LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M

Title - SVOA CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.328 444 449 457 rBB 62575 91010 1.12% 0.140%
2 5.457 466 471 482 rVB 50896 119482 1.47% 0.183%
3 5.822 528 533 537 rBV 61709 95883 1.18% 0.147%
4 6.881 694 713 720 rBV2 80228 276438 3.40% 0.424%
5 6.963 720 727 734 rVV2 136550 247743 3.05% 0.380%

7.134 750 756 763 rBV 232594 363036 4._46% 0.557%
7.334 784 790 801 rVvB 294105 469795 5.78% 0.721%
rBv 164975 255934 3.15% 0.393%
7.522 816 822 830 rVB 211799 337684 4._.15% 0.518%
7.798 864 869 877 rBV 97079 154758 1.90% 0.238%
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11 8.175 925 933 943 rBB 1050605 1767791 21.74% 2.714%
12 8.334 955 960 965 rBV 80329 131247 1.61% 0.202%
13 8.504 983 989 999 rBV 308074 522045 6.42% 0.802%
14 8.639 1005 1012 1019 rVB 68093 112072 1.38% 0.172%
15 8.957 1060 1066 1075 rvv2 311506 568121 6.99% 0.872%

16 9.151 1094 1099 1107 rVB 142745 226222 2.78% 0.347%
17 9.275 1108 1120 1126 rBV 264738 555679 6.83% 0.853%
18 9.333 1126 1130 1136 rVB 59331 93962 1.16% 0.144%
19 9.675 1182 1188 1199 rBB 265915 446540 5.49% 0.686%
20 9.839 1210 1216 1220 rBV 81369 164015 2.02% 0.252%

21 9.922 1220 1230 1234 rVVv2 99901 358268 4.41% 0.550%
22 9.992 1237 1242 1252 rVB2 182932 362631 4._.46% 0.557%
23 10.216 1274 1280 1290 rVB 427233 757510 9.31% 1.163%
24 10.598 1336 1345 1347 rBV 151463 286330 3.52% 0.440%
25 10.663 1347 1356 1363 rVB 3530167 8132737 100.00% 12.487%

26 10.769 1365 1374 1382 rBV 1162677 2076901 25.54% 3.189%
27 11.122 1422 1434 1441 rBV2 45546 109050 1.34% 0.167%
28 11.410 1474 1483 1488 rBV2 75577 162237 1.99% 0.249%
29 11.716 1527 1535 1543 rBV 123634 232972 2.86% 0.358%
30 12.145 1604 1608 1617 rVB 62453 106778 1.31% 0.164%

31 12.257 1617 1627 1635 rVB 1307022 2224811 27.36% 3.416%
32 12.374 1641 1647 1655 rBV 54343 120302 1.48% 0.185%
33 12.474 1655 1664 1674 rVB 891506 1515660 18.64% 2.327%
34 12.839 1721 1726 1731 rBV 61907 105154 1.29% 0.161%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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

Z:\HPCHEM1I\BNA M\METHODS\SOMOZ2.2-EPA-BM042516.M
SVOA CALIBRATION

Method
Title

35 12.892 1731 1735 1741 rVB2 71113 113791 1.40% 0.175%

36 12.963 1741 1747 1753 rBV2 75384 124257 1.53% 0.191%
37 13.198 1776 1787 1792 rBV2 62914 144100 1.77% 0.221%
38 13.269 1792 1799 1808 rVB 279612 416584 5.12% 0.640%
39 13.445 1824 1829 1841 rVB4 61647 166861 2.05% 0.256%
40 13.568 1843 1850 1852 rBV 56579 88643 1.09% 0.136%

41 13.616 1852 1858 1872 rVV3 86044 251544 3.09% 0.386%
42 13.757 1872 1882 1887 rVV 105851 204499 2.51% 0.314%
43 13.810 1887 1891 1893 rVV 67615 99284 1.22% 0.152%
44 13.851 1893 1898 1904 rVB 760756 1094932 13.46% 1.681%
45 14.133 1940 1946 1956 rVB 849697 1382759 17.00% 2.123%

46 14.233 1956 1963 1971 rBV 173797 323565 3.98% 0.497%
47 14.339 1975 1981 1989 rvv2 118703 265854 3.27% 0.408%
48 14.439 1989 1998 2004 rVvv2 360744 641978 7.89% 0.986%
49 14.504 2004 2009 2015 rVvv2 116192 212629 2.61% 0.326%
50 14.574 2015 2021 2026 rVvV 545679 826410 10.16% 1.269%

51 14.645 2026 2033 2041 rVV2 149856 330501 4._.06% 0.507%
52 14.839 2060 2066 2073 rBV2 863130 1497696 18.42% 2.299%
53 15.021 2080 2097 2102 rVB 659590 2260095 27.79% 3.470%
54 15.386 2152 2159 2162 rBV4 102838 184854 2.27% 0.284%
55 15.433 2162 2167 2173 rVV 1110015 1693459 20.82% 2.600%

56 15.486 2173 2176 2182 rVB2 68453 88326 1.09% 0.136%
57 15.557 2182 2188 2192 rBV 415806 582491 7.16% 0.894%
58 15.827 2229 2234 2239 rVB 192570 281915 3.47% 0.433%
59 15.927 2248 2251 2263 rVB3 49032 110574 1.36% 0.170%
60 16.045 2264 2271 2276 rBV3 52315 110751 1.36% 0.170%

61 16.215 2286 2300 2311 rBV4 1031170 3106709 38.20% 4_770%
62 16.321 2312 2318 2323 rBV 257102 422950 5.20% 0.649%
63 16.392 2324 2330 2335 rVB4 256604 449881 5.53% 0.691%
64 16.545 2335 2356 2358 rBV3 858659 3795146 46.67% 5.827%
65 16.733 2384 2388 2391 rBV 91982 141325 1.74% 0.217%

66 16.821 2391 2403 2405 rBvV 436890 1156709 14.22% 1.776%
67 16.933 2414 2422 2433 rBV2 248681 1032827 12.70% 1.586%
68 17.086 2442 2448 2449 rBV3 60764 95299 1.17% 0.146%
69 17.180 2450 2464 2470 rVVv4 1147927 3537229 43.49% 5.431%
70 17.227 2470 2472 2476 rVB 112681 134977 1.66% 0.207%

71 17.286 2476 2482 2487 rBV2 1118775 1808874 22.24% 2.777%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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

Z:\HPCHEM1I\BNA M\METHODS\SOMOZ2.2-EPA-BM042516.M
SVOA CALIBRATION

Method :
Title :
72 17.386 2493 2499 2502 rBV 387561 762625 9.38% 1.171%
73 17.439 2503 2508 2511 rvVv 254435 485488 5.97% 0.745%
74 17.562 2523 2529 2533 rBV 176664 256176 3.15% 0.393%
75 17.645 2533 2543 2544 rvv6 192521 427033 5.25% 0.656%

76 17.715 2546 2555 2564 rVVv2 708487 2122650 26.10% 3.259%
77 17.809 2566 2571 2577 rVB 175864 313526 3.86% 0.481%
78 17.968 2593 2598 2605 rVB2 88125 153692 1.89% 0.236%
79 18.080 2607 2617 2619 rVV2 206550 393934 4.84% 0.605%
80 18.109 2619 2622 2633 rVV2 196829 408420 5.02% 0.627%

81 18.409 2658 2673 2679 rBV 154968 462423 5.69% 0.710%
82 18.492 2679 2687 2697 rVB2 198302 431263 5.30% 0.662%
83 18.603 2702 2706 2710 rVB 76120 101549 1.25% 0.156%
84 19.021 2769 2777 2783 rBV2 145045 288812 3.55% 0.443%
85 19.209 2804 2809 2813 rBV2 59975 90543 1.11% 0.139%

86 19.492 2850 2857 2865 rVB2 142953 196936 2.42% 0.302%
87 19.586 2866 2873 2880 rVB 1367426 1995894 24 .54% 3.064%
88 20.744 3065 3070 3077 rBV 226554 340547 4._.19% 0.523%
89 21.374 3172 3177 3186 rVB 667052 855530 10.52% 1.314%
90 23.515 3533 3541 3551 rBV2 841412 1657398 20.38% 2.545%

91 23.662 3559 3566 3578 rVvB2 330615 655997 8.07% 1.007%

Sum of corrected areas: 65131512

SOMO2.2-EPA-BM042516.M Tue Apr 26 16:24:35 2016 Page: 3



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM005058.D
3500000 1066

3000000
2500000
2000000

1500000 h
0.77

8.17

1000000

500000

0 5.846 5.82

A A A o o o
Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance TIC: BM005058.D
3500000

3000000
2500000
2000000

1500000 19.59

12.26
111829
15.43 16.22

1000000 12.47 1413 14.84 16/64

13.8 15.02 17.72

14%157 |556 oy % L7€ﬂ
13.27 N 146.93 h1 HBA 81
4 15.83 il
ohi s 1213 i"‘i gike u""' m; 164 |l |6/ 708 M Al 19 w8225

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BM005058.D
3500000

500000

3000000
2500000
2000000
1500000

1000000 23.51
21.37

500000 h
20.74 3.66
0

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexanoic acid Concentration Rank 6

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

6.88 35.73 ng/ul 276438 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 86
2 Hexanoic acid 116 C6H1202 000142-62-1 64
3 Octanoic Acid 144 C8H1602 000124-07-2 64
4 Hexanoic acid 116 C6H1202 000142-62-1 64
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 59

Abundance Scan 713 (6.881 min): BM005058.D (-694) (-) m/z 60.10 100.00%
60.1
5000 731
41.1 105.1
|‘||| 87|'0 120.1 6. 60 6. 80 7. oo 7. 20
0 ..,....,....,....,....,...". bttty e e e || M7z 73.10 0 50.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #7851 Hexanoic acid
60.0
5000 73.0 RS RARRUREREE A e
270 40 6.60 6.80 7.00 7.20
m/z 41.10 30.88%
87.0
[
s B B A AR RRAR AN ARALN ARAAN AR LR LR ARRE AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60.0
e e
6.60 6.80 7.00 7.20
5000 73.0 m/z 105.10 28.69%
270 40 87.0
ol 150 99.0 116.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19986: Octanoic Acid e EmamEE RS A
60.0 6.60 6.80 7.00 7.20
m/z 43.10 19.53%
73.0
5000 43.0
101.0
85.0
29.0 115.0
0 ”I%?QI“JJP"LEJ“I'JM‘“'JPl'w‘dmI'“'P"W'J“I}%?ﬁ"&%ﬁqv' UL L L IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzene, 1,2,3-trimethyl- Concentration Rank 7

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

7.45 33.08 ng/ul 255934 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Benzene. 1.3.5-trimethvl- 120 C9H12 000108-67-8 93
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 810 (7.451 min): BM005058.D (-803) (- m/z 105.10 100.00%
105.1
5000 120.1 l n
391 511 651 77|-1 91|-1 | 7.20 7.40 7.60 7.80
o) G NSNS MBS | RSSO N m/z 120.10 42.32%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9123: Benzene, 1,2,3-trimethyl-
105.0
120.0
5000

7.20 7.40 7.60 7.80
m/z 77.10 12.15%

0 390 510 650 770910

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
7.20 7.40 7.60 7.80
5000 120.0 m/z 119.10 11.81%
150 270 390 510 650 7.0 910
o BN NP VS U SN 1 S MBS S| PR
m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 A A /\
Abundance #9122: Benzene, 1,3,5-trimethyl-  Bames na s S
105.0 7.20 7.40 7.60 7.80
m/z 91.10 11.11%
120.0
5000
270 300 510 gso (10 9O
o) B S SSNY SRS SR MBI 1| S| B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80

SOMO2.2-EPA-BM042516.M Tue Apr 26 16:24:37 2016 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzofuran Concentration Rank 4

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

7.52 43.64 ng/ul 337684 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran 118 C8H60 000271-89-6 91
2 Benzofuran 118 C8H60 000271-89-6 91
3 Benzofuran 118 C8H60 000271-89-6 91
4 3-Hvdroxvphenvlacetvlene 118 C8H60 010401-11-3 87
5 2H-Cyclopenta[d]pyridazine 118 C7H6N2 000270-64-4 45

Abundance Scan 822 (7.522 min): BM005058.D (-816) (-) m/z 118.10 100.00%
118.1
89.1
5000
63.1 L N —
39.1 501 | 74.0 7.20 7.40 7.60 7.80
o Y MU oSO S o NSOVPO | S | N m/z 89.10 52.68%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8670: Benzofuran
118.0
5000 R L UL LR
90.0 7.20 7.40 7.60 7.80
63.0 m/z 90.10 45 _59%
39.0
290 \‘ Ll 5(\)\0 i 75.0 ‘ A |
miz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance
118.0
720 7.40 7.60 7.80
5000 m/z 63.10 24 .86%
63.0 %0.0
o 39.0 500 ' 76.0 106.0
miz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8668: Benzofuran .".,....,/.\...,....,....,
118.0 7.20 7.40 7.60 7.80

m/z 62.10 10.58%

5000
90.0

63.0
200 390 510 | 740 ‘ |

s RMSSYBMArh:ANRVHOVI TN M PRI | N TR A VL ST S

m/z--> 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Indane Concentration Rank 1

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

8.17 228.46 ng/ul 1767790 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 91
3 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 80
4 Indane 118 C9H10 000496-11-7 60
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 60

Abundance Scan 932 (8.169 min): BM005058.D (-925) (-) m/z 117.10 100.00%
117.1
5000
91.1 SRR LR LR
391 511 631 474 | 103.1 7.80 8.00 8.20 8.40 8.60
o oo SR M St St PR D bt MRttt} A m/z 118.10 53.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8676: Indane
117.0
5000 LN LA LI L
7.80 8.00 8.20 8.40 8.60
910 m/z 115.10 33.86%
oL 150 270 390 510 63D 770 | 1030 |
miz--> N A
Abundance
117.0
7.80 8.00 8.20 8.40 8.60
5000 m/z 91.10 17 .24%
39.0 58.0 91.0
130 270 77.0 103.0
G R A RN RS RARRA RS AR S AL SRR RN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8706: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene A o RRER
117.0 7.80 8.00 8.20 8.40 8.60
m/z 63.10 8.10%
5000 91.0
OIIIIIIIIII\I ||||||||‘|||||||||||||||||||||||||||| T T T T — —T T
m/z--> 10 20 30 40 50 60 7'0 80 90 100 110 120 780 8.00 8.20 8.0 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Indene Concentration Rank 14

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

8.33 16.96 ng/ul 131247 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9H8 000095-13-6 95
2 Indene 116 C9H8 000095-13-6 95
3 Benzene. l1-propvnvl- 116 C9OH8 000673-32-5 91
4 Benzene. 1-propvnvl- 116 C9OH8 000673-32-5 91
5 Benzene, l-ethynyl-4-methyl- 116 C9HS8 000766-97-2 91

Abundance Scan 959 (8.328 min): BM005058.D (-955) (-) m/z 115.10 100.00%
114,
5000
01 50 0 o % 550 50 sab 650
Ol ettt bl b ettt el | m/Z 116.05  91.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8166: Indene
116.0
5000 USSR SRR R
8.00 8.20 8.40 8.60
8.0 m/z 89.10 14.06%
20 390 s00 %0 740 |
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance
116.0
‘800 820 840 8.60
5000 m/z 63.00 12 .54%
63.0
270 390 510 740 %90 9801070
miz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8172: Benzene, 1-propynyl- ..,....,..(\.,....,/.\...,
115.0 8.00 8.20 8.40 8.60
m/z 117.10 9.50%
5000
oJ 270 390 510 630 720 %9 g5 1L
m/z--> 25 §0 Jo §o éo fo éo do 160 110 150 &bo &50 &ho &%o '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzofuran, 7-methyl- Concentration Rank 8

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

9.15 29.24 ng/ul 226222 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran. 7-methvl- 132 C9H80 017059-52-8 94
2 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 91
3 3-Phenvl-2-propvn-1-ol 132 C9H80 001504-58-1 91
4 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 91
5 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 91

Abundance Scan 1099 (9.151 min): BM005058.D (-1094) (-) m/z 131.05 100.00%
13f.1
5000 /\/\
51.1 77.1 1031 e .... .
w0 | 630 “ 89,0 J| | 8.80 9.00 9.20 9.40
ottt e i e e e e e m/z 132.05 89.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14040: Benzofuran, 7-methyl-
132.0
5000 T A
51.0 8.80 9.00 9.20 9.40
77.0 0
270 39.0 63.0 103.0 m/z 103.10 24 .43%
0--|----|--l‘-‘|---‘l‘|----l-‘---”" .‘”l..E.;Ig,(.)...,l‘...,.1.1.7.,0....;‘...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
131.0
880 9.00 9.20 940
5000 m/z 77.10 24 .24%
51.0 77.0 103.0
ol 150 27.0 39.0 63.0 89.0 114.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14047: 3-Phenyl-2-propyn-1-ol R RN ARS . AR
131.0 8.80 9.00 9.20 9.40
m/z 104.10 23.73%
103.0
5000
77.0
510 115.0
270 390 | QO 89.0 ‘ ‘
O e e e R S L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.80 9.00 9.20 9.40

SOMO2.2-EPA-BM042516.M Tue Apr 26 16:24:40 2016 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzofuran, 2-methyl- Concentration Rank 5

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

9.27 38.81 ng/ul 555679 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 91
2 Benzofuran. 2-methvl- 132 C9H80 004265-25-2 91
3 3-Phenvl-2-propvn-1-ol 132 C9H80 001504-58-1 91
4 3-Phenvl-2-propvn-1-ol 132 C9H80 001504-58-1 91
5 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 90

Abundance Scan 1119 (9.269 min): BM005058.D (-1108) (-) m/z 131.10 100.00%
131.1
5000 /\/\
51.1 77.1 104.1 ——— ,,,, AL
391 63.1 || go.1 || 9.00 9.20 9.40 9.60
o} S| NN NP1 M| RSN | EN m/z 132.10 81.64Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14042: Benzofuran, 2-methyl-
131.0
5000 N AR AR IR A
9.00 9.20 9.40 9.60
510 770 1030 m/z 104.10 24 .27%
ol 150 27.0 390 | 630 7 890 T 1150 ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
131.0
"'g'bb"é'zb"g'hb' 960
5000 m/z 77.10 23.45%
51.0 77.0 103.0
ol 150 27.0 39.0 63.0 89.0 114.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14045: 3-Phenyl-2-propyn-1-ol
131.0 9.00 9.20 9.40 9.60

m/z 103.10 21.52%

77.0 103.0
5000
51.0
‘ 63.0 115.0
2 ok 22
270 \‘\‘ H‘\ ‘H\‘ il 1l

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.00 9.20 9.40 9.60

o

SOMO2.2-EPA-BM042516.M Tue Apr 26 16:24:40 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 12 3-Phenylbut-1-ene Concentration Rank 20

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

9.84 11.46 ng/ul 164015 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 81
2 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 76
3 1-Phenvl-1-butene 132 C10H12 000824-90-8 76
4 Benzene. l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 70
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 70

Abundance Scan 1216 (9.839 min): BM005058.D (-1210) (-) m/z 117.10 100.00%
117.1
5000 1301
77.1 105.1 —JU
39.1 510 650 | 91|.1 | ‘ | | 9.60 9.80 10.00 10.20
0.,”.W.HJ“.HIm.wﬂﬂ.“rn,”.q.”.Hw”,”!h.nvpu”,” m/z 132.10 36.27%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13568: 3-Phenylbut-1-ene
117.0
5000 G NABAS B R A
9.60 9.80 10.00 10.20
91.0 132.0 m/z 115.10 28.82%
27.0 390 5%0 65.0 770 1050 || ”
o) ...‘. S EUU— | P .‘ﬁ‘.. ...l‘ N P .‘ﬁ.. S ]| S | FR—
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117.0
9.60 9.80 10.00 10.20
0
5000 132.0 m/z 77.10 25.13%
39.0 0
. 27.0 51.0 650 770 103.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13569: 1-Phenyl-1-butene
117.0 9.60 9.80 10.00 10.20
m/z 105.10 24 .97%
5000 132.0
91.0
7o 80 0 o 0| o ||
o) NS NS T PPV Y NSSOoPe | OSSR PRSI TTARMS 1| SSRST | M
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 9.60 9.80 10.00 10.20

SOMO2.2-EPA-BM042516.M Tue Apr 26 16:24:41 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzoic Acid Concentration Rank 11

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

9.92 25.02 ng/ul 358268 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic Acid 122 C7H602 000065-85-0 94
2 Benzoic Acid 122 C7H602 000065-85-0 94
3 Heptanediamide. N.N"-di-benzovloxv- 398 C21H22N206 1000253-26-4 86
4 Cvclopropanecarboxamide. N-benzo... 205 C11H11NO3 1000253-25-4 83
5 Benzoic Acid 122 C7H602 000065-85-0 53

Abundance Scan 1230 (9.922 min): BM005058.D (-1220) (-) m/z 105.10 100.00%
105.1
771 122.1
5000
51.0
39.0 | 66.1 94.0 9.60 9.80 10.00 10.20
Obrrprrrrprrer ettt Al et et b e || M/z 122.05 77 .22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9574: Benzoic Acid
105.0 19090
77.0
5000
51.0 9.60 9.80 10.00 10.20
m/z 77.10 70.17%
270 390 | 650 | 940 ‘
R RS R S B LR AL NAARA LRSS AR ARSI RARAS ARSI BARM
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105.0
770 122.0
9.60 9.80 10.00 10.20
m/z 51.00 32.05%
5000 510 0
16,0 27.0 390 65.0 94.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #155928: Heptanediamide, N,N'-di-benzoyloxy-
105.0 9.60 9.80 10.00 10.20
77.0 122.0 m/z 50.00 18.54%
5000 510
0 ‘\ . 65'0 A 94'0 | 143.0 n N
m/z--> 15 25 §0 45 éo eb fo 85 do 160 1io 150 1éo 150 ' 9%0 9.80 10.00 10.20 '

SOMO2.2-EPA-BM042516.M Tue Apr 26 16:24:42 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Phenyl-1-butene Concentration Rank 10

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

9.99 25.33 ng/ul 362631 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenvl-1-butene 132 C10H12 000824-90-8 70
2 Benzene. l1l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 70
3 Benzene. 1-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 70
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 68
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 64

Abundance Scan 1242 (9.992 min): BM005058.D (-1237) (-) m/z 117.10 100.00%
1171
5000
132.1
91.1 R L e e
390 5L0 650 771 | 1031 “‘ | 1501 9.60 9.80 10.00 10.20 10.40
Olrrprrrrprrrr et it e il e | m/z 132.10  34.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13569: 1-Phenyl-1-butene
117.0
5000 132.0 ISR SN "{\"'I'
910 9.60 9.80 10.00 10.20 10.40
' m/z 119.10 30.68%
27.0 39.0 510 650 77.0 ‘ 105.0
o) R NPT | ST NS 1 A | T | E—
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117.0 k
9.60 9.80 10.00 10.20 10.40
5000 132.0 m/z 115.05 29.76%
91.0
150 27.0 39.0 51.0 630 77.0 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 A
Abundance #13620: Benzene, 1-methyl-2-(2-propenyl)- e AR B
117.0 9.60 9.80 10.00 10.20 10.40
m/z 131.10 25.07%
132.0
5000
91.0
mosposto @omo | MRl )
T B S R aT!
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.60 9.80 10.00 10.20 10.40

SOMO2.2-EPA-BM042516.M Tue Apr 26 16:24:42 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3-Methyl-2-thiophenecarboxy... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
11.12 7.62 ng/ul 109050 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-2-thiophenecarboxvlic acid 142 C6H602S 023806-24-8 97
2 3-Methvl-2-thiophenecarboxvlic acid 142 C6H602S 023806-24-8 95
3 2-Thiophenecarboxvlic acid. 5-me... 142 C6H602S 001918-79-2 64
4 2-Thiophenecarboxvlic acid. 5-me... 142 C6H602S 001918-79-2 46
5 3-Thiopheneacetic acid 142 C6H602S 006964-21-2 38
Abundance Scan 1434 (11.122 min): BM005058.D (-1422) (-) m/z 142.00 100.00%
97.0 142.0
5000 124.0
45.0
85.1 113.0 10.80 11.00 11.20 11.40
Olrr prrrrprrrrprert s ":.-.'!'ﬂ'...”'....,'..'..,'.'.' b e | m/z 97.00 93.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18660: 3-Methyl-2-thiophenecarboxylic acid
142.0
97.0 A
A
5000 SR A SO U B
125.0 10,80 11.00 11.20 11.40
45.0 m/z 96.00 61.79%
mz-> 10 20 3'0 A e'o 7'0 o e 1 o The T
Abundance
142.0
n'ow"ﬂw"'w"w"'w
9.0 10.80 11.00 11.20 11.40
5000 125.0 m/z 124.00 44 _64%
45.0
15.0 27.0 580 0 850 113.0
B AR KRS RN RS RS RARRE KRS RS RSN BARAS LRSS LR LA AR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18664: 2-Thiophenecarboxylic acid, 5-methyl- - T AEEEEEETEERE R
970 142.0 10.80 11.00 11.20 11.40
' m/z 125.00 43.22%
125.0
5000
53.0
0 260 390‘ . ‘ 1l ueg‘\\o 820 b 1130 |
m/z--> 10 20 30 40 §o 60 70 80 90 100 110 120 150 140 150 10,80 11.00 11.20 11.40

SOMO2.2-EPA-BM042516.M Tue Apr 26 16:24:43 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Nonanoic acid Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.41 11.33 ng/ul 162237 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 91
2 Hexanoic acid 116 C6H1202 000142-62-1 50
3 Hexanoic acid 116 C6H1202 000142-62-1 50
4 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 43
5 Octanoic Acid 144 C8H1602 000124-07-2 42
Abundance Scan 1483 (11.410 min): BM005058.D (-1474) (-) m/z 60.00 100.00%
60.0 73.1
5000 .
115.1 129.1 R T
871 11100 11,20 11,40 11.60 11.80
o} m/z 73.10 84 .15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28744: Nonanoic acid
60.0 730
41.0
5000 UREU R B B B
27.0 umumnmnmum
670 1150 ;1590 m/z 57.10 59.31%
15.0 H | 1p1.0 ‘ | 158.0
O'WHhv”w““F“w”M'“4““'HWH“ﬂHWH“VHW““VHW““P“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60.0
11700 1120 1140 1160 '1'1 80
5000 970 410 73.0 m/z 41.10 46.81%
87.0
0 99.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7850: Hexanoic acid e S
60.0 umumnmnmum
m/z 55.10 43.12%
5000 270 410 73.0
87.0
-
m/z--> 15 25 §0 45 50 60 75 80 95 100 110 150 130 150 1%0 1éo 11.00 11.20 11.40 11.60 11.80

SOMO2.2-EPA-BM042516.M Tue Apr 26 16:24:43 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Thieno[2,3-c]pyridine Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.72 16.27 ng/ul 232972 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thienol2.3-clpvridine 135 C7H5NS 000272-12-8 94
2 Benzothiazole 135 C7H5NS 000095-16-9 83
3 1.2-Benzisothiazole 135 C7H5NS 000272-16-2 80
4 Benzothiazole 135 C7H5NS 000095-16-9 74
5 Thieno[3,2-c]pyridine 135 C7H5NS 000272-14-0 72
Abundance Scan 1536 (11.722 min): BM005058.D (-1527) (-) m/z 135.00 100.00%
135.0
5000
A RARAE AR RARAN RARRE
450 631 g1, 91|'1 10?'0 11.40 11.60 11.80 12.00
O prrti ettt b e et e rbbeee || M/z 108.00 14 74%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14929: Thieno[2,3-c]pyridine
135.0
,
5000 U DA BRI RN B
11.40 11.60 11.80 12.00
m/z 91.10 14 .14%
45.0 63.0 82.0 108.0
OW'”'P'”I”MW'“lﬂh”H”'Ww“'ﬁ'”l“'ﬁ'”'v'“ldJW'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
135.0
11.40 11.60 11.80 12.00
m/z 136.10 10.49Y%
5000 108.0 o
69.0
82.0
270 450 58.0 g3.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14927: 1,2-Benzisothiazole P e
135.0 11.40 11.60 11.80 12.00
m/z 134.00 9.84%
5000
69.0 108.0
: 91.0
0'|""w'"|?ﬁ?|'ﬁ%?'“'|"'§ﬁq"|'“'|"'w""|“"|"”|"' \ U DA U RN B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 11.40 11.60 11.80 12.00

SOMO2.2-EPA-BM042516.M Tue Apr 26 16:24:44 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzo[b]thiophene, 2-methyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
12.15 7.46 ng/ul 106778 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 2-methvl- 148 C9HS8S 001195-14-8 91
2 Benzolblthiophene. 2-methvl- 148 C9HS8S 001195-14-8 91
3 Benzolblthiophene. 4-methvl- 148 C9HS8S 014315-11-8 86
4 3-Methvlbenzothiophene 148 C9HS8S 001455-18-1 83
5 3-Methylbenzothiophene 148 C9H8S 001455-18-1 78
Abundance Scan 1609 (12.151 min): BM005058.D (-1604) (-) m/z 147.05 100.00%
147.1
5000
50 690 00 1gq 1210 | 11780 1200 1250 1240
Ot ettt e m/z 148.10 82.25%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22277: Benzo[b]thiophene, 2-methyl-
147.0
5000 LN SUNUBA UL B
11.80 12.00 12.20 12.40
m/z 149.00 13.80%
74.0 103.0 115.0
B e L i G 1 N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
147.0
11.80 12,00 12.20 12,40
5000 m/z 121.00 10.62%

450 630 740 g9 103.0115.0

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

Abundance #22275: Benzo[b]thiophene, 4-methyl- R e B
147.0 11.80 12.00 12.20 12.40

m/z  69.00 7.29%
5000
45.0
63.0 740 103.0 115.0
o BSSYJAT EBOU.c.5 S hlu SeL
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzo[b]thiophene, 6-methyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
12.37 8.40 ng/ul 120302 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 6-methvl- 148 C9HS8S 016587-47-6 87
2 Benzolblthiophene. 4-methvl- 148 C9HS8S 014315-11-8 87
3 Benzolblthiophene. 2-methvl- 148 C9HS8S 001195-14-8 87
4 Benzolblthiophene. 5-methvl- 148 C9HS8S 014315-14-1 87
5 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 83
Abundance Scan 1646 (12.369 min): BM005058.D (-1641) (-) m/z 147.05 100.00%
147.1
5000
201 500 630 780 g 10 1210 | 1500 1520 1240 1780 "
Ob ettty il ottt e b el M/2Z 14805 85.95%
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22278: Benzo[b]thiophene, 6-methyl-
148.0
5000 UV BN SRS
12.00 12.20 12.40 12.60
450 40 m/z 104.00 14 .93%
it 8001030 104350 ||
AN AR AR RS AR RS RS AN RARA LARRN SARSS NARN SARRN
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
147.0
12.00 12.20 12.40 12.60
5000 m/z 149.10 13.56%
0 630 740 o0 10301150 o
O B R e R e e
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22279: Benzo[b]thiophene, 2-methyl- R
147.0 12,00 12.20 12.40 12.60
m/z 76.00 12 .54%
5000
450 630 740 g9p 103.0 115.0
o) E— ||‘||“|||| i‘::: |‘|‘|| ||||‘.|||| Y S S || FE—
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Naphthalene, l1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.47 105.87 ng/ul 1515660 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Napnhthalene. 1-methvl- 142 C11H10 000090-12-0 96
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 94
4 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 94
5 Benzocycloheptatriene 142 C11H10 000264-09-5 91
Abundance Scan 1663 (12.469 min): BM005058.D (-1655) (-) m/z 142.10 100.00%
14p.1
5000 115.1
300 510 631 741 89.1 12.20 12.40 12.60 12.80
Obrrrrrrrrrert e e e et e 2ree ool ey m/Zz 141.10  92.34%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18499: Naphthalene, 1-methyl-
142.0
5000 L IR SULLAA BN B
115.0 12:20 12.40 12.60 12.80
m/z 115.10 41.00%
27.0 390 510 630 740 890 1000 | 1260 |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
142.0
12,20 12.40 1260 12.80
5000 m/z 139.10 11.94%
115.0
27.0 39.0 510 630 740 890 jp50 126.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18504: 1,4-Methanonaphthalene, 1,4-dihydro-  H B B
1410 12.20 12.40 12.60 12.80
m/z 143.10 11.69%
5000 115.0
o 270 390 510 %30 740 890 1455, 1260
m/z--> 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:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1(3H)-l1sobenzofuranone Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.

12.84 3.28 ng/ul 105154 Acenaphthene-d10 14._44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(3H)-Isobenzofuranone 134 C8H602 000087-41-2 93
2 1(3H)-I1sobenzofuranone 134 C8H602 000087-41-2 93
3 1(3H)-Isobenzofuranone 134 C8H602 000087-41-2 87
4 1.2-Benzenedicarboxaldehvde 134 C8H602 000643-79-8 81
5 1,2-Benzenedicarboxaldehyde 134 C8H602 000643-79-8 52

Abundance Scan 1726 (12.839 min): BM005058.D (-1721) (-) m/z 105.10 100.00%

106.1
5000 7.0

12.60 12.80 13.00 13.20

Of m/z 77.05 46.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14734: 1(3H)-Isobenzofuranone
105.0
5000 77.0 LI L L B B
134.0 12.60 12.80 13.00 13.20
51.0 m/z 134.10 25.92%
o 2030 | B0 | 890 | 190 |
R R R B e add aanaa sasaasanay
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
105.0
770 12.60 12.80 13.00 13.20
' m/z 51.00 18.15%
5000 134.0
51.0
27.0 39.0 63.0 89.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14735: 1(3H)-Isobenzofuranone
105.0 12.60 12.80 13.00 13.20
m/z 50.10 14 _.14%
5000 77.0
134.0
51.0
0 18.0 380 | 630 | 89.0 I I,
P T R e e e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 22 1H-Indene-4-carboxaldehyde,... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
12.89 3.55 ng/ul 113791 Acenaphthene-d10 14._44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene-4-carboxaldehvde. 2.3-... 146 C10H100 051932-70-8 68
2 1H-Indene-4-carboxaldehvde. 2.3-_... 146 C10H100 051932-70-8 68
3 Benzeneacetaldehvde. .alpha.-eth... 146 C10H100 004411-89-6 58
4 Naphthll.2-bloxirene. l1a.2.3.7b-... 146 C10H100 002461-34-9 58
5 Benzene, (1-ethyl-1-propenyl)- 146 C11H14 004701-36-4 52
Abundance Scan 1735 (12.892 min): BM005058.D (-1731) (-) m/z 117.10 100.00%
117.1 146.1
5000
1031
39.0 51.0 || h‘ | | 131.0 12.60 12.80 13.00 13.20
0.,....,....,....""' | .|I|.I.| g "'|| i "..||....|'....|..' m/z 146.05 08.95Y%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20675: 1H-Indene-4-carboxaldehyde, 2,3-dihydro-
117.0
146.0
5000 LR SURLILN SRR B '|0"'/
12.60 12.80 13.00 13.20
91.0 m/z 115.05 54 _88%
39.0 63.0 128.0
2ro | O T 750 | 1030 \“
0 T |||| N o T, ||‘|‘| N o |‘||| T .
miz-> % % 40 50 60 70 80 6 100 110 130 130 140 1%
Abundance
117.0
146.0 III|llll|llll|llll|llll
12.60 12.80 13.00 13.20
5000 m/z 118.10 54 _.19%
91.0
39.0 63.0 128.0
27.0 510 75.0 103.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20676: Benzeneacetaldehyde, .alpha.-ethylidene- L
117.0 12.60 12.80 13.00 13.20
146.0 m/z 142.10 37.53%
5000
39.0 o0
- 51.0 78.0
Jozo Tlmo MO wmo | o |
mz-> % % 40 50 60 70 80 60 '1'66' T e 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 23 Hydroxytoluic Acid Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
12.96 3.87 ng/ul 124257 Acenaphthene-d10 14._44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdroxvtoluic Acid 152 C8H803 000083-40-9 97
2 Hvdroxvtoluic Acid 152 C8H803 000083-40-9 96
3 2-Hvdroxv-4-methvlbenzoic acid 152 C8H803 000050-85-1 95
4 Hvdroxvtoluic Acid 152 C8H803 000083-40-9 91
5 5-Methylsalicylic acid 152 C8H803 000089-56-5 47
Abundance Scan 1747 (12.963 min): BM005058.D (-1741) (-) m/z 106.10 100.00%
106.1
134.1
5000 78.1 152.1
51.0
39.0 || ‘ 910, ‘ 12.60 12.80 13.00 13.20
0"|""|""|"'=||I'I' (L L, .|.|I| "".'..,....,..l.,....,....,.'.I..l....l.'...l. m/z 134.10 66 .63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24657: Hydroxytoluic Acid
106.0
134.0
5000 1520
78.0 12.60 12.80 13.00 13.20
2 O510 m/z 152.10 41 _.04%
o g0 T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
106.0 134.0
152.0 12.60 12.80 13.00 13.20
5000 m/z 78.10 40.48%
78.0
51.0
o 27.0 390 63.0 92.0 120.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24700: 2-Hydroxy-4-methylbenzoic acid
134.0 12.60 12.80 13.00 13.20
m/z 105.05 38.71%
78.0 105.0 152.0
5000
51.0
9.0
150 270 | || 630 “‘ 00 | w0 | |
m/z--> 10 20 30 40 50 éo fo 80 90 100 110 120 130 140 150 160 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Benzoic acid, 3,4-dimethyl- Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
13.20 4.49 ng/ul 144100 Acenaphthene-d10 14._44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 3.4-dimethvl- 150 C9H1002 000619-04-5 96
2 Benzoic acid. 3.5-dimethvl- 150 C9H1002 000499-06-9 95
3 Benzoic acid. 3.5-dimethvl- 150 C9H1002 000499-06-9 93
4 Benzoic acid. 3.5-dimethvl- 150 C9H1002 000499-06-9 93
5 Benzoic acid, 3,4-dimethyl- 150 C9H1002 000619-04-5 90
Abundance Scan 1787 (13.198 min): BM005058.D (-1776) (-) m/z 105.10 100.00%
105.1
150.1
5000
77.0 91.0 133.1
51.0
39.0 63.1 121.0 12.80 13.00 13.20 13.40 13.60
of m/z 150.10 73 .99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23365: Benzoic acid, 3,4-dimethyl-
105.0
150.0
5000 91.0
77.0 133.0 12.80 13.00 13.20 13.40 13.60
20.0 510 63,0 ‘ m/z 91.05 34 .45%
.W%EQP?n?”.JLn.JM”.,ﬁhw.wﬂt”.nﬁ.”,JHu“.}ﬁ%g.ﬁﬂn,”.qh.”,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
105.0 150.0
12.80 13.00 13.20 13.40 13.60
5000 91.0 m/z 77.05 33.55%
77.0 ) 133.0
39.0 51.0 3.0
. 27.0 121.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23370: Benzoic acid, 3,5-dimethyl- B B
105.0 150.0 12.80 13.00 13.20 13.40 13.60
m/z 133.10 31.09%
5000 910 1330
77.0
39.0 51.0
o 20 e L oo 4
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4H-1-Benzopyran-4-one Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
13.45 5.20 ng/ul 166861 Acenaphthene-d10 14._44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-1-Benzopvran-4-one 146 C9H602 000491-38-3 96
2 2H-1-Benzopvran-2-one 146 C9H602 000091-64-5 64
3 2H-1-Benzopvran-2-one 146 C9H602 000091-64-5 64
4 2(1H)-Ouinoxalinone 146 C8H6N20 001196-57-2 58
5 2(1H)-Quinoxalinone 146 C8H6N20 001196-57-2 58
Abundance Scan 1830 (13.451 min): BM005058.D (-1824) (-) m/z 146.10 100.00%
146.1
118.1
5000
: 164.1 a0 40 1560 1580
o} m/z 118.05 67.57%
m/z—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21315: 4H-1-Benzopyran-4-one
146.0
5000 92.0 118.0
13.20 13.40 13.60 13.80
o 230 m/z 92.10 54.47%
38.0 H 50
0 |||||||l|||||‘l‘|||‘||l‘|‘u|"l - |l‘l| ||||‘l||||||||||||||||||| S ‘: Baazatazaiesl
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
118.0
146.0 '”'I'”'IA”'I'”'I'”
13.20 13.40 13.60 13.80
5000 90.0 m/z 120.00 34.28%
63.0
ol 250 38,0 500 75.0 103.0
m/z—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21316: 2H-1-Benzopyran-2-one
118.0 13.20 13.40 13.60 13.80
m/z 141.10 29.78%
146.0
5000 90.0
63.0
39.0 ‘
obrrrr 280 s el R0 S . W0 I U AL
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 7-Methylindan-1-one Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
13.57 2.76 ng/ul 88643 Acenaphthene-d10 14._44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Methvlindan-1-one 146 C10H100 039627-61-7 87
2 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 86
3 cis-.beta.-Methvlstvrene 118 C9H10 000766-90-5 80
4 Benzeneacetaldehvde. .alpha.-eth... 146 C10H100 004411-89-6 52
5 Benzene, l-pentenyl- 146 C11H14 000826-18-6 52

Abundance Scan 1850 (13.568 min): BM005058.D (-1843) (-) m/z 117.10 100.00%

117.1 146.1

5000
131.0 160.0 13.20 13.40 13.60 13.80
ol g | R m/z 146.10 95.93%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20632: 7-Methylindan-1-one
117.0 146.0
5000
91.0 13.20 13.40 13.60 13.80
%
39.0 770 m/z 118.10 54 .02
T ) e | o |
0...,....i‘..“:.“,‘l“.a‘a“,..l.,‘l..l‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance
117.0
13.20 13.40 13.60 13.80
5000 91.0 m/z 115.10 39.86%
39.0 630
26.0 ' 104.0
O T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #8693: cis-.beta.-Methylstyrene
117.0 13.20 13.40 13.60 13.80
m/z 145.10 39.25%
5000
91.0
51.0 g50 0
ob— ,%%q uh. ﬂh.udﬁ..“W}.‘ﬂ:.ﬁqﬁp..‘,... —————
m/z--> 20 40 60 80 100 120 140 160 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM042516_.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Naphthalene, 2,7-dimethyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.62 7.84 ng/ul 251544 Acenaphthene-d10 14._44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 94
2 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 94
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 93
4 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 93
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 93

Abundance Scan 1859 (13.621 min): BM005058.D (-1852) (-) m/z 156.10 100.00%

156.1
1411
5000 '
431

68.1 81.0 13. 40 13 60 13. 80 14. 00

(o} m/z 141.10 74.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27177: Naphthalene, 2,7-dimethyl-
156.0
5000 s ---- ---- ---- T
1410 13.40 13.60 13.80 14.00

‘ m/z 114.10 56.76%

o 38.0 51.0 640 7‘\‘0 101.0 115.0128.0 ‘ ull
T T T T R T I T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

156.0

13.40 13.60 13.80 14.00

5000 141.0 m/z 99.00 54 _.06%
77.0
. 270 51.0 64.0 102.0115.0128.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27164: Naphthalene, 2,3-dimethyl- . b . R
141.0 156.0 13. 40 13 60 13. 80 14. 00

m/z 155.10 35.01%

5000

115.0
39.0 63.0 76.0 89.0 102.0 ‘ 128.0
26.0 1 | My

Onpnq””“”q””p”qﬂ”.ﬂ.”““”.””.”.”h.”q””...“”, R S R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Naphthalene, 2,6-dimethyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
13.76 6.37 ng/ul 204499 Acenaphthene-d10 14._44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
3 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
4 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
Abundance Scan 1883 (13.763 min): BM005058.D (-1872) (-) m/z 156.10 100.00%
141.1 156.1
5000
11519281
390 51.0 63.0 76.0 gg o ‘ 13.40 13.60 13.80 14.00
O T il S0 2020 b W h/z 141.10  90.73%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27184: Naphthalene, 2,6-dimethyl-
156.0
141.0
5000
13.40 13.60 13.80 14.00
m/z 155.10 28.62%
77.0 115.0
270 390 510 630 | 90 1020 " TRY | |
miz-> % % 40 50 60 70 80 9 100 110 130 130 140 150 180 |
Abundance
156.0
141.0 .,..”,..”,...Aﬁ.Fh.
13.40 13.60 13.80 14.00
5000 m/z 115.05 21.29%
115.0
27.0 39.0 510 630 "°0 594 1500 128.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27178: Naphthalene, 2,7-dimethyl-
156.0 13.40 13.60 13.80 14.00
m/z 128.10 16.51%
141.0
5000
128.0
m/z--> 20 §o 45 55 éo fo 85 95 160 110 150 130 140 150 1éo ' 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042516\
Data File : BMO05058.D

Aca On : 25 Apr 2016 22:52

Operator : UM/SJ

Sample : H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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-2-carboxylic acid... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.23 10.08 ng/ul 323565 Acenaphthene-d10 14._44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene-2-carboxvlic acid. 2.3... 162 C10H1002 025177-85-9 52
2 Bicvclol3.2.0lhepta-3.6-diene-1-... 117 C8H7N 074212-80-9 50
3 (2-NitroallvI)-benzene 163 C9HONO2 062811-39-6 50
4 _.alpha.-Methvlcinnamic acid 162 C10H1002 001199-77-5 47
5 Benzene, l-propynyl- 116 C9HS8 000673-32-5 38
Abundance Scan 1962 (14.227 min): BM005058.D (-1956) (-) m/z 116.10 100.00%
116.1
5000
162.1
g0 631 0 147.0 208.1 14.00 14.20 14.40 14.60
0 T e L s m/z 115.10 66.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30421: 1H-Indene-2-carboxylic acid, 2,3-dihydro-
116.0
5000 162.0
14.00 14.20 14.40 14.60
m/z 117.05 60.81%
39.0 58.0 91.0
0.|....‘l.‘.“..‘l“.‘.7.5."0|..“..l... |....];4.?..0..|“....l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
116.0
90.0
14.00 14.20 14.40 14.60
5000 m/z 162.10 35.48%
39.0
63.0
S R L S S UL I L WL B WL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31437: (2-Nitroallyl)-benzene
116.0 14.00 14.20 14.40 14.60
m/z 91.05 16.38%
5000
91.0
3%0 6?0 ‘ 133.0 16?0
0.......“..‘....‘..‘..... B R e
m/z--> 20 40 60 8 100 120 140 160 180 200 14.00 14.20 14.40 14.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA M\DATA\BM042516\
BMOO5058.D

25 Apr 2016 22:52

UM/SJ

H2584-01

15 Sample Multiplier: 1

SVOA CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM042516 .M

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

Peak Number 30 Benzimidazole-5-carboxylic ... Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
14.34 8.28 ng/ul 265854 Acenaphthene-d10 14._44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzimidazole-5-carboxvlic acid 162 C8H6N202 015788-16-6 72
2 5-Isoquinolinol 145 C9H7NO 002439-04-5 50
3 5-Quinolinol 145 C9H7NO 000578-67-6 49
4 Benzofuran-2-carboxvlic acid 162 C9H603 000496-41-3 49
5 8-Hydroxyquinoline 145 C9H7NO 000148-24-3 47

Abundance Scan 1981 (14.339 min): BM005058.D (-1975) (-) m/z 145.10 100.00%
1451 162.1
5000 117.1
63.0 89.1
39.0 |‘ 14.00 14.20 14.40 14.60
Obrrprrrrprrrrrrtipeteef ettt el et el m/z 162.05 98.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #31071: Benzimidazole-5-carboxylic acid
145.0 162.0
5000 117.0
14.00 14.20 14.40 14.60
63.0 90.0 m/z 117.10 44 _39%
45.0 ‘ ‘ 131.0
O'W””P”W””PAW”“ML'””P”W””P”'”JP”WM”P”W““IL'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
145.0
14.00 14.20 14.40 14.60
5000 117.0 m/z 89.10 35.57%
90.0
63.0
o 40.0 76.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #20591: 5-Quinolinol
145.0 14.00 14.20 14.40 14.60
m/z 63.05 29.15%
5000 117.0
630 89.0
o 260%° | 760 b a0 |
m/z--> 10 20 30 40 50 60 70 8|0 9'0 100 110 120 130 140 150 160 170 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042516\
Data File : BMO05058.D

Acq On = 25 Apr 2016 22:52

Operator : UM/SJ

Sample - H2584-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM042516 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Hexanoic acid 6.88 35.7 ng/ul 276438 1 7.80 154758 20.0
Benzene, 1,2,3-tr... 7.45 33.1 ng/ul 255934 1 7.80 154758 20.0
Benzofuran 7.52 43.6 ng/ul 337684 1 7.80 154758 20.0
Indane 8.17 228.5 ng/ul 1767790 1 7.80 154758 20.0
Indene 8.33 17.0 ng/ul 131247 1 7.80 154758 20.0
Benzofuran, 7-met... 9.15 29.2 ng/ul 226222 1 7.80 154758 20.0
Benzofuran, 2-met... 9.27 38.8 ng/ul 555679 2 10.60 286330 20.0
3-Phenylbut-1-ene 9.84 11.5 ng/ul 164015 2 10.60 286330 20.0
Benzoic Acid 9.92 25.0 ng/ul 358268 2 10.60 286330 20.0
1-Phenyl-1-butene 9.99 25.3 ng/ul 362631 2 10.60 286330 20.0
3-Methyl-2-thioph... 11.12 7.6 ng/ul 109050 2 10.60 286330 20.0
Nonanoic acid 11.41 11.3 ng/ul 162237 2 10.60 286330 20.0
Thieno[2,3-c]pyri... 11.72 16.3 ng/ul 232972 2 10.60 286330 20.0
Benzo[b]thiophene... 12.15 7.5 ng/ul 106778 2 10.60 286330 20.0
Benzo[b]thiophene... 12.37 8.4 ng/ul 120302 2 10.60 286330 20.0
Naphthalene, 1-me... 12.47 105.9 ng/ul 1515660 2 10.60 286330 20.0
1(3H)-1sobenzofur... 12.84 3.3 ng/ul 105154 3 14.44 641978 20.0
1H-Indene-4-carbo... 12.89 3.5 ng/ul 113791 3 14.44 641978 20.0
Hydroxytoluic Acid 12.96 3.9 ng/ul 124257 3 14.44 641978 20.0
Benzoic acid, 3,4... 13.20 4.5 ng/ul 144100 3 14.44 641978 20.0
4H-1-Benzopyran-4... 13.45 5.2 ng/ul 166861 3 14.44 641978 20.0
7-Methylindan-1-one 13.57 2.8 ng/ul 88643 3 14.44 641978 20.0
Naphthalene, 2,7-... 13.62 7.8 ng/ul 251544 3 14.44 641978 20.0
Naphthalene, 2,6-... 13.76 6.4 ng/ul 204499 3 14.44 641978 20.0
1H-Indene-2-carbo... 14.23 10.1 ng/ul 323565 3 14.44 641978 20.0
Benzimidazole-5-c... 14.34 8.3 ng/ul 265854 3 14.44 641978 20.0
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