LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010629.D

Acq On : 21 Jun 2017 18:52

Operator : SJ/JU

Sample : 13627-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 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 6.646 633 639 649 rBB 231858 377861 18.46% 1.422%
2 6.816 662 668 674 rBV 168176 238830 11.66% 0.899%
3 6.998 693 699 708 rBB 235360 359714 17.57% 1.354%
4 7.463 772 778 785 rVB 275014 413461 20.19% 1.556%
5 8.169 891 898 905 rBB 308217 467216 22.82% 1.758%
6 8.610 966 973 982 rBB 229943 365279 17.84% 1.375%
7 9.322 1087 1094 1100 rVB 216050 336712 16.45% 1.267%
8 9.851 1177 1184 1192 rBVY 353188 544112 26.57% 2.048%
9 10.228 1240 1248 1255 rBV 392388 619356 30.25% 2.331%
10 10.369 1265 1272 1279 rBV 242853 388249 18.96% 1.461%

11 13.539 1804 1811 1815 rBV 705183 974097 47 .58% 3.666%
12 13.586 1815 1819 1823 rVB 318364 422390 20.63% 1.590%
13 13.804 1849 1856 1867 rVB 710893 1007957 49.23% 3.794%
14 14.116 1901 1909 1917 rBB2 647586 941766 46.00% 3.545%
15 14.322 1938 1944 1952 rBV 317315 433640 21.18% 1.632%

16 15.116 2072 2079 2085 rBV 936753 1305620 63.77% 4.914%
17 15.239 2094 2100 2106 rVB 332444 409381 19.99%% 1.541%

18 15.757 2183 2188 2193 rBV 27807 34316 1.68% 0.129%
19 15.868 2202 2207 2211 rBV3 15425 22385 1.09% 0.084%
20 16.792 2361 2364 2370 rBV2 22104 28748 1.40% 0.108%

21 16.868 2372 2377 2382 rVV 899671 1246874 60.90% 4.693%
22 16.910 2382 2384 2388 rVV 17588 22359 1.09% 0.084%
23 16.968 2388 2394 2398 rVV 1142386 1562293 76.30% 5.880%
24 17.004 2398 2400 2405 rVB 104196 113774 5.56% 0.428%
25 17.274 2442 2446 2453 rVB 32938 40858 2.00% 0.154%

26 17.674 2509 2514 2519 rBV2 28000 37217 1.82% 0.140%
27 17.739 2519 2525 2530 rBV 234165 320101 15.63% 1.205%
28 17.798 2530 2535 2543 rVV 333611 427511 20.88% 1.609%
29 18.092 2580 2585 2590 rBV2 23884 28908 1.41% 0.109%
30 18.939 2725 2729 2732 rVV 87449 112383 5.49% 0.423%

31 18.968 2732 2734 2736 rVV2 57016 65414 3.19% 0.246%
32 18.998 2736 2739 2745 rVB2 99750 130904 6.39% 0.493%
33 19.092 2751 2755 2765 rBV2 157613 191747 9.37% 0.722%
34 19.280 2777 2787 2798 rBV2 1431761 2003631 97.86% 7.541%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010629.D

Acq On : 21 Jun 2017 18:52

Operator : SJ/JU

Sample : 13627-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
SVOA CALIBRATION

35 19.468 2814 2819 2825 rBV 1166986 1371214 66.97% 5.161%

36 19.580 2833 2838 2842 rBV 80530 93119 4 _55% 0.350%
37 19.821 2875 2879 2884 rBV2 214344 248650 12.14% 0.936%
38 19.909 2891 2894 2898 rBvV4 32020 40455 1.98% 0.152%
39 19.951 2898 2901 2908 rVBS8 23800 43678 2.13% 0.164%
40 20.068 2916 2921 2925 rBVY 112021 122543 5.99% 0.461%
41 20.192 2938 2942 2945 rBV6 18654 23088 1.13% 0.087%
42 20.309 2959 2962 2966 rBV4 31790 32202 1.57% 0.121%
43 20.656 3017 3021 3024 rBV 49472 66619 3.25% 0.251%

44 20.821 3043 3049 3053 rBV3 179433 209156 10.22% 0.787%
45 20.933 3063 3068 3076 rVB9 64571 109124 5.33% 0.411%

46 21.086 3087 3094 3098 rBV 1412586 1779579 86.92% 6.698%

47 21.121 3098 3100 3106 rVB 51323 57131 2.79% 0.215%
48 21.268 3122 3125 3128 rBV4 29664 34564 1.69% 0.130%
49 21.321 3130 3134 3136 rBV4 20831 26136 1.28% 0.098%
50 21.727 3201 3203 3210 rVB6 25894 38487 1.88% 0.145%
51 22.068 3258 3261 3264 rVB5 33180 42391 2.07% 0.160%
52 22.133 3270 3272 3276 rVB4 36935 37160 1.81% 0.140%

53 22.615 3351 3354 3366 rVB5 97813 186776 9.12% 0.703%
54 23.092 3429 3435 3442 rBV 1148716 2047467 100.00% 7.706%
55 23.150 3442 3445 3450 rVB4 92474 144521 7.06% 0.544%

56 23.227 3451 3458 3465 rBV 884502 1515393 74.01% 5.704%
57 23.762 3544 3549 3556 rVB 122315 210849 10.30% 0.794%
58 23.839 3558 3562 3568 rVB9 60143 102252 4_.99% 0.385%
59 24.450 3659 3666 3676 rvB8 135217 422079 20.61% 1.589%
60 25.280 3801 3807 3822 rVB5 133031 399072 19.49% 1.502%

61 26.091 3940 3945 3954 rVB10 70635 191134 9.34% 0.719%
62 26.238 3966 3970 3980 rVBS8 62324 166742 8.14% 0.628%
63 27.162 4124 4127 4138 rVBS8 51505 147545 7.21% 0.555%
64 27.362 4155 4161 4172 rVB8 118860 390386 19.07% 1.469%
65 28.226 4302 4308 4319 rVBS8 92461 274930 13.43% 1.035%

Sum of corrected areas: 26569506
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010629.D

Acq On : 21 Jun 2017 18:52

Operator : SJ/JU

Sample : 13627-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
Quant Title : SVOA CALIBRATION

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

Abundance
1400000

TIC: BM010629.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010629.D

Acq On : 21 Jun 2017 18:52

Operator : SJ/JU

Sample : 13627-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
Quant Title : 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 1 Hexadecenoic acid, Z-11- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.74 5.13 ng/ul 320101 Phenanthrene-d10 16.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 91
2 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 87
3 Z-8-Methyl-9-tetradecenoic acid 240 C15H2802 1000130-84-5 80
4 Palmitoleic acid 254 C16H3002 000373-49-9 60
5 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 58
Abundance Scan 2525 (17.739 min): BM010629.D (-2519) (-) m/z 55.05 100.00%

5000

125138152165 ,,0192 597 230 17.40 17.60 17.80 18.00

o m/z 69.00 72.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105682: Hexadecenoic acid, Z-11-
41 95
5000 69
17.40 17.60 17.80 18.00
” m/z 41.10 64.47%
mwmw.m@?%m%wm?%ﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55
a1 69 17.40 17.60 17.80 18.00
5000 8397 m/z 97.10 48.01%
111124
o 27 137 152165 179 194207 201 230 254
BRI a  o  AAREERRSEEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94146: Z-8-Methyl-9-tetradecenoic acid
55 17.40 17.60 17.80 18.00
a1 m/z 83.10 45 .99%
5000 69
7
gt s s s mmzss0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010629.D

Acq On : 21 Jun 2017 18:52

Operator : SJ/JU

Sample : 13627-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.80 6.86 ng/ul 427511 Phenanthrene-d10 16.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
Abundance Scan 2535 (17.798 min): BM010629.D (-2530) (-) m/z 73.00 100.00%
73
41 60
5000
o 129 213
185 T T T T T
| Be 1 T 100 | o7 266 17.40 17.60 17.80 18.00 18.20
b i m/z 60.00 65.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000{ 29 256 T T T AT T T T
129 ﬂ%ﬂmﬂmmmmm
5727 213 m/z 41.10 61.09%
185
0 T I‘l - i“" ||||| | HH‘ MH . H‘\ Iulwl |14‘|.3|| | Ba | . |‘| I]:ggl . I‘I 2|2|7|?49| — —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
17.40 17.60 17.80 18.00 18.20
5000 g 129 m/z 43.10 59.34%
87 15 =h 214
99 143157 185
O o e o R L B oL
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid P T T TP P
60 73 17.40 17.60 17.80 18.00 18.20
43 m/z 55.05 55.77%
5000 129
29 ; 185 228
9 115 | 143,.5171
0 ,....,....,....,T...,....,....,..}??.......%9??}? N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.40 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010629.D

Acq On : 21 Jun 2017 18:52

Operator : SJ/JU

Sample : 13627-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
Quant Title : 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 Octadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

19.09 2.15 ng/ul 191747 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Octadecanoic acid 284 C18H3602 000057-11-4 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 78
5 Octadecanoic acid 284 C18H3602 000057-11-4 78

Abundance Scan 2755 (19.092 min): BM010629.D (-2751) (-) m/z 73.00 100.00%

5000

L

18.80 19.00 19.20 19.40
o’ m/z 60.00 77.48%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131260: Octadecanoic acid
43
57
5000

18.80 19.00 19.20 19.40
m/z 55.05 75.26%

o

il
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 18.80 19.00 19.20 19.40
5000 m/z 41.05 70.25%
129
27 97 284
115 185 241
171 227
0 12 144 200 256
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid
73 18.80 19.00 19.20 19.40
m/z 57.05 59.83%
129
5000
43 5
‘ 115
S | A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010629.D

Acq On : 21 Jun 2017 18:52

Operator : SJ/JU

Sample : 13627-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
Quant Title : 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 6H-Pyrido[4,3-b]Jcarbazole, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.47 15.41 ng/ul 1371210 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6H-Pyrido[4,3-b]carbazole, 9-met... 276 C18H16N20 010371-86-5 62
2 5,6,7-Trimethoxy-2,3-dihydrofuro... 261 C14H15NO4 1000243-33-1 55
3 3,5-di-tert-Butyl-4-hydroxycinna... 276 C17H2403 022014-01-3 53
4 5H-Furo[3,2-g][1]benzopyran-5-on... 276 C14H1206 000668-10-0 49
5 2-Hydroxy-4-phenyl-6-phenethylpy... 276 C18H16N20 027433-91-6 44
Abundance Scan 2819 (19.468 min): BM010629.D (-2814) (-) m/z 261.10 100.00%
261
276
5000 233
7791 115 247 "'I""I""I""I/\IIII
39 63 129 145159173187 203217 19.20 19.40 19.60 19.80
o! S N m/z 276.10 72.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124477: 6H-Pyrido[4,3-b]carbazole, 9-methoxy-5,11-dimethyl-
276
261
A
5000 LR BN UL UL UL
19.20 19.40 19.60 19.80
m/z 233.10 39.59%
o 42 58 74 83102116 1385, 176190 217305 | L
m/z--> 20 40 60 80 160 150 150 160 180 200 220 240 260 280
Abundance
261
246 19,20 19.40 19.60 19.80
5000 m/z 115.00 21.86%
218

15 3953 77 101115130 146160174188203

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124424: 3,5-di-tert-Butyl-4-hydroxycinnamic acid
261 19.20 19.40 19.60 19.80
276 m/z 231.00 21.48%
5000
at i 115 187
91 233
M B P 20 (RN | DY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010629.D

Acq On : 21 Jun 2017 18:52

Operator : SJ/JU

Sample : 13627-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
Quant Title : 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 1-Heptacosanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.82 2.35 ng/ul 209156 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 3-Chloropropionic acid, heptadec... 346 C20H39CI102 1000283-05-1 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91
Abundance Scan 3049 (20.821 min): BM010629.D (-3043) (-) m/z 97.05 100.00%
5000
20.60 20.80 21.00 21.20
o m/z 83.05 99 .88%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 7
5000
125 20.60 20.80 21.00 21.20
m/z 69.10 91.75%
ot i, ‘ h ‘m i 4‘ ;i ‘.181 209 236 264 292 320 350 378
m/z--> 50 200 250 300 350
Abundance
57
97
20.60 20.80 21.00 21.20
5000 m/z 55.10 88.60%
29 125
0 77 154 196 224 269 320
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 20.60 20.80 21.00 21.20
m/z 57.05 81.36%
5000
29
o LAl gt n 4‘167 196 238 266 294
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010629.D

Acq On : 21 Jun 2017 18:52

Operator : SJ/JU

Sample : 13627-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
Quant Title : 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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.62 2.47 ng/ul 186776 Perylene-di12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 72
2 Sulfurous acid, decyl 2-propyl e... 264 C13H2803S 1000309-12-1 64
3 1-lodoundecane 282 C11H231 004282-44-4 53
4 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 53
5 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 53
Abundance Scan 3355 (22.621 min): BM010629.D (-3351) (-) m/z 57.10 100.00%
57
85
5000
207
Wnﬁmllmwm 327 356 429 476 22.40 22.60 22.80 23.00
Ouuuulu'u"llll |||||||||II “"||||'||'|||||||'|||||||'|| m/z 71_05 84_57%
m'z--> 0 50 150 200 250 300 350 400 450
Abundance #175559: Tetracosane
57
85
5000
22.40 22.60 22.80 23.00
- m/z 43.05 61.60%
ol d b L [ 41, 169 167 25 253 338
m'z--> 0 50 100 150 200 250 300 3éo 400 450
Abundance
43
22.40 22.60 22.80 23.00
5000 85 m/z 85.05 58.09%
0 111 141 475 205
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #128607: 1-lodoundecane
57 22.40 22.60 22.80 23.00
m/z 55.00 29.98%
5000 85
2 155
o 113 77183211 282
m'z--> 0 50 100 150 200 250 300 350 400 450 22.40 22.60 22.80 23.00

SOM-EPA-BM062017 .M Thu Jun 22 18:58:05 2017

Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010629.D

Acq On : 21 Jun 2017 18:52

Operator : SJ/JU

Sample : 13627-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
Quant Title : 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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.76 2.78 ng/ul 210849 Perylene-di12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3549 (23.762 min): BM010629.D (-3544) (-) m/z 71.05 100.00%
7
43
5000
155 191 = 239 282 23.40 23.60 23.80 24.00
I l“ 4 b 2 3% | "m/z 57.05 97.88%
m/z--> 50 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000
23.40 23.60 23.80 24.00
m/z 85.10 70.33%
0 2]9“ i h\ W ‘1‘?9 197 225 253 262
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
57
23.40 23.60 23.80 24.00
5000 m/z 43.05 62.08%
85
29 118 141
0 169 197 225 253 280 309 351 379 407 436
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #219831: Triacontane e R BEREE T S et
57 23.40 23.60 23.80 24.00
m/z 69.10 30.06%
5000 85
13 9m
NIRRT || 141 169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 100 1&'30 2(')0 250 300 350 400 ' 23.40 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010629.D

Acq On : 21 Jun 2017 18:52

Operator : SJ/JU

Sample : 13627-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
Quant Title : 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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

24.45 5.57 ng/ul 422079 Perylene-d12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Nonadecane 268 C19H40 000629-92-5 78
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 78

Abundance Scan 3666 (24.450 min): BM010629.D (-3659) (-) m/z 57.05 100.00%

5000
1327353 386 475 24.20 24.40 24.60 24.80
0 m/z 71.10 93.75%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57
85
5000

24.20 24.40 24.60 24.80

m/z 43.10 85.23%
29 ‘113141169 282
Ol mWﬁ.hJ.W:‘ﬂ.uu%%?%z????.n.,. e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
85 24.20 24.40 24.60 24.80
5000 m/z 85.10 62.69%
29 113
o 141 169 197 225 253 296
I L o o e o L AL B o o o o o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141424:; Heneicosane
24.20 24.40 24.60 24.80
m/z 55.05 36.29%
5000

113 141 160 197 925 253 296

m/z--> 0 50 100 150 200 250 300 350 400 450 24.20 24.40 24.60 24.80

SOM-EPA-BM062017 .M Thu Jun 22 18:58:07 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010629.D

Acq On : 21 Jun 2017 18:52

Operator : SJ/JU

Sample : 13627-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
Quant Title : 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.28 5.27 ng/ul 399072 Perylene-di12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
4 Docosane, l1ll-decyl- 451 C32H66 055401-55-3 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 3807 (25.280 min): BM010629.D (-3801) (-) m/z 57.10 100.00%
g7
85
5000
141 169 207,90 255 281 315 25.00 25.20 25.40 25.60
— ¢8 3 m/z 71.05 97.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141424: Heneicosane
57
5000 85
25.00 25.20 25.40 25.60
- 13 m/z 85.10 77.52%
141
o .“. .L Ih' \l\ IH u‘ \‘ \ \ I\fl'?glw:!'gjlzlzlslzs?l I2I9I6I T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
25.00 25.20 25.40 25.60
5000 85 m/z 43.10 60.72%
29
o 113 141 169 197 205 268
mz-> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15—tetramethy|— LI L L L B
57 25.00 25.20 25.40 25.60
m/z 99.05 28.39%
5000 85
0 h ¥ J1}31141 183 211 239 267 296
"”|""|"”|""|"”|""|"”|""|"”

m/z--> 100 150 200 250 300 350 400 25.00 25.20 25.40 25.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010629.D

Acq On : 21 Jun 2017 18:52

Operator : SJ/JU

Sample : 13627-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
Quant Title : 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 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
26.09 2.52 ng/ul 191134 Perylene-di12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 10
2 Tridecanoic acid, 2,2,3,3,4,4,4-... 396 C17H27F702 1000376-66-2 9
3 .gamma.-Sitosterol 414 C29H500 000083-47-6 9
4 _beta.-Sitosterol 414 C29H500 000083-46-5 9
5 1-Methylestradiol diacetate 370 C23H3004 006223-93-4 7
Abundance Scan 3945 (26.091 min): BM010629.D (-3940) (-) m/z 43.05 100.00%
43
5000
| 25.80 26.00 26.20 26.40
ol m/z 81.00 97.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43
5000 25.80 26.00 26.20 26.40
107 : : : :
‘ 81 ‘ 145 o3 205 226 414 m/z 73.05 75.25%
73 255
N \‘ m ‘HH H“\ ‘\‘\H‘N\i\\“‘\‘d ““HM\HE“\LH\ [ ITIAY ‘h %33 ‘ 2\?5 \‘ L 354 38\1 M ‘L
L L L A UL A LA L L
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
| 25.80 26.00 26.20 26.40
5000 242 m/z 105.05 T4.77%
69
396
) 97 110 152 197 sg0 311 353
miz-> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol B B E L
43 25.80 26.00 26.20 26.40
m/z 213.05 64.08%
5000 81 107 "
145
213 303 59 a1
L (g3 2 |25 | | s ||
ol i ALl S N AN S L B | SMBESSEENNN BB SN
m/z--> 50 100 150 200 250 300 350 400 25.80 26.00 26.20 26.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010629.D

Acq On : 21 Jun 2017 18:52

Operator : SJ/JU

Sample : 13627-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
Quant Title : 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 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
26.24 2.20 ng/ul 166742 Perylene-d12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane, 9-octyl- 394 C28H58 013475-77-9 42
2 Hexadecane, 8-hexyl-8-pentyl- 380 C27H56 055282-29-6 36
3 11-Methylnonacosane 422 C30H62 007371-99-5 36
4 13-Methylhentriacontane 451 C32H66 1000131-19-4 36
5 6,6-Diethylhoctadecane 310 C22H46 1000360-41-8 32
Abundance Scan 3970 (26.238 min): BM010629.D (-3966) (-) m/z 71.10 100.00%
5000
26.00 26.20 26.40 26.60
0 m/z 43.05 81.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209567: Eicosane, 9-octyl-
43
71
5000 LRI AN UL IR A
26.00 26.20 26.40 26.60
281 m/z 57.05 72 .66%
oL 111 H ° 127 155 183 211 28 309 336 365 302
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
26.00 26.20 26.40 26.60
5000 85 m/z 85.05 70.86%
281 309
113
LR PR UL L UL L L UL UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #219834: 11-Methylnonacosane
57 168 26.00 26.20 26.40 26.60
m/z 69.00 37.40%
85
5000
280
113 140
oL e 197 224 \ 308 337 365 407
m/z--> 50 100 150 200 2éo 300 350 460 26.00 26.20 26.40 26.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010629.D

Acq On : 21 Jun 2017 18:52

Operator : SJ/JU

Sample : 13627-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
Quant Title : 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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
27 .36 5.15 ng/ul 390386 Perylene-di12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane, 10-butyl-10-propyl- 380 C27H56 055282-33-2 37
2 Eicosane, 10-heptyl-10-octyl- 493 C35H72 055470-98-9 23
3 9-Octadecene, 1,1-dimethoxy-, (Z2)- 312 C20H4002 015677-71-1 16
4 17,21-Dimethylheptatriacontane 549 C39H80 067979-79-7 10
5 15,19-Dimethylpentatriacontane 521 C37H76 056987-86-1 10
Abundance Scan 4161 (27.362 min): BM010629.D (-4155) (-) m/z 71.05 100.00%
5000
43
341 393 425 27.00 27.20 27.40 27.60
oy m/z 57.10 67 .80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202669: Eicosane, 10-butyl-10-propy!-
57
5000 85
27.00 27.20 27.40 27.60
113 239 33 m/z 85.05 54 .63%
ol L 1 M | \1ﬁﬁ‘1§9‘%ﬂ7| . ‘?67.%9?..L.w, e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
27.00 27.20 27.40 27.60
5000 85 m/z 69.10 36.77%
13 351 379
o 141 169 197 225 267 295 323 406
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #154958: 9—Octadecene, 1,1- dlmethoxy s (Z) LA L L L L L B
A 7 27.00 27.20 27.40 27.60
m/z 43.10 32.65%
5000
J 96
0.‘.‘”“. I“HMISZI 1.8‘.1,.2.22.?48..2§0.,....,....,...., bt L' S A
m/z--> 50 100 150 200 250 300 350 400 27.00 27.20 27.40 27.60

SOM-EPA-BM062017 .M Thu Jun 22 18:58:10 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010629.D

Acq On : 21 Jun 2017 18:52

Operator : SJ/JU

Sample : 13627-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
Quant Title : 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 unknown-02 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
28.23 3.63 ng/ul 274930 Perylene-di12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,7-Octadien-3-one, 2-methyl-6-m... 150 C10H140 041702-60-7 38
2 1,6,10,14-Hexadecatetraen-3-ol, ... 290 C20H340 001113-21-9 35
3 2-Buten-1-one, 1-(2,6,6-trimethy... 190 C13H180 023696-85-7 30
4 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 30
5 2-Buten-1-one, 1-(2,6,6-trimethy... 190 C13H180 023726-93-4 30
Abundance Scan 4309 (28.232 min): BM010629.D (-4302) (-) m/z 69.10 100.00%
60
5000
28.00 28.20 28.40 28.60
of m/z 95.00 60.21%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23834: 1,7-Octadien-3-one, 2-methyl-6-methylene-
41 69
5000
28.00 28.20 28.40 28.60
m/z 109.00 43.62%
‘107
0,....,‘“‘.‘“H“““‘”}‘ \”” L I
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
69
m 28.00 28.20 28.40 28.60
5000 m/z 123.10 43 .56%
107
REY 135161 203,59 272
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #53135: 2-Buten-1-one, 1-(2,6,6-trimethyl-1,3-cyclohexadie...
69 28.00 28.20 28.40 28.60
m/z 81.10 40.11%
5000 a1 121
mz-> 0 50 100 150 200 250 300 350 400 450 500 28.00 28.20 28.40 28.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010629.D

Acq On : 21 Jun 2017 18:52

Operator : SJ/JU

Sample : 13627-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
Quant Title : 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]
Hexadecenoic acid... 17.74 5.1 ng/ul 320101 4 16.87 1246870 20.0
n-Hexadecanoic acid 17.80 6.9 ng/ul 427511 4 16.87 1246870 20.0
Octadecanoic acid 19.09 2.1 ng/ul 191747 5 21.09 1779580 20.0
6H-Pyrido[4,3-b]Jc... 19.47 15.4 ng/ul 1371210 5 21.09 1779580 20.0
1-Heptacosanol 20.82 2.4 ng/ul 209156 5 21.09 1779580 20.0
(DEL) Alkane: Str... 22.62 2.5 ng/ul 186776 6 23.23 1515390 20.0
(DEL) Alkane: Str... 23.76 2.8 ng/ul 210849 6 23.23 1515390 20.0
(DEL) Alkane: Str... 24.45 5.6 ng/ul 422079 6 23.23 1515390 20.0
(DEL) Alkane: Str... 25.28 5.3 ng/ul 399072 6 23.23 1515390 20.0
unknown-01 26.09 2.5 ng/ul 191134 6 23.23 1515390 20.0
(DEL) Alkane: Str... 26.24 2.2 ng/ul 166742 6 23.23 1515390 20.0
(DEL) Alkane: Str... 27.36 5.2 ng/ul 390386 6 23.23 1515390 20.0
unknown-02 28.23 3.6 ng/ul 274930 6 23.23 1515390 20.0
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