LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022818\
Data File : BM014410.D

Aca On : 28 Feb 2018 20:07

Operator : SJ/JU

Sample : J1678-15

Misc :

ALS Vial : 15 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-BM021418.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 4.669 283 286 294 rBV6 23376 41678 1.39% 0.125%
2 6.716 629 634 647 rBV 268652 559604 18.70% 1.678%
3 6.869 654 660 673 rBV 221945 387018 12.93% 1.161%
4 7.057 685 692 703 rBV 332694 597583 19.97% 1.792%
5 7.516 764 770 781 rBV 278638 472568 15.79% 1.417%
6 8.245 887 894 908 rBV 376018 737173 24.63% 2.211%
7 8.675 959 967 982 rBV 350062 664226 22.19% 1.992%
8 9.392 1082 1089 1100 rBV 326924 592521 19.80% 1.777%
9 9.933 1174 1181 1196 rBVvV2 396599 849077 28.37% 2.546%
10 10.286 1233 1241 1249 rBvV 459894 754434 25.21% 2.262%

11 10.451 1260 1269 1282 rBV 321743 757072 25.29% 2.270%
12 12.986 1695 1700 1705 rBV2 24075 30084 1.01% 0.090%
13 13.598 1795 1804 1809 rBV 1028883 1482398 49.53% 4._.445%
14 13.645 1809 1812 1821 rVB 177536 267797 8.95% 0.803%
15 13.863 1843 1849 1861 rBV 1100623 1699872 56.80% 5.097%

16 14.074 1880 1885 1893 rVB2 65474 93682 3.13% 0.281%
17 14.174 1893 1902 1911 rBV2 725683 1125482 37.60% 3.375%
18 14.451 1942 1949 1971 rBV2 240132 744300 24.87% 2.232%
19 14.621 1975 1978 1983 rBV6 23798 41647 1.39% 0.125%
20 15.033 2041 2048 2053 rBV3 73712 109346 3.65% 0.328%

21 15.180 2067 2073 2081 rBV 1425872 2059669 68.82% 6.176%
22 15.345 2094 2101 2110 rBV 423184 699336 23.37% 2.097%

23 15.427 2110 2115 2122 rVB9 30089 68943 2.30% 0.207%
24 15.904 2191 2196 2203 rBV 62983 97661 3.26% 0.293%
25 16.356 2268 2273 2277 rBV5 24743 39801 1.33% 0.119%
26 16.698 2325 2331 2336 rBV6 21090 34325 1.15% 0.103%
27 16.939 2366 2372 2377 rBV2 1018855 1449902 48.44% 4.348%
28 16.980 2377 2379 2382 rVV3 38311 41577 1.39% 0.125%
29 17.039 2382 2389 2400 rVB 1586401 2349588 78.50% 7.046%
30 17.339 2435 2440 2444 rBV6 25486 36618 1.22% 0.110%

31 17.845 2519 2526 2535 rBV2 397467 628544 21.00% 1.885%
32 18.715 2669 2674 2678 rBVS8 22719 45822 1.53% 0.137%
33 19.009 2715 2724 2732 rBV2 109968 223478 7.47% 0.670%
34 19.139 2740 2746 2753 rBV5 110092 204952 6.85% 0.615%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022818\
Data File : BM014410.D

Aca On : 28 Feb 2018 20:07

Operator : SJ/JU

Sample : J1678-15

Misc :

ALS Vial : 15 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-BM021418_.M
SVOA CALIBRATION

Method
Title

35 19.345 2775 2781 2789 rBV2 2086609 2985722 99.76% 8.953%

36 19.415 2789 2793 2798 rVB3 41791 70311 2.35% 0.211%
37 19.880 2868 2872 2878 rVBS8 44973 75675 2.53% 0.227%
38 20.868 3036 3040 3048 rBV 838209 1011670 33.80% 3.034%
39 21.068 3071 3074 3078 rVB2 100298 99197 3.31% 0.297%

40 21.150 3082 3088 3093 rBV 1465640 1990683 66.51% 5.970%

41 21.750 3187 3190 3196 rVB5 209745 267150 8.93% 0.801%
42 23.191 3429 3435 3443 rVB2 1746006 2992974 100.00% 8.975%
43 23.327 3452 3458 3464 rVB 1022105 1772482 59.22% 5.315%
44 23.897 3553 3555 3564 rVB5 208892 359889 12.02% 1.079%
45 28.826 4389 4393 4405 rVB7 541710 1733984 57.94% 5.200%

Sum of corrected areas: 33347515
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022818\
Data File : BM014410.D

Aca On : 28 Feb 2018 20:07

Operator : SJ/JU

Sample : J1678-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

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

Abundance TIC: BM014410.D
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Abundance TIC: BM014410.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022818\
Data File : BM014410.D

Aca On : 28 Feb 2018 20:07

Operator : SJ/JU

Sample : J1678-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.84 8.67 ng/ul 628544 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87

Abundance Scan 2525 (17.839 min): BM014410.D (-2519) (-) m/z 72.95 100.00%

5000
213

1431571711851 99 17.60 17.80 18.00 18.20

281 m/z 55.05 93.05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000
17.60 17.80 18.00 18.20
m/z 60.00 90.54%
213
143157171185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
R N EERE S e nn
43 57 17.60 17.80 18.00 18.20
5000 o 129 m/z 43.05 85.68%
87 15 ah 214
101 143157 185

wﬁmﬁm‘w’mﬂ’wwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #72648: Tridecanoic acid

73 17.60 17.80 18.00 18.20

m/z 41.10 85.30%
43 57
5000
129
29 ‘ 115 171 214
1%.@..ﬂuwu“ ,T,ﬁ|”,,|”,,f§2 ,L,léﬁl Qli I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022818\
Data File : BM014410.D

Aca On : 28 Feb 2018 20:07

Operator : SJ/JU

Sample : J1678-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 Octadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.14 2.06 ng/ul 204952 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 92
2 Octadecanoic acid 284 C18H3602 000057-11-4 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 60
5 Octadecanoic acid 284 C18H3602 000057-11-4 55

Abundance Scan 2746 (19.139 min): BM014410.D (-2740) (-) m/z 73.00 100.00%
5000
185 207 241 NSNS B
265284 357 18.80 19.00 19.20 19.40
m/z 43.00 92.41%
m/z--> 50 100 150 200 250 300 350
Abundance #131259: Octadecanoic acid
43
73
5000 UL SR B
129 mmmmmmwm
185 284 m/z 41.10 87.71%
241
|1|8“| “‘ \\Hh H‘H "\ H\ ‘\ \157 2|13|‘ 2|6|5 T
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
18.80 19.00 19.20 19.40
5000 129 m/z 60.00 72 .29%
97 185 oa1 284
m/z--> §0 160 1%0 200 2éo 300 3%0
Abundance #84452: Tetradecanoic acid
78 18.80 19.00 19.20 19.40
43 m/z 55.05 71.79%
5000 129
185
228
;qw\,\,\\l.,\,mh\ N e -
m/z--> 50 150 200 250 300 350 1880 1900 1920 1940

SOM-EPA-BM021418_.M Thu Mar 01 16:20:39 2018

Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022818\
Data File : BM014410.D

Aca On : 28 Feb 2018 20:07

Operator : SJ/JU

Sample : J1678-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 (DEL) Alkane: Cyclic20.87 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.87 10.16 ng/ul 1011670 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 97
2 1-Nonadecene 266 C19H38 018435-45-5 96
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 96
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94
Abundance Scan 3040 (20.868 min): BM014410.D (-3036) (-) m/z 55.05 100.00%
55
83
5000
111
I I I I

| l 139 20.60 20.80 21.00 21.20
167 209
....,....,..Lk.,-....,-....2?1..25.‘9,.:??7.,.3‘?5’..,.??9,..?9.(’, m/z 43.10 94.98%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #69584: Cyclopentadecane
55
83
5000 LA L L L L L LB LB
111 20.60 20.80 21.00 21.20
29 m/z 57.10 81.82%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43 97
69
20.60 20.80 21.00 21.20
5000 m/z 69.10 79.21%
125
15 154 182 210238 266
B L e e e e e e B L B B o e |
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #104157: E—lS—HeptadecenaI S B B L L
43 20.60 20.80 21.00 21.20
83 m/z 83.05 78.09%
5000
111
\ l 139 168 196 224 252
B e o o B e o o o o e S
m/iz--> 0 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022818\
Data File : BM014410.D

Aca On : 28 Feb 2018 20:07

Operator : SJ/JU

Sample : J1678-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.75 2.68 ng/ul 267150 Chrysene-di12 21.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 Cvclopentadecane 210 C15H30 000295-48-7 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 90
5 1-Heneicosanol 312 C21H440 015594-90-8 90

Abundance Scan 3190 (21.750 min): BM014410.D (-3187) (-) m/z 43.00 100.00%

48
83

5000

21.40 21.60 21.80 22.00
m/z 55.10 94.21%

242
215271267 206 309 350 397 431 471

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #166292: Behenic alcohol
55 83

5000 11 LIS L L L L L L L L B

21.40 21.60 21.80 22.00
m/z 83.10 81.26%

H | ‘ I ‘167 196 224 252 280 308

T ‘I T - I‘ T I‘ T ‘I L I T T T I T T I T T I LI B B I LI
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance

83 IIIIIIIIIIIIIIIIIIIIIII
21.40 21.60 21.80 22.00

5000 m/z 69.10 75.06%
111

29
139 182210

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #186968: n-Tetracosanol-1 R R EEEEE T
3 21.40 21.60 21.80 22.00

m/z 57.10 74 .05%

5000

167 195 222 250 280 308 336
R
miz—-> 0 50 100 150 200 250 300 350 400 450 2140 21,60 2180 22.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022818\
Data File : BM014410.D

Aca On : 28 Feb 2018 20:07

Operator : SJ/JU

Sample : J1678-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 (DEL) Alkane: Cyclic23.90 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.90 4.06 ng/ul 359889 Perylene-di12 23.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tridecene 182 C13H26 002437-56-1 58
2 Hexadecanoic acid. 2-hvdroxv-. m... 286 C17H3403 016742-51-1 52
3 7-Ethvl-2-undecen-6-one 196 C13H240 1000374-14-9 49
4 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 47
5 1-Eicosene 280 C20H40 003452-07-1 46
Abundance Scan 3555 (23.897 min): BM014410.D (-3553) (-) m/z 69.10 100.00%
43 69
97
5000
357 389 431461 503 ' I2I3.6IOI I2I3.8IOI '221.0'0' '2'4.2'0' -
m/z 43.10 91.00%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #47263: 1-Tridecene
43
69
5000 97 LA SRS SIS B B
23 60 23. 80 24. oo 24 20
m/z 41.05 90.35%
|| M \PS}%“SZ
miz--> 0 50 150 200 250 300 350 400 450 500
Abundance
55
83 LSRN U SN B
29 23.60 23.80 24.00 24.20
5000 m/z 57.10 81.69%
111
139 227 286
m/z--> 6 55 160 1éo 260 250 300 3%0 460 4%0 560
Abundance #58191: 7-Ethyl-2-undecen-6-one AN EEman me
69 23.60 23.80 24.00 24.20
m/z 55.05 74 .19%
97
5000 a1
TR 196
mz> 6 50 100 150 200 250 3 4% 4o 40 50 | 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM022818\
Data File : BM014410.D

Aca On : 28 Feb 2018 20:07

Operator : SJ/JU

Sample : J1678-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.83 19.57 ng/ul 1733980 Perylene-di12 23.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4(1H)-Pvrimidinone. 2-amino-6-me... 143 C4H5N30S 006973-81-5 43
2 1.2-Benzenedicarbonitrile. 4-amino- 143 C8H5N3 056765-79-8 43
3 4(1H)-Pvrimidinone. 6-amino-2.3-... 143 C4H5N30S 001004-40-6 40
4 Adipic acid. dodecvl methvl ester 328 C19H3604 1000324-52-9 37
5 2-Chloro-6-fluorobenzyl alcohol,... 230 C12H16CIFO 1000378-14-9 37
Abundance Scan 4394 (28.832 min): BM014410.D (-4389) (-) m/z 143.10 100.00%

143
59
5000
95

205 L e e RN AR

399
75 31 28.60 28.80 29.00 29.20
.J.ﬂ.~,l...2:4f3.2.7?. 137/ P69 | 429 485 549 | 757 59.10  53.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20143: 4(1H)-Pyrimidinone, 2-amino-6-mercapto-
143
5000 43 28 60 28. 80 29. 00 29. 20
115 m/z 43.10 36.47%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
143

28.60 28. 80 29. 00 29.20

5000 m/z 95.10 30.11%
116
63
R B e B B B R E e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20144: 4(1H)-Pyrimidinone, 6-amino-2,3-dihydro-2-thioxo-  AmE BE o
143 28.60 28.80 29.00 29.20
m/z 93.10 28.01%
5000 68
115
281 \
,”mtﬂ..w:.”,.”. R RS B e s mamme S T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 28 60 28. 80 29. 00 29. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM022818\
Data File : BM014410.D

Acq On : 28 Feb 2018 20:07

Operator : SJ/JU

Sample - J1678-15

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM021418_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 17.84 8.7 ng/ul 628544 4 16.94 1449900 20.0
Octadecanoic acid 19.14 2.1 ng/ul 204952 5 21.15 1990680 20.0
(DEL) Alkane: Cyc... 20.87 10.2 ng/ul 1011670 5 21.15 1990680 20.0
Behenic alcohol 21.75 2.7 ng/ul 267150 5 21.15 1990680 20.0
(DEL) Alkane: Cyc... 23.90 4.1 ng/ul 359889 6 23.33 1772480 20.0
unknown-01 28.83 19.6 ng/ul 1733980 6 23.33 1772480 20.0
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