LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\

Data File : BF108854.D

Aca On : 7 Sep 2018 12:24 Instrument :
Operator : JU/SJ BNA_F

Sample - J4803-16 ClientSampleld :
Misc : EP1-Q2-J5

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF090518 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.931 436 441 449 rvVB 210620 255220 5.38% 0.549%
2 5.348 506 512 515 rBVY 3678445 3897647 82.21% 8.389%
3 6.366 680 685 689 rBY 3918304 4259536 89.84% 9.168%
4 6.501 704 708 712 rBVY 4308552 4119615 86.89% 8.866%
5 6.566 717 719 725 rVB 119914 93003 1.96% 0.200%
6 6.737 744 748 751 rBVY 1973194 1602203 33.79% 3.448%
7 6.890 770 774 778 rBVY 3464518 3225550 68.03% 6.942%
8 7.295 837 843 846 rBVY 2906097 2699076 56.93% 5.809%
9 8.019 961 966 969 rBVY 2374566 2120907 44.73% 4 .565%
10 9.095 1144 1149 1152 rBvV 5251352 4741305 100.00% 10.204%

11 9.483 1211 1215 1218 rBV 1828233 1420152 29.95% 3.057%
12 9.766 1259 1263 1267 rBV2 2771717 2384012 50.28% 5.131%
13 10.548 1392 1396 1399 rBV 3065791 2618353 55.22% 5.635%
14 10.648 1410 1413 1416 rBV 85727 66580 1.40% 0.143%
15 11.242 1510 1514 1517 rBV 2673625 2230922 47.05% 4_.801%

16 11.607 1573 1576 1581 rBV4 46591 69431 1.46% 0.149%
17 11.783 1602 1606 1615 rBV2 501448 567388 11.97% 1.221%
18 12.566 1736 1739 1748 rBV 191111 229749 4._.85% 0.494%
19 12.824 1779 1783 1787 rBV 3900469 3659337 77.18% 7.876%
20 13.730 1934 1937 1945 rVB2 630953 677322 14.29% 1.458%

21 13.866 1957 1960 1964 rBV 1718475 1590825 33.55% 3.424%
22 14.360 2042 2044 2049 rBV3 102958 135524 2.86% 0.292%
23 14.660 2092 2095 2100 rVB 185603 221493 4.67% 0.477%
24 14.724 2104 2106 2109 rVB 154149 142054 3.00% 0.306%
25 14.977 2146 2149 2153 rVB 336105 356972 7.53% 0.768%

26 15.277 2195 2200 2204 rVB 1328946 1553968 32.78% 3.345%
27 15.336 2206 2210 2220 rVB 453648 666699 14.06% 1.435%

28 15.742 2275 2279 2284 rBV 382196 555877 11.72% 1.196%
29 16.212 2355 2359 2363 rBV2 187285 302580 6.38% 0.651%

Sum of corrected areas: 46463300

8270-BF090518.M Mon Sep 10 15:40:39 2018 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\

BF108854.D
7 Sep 2018 12:24
JussJ
J4803-16
6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108854.D

Aca On > 7 Sep 2018 12:24

Operator : JU/SJ

Sample : J4803-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.

4.93 3.19 ng 255220 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 441 (4.931 min): BF108854.D (-436) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 IBENARBENARRE AR SRR
| 83.1 | 460 4.80 5.00 5.20
L m/z 59.10 52.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR L L UL R
59.0 460 480 500 520
m/z 101.00 18.74%
"W"”I'”ii?'ﬁ”'”I'”IP"W"”?%9'P'}ﬁ%f'l”"P"W'”'l”"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43.0
460 4.80 500 520
5000 m/z 58.10 14.01%
101.0
150 310 | 589490 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e A R
54.0 460 4.80 5.00 5.20
m/z 41.05 8.02%
5000 41.0
"w"“|'“'l“'JhL'w'“”i'“'zﬁqw"“|'“'|“"v"w%???'“%?%9'l BN SRR RS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108854.D

Aca On > 7 Sep 2018 12:24

Operator : JU/SJ

Sample : J4803-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT 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 unknown6.50 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.50 51.42 ng 4119620 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 708 (6.501 min): BF108854.D (-704) (-) m/z 132.00 100.00%
132.0
5000 68.0
200 o1 "% ok ok ko
01 : e B m/z 68.05 44 _40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 U SR LS R
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.74%
'"|'J'M!'“'l'“'h""wL"l"“l""w"'l"”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 6.80
5000 m/z 66.00 28.21%
104.0
66.0
27.0 510 77 890 ‘\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.10%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘||‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| i
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108854.D

Aca On > 7 Sep 2018 12:24

Operator : JU/SJ

Sample : J4803-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.78 5.09 ng 567388 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 86
Abundance Scan 1605 (11.777 min): BF108854.D (-1602) (-) m/z 73.00 100.00%
431 730
5000 4QA\\ﬁ
129.1
I 1 32 i e o o0
: 256.3 - : : :
...,....',L'..'-I- BIT0L282 Tn/z 43.10  93.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 L R DU UL SR B
83.0 nmnmnmnm
J‘“ 1570 150 2130 2560 m/z 60.00 89.15%
|
m/z--> 26 Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 , 73.0
1140 11.60 11.80 12.00
5000 129.0 m/z 41.10 76.73%
241.0
| M' 2070 284.0 [ML
m/z--> 20 40"66 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid R ma e AR
43.0 ,73.0 11.40 11.60 11.80 12.00
m/z 55.00 71.18%
5000 129.0 —vﬂw-thAﬁdeA“AvbwwﬂﬁMMwaﬂ
150 Il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 1160 1180 1200
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108854.D

Aca On > 7 Sep 2018 12:24

Operator : JU/SJ

Sample : J4803-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT 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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.57 2.89 ng 229749 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Heptadecanoic acid 270 C17H3402 000506-12-7 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 45
Abundance Scan 1740 (12.571 min): BF108854.D (-1736) (-) m/z 43.10 100.00%
i [ W’“}\,\MM
5000
12120 12,40 12.60 12.80
N aamazes Lo m/z 73.00 89.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0 NS BUNISA BN SR
12.20 12.40 12.60 12.80
m/z 57.05 76.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119368: Heptadecanoic acid
43.0 730
12120 12,40 12.60 12.80
5000 m/z 60.00 74 .25%
”III;”\I‘;\”MIH .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid AL BAGEE B S
43.0 12.20 12.40 12.60 12.80
m/z 55.05 66.73%
5000 MNvNMMMMAANVwWAWVNva«NP”AwVV
15.0 L‘ I
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300 1220 12h0 1£GO 1280 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108854.D

Aca On > 7 Sep 2018 12:24

Operator : JU/SJ

Sample : J4803-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT 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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.73 8.52 ng 677322 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 Cvclohexadecane 224 C16H32 000295-65-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 9-Tricosene. (2)- 322 C23H46 027519-02-4 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1937 (13.730 min): BF108854.D (-1934) (-) m/z 57.10 100.00%
511 |97.1
5000
o 13.40 13.60 13.80 14.00
153.1 : : : :
—— b A4 L1831 2301257.1283231213401 | o g3 10 97.18%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55,0
5000 111.0 SR AR AR SR UL
13,40 13.60 13.80 14.00
m/z 43.10 92 .29%
2710 A, [ F390167019602240252028003080
m/z--> 50 150 200 250 300 350
Abundance #81246: Cyclohexadecane
53.0 g83.0
13.40 13.60 13.80 14.00
5000 m/z 55.10 90.71%
111.0
7%4 ‘{P%mmmmﬂm
m/z--> 50 150 200 250 300 350
Abundance #155046: 1-Heneicosanol A REEREEEEE
55,0 83.0 13.40 13.60 13.80 14.00
m/z 97.10 83.93%
5000 111.0 NNWNHM%A*v*MAkNA“AAVMMfd
27101 d L P390;6101960 238.0266.0294.0
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108854.D

Aca On > 7 Sep 2018 12:24

Operator : JU/SJ

Sample : J4803-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT 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 n-Hexadecanoic acid,methyl(... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .66 2.85 ng 221493 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid.methvl(tetra... 354 C21H4202Si 1000217-04-1 90
2 Eicosane 282 C20H42 000112-95-8 87
3 Nonadecane 268 C19H40 000629-92-5 81
4 Octacosane 394 C28H58 000630-02-4 80
5 Tetracosane 338 C24H50 000646-31-1 72
Abundance Scan 2095 (14.660 min): BF108854.D (-2092) (-) m/z 57.10 100.00%
57.1
R IR N SRR S
27.1 256 1 14.40 14.60 14.80 15.00
ol A, l| L2075 1601 2172 P72841 31913523 3864 T3 90 71650
m/z--> 50 100 150 200 250 300 350
Abundance #186760: n-Hexadecanoic acid,methyl(tetramethylene)silyl este
43.0 171.0

i

5000

14.40 14.60 14,80 15.00
m/z 43.10 59.14%

m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
B R Ra T
85.0 14.40 14.60 14.80 15.00
5000 m/z 85.10 51.54%
27,0 ‘ Ai VA [ gec70 2390 2620
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane A
57.0 14.40 14.60 14.80 15.00
m/z 41.10 20.30%
210) | |4 | 1279 16901970 53902680
m/z--> 50 100 150 200 250 300 350 14.40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108854.D

Aca On > 7 Sep 2018 12:24

Operator : JU/SJ

Sample : J4803-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT 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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.98 4.59 ng 356972 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2149 (14.977 min): BF108854.D (-2146) (-) m/z 57.10 100.00%
57.1
5000 f\ J
901 14.60 14.80 15.00 15.20
1411 . : . :
ol AL LU | g 241 1832 22112521 2861 3242 36523902 po g1 10 75,930
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 U SR SRR UL SR B
mmmmmmmm
99.0 m/z 43.10 60.32%
270 | § | ,] | 1410 1830 2250 266.0296.0
m/z--> §0 100 1éo 260 250 360 3%0 460
Abundance #185535: Heptadecane, 9-octyl-
57.0
14,60 14.80 15.00 15.20
5000 m/z 85.10 53.55%
l l 0 0 239.0
Ly e 1830 269.0 308.0 352.0
I I I I I

m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethy!- T
57.0 14.60 14.80 15.00 15.20
m/z 55.10 21.25%
>0 \/\/\/\*/\A\/\/\j\\/\/\/\_/\/\,}\\/“
99.0
L ’ b ) 40 1830 2390  296.0

m/z--> 50 100 150 200 250 300 350 400 14. 60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108854.D

Aca On > 7 Sep 2018 12:24

Operator : JU/SJ

Sample : J4803-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT 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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.34 8.58 ng 666699 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 90
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87
Abundance Scan 2211 (15.342 min): BF108854.D (-2206) (-) m/z 57.10 100.00%
57.1
5000
%t 15.00 15.20 1540 15.60
141 1 . . . .
- ,I. . ‘| Lo 1831 2251 271.1301.2331.23622 4004y, 71 10 77.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 L D UL B SRR
mmmmmmmm
99.0 m/z 43.10 60.02%
27.|0. A J Il 1114} ql 4183 0 2250 28?'0
m/z--> ' "golll 100 150" 260"' ésd B 566 B ééd B 266
Abundance #184946: Hexadecane, 1-iodo-
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.10 56.69%
99.0 225.0
270 | ||| | 110 es0 | 352.0
m/z--> éo 160 1%0 260 250 360 350 460
Abundance #152416: Tridecane, 1-iodo- B R B RE ae e TR
57.0 15.00 15.20 15.40 15.60
m/z 55.10 20.04%
5000
183.0
14 ‘ %90 1410 310.0
m/z--> éo 160 1%0 200 250 300 3éo 460 1500 1520 1540 1§60 '

8270-BF090518.M Mon Sep 10 15:40:44 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108854.D

Aca On > 7 Sep 2018 12:24

Operator : JU/SJ

Sample : J4803-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT 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 10 Octacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.74 7.15 ng 555877 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 95
2 Eicosane 282 C20H42 000112-95-8 94
3 Tetracosane 338 C24H50 000646-31-1 94
4 Hexacosane 366 C26H54 000630-01-3 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

Abundance Scan 2279 (15.742 min): BF108854.D (-2275) (-) m/z 57.10 100.00%
51.1
s 15.40 15.60 15.80 16.00
41.2
o ,I. i ||, L %2 1832 2301 280.1300.1 3633 4004 171 10 75.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 AR DU LR SRR
mmmmmmmm
99.0 m/z 43.10 57.93%
27,0 J oy, 1410 1830 225.0 281.0 337.0 394.0
m/z--> §0 160 1éo 200 250 360 350 460
Abundance #129490: Eicosane
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 52.52%
99.0
27,0 ‘”JJlmqmw2%0 282.0
m/z--> §0 100 150 260 250 300 350 400
Abundance #175558: Tetracosane R B R ma R
57.0 15.40 15.60 15.80 16.00
m/z 55.10 19.35%
5000
99.0
“” J}“Ommzﬁomm %@
m/z--> §0 100 150 260 250 300 350 400 15%0 1560 1580 1600 '

8270-BF090518 .M Mon Sep 10 15:40:45 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108854.D

Aca On > 7 Sep 2018 12:24

Operator : JU/SJ

Sample : J4803-16

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT 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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.21 3.89 ng 302580 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
2 Tetracosane 338 C24H50 000646-31-1 93
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 87
Abundance Scan 2359 (16.212 min): BF108854.D (-2355) (-) m/z 57.10 100.00%
51.1
5000 /\«‘VA,_AHN,j\\N_‘Mﬁ*~_-A
st 2801 15.80 16.00 16.20 16.40 16.60
41.1 : : : : :
A ird220d Dy 8121 3401 4043 sz 71.10 0 73.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
51.0
5000 LA A B B
15.80 16.00 16,20 16.40 16.60
99.0 m/z 43.10 56.15%
\ | L, 1410 1830 2390  296.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57.0
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.10 54 _.86%
99.0
‘ ‘ | l | 149 1830 2250 2670 338.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #194499: Eicosane, 7- hexyl [TT T T[T T T[T T T [TTTr [T
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.10 22.27%
‘ “ ‘l ‘ JJ 141 0 182 0211 0 252. 0281 0 322.0
m/z--> 50 100 1éo 200 250 300 350 400 15.80 16.00 16,20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090718\

Data File : BF108854.D

Acq On : 7 Sep 2018 12:24

Operator : JU/SJ

Sample - J4803-16 EPL.02.05
Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT 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]
2-Pentanone, 4-hy... 4 .93 3.2 ng 255220 1 6.74 1602200 20.0
unknown6 .50 6.50 51.4 ng 4119620 1 6.74 1602200 20.0
n-Hexadecanoic acid 11.78 5.1 ng 567388 4 11.24 2230920 20.0
Octadecanoic acid 12.57 2.9 ng 229749 5 13.87 1590830 20.0
Behenic alcohol 13.73 8.5 ng 677322 5 13.87 1590830 20.0
n-Hexadecanoic ac... 14.66 2.9 ng 221493 6 15.28 1553970 20.0
Heneicosane 14.98 4.6 ng 356972 6 15.28 1553970 20.0
Eicosane 15.34 8.6 ng 666699 6 15.28 1553970 20.0
Octacosane 15.74 7.2 ng 555877 6 15.28 1553970 20.0
Heptadecane, 2,6,... 16.21 3.9 ng 302580 6 15.28 1553970 20.0
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