LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004246.D

Aca On : 13 Feb 2016 02:38

Operator =: SJ/1Z

Sample : H1414-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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-BM021216 .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 2.769 9 14 23 rBv 104828 169991 29.88% 2.567%
2 2.846 23 27 34 rvVB 115339 135197 23.76% 2.042%
3 3.110 69 72 76 rvB 2419 2577 0.45% 0.039%
4 3.634 157 161 163 rVvv 2039 1998 0.35% 0.030%
5 3.845 195 197 201 rvB 1036 983 0.17% 0.015%
6 4.751 348 351 356 rBB2 1298 1844 0.32% 0.028%
7 6.822 698 703 712 rBB 52482 80582 14.16% 1.217%
8 6.981 725 730 737 rBB 46035 67821 11.92% 1.024%
9 7.181 758 764 772 rBB 59451 92039 16.18% 1.390%
10 7.245 773 775 780 rBB 971 1246 0.22% 0.019%

11 7.645 837 843 849 rBB 103308 157427 27.67% 2.377%
12 8.357 959 964 973 rBB 70771 109646 19.27% 1.656%

13 8.804 1034 1040 1047 rBB 51988 81124 14.26% 1.225%
14 8.939 1060 1063 1068 rBB 1234 2021 0.36% 0.031%
15 9.522 1157 1162 1168 rBB 43383 65638 11.54% 0.991%

16 10.063 1249 1254 1263 rBB 67263 107577 18.91% 1.625%
17 10.433 1310 1317 1325 rBB 143335 237401 41.72% 3.585%

18 10.580 1336 1342 1354 rBB 29117 48178 8.47% 0.728%
19 13.192 1784 1786 1789 rBB 930 928 0.16% 0.014%
20 13.715 1869 1875 1879 rBV 126346 165831 29.15% 2.504%
21 13.762 1879 1883 1889 rVB 60412 80012 14.06% 1.208%
22 13.992 1917 1922 1932 rBB 142665 209838 36.88% 3.169%
23 14.204 1955 1958 1961 rBB 4212 4713 0.83% 0.071%
24 14.304 1970 1975 1982 rBB2 194000 289954 50.96% 4_379%
25 14.533 2010 2014 2025 rBB 22713 39379 6.92% 0.595%
26 15.104 2109 2111 2114 rBB 1222 1220 0.21% 0.018%
27 15.157 2117 2120 2124 rBB 6524 7645 1.34% 0.115%
28 15.304 2139 2145 2151 rBB 186057 259197 45.56% 3.914%
29 15.439 2164 2168 2174 rBB 34714 40483 7.12% 0.611%
30 15.545 2184 2186 2188 rBV 1538 1595 0.28% 0.024%
31 15.562 2188 2189 2192 rVB 1308 1082 0.19% 0.016%
32 16.021 2264 2267 2274 rBB2 8180 12121 2.13% 0.183%
33 16.209 2296 2299 2301 rBB 749 604 0.11% 0.009%
34 16.815 2399 2402 2405 rBB 4917 4916 0.86% 0.074%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004246.D

Aca On : 13 Feb 2016 02:38

Operator =: SJ/1Z

Sample : H1414-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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:\HPCHEM1I\BNA M\METHODS\SOMO2.2-EPA-BM021216.M

Title = SVOA CALIBRATION

35 16.845 2405 2407 2409 rBvV 512 590 0.10% 0.009%
36 16.868 2409 2411 2413 rVB 785 655 0.12% 0.010%
37 17.056 2437 2443 2448 rBV 229768 311811 54.80% 4_.709%
38 17.098 2448 2450 2454 rVB 3480 3886 0.68% 0.059%
39 17.156 2454 2460 2469 rBB 177905 251949 44 .28% 3.805%
40 17.556 2525 2528 2530 rBB 2185 2297 0.40% 0.035%
41 17.950 2593 2595 2599 rBB 6973 7412 1.30% 0.112%
42 18.245 2644 2645 2648 rBB 1498 1066 0.19% 0.016%
43 19.097 2787 2790 2791 rBV 1379 1384 0.24% 0.021%
44 19.127 2792 2795 2799 rVB 6569 7132 1.25% 0.108%
45 19.244 2810 2815 2819 rBV2 3285 4886 0.86% 0.074%
46 19.350 2828 2833 2836 rBVY 1316 1982 0.35% 0.030%
47 19.462 2846 2852 2865 rVB2 223478 298069 52.39% 4_.501%
48 19.862 2918 2920 2923 rVB 714 610 0.11% 0.009%
49 19.980 2935 2940 2943 rBV3 2338 4216 0.74% 0.064%
50 20.009 2943 2945 2948 rVB2 2553 2596 0.46% 0.039%
51 20.068 2953 2955 2959 rVB2 1334 1574 0.28% 0.024%
52 20.109 2959 2962 2963 rBV 1309 1042 0.18% 0.016%
53 20.133 2963 2966 2967 rBV 912 638 0.11% 0.010%
54 20.192 2973 2976 2978 rVB 999 1057 0.19% 0.016%
55 20.221 2978 2981 2984 rBV3 1321 2323 0.41% 0.035%
56 20.256 2984 2987 2990 rBV 2173 2735 0.48% 0.041%
57 20.297 2992 2994 3000 rBV3 3618 4713 0.83% 0.071%
58 20.391 3008 3010 3013 rVB3 1938 1815 0.32% 0.027%
59 20.444 3013 3019 3024 rBV 27303 32231 5.66% 0.487%
60 20.509 3026 3030 3034 rVB4 2594 3443 0.61% 0.052%
61 20.544 3034 3036 3039 rVB3 1014 904 0.16% 0.014%
62 20.568 3039 3040 3042 rBV 1143 748 0.13% 0.011%
63 20.586 3042 3043 3045 rBvV 1506 706 0.12% 0.011%
64 20.650 3052 3054 3055 rBvV 809 761 0.13% 0.011%
65 20.715 3063 3065 3068 rBv4 1322 1194 0.21% 0.018%
66 20.756 3068 3072 3075 rBv4 1246 1945 0.34% 0.029%
67 20.791 3075 3078 3079 rBV3 1566 1366 0.24% 0.021%
68 20.821 3081 3083 3085 rBV2 1038 909 0.16% 0.014%
69 20.868 3089 3091 3094 rVB4 1261 1550 0.27% 0.023%
70 20.897 3094 3096 3097 rBV2 1714 1202 0.21% 0.018%
71 20.921 3097 3100 3103 rBV3 1682 2215 0.39% 0.033%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004246.D

Aca On : 13 Feb 2016 02:38

Operator =: SJ/1Z

Sample : H1414-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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:\HPCHEM1I\BNA M\METHODS\SOMO2.2-EPA-BM021216.M

Title = SVOA CALIBRATION

72 20.974 3103 3109 3118 rBV 43306 69872 12.28% 1.055%
73 21.191 3145 3146 3149 rVB3 2415 1310 0.23% 0.020%
74 21.268 3153 3159 3164 rBV 291739 378930 66.60% 5.723%
75 21.580 3209 3212 3217 rVB 13947 14526 2.55% 0.219%
76 21.862 3256 3260 3271 rBV 73385 116273 20.44% 1.756%
77 22.297 3332 3334 3338 rVB3 6495 6287 1.10% 0.095%
78 22.427 3353 3356 3360 rVB3 7433 10317 1.81% 0.156%
79 22.797 3416 3419 3423 rBvV 12675 15379 2.70% 0.232%
80 22.850 3424 3428 3445 rVB 39046 84465 14.85% 1.276%

81 23.356 3507 3514 3524 rBV 173827 317310 55.77% 4.792%
82 23.497 3531 3538 3545 rVB2 195391 359204 63.13% 5.425%

83 23.991 3618 3622 3629 rVB 17957 30866 5.42% 0.466%
84 24.091 3633 3639 3649 rBVS 7439 21245 3.73% 0.321%
85 24.727 3744 3747 3756 rVB7 10396 22664 3.98% 0.342%
86 26.509 4042 4050 4062 rBV6 23752 70224 12.34% 1.061%

87 27.409 4195 4203 4219 rVB5 59082 212364 37.32% 3.207%
88 27.773 4255 4265 4278 rBv4 132921 517646 90.98% 7.817%
89 27.909 4278 4288 4298 rVV3 150149 568975 100.00% 8.593%
90 28.020 4299 4307 4327 rVBS8 64575 297938 52.36% 4._.499%

91 28.967 4460 4468 4479 rVB9 15349 57507 10.11% 0.868%

Sum of corrected areas: 6621722
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004246.D

Aca On : 13 Feb 2016 02:38

Operator : SJ/1Z

Sample : H1414-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM021216.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM004246.D
300000

250000
200000

150000 10.43

.17 7.65
100000

8.36 10.06
7.18
6. .
50000 % o8 8,80

9.52
10.58
311 36385 4.75 25 8.94 ﬂ

e L 1 L

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: BM004246.D
300000

250000
17.06 19.46

200000 14.30
15.30 17.16

150000 13.99
13.72

100000

50000
15.44
14.53 % 20.¢

13.19 142 | igﬁ%5155@ 160851  pRg/l0 17.56 17.998.04 ﬂ%ﬁ@#L 1

(O o e e LI e e o o e L A B e e o o e e L L B e e e o B e B B e

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: BM004246.D
300000 2127

250000
23.50
200000 23.36

150000

100000

so000] 2997

e

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\BM021216\
Data File : BM004246.D

Aca On : 13 Feb 2016 02:38

Operator : SJ/1Z

Sample : H1414-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM021216.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.85 17.18 ng/ul 135197 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 90
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 28 (2.851 min): BM004246.D (-23) (-) m/z 73.10 100.00%
7B
5000
43 55 87
| 2.80 2.90 3.00 3.10 3.20 3.30
o Y Y U O m/z 43.10 27.23%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 2.80 2.90 3.00 3.10 3.20 3.30
55 87 m/z 87.10 26.81%
o ‘?9 35 ‘\w | 50 ‘ 67 ||, 80
LA LR UL UL FULEL LS AU SR SR S UL
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
73
2.80 2.90 3.00 3.10 3.20 3.30
5000 m/z 55.10 21.78%
43 %
87
27
0 32 38 50 62 67 101
miz--> 20 30 40 50 60 70 8 9 100
Abundance #4342: Pentane, 3-methoxy-
7 2.80 2.90 3.00 3.10 3.20 3.30
m/z 71.10 10.57%
5000
45
29
0 --|----|----39|----5|O--55--|---67-|----|----|----1|0-1---| ‘rﬂﬁ—y—y——y—yv
m/z--> 20 30 40 50 60 70 80 90 100 2.80 2.90 3.00 3.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004246.D

Aca On : 13 Feb 2016 02:38

Operator : SJ/1Z

Sample : H1414-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM021216.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 3 Trifluoroacetic acid, n-oct... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.97 3.69 ng/ul 69872 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. n-octadecy... 366 C20H37F302 079392-43-1 91
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 90
Abundance Scan 3108 (20.968 min): BM004246.D (-3103) (-) m/z 83.10 100.00%
57 83
5000 111
209 20.60 20.80 21.00 21.20
o LA I8 e m/z 97.10 88.94%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43
69
5000
97 20.60 20.80 21.00 21.20
m/z 57.05 87.85%
o L‘\H‘\‘L h\‘“154 183 224252
m/z--> 50 100 1éo 200 2éo 360 3%0 460 4%0 '
Abundance
57 83
20.60 20.80 21.00 21.20
5000 111 m/z 55.05 74 .84Y%
29
o 139 168 210238 266 295
m/z--> 55 160 1éo 260 2éo 360 3%0 460 4%0 '
Abundance #168066: 17-Pentatriacontene e o o
43 20 60 20. 80 21. oo 21. 20
m/z 69.10 74.67%
5000 83
J 111
o ‘ | 139167 196 224 267292 321 462 490
m/z--> 55 160 1éo 260 250 300 350 460 4%0 ' 2060 2080 2100 2120 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004246.D

Aca On : 13 Feb 2016 02:38

Operator : SJ/1Z

Sample : H1414-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method

Quant Title : SVOA CALIBRATION

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

> Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM021216.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 4 (DEL) Alkane: Cyclic21.86

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
21.86 6.14 ng/ul 116273 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 1-Hexadecanol 242 C16H340 036653-82-4 91
4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90

Abundance Scan 3260 (21.862 min): BM004246.D (-3256) (-) m/z 83.10 100.00%
5000 *;\Mv,w*~,~,J\\ﬂ--wﬂngwn
139153167 15200 2160 21.80 22.00 22.20
o} m/z 97.10 96.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43
5000 RIS DU DO BRI S
21.60 21.80 22.00 22.20
29 125 m/z 69.10 86.47%
N 139154168182196210024238 266
m/z--> ﬁo 46 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 RIS DU BN BRI S
97 21.60 21.80 22.00 22.20
5000 m/z 55.10 84.02%
29 111
125
. 139153167 182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83793: 1-Hexadecanol A B ma e e
5 69 21.60 21.80 22.00 22.20
83 m/z 57.10 79.88%
5000
111
) 139154168 196 204
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21%0 2f80 2500 2250
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004246.D

Aca On : 13 Feb 2016 02:38

Operator : SJ/1Z

Sample : H1414-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM021216.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 5 Trichloroacetic acid, hexad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.85 4.70 ng/ul 84465 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 Pentafluoropropionic acid. penta... 374 C18H31F502 1000280-07-5 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
4 1-Nonadecanol 284 C19H400 001454-84-8 91
5 1-Octadecanol 270 C18H380 000112-92-5 91
Abundance Scan 3428 (22.850 min): BM004246.D (-3424) (-) m/z 97.10 100.00%
57
43
5000
2260 22.80 23.00 23.20
(o} m/z 83.10 93.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 57
83
5000 TTTT T T T TTT
22.60 22.80 23.00 23.20
125 m/z 57.10 90.57%
o 139153167181196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
760 2780 2300 2350
5000 m/z 69.10 83.14%
83
29 97

111
o 125140154168182 210

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

Abundance #148859: Trichloroacetic acid, pentadecy! ester S REEEs B
22.60 22.80 23.00 23.20

m/z 55.10 73 .55%

F

83

5000

%

125
139153167182

210
NN s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 22.60 22.80 23.00 23.20
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Titl

Library Search Compound Report

= Z:\HPCHEMI\BNA M\DATA\BM021216\
: BM0O04246.D

: 13 Feb 2016 02:38

2 SJ/1Z

: H1414-07

20 Sample Multiplier: 1

e - SVOA CALIBRATION

> Z:\HPCHEM1\BNA M\METHODS\SOMO2.2-EPA-BM021216.M

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 unknown-01 Concentration Rank 9

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

26.51 3.91 ng/ul 70224 Perylene-di12 23.50

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 30
2 Ethinvl Estradiol 296 C20H2402 000057-63-6 16
3 Diallviphenvimethvlsilane 202 C13H18Si 002633-60-5 12
4 Cholan-24-oic acid. 3.12-bis(ace... 490 C29H4606 001181-44-8 10
5 Ledene oxide-(11) 220 C15H240 1000159-36-7 10

Abundance Scan 4050 (26.509 min): BM004246.D (-4042) (-) m/z 145.10 100.00%
107 213
85
173 255 303
329
5000 414
21 IIIIIIIIIIIIIIIIII
26. 20 26 40 26. 60 26 80
Ot m/z 43.10 85.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159295: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43
5000 LA L L L L L LB L L |
81 368 26.20 26.40 26.60 26.80
107 329 m/z 159.20 85.33%
\H \\\ H‘ H\ i s 213 247 7sgm - | 4
0.... PRI AP M TN i Wi A P R . R
m/z--> 5 200 250 300 350 400
Abundance
213
B e
160 26.20 26.40 26.60 26.80
5000 133 m/z 161.10 80.60%
o1 296
53 185
0 27 112 250272
N mE A R B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #57371: Diallylphenylmethylsilane
161 26.20 26.40 26.60 26.80
m/z 213.20 78.18%
5000 121
43
91\
o ....,“.‘.9‘.“.“‘,‘.‘:‘.&.{ | — R EAE mman e S
m/z--> 50 100 150 200 250 300 350 400 26.20 26.40 26.60 26.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004246.D

Aca On : 13 Feb 2016 02:38

Operator : SJ/1Z

Sample : H1414-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM021216.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 7 _.beta.-Humulene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

27 .41 11.82 ng/ul 212364 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Humulene 204 C15H24 000116-04-1 91
2 Azulene. 1.2.3.5.6.7.8.8a-octahv... 204 C15H24 003691-11-0 70
3 6.10-Dimethvl-3-(1-methvlethvlid... 206 C15H26 069239-71-0 53
4 Azulene. 1.2.3.5.6.7.8.8a-octahv... 204 C15H24 003691-11-0 49
5 5-Bromo-4-o0xo0-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 46

Abundance Scan 4203 (27.409 min): BM004246.D (-4195) (-) m/z 205.20 100.00%

95 205

5000

-

267282
1 27.00 27.20 27.40 27.60 27.80

m/z 95.10 87.82%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58645: .beta.-Humulene

:

27.IOO 27.I20 27.I40 27.I60 27.I8O
m/z 109.10  87.24%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
a1 107
R e e
79 135 27.00 27.20 27.40 27.60 27.80
5000 189 m/z 107.10 78.44%
204
161
57

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

.

Abundance #60314: 6,10-Dimethyl-3-(1-methylethylidene)-1-cyclodecene T
27.00 27.20 27.40 27.60 27.80
m/z 81.10 77.92%
- ~AK/*-~\»”‘v/f\\NNA~w~J/\\J/
ol M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 27.00 27.20 27.40 27.60 27.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004246.D

Aca On : 13 Feb 2016 02:38

Operator : SJ/1Z

Sample : H1414-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM021216.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 8 Hop-22(29)-en-3.beta.-ol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27.77 28.82 ng/ul 517646 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hop-22(29)-en-3_beta.-ol 426 C30H500 058801-23-3 92
2 2-lsopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 72
3 1-Naphthalenepropanol. .alpha.-e... 306 C20H3402 003650-30-4 62
4 Cvclohexane. l-ethenvl-1-methvl-... 204 C15H24 003242-08-8 46
5 1,5-Cyclodecadiene, 1,5-dimethyl... 204 C15H24 015423-57-1 46
Abundance Scan 4264 (27.767 min): BM004246.D (-4255) (-) m/z 95.10 100.00%
5000
Ztl‘ﬂ 283 315 355 426 27.40 27.60 27.80 28.00
0 ALk m/z 189.15 100.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161281: Hop-22(29)-en-3.beta.-ol
189
5000
162 27.40 27.60 27.80 28.00
m/z 135.15 93.37%
‘218 297 344 378 411
ob— I‘IU\II ....Hﬂ.‘...‘l“.l‘”.‘l.‘.‘.
m/z--> 200 250 300 350 400
Abundance
189
107 27.40 27.60 27.80 28.00
5000{ 41 g 161 m/z 81.10 92.68%
133
0"'I""I""I""""""""I""I"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #120912: 1-Naphthalenepropanol, .alpha.-ethenyldecahydro-5... R R e
g1 27.40 27.60 27.80 28.00
m/z 107.10 92.04%
107
5000
135
161 189 257
0 Hm\ 2 | o
m/z--> 50 200 250 300 350 400 2740 27.60 27.80 28.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004246.D

Aca On : 13 Feb 2016 02:38

Operator : SJ/1Z

Sample : H1414-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM021216.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 9 Androstan-6-one, (6.alpha.)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.91 31.68 ng/ul 568975 Perylene-di12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androstan-6-one. (5.alpha.)- 274 C19H300 003676-06-0 58
2 2(1H)-Phenanthrenone. 3.4.4a.4b.... 274 C19H300 007715-44-8 45
3 2-(3.7-Dimethvl-octa-2.6-dienvl)... 274 C18H2602 107697-34-7 40
4 Androst-16-en-3-ol. (3.alpha..5.... 274 C19H300 001153-51-1 38
5 Androst-7-en-3-ol # 274 C19H300 1000148-48-7 30
Abundance Scan 4288 (27.909 min): BM004246.D (-4278) (-) m/z 259.30 100.00%
25%9
95
5000

83 409 27. 60 27. 80 28. OO 28 20
(o} m/z 274.40 74 .39%

m/z--> 50 100 150 200 250 300 350 400
Abundance #103064: Androstan-6-one, (5.alpha.)-
219 259
67 95
135

5000 I
27.60 27.80 28.00 28.20

m/z 95.10 71.29%

161 191
0‘ H\‘\ HM iy \‘ ‘ ulll‘l‘\ |‘|| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
259

27.60 27. 80 28. OO 28.20

5000 m/z 137.15 54.67%
217
41 g9 93 136 189
161
18 115
ol bl o Wy
m/z--> 50 100 150 200 250 300 350 400 N\
Abundance #103014: 2-(3,7-Dimethyl-octa-2,6-dienyl)-1,4-dimethoxy-be... R e e
274 27.60 27.80 28.00 28.20
205 m/z 69.10 53.15%
41 151
5000 69
123 175
o1 l 231
0 A | S e
m/z--> 50 100 150 200 250 300 350 400 217. 60 27. 80 28.00 28.20

SOM02.2-EPA-BM021216.M Mon Feb 15 15:22:21 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004246.D

Aca On : 13 Feb 2016 02:38

Operator : SJ/1Z

Sample : H1414-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM021216.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 10 unknown-02 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
28.02 16.59 ng/ul 297938 Perylene-di12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphoric acid. 3-(1l.1-dimethvl... 274 C12H1905P 094420-61-8 43
1-(4-UndecvlIlphenvl)ethanone 274 C19H300 1000185-92-4 38
3 Androstan-6-one. (5.alpha.)- 274 C19H300 003676-06-0 38
4 Androstan-6-one. (5.alpha.)- 274 C19H300 003676-06-0 38
5 2(1H)-Phenanthrenone, 3,4,4a,4b,... 274 C19H300 007715-44-8 35
Abundance Scan 4307 (28.020 min): BM004246.D (-4299) (-) m/z 259.30 100.00%
259
95
5000 119 134 2 //\/N\m
55 205
4 150 173187 e RS mmn e ]

27.80 28.00 28.20 28.40

O m/z 95.10 54 _33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #102589: Phosphoric acid, 3-(1,1-dimethylethyl)-4-hydroxyp...
259
5000 L s e e e

27. 80 28. OO 28 20 28. 40
274 m/z 274.30 50.64%

109
27 41 55 77 91 0 127 149 165 185 20521932245 |

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

259

27.80 28.00 28.20 28.40
5000 274 m/z 119.05 42.32%

43 57 o1
71
29 105 119

134147
161175 198 217231245

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103064: Androstan-6-one, (5.alpha.)- L e o 2
219 259 27.80 28.00 28.20 28.40
67 95 m/z 109.10 40.46%
274
5000 . 135
1| 109 206
149163 7191 ‘ 241
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 27. 80 28. OO 28 20 28. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004246.D

Aca On : 13 Feb 2016 02:38

Operator : SJ/1Z

Sample : H1414-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOMOZ2.2-EPA-BM021216.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 11 unknown-03 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
28.97 3.20 ng/ul 57507 Perylene-di12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.6-Trimethyl-1-(2-methvl-cycl... 218 C15H220 1000188-72-8 30
2 Carvophvllenvl alcohol 222 C15H260 1000131-90-4 25
3 Sesauirosefuran 218 C15H220 039007-93-7 22
4 3-Cvclopentvlpropionic acid. 3-c... 216 C11H17Cl02 1000292-47-2 22
5 1,5-Dimethyl-bicyclo[3.2.0]hepta... 168 C10H1602 1000190-69-8 17
Abundance Scan 4468 (28.967 min): BM004246.D (-4460) (-) m/z 69.10 100.00%

8 95 195
109 161 205
179
55
50000 44

1 H J 28 60 2880 29. OO 29 20
21 281
) — ,‘|,|||,“‘,|‘,?|7,|,||,| et M/Zz 95.10  92.33%

: A RE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68212: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta...

a1 81 95

5000

28 60 28. 80 29. OO 29 20
m/z 125.20 82.91%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
111
VULV
28.60 28.80 29.00 29.20
5000 m/z 123.10 80.48%
41 55 81 o5
135 161 179 204
222
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #68176: Sesquirosefuran S Emmma e
69 13 28.60 28.80 29.00 29.20

m/z 81.10 73 .49%

95
s000, 4t
- L} 149 175 218
\H\ “ #\9 h\ \‘ ‘ ‘

0,.”.i.ﬂ,ﬂuw.”w“unynwh.m.u.“ R RARRaEZEE LS B B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 28 60 28. 80 29. OO 29 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM021216\
Data File : BM004246.D

Acq On : 13 Feb 2016 02:38

Operator : SJ/1Z

Sample : H1414-07

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM021216 .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]
Butane, 2-methoxy... 2.85 17.2 ng/ul 135197 1 7.65 157427 20.0
Trifluoroacetic a... 20.97 3.7 ng/ul 69872 5 21.27 378930 20.0
(DEL) Alkane: Cyc... 21.86 6.1 ng/ul 116273 5 21.27 378930 20.0
Trichloroacetic a... 22.85 4.7 ng/ul 84465 6 23.50 359204 20.0
unknown-01 26.51 3.9 ng/ul 70224 6 23.50 359204 20.0
-beta.-Humulene 27.41 11.8 ng/ul 212364 6 23.50 359204 20.0
Hop-22(29)-en-3.b... 27.77 28.8 ng/ul 517646 6 23.50 359204 20.0
Androstan-6-one, ... 27.91 31.7 ng/ul 568975 6 23.50 359204 20.0
unknown-02 28.02 16.6 ng/ul 297938 6 23.50 359204 20.0
unknown-03 28.97 3.2 ng/ul 57507 6 23.50 359204 20.0
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