LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004248.D

Aca On : 13 Feb 2016 03:51

Operator =: SJ/1Z

Sample : H1414-09

Misc :

ALS Vial : 22 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 24 rBvV 106835 172090 38.96% 2.995%
2 2.846 24 27 39 rvB 106992 128572 29.11% 2.238%
3 3.110 69 72 75 rBv 2118 2262 0.51% 0.039%
4 3.634 157 161 164 rVB 1065 1062 0.24% 0.018%
5 3.710 171 174 176 rVB 452 460 0.10% 0.008%
6 3.846 194 197 201 rBB 952 698 0.16% 0.012%
7 3.887 203 204 207 rBV 657 566 0.13% 0.010%
8 4.757 348 352 356 rBB2 1025 1616 0.37% 0.028%
9 6.328 614 619 624 rBB 28324 39007 8.83% 0.679%
10 6.828 699 704 713 rBB 44938 67408 15.26% 1.173%
11 6.981 725 730 737 rBB 38995 57121 12.93% 0.994%
12 7.075 742 746 751 rBB 8172 10490 2.37% 0.183%
13 7.181 758 764 771 rBB 51267 76171 17.25% 1.326%
14 7.251 774 776 779 rBB 562 660 0.15% 0.011%
15 7.645 837 843 849 rBB 93727 143929 32.59% 2.505%
16 8.363 959 965 973 rBB 57806 91611 20.74% 1.595%
17 8.804 1034 1040 1047 rBB 43403 68598 15.53% 1.194%
18 8.939 1061 1063 1066 rBB 939 1178 0.27% 0.021%
19 9.522 1157 1162 1168 rBB 36671 54241 12.28% 0.944%
20 10.063 1249 1254 1263 rBB 56451 90265 20.44% 1.571%
21 10.433 1310 1317 1323 rBV 131660 216088 48.92% 3.761%
22 10.480 1323 1325 1329 rVB 1402 1561 0.35% 0.027%
23 10.575 1336 1341 1355 rBB 37032 64268 14.55% 1.119%
24 13.192 1783 1786 1790 rBB 2857 3929 0.89% 0.068%
25 13.716 1869 1875 1879 rBV 114516 147304 33.35% 2.564%
26 13.763 1879 1883 1889 rVB 47131 60962 13.80% 1.061%
27 13.998 1917 1923 1931 rBB 125212 182963 41.42% 3.185%
28 14.204 1955 1958 1961 rBB 5451 5915 1.34% 0.103%
29 14.304 1970 1975 1982 rBB2 183589 274131 62.06% 4.772%
30 14.463 1999 2002 2006 rBB 2717 3033 0.69% 0.053%
31 14.533 2010 2014 2025 rBB 23082 39526 8.95% 0.688%
32 15.104 2109 2111 2114 rBB 1044 1037 0.23% 0.018%
33 15.157 2117 2120 2123 rBB 6765 7757 1.76% 0.135%

34 15.304 2139 2145 2151 rBB 170572 232792 52.70% 4._.052%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004248.D

Aca On : 13 Feb 2016 03:51

Operator =: SJ/1Z

Sample : H1414-09

Misc :

ALS Vial : 22 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 15.439 2164 2168 2174 rBB 32348 41280 9.35% 0.719%
36 15.545 2184 2186 2188 rBV 1179 1302 0.29% 0.023%
37 15.568 2188 2190 2192 rVB 1357 1089 0.25% 0.019%
38 15.957 2252 2256 2261 rBB 20517 24105 5.46% 0.420%
39 16.021 2264 2267 2274 rBB 6894 10227 2.32% 0.178%
40 16.815 2399 2402 2405 rBB 4927 5031 1.14% 0.088%
41 16.845 2405 2407 2409 rBB 495 451 0.10% 0.008%
42 16.862 2409 2410 2412 rBB 767 541 0.12% 0.009%
43 17.057 2437 2443 2449 rBV2 228650 308626 69.87% 5.372%
44 17.098 2449 2450 2454 rVB 2483 2071 0.47% 0.036%
45 17.157 2454 2460 2469 rBB 171194 234540 53.10% 4.082%
46 17.551 2525 2527 2530 rBB 1877 1646 0.37% 0.029%
47 17.956 2592 2596 2599 rBV2 4697 6622 1.50% 0.115%
48 18.009 2599 2605 2606 rBV3 1546 2431 0.55% 0.042%
49 18.027 2606 2608 2609 rBV2 725 628 0.14% 0.011%
50 18.080 2609 2617 2618 rBV 6645 10483 2.37% 0.182%
51 18.162 2618 2631 2636 rBV5 27057 93892 21.26% 1.634%
52 18.268 2640 2649 2650 rBv4 24112 51840 11.74% 0.902%
53 18.486 2679 2686 2687 rBV3 39295 74985 16.98% 1.305%
54 18.827 2742 2744 2746 rVB3 676 580 0.13% 0.010%
55 19.092 2786 2789 2791 rBV 1138 1198 0.27% 0.021%
56 19.127 2791 2795 2801 rVB 7593 9729 2.20% 0.169%
57 19.245 2812 2815 2821 rVB2 1874 2310 0.52% 0.040%
58 19.315 2823 2827 2828 rBV 417 465 0.11% 0.008%
59 19.350 2828 2833 2836 rVvVv 1173 1350 0.31% 0.023%
60 19.398 2836 2841 2843 rVV2 1029 1349 0.31% 0.023%
61 19.462 2847 2852 2861 rVB 207683 282600 63.98% 4.919%
62 19.815 2911 2912 2915 rVB 467 448 0.10% 0.008%
63 19.892 2924 2925 2927 rVB 926 476 0.11% 0.008%
64 19.974 2934 2939 2941 rBV2 1327 1781 0.40% 0.031%
65 20.009 2944 2945 2949 rVB 1316 1006 0.23% 0.018%
66 20.097 2957 2960 2961 rBV 560 671 0.15% 0.012%
67 20.150 2967 2969 2970 rBV 1006 741 0.17% 0.013%
68 20.168 2970 2972 2973 rVV2 821 478 0.11% 0.008%
69 20.209 2976 2979 2981 rBV 364 488 0.11% 0.008%
70 20.250 2985 2986 2989 rBV 1014 965 0.22% 0.017%
71 20.315 2992 2997 3000 rBV3 2809 4363 0.99% 0.076%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004248.D

Aca On : 13 Feb 2016 03:51

Operator =: SJ/1Z

Sample : H1414-09

Misc :

ALS Vial : 22 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 20.374 3004 3007 3008 rBV 655 550 0.12% 0.010%
73 20.397 3008 3011 3014 rBv4 1728 2983 0.68% 0.052%
74 20.445 3015 3019 3024 rVvVv 6651 8336 1.89% 0.145%
75 20.515 3026 3031 3033 rVB5 1216 1965 0.44% 0.034%
76 20.621 3046 3049 3053 rBV3 1678 2194 0.50% 0.038%
77 20.686 3059 3060 3061 rVB 1377 485 0.11% 0.008%
78 20.697 3061 3062 3063 rBV 1350 862 0.20% 0.015%
79 20.750 3066 3071 3073 rBV2 5362 8336 1.89% 0.145%
80 20.950 3097 3105 3106 rBVS5 2895 5661 1.28% 0.099%
81 20.974 3106 3109 3115 rVB3 21987 32652 7.39% 0.568%
82 21.133 3133 3136 3140 rBV5 2135 3066 0.69% 0.053%
83 21.268 3153 3159 3164 rBV 297563 387443 87.72% 6.744%
84 21.303 3164 3165 3172 rVB2 6921 6540 1.48% 0.114%
85 21.580 3209 3212 3217 rVB4 4753 6840 1.55% 0.119%
86 21.809 3248 3251 3255 rBvV4 3676 4497 1.02% 0.078%
87 21.862 3255 3260 3270 rVV3 29285 51966 11.77% 0.905%
88 22.427 3352 3356 3363 rVB2 5874 8553 1.94% 0.149%

89 23.356 3507 3514 3521 rBV 163425 288805 65.39% 5.027%
90 23.497 3531 3538 3546 rVB 202666 371091 84.02% 6.459%

91 24.732 3742 3748 3753 rBvV4 6641 15223 3.45% 0.265%
92 25.738 3917 3919 3921 rBV3 3012 2466 0.56% 0.043%
93 27.409 4194 4203 4215 rVB4 47079 158605 35.91% 2.761%
94 27.779 4254 4266 4276 rBV4 83956 310637 70.33% 5.407%
95 27.909 4278 4288 4298 rVVv4 121799 441694 100.00% 7.688%

96 28.009 4298 4305 4322 rVBS8 45077 191608 43.38% 3.335%

Sum of corrected areas: 5745117
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004248.D

Aca On : 13 Feb 2016 03:51

Operator : SJ/1Z

Sample : H1414-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM021216 .M
SVOA CALIBRATION

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

Abundance TIC: BM004248.D
300000

250000
200000

150000 10.43

P2785
100000 7.65

718 8.36 10.06
50000 6.8308 [\ 8.80 9.52 0.57

6.33
311 357 4.76 A “ﬁ 25 8.94 A

e L S L4 R 1 N 504

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: BM004248.D
300000

250000
17.06

19.46
200000 14.30
15.30 17.16

150000
4.00
13. 7%

100000 18.49

18.76 1827
50000 18.16

14.53 i 15.96
13.19 1420406 1P Ismy 16,02 fgllo 17.55 1 8 19

e e S S A v N s S F R o e e AR e

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM004248.D
300000 21127

250000
23.50
200000 233
150000 27.01

100000

50000

]

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 : BM004248.D

Aca On : 13 Feb 2016 03:51

Operator : SJ/1Z

Sample : H1414-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM021216 .M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.85 17.87 ng/ul 128572 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 74
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 28 (2.852 min): BM004248.D (-24) (-) m/z 73.10 100.00%
7B
5000
43 55 87
| 2.80 2.90 3.00 3.10 3.20 3.30
Y ) RO OSSN O N PEN—— m/z 87.10 28.09%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000
43 95 2.80 2.90 3.00 3.10 3.20 3.30
- 87 m/z 43.05 27 .59%
. 132 38| 50 | 6267 101
miz--> 20 30 40 50 60 70 8 9 100
Abundance
73
2.80 2.90 3.00 3.10 3.20 3.30
5000 m/z 55.10 22 .00%
29
35 50 67 80
G S S S L S SIS SIS S S
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy-
7B 2.80 2.90 3.00 3.10 3.20 3.30
m/z 71.10 10.88%
5000
45
29
o N 39‘» 50 % 67 |, 101 }&q
m/z--> 20 30 40 50 60 70 80 9 100 ' 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 : BM004248.D

Aca On : 13 Feb 2016 03:51

Operator : SJ/1Z

Sample : H1414-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM021216 .M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 _alpha.-Pinene Concentration Rank 8

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

6.33 5.42 ng/ul 39007 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _alpha.-Pinene 136 C10H16 000080-56-8 91
2 Bicvclol3.1.1Thept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 91
3 Tricvclol2.2.1.0(2.6)1heptane. 1... 136 C10H16 000508-32-7 91
4 1.3.6-Octatriene. 3.7-dimethvl-.... 136 C10H16 003338-55-4 90
5 _alpha.-Pinene 136 C10H16 000080-56-8 90

Abundance Scan 619 (6.328 min): BM004248.D (-614) (-) m/z 93.10 100.00%
93
5000
77
4 g3 67 1051 g 6.00 620 6.40 6.60
Obrrprrrrrrrr et ot e el e b m/z 91.10 45.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15153: .alpha.-Pinene
93
5000 USSR R R
77 6.00 6.20 6.40 6.60
41 m/z 92.10 37.22%
27 ‘ ‘ 53 67 ‘ ‘ 105 121 136
0.w”.w”Jﬁ”.4&.¢ﬂh§%ﬂ,”Jf””,ﬂnlﬂm,”””.”“.hp.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
6.00 620 6.40 6.60
5000 m/z 77.10 30.60%
41 7
27 53 67 105 121 o0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15321: Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl- EAa s e
93 6.00 6.20 6.40 6.60
m/z 79.10 25.46%
5000
41 79
121
T s g lwl e T
0'w}?|“LH““im“ﬁU“wﬁmP'Jkgﬁwl“wh“w“'VH'w“'w“ S SSERESE RE RR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004248.D

Aca On : 13 Feb 2016 03:51

Operator : SJ/1Z

Sample : H1414-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM021216 .M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.16 6.08 ng/ul 93892 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(4a.8-Dimethvl-6-0x0-1.2.3.4.4__.. 234 C15H2202 1000190-21-8 38
2 2H.8H-Benzoll1.2-b:3.4-b"1dipvran... 246 C15H1803 042299-67-2 35
3 2-Methvl1-3-(3-methvl-but-2-envl)... 222 C15H260 1000144-10-2 35
4 4.8a-Dimethvl-6-(2-methvl-oxiran... 234 C15H2202 1000189-11-4 35
5 Sesquirosefuran 218 C15H220 039007-93-7 35
Abundance Scan 2631 (18.162 min): BM004248.D (-2618) (-) m/z 95.10 100.00%
69 95109123
55
5000
4 2
17.80 18.00 18.20 18.40
O e m/z 69.10 96 .47%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #78609: 2-(4a,8-Dimethyl-6-oxo0-1,2,3,4,4a,5,6,8a-octahydro...
41 95 191
5000 SR SR SN B B
17.80 18.00 18.20 18.40
2 m/z 123.10 92 .36%
206219 234
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
191
149 PN PR SRR B
17.80 18.00 18.20 18.40
5000 231246 m/z 109.10 87.77%
175 | 204
O e e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71024: 2-Methyl-3-(3-methyl-but-2-enyl)-2-(4-methyl-pent-... B e REREE mE
69 17.80 18.00 18.20 18.40
m/z 81.10 83.33%
5000
93 109
o | \H \H 161 179 204 222 h
miz-> 20 40 60 8|O 100 150 14'10 160 180 200 220 240 260 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004248.D

Aca On : 13 Feb 2016 03:51

Operator : SJ/1Z

Sample : H1414-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM021216 .M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.27 3.36 ng/ul 51840 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Germacra-1(10).4.11(13)-trien-12... 232 C15H2002 000553-21-9 42
2 1-Chloro-1-ethvl-3-methvl-1-aerm... 206 C7H13CIlIGe 026311-76-2 27
3 Silane. tetra-2-propenvl- 192 C12H20Si 001112-66-9 27
4 Cvclohexanone. 2.3.3-trimethvl-2... 206 C14H220 069296-91-9 25
5 1-Methylbicyclo[3.2.1]octane 124 C9H16 119972-41-7 18
Abundance Scan 2649 (18.268 min): BM004248.D (-2640) (-) m/z 95.10 100.00%
69
55
5000
) /\/\\/\
H 18.|00 18.|20 18.I40 18.|60
Ot e m/z 69.10 97 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #77527: Germacra-1(10),4,11(13)-trien-12-oic acid, 6.alpha...
8l
53
109
5000 R BRI UG B SRR
mmmmmmmm
m/z 109.10 74 .66%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
109
e
18.00 18.20 18.40 18.60
5000 177 m/z 123.10 70.94%
41 68 93 206
138
123
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50471: Silane, tetra-2-propenyl- A e
95109123 18.00 18.20 18.40 18.60
0
PR 151 m/z 81.10 69.57%
5000
0 137 | 164
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18 00 18. 20 18. 40 18 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004248.D

Aca On : 13 Feb 2016 03:51

Operator : SJ/1Z

Sample : H1414-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM021216 .M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 (DEL) Alkane: Branched18.49 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.49 4.86 ng/ul 74985 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 43
2 2(1H)-Naphthalenone. 4a.5.6.7.8.... 220 C15H240 017408-66-1 41
3 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 38
4 1.4-Methanoazulen-7(1H)-one. oct... 220 C15H240 018319-28-3 35
5 4-(1,3,3-Trimethyl-bicyclo[4.1.0... 206 C14H220 077143-31-8 22

Abundance Scan 2687 (18.492 min): BM004248.D (-2679) (-) 69.10 100.00%

9

5000

AR

18.20 18.40 18.60 18.80
o’ m/z 95.10 90.47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71138: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphthalene
95 109123 207
69
137 193

5000 55 e

1820 18.40 18.60 18.80
151 222 m/z 109.10 70.28%
RN
0 ‘ ‘ Gl 1 | | I
R Rt E o o o e o o O R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41 69
95 LA L L L L L LB
177 18.20 18.40 18.60 18.80
5000 55 N m/z 123.10 68.26%
1
|, 135149 220
04

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

Abundance #60316: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]naphthalene R e REREEEEEES
3 18.20 18.40 18.60 18.80

m/z 81.10 66.47%

206 ﬂ//ﬁdffwv/\\fk\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. 20 18 40 18. 60 18 80

5000

150163177

SOM02.2-EPA-BM021216.M Mon Feb 15 15:24:32 2016 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004248.D

Aca On : 13 Feb 2016 03:51

Operator : SJ/1Z

Sample : H1414-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM021216 .M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Trichloroacetic acid, penta... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.86 2.68 ng/ul 51966 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 90
3 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 90
4 1-Nonadecene 266 C19H38 018435-45-5 90
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 87
Abundance Scan 3260 (21.862 min): BM004248.D (-3255) (-) m/z 83.05 100.00%
57 97
43
5000

208 21.60 21.80 22.00 22.20

— 1% 281 | “n/z 97.10 93.59%

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecyl ester

43 57

83

5000
21.60 21.80 22.00 22.20

m/z 57.10 84 .46%

125
0 139153167182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 AL b e R
97 21.60 21.80 22.00 22.20
5000 m/z 55.05 82.56%
29 111
125

:

o 139153167181196 224

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

Abundance #143984: Trichloroacetic acid, tetradecy! ester A EAREE ma S
83 21.60 21.80 22.00 22.20

m/z 69.10 81.16%

5000

%

125

139153168 196 241
R o EEEmam
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004248.D

Aca On : 13 Feb 2016 03:51

Operator : SJ/1Z

Sample : H1414-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM021216 .M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 6,10-Dimethyl-3-(1-methylet... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
27 .41 8.55 ng/ul 158605 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.10-Dimethvl-3-(1l-methvlethvlid... 206 C15H26 069239-71-0 53
2 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 43
3 .alpha.-Cedrene oxide 220 C15H240 1000159-39-1 38
4 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 35
5 (BH,6H)Thieno[3,4-c]isoxazole, 3... 205 C11H11NOS 1000115-54-7 30
Abundance Scan 4203 (27.409 min): BM004248.D (-4194) (-) m/z 205.20 100.00%

27.00 27.20 27.40 27.60 27.80
Obprrrrtrr e m/z 95.10 81.26%

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
41 82
67 121

95 205
79
5000 » “

5000 | BN L L L L LB L
27.00 27.20 27.40 27.60 27.80
149 1g306 m/z 109.10 78 .25%
1
orgredel
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
81 123
41
27.00 27.20 27.40 27.60 27.80
5000 107 191 m/z 93.05 75.08%
57 206
150
0 26 175
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #69499: .alpha.-Cedrene oxide
205 27.00 27.20 27.40 27.60 27.80
m/z 123.10 73 .74%
220

5000

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 : BM004248.D

Aca On : 13 Feb 2016 03:51

Operator : SJ/1Z

Sample : H1414-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM021216 .M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 1-Naphthalenepropanol, .alp... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
27.78 16.74 ng/ul 310637 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenepropanol. .alpha.-e... 306 C20H3402 003650-30-4 58
2 Lonaifolenaldehvde 220 C15H240 019890-84-7 55
3 5-Bromo-4-o0xo0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 53
4 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 53
5 Cyclohexane, l-ethenyl-1-methyl-._.. 204 C15H24 003242-08-8 46
Abundance Scan 4266 (27.779 min): BM004248.D (-4254) (-) m/z 189.20 100.00%
95 151 9
5000

2?25%235 355 2740 2760 2780 28.00
0 S N — m/z 95.10 86.52%

m/z--> 50 100 150 200 250 300 350
Abundance #120912: 1-Naphthalenepropanol, .alpha.-ethenyldecahydro-5...
81
107

5000 2740 27.60 27.80 2800
135 161 189 257

““‘ m/z 121.10 81.99%

0 ‘ 220 ‘ 288306
— T
m/z--> 50 100 200 250 300 350
Abundance

95

41 67 135 27.40 27.60 27.80 28.00
5000 205 m/z 135.10 80.94%
163 187
117 200
oLl L o WLl I W by e
m/z--> 50 100 150 200 250 300 350
Abundance #67072: 5-Bromo-4-0x0-4,5,6, 7-tetrahydrobenzofurazan A B m e T

109 27. 40 27. 60 27. 80 2800

m/z 93.10 77 .86%

45
137 218
5000
8 160
L H o
ol ! P

J\J ‘
m/z--> 50 100 150 200 250 300 350 27.40 27.60 27.80 28.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004248.D

Aca On : 13 Feb 2016 03:51

Operator : SJ/1Z

Sample : H1414-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM021216 .M
SVOA CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 10 Androstan-6-one, (6.alpha.)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27.91 23.81 ng/ul 441694 Perylene-di12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androstan-6-one. (5.alpha.)- 274 C19H300 003676-06-0 53
2 2(1H)-Phenanthrenone. 3.4.4a.4b.... 274 C19H300 007715-44-8 50
3 D-Homoandrostane. (5.alpha.)- 274 C20H34 035575-26-9 45
4 Androst-7-en-3-ol # 274 C19H300 1000148-48-7 42
5 Propenamide, 3-(2-thienyl)-N-(2-... 259 C14H13N0O2S 006906-11-2 38
Abundance Scan 4288 (27.909 min): BM004248.D (-4278) (-) m/z 259.30 100.00%

259
95 274
13
5000

27. 60 27. 80 28. OO 28 20

o} m/z 274.30 72.11%

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

Abundance #103064: Androstan-6-one, (5.alpha.)-
219 259
67 95
274
5000 135 R RARAARARRRRARRRARES
5. 109 27. 60 27. 80 28. OO 28.20

1 m/z 95.10 71.05%

149163 71912?5 241
0 AN o 0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
259

27.60 27. 80 28. OO 28.20

274

5000 m/z 137.15 57.17%
136 217
41 93 1097121 189
55 69 107
1611757503 231
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 \ {r\
Abundance #103112: D-Homoandrostane, (5.alpha.)- R L
274 27.60 27.80 28.00 28.20

m/z 69.10 54 .74%

217 259
5000 8l g5
41 67 109
135149
163177 ‘
‘\ I \“ \‘ ‘\ ‘\ ‘ Il ‘293 232 | ‘

A 1] vt N M N MW I SN B S S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 217. 60 27. 80 28.00 28.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM021216\
Data File : BM004248.D

Aca On : 13 Feb 2016 03:51

Operator : SJ/1Z

Sample : H1414-09

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM021216 .M
SVOA CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 unknown-03 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
28.01 10.33 ng/ul 191608 Perylene-di12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androstan-6-one. (5.alpha.)- 274 C19H300 003676-06-0 43
2 Bi-1-cvclohexen-1-vl., 3.3.3".3".... 274 C20H34 076993-52-7 38
3 D-Homoandrostane. (5.alpha..13.a... 274 C20H34 054482-31-4 37
4 Androstan-6-one. (5.alpha.)- 274 C19H300 003676-06-0 35
5 1-(4-Undecylphenyl)ethanone 274 C19H300 1000185-92-4 35
Abundance Scan 4305 (28.009 min): BM004248.D (-4298) (-) m/z 259.30 100.00%

259
95
109 134 274
5000
55 69 150 173 205
191

245 e EEEE mEm e
27 60 27. 80 2800 28. 20 2840

(o} m/z 95.10 67.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103064: Androstan-6-one, (5.alpha.)-
219 259
67 95
274

5000 135 RN e R LR
5 109 27 60 27. 80 28 00 28. 20 28. 40
1 206 m/z 274.35 56.56%
149 191 241
163 ‘ ‘
0 TGP G S N |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

259

4 27.60 27.80 28.00 28.20 28.40
5000 137 m/z 109.10 55.68%

55
69 83 123 274
105
27 163 189293517231,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103115: D-Homoandrostane, (5.alpha.,13.alpha.)-

27.60 27.80 28.00 28.20 28.40
m/z 134.05 53.35%

!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 27 60 27. 80 28 00 28. 20 28. 40

259

5000
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM021216\
Data File : BM004248.D

Acq On : 13 Feb 2016 03:51

Operator : SJ/1Z

Sample : H1414-09

Misc :

ALS Vial : 22 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 17.9 ng/ul 128572 1 7.65 143929 20.0
-alpha.-Pinene 6.33 5.4 ng/ul 39007 1 7.65 143929 20.0
unknown-01 18.16 6.1 ng/ul 93892 4 17.06 308626 20.0
unknown-02 18.27 3.4 ng/ul 51840 4 17.06 308626 20.0
(DEL) Alkane: Bra... 18.49 4.9 ng/ul 74985 4 17.06 308626 20.0
Trichloroacetic a... 21.86 2.7 ng/ul 51966 5 21.27 387443 20.0
6,10-Dimethyl-3-(... 27.41 8.6 ng/ul 158605 6 23.50 371091 20.0
1-Naphthaleneprop... 27.78 16.7 ng/ul 310637 6 23.50 371091 20.0
Androstan-6-one, ... 27.91 23.8 ng/ul 441694 6 23.50 371091 20.0
unknown-03 28.01 10.3 ng/ul 191608 6 23.50 371091 20.0
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