LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method > Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 6.188 384 391 407 rBV 1139534 2076499 7.33% 0.464%
2 7.328 573 585 593 rBv3 798704 1572242 5.55% 0.352%
3 7.527 611 619 624 rVvVv2 1017935 2015661 7.12% 0.451%
4 7.586 624 629 637 rvv3 1585918 2923015 10.32% 0.654%
5 8.003 690 700 704 rBV2 427722 940832 3.32% 0.210%
6 8.056 704 709 713 rVV3 477680 1008670 3.56% 0.226%
7 8.121 713 720 734 rVV3 2108678 7104384 25.09% 1.589%
8 8.644 800 809 816 rBVvV2 1641748 3293194 11.63% 0.736%
9 8.738 820 825 832 rvB 784733 1326377 4._.68% 0.297%
10 8.885 844 850 856 rvB2 795330 1339437 4_73% 0.300%

11 9.678 979 985 989 rvv 1168080 2076904 7.33% 0.464%
12 10.189 1066 1072 1080 rvv2 582618 1089198 3.85% 0.244%
13 12.333 1426 1437 1442 rBV2 616431 1240775 4_.38% 0.277%
14 12.821 1515 1520 1537 rVB6 323772 888720 3.14% 0.199%
15 13.556 1636 1645 1653 rBV 1383076 2317046 8.18% 0.518%

16 13.638 1653 1659 1666 rBV 1540481 2712663 9.58% 0.607%
17 14.425 1789 1793 1800 rvv2 649117 1153099 4_.07% 0.258%
18 14.496 1800 1805 1810 rVvVv 611436 1052889 3.72% 0.235%
19 14.578 1810 1819 1825 rVvV2 1656389 2976640 10.51% 0.666%
20 14.648 1825 1831 1837 rVV 3790553 5976987 21.10% 1.337%

21 14.713 1837 1842 1846 rVV2 535044 884378 3.12% 0.198%
22 14.801 1853 1857 1863 rVV 612981 1138331 4.02% 0.255%
23 14.901 1870 1874 1894 rVB4 489862 1190454 4._.20% 0.266%
24 15.066 1895 1902 1906 rBV2 1357730 2304289 8.14% 0.515%
25 15.113 1907 1910 1916 rVB4 520163 904221 3.19% 0.202%

26 15.218 1917 1928 1936 rVV 6943396 11482709 40.55% 2.568%
27 15.336 1943 1948 1953 rVV 550850 905588 3.20% 0.203%
28 15.412 1953 1961 1966 rVV 2433732 3963559 14.00% 0.886%
29 15.677 2000 2006 2011 rVvVv 820703 1245800 4._.40% 0.279%
30 15.865 2026 2038 2044 rBV2 537128 1160796 4_.10% 0.260%

31 15.953 2047 2053 2063 rBV9 323675 956651 3.38% 0.214%
32 16.094 2071 2077 2088 rBV3 696825 1363047 4.81% 0.305%
33 16.341 2109 2119 2126 rBV5 638525 2090508 7.38% 0.468%
34 16.411 2126 2131 2140 rVB 1128360 1659231 5.86% 0.371%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method
Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

35 16.570 2149 2158 2162 rBV2 1206762 2850265 10.06% 0.637%

36 16.681 2168 2177 2182 rVB 3677661 5587095 19.73% 1.249%
37 16.787 2190 2195 2201 rBV 901683 1614993 5.70% 0.361%
38 16.928 2213 2219 2224 rBV 3686846 5206185 18.38% 1.164%
39 16.981 2224 2228 2235 rBV5 436734 964607 3.41% 0.216%
40 17.063 2235 2242 2245 rBV3 676728 1455617 5.14% 0.326%

41 17.151 2253 2257 2260 rBV2 590938 994817 3.51% 0.222%
42 17.216 2262 2268 2271 rBV3 800534 1357586 4._.79% 0.304%
43 17.369 2282 2294 2297 rBVS5 1157954 3262204 11.52% 0.730%
44 17.422 2297 2303 2311 rVB2 4085030 7432795 26.24% 1.662%
45 17.498 2311 2316 2320 rBV 1722823 2337573 8.25% 0.523%

46 17.557 2321 2326 2331 rVV4 663296 1419152 5.01% 0.317%
47 17.627 2331 2338 2349 rVB5 630245 1762951 6.22% 0.394%
48 17.733 2350 2356 2358 rBV 1070192 1545274 5.46% 0.346%
49 17.762 2359 2361 2365 rVB2 774810 978781 3.46% 0.219%
50 17.809 2365 2369 2375 rBV2 968778 1566667 5.53% 0.350%

51 17.945 2388 2392 2399 rBV2 2994493 5054953 17.85% 1.130%
52 18.062 2407 2412 2414 rBV4 517059 910138 3.21% 0.204%
53 18.097 2414 2418 2422 rVV4 779295 1319324 4.66% 0.295%
54 18.144 2422 2426 2433 rVV3 716001 1514440 5.35% 0.339%
55 18.332 2449 2458 2463 rBV7 1430937 4239660 14.97% 0.948%

56 18.450 2469 2478 2482 rBV4 2035351 5255368 18.56% 1.175%
57 18.532 2489 2492 2498 rVB4 1429652 2308760 8.15% 0.516%
58 18.591 2498 2502 2510 rVB3 880925 1501638 5.30% 0.336%
59 18.714 2517 2523 2535 rBV4 2117150 5208605 18.39% 1.165%
60 18.814 2536 2540 2542 rBV 1902873 2704781 9.55% 0.605%

61 18.855 2542 2547 2551 rVV3 3694786 6952029 24.55% 1.555%
62 18.896 2551 2554 2559 rVB3 2036423 3158446 11.15% 0.706%
63 18.973 2560 2567 2575 rVV9 910109 2883853 10.18% 0.645%
64 19.043 2575 2579 2585 rBV4 2275850 4604779 16.26% 1.030%
65 19.137 2586 2595 2603 rBV6 8609538 15650985 55.26% 3.500%

66 19.214 2604 2608 2611 rBV3 2245403 2856327 10.09% 0.639%
67 19.249 2612 2614 2618 rVB3 1002899 1365411 4.82% 0.305%
68 19.378 2633 2636 2638 rBV2 1198775 1507587 5.32% 0.337%
69 19.413 2639 2642 2651 rVB7 3000951 5261286 18.58% 1.177%
70 19.490 2651 2655 2662 rVB4 1674876 2864527 10.11% 0.641%

71 19.566 2664 2668 2671 rBV5 742065 1399366 4.94% 0.313%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG061617\

Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : ON Filtering: 5
Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100
Stop Thrs - O Peak Location: TOP

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

Peak separation: 1

Method
Title

72
73
74
75

76
77
78
79
80

81
82
83
84
85

86
87
88
89
90

91
92
93
94
95

96
97
98
99
100

19.607
19.672
19.754
19.825

19.913
19.948
20.042
20.124
20.207

20.254
20.336
20.442
20.565
20.747

20.965
21.070
21.111
21.270
21.376

21.464
21.517
21.570
21.646
21.793

21.840
23.379
23.879
24355
24.742

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

2671
2679
2696
2706

2723
2730
2742
2759
2773

2781
2792
2813
2834
2866

2900
2919
2928
2952
2971

2988
2996
3005
3019
3038

3052
3313
3393
3478
3541

2675
2686
2700
2712

2727
2733
2749
2763
2777

2785
2799
2817
2838
2869

2906
2924
2931
2958
2976

2991
3000
3009
3022
3047

3055
3317
3402
3483
3549

2679
2695
2706
2717

2728
2740
2758
2769
2781

2790
2801
2824
2843
2872

2910
2927
2939
2970
2982

2996
3004
3012
3036
3052

3060
3326
3416
3508
3560

Sum

rvv 2395247 3826913 13.51%
rvB4 2702400 6429109 22.70%
rBvs5 1934150 3726991 13.16%
rBv2 10354948 18196768 64.25%
rBv3 1109935 1418419 5.01%
rvB4 1628728 2436380 8.60%
rBv5 6231005 16027127 56.59%
rBv4 2639480 5354532 18.91%
rBv2 2760007 4087171 14.43%
rvB4 2804432 4375773 15.45%
rBv5 4750783 9070884 32.03%
rBv5 4001164 8156043 28.80%
rBvé 1713109 3908910 13.80%
rBV 2459883 3282725 11.59%
rBV 7531347 16208269 57.23%
rBv2 4121828 6850777 24.19%
rvB3 4603217 8641704 30.51%
rvB5 7057332 22668067 80.04%
rBV 5991411 11631290 41.07%
rvB2 3863103 5644953 19.93%
rvB 5114331 8110642 28.64%
rBv4 2563524 4178079 14.75%
rvB 3762856 6861104 24.23%
rvB4 4106877 12760834 45.06%
rBv4 1727988 2626337 9.27%
rBv5 1964325 5661662 19.99%
rvB 8232094 28320896 100.00%
rvB3 2926164 11104689 39.21%
rvB 3781297 10403991 36.74%
of corrected areas: 447164658
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0.856%
1.438%
0.833%

4._.069%

0.317%
0.545%
3.584%
1.197%
0.914%

0.979%
2.029%
1.824%
0.874%
0.734%

3.625%
1.532%
1.933%
5.069%
2.601%

1.262%
1.814%
0.934%
1.534%
2.854%

0.587%
1.266%
6.333%
2.483%
2.327%
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG027477.D
2e+07

1.5e+07

1e+07

5000000

o A UL

750 8.00 8.50 9.00
TIC: BG027477.D

04
Time--> 4.00 4.50
Abundance

5.00 550 6.00 7.00

2e+07

1.5e+07
19.14

1e+07

15.22 18.8611.

5000000 1465 16.66.93 142 1704 o 149

-_— 1443 15.41
1508 4865 15 h15. 6696034 J6 T8

O e e I e o o e L B o o L L i e o L e e e

Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG027477.D

2e+07

23.88
1.5e+07

23.

1e+07
24.35 24.74

5000000

O

Time--> 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

SOM-EPA-BG061617.M Mon Jun 19 18:21:23 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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 Cyclohexene, 1-methyl-4-(1-... Concentration Rank 73

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

7.59 17.75 ng/ul 2923020 1,4-Dichlorobenzene-d4 8.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexene, 1-methyl-4-(1-methy... 136 C10H16 005989-54-8 97
2 D-Limonene 136 C10H16 005989-27-5 90
3 Cyclohexene, 4-ethenyl-1,4-dimet... 136 C10H16 001743-61-9 81
4 D-Limonene 136 C10H16 005989-27-5 80
5 D-Limonene 136 C10H16 005989-27-5 72

Abundance Scan 630 (7.592 min): BG027477.D (-624) (-) m/z 68.00 100.00%
68
5000 %
41 53 & 107 121
136 7.20 7.40 7.60 7.80 8.00
S .|:|:'. - ,':|.|.- 5Ll .|:|:'. 88 ,“ I'.l.?f’.'.|! N ,|. A8 ey M/Z 67.00  69.38%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15885: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)-
68
5000 9
39 g3 79 7.20 7.40 7.60 7.80 8.00
27 m/z 93.00 50.61%
‘ ‘ 107 121 ..
“w'“Hw“'hw“mj“lﬁhHHJWM'WL“W'“hw“'”'“V'“l““l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
68
7.20 7.40 7.60 7.80 8.00
5000 93 m/z 79.00 26 .06%
7 4l 53 79 107 121 136
60 86 128
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15803: Cyclohexene, 4-ethenyl-1,4-dimethyl-
68 7.20 7.40 7.60 7.80 8.00
m/z 41.00 24 .34%
5000 93
28 41 53 79 107 121 136
...|...‘.‘l....‘i‘l‘h.l‘k‘.‘..??‘.‘l | ...‘l‘”....|‘H‘..|..‘l‘l|].']f‘.1.|‘....|....|....l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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 (+)-2-Carene Concentration Rank 32

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

8.12 43.15 ng/ul 7104380 1,4-Dichlorobenzene-d4 8.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+)-2-Carene 136 C10H16 1000149-94-6 94
2 2-Carene 136 C10H16 000554-61-0 90
3 Cyclohexene, 1-methyl-3-(1-methy... 136 C10H16 000499-03-6 87
4 Cyclohexene, 1l-methyl-4-(1-methy... 136 C10H16 000586-62-9 81
5 3-Octen-5-yne, 2,7-dimethyl-, (2)- 136 C10H16 028935-76-4 81

Abundance Scan 720 (8.121 min): BG027477.D (-713) (-) m/z 93.00 100.00%
9B
79 107 121
5000 136
41
||| 5 5|7 e ‘ | 7.80 8.00 8.20 8.40
e pererrerhee e el 200N L w7z 79.00  71.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15687: (+)-2-Carene
% 121
5000
a 77 136 7.80 8.00 8.20 8.40
27 105 m/z 121.10 71.08%
[
..,....,....‘,....i.‘...i‘l‘.‘..,.‘.‘a‘.,...ll‘.E.;.S.,H.. .‘.‘l‘ll.l.:g..‘,l...,...‘.,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93 121
136 7.80 8.00 8.20 8.40
5000 79 m/z 107 .05 70.68%
41 105
27 55 67
15
mmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15894: Cyclohexene, 1-methyl-3-(1-methylethenyl)-, (.+/-.)-
93 121 136 7.80 8.00 8.20 8.40
m/z 91.00 60.71%
5000 79
41 107
A | N
'W'”'P”UP'”“M”NLLI“J“'J”“”'HM'PJ“I”'WL'W'”M'“'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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

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

Peak Number 4 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 59

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

8.64 20.00 ng/ul 3293190 1,4-Dichlorobenzene-d4 8.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
2 p-Cymene 134 C10H14 000099-87-6 94
3 o-Cymene 134 C10H14 000527-84-4 93
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 93
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 87

Abundance Scan 808 (8.638 min): BG027477.D (-800) (-) m/z 119.10 100.00%
119
5000
43 55 3 134

81
||| | 6|9 || ‘ 1?5 I 154 840 8.60 880 9.00
reprrrr e bbbl ML Tm/Zz 91.00 31.36%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #14907: Benzene, 1-methyl-3-(1-methylethyl)-
119
5000
91 8.40 8.60 8.80 9.00
65 77 134 m/z 81.00 24 _.67%
39 51 103
..,.1..5.,..2.‘.7,....,‘....i...a,.‘.‘..,...‘l‘,....‘,l‘...,.‘:‘..,....,....,..‘..,....,....,...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
119
8.40 8.60 8.80 9.00
5000 m/z 134.10 24 .59%
91
134
15 27 3© s 6577 103
Wmmmwﬂmmmﬁmwmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14806: 0-Cymene s L REREA R
119 8.40 8.60 8.80 9.00
m/z 43.00 21.79%
5000 o1
134
39 51 65 77 103
.q}?“En”Jﬁnqhu“mq”MmHQMupmq”mL”q”m“”q””“” ST T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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 unknown-01 Concentration Rank 74
R.T. EstConc Area Relative to ISTD R.T.
10.19 17.56 ng/ul 1089200 Naphthalene-d8 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (Z2)-Hex-3-enyl isobutyl carbonate 200 C11H2003 1000372-75-0 47
2 Fumaric acid, cis-hex-3-enyl non... 324 C19H3204 1000348-86-5 47
3 (E)-Hex-3-enyl isobutyl carbonate 200 C11H2003 1000372-74-9 47
4 (Z2)-Hex-3-en-1-yl propyl carbonate 186 C10H1803 1000372-80-5 47
5 (E)-Hex-3-en-1-yl propyl carbonate 186 C10H1803 1000372-83-0 47
Abundance Scan 1072 (10.189 min): BG027477.D (-1066) (-) m/z 82.10 100.00%
67 82
5000
4 ¢
123
95 109 | 138 9.80 10.00 10.20 10.40 10.60
m/z 67.00 86.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60964: (2)-Hex-3-enyl isobutyl carbonate
67 82
5000
9.80 10.00 10.20 10.40 10.60
41 55 m/z 59.00 81.28%
"'I""I' "'I""I""%Q% }}?;??'I""I""I" SRS PRRE B
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance
82
9.80 10.00 10.20 10.40 10.60
5000 m/z 41.00 37.46%
67
41 55 99
29 117 141153 169181 199 225 243
m/z--> 20 40 60 80 100 120 140 160 180 200 230 240
Abundance #60963: (E)-Hex-3-enyl isobutyl carbonate AR B R e
67 82 9.80 10.00 10.20 10.40 10.60
m/z 55.00 30.80%
5000
41 55
m/z--> 20 40 80 100 120 140 160 180 200 220 240 9.80 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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 unknown-02 Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.

12.33 20.00 ng/ul 1240780 Naphthalene-d8 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanamide, N-(3-methylphenyl)- 177 C11H15NO 1000306-91-3 43
2 1,3,8-p-Menthatriene 134 C10H14 018368-95-1 35
3 6,8-Nonadien-2-one, 6-methyl-5-(... 192 C13H200 060714-16-1 25
4 p-Cymene 134 C10H14 000099-87-6 20
5 Ethanone, 1-(3-methylphenyl)- 134 C9H100 000585-74-0 18
Abundance Scan 1436 (12.328 min): BG027477.D (-1426) (-) m/z 177.10 100.00%

107 119 177
91
5000 43
6 " 134 159 RN AN AR

55 65 149" | | 192 12.00 12.20 12.40 12.60

B e m/z 107 .05 89.04%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #43282: Butanamide, N-(3-methylphenyl)-
107
5000
12.00 12.20 12.40 12.60
177 m/z 119.05 86.58%
27 s 65 77 91 | 190 134 149
B B L A s s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
119
12.00 12.20 12.40 12.60
5000 m/z 91.00 54_11%
91 134
A e 77 105
T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54643: 6,8-Nonadien-2-one, 6-methyl-5-(1-methylethylidene)- e AR B
119 12.00 12.20 12.40 12.60
m/z 43.00 39.28%
5000
43
- 91 105 134
LI A R MO

I I T T
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.20 12.40 12.60

SOM-EPA-BG061617.M Mon Jun 19 18:21:27 2017

Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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 Scopoletin Concentration Rank 78
R.T. EstConc Area Relative to ISTD R.T.
12.82 14 .33 ng/ul 888720 Naphthalene-d8 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Scopoletin 192 C10H804 000092-61-5 50
2 Naphthalene, 1-chloro-4-methoxy- 192 C11H9CIO 010443-43-3 45
3 5-Ethyl-3,4-dimethyl-1H-pyrano[2... 192 C10H12N202 1000296-60-7 38
4 2-Benzofurancarboxylic acid, 5-m... 192 C10H804 1000337-71-4 30
5 5-Amino-1,4-dihydro-quinoxaline-... 177 C8H7N302 076097-87-5 25
Abundance Scan 1520 (12.821 min): BG027477.D (-1515) (-) m/z 159.10 100.00%
1%9 177 192
5000
204 12.60 12.80 13.00 13.20
m/z 192.10 95.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54143: Scopoletin
192
177
5000 149
69 12.60 12.80 13.00 13.20
o 29 121 164 m/z 177.10  93.28%
15 27 3\9 \‘\ ul \‘\ 9? 197 ‘ 135 1 L |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
17 RS AN SN U I
149 12.60 12.80 13.00 13.20
5000 91 m/z 149.05 73.12%
114
28 39 51 °0 75 101 | 126 161
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #54090: 5-Ethyl-3,4-dimethyl-1H-pyrano[2,3-c]pyrazol-6-one
177 12.60 12.80 13.00 13.20
m/z 91.00 62.18%
5000 149 192
39
51 65 /7 91
HH \m \\‘H I ‘u 197 121 1:\35 1?4 \ !
miz--> 20 40 60 80 100 120 140 160 180 200 1260 12:80 13.00 13.20

SOM-EPA-BG061617.M Mon Jun 19 18:21:28 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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 4H-Chromene, 4a,5,6,7,8,8a-... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.

13.56 51.25 ng/ul 2317050 Acenaphthene-d10 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Chromene, 4a,5,6,7,8,8a-hexah... 208 C14H240 1000196-77-4 87
2 6,6-Dimethylhepta-2,4-diene 124 C9H16 1000195-03-3 58
3 Cyclopentane, 2-ethylidene-1,1-d... 124 C9H16 056324-66-4 58
4 2,4-Heptadiene, 2,6-dimethyl- 124 C9H16 004634-87-1 52
5 2-Cyclopenten-1-one, 3,4,5-trime... 124 C8H120 055683-21-1 50
Abundance Scan 1646 (13.561 nJ)in): BG027477.D (-1636) (-) m/z 109.10 100.00%

109 A
5000
85
4l 57 67 o5 | 12413 . 165 208 1'3 20 13.40 13.60 13.80
el bl 3L TPATS 198 L s 85,00 26.35%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #67874: 4H-Chromene, 4a,5(,b6,7,8,8a—he><ahydro—2,3,5,5,8a—pe...
109
5000 UL UL LR B

85 124 1320 13.40 13.60 13.80

208 m/z 41.00 13.78%

67
\‘ = 8 ‘ 9% 137 151 165175 193
,.”.,..”,....“...,”..,.”.,...w....“...,.”.,
m/z--> 20 80 100 120 140 160 180 200
Abundance
109

13. 20 13. 40 13. 60 13.80

5000 m/z 57.00 13.18%
67 124
81
27 41 55 95
B s B N I B B o B LA B a e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10724: Cyclopentane, 2-ethylidene-1,1-dimethyl-
109 13.20 13.40 13.60 13.80

m/z 124.10 12.93%

67
5000 41
81
\ i
N il ‘ \ |

m/z--> 20 40 80 100 120 140 160 180 200 13. 20 13. 40 13. 60 13. 80

SOM-EPA-BG061617.M Mon Jun 19 18:21:28 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.64 60.00 ng/ul 2712660 Acenaphthene-d10 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 000475-03-6 97
2 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 000475-03-6 96
3 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 030316-36-0 94
4 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 000475-03-6 94
5 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 030316-36-0 90
Abundance Scan 1659 (13.638 min): BG027477.D (-1653) (-) m/z 159.10 100.00%
159
5000 (\
39 51 65 77 91 103115128 144 1r4 160 207 13.40 13.60 13.80 14.00
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41173: Naphthalene, 1,2,3,4-tetrahydro-1,1,6-trimethy!-
159
5000
13.40 13.60 13.80 14.00
191 174 m/z 160.10 13.76%
15 2839 51 65 77 9ot 114
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
159
13.40 13.60 13.80 14.00
5000 m/z 128.00 12 .94%
174
27 39 51 3 77 91 103115 129 144
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #41180: Naphthalene, 1,2,3,4-tetrahydro-1,6,8-trimethyl- e AN e
159 13.40 13.60 13.80 14.00
m/z 131.00 12.93%
5000
174
39 51 65 77 9110315190 T ||
m/z--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00

SOM-EPA-BG061617.M Mon Jun 19 18:21:29 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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 Bicyclo[5.2.0]nonane, 2-met... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
14.43  25.50 ng/ul 1153100  Acenaphthene-di0 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Bicyclo[5.2.0]Jnonane, 2-methylen... 204 C15H24 242794-76-9 97

2 (Z,2)-.alpha.-Farnesene 204 C15H24 1000293-03-1 49
3 Caryophyllene 204 C15H24 000087-44-5 46
4 1,3,6-Heptatriene, 2,5,6-trimethyl- 136 C10H16 042123-66-0 42
5 1,3,6,10-Dodecatetraene, 3,7,11-... 204 C15H24 026560-14-5 41
Abundance Scan 1794 (14.431 min): BG027477.D (-1789) (-) m/z 93.00 100.00%

5000

-

14.20 14.40 14.60 14.80
m/z 41.00 72.18%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64421: Bicyclo[5.2.0]nonane, 2-methylene-4,8,8-trimethyl-...
93
105 133
79
5000 41 69 el A e
119 161 14.20 14.40 14.60 14.80
55 148 189 m/z 91.00 67.51%
T R O
, .‘l‘. "i“- .‘.‘:‘, i .‘,“.. T U.‘.‘,“. e - L A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41
93 B g ma S
14.20 14.40 14.60 14.80
5000 55 69 119 m/z 69.05 65.07%
79 0
27 105
133
147 161 189 204

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64274: Caryophyllene
3

14.20 14.40 14.60 14.80
m/z 121.10  61.45%

41 6!

79 133

5000 55
107 120

27 147 161

189
l‘”. " T .Ml I H\ : I“' I:IIJ\;SI S - |2?4; —
120 140 160 180 200

|
m/z--> 20 40 60 80 100

14.20 14.40 14.60 14.80

SOM-EPA-BG061617.M Mon Jun 19 18:21:30 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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

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

Peak Number 11 1,5,5-Trimethyl-6-methylene... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.65 132.20 ng/ul 5976990 Acenaphthene-d10 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,5,5-Trimethyl-6-methylene-cycl... 136 C10H16 000514-95-4 83
2 Bicyclo[3.1.0]hexane, 6-isopropy-.. 136 C10H16 024524-57-0 64
3 Bicyclo[2.2.1]heptane, 7,7-dimet... 136 C10H16 000471-84-1 55
4 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C10H16 005794-04-7 53
5 Cyclohexene, 1,5,5-trimethyl-3-m... 136 C10H16 016609-28-2 53
Abundance Scan 1831 (14.648 min): BG027477.D (-1825) (-) m/z 121.05 100.00%
21
43 81 137
o3 109
5000
175 190 14.40 14.60 14.80 15.00
22 T 28 0 Tn/z 43.00 0 67.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15814: 1,5,5-Trimethyl-6-methylene-cyclohexene
121
93
5000
136 14.40 14.60 14.80 15.00
55 67 m/z 137.10 67.18%
H\ MH \\u \h 1l H\ D
m/z--> 120 140 160 180 200
Abundance
93 121
LR S SR DU
14.40 14.60 14.80 15.00
136
5000 & m/z 81.05 63.83%
41 107
55 67
27
15
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15888: Bicyclo[2.2.1]heptane, 7,7-dimethyl-2-methylene-
93 14.40 14.60 14.80 15.00
m/z 109.05 61.65%
79
5000 121
4l 107 136
‘ = o
1 ‘\ \‘ l
m/z--> 20 40 60 80 100 120 140 160 180 200 14.40 14.60 14.80 15.00

SOM-EPA-BG061617.M Mon Jun 19 18:21:30 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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

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

Peak Number 12 unknown-03 Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T.
14.71 19.56 ng/ul 884378 Acenaphthene-d10 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropanemethanol, .alpha.,2-... 182 C12H220 121959-70-4 43
2 (R)-lavandulyl acetate 196 C12H2002 1000360-39-6 27
3 4-Hexen-1-ol, 5-methyl-2-(1-meth... 196 C12H2002 025905-14-0 27
4 2,5-Furandione, dihydro-3-(2-met... 154 C8H1003 018908-20-8 27
5 Ethanol, 2-(3,3-dimethylcyclohex... 154 C10H180 026532-23-0 27
Abundance Scan 1841 (14.707 min): BG027477.D (-1837) (-) m/z 43.00 100.00%
a3
69
5000 109
55
121 136 _ 161 14.40 14.60 14.80 15.00
176
,,‘ o 147 18 208 m/z 69.00 55.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47233: Cyclopropanemethanol, .alpha.,2-dimethyl-2-(4-meth...
69
41
109
5000 % R AR UL B R
55 14,40 14.60 14.80 15.00
29 ‘ 81 121 m/z 109.05 46.36%
149 164
T .U. .‘i‘.‘.‘.“l‘l .‘l“. I“IH\I : I‘\l‘l I\H\ H \]:?ISI : .‘. - l — .18.3. e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69
43 93
14.40 14.60 14.80 15.00
5000 m/z 41.00 41.07%
121 136
95 o 107 154
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #58060: 4-Hexen-1-ol, 5-methyl-2-(1-methylethenyl)-, acetate T T
69 14,40 14.60 14.80 15.00
93 m/z 67.00 24 .61%
43
5000
121 126
80 107 ‘
--1-5| -2-7- -‘|--?-5|-‘-‘--Hl“-‘-‘l“-|-“---|”----|--1-5-4 LI B B L L O e e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 14.40 14.60 14.80 15.00

SOM-EPA-BG061617.M Mon Jun 19 18:21:31 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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

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

Peak Number 13 Benzene, 1-(1,5-dimethyl-4-__._. Concentration Rank 50

R.T. EstConc Area Relative to ISTD R.T.
14.90 26 .33 ng/ul 1190450 Acenaphthene-d10 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene, 1-(1,5-dimethyl-4-hexen... 202 C15H22 000644-30-4 93
2 Benzene, 1-(1,5-dimethyl-4-hexen... 202 C15H22 000644-30-4 90
3 Benzene, 1l-methyl-4-(1,2,2-trime... 202 C15H22 016982-00-6 55
4 Benzene, l1l-methyl-4-(1,2,2-trime... 202 C15H22 016982-00-6 55
5 Benzene, 1-methyl-4-(1,2,2-trime... 202 C15H22 016982-00-6 50

Abundance Scan 1874 (14.901 min): BG027477.D (-1870) (-) m/z 119.05 100.00%
1

5000

145

202

14.60 14.80 15.00 15.20

m/z--> 20 40 60

80

100

m/z 132.10

77.06%

120 140

160 180 200

Abundance

#62808: Benzene, 1-(1,5-dimethyl-4-hexenyl)-4-methyl-

Abundance

5000

41
\ \

55 65 77

91
\

105

119

Wl ‘ 159 187

#62812: Benzene, 1-methyl-4-(1,2,2-trimethylcyclopentyl)-,...
132

145

202

119 132
5000 105
M 202 14.60 14.80 15.00 15.20
5 o1 145 m/z 105.00 63.90%
7 L
Y M VI R Y 5 LA
mz-> 20 40 80 100 120 140 160 180 200
Abundance
119
132 R A s sl
a1 14.60 14.80 15.00 15.20
5000 105 m/z 109.10 54.55%
¥ o o 145 202
27
&) 159 187
JRNR RS AV AR H OT Y S | A SR LS S
mz-> 20 40 60 80 100 120 140 160 180 200

14.60 14.80 15.00 15.20

m/z 41.00

39.68%

m/z--> 20 40

80

100

120 140

160 180 200

T
14.60 14.80 15.00 15.20

SOM-EPA-BG061617.M Mon Jun 19 18:21:32 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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 Dihydro-.alpha.-methylionone Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.22 253.98 ng/ul 11482700 Acenaphthene-d10 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dihydro-.alpha.-methylionone 208 C14H240 056763-64-5 99
2 2-Azidomethyl-1,3,3-trimethyl-cy... 179 C10H17N3 090073-44-2 86
3 2-Methyl-trans-3a,4,7,7a-tetrahy... 136 C10H16 1000145-84-2 76
4 1,5,5-Trimethyl-6-methylene-cycl... 136 C10H16 000514-95-4 76
5 3-Methyl-trans-3a,4,7,7a-tetrahy... 136 C10H16 1000145-84-3 68

Abundance Scan 1928 (15.218 min): BG027477.D (-1917) (-) m/z 121.10 100.00%
57 121
136
5000 g1 93
41 107
67 190
161 175 15.00 15.20 15.40 15.60
0,....',||..'.||:,.'- el 2 o 28 Tm/z 57.00 80.28%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #67853: Dihydro-.alpha.-methylionone
57 121
136
5000 4 03
81 15.00 15.20 15.40 15.60
67 107 190 m/z 136.10 64 .69%
B -‘M-‘. TV A R -+
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
121 136
15.00 15.20 15.40 15.60
5000 g1 9 m/z 93.05 45.77%
55 67
107
27 150 164 179
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #15833: 2-Methyl-trans-3a,4,7, 7a-tetrahydroindane
94 121 15.00 15.20 15.40 15.60
79 m/z 95.05 43 .49%
136
5000 67
a1 107
53
.??..‘,‘..‘a“‘.,.“l |
mz-> 20 40 60 80 100 120 140 160 180 200 15.00 15.20 15.40 15.60

SOM-EPA-BG061617.M Mon Jun 19 18:21:32 2017

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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 _gamma.-Muurolene Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
15.34 20.03 ng/ul 905588 Acenaphthene-d10 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .gamma.-Muurolene 204 C15H24 030021-74-0 95
2 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 000483-75-0 95
3 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 039029-41-9 90
4 Naphthalene, 1,2,3,5,6,8a-hexahy... 204 C15H24 000483-76-1 90
5 Isoledene 204 C15H24 1000156-10-8 81
Abundance Scan 1949 (15.342 min): BG027477.D (-1943) (-) m/z 161.10 100.00%
161
5000
204
176 189 15.00 15.20 15.40 15.60
m/z 105.00 56 .24%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #64337: .gamma.-Muurolene
161
41
79 91 105 119
5000 LN NI BN BN I
133 204 15.00 15.20 15.40 15.60
‘ ‘ 189 m/z 119.00 48.62%
147
'|" \\H m H h \‘\ \‘\ ‘H “l..luu:lujusluu‘..l.‘...
miz--> 20 40 100 120 140 160 180 200
Abundance
161
105 AR AR DR DRARE
4l 79 91 119 15.00 15.20 1540 15.60
5000 m/z 91.00 44 _39%
55 133
29 67 204
147 175 189
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #64559: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-7-methyl-...
161 15.00 15.20 15.40 15.60
m/z 79.00 28 .43%
5000
41 9
27 ‘ 55 67 |1 “ 3 e 189 il
" \\INIJU”M L Al il ‘.ik.yﬁ.”.,n”.
mz-> 20 40 60 80 100 120 140 160 180 200 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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 Cyclopentane, 2-ethylidene-... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
15.68 27.56 ng/ul 1245800 Acenaphthene-d10 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, 2-ethylidene-1,1-d... 124 C9H16 056324-66-4 50
2 1,2,3-Trimethyl-cyclopent-2-enec... 138 C9H140 1000190-18-1 47
31,2,3,17,27,3"-Hexamethyl-bicycl... 218 C16H26 051999-35-0 47
4 2-Cyclopentene-1-carboxylic acid... 154 C9H1402 006894-69-5 47
5 (1,2,3-Trimethyl-cyclopent-2-eny... 140 C9H160 1000190-91-3 47
Abundance Scan 2007 (15.682 min): BG027477.D (-2000) (-) m/z 109.10 100.00%
109
41 i 93 | | | |
81 121132 1540 15.60 15.80 16.00
190 219 15.40 15.60 15.80 16.00
0 M D 8B Tm/z 57.00  32.99%
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10724: Cyclopentane, 2-ethylidene-1,1-dimethyl-
109
5000 67
41 15.40 15.60 15.80 16.00
55 8l 124 m/z 107.10  28.23%
,,“,M,‘%,,, N
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
109
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—r
15.40 15.60 15.80 16.00
5000 m/z 68.00 26.01%
67
41
27 55 81
93 123 138
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75982: 1,2,3,1',2',3-Hexamethyl-bicyclopentyl-2,2'-diene A RARRR RN S e
109 15.40 15.60 15.80 16.00
m/z 67.00 25.06%
5000
41 o
55 g1 93
|?Zl|‘|Mlll“l|IIIIH|‘||‘I‘I|IIII||||||||||llll ||||||||2|1|8|||||| —v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—r
mz-> 20 40 60 80 100 120 140 160 180 200 220 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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 unknown-04 Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
15.86 25.68 ng/ul 1160800 Acenaphthene-d10 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decan-2,4,8-triene, 4,7-dimethyl- 164 C12H20 1000132-15-2 43
2 Germacyclopent-3-ene, 1,1-dichlo... 226 C6H10CI12Ge 005764-64-7 38
3 1,1-Diethylpropargylamine 111 C7H13N 003234-64-8 38
4 2-Cyclohexen-1-one, 3,6-dimethyl... 166 C11H180 054410-58-1 37
5 Pentylenetetrazol 138 C6H10N4 000054-95-5 37
Abundance Scan 2037 (15.859 min): BG027477.D (-2026) (-) m/z 82.00 100.00%
V)
5000
55 67 g5 10912235 177 192 15.60 15.80 16.00 16.20
) .|,|'. A Tl 1.4.7.1.‘7’,9. - " 208220232 | "777192.10  19.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33768: Decan-2,4,8-triene, 4,7-dimethyl-
82
5000 67
15.60 15.80 16.00 16.20
i 108 Lon m/z 41.00 17.90%
5\3 Ll 94 . 121135149 \
m/z--> 20 40 éo 80 100 120 140 160 180 200 220
Abundance
82
67 R SN SR SUNILR I
15.60 15.80 16.00 16.20
5000 m/z 109.00 14.12%
39
o4 109
97 7-7121 135 149 167 191 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6156: 1,1-Diethylpropargylamine RS n e e s
82 15.60 15.80 16.00 16.20
m/z 177.05 13.92%
5000
28 42 55 67
B A A g s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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 unknown-05 Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
15.95 21.16 ng/ul 956651 Acenaphthene-d10 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,6,6-Trimethyl-2-(3-methylbuta-... 218 C15H220 1000190-22-2 41
2 Cyclopropanecarboxylic acid, 2,7... 220 C14H2002 1000299-37-9 25
3 2-Propenoic acid, 3-(2,3-dimetho... 208 C11H1204 007345-82-6 18
4 Pyrido[3,2-d]pyrimidine-2,4(1H,3... 177 C8H7N302 002499-96-9 18
5 Acetic acid, (5-cyano-4,4,5-trim... 208 C11H16N202 098188-21-7 15
Abundance Scan 2053 (15.953 min): BG027477.D (-2047) (-) m/z 69.00 100.00%
¢

5000

15.60 15.80 16.00 16.20
m/z 41.00 94.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75936: 4,6,6-Trimethyl-2-(3-methylbuta-1,3-dienyl)-3-oxat...
41 107

5000

15.I60 15.I80 16.I00 16!20
m/z 177.10 _ 78.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
69
177 e
15.60 15.80 16.00 16.20
5000 m/z 93.00 73.05%
119
41 91
27 55 go |, 105 134 152163 205 220
e B e e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67339: 2-Propenoic acid, 3-(2,3-dimethoxyphenyl)-, (E)- e B R
177 15.60 15.80 16.00 16.20
m/z 91.00 72 .03%
208
5000 77 91 121 13
39 i 65 i 118 6
15 27 161 191

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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 unknown-06 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.

16.34 46.24 ng/ul 2090510 Acenaphthene-d10 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butylphosphonic acid, isobutyl p... 236 C11H2503P 1000322-99-2 38
2 Butylphosphonic acid, butyl isob... 250 C12H2703P 1000322-99-4 38
3 Butylphosphonic acid, dodecyl is... 362 C20H4303P 1000323-00-1 35
4 3-Buten-1-ol, 3-(bromomethyl)-2-_.. 218 C8H11Br02 072525-26-9 35
5 Butylphosphonic acid, 2-chlorocy... 310 C14H28CI03P 1000323-23-7 35
Abundance Scan 2119 (16.341 min): BG027477.D (-2109) (-) m/z 43.00 100.00%

43
139
5000
97
69 121 IUNNBUNSBRUVBUNREE

162178 206 994 16.00 16.20 16.40 16.60

h— e bbb e e || M/z 139.05 77.30%

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

Abundance #90272: Butylphosphonic acid, isobutyl propyl ester
139
5000
97 16.00 16.20 16.40 16.60
0
a1 57 121 153181 m/z 133.10 50.60%
SRR NP0 S PP S o 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
139
R A E R
16.00 16.20 16.40 16.60
5000 m/z 132.05 31.61%
57 o 195
41 121
80 154 177 221
Tmmwmwwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #191862: Butylphosphonic acid, dodecy! isobuty! ester T
139 16.00 16.20 16.40 16.60
m/z 41.00 31.50%
5000
41 57 97 195
L .8 | 121 | 179 | 307
A R B R R E R Ea R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. OO 16 20 16. 40 16. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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 _.alpha.-Isobutylionone Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
16.41 36.70 ng/ul 1659230 Acenaphthene-d10 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _.alpha.-Isobutylionone 234 C16H260 1000108-75-7 90
2 Cyclohexanol, 1-methyl-4-(1-meth... 154 C10H180 000586-81-2 64
3 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C10H16 000099-86-5 50
4 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C10H16 000099-86-5 50
5 Cyclohexene, 1,5,5-trimethyl-3-m... 136 C10H16 016609-28-2 46
Abundance Scan 2131 (16.411 min): BG027477.D (-2126) (-) m/z 121.10 100.00%
121
93
5000 a 5 4 136 463

107

16.00 16.20 16.40 16.60 16.80
m/z 93.00 65.30%

m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance #89213: .alpha.-Isobutylionone
121

178
93 163 234

16.00 16.20 16.40 16.60 16.80
m/z 57.05 43.88%

5000

57
a3 | g 107

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

Abundance
121
93 16.00 16.20 16.40 16.60 16.80
5000 43 136 m/z 136.10 43.31%
81
55 67 107
21 154
B e A B B e W e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15878: 1,3-Cyclohexadiene, 1-methyl-4-(1-methylethyl)-
121 16.00 16.20 16.40 16.60 16.80
m/z 91.00 41 .33%
93
5000
136
41 7
SR 2k I N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16. OO 16. 20 16. 40 16 60 16 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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 Pentane, 1-bromo-3-methyl- Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
16.57 36.39 ng/ul 2850270 Phenanthrene-d10 17.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 1-bromo-3-methyl- 164 C6H13Br 051116-73-5 50
2 Pentanoic acid, 2-isopropoxyphen... 236 C14H2003 1000293-64-6 49
3 2H-Pyran, 2-(bromomethyl)tetrahy... 178 C6H11BrO 034723-82-5 43
4 2H-Pyran, 2-(bromomethyl)tetrahy... 178 C6H11BrO 034723-82-5 43
5 2-[2-(5-Norbornenyl)oxy]-tetrahy... 194 C12H1802 122685-23-8 43
Abundance Scan 2158 (16.570 min): BG027477.D (-2149) (-) m/z 85.00 100.00%
57
5000 4t
136 103
0 149 167 220 16.20 16.40 16.60 16.80
S TV o 180 | 207220236 258 ' n77 57.10  79.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #33940: Pentane, 1-bromo-3-methyl-
57
85
5000 41
16.20 16.40 16.60 16.80
2 m/z 69.05 56 .58%
J \‘ 1L ﬁo 107 121135 149 164
m/z--> 20 40 60 80 100 120 150 1éo 180 200 220 240 260
Abundance
57 85
16.20 16.40 16,60 16.80
5000 " 110 m/z 41.00 50.40%
27
70 152 236
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #44244: 2H-Pyran, 2-(bromomethyl)tetrahydro- B RAEE R e e o
85 16.20 16.40 16.60 16.80
m/z 136.10 20.25%
41
5000
55
| 69 | 107123137 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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 unknown-07 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.68 71.32 ng/ul 5587100 Phenanthrene-d10 17.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,5,9-Undecatrien-2-one, 6,10-di... 192 C13H200 003548-78-5 38
2 1,5-Heptadiene, 3,3-dimethyl-, (E)- 124 C9H16 067682-47-7 35
3 1,4-Hexadiene, 3,3,5-trimethyl- 124 C9H16 074753-00-7 35
4 3,7,11-Trimethyl-3-hydroxy-6,10-... 282 C17H3003 1000144-12-7 32
5 Cyclopropanecarboxylic acid, 2-m... 208 C13H2002 1000299-37-8 27
Abundance Scan 2177 (16.681 min): BG027477.D (-2168) (-) m/z 69.10 100.00%
69
= n \\/\_,AJLJ\JL
% 123 149 235 RN N SRR B
82 177 193207 16.40 16.60 16.80 17.00
1B6 | 164 . . . .
— .ﬁ.ﬁ,.|' AL 222 | 250 m/z 43.00 92.04%
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #54632. 3,5,9-Undecatrien-2-one, 6,10-dimethyl-, (E,E)-
69
41
5000 LR B SR B SR
109 16 40 16. 60 16 80 17. oo
124 m/z 41.00 60.53%
...,.b..h..??,JU.J$..M.,....,....,%ﬁ?.,..}77.%?? BREBSSASY SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
69
41 16.40 16.60 16.80 17.00
5000 m/z 109.00 39.81%
27 % 85 95109 124
m/z--> 25 Jo eb éo 160 150 150 160 180 200 250 250 '
Abundance #10703: 1,4-Hexadiene, 3,3,5- trlmethyl L L L N N BB B
1 69 16.40 16.60 16.80 17.00
m/z 95.05 26.41%
5000
27 55 109
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16 40 16. 60 16 80 17. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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

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

Peak Number 23 unknown-08 Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
16.79 20.62 ng/ul 1614990 Phenanthrene-d10 17.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cyclopenten-1-one, 3-methyl- 96 C6H80 002758-18-1 38
2 5-Hydroxypyrimidine 96 C4H4N20 026456-59-7 35
3 Ethylamine, 1-methyl-2-(5-methyl._.. 139 C7H13N3 1000316-41-3 32
4 1H-Inden-1-one, 3a,4,5,6,7,7a-he... 178 C12H180 060713-97-5 32
5 1H-Pyrazole, 1,3-dimethyl- 96 CH5H8N2 000694-48-4 30
Abundance Scan 2195 (16.787 min): BG027477.D (-2190) (-) m/z 96.00 100.00%
5000
123 206
136
9 149 16.40 16.60 16.80 17.00 17.20
o 183 219 235 257 m/z 177.10  30.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #2821: 2-Cyclopenten-1-one, 3-methyl-
96
5000 67
53 81 16.40 16.60 16.80 17.00 17.20
39 m/z 206.10 25.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
96
16.40 16.60 16.80 17.00 17.20
5000 4 m/z 95.00 25.12%
57
81
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17754: Ethylamine, 1-methyl-2-(5-methyl-1H-pyrazol-3-yl)- R B
44 96 16.40 16.60 16.80 17.00 17.20
m/z 81.00 22.02%
5000
) ., 65 8 109124139
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 240 260 16,40 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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 Terephthalic acid, 3,4-dich... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
16.93  66.46 ng/ul 5206190  Phenanthrene-d10 17.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Terephthalic acid, 3,4-dichlorop... 380 C1OH18CI204  1000323-68-9 50

2 Glutaric acid, di(2-ethylphenyl)... 340 C21H2404 1000358-51-8 50
3 5H-Indolo(2,3-b)quinoxaline 219 C14HON3 000243-59-4 49
4 Quinoline, 2-(3-tolyl)- 219 C16H13N 024641-30-3 47

5 4-tert-Butyl-2,6-diisopropylphenol 234 C16H260 057354-65-1 43

Abundance Scan 2219 (16.928 min): BG027477.D (-2213) (-) m/z 219.15 100.00%
219
5000
> e ”7 16.60 16.80 17.00 17.20
o | 50 1660 17100 17
Ow—gmfiAJAh%PJ lasq | o1 | 2as261 | 577 135.10  22.01%
m/z--> 50 100 150 200 250 300 350
Abundance #202294: Terephthalic acid, 3,4-dichlorophenyl penty! ester
219
5000 LA L L L L L BB |
16.60 16.80 17.00 17.20
149 m/z 220.15 19.07%
104
41 76 ‘ 122 | 293 380
— : — T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
219
16.60 16.80 17.00 17.20
5000 m/z 57.10 16.77%
191
55 4, 97 122
27 149
— T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #76596: 5H-Indolo(2,3-b)quinoxaline T e T
219 16.60 16.80 17.00 17.20
m/z 41.00 15.57%
5000
T et T T
m/z--> 50 100 150 200 250 300 350 16. 60 16. 80 17. OO 17. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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 unknown-09 Concentration Rank 69

R.T. EstConc Area Relative to ISTD R.T.
17.06 18.58 ng/ul 1455620 Phenanthrene-d10 17.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 1,5-dibromo- 228 C5H10Br2 000111-24-0 47
2 4-Hexenenitrile, 2,5-dimethyl-2-__._. 191 C13H21N 069340-56-3 37
3 1,5-Heptadiene, 3,3,5-trimethyl- 138 C10H18 074630-29-8 35
4 Pentane, 2,4-dibromo- 228 C5H10Br2 019398-53-9 33
5 trans-Farnesol 222 C15H260 000106-28-5 32

Abundance Scan 2241 (17.057 min): BG027477.D (-2235) (-) m/z 69.05 100.00%
6o
135
5000
o G m/z 135.10  66.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84687: Pentane, 1,5-dibromo-
41 &
5000 L UL SULRLIL BRI B
16.80 17.00 17.20 17.40
27 55 107 148 m/z 41.00 50.21%
bt 98 121 162 185200 230
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
69
" '16.80 17.00 17.20 17.40
5000 m/z 107.00 34.18%
108
27 | 55 03 | 122 148143176191
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #16933: 1,5-Heptadiene, 3,3,5-trimethy!- O B A e B
69 16.80 17.00 17.20 17.40
41 m/z 151.10 29.81%
5000
95
27 | 85 | | 100128139
m/z--> ﬁo Jo éo éo 100 120 150 160 180 200 220 250 2éo ' 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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 unknown-10 Concentration Rank 79
R.T. EstConc Area Relative to ISTD R.T.
17.15 12.70 ng/ul 994817 Phenanthrene-d10 17.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine, 4-butoxy- 165 C10H15NO 004344-55-2 14
2 Benzenamine, 4-butoxy- 165 C10H15NO 004344-55-2 14
3 1,2,4,4-Tetramethylcyclopentene 124 C9H16 065378-76-9 11
4 2,3-Dehydro-1,8-cineole 152 C10H160 092760-25-3 11
5 Benzene, 1-(chloromethyl)-4-fluoro- 144 C7H6CIF 000352-11-4 11

Abundance Scan 2257 (17.151 min): BG027477.D (-2253) (-) m/z 213.10 100.00%

213
109

5000

171185 228

199 16.80 17.00 17.20 17.40

256
T m/z 109.05 73.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #34319: Benzenamine, 4-butoxy-

16.80 17.00 17.20 17.40
m/z 157.10  42.25%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
109
R EEE R SR
16.80 17.00 17.20 17.40
5000 m/z 43.00 35.22%
80
29 53 165
15 94 136

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

Abundance #10708: 1,2,4,4-Tetramethylcyclopentene A e R
16.80 17.00 17.20 17.40

m/z 69.00 35.14%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16 80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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 unknown-11 Concentration Rank 76
R.T. EstConc Area Relative to ISTD R.T.

17.22 17.33 ng/ul 1357590 Phenanthrene-d10 17.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Farnesol 222 C15H260 000106-28-5 47
2 2,6-Octadien-1-ol, 3,7-dimethyl-.__. 154 C10H180 000106-25-2 40
3 2,6-Octadien-1-ol, 2,7-dimethyl- 154 C10H180 022410-74-8 38
4 Trifluoroacetyl-lavandulol 250 C12H17F302 028673-24-7 37
5 1,4-Hexadiene, 3,3,5-trimethyl- 124 CO9H16 074753-00-7 37

Abundance Scan 2269 (17.222 min): BG027477.D (-2262) (-) m/z 69.00 100.00%

6o
5000 41

17.00 17.20 17.40 17.60

177191

219234  o5g

0 m/z 41.00 47 .66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #79392: trans-Farnesol
69
5000 41 L L B L |
17.00 17.20 17.40 17.60
93 m/z 151.05 34 .90%
27 A 5? M\ \‘\ ‘ 109 1l 1%6 161175 191 207 222
,,,,,,,, R R ARARREREEEERES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
69
41
17.00 17.20 17.40 17.60
5000 m/z 109.00 31.36%
93
55
27 107121 139154

mﬁmﬂﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #26770: 2,6-Octadien-1-ol, 2,7-dimethyl- e A Ramms e
17.00 17.20 17.40 17.60
m/z 93.00 18.79%

5000
93

27

119 136 154
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.00 17.20 1740 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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 unknown-12 Concentration Rank 35

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

17.37 41_.65 ng/ul 3262200 Phenanthrene-d10 17.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Propenoic acid, 2-methyl-, 2-p... 126 C7H1002 000096-05-9 38
2 2,6-Octadien-1-ol, 3,7-dimethyl- 154 C10H180 000624-15-7 37
3 Farnesol isomer a 222 C15H260 1000108-92-4 37
4 1,4-Hexadiene, 3,3,5-trimethyl- 124 C9H16 074753-00-7 37
5 Squalene 410 C30H50 000111-02-4 37
Abundance Scan 2294 (17.369 min): BG027477.D (-2282) (-) m/z 69.00 100.00%

69
5000 4l -
151
s 220 1766 17120 1740 1760
171 191 : : : :
0 ...,...."...||:,.- =l 209 1241262281 | sz 41.00  50.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11216: 2-Propenoic acid, 2-methyl-, 2-propenyl ester
4 69
5000 L URRULE DL BRI UM B

17.00 17.20 17.40 17.60
m/z 109.00  33.19%

111
27 L‘ 55 | 83 97 | 126

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69
a1 R R
17.00 17.20 17.40 17.60
5000 m/z 151.10 29.46%
27 55 93 123
109 139154
wﬁmmﬁwwwwwwwmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79401: Farnesol isomer a
69 17.00 17.20 17.40 17.60
m/z 107.00 24 .52%
5000 41
93
55 109
I ok A3 161075 191 207222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 00 17. 20 17. 40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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 unknown-13 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.42 94 .89 ng/ul 7432800 Phenanthrene-d10 17.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methylene-2b-hydroxymethyl-3,3... 222 C15H260 1000144-10-6 40
2 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 003790-71-4 40
3 6,10-Dodecadien-1-yn-3-ol, 3,7,1... 220 C15H240 002387-68-0 40
4 2-Octene, 2-methyl-6-methylene- 138 C10H18 010054-09-8 38
5 2,6-Octadien-1-ol, 3,7-dimethyl- 154 C10H180 000624-15-7 38
Abundance Scan 2303 (17.422 min): BG027477.D (-2297) (-) m/z 69.05 100.00%
60
5000 41

17.20 17.40 17.60 17.80

166 191595219234 258 277

o} m/z 41.00 44 _01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79480: 1-Methylene-2b-hydroxymethyl-3,3-dimethyl-4b-(3-me...
69
5000 IIIIIIIIIIIIIIIIIIII
93 17.20 17.40 17.60 17.80
107 135 m/z 151.10 28.54%
121
‘ \H N 189204 222
T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69
17.20 17.40 17.60 17.80
5000 41 m/z 43.00 28.00%
93
55
27 107123137 16175180204 222
Wmﬁmmwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77581: 6,10-Dodecadien-1-yn-3-ol, 3,7,11-trimethyl-  EBEEmEEEs B
41 9 17.20 17.40 17.60 17.80
m/z 93.00 26.97%
5000

09 131145159, 187 205

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.20 17. 40 17. 60 17. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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

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

Peak Number 30 unknown-14 Concentration Rank 46
R.T. EstConc Area Relative to ISTD R.T.
17.50 29.84 ng/ul 2337570 Phenanthrene-d10 17.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Amino-3-phenylpyrazole 159 C9HON3 000827-41-8 38
2 4H-Pyrido[1,2-a]pyrimidine-3-ace... 232 C12H12N203 050609-59-1 38
3 1-Butyl(dimethyl)silyloxy-4-meth... 216 C12H280Si 1000282-45-5 35
4 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 030316-36-0 35
5 2-Methyl-6-hydroxyquinoline 159 C10H9NO 000613-21-8 35
Abundance Scan 2316 (17.498 min): BG027477.D (-2311) (-) m/z 159.10 100.00%
149
105
5000 43
59 175
77 9 | 119133 27232 17.20 17.40 17.60 17.80
o 191 37272 m/z 105.00 55.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #30675: 5-Amino-3- phenylpyrazole
159
5000 L S B B S
130 17,20 17.40 17.60 17.80
m/z 43.00 43_.97%
A e WS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
159
17.20 17.40 17.60 17.80
5000 m/z 59.00 27 .85%
78 232
39 %5 105 131 187 503 218
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74114: 1-Butyl(dimethyl)silyloxy-4-methylpentane e e N AARE
159 17.20 17.40 17.60 17.80
m/z 175.10 25 .58%
5000 75
8 201
27 41 5P | 103117131145 | | 216
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17,20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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 unknown-15 Concentration Rank 70
R.T. EstConc Area Relative to ISTD R.T.
17.56 18.12 ng/ul 1419150 Phenanthrene-d10 17.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene, 2-methyl-5-[4-bromo-n... 232 C9H13BrS 288323-51-3 43
2 3-Aminopyrazine l-oxide 111 C4H5N30 006863-77-0 38
3 Cycloheptyl ethyl methylphosphonate 206 C9H1903P 1000298-38-6 38
4 Benzenamine, 2-Fluoro- 111 C6H6FN 000348-54-9 38
5 2(1H)-Pyridinone, 3-hydroxy- 111 C5H5NO2 016867-04-2 38
Abundance Scan 2327 (17.563 min): BG027477.D (-2321) (-) m/z 111.10 100.00%
141
5000
55

41

17.20 17.40 17.60 17.80

145161175 199 217 232

247 263 286

0 m/z 109.10 41 .88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87945: Thiophene, 2-methyl-5-[4-bromo-n-butyl]-
111
5000

17.20 17.40 17.60 17.80
m/z 55.00 34.50%

232
wa%wz:ﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
111
A mma s
17.20 17.40 17.60 17.80
5000 m/z 105.00 23.70%
LB 58
mmmmwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66532: Cycloheptyl ethyl methylphosphonate R e EEaE L
111 17.20 17.40 17.60 17.80
m/z 41.00 21.94%
5000
93
55
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.20 17. 40 17. 60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG061617\
Data File : BG027477.D

Acq On : 16 Jun 2017 18:46

Operator : SJ/MA

Sample - 13646-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG061617 .M
SVOA CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclohexene, 1-me... 7.59 17.8 ng/ul 2923020 1 8.53 3293190 20.0
(+)-2-Carene 8.12 43.1 ng/ul 7104380 1 8.53 3293190 20.0
Benzene, 1l-methyl... 8.64 20.0 ng/ul 3293190 1 8.53 3293190 20.0
unknown-01 10.19 17.6 ng/ul 1089200 2 11.34 1240780 20.0
unknown-02 12.33 20.0 ng/ul 1240780 2 11.34 1240780 20.0
Scopoletin 12.82 14.3 ng/ul 888720 2 11.34 1240780 20.0
4H-Chromene, 4a,5... 13.56 51.3 ng/ul 2317050 3 15.11 904221 20.0
Naphthalene, 1,2,... 13.64 60.0 ng/ul 2712660 3 15.11 904221 20.0
Bicyclo[5.2.0]Jnon... 14.43 25.5 ng/ul 1153100 3 15.11 904221 20.0
1,5,5-Trimethyl-6... 14.65 132.2 ng/ul 5976990 3 15.11 904221 20.0
unknown-03 14.71 19.6 ng/ul 884378 3 15.11 904221 20.0
Benzene, 1-(1,5-d... 14.90 26.3 ng/ul 1190450 3 15.11 904221 20.0
Dihydro-.alpha.-m... 15.22 254_.0 ng/ul 11482700 3 15.11 904221 20.0
-gamma.-Muurolene 15.34 20.0 ng/ul 905588 3 15.11 904221 20.0
Cyclopentane, 2-e... 15.68 27.6 ng/ul 1245800 3 15.11 904221 20.0
unknown-04 15.86 25.7 ng/ul 1160800 3 15.11 904221 20.0
unknown-05 15.95 21.2 ng/ul 956651 3 15.11 904221 20.0
unknown-06 16.34 46.2 ng/ul 2090510 3 15.11 904221 20.0
-.alpha.-Isobutyli... 16.41 36.7 ng/ul 1659230 3 15.11 904221 20.0
Pentane, 1-bromo-... 16.57 36.4 ng/ul 2850270 4 17.86 1566670 20.0
unknown-07 16.68 71.3 ng/ul 5587100 4 17.86 1566670 20.0
unknown-08 16.79 20.6 ng/ul 1614990 4 17.86 1566670 20.0
Terephthalic acid... 16.93 66.5 ng/ul 5206190 4 17.86 1566670 20.0
unknown-09 17.06 18.6 ng/ul 1455620 4 17.86 1566670 20.0
unknown-10 17.15 12.7 ng/ul 994817 4 17.86 1566670 20.0
unknown-11 17.22 17.3 ng/ul 1357590 4 17.86 1566670 20.0
unknown-12 17 .37 41.6 ng/ul 3262200 4 17.86 1566670 20.0
unknown-13 17 .42 94.9 ng/ul 7432800 4 17.86 1566670 20.0
unknown-14 17.50 29.8 ng/ul 2337570 4 17.86 1566670 20.0
unknown-15 17.56 18.1 ng/ul 1419150 4 17.86 1566670 20.0
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