LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012187.D

Aca On : 15 Oct 2017 01:18

Operator : SJ/JU

Sample = 15522-17

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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 heiaht area % max. total
1 6.981 655 662 675 rBV 699980 1283584 5.45% 1.043%
2 7.140 683 689 700 rBV 524186 823565 3.49% 0.669%
3 7.340 716 723 734 rBV 790284 1311718 5.56% 1.066%
4 7.811 796 803 820 rVB 687888 1145476 4 .86% 0.931%
5 8.522 917 924 942 rBV 859668 1513784 6.42% 1.231%
6 8.975 993 1001 1014 rBV 747227 1327915 5.63% 1.079%
7 9.699 1117 1124 1141 rBV 679792 1258569 5.34% 1.023%
8 10.240 1208 1216 1232 rBVY 1070668 1991463 8.45% 1.619%
9 10.610 1268 1279 1294 rBV 1048722 1763455 7.48% 1.433%
10 10.757 1297 1304 1322 rBvV 289114 693697 2.94% 0.564%

11 13.869 1824 1833 1837 rBV 2294817 3222266 13.67% 2.619%
12 13.916 1837 1841 1850 rVB 900422 1227739 5.21% 0.998%
13 14.157 1875 1882 1894 rVB 2692576 3937291 16.70% 3.201%
14 14.463 1927 1934 1941 rBV2 1807925 2708746 11.49% 2.202%
15 14.681 1964 1971 1988 rBV 600850 1221682 5.18% 0.993%

16 15.457 2096 2103 2109 rBV 3555430 5024929 21.32% 4.085%
17 15.592 2120 2126 2137 rBV 923318 1424155 6.04% 1.158%
18 15.922 2177 2182 2190 rVB 218281 301415 1.28% 0.245%
19 17.210 2395 2401 2406 rBV2 2534026 3665002 15.55% 2.979%
20 17.310 2412 2418 2432 rVB 3958862 5681090 24.10% 4.618%

21 17.975 2524 2531 2536 rBV 179229 319243 1.35% 0.260%
22 18.033 2536 2541 2546 rBV 1147104 1533774 6.51% 1.247%
23 18.092 2546 2551 2561 rVV 3231180 4710107 19.98% 3.829%
24 18.757 2659 2664 2671 rBV 253434 394526 1.67% 0.321%
25 19.227 2738 2744 2746 rBV 2060415 2858797 12.13% 2.324%

26 19.257 2746 2749 2758 rVB2 2221782 4613712 19.57% 3.750%
27 19.369 2764 2768 2777 rBV 3086461 3909497 16.58% 3.178%
28 19.604 2802 2808 2818 rBV 6053012 8687126 36.85% 7.062%
29 19.692 2818 2823 2832 rVB4 354874 568375 2.41% 0.462%
30 21.074 3054 3058 3062 rBV 1249484 1445864 6.13% 1.175%

31 21.386 3106 3111 3115 rBV 3597610 4993287 21.18% 4_.059%
32 21.951 3204 3207 3209 rBV3 403836 492018 2.09% 0.400%
33 22.662 3324 3328 3334 rVB 1142775 1617032 6.86% 1.314%
34 22.945 3371 3376 3380 rBV 1330690 2014397 8.55% 1.637%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012187.D

Aca On : 15 Oct 2017 01:18

Operator : SJ/JU

Sample = 15522-17

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM101217 .M
SVOA CALIBRATION

Method
Title

35 22.998 3380 3385 3398 rVB 2071208 3707455 15.73% 3.014%
36 23.551 3472 3479 3485 rBV2 2878227 5782538 24.53% 4_700%
37 23.698 3498 3504 3512 rVB 2052880 3852759 16.34% 3.132%
38 23.857 3528 3531 3540 rVB3 663023 1132429 4._80% 0.921%
39 24.198 3584 3589 3596 rVB 1321820 2545343 10.80% 2.069%
40 24.692 3667 3673 3680 rBV 1313839 2740699 11.63% 2.228%

41 25.009 3717 3727 3738 rVB 9595405 23573608 100.00% 19.162%

Sum of corrected areas: 123020127

SOM-EPA-BM101217.M Mon Oct 16 18:10:40 2017 Page: 2



LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012187.D

Aca On : 15 Oct 2017 01:18

Operator : SJ/JU

Sample : 15522-17

Misc :

ALS Vial : 19 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

Abundance TIC: BM012187.D

1le+07
8000000
6000000
4000000

2000000

10.2410.61
6.9814.34 7.81 852 898 9.70
. [ ) [ L) s

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM012187.D

1e+07

8000000

19.60
6000000

4000000 15.46 1731

14.16
13.87 1ral
2000000 14.46

18.92 A14'68 5.59
T

kklagz
oA P A et e e

Time--> 12.00 12,50 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: BM012187.D
2501

18.09 19.37

1e+07

8000000

6000000

21.39 23.55
4000000

2400 24.69

2000000

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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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012187.D

Aca On : 15 Oct 2017 01:18

Operator : SJ/JU

Sample : 15522-17

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_M
SVOA CALIBRATION

Quant Method
Quant Title

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 cis-9-Hexadecenoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.03 8.37 ng/ul 1533770 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 99
2 Palmitoleic acid 254 C16H3002 000373-49-9 99
3 Z-7-Hexadecenoic acid 254 C16H3002 1000130-90-8 93
4 Hexadecenoic acid. Z-11- 254 C16H3002 002416-20-8 91
5 9-Hexadecenoic acid 254 C16H3002 002091-29-4 87
Abundance Scan 2540 (18.027 min): BM012187.D (-2536) (-) m/z 55.05 100.00%
54.0
5000 J\JL
83.1
11.1 1780 18100 1890 1840
138.1 1921 236.2 ﬂmmmmmmm
o dia FOOLTEL T 2810 35500 Tzt 41.10  63.19%

T
m/z--> 50 100 150 200 250 300 350
Abundance #105678: cis-9-Hexadecenoic acid
55.0
5000 83.0

17.80 18.00 18.20 18.40
m/z 69.10 54.70%

27,0 H H 236.0
o) \rl U‘ ‘ m ‘H f ‘“M\ ‘H\ H\ \V]'65 0 19|4|0 —— | — :
m/z--> 50 100 150 200 250 300 350
Abundance
55.0

83.0 17.80 18. 00 18 20 18.40

5000 m/z 83.10 35.52%
111.0
138.0165,0192.0 2360
oL AL LUl il o
m/z--> 50 100 150 200 250 300 350

Abundance #105672: Z-7-Hexadecenoic acid R e R s

55.0 17. 80 18. OO 18 20 18 40

m/z 97.10 28.75%

83.0 236.0
5000
11.0
“ 152.0 192.0
‘ ‘A ullil o

oLt} AR RE R

m/z--> 50 100 150 200 250 300 350 17. 80 18. OO 18 20 18 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012187.D

Aca On : 15 Oct 2017 01:18

Operator : SJ/JU

Sample : 15522-17

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_M
SVOA CALIBRATION

Quant Method
Quant Title

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.
18.09 25.70 ng/ul 4710110 Phenanthrene-d10 17.21
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 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 86

Abundance Scan 2551 (18.092 min): BM012187.D (-2546) (-) m/z 73.00 100.00%

43.1 73.0
5000 120.1
213.2
157.1185.1 256.2

101.1 17.80 18.00 18.20 18.40
ol et Ll Lo VL2880 34100 A T 87 01
m/z--> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LN L L L L L LB
17.80 18.00 18.20 18.40
0
97.0 157.0 g5 2130 2560 m/z 60.00 81.07%
ol—— "“I f hl‘ “‘.“‘hl“ ﬁ‘”“.“l I\ ‘. .‘ .‘. | .‘. - “. ——
m/z--> 50 100 150 200 250 300
Abundance
43.0 73.0
17.80 18.00 18.20 18.40
5000 256.0 m/z 41.10 79.92%
129.0
213.0
101.0 157.0 185.0
Ot T T T T
m/z--> 50 100 150 200 250 300
Abundance #95851: Pentadecanoic acid
43.0 ,73.0 17.80 18.00 18.20 18.40
m/z 55.05 72.71%
5000 129.0
199.0
101.0 157.0 { 242.0
o150 i e
m/z--> 50 100 150 200 250 300 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012187.D

Aca On : 15 Oct 2017 01:18

Operator : SJ/JU

Sample : 15522-17

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_M
SVOA CALIBRATION

Quant Method
Quant Title

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 Heptadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.76 2.15 ng/ul 394526 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 95
2 Heptadecanoic acid 270 C17H3402 000506-12-7 95
3 Heptadecanoic acid 270 C17H3402 000506-12-7 95
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 Tetradecanoic acid 228 C14H2802 000544-63-8 89
Abundance Scan 2665 (18.763 min): BM012187.D (-2659) (-) m/z 73.05 100.00%
5000 Nw,x,vﬂuxvv\j\Mhmww»ﬂthw)f
NS N AR SR
18.40 18.60 18.80 19.00
o 8020 300 T/z 43.10 88.01%
m/z--> 50 100 150 200 250 300 350
Abundance #119366: Heptadecanoic acid
73.0
43.0
270.0
5000 1290 NS NN SRR
18.40 18.60 18.80 19.00
171.0 227.0 m/z 60.00 82.80%
wol 1190 g
0 I'\I ‘\I \I‘le‘nl Hl‘ Idl‘\ i‘“‘:”l ‘:” |H' I ‘I'wlu - — I‘ —
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
270.0 18.40 18.60 18.80 19.00
5000 m/z 55.10 76.21%
129.0
227.0
171.0
. 101.0 199.0
m/z--> éo 160 1éo 260 2éo 360 3éo
Abundance #119367: Heptadecanoic acid B B e B e
430 730 18.40 18.60 18.80 19.00
m/z 41.05 75.78%
5000 270.0
1 129.0
227.0
171.0
0 . I‘I “l“' HIHECjI:LL?‘II "l . I‘ ,g:g?q I‘I - L e e e B
m/z--> 50 100 150 200 250 300 350 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012187.D

Aca On : 15 Oct 2017 01:18

Operator : SJ/JU

Sample : 15522-17

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_M
SVOA CALIBRATION

Quant Method
Quant Title

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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.37 15.66 ng/ul 3909500 Chrysene-di12 21.39
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 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
Abundance Scan 2768 (19.369 min): BM012187.D (-2764) (-) m/z 43.10 100.00%
431
5000
185.1 2412
284.3 429.0 19.00 19.20 19.40 19.60
0! - m/z 73.00 97.07%
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #131258: Octadecanoic acid
43.0
5000 129.0 RUNNEMUNSAR AN IR
3.0 19.00 19.20 19.40 19.60
1850  54q o 2840 m/z 41.10 83.07%
OII\IHI L s Y IV S
miz—-> 0 50 100 150 200 250 300 350 400
Abundance
73.0
oo 1000 10150 10,40 1060 |
: 284.0 0
5000/ 28.0 m/z 60.00 82.18%
185.0 241.0
O L A L L UL AL
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #131259: Octadecanoic acid A REEE S
43.0 19.00 19.20 19.40 19.60
m/z 55.10 78.70%
5000
20 129.0
j l 1850 2410 284.0
0..1. JI‘ ‘..“.]‘,*.“*. ‘l‘..L.‘.‘l..‘..{l....l....|....|.... e
miz—-> 0 50 100 150 200 250 300 350 400 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012187.D

Aca On : 15 Oct 2017 01:18

Operator : SJ/JU

Sample : 15522-17

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_M
SVOA CALIBRATION

Quant Method
Quant Title

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 unknown-01 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.69 2.28 ng/ul 568375 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzlalacridine. 10-methvl- 243 C18H13N 003781-67-7 25
2 4-Undecene. 4-methvl-. (2)- 168 C12H24 074630-57-2 20
3 Cvclotetradecane 196 C14H28 000295-17-0 20
4 Galaxolide 2 258 C18H260 1000285-26-7 18
5 5-Undecene, 6-methyl- 168 C12H24 083687-45-0 18
Abundance Scan 2823 (19.692 min): BM012187.D (-2818) (-) m/z 243.05 100.00%
55.1 248.1
05.0 138.1
5000
206.3 19.40 19.60 19.80 20.00
o 3420 4291 "m/z 55.10 97.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #96669: Benz[a]acridine, 10-methyl-
243.0
5000 SRR SRR A B
19.40 19.60 19.80 20.00
m/z 69.10 83.65%
126.0
N o U e B B Bt T I
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
119.40 19,60 19.80 20.00
5000 m/z 41.05 73.39%
97.0
168.0
e L L L W L L L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #58277: Cyclotetradecane I S AEERN RS ey s
55.0 19.40 19.60 19.80 20.00
m/z 43.10 69.80%
5000 97.0
e LA Lo 200 AN
m/z--> 50 100 150 200 250 300 350 400 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012187.D

Aca On : 15 Oct 2017 01:18

Operator : SJ/JU

Sample : 15522-17

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_M
SVOA CALIBRATION

Quant Method
Quant Title

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 (DEL) Alkane: Cyclic21.07 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.07 5.79 ng/ul 1445860 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
Abundance Scan 3057 (21.068 min): BM012187.D (-3054) (-) m/z 43.10 100.00%
43.1
83.1
5000
AU SUNIUE BRI SRR
20.80 21.00 21.20 21.40
o 281.0 352.0 416.1 461.1 m/z 57.05 92_.93%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127769: 5-Eicosene, (E)-
55.0
5000 0 UL SUNIUE BRI SRR
20.80 21.00 21.20 21.40
m/z 55.10 90.09%
oL ;\H,\L‘ J‘ 19018202230 2800
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
83.0 AU SUNIE BRI SRR
20.80 21.00 21.20 21.40
5000 m/z 83.10 77 .51%
125.0
196.0
L L L L L L WL WL B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227401: Heptadecy! heptafluorobutyrate e AR B R R
57.0 20.80 21.00 21.20 21.40
m/z 69.10 73.42%
7.0
5000
SEEE 00 sl T N G P A enndnds
m/z--> 50 100 150 200 250 300 350 400 450 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012187.D

Aca On : 15 Oct 2017 01:18

Operator : SJ/JU

Sample : 15522-17

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_M
SVOA CALIBRATION

Quant Method
Quant Title

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 1,19-Eicosadiene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.66 8.39 ng/ul 1617030 Perylene-di12 23.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 94
2 Octadecanal 268 C18H360 000638-66-4 94
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 16-Heptadecenal 252 C17H320 1000144-57-9 91
5 Octadecanal 268 C18H360 000638-66-4 91

Abundance Scan 3328 (22.662 min): BM012187.D (-3324) (-) m/z 57.10 100.00%

23

5000
22.40 22.60 22.80 23.00
362.3 .
0 g3 4ol 5851 m/z 43.10 98.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126192: 1,19-Eicosadiene
55.0

22. 40 22 60 22. 80 23. OO
m/z 82.05 84 .25%

5000 0 Mt
|

‘H\u%5201940 250.0

ol A L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
R A R
96.0 22.40 22.60 22.80 23.00
5000 m/z 55.10 75.25%
. 1380180022202680
B ke e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129467: Oxirane, heptadecyl- B BREEE B e S
82.0 22.40 22.60 22.80 23.00
m/z 41.05 62.15%
5000{ g
24.0
0 | ]1 L L1660 222 02640
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 40 22 60 22. 80 23. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012187.D

Aca On : 15 Oct 2017 01:18

Operator : SJ/JU

Sample : 15522-17

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_M
SVOA CALIBRATION

Quant Method
Quant Title

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 6
R.T. EstConc Area Relative to ISTD R.T.
22.94 10.46 ng/ul 2014400 Perylene-d12 23.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 95
2 Tetracosane 338 C24H50 000646-31-1 92
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Docosane., 1l1l-decvl- 451 C32H66 055401-55-3 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 3375 (22.939 min): BM012187.D (-3371) (-) m/z 57.10 100.00%
57.1
5000 (] M
?Mmm m1mﬂ3nmmmmomw ﬁéé%é%éﬁ”
ol A e 2301 00 ST1.3425.3476.0 5492 m/z 71.10 73.46%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194500: Docosane, 11-butyl-
57.0
5000 AU AUAAREE
22.60 22.80 23.00 23.20
m/z 43.10 71.39%
o LY 2100 3090 660
iz T a0 The e Bl e e ke ao %0 oo e
Abundance
57.0
22.60 22.80 23.00 23.20
5000 m/z 85.10 52.32%
113.0
o 169.0 225.0 281.0 338.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R aEL s e
57.0 22.60 22.80 23.00 23.20
m/z 41.10 27 .26%
130 169.0
O AT 7200 2250 281.0 337.0 393.0 449.0 505.0 562.0 617.0 A —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012187.D

Aca On : 15 Oct 2017 01:18

Operator : SJ/JU

Sample : 15522-17

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_M
SVOA CALIBRATION

Quant Method
Quant Title

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 Oxirane, hexadecyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.86 5.88 ng/ul 1132430 Perylene-d12 23.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 93
2 Bicvclol10.8.01eicosane. (E)- 278 C20H38 1000155-85-0 93
3 1.19-Eicosadiene 278 C20H38 014811-95-1 93
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 92
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
Abundance Scan 3532 (23.862 min): BM012187.D (-3528) (-) m/z 57.10 100.00%
7.1 A
5000
9.1
207.0 2670 23.60 23.80 24.00 24.20
' : 390.3 : : :
o 165.1 327.1 484.3 535.1 77 4310 93 47%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117618: Oxirane, hexadecyl-
82.0
5000 L AU SR UM IR
23160 23.80 24.00 24.20
]W4O m/z 82.10 86 .57%
oA} 30002110 2680
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
41.0
9.0 278.0 23.60 23.80 24.00 24.20
5000 m/z 96.05 73.67%
. 138018002220 wwm/wmwame/\NﬂammM/\)\v
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126192: 1,19-Eicosadiene B EERR Bam e L
55.0 23.60 23.80 24.00 24.20
m/z 55.10 68 .52%
o ‘ | 1152.0194.0 250.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 23160 23.80 24.00 24.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012187.D

Aca On : 15 Oct 2017 01:18

Operator : SJ/JU

Sample : 15522-17

Misc :

ALS Vial : 19 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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .20 13.21 ng/ul 2545340 Perylene-di12 23.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 99
2 Octadecane 254 C18H38 000593-45-3 93
3 Docosane. 1ll-decvl- 451 C32H66 055401-55-3 90
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 3589 (24.198 min): BM012187.D (-3584) (-) m/z 57.10 100.00%
57.1
= JL__/L
o 23.80 24.00 24.20 24.40 24.60
14111831 266.1 - : - - -
Ol b A 1|, L ey 20933551 408.34523 507.3549.0 1 sz 71.10  74.16%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223853: Heneicosane, 11-decyl-
57.0
5000 AU BN
23180 24.00 24.20 24.40 24.60
% 295.0 m/z 43.10 68 .84%
0l15.0 L ] 141 0 197.0239.0 “ 337.0 435.0
mz-> 0 55 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
23.80 24.00 24.20 24.40 24.60
5000 m/z 85.10 53.87%
99.0
o 141.0 197.0 254.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227195: Docosane, 11- decyl L L B N B B
7.0 23.80 24.00 24.20 24.40 24.60
m/z 55.10 27 .15%
9.0 309 0
o ‘ | 1410 197.0239.0 351.0393.0
mz-> 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012187.D

Aca On : 15 Oct 2017 01:18

Operator : SJ/JU

Sample : 15522-17

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_M
SVOA CALIBRATION

Quant Method
Quant Title

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 Dihydrofuran-2-one, 4-(3,4-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .69 14.23 ng/ul 2740700 Perylene-d12 23.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dihvdrofuran-2-one. 4-(3.4-dimet... 372 C21H2406 1000295-41-7 96
2 Germacvclopentane. 1.1-diphenvl- 284 C16H18Ge 004514-06-1 64
3 5-1sopropvl-3.3-dimethvl-2-methv... 152 C10H160 081250-44-4 38
4 Phenol. 4-ethvl-2-methoxv- 152 C9H1202 002785-89-9 38
5 3,4-Dimethoxyphenylacetone 194 C11H1403 000776-99-8 38
Abundance Scan 3673 (24.692 min): BM012187.D (-3667) (-) m/z 137.00 100.00%
13%.0 ”
5000
372.2 L I I N L B B B
77.0 178.1 24.40 24.60 24.80 25.00
Obrrpidlbel o 230128118250 | 4304 4782 5364 | 77 151 05 73.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #198125: Dihydrofuran-2-one, 4-(3,4-dimethoxybenzyl)-3-(4-...
137.0 372.0
24.40 24.60 24.80 25.00
m/z 152.10 23.53%
ST R R L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
151.0
24,40 24.60 24.80 25.00
74.0 m/z 372.20 22 .52Y%
5000 228.0 z 0
284.0
O ot e e B B B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 N
Abundance #25344: 5-Isopropyl-3,3-dimethyl-2-methylene-2,3-dihydrofuran T T T T T T T
137.0 24.40 24.60 24.80 25.00
m/z 177.00 15.02%
5000
950{
o N —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.40 24.60 24.80 25.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012187.D

Aca On : 15 Oct 2017 01:18

Operator : SJ/JU

Sample : 15522-17

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217_M
SVOA CALIBRATION

Quant Method
Quant Title

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 17-(1,5-Dimethylhexyl)-10,1... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
25.01 122.37 ng/ul 23573600 Perylene-d12 23.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-(1.5-DimethvlhexvI1)-10.13-dim... 386 C27H460 1000210-38-4 99
2 Cholesterol 386 C27H460 000057-88-5 99
3 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 99
4 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 89
5 Cholesterol 386 C27H460 000057-88-5 50
Abundance Scan 3727 (25.009 min): BM012187.D (-3717) (-) m/z 43.10 100.00%
43.1
105.1 213.2 2753
5000
24.60 24.80 25.00 25.20 25.40
ol 3P7.3 446.3 492.4 542.3 m/z 105.05 67 . 26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #205911: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-2,3,4,7,8,9...
43.0
386.0
_f\
5000 AU D
24.60 24.80 25.00 25.20 25.40
m/z 145.10 61.90%
[ — IH" I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
105.0 386.0 24,60 24.80 25.00 25.20 25.40
5000 159.0 275.0 m/z 107.10 60.70%
213.0
326.0
O T R T T e o B B B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #205838: 26-Nor-5-cholesten-3.beta.-ol-25-one N e L B B
43.0 24.60 24.80 25.00 25.20 25.40
m/z 213.15 60.22%
5000
59.0 213.0 5750 386.0
o 326.0
m/z--> 5I 100 150 200 250 300 350 400 450 500 550 24.60 24.80 25.00 25.20 25.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM101417\
Data File : BM012187.D

Acq On : 15 Oct 2017 01:18

Operator : SJ/JU

Sample - 15522-17

Misc :

ALS Vial : 19 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]
cis-9-Hexadecenoi... 18.03 8.4 ng/ul 1533770 4 17.21 3665000 20.0
n-Hexadecanoic acid 18.09 25.7 ng/ul 4710110 4 17.21 3665000 20.0
Heptadecanoic acid 18.76 2.1 ng/ul 394526 4 17.21 3665000 20.0
Octadecanoic acid 19.37 15.7 ng/ul 3909500 5 21.39 4993290 20.0
unknown-01 19.69 2.3 ng/ul 568375 5 21.39 4993290 20.0
(DEL) Alkane: Cyc... 21.07 5.8 ng/ul 1445860 5 21.39 4993290 20.0
1,19-Eicosadiene 22.66 8.4 ng/ul 1617030 6 23.70 3852760 20.0
(DEL) Alkane: Str... 22.94 10.5 ng/ul 2014400 6 23.70 3852760 20.0
Oxirane, hexadecyl- 23.86 5.9 ng/ul 1132430 6 23.70 3852760 20.0
(DEL) Alkane: Str... 24.20 13.2 ng/ul 2545340 6 23.70 3852760 20.0
Dihydrofuran-2-on... 24.69 14.2 ng/ul 2740700 6 23.70 3852760 20.0
17-(1,5-Dimethylh... 25.01 122.4 ng/ul 23573600 6 23.70 3852760 20.0
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