LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112799.D

Aca On : 1 Mar 2019 14:58

Operator : JU/SJ

Sample : K1655-02

Misc :

ALS Vial : 10 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-BF022719.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 5.357 550 556 559 rBY 3504317 3446898 95.04% 9.852%
2 6.375 724 729 732 rBVY 3406789 3606602 99.44% 10.308%
3 6.510 748 752 756 rBVY 3703287 3626912 100.00% 10.366%
4 6.745 788 792 795 rBVY 1094606 995215 27.44% 2.844%
5 6.898 814 818 822 rBVY 3109294 2830505 78.04% 8.090%
6 7.298 881 886 893 rBVY 2229826 2254516 62.16% 6.444%
7 8.022 1005 1009 1026 rBvY 1308589 1225017 33.78% 3.501%
8 9.098 1188 1192 1202 rBvV 3981123 3528766 97.29% 10.086%
9 9.486 1255 1258 1265 rBV 256754 248012 6.84% 0.709%
10 9.769 1302 1306 1315 rvB 1107711 1120437 30.89% 3.202%

11 10.551 1435 1439 1450 rBV 1940417 1976658 54 .50% 5.650%
12 10.686 1460 1462 1470 rVB 38914 45411 1.25% 0.130%
13 11.245 1554 1557 1561 rBV 1040609 961616 26.51% 2.748%
14 11.657 1623 1627 1630 rVB 189671 160031 4.41% 0.457%
15 11.786 1645 1649 1659 rBV 730877 689701 19.02% 1.971%

16 11.963 1676 1679 1688 rVB 37071 51506 1.42% 0.147%
17 12.351 1743 1745 1748 rVB2 47616 49067 1.35% 0.140%
18 12.445 1758 1761 1766 rBvV2 122509 122581 3.38% 0.350%
19 12.486 1766 1768 1777 rVB6 32257 48774 1.34% 0.139%

20 12.568 1778 1782 1792 rBV 303837 352140 9.71% 1.006%

21 12.663 1795 1798 1803 rBV2 158171 167041 4.61% 0.477%

22 12.710 1803 1806 1810 rVB2 52118 74072 2.04% 0.212%
23 12.827 1822 1826 1830 rBV 2889321 2667516 73.55% 7.624%
24 13.074 1865 1868 1872 rVB 43681 42401 1.17% 0.121%

25 13.368 1914 1918 1921 rBV 238726 200205 5.52% 0.572%

26 13.415 1923 1926 1929 rVV 61742 51142 1.41% 0.146%
27 13.733 1976 1980 1989 rVB 464347 556599 15.35% 1.591%
28 13.874 1999 2004 2007 rBV 1179031 1123828 30.99% 3.212%
29 14.057 2032 2035 2038 rBV 132314 136801 3.77% 0.391%
30 14.362 2084 2087 2092 rBV 202339 192179 5.30% 0.549%

31 14.656 2134 2137 2144 rVB 191486 216027 5.96% 0.617%
32 14.727 2146 2149 2153 rVB 108568 103721 2.86% 0.296%
33 14.980 2189 2192 2200 rVB 195208 209443 5.77% 0.599%
34 15.280 2239 2243 2248 rVB 927789 1084027 29.89%% 3.098%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112799.D

Aca On : 1 Mar 2019 14:58

Operator : JU/SJ

Sample : K1655-02

Misc :

ALS Vial : 10 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.339 2249 2253 2258 rVB 161738 207037 5.71% 0.592%
36 15.745 2318 2322 2326 rBV 145301 225893 6.23% 0.646%

37 15.786 2326 2329 2339 rVB2 128236 222154 6.13% 0.635%
38 16.215 2398 2402 2408 rVB 112044 167701 4.62% 0.479%

Sum of corrected areas: 34988152
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Data Path :
Data File :

Aca On :

Operator : JU/SJ
Sample - K1655-02
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
BF112799.D
1 Mar 2019 14:58

10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF112799.D

6.51

5.36 6.37

6.90

6.75

7.30

O

I
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50

Abundance

3500000
3000000
2500000
2000000
15000000 g2
1000000

500000

TIC: BF112799.D

10.55

9.77 11.24
11.79

9.49
\ @.Neg 1% 1106

12:

12.83

O
Time--> 8.00 8.50

9.00 9.50 10.00 10.50 11.00 11.50 12.00

12.50

13.00

Abundance

3500000
3000000
2500000
2000000
1500000 13.87
1000000

500000

o

TIC: BF112799.D

15.28

14.36 14,463 14.98 34 185749 16.22
SR NGRS A WP

R
Time--> 13.50 14.00

I
14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112799.D

Aca On : 1 Mar 2019 14:58

Operator : JU/SJ

Sample - K1655-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 unknown6.51 Concentration Rank 1

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

6.51 72.89 ng 3626910 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 752 (6.510 min): BF112799.D (-748) (-) m/z 132.00 100.00%
32
5000 68
‘ 75 e 620 6.40 6.60 6.80
54 104 : : :
o..,....,....,...:l'!.‘.‘?, .61:.'.|....,..5.‘.7,....,.':..,.1.1.5.,....,-'.~..,.. m/z 68.00 42.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 IRSENRARE SRS RSN SRR
6.20 6.40 6.60 6.80
3 78 m/z 134.00 32.85%
13g
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.20 6.40 6.60 6.80

5000 67 m/z 66.00 28.13%
41 97
53 117
S Y O V.- | A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e e  RERRE
132 6.20 6.40 6.60 6.80

m/z 69.05 16.72%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112799.D

Aca On : 1 Mar 2019 14:58

Operator : JU/SJ

Sample - K1655-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Hexadecanoic acid, methyl e... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.66 3.33 ng 160031 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
3 Methvl 8-methvl-nonanoate 186 C1l1H2202 1000336-43-6 81
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 80
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 80
Abundance Scan 1628 (11.663 min): BF112799.D (-1623) (-) m/z 74.00 100.00%
L
5000
? 29143 227 AL BN BN SUNSN SN
1l ml )| 101812 | 1571711851991 | 241 270 11.40 11.60 11.80 12.00
Obrr ety o b e e e e ety m/z 87.00 81.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119400: Hexadecanoic acid, methyl ester
74
87
5000 L UL BN SULRULN LA
43 11.40 11.60 11.80 12.00
143 007 m/z 43.00 29.78%
RELE ml i 101135129 | 157171185199213 L2 20
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methyl ester
74
87 11.40 1160 11.80 12.00
5000 m/z 55.00 25.03%
43
29 7
ob | ‘ Tl totns12e™ 157171185199213227 20
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260
Abundance #50078: Methyl 8-methyl-nonanoate R A REREEEa
74 11.40 11.60 11.80 12.00
87 m/z 143.10 23.22%
5000 143
m/z--> 20 40 eb éo 160 150 140 160 180 200 220 240 260 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112799.D

Aca On : 1 Mar 2019 14:58

Operator : JU/SJ

Sample - K1655-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.79 14.34 ng 689701 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1650 (11.792 min): BF112799.D (-1645) (-) m/z 72.95 100.00%

43 g9 M

5000 129

)l

—

213

171 IIIIIIIIIIIIIIIIIIIIIII
43271185 199 256 11.40 11.60 11.80 12.00 12.20

m/z 43.00 88.43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 T T 17T TT T I TTrT TTT T

11.40 11.60 11.80 12.00 12.20
m/z 60.00 83.20%

213
143 157171 185 199

ey

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

Abundance #84453: Tetradecanoic acid
60 78
43 T TR
11.40 11.60 11.80 12.00 12.20
5000 m/z 57.00 70.13%
129
7 185 228
‘ ‘ ﬁ }01115 143157171 ‘ 199
obybele i % O Wt o W< N NN
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid T T R e T T
60 73 11.40 11.60 11.80 12.00 12.20
43 m/z 41.00 65.80%
5000 129
29
‘ 143 157 214
0,.LNN.NJAUW AT T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112799.D

Aca On : 1 Mar 2019 14:58

Operator : JU/SJ

Sample - K1655-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Methyl stearate Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
1244  2.55ng 122581  Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Methvl stearate 208 C19H3802 000112-61-8 96

2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 81
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 80
4 Methvl 13-methvltetradecanoate 256 C16H3202 1000336-31-4 72
5 Undecanoic acid, methyl ester 200 C12H2402 001731-86-8 72
Abundance Scan 1760 (12.439 min): BF112799.D (-1758) (-) m/z 73.95 100.00%
!
5000 23
143 R e e
| 97 1731 199  op7 255 12.20 12.40 12.60 12.80
O.HP”.PJH.J'H.w””,”mp.npn..”u”..””..i.”w.“w” m/z 87.00 77 .37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143130: Methyl stearate
74
5000
43 12.20 12.40 12.60 12.80
143 m/z 42.95 36.74%
9
o | UL s | a7 199 g5y 26y 298
e L B RIS R S e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107596: Pentadecanoic acid, methyl ester
74
e R
12.20 12.40 12.60 12.80
5000 m/z 41.00 29.49%
9 143
0 O S o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143185: Heptadecanoic acid, 16-methyl-, methyl ester B T e e
74 12.20 12.40 12.60 12.80
m/z 55.00 29.22%
5000
43
97 143 298
. LB as | am 199 297 X0 |
T T T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12,60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112799.D

Aca On : 1 Mar 2019 14:58

Operator : JU/SJ

Sample - K1655-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.57 6.27 ng 352140 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
Abundance Scan 1782 (12.568 min): BF112799.D (-1778) (-) m/z 43.00 100.00%

/8 73
97 185 241 L L A .

157, |ml ZM 12.20 12.40 12.60 12.80

0 retbbpt : ...,. R o m/z 73.00 95.20%

m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
a3 73
129

5000
97 12.20 12.40 12.60 12.80
m/z 57.00 84 .19%

185 241 284
TR LA O
Ol el e T e
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
43 3

1220 12140 12.60 12.80
5000 129 m/z 60.00 81.59%

‘97 199 242

AEETE D] YOl Ny N

m/z--> 50 100 150 200 250 300 350

Abundance . i i N L e B R B E

15 |

#198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43 12.20 12.40 12.60 12.80
m/z 55.00 68 .65%

73
5000 o84
129
185 213 241
m |u N \ 1577 265 | 311 372

A T S

ot T L S A

m/z--> 50 1 150 200 250 300 350 12. 20 12. 40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112799.D

Aca On : 1 Mar 2019 14:58

Operator : JU/SJ

Sample - K1655-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Hexadecanoic acid, butyl ester Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.66 2.97 ng 167041 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1l.1-dimethvle... 312 C20H4002 031158-91-5 72
3 4-Propvilcvclohexvlamine 141 COHI1ON 102653-37-2 27
4 1-Hexene. 2.5-dimethvl- 112 C8H16 006975-92-4 27
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 27

Abundance Scan 1798 (12.663 min): BF112799.D (-1795) (-) m/z 56.00 100.00%
56
5000
12.40 12.60 12.80 13.00
o} m/z 57.00 55.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, butyl ester
56
5000 L SRR B UL I
41 12,40 12.60 12.80 13.00
73 129 257 m/z 43.00 43.75%
o2 101 157 185 213 239 283 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
12,40 12.60 12.80 13.00
5000 4 m/z 41.00 39.19%
73
ol-28 il ulll? 157 o a3 2?9 2?7 281 312
m/z--> ﬁo 45 60 éo 100 150 150 160 180 200 220 240 260 280 300
Abundance #19110: 4-Propylcyclohexylamine B AR B B R
56 12.40 12.60 12.80 13.00
m/z 55.00 34.06%
5000
30
oLl 8l 98 124141
[TTTr[rTT I""I""I""I""IIIII IR S D B DA B B SR TTTpr T T T T T T T T T T
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1240 12.60 12,80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112799.D

Aca On : 1 Mar 2019 14:58

Operator : JU/SJ

Sample - K1655-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Octadecanoic acid, butyl ester Concentration Rank 11

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

13.37 3.56 ng 200205 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 95
2 Butvl mvristate 284 C18H3602 000110-36-1 72
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 46
4 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 35

5 Cyclobutane, 1-hexyl-2,3-dimethyl- 168 C12H24 055170-84-8 35

Abundance Scan 1918 (13.368 min): BF112799.D (-1914) (-) m/z 55.95 100.00%
56 &
5000
73
3 I | o1g 241 |7 I 340 13.00 13.20 13.40 13.60
o ol ,..'. P Y m/z 57.00 56.40%
m/z--> 50 100 150 200 250 300 350
Abundance #177148: Octadecanoic acid, butyl ester
56
5000 285 T LR B TTT T TT T[T
340 13. OO 13. 20 13 40 13.60
3 129 . 267 m/z 43.00 40.61%
97 241 |
0b— .3h, !'Mﬁ&.ﬂl!h.l ,1F% L ,2}%'. P B .q3}1.. —
m/z--> 50 100 150 200 250 300 350
Abundance #131257: Butyl myristate
56
R LA R m e
13.00 13.20 13.40 13.60
5000 m/z 41.00 35.45%
229
3 ‘ 101 185 ZT 284
oL~ i “w...‘15.7.‘.‘.,..h i —
m/z--> 50 100 150 200 250 300 350
Abundance #177166: Octadecanoic acid, 2-methylpropy! ester o
57 13.00 13.20 13.40 13.60
m/z 55.00 32.49%
5000
29 267285
83 129
11 185 340
ol AL M a7 2 mg 28 | ] a0 M| A
m/z--> 50 100 150 200 250 300 350 13. OO 13. 20 13 40 13. 60

8270-BF022719.M Mon Mar 04 17:14:36 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112799.D

Aca On : 1 Mar 2019 14:58

Operator : JU/SJ

Sample - K1655-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.73 9.91 ng 556599 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 93
5 n-Nonadecanol-1 284 C19H400 001454-84-8 93

Abundance Scan 1979 (13.727 min): BF112799.D (-1976) (-) m/z 57.00 100.00%

57

5000

.

13.40 13.60 13.80 14.00
m/z 55.00 99.53%

) 139 167 196 216233252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55 83

-

5000

13.40 13.60 13.80 14.00
m/z 43.00 97.86%

29
167 196

238 266 294

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
B e
13.40 13.60 13.80 14.00
5000 11 m/z 83.05 93.00%
29
o il 167 195 222 250 280 308 336
e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane T
57 13.40 13.60 13.80 14.00
97 m/z 69.00 78.03%
5000
29 125
0 Lol gk ‘ i h 4 154 179196 224 257269 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13. 60 13. 80 14. OO

8270-BF022719.M Mon Mar 04 17:14:37 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112799.D

Aca On : 1 Mar 2019 14:58

Operator : JU/SJ

Sample - K1655-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Heptadecane Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
14.06 2.43 ng 136801 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Pentacosane 352 C25H52 000629-99-2 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hexacosane 366 C26H54 000630-01-3 86

Abundance Scan 2036 (14.062 min): BF112799.D (-2032) (-) m/z 57.00 100.00%
57
5000
ol I ||- 233 259 282 304325 77 71.00 62 48%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
5000 85 L S B SULRL I
13.80 14.00 14.20 14.40
29 m/z 43.00 62.28%
. Pl ) (48 241 169 105 240
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
13.80 14.00 14.20 14,40
5000 85 m/z 85.00 48 .59%
113
L2y J | 1]t 169189 211 239 267 295 3p3 352
m/z--> 50 100 15 200 250 300 350
Abundance #209566: Octacosane e e
57 13.80 14.00 14.20 14.40
m/z 55.00 22 .75%
5000 85
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350 ' 13.80 14.00 14.20 14.40

8270-BF022719.M Mon Mar 04 17:14:37 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112799.D

Aca On : 1 Mar 2019 14:58

Operator : JU/SJ

Sample - K1655-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Heptacosane, l1l-chloro- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.36 3.42 ng 192179 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. l-chloro- 414 C27H55CI 062016-79-9 91
2 Tritetracontane 605 C43H88 007098-21-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 87
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 2087 (14.362 min): BF112799.D (-2084) (-) m/z 57.00 100.00%
57
5000
197 14.00 14.20 14.40 14.60
141 : : : -
o....,....Jl,.l.i.4,..1?f‘,..2.3.6...2?5...?5.2..3.97....,....,....,....,... m/z 71.00 69.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #217413: Heptacosane, 1-chloro-
57
5000 N SRR B UL BRI B

14,00 14.20 14.40 14.60
m/z 43.00 67.18%

97
dm, 141 183217 273309343 378 414

O e e S e e T R e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57
R e S EEEE
14.00 14.20 14.40 14.60
5000 m/z 85.00 47 .90%
97
0 14, 141 183 225 267 323 379 421 463 505 547 604
R R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane O
57 14.00 14.20 14.40 14.60
m/z 55.00 28.59%
5000
97
o L4 ) 141183 225 267 309 351 393 432463 505 561 603
L LA R o o e o e e e e R S Rl R e S EEEE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14. 00 14 20 14.40 14.60

8270-BF022719.M Mon Mar 04 17:14:38 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112799.D

Aca On : 1 Mar 2019 14:58

Operator : JU/SJ

Sample - K1655-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 12 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.66 3.99 ng 216027 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Octadecane 254 C18H38 000593-45-3 93
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
4 Octacosane 394 C28H58 000630-02-4 86
5 2-methyloctacosane 408 C29H60 1000376-72-8 86
Abundance Scan 2138 (14.662 min): BF112799.D (-2134) (-) m/z 57.00 100.00%
57
5000 85
113 1440 14.60 14.80 15.00
141 207
o ALl ‘d - 109189207 238 264285 S09327 3%6 | 7z 71.00  64.91%
m/z--> 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57
5000 85 L I B SULR U
14.40 14.60 14.80 15.00
29 m/z 43.00 61.08%
. P LL ) M8 191 160 107 225 253 206
m/z--> §0 160 1éo 260 2éo 360 3éo
Abundance #105885: Octadecane
57
1440 14.60 14.80 15.00
5000 85 m/z 85.10 50.81%
29
0 \J I ' || - ul 1:1[31 14\.1 L 169 197 225 254
m/z--> §0 160 1éo 260 2éo 360 3éo
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- I U s
57 14.40 14.60 14.80 15.00
m/z 55.00 26.25%
5000 85
o ‘ ’ I ‘\1f31 141 183 211 239 267 296
m/z--> §0 100 150 200 250 360 3éo 1420 1460 1480 1550

8270-BF022719.M Mon Mar 04 17:14:38 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112799.D

Aca On : 1 Mar 2019 14:58

Operator : JU/SJ

Sample - K1655-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 13 1-lodo-2-methylundecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.98 3.86 ng 209443 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Tetracosane 338 C24H50 000646-31-1 95
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 93
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
Abundance Scan 2192 (14.980 min): BF112799.D (-2189) (-) m/z 57.00 100.00%
57
85
5000
113 14.60 14.80 15.00 15.20
141 169 252
ol L h L )it 109188207 231252 278207 3343z m/z 71.00 67.36%
m/z--> 50 100 150 200 250 300 350
Abundance #141425:; Heneicosane
57
5000 85 R SRR BRI UL B
14.60 14.80 15.00 15.20
29 m/z 43.00 62.33%
oL AL P o0 107 225 20 28
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
o5 14.60 14.80 15.00 15.20
5000 m/z 85.00 52.17%
o 39 | | | d\ | 141 169 197 225 253 281 309 338
m/z--> 50 100 1éo 260 250 300 350
Abundance #140553: 1-lodo-2-methylundecane e EARRs RS
57 14.60 14.80 15.00 15.20
m/z 55.00 20.61%
5000
85
29 ‘
o ,‘,J,‘\Il}?”” 9 om 2% S
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF022719.M Mon Mar 04 17:14:39 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112799.D

Aca On : 1 Mar 2019 14:58

Operator : JU/SJ

Sample - K1655-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 14 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.34 3.82 ng 207037 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Nonadecane 268 C19H40 000629-92-5 86
4 Hentriacontane 437 C31H64 000630-04-6 86
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 2253 (15.339 min): BF112799.D (-2249) (-) m/z 57.00 100.00%
57
5000 85
141 15.00 15.20 15.40 15.60
ol A ll L 09191212 238 278 310341 S70 400\ nsoT 71.05  63.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57
5000 85 L DR SO B BULLRE
15. oo 15. 20 15.40 15.60
29 m/z 43.00 54 _.63%
ol L LM 141 160 107 205 254
m/z--> §0 160 1%0 260 2%0 300 3%0 400
Abundance #141426: Heneicosane
57
o 15.00 15.20 15.40 15.60
5000 m/z 85.00 48.93%
29 113
ol L |14 109 197 225 253 296
m/z--> §0 100 1%0 260 2%0 360 3%0 460
Abundance #117638: Nonadecane R e EEAER R
57 15.00 15.20 15.40 15.60
m/z 55.00 22 .15%
5000 85
29
m/z--> §0 160 1%0 260 250 300 3%0 400 1500 1520 1540 15%0 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112799.D

Aca On : 1 Mar 2019 14:58

Operator : JU/SJ

Sample - K1655-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 15 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.74 4.17 ng 225893 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hexacosane 366 C26H54 000630-01-3 87
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 86

Abundance Scan 2321 (15.739 min): BF112799.D (-2318) (-) m/z 57.00 100.00%

57
5000 85

15.40 15.60 15.80 16.00

d d 1141161183 211 250 280 309 350 380400

0 ....,.ﬂﬂ e L B S e S m/z 71.00 64 .55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129493: Eicosane
57
5000 85 LA I L L L L L |
15.40 15.60 15.80 16.00
29 113 282 m/z 43.00 57.61%
141 169 197 225
m/z--> 50 100 150 200 250 300 350 400
Abundance #185532: Pentacosane
57
AR R e
15.40 15.60 15.80 16.00
5000 85 452 m/z 85.10 49.64%
113
29 ¥ \ \ {141 169 197 225 253 281 309
0..LJ,.uJ I ﬂﬂﬂlﬂ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane R ABma RS
57 15.40 15.60 15.80 16.00
m/z 55.00 21.90%
5000 85
29 113
0 \‘L‘i.i | 7", 141 160 197 225 253 295 323 367
L B T et R REAR R e
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00

8270-BF022719.M Mon Mar 04 17:14:40 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112799.D

Aca On : 1 Mar 2019 14:58

Operator : JU/SJ

Sample - K1655-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 16 17-Pentatriacontene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.79  4.10ng 222154  perylene-di2 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 17-Pentatriacontene 491 c35H70 006971-40-0 58

2 1-Heptacosanol 396 C27H560 002004-39-9 58
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 53
4 Octacosanol 410 C28H580 000557-61-9 53
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 49
Abundance Scan 2330 (15.792 min): BF112799.D (-2326) (-) m/z 57.00 100.00%
57
5000
64290 332 365 15.40 15.60 15.80 16.00 16.20
okl m/z 83.00 98.04%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43
5000 83 ||||||||||||||||||
1540 15.60 15.80 16.00 16.20
111 m/z 97.00 87.72%
0 | 139167 196224 267292 321 462 490
e B e e TR AR e B e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57 |97
R o
15.40 15.60 15.80 16.00 16.20
5000 m/z 43.00 80.88%
125
o 2 1)153181209236264292320 350378
T T T ] T T T T e T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105686: 13-Tetradecen-1-ol acetate A B R e
43 15.40 15.60 15.80 16.00 16.20
83 m/z 69.00 78 .09%
5000
111
o } A1) L 1139167 104 204 254
T T T T T T T T T e T R o
m/z--> 50 100 150 200 250 300 350 400 450 1540 15.60 15.80 16.00 16.20

8270-BF022719.M Mon Mar 04 17:14:40 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030119\
Data File : BF112799.D

Aca On : 1 Mar 2019 14:58

Operator : JU/SJ

Sample - K1655-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 17 Dodecane, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.22 3.09 ng 167701 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Nonadecane 268 C19H40 000629-92-5 83
5 Hexadecane 226 Cl16H34 000544-76-3 80
Abundance Scan 2403 (16.221 min): BF112799.D (-2398) (-) m/z 57.00 100.00%
57
5000 8 /\/\N\jL‘,‘
113 16,00 16.20 16.40 16.60
155 184 207 325
ol L LA LT 134195 180207 262 272208 325 365 | 0 e g,
m/z--> 50 100 150 200 250 300 350
Abundance #48854: Dodecane, 2-methyl-
57
85
5000 LI SULSULR BN B B
16.00 16.20 16.40 16.60
29 141 m/z 85.10 47 .98%
| 113 I 169
0 'J"I“'J'IA”"I'!"I""I"" U UL
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
16,00 16.20 16.40 16.60
5000 g5 m/z 43.00 46.79%
29
oLl i Ly 113 141 169 197 225 253 281 309 337 365 304
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl- N B B !
57 16.00 16.20 16.40 16.60
m/z 99.00 18.01%
5000 85
ol 3| M3 141 169 197 239 267 294 323 352
m/z--> 50 100 150 200 250 300 350 ' 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\BF030119\
Data File : BF112799.D

Acq On : 1 Mar 2019 14:58

Operator : JU/SJ

Sample - K1655-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
unknown6.51 6.51 72.9 ng 3626910 1 6.75 995215 20.0
Hexadecanoic acid... 11.66 3.3 ng 160031 4 11.24 961616 20.0
n-Hexadecanoic acid 11.79 14_.3 ng 689701 4 11.24 961616 20.0
Methyl stearate 12.44 2.5 ng 122581 4 11.24 961616 20.0
Octadecanoic acid 12.57 6.3 ng 352140 5 13.87 1123830 20.0
Hexadecanoic acid... 12.66 3.0 ng 167041 5 13.87 1123830 20.0
Octadecanoic acid... 13.37 3.6 ng 200205 5 13.87 1123830 20.0
1-Heneicosanol 13.73 9.9 ng 556599 5 13.87 1123830 20.0
Heptadecane 14.06 2.4 ng 136801 5 13.87 1123830 20.0
Heptacosane, 1-ch... 14.36 3.4 ng 192179 5 13.87 1123830 20.0
Heneicosane 14.66 4.0 ng 216027 6 15.28 1084030 20.0
1-lodo-2-methylun... 14.98 3.9 ng 209443 6 15.28 1084030 20.0
Octadecane 15.34 3.8 ng 207037 6 15.28 1084030 20.0
Eicosane 15.74 4.2 ng 225893 6 15.28 1084030 20.0
17-Pentatriacontene 15.79 4.1 ng 222154 6 15.28 1084030 20.0
Dodecane, 2-methyl- 16.22 3.1 ng 167701 6 15.28 1084030 20.0
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