocvcloheptatriene 142 C11H10 000264-09-5 93
3 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 90
4 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 90
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 90

Abundance Scan 2356 (16.012 min): VR026188.D (-2349) (-) m/z 142.10 100.00%

1

115.1

5000

-

15.60 15.80 16.00 16.20 16.40

ol 182.2 206.9228.1 251.5273.2294.8 m/z 141.10 95_71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19241: 1H-Indene, 1-ethylidene-
141.0
5000 115.0

15.60 15.80 16.00 16.20 16.40
m/z 115.10 58.21%

39.0 63.0 89.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19231: Benzocycloheptatriene
141.0

%

115.0
15.60 15.80 16.00 16.20 16.40

5000 m/z 143.10 21.26%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19235: Naphthalene, 1-methyl- e
142.0 15.60 15.80 16.00 16.20 16.40
m/z 139.10 20.87%

(o2}
w
- o
(o]
o]
o

5000
115.0

G

B e |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16. 00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA R\Data\VR110618\
Data File : VR026188.D

Aca On : 6 Nov 2018 12:19

Operator : SY/MD

Sample : J5801-02

Misc : 25mL/MSVOA R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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 31 Biphenyl Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
16.77 1.18 ug/L 5511330 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Biphenvl 154 C12H10 000092-52-4 95
2 Biphenvl 154 C12H10 000092-52-4 95
3 Biphenvl 154 C12H10 000092-52-4 95
4 Naphthalene. 2-ethenvl- 154 C12H10 000827-54-3 94
5 Biphenyl 154 C12H10 000092-52-4 94

Abundance Scan 2481 (16.772 min): VR026188.D (-2469) (-) m/z 154.10 100.00%

1

5000

T

16.40 16.5016.60 16.70

0 102.1 128.1

178.2 208.1 246.0 281.1

0 m/z 153.10 39.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #27108: Bipheny!
154.0
5000 TT T T[T T T T[T T T T[T T T [Trrr]

16.40 16.50 16.60 16.70
m/z 152.10 26.75%

76.0
51.0 102.0 128.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #27107: Biphenyl
154.0

>

16.40 16.50 16.60 16.70
5000 m/z 76.05 13.65%

76.0
51.0 102.0 128.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

—

Abundance #27103: Bipheny! R R o

154.0 16.40 16.50 16.60 16.70

m/z 155.10 12.32%
5000
510 00
270 102.0 128.0

e

m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.40 16,50 16,60 16,70
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_R\Data\VR110618\
Data File : VR026188.D

Acq On : 6 Nov 2018 12:19

Operator : SY/MD

Sample - J5801-02

Misc : 25mL/MSVOA_R/WATER

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR101518WMA_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: Str... 3.05 4.7 ug/L 2365960 1 8.46 2537120 5.0
(DEL) Alkane: Cyc... 4.48 9.4 ug/L 4779610 1 8.46 2537120 5.0
(DEL) Alkane: Cyc... 6.47 10.8 ug/L 5464750 1 8.46 2537120 5.0
Thiophene 8.16 14.5 ug/L 7338670 1 8.46 2537120 5.0
Thiophene, 2-methyl- 10.14 3.3 ug/L 2286060 2 11.29 3440160 5.0
Thiophene, 3-methyl- 10.30 3.2 ug/L 2176960 2 11.29 3440160 5.0
Benzene, propyl- 12 .47 0.7 ug/L 3279800 3 13.23 23401500 5.0
Benzene, l-ethyl-... 12.54 4.6 ug/L 21490100 3 13.23 23401500 5.0
Benzene, l-ethyl-_.. 12.57 1.6 ug/L 7580540 3 13.23 23401500 5.0
Benzene, 1,2,3-tr... 12.62 4.1 ug/L 19251800 3 13.23 23401500 5.0
Benzene, l-etheny... 12.97 0.7 ug/L 3432880 3 13.23 23401500 5.0
Benzene, l-etheny... 13.43 15.3 ug/L 71639800 3 13.23 23401500 5.0
Benzene, l-ethyl-_.. 13.46 0.7 ug/L 3037590 3 13.23 23401500 5.0
Indene 13.60 15.1 ug/L 70642800 3 13.23 23401500 5.0
Benzene, l-methyl... 13.77 0.6 ug/L 2676840 3 13.23 23401500 5.0
Benzene, (2-methy... 13.87 1.2 ug/L 5412530 3 13.23 23401500 5.0
Benzofuran, 7-met... 14.06 1.5 ug/L 6804210 3 13.23 23401500 5.0
Bicyclo[2.2.1]hep... 14.10 1.5 ug/L 7200930 3 13.23 23401500 5.0
Benzofuran, 2-met... 14.16 3.1 ug/L 14346500 3 13.23 23401500 5.0
Benzene, 2-etheny... 14.35 1.0 ug/L 4552590 3 13.23 23401500 5.0
2-Methylindene 14.53 1.8 ug/L 8306830 3 13.23 23401500 5.0
Naphthalene, 1,2,... 14.62 5.0 ug/L 23388800 3 13.23 23401500 5.0
Bicyclo[2.2.1]hep... 14.73 0.7 ug/L 3042510 3 13.23 23401500 5.0
1H-Indene, 1-meth... 15.02 44_.3 ug/L 207089000 3 13.23 23401500 5.0
Benzo[c]thiophene 15.10 5.2 ug/L 24276700 3 13.23 23401500 5.0
1H-Indene, l-ethy... 16.01 10.7 ug/L 50282300 3 13.23 23401500 5.0
Biphenyl 16.77 1.2 ug/L 5511330 3 13.23 23401500 5.0
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