LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM007404.D

Acq On : 03 Sep 2016 13:10

Operator : UM/SJ

Sample - H4655-09

Misc :

ALS Vial : 32 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\SOMO2.2-EPA-BM082316.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 6.963 737 744 758 rVB 660359 1126718 15.61% 1.255%
2 7.128 765 772 784 rBVY 507811 799368 11.08% 0.891%
3 7.328 800 806 815 rBVY 697760 1141619 15.82% 1.272%
4 7.793 878 885 893 rBY 823635 1334746 18.49% 1.487%
5 8.492 994 1004 1016 rBVY 765735 1277943 17.71% 1.424%
6 8.945 1074 1081 1091 rBV 710481 1204426 16.69% 1.342%
7 9.063 1096 1101 1105 rBvV 50617 78384 1.09% 0.087%
8 9.663 1196 1203 1214 rBV 637572 1090392 15.11% 1.215%
9 10.198 1287 1294 1306 rBV 942370 1653055 22.91% 1.842%
10 10.581 1349 1359 1367 rBV 1222706 2133314 29.56% 2.377%

11 10.716 1374 1382 1399 rBV 520692 956663 13.26% 1.066%
12 13.833 1903 1912 1916 rBV 1970685 2748283 38.08% 3.062%
13 13.880 1916 1920 1928 rVB 1372317 1864679 25.84% 2.078%
14 14.116 1954 1960 1966 rBV 2140651 3197189 44_.30% 3.562%
15 14.427 2004 2013 2021 rBV2 2048381 3400303 47.12% 3.789%

16 14.633 2041 2048 2059 rBV 772153 1414642 19.60% 1.576%
17 15.169 2133 2139 2145 rBV 799434 1104712 15.31% 1.231%
18 15.274 2153 2157 2161 rVB 84188 105763 1.47% 0.118%
19 15.416 2175 2181 2187 rBV 2787236 4185576 58.00% 4.663%
20 15.539 2196 2202 2214 rVV 832478 1204342 16.69% 1.342%

21 15.657 2218 2222 2230 rVB5 54146 115066 1.59% 0.128%
22 16.133 2298 2303 2312 rBV 133130 249191 3.45% 0.278%
23 16.568 2373 2377 2385 rVB3 72415 106808 1.48% 0.119%
24 16.774 2408 2412 2417 rVB 134284 177613 2.46% 0.198%
25 16.921 2428 2437 2441 rBV2 106545 171628 2.38% 0.191%

26 16.980 2441 2447 2455 rVB3 216606 332072 4.60% 0.370%
27 17.063 2456 2461 2464 rBV5 48166 79477 1.10% 0.089%
28 17.168 2473 2479 2483 rBV 2943543 4316390 59.81% 4._.809%
29 17.210 2483 2486 2490 rVvVv 499893 667781 9.25% 0.744%
30 17.268 2490 2496 2505 rVV 3352935 5020092 69.56% 5.593%

31 17.568 2538 2547 2553 rBV 72976 158849 2.20% 0.177%
32 17.757 2574 2579 2586 rBV3 70208 156322 2.17% 0.174%
33 17.939 2605 2610 2616 rBV3 95486 195783 2.71% 0.218%
34 18.062 2624 2631 2640 rBV2 615610 1053207 14.59% 1.173%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM007404.D

Acq On : 03 Sep 2016 13:10

Operator : UM/SJ

Sample - H4655-09

Misc :

ALS Vial : 32 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\SOMO02.2-EPA-BM082316.M
SVOA CALIBRATION

35 18.233 2655 2660 2665 rBV2 232836 371405 5.15% 0.414%

36 18.298 2668 2671 2674 rVB 77664 95049 1.32% 0.106%
37 18.351 2675 2680 2684 rBV7 121594 187177 2.59% 0.209%
38 18.521 2705 2709 2711 rBV2 74970 105180 1.46% 0.117%
39 19.056 2797 2800 2802 rBV 113718 135088 1.87% 0.151%
40 19.092 2803 2806 2814 rVB4 178217 301318 4.18% 0.336%

41 19.227 2821 2829 2835 rVB 1146099 1610893 22.32% 1.795%
42 19.339 2845 2848 2850 rBV3 110356 120820 1.67% 0.135%
43 19.562 2880 2886 2890 rBV 4654291 7039095 97.54% 7.843%
44 20.080 2970 2974 2979 rVB3 290951 484663 6.72% 0.540%
45 20.186 2988 2992 2996 rBVY 118497 154184 2.14% 0.172%

46 20.351 3018 3020 3023 rVB2 79719 80801 1.12% 0.090%
47 20.486 3040 3043 3047 rBV 193210 193102 2.68% 0.215%
48 21.050 3134 3139 3148 rBV4 1140023 1829205 25.35% 2.038%
49 21.256 3172 3174 3178 rVB 199078 218421 3.03% 0.243%
50 21.350 3183 3190 3194 rVV 4921735 7216880 100.00% 8.041%

51 21.386 3194 3196 3203 rVB 610984 707515 9.80% 0.788%
52 21.515 3214 3218 3223 rVB2 577531 789722 10.94% 0.880%
53 21.568 3223 3227 3231 rBV 943023 1122658 15.56% 1.251%
54 21.615 3231 3235 3237 rVV2 315059 392565 5.44% 0.437%
55 21.645 3237 3240 3251 rVB3 336201 525003 7.27% 0.585%

56 21.950 3287 3292 3301 rVB2 346855 686330 9.51% 0.765%
57 22.533 3386 3391 3402 rVB 962810 1451086 20.11% 1.617%
58 22.915 3451 3456 3460 rBV 1008910 1932522 26.78% 2.153%
59 23.480 3545 3552 3557 rBV2 2859383 5544353 76.82% 6.177%
60 23.621 3569 3576 3583 rBV 2622676 4982968 69.05% 5.552%

61 24.139 3658 3664 3672 rVB 1476108 2917221 40.42% 3.250%
62 24.227 3674 3679 3692 rVvV 398030 894342 12.39%% 0.996%
63 24.897 3788 3793 3810 rVB3 409971 1066796 14.78% 1.189%
64 25.774 3938 3942 3950 rVB2 390441 855249 11.85% 0.953%
65 26.703 4095 4100 4110 rVB6 346605 918363 12.73% 1.023%

Sum of corrected areas: 89752370
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07404.D

Acq On : 03 Sep 2016 13:10

Operator : UM/SJ

Sample - H4655-09

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM082316.M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM007404.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07404.D

Acq On : 03 Sep 2016 13:10

Operator : UM/SJ

Sample - H4655-09

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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 1 Diethyltoluamide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.17 6.50 ng/ul 1104710 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 97
2 Diethyltoluamide 191 C12H17NO 000134-62-3 97
3 Diethyltoluamide 191 C12H17NO 000134-62-3 96
4 Benzamide, N,N-diethyl-4-methyl- 191 C12H17NO 002728-05-4 87
5 Diethyltoluamide 191 C12H17NO 000134-62-3 72
Abundance Scan 2139 (15.169 min): BM007404.D (-2133) (-) m/z 119.10 100.00%
119
5000 91 190
® 14:80 15.00 15.20 1540
39 162 : : : :
o 228 T | a0s | ass ws 1602076 | e e 1o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53783: Diethyltoluamide
119
5000 o1 190 14:80 15.00 15.20 1540

m/z 190.10 43.15%

65
15 29 39 51 ‘ 77

0 ), 105 | 133 148 162 176 \
e N L e e L e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
119
A ma o e
14.80 15.00 15.20 15.40
5000 o1 190 m/z 65.10 16.93%
65
0 29 39 51 77 105 133 148 162 176
e L e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53784: Diethyltoluamide N RRm e
119 14.80 15.00 15.20 15.40
m/z 191.10 16.14%
5000 91 190
65
0 425 | 77 || 105 | 132 148 162 176 |
N B e I B e A maa
m/z--> 20 40 60 80 100 120 140 160 180 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07404.D

Acq On : 03 Sep 2016 13:10

Operator : UM/SJ

Sample - H4655-09

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.06 4.88 ng/ul 1053210 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 2631 (18.062 min): BM007404.D (-2624) (-) m/z 73.05 100.00%

5000

-

157171185

143 2%

199 17.80 18.00 18.20 18.40

m/z 60.00 79 .75%

o 292

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000
17.80 18.00 18.20 18.40
m/z 43.05 76.06%
213
143157171185199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 AT koM A
17.80 18.00 18.20 18.40
5000{ 29 256 m/z 55.10 70.85%

129

97 145 213
1431571718599 227,,,

%

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

Abundance #72646: Tridecanoic acid S e e e

43 73 17.80 18.00 18.20 18.40
m/z 41.05 66.09%

51
5000 29
129 171 214
L T | s e

Ol bl ol .nmhnq.”.u”..HWJ”..”..”..HW.HW.HW S A ———

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18 00 18. 20 18. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07404.D

Acq On : 03 Sep 2016 13:10

Operator : UM/SJ

Sample - H4655-09

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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 (DEL) Alkane: Cyclic21.05 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.05 5.07 ng/ul 1829210 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
2 Cyclotetracosane 336 C24H48 000297-03-0 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 89
4 Octacosanol 410 C28H580 000557-61-9 89
5 Behenic alcohol 326 C22H460 000661-19-8 89
Abundance Scan 3139 (21.050 min): BM007404.D (-3134) (-) m/z 91.10 100.00%
dq1
55
5000
20.80 21.00 21.20 21.40
oL, 246 280 312 345369 401 m/z 83.10 67 . 81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 U SRR SRR SR
20.80 21.00 21.20 21.40
29 111 m/z 55.10 65.99%
L | || 1139 167 106 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 83
20,80 21.00 2120 21.40
5000 111 336 m/z 43.10 64 .45%
29
0 139 167 195 220 251 279 308
mz-> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 R
57 83 20.80 21.00 21.20 21.40
m/z 57.10 63.50%
B | JJM
29 139
ol Ll Il B J{ | ,167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400 20,80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07404.D

Acq On : 03 Sep 2016 13:10

Operator : UM/SJ

Sample - H4655-09

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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 (2,3-Diphenylcyclopropyl)me... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
21.52 2.19 ng/ul 789722 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2,3-Diphenylcyclopropyl)methyl ... 332 C22H200S 131758-71-9 72
2 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 53
3 1H-Indole, 1-methyl-2-phenyl- 207 C15H13N 003558-24-5 53
4 1H-Indole, 1-methyl-2-phenyl- 207 C15H13N 003558-24-5 53
5 1H-Indole, 2-methyl-3-phenyl- 207 C15H13N 004757-69-1 49
Abundance Scan 3219 (21.521 min): BM007404.D (-3214) (-) m/z 91.05 100.00%

5000

178
3 65| LJ@%“ 2120 2140 2160 2180
—

230253277300 333 363 391 429

il Ly A R R m/z 207.10 90.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #171078: (2,3-Diphenylcyclopropyl)methyl phenyl sulfoxide,...
91 129
5000 LA L L L L L B LB |

21.20 21.40 21.60 21.80
207 m/z 129.10 82.40%

oL 309 | 152178 | 316
....,....,....,....,.... T T
m/z--> 50 100 150 200 250 300 350 400
Abundance

207

2120 21,40 2160 21.80
5000 m/z 206.10 38.40%

28 51 77 102 130152 178

y

o) S S it 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #67010: 1H-Indole, 1-methyl-2-phenyl- T T PR
207 21. 20 21. 40 21. 60 21. 80
m/z 105.10 26.13%
- @JJ\NLV\
oL 27 51 77 103 130 1?5
m/z--> 50 100 150 200 250 300 350 400 21. 20 21. 40 21. 60 21. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07404.D

Acq On : 03 Sep 2016 13:10

Operator : UM/SJ

Sample - H4655-09

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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 Methadone N-oxide Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.57 3.11 ng/ul 1122660 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methadone N-oxide 325 C21H27N02 1000120-80-7 80
2 1H-Indole, 2-methyl-3-phenyl- 207 C15H13N 004757-69-1 46
3 1H-Indole, 1l-methyl-2-phenyl- 207 C15H13N 003558-24-5 45
4 1-Propene, 3-(2-cyclopentenyl)-2... 274 C21H22 1000154-23-3 42
5 6-Methyl-5-[1-piperidinyl]-2,4-p... 207 C1OH17N5 164589-37-1 38
Abundance Scan 3227 (21.568 min): BM007404.D (-3223) (-) m/z 91.10 100.00%

o
129 207
5000 J

178 B BEASEERRE RS e
21 20 21. 40 21 60 21. 80
39 65 152 244

o3 2h i B .Ll.l.l S 207302326349 383 415 m/z 207.05 83.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #165152: Methadone N-oxide

129 207
72

5000 T
21 20 21. 40 21 60 21.80

m/z 129.10 77.52%

105
42 | 152 178 277
0 ...l‘,‘h.“.‘.‘,‘.‘.” | “‘.“‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance
207

21 20 21. 40 21 60 21.80

5000 m/z 206.10 31.97%
130
o 30 55 77 102 152 178
— T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #67010: 1H-Indole, 1-methyl-2-phenyl- R e AR
207 21 20 21. 40 21 60 21. 80

m/z 105.10 26.52%

5000
165
27 51 77 103 130 -9

0L et ot e e e euomhanuta e

m/z--> 50 100 150 200 250 300 350 400 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07404.D

Acq On : 03 Sep 2016 13:10

Operator : UM/SJ

Sample - H4655-09

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.53 5.82 ng/ul 1451090 Perylene-d12 23.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 98
2 Squalene 410 C30H50 000111-02-4 95
3 Squalene 410 C30H50 000111-02-4 95
4 Squalene 410 C30H50 000111-02-4 95
5 Squalene 410 C30H50 000111-02-4 95
Abundance Scan 3391 (22.533 min): BM007404.D (-3386) (-) m/z 69.10 100.00%
60
5000 l
Tl 22150 22140 2260 2280
Obrrd bl j L AOT 191 231 273209 341367 410 471 | hzo g1 10 50.53%
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #215928: Supraene
69
5000 UM BRI IR BUARAR
22.20 22.40 22.60 22.80
41 m/z 41.10 21.24%
95 137
0 L4l | 163191217245273299 341367 410
mz-> 0 §0 100 150 200 250 300 350 400 450
Abundance
69
22.20 22.40 22,60 22.80
5000 m/z 95.10 13.48%
41
%8121 49
0 175203231 273299 341367 410
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #215931: Squalene e EREmEmEE T
69 22.20 22.40 22.60 22.80
m/z 68.10 12.71%
5000 a1
9 137
ol 15y |y ) 261191 231 273209 341367 410
mz-> 0 50 160 150 260 250 300 350 400 450 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07404.D

Acq On : 03 Sep 2016 13:10

Operator : UM/SJ

Sample - H4655-09

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.14 11.71 ng/ul 2917220 Perylene-d12 23.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3664 (24.139 min): BM007404.D (-3658) (-) m/z 57.10 100.00%
57
85
5000
134 23.80 24.00 24.20 24.40
169 : : : -
— ||, L 75297225255 295323351379 418 476 | nsn 7110 77.73%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #175560: Tetracosane
57
85
5000 AU DAREE
23.80 24.00 24.20 24.40
113 m/z 43.10 57.90%
29 338
0 ..‘..‘l‘.“‘l‘ A4 I\\‘Id‘l 1 \\ \ ‘137.‘2.25.2??.2?]:?99..‘.l....l....l.... I
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
o 23.80 24.00 24.20 24.40
5000 m/z 85.10 57 .44%
29 113
o 141169197 225253 296
m'z--> 0 5 100 150 200 250 300 350 400 450
Abundance #215181: 2-methyloctacosane e
57 23.80 24.00 24.20 24.40
m/z 55.10 24 .52%
- I ~WWJ\Ww-w~j\/\k-w_,uww
113
o 2] |77 141169197 225 267 205 365 393
m'z--> 0 50 100 150 200 250 300 350 400 450 ' 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07404.D

Acq On : 03 Sep 2016 13:10

Operator : UM/SJ

Sample - H4655-09

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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 1-Heptacosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

24.23 3.59 ng/ul 894342 Perylene-di12 23.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Octacosanol 410 C28H580 000557-61-9 90
5 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 90

Abundance Scan 3680 (24.233 min): BM007404.D (-3674) (-) m/z 57.10 100.00%

s7 97

=8

5000 f
l 167 208p37 278308 352 402 24.00 24.20 24.40 24.60
O A i o3, 475503 949 | T777797.10  93.99%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol
57 |97

125 24,00 24.20 24.40 24.60
m/z 83.10 93.34%

5000 LA L L L L L L L LN L B L
|

29
okl “wL ﬂ‘ 181209237264292320350378
et e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 97
.
24.00 24.20 24.40 24.60
5000 m/z 55.10 86.09%
125
29 153
o 181210238266 308336
S s e B ST
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol Al EREEEEET S
55 83 24.00 24.20 24.40 24.60
m/z 69.10 79.72%
o | ,ﬁapmuMﬂw/\jm\dnﬂwdmmw,mv
39
o | 167196224252280308
e .
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 2400 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07404.D

Acq On : 03 Sep 2016 13:10

Operator : UM/SJ

Sample - H4655-09

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.90 4.28 ng/ul 1066800 Perylene-di12 23.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Octacosane 394 C28H58 000630-02-4 93
3 Tricosane 324 C23H48 000638-67-5 90
4 Pentacosane 352 C25H52 000629-99-2 83
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 3793 (24.897 min): BM007404.D (-3788) (-) m/z 57.10 100.00%
57
85
5000
L DN BRI BN B
113 145,45 213,,, 275301 368 24.60 24.80 25.00 25.20
obrd 1 241 326 399 432 490 n/z 71.10 67 12%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175558: Tetracosane
57
85
5000 L B SURLLE UL SR
24.60 24.80 25.00 25.20
m/z 43.10 57 .69%
REEJRNES \\ ] ‘\1‘11‘1‘?9‘19‘7 225 253 281 309 338
m/z--> 55 100 150 200 250 300 3%0 400 450 '
Abundance
57
24,60 24.80 25.00 25.20
5000 g5 m/z 85.10 57 .35%
29
o 113 141 169 197 225 253 281 309 337 365 394
AL SRR AL UURLLEL UL AL SRR SR DU SR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164578: Tricosane R N R AR
24.60 24.80 25.00 25.20
m/z 55.10 27 .37%
= N“V“““WMVwAw/\memmvmvaﬁ\
324
. 13141 169 197 239 267 295
m/z--> 50 100 150 200 250 300 350 400 450 | 24.60 24.80 25.00 25.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07404.D

Acq On : 03 Sep 2016 13:10

Operator : UM/SJ

Sample - H4655-09

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
25.77 3.43 ng/ul 855249 Perylene-d12 23.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 3941 (25.768 min): BM007404.D (-3938) (-) m/z 57.10 100.00%
57
85
5000
| 13 25.40 25.60 25.80 26.00
141 183 : - : :
o LA L L, 183207 230265 205 apsasearo a0 2490 | oIS e aay
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117638: Nonadecane
57
5000 85 DA U SRR UL
25.40 25.60 25.80 26.00
29 m/z 85.10 56.74%
113
0 \‘ ‘L ‘\ H L H‘ 141 169 197 225 268
m/z--> 50 160 1éo 200 250 300 350 400 450 '
Abundance
57
25.40 25.60 25.80 26.00
5000 85 m/z 43.10 50.23%
- 282
113
. 141 169 197 225 253
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #94351: Hexadecane, 3—methy|— L LI L L DL I
57 25.40 25.60 25.80 26.00
m/z 55.10 23.17%
5000
85
o 1 J J113 141 183 211 240
i T A e e A PralD T AAaas 25.40 25.60 25.80 26.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM0O07404.D

Acq On : 03 Sep 2016 13:10

Operator : UM/SJ

Sample - H4655-09

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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 _gamma.-Sitosterol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.70 3.69 ng/ul 918363 Perylene-di12 23.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 64
2 _beta.-Sitosterol 414 C29H500 000083-46-5 55
3 Isocholesteryl methyl ether 400 C28H480 029944-53-4 37
4 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 28
5 _beta.-Sitosterol 414 C29H500 000083-46-5 25
Abundance Scan 4099 (26.697 min): BM007404.D (-4095) (-) m/z 43.10 100.00%
43
i MM«WMM
79 145
5000
26,40 26.60 26.80 27.00
ob—1ly m/z 107.10 76.33%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217434: .gamma.-Sitosterol
43
5000 LSRN R AN B
26.40 26.60 26.80 27.00
m/z 105.10 69.32%
0 .“. I
m/z-->
Abundance
43
26,40 26.60 26.80 27.00
5000 m/z 57.10 67.71%
81 107 414
145 3 213 555 303329
. tr 354381
mz-> 50 100 150 200 250 300 350 400 450
Abundance #212393: Isocholesteryl methyl ether AN EEman me
43 26.40 26.60 26.80 27.00
m/z 95.10 67.57%
81 107 368
5000
145 400
‘ 73 213 247275301 329
o ,,,\I\J,,w,h_l‘j‘ S —
m/z--> 50 100 150 200 250 300 350 400 450 26.40 26.60 26.80 27.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM090316\
Data File : BM007404.D

Acq On : 03 Sep 2016 13:10

Operator : UM/SJ

Sample - H4655-09

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM082316 .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]
Diethyltoluamide 15.17 6.5 ng/ul 1104710 3 14.43 3400300 20.0
n-Hexadecanoic acid 18.06 4.9 ng/ul 1053210 4 17.17 4316390 20.0
(DEL) Alkane: Cyc... 21.05 5.1 ng/ul 1829210 5 21.35 7216880 20.0
(2,3-Diphenylcycl... 21.52 2.2 ng/ul 789722 5 21.35 7216880 20.0
Methadone N-oxide 21.57 3.1 ng/ul 1122660 5 21.35 7216880 20.0
Supraene 22.53 5.8 ng/ul 1451090 6 23.62 4982970 20.0
(DEL) Alkane: Str... 24.14 11.7 ng/ul 2917220 6 23.62 4982970 20.0
1-Heptacosanol 24.23 3.6 ng/ul 894342 6 23.62 4982970 20.0
(DEL) Alkane: Str... 24.90 4.3 ng/ul 1066800 6 23.62 4982970 20.0
(DEL) Alkane: Str... 25.77 3.4 ng/ul 855249 6 23.62 4982970 20.0
-.gamma.-Sitosterol 26.70 3.7 ng/ul 918363 6 23.62 4982970 20.0

SOM02.2-EPA-BM082316.M Tue Sep 06 10:10:25 2016 Page: 15



