LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101317\
Data File : BM012166.D

Acq On : 14 Oct 2017 10:28

Operator : SJ/JU

Sample - 15548-16

Misc :

ALS Vial : 23 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-BM101217 .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 6.993 657 664 679 rBY 466868 890507 11.49% 1.489%
2 7.151 684 691 705 rvB 360268 591534 7.63% 0.989%
3 7.351 718 725 741 rBV 543663 895154 11 .55% 1.497%
4 7.822 798 805 818 rVvB 760285 1267076 16.35% 2.119%
5 8.534 919 926 942 rBV 499450 907801 11.71% 1.518%
6 8.986 996 1003 1019 rBV 469052 856327 11.05% 1.432%
7 9.710 1120 1126 1142 rBV 419228 760996 9.82% 1.273%
8 10.251 1212 1218 1232 rBVY 591635 1106191 14.27% 1.850%
9 10.622 1274 1281 1294 rVB 1028662 1757554 22.67% 2.939%
10 10.769 1299 1306 1320 rBV 340400 708782 9.14% 1.185%

11 13.333 1736 1742 1750 rVB3 82071 136561 1.76% 0.228%
12 13.780 1814 1818 1826 rVB3 95109 138354 1.78% 0.231%
13 13.874 1826 1834 1839 rBV 1115309 1688629 21.78% 2.824%
14 13.927 1839 1843 1849 rVB 532677 759100 9.79% 1.269%
15 14.169 1878 1884 1891 rBV 1458994 2169670 27.99% 3.628%

16 14.298 1900 1906 1911 rBV 98640 158741 2.05% 0.265%
17 14.421 1921 1927 1931 rBV 1131568 1605189 20.71% 2.684%
18 14.474 1931 1936 1942 rVvVv2 1358371 2116146 27.30% 3.539%
19 14.527 1942 1945 1958 rVvB2 102652 201258 2.60% 0.337%
20 14.710 1969 1976 1984 rBV3 308610 614181 7.92% 1.027%

21 14.780 1984 1988 1996 rVB2 81853 160851 2.08% 0.269%
22 15.468 2098 2105 2112 rBV 1453598 2122297 27.38% 3.549%
23 15.610 2124 2129 2139 rBV 177912 291852 3.77% 0.488%
24 15.704 2139 2145 2151 rVB4 46813 84625 1.09% 0.142%
25 15.839 2164 2168 2172 rBV 86652 120557 1.56% 0.202%

26 15.933 2179 2184 2192 rVB4 86149 160785 2.07% 0.269%
27 16.033 2196 2201 2209 rVB6 49466 82812 1.07% 0.138%
28 17.221 2397 2403 2408 rBV2 1458331 2174924 28.06% 3.637%
29 17.262 2408 2410 2414 rVvVv 130638 157176 2.03% 0.263%
30 17.321 2414 2420 2430 rVB 1273179 1932718 24.93% 3.232%

31 18.098 2547 2552 2557 rBV 328075 496218 6.40% 0.830%
32 19.280 2749 2753 2759 rVB 271647 367076 4.74% 0.614%
33 19.374 2765 2769 2775 rBV2 245672 366434 4.73% 0.613%
34 19.615 2804 2810 2821 rBV2 1457488 2453913 31.66% 4.103%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101317\
Data File : BM012166.D

Acq On : 14 Oct 2017 10:28

Operator : SJ/JU

Sample - 15548-16

Misc :

ALS Vial : 23 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-BM101217 .M
SVOA CALIBRATION

35 20.945 3031 3036 3045 rVB 6641995 7751591 100.00% 12.962%

36 21.086 3057 3060 3066 rBV 634852 677941 8.75% 1.134%
37 21.403 3108 3114 3118 rBV 1737559 2597396 33.51% 4.343%
38 21.986 3210 3213 3222 rVB 978550 1375162 17.74% 2.300%
39 22.956 3374 3378 3383 rVB 1798728 2576199 33.23% 4._.308%
40 23.015 3384 3388 3394 rVB2 692525 1082323 13.96% 1.810%

41 23.550 3474 3479 3487 rVB3 1295378 3551037 45.81% 5.938%
42 23.715 3502 3507 3516 rVB2 1199057 2343670 30.23% 3.919%

43 24.215 3586 3592 3602 rVB 2547060 4965880 64.06% 8.304%
44 24.985 3719 3723 3734 rVB 1170129 2577422 33.25% 4_.310%

Sum of corrected areas: 59800610
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101317\
Data File : BM012166.D

Acq On : 14 Oct 2017 10:28

Operator : SJ/JU

Sample - 15548-16

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217_M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM012166.D
7000000

6000000
5000000
4000000
3000000
2000000

10,62
1000000 e
6.9914.35 J\ 853 899 o71 1025 |

A

R e L L Y | S A SRR LS| MM

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM012166.D

7000000
6000000
5000000
4000000
3000000

2000000 rtr . 19.62
Ry ' :

13.87
1000000 o3 :
1333 1378 (4.3 5% s SHROD3

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM012166.D
20194

18.10 19237

7000000

6000000

5000000

24.21

4000000

3000000

2000000

1000000

T

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path
Data File
Acq On

Sample
Misc

Library Search Compound Report

Z:\HPCHEMI\BNA_M\DATA\BM101317\

ALS Vial

Operator :

Quant Method
Quant Title

BM012166.D

14 Oct 2017 10:28

SJ/Ju

15548-16

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 8

R.T. EstConc Area Relative to ISTD R.T.
18.10 4.56 ng/ul 496218 Phenanthrene-d10 17.22
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 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Octadecanoic acid 284 C18H3602 000057-11-4 76

Abundance Scan 2552 (18.098 min): BM012166.D (-2547) (-) m/z 73.05 100.00%
5000 _thw,vmﬁ,_,ﬁjt»~qu-www,~»
256 R AR SO BRI U
17.80 18.00 18.20 18.40
281 S11 341 m/z 43.05 86.82%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 LS DR UM B B
83 17.80 18.00 18.20 18.40
0
H o 157 1g5 213 256 m/z 60.00 84 .85%
— 1 hl‘ |H“‘|:t‘h|“ i‘”“:“l I\ ‘: I‘ I‘I ‘l I‘ . ‘:23|9| e ——T .
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
17.80 18.00 18.20 18.40
5000 256 m/z 41.05 83.51%
129
97 157 213
26 185 239
m/z--> 55 160 1%0 260 2%0 300 350
Abundance #72647: Tridecanoic acid A AR R Bama o S A
73 17.80 18.00 18.20 18.40
43 m/z 55.05 70.84%
5000 129
171
VLT e | e
|2| |”‘.'.‘.‘H‘.N|L Iﬁlullllsgl |‘|‘EL97|“||| ——— ——r— : L B A
m/z--> 50 100 150 200 250 300 350 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101317\
Data File : BM012166.D

Acq On : 14 Oct 2017 10:28

Operator : SJ/JU

Sample - 15548-16

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.37 2.82 ng/ul 366434 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 99
5 Octadecanoic acid 284 C18H3602 000057-11-4 95
Abundance Scan 2768 (19.368 min): BM012166.D (-2765) (-) m/z 73.00 100.00%
8 78
5000 \’ML'
284 UNNUNSUSRUASN SUURRE I
317342 372 19.00 19.20 19.40 19.60
O 'm/z 43.10 95.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131261: Octadecanoic acid
43 78
5000 129 AU B U
19. oo 19. 20 19. 40 19.60
185 041 o84 m/z 60.00 87.60%
S— Lém Hm 157\ ‘ 207‘..‘,...‘.,....,....,....
m/z--> 50 250 300 350 400
Abundance
73
43
129 19.00 19.20 19.40 19.60
5000 284 m/z 41.00 80.65%
97 185 241
157 213
miz-> 50 100 150 200 250 300 350 400
Abundance #131258: Octadecanoic acid A BT o e
8 7 19.00 19.20 19.40 19.60
m/z 55.05 77.31%
5000 129
97 185 oa1 284
15 S LA 2 O S I
m/z--> 50 100 150 200 250 300 350 400 mmwmwmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101317\
Data File : BM012166.D

Acq On : 14 Oct 2017 10:28

Operator : SJ/JU

Sample - 15548-16

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 Cinnamyl cinnamate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.94 59.69 ng/ul 7751590 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamyl cinnamate 264 C18H1602 000122-69-0 64
2 2,2-Dimethyl-1-(2-vinylphenyl)pr... 188 C13H160 1000210-99-9 60
3 Cinnamoylglycine, methyl ester 219 C12H13NO3 040778-04-9 50
4 1-Phenyl-4-methyl-1-pentyn-3-ol 174 C12H140 005923-02-4 47
5 trans-1-Cinnamoylimidazole 198 C12H10N20 001138-15-4 47
Abundance Scan 3035 (20.939 min): BM012166.D (-3031) (-) m/z 131.00 100.00%
131
5000
10
i J j ﬂ 173 2119 264 300 341 387 424453 505537 26!6‘6 I26'I8IOI 21'00 21'20 -
Ob e AL H2 4 228 300 341 387 424453 505537 m/z 115.05  42.35%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #114231: Cinnamy| cinnamate
131
5000 NN SRR
20.60 20.80 21.00 21.20
10 216 m/z 117.05 35.91%
il ‘ 173 204
m/z--> 50 160 150 200 250 300 350 400 450 500
Abundance
131
20.60 20.80 21.00 21.20
5000 m/z 103.10 35.52%
103
188
41
76 159
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #76403: Cinnamoylglycine, methyl ester B RE s EE R e
131 20.60 20.80 21.00 21.20
m/z 77.00 32.21%
5000 103
51 218
L eo®
m/z--> 50 100 150 200 250 300 350 400 450 500 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101317\
Data File : BM012166.D

Acq On : 14 Oct 2017 10:28

Operator : SJ/JU

Sample - 15548-16

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 (DEL) Alkane: Cyclic Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.09 5.22 ng/ul 677941 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 l17-Pentatriacontene 491 C35H70 006971-40-0 95
3 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 95
5 2,6,10,14-Tetramethyl-7-(3-methy... 348 C25H48 1000370-41-6 91
Abundance Scan 3061 (21.092 min): BM012166.D (-3057) (-) m/z 57.10 100.00%
g7
97
5000
1125 228 120,80 21.00 21.20 2140
154 283 - - -
BN LY L St 4 2 826355 395 434 476504 549 | n7o7 43.10  98.99%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115906: 1-Nonadecene
43 97
5000 L S BRI SULRLN B
20.80 21.00 21.20 21.40
125 m/z 55.10 91.15%
15\‘\ l H M ‘\ \\154182210238266
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
20.80 21.00 21.20 21.40
5000 83 m/z 83.10 79.41%
111
139167196224 267295322 462490
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104186: 5-Octadecene, (E)- e  RRRES BEm
55 20.80 21.00 21.20 21.40
m/z 97.10 72.91%
| ANWNNMJMMAVWMMJMWAN
5000
11
2
r | %l 139168196224252
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101317\
Data File : BM012166.D

Acq On : 14 Oct 2017 10:28

Operator : SJ/JU

Sample - 15548-16

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.99 10.59 ng/ul 1375160 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 Behenic alcohol 326 C22H460 000661-19-8 90
5 1-Heptacosanol 396 C27H560 002004-39-9 90

Abundance Scan 3214 (21.992 min): BM012166.D (-3210) (-) m/z 83.10 100.00%

56 83

-

5000
21.60 21.80 22.00 22.20 22.40
67 207536 268 303 435
obritd 236 355385 471 520549 m/z 55.10  95.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol
55 83
5000 11 B T
21 60 21. 80 22. OO 22 20 22. 40
m/z 69.10 90.85%
27 \‘ ||| B167106 sagzes20s
T [ T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55 83
R e  ERE S e
21.60 21.80 22.00 22.20 22.40
5000 111 m/z 97.10 90.72%
27 139168106 238266
L o o e B o o e e e A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1 AR BRI
57 197 21.60 21.80 22.00 22.20 22.40
m/z 43.10 59.58%
5000
125
29 53
| 1193181210238266 308336
L e e e e e L B e o e o e R e  ERE S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21 60 21. 80 22. OO 22 20 22. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101317\
Data File : BM012166.D

Acq On : 14 Oct 2017 10:28

Operator : SJ/JU

Sample - 15548-16

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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-Chain Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
22.96 21.98 ng/ul 2576200 Perylene-di12 23.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Hexacosane 366 C26H54 000630-01-3 94
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
4 Heptacosane 380 C27H56 000593-49-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3379 (22.962 min): BM012166.D (-3374) (-) m/z 57.10 100.00%
g7
85
5000
mem%smmm3wmmmm3 2260 2280 23.00 2320
O b A d L5 01 238 281309342 989 434461493523 | sz 71.10  73.06%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 AU
22.60 22.80 23.00 23.20
m/z 43.10 71.40%

239
S 941469197 267296323352
,...,..”,.. T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

22. 60 22. 80 23. 00 23.20

5000 85 m/z 85.10 55.30%
29
13141169107225053 295323 367
Lt o R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane R e e R R
57 22. 60 22. 80 23. 00 23 20

m/z 41.10 26.78%

5000 85

29 J 13 169
U141 248

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101317\
Data File : BM012166.D

Acq On : 14 Oct 2017 10:28

Operator : SJ/JU

Sample - 15548-16

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 Tetracosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.21 42 .38 ng/ul 4965880 Perylene-d12 23.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Heneicosane 296 C21H44 000629-94-7 96
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3591 (24.209 min): BM012166.D (-3586) (-) m/z 57.10 100.00%

57
85
5000

13
{1 141160 207 23.80 24.00 24.20 24.40 24.60
O b A d LI 237239 281300337 379 429456484514 548 | Thsz 71.10 74.52%

T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175558: Tetracosane
57
85

5000 T [T T T
23 80 24. 00 24 20 24. 40 24. 60

m/z 43.10 69.70%

\fh I 169197225253281309%3°
w"w' T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57

23 80 24. 00 24 20 24. 40 24.60

85

5000 m/z 85.10 54.31%
29 113
141169197225253 296
L L L L L L B B O L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9- OCtyl L L A N B L
57 23.80 24.00 24.20 24.40 24.60

m/z 55.10 26.67%

5000 85 \
\ J 239

13
ﬁd }41169197 | 267296 352

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23 80 24. 00 24 20 24. 40 24. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101317\
Data File : BM012166.D

Acq On : 14 Oct 2017 10:28

Operator : SJ/JU

Sample - 15548-16

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 Hexadecane, l-iodo- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .99 21.99 ng/ul 2577420 Perylene-di12 23.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, 1-iodo- 352 C16H33lI 000544-77-4 95
2 Docosane, 7-hexyl- 394 C28H58 055373-86-9 95
3 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 95
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
5 Octadecane 254 C18H38 000593-45-3 93
Abundance Scan 3724 (24.991 min): BM012166.D (-3719) (-) m/z 57.10 100.00%
57
85 \
5000
13 LUNIAPLUAA A AN SR B
141169 207 24.60 24.80 25.00 25.20 25.40
Ob kb Ly T 299267295 337 380409439 479506 541 rsz o 71.10  74.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184946: Hexadecane, 1-iodo-
57
85
5000 SRR
mmmm%m%m%m
225 m/z 43.10 64 .20%
29 3141
,“I‘,\p | \ L ee |82
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
24,60 24.80 25.00 25.20 25.40
5000 85 m/z 85.10 52.98%
113 182
141 211239267 309337364392
m/z--> 5b 160 1éo 200 250 300 350 400 4éo 560 séo
Abundance #194500: Docosane, 11-butyl- R e e
57 24.60 24.80 25.00 25.20 25.40
m/z 55.10 25.18%
‘ J1}%1?¥169 210239267 399336366
m/z--> §o 160 1éo 200 250 300 350 460 4éo 560 séo 2460 2480 2500 2520 2540
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101317\
Data File : BM012166.D

Acq On : 14 Oct 2017 10:28

Operator : SJ/JU

Sample - 15548-16

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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]
n-Hexadecanoic acid 18.10 4.6 ng/ul 496218 4 17.22 2174920 20.0
Octadecanoic acid 19.37 2.8 ng/ul 366434 5 21.40 2597400 20.0
Cinnamyl cinnamate 20.94 59.7 ng/ul 7751590 5 21.40 2597400 20.0
(DEL) Alkane: Cyclic 21.09 5.2 ng/ul 677941 5 21.40 2597400 20.0
1-Heneicosanol 21.99 10.6 ng/ul 1375160 5 21.40 2597400 20.0
(DEL) Alkane: Str... 22.96 22.0 ng/ul 2576200 6 23.72 2343670 20.0
Tetracosane 24 .21 42_.4 ng/ul 4965880 6 23.72 2343670 20.0
Hexadecane, 1-iodo- 24.99 22.0 ng/ul 2577420 6 23.72 2343670 20.0
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