LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122718\
Data File : BM018413.D

Aca On : 28 Dec 2018 01:16

Operator : JU/SJ

Sample : J6576-01

Misc :

ALS Vial : 18 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 M\METHODS\8270-BM122718 .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 7.781 825 832 840 rBVY 1508818 2434606 1.30% 0.599%
2 10.575 1297 1307 1315 rBV 2204161 3591493 1.92% 0.883%
3 13.045 1719 1727 1737 rBV 2240352 3335384 1.78% 0.820%
4 14.375 1946 1953 1957 rBvV 1802797 3666859 1.96% 0.902%
5 14.427 1957 1962 1983 rVB2 3746700 6645163 3.55% 1.634%

16.239 2266 2270 2279 rVB 1824564 2686191 1.43% 0.661%
17.174 2423 2429 2437 rVB2 4506138 6181412 3.30% 1.520%
18.086 2576 2584 2618 rBY 9129128 17148690 9.15% 4.218%
19.251 2769 2782 2783 rBV3 25211530 48649487 25.96% 11.965%
19.280 2783 2787 2799 rVV 40596550 72038761 38.44% 17.717%

=
QO ~NO®

11 19.374 2799 2803 2823 rVB 5385604 9487425 5.06% 2.333%
12 19.804 2871 2876 2883 rVB 5379966 6748341 3.60% 1.660%
13 20.186 2936 2941 2949 rBV 10799430 15146804 8.08% 3.725%
14 21.280 3122 3127 3132 rVB 4920845 5236922 2.79% 1.288%
15 21.362 3136 3141 3146 rBV 6102459 7494154 4._00% 1.843%

16 23.656 3523 3531 3540 rVB 3278784 6300844 3.36% 1.550%
17 24.697 3701 3708 3719 rVB2 1047728 2417716 1.29% 0.595%
18 25.027 3746 3764 3774 rBV 56296317 187395386 100.00% 46.088%

Sum of corrected areas: 406605638

8270-BM122718_.M Fri Dec 28 14:20:58 2018 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122718\
Data File : BM0O18413.D

Aca On : 28 Dec 2018 01:16

Operator : JU/SJ

Sample : J6576-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM122718 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM018413.D

5e+07

4e+07

3e+07
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le+07
7.78 10.57
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10.00 10.50 11.00 11.50
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T T T T T T T T T T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 8.00
Abundance TIC: BM018413.D

I I
8.50 9.00 9.50

5e+07

19.28
4e+07

3e+07
19425

2e+07

20.19

le+07 18.09

17.17
13.05 1]44 473 16.24

N R e e AR e e e

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018413.D
25.03

9.37 19.80

5e+07

4e+07

3e+07

2e+07

le+07

27580

23.66

2470 | |
O e e LN A e s o i e e e i s e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 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 : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122718\
Data File : BM018413.D

Aca On : 28 Dec 2018 01:16

Operator : JU/SJ

Sample : J6576-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM122718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Dodecanamine, N,N-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .37 11.04 ng 3666860 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanamine. N.N-dimethvl- 213 C14H3I1N 000112-18-5 87
2 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 78
3 Dodecvltrimethvlammonium bromide 307 C15H34BrN 001119-94-4 78
4 Decane.-1.10-diamino.-N.N.N" _N"-__._. 228 C14H32N2 001938-62-1 78
5 1-Tridecanamine, N,N-dimethyl- 227 C15H33N 017373-29-4 72
Abundance Scan 1952 (14.369 min): BM018413.D (-1946) (-) m/z 58.10 100.00%
58.1
5000
a1 14.00 14.20 14.40 14.60
Ob i AL 1420 1702 10622132 | tp .71 10 6.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65070: 1-Dodecanamine, N,N-dimethyl-
54.0
5000

14.00 14.20 14.40 14.60
m/z 43.10 4.74%

oL15.0 41.0 84.0 1140 1420 184.0 213.0
T P e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27828: N,N-Dimethyloctylamine
58.0
14.00 14.20 14.40 14.60
5000 m/z 42.05 4.14%
o150 , 40 | 80 1140 157.0
AL AR o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #121139: Dodecyltrimethylammonium bromide
58.0 14.00 14.20 14.40 14.60
m/z 59.10 4.02%
5000
150 410 | 94.0 1140 135.0151.0 170.0 213.0
L R mt e T R
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60

8270-BM122718_.M Fri Dec 28 14:21:00 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122718\
Data File : BM018413.D

Aca On : 28 Dec 2018 01:16

Operator : JU/SJ

Sample : J6576-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM122718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3(N,N-Dimethylmyristylammon... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.24 8.69 ng 2686190 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3(N.N-DimethvImvristvlammonio)pr... 363 C19H41N0O3S 014933-09-6 83
2 Tetradonium Bromide 335 C17H38BrN 001119-97-7 83
3 Trimethvlamine. 1-cvclohexvl- 141 COHI1ON 016607-80-0 80
4 l1-Heptanamine. N.N-dimethvl- 143 C9H21N 005277-11-2 78
5 1-Undecanamine, N,N-dimethyl- 199 C13H29N 017373-28-3 78

Abundance Scan 2270 (16.239 min): BM018413.D (-2266) (-) m/z 58.10 100.00%

58.1
5000

16. 00 16 20 16. 40 16 60
Ol 821 1141 156.1184221222413 | n/z 41.10  6.22%

1 T T T 1
m/z--> 50 100 150 200 250 300 350
Abundance #145917: 3(N,N-Dimethylmyristylammonio)propanesulfonate
58.0

5000
1600 16/20 16.40 1660
m/z 43.10 5.53%

oL 8%, | 850 1220  180.0 21202410 362.0
= T T T
m/z--> 50 100 150 200 250 300 350
Abundance #135060: Tetradonium Bromide

58.0

16 00 16.20 16.40 16.60

5000 m/z 59.10 3.89%
o0 ) 940 135 o 241.0
m/z--> 50 100 150 200 250 300 350
Abundance #18383: Trimethylamine, 1-cyclohexyl- T T T
58.0 16.00 16.20 16.40 16.60

m/z 42.10 3.55%

5000
141.0
300 | 950 i
o

m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122718\
Data File : BM018413.D

Aca On : 28 Dec 2018 01:16

Operator : JU/SJ

Sample : J6576-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM122718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.09 55.48 ng 17148700 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Tetradecane, 4-ethyl- 226 C16H34 055045-14-2 15
Abundance

Scan 2585 (18.092 min): BM018413.D (-2576) (-) m/z 73.10 100.00%

5000

—

256.2 17.80 18.00 18.20 18.40

ol 2819 3BL7T "nJz 43.10 97.37%
mz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92228: n-Hexadecanoic acid

-

5000
17.80 18.00 18.20 18.40

m/z 60.00 83.62%

213.0

157.0 185.0

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #65565: Tridecanoic acid
73.0
AN s S
43.0 17.80 18.00 18.20 18.40
5000 129.0 m/z 41.05 83.61%
171.0
97.0 214.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #75071: Tetradecanoic acid
73.0 17.80 18.00 18.20 18.40
43.0 m/z 55.10 74 .55%
5000 1290
185.0 228.0
‘ 97.0 {
N 0 e W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122718\
Data File : BM018413.D

Aca On : 28 Dec 2018 01:16

Operator : JU/SJ

Sample : J6576-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM122718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 9,12-Octadecadienoic acid (... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.25 157.41 ng 48649500 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 99
2 9.17-Octadecadienal. (2)- 264 C18H320 056554-35-9 94
3 8-Dodecen-1-ol. (2)- 184 C12H240 040642-40-8 91
4 2-Chloroethvl linoleate 342 C20H35CI02 025525-76-2 91
5 (R)-(-)-14-Methyl-8-hexadecyn-1-ol 252 C17H320 064566-18-3 87
Abundance Scan 2782 (19.251 min): BM018413.D (-2769) (-) m/z 67.10 100.00%
41.1 671
95.0
5000
23, 19,00 19.20 1940 19.60
o oy "-4?1. 1821 22020063 "2 a1 755710 g8 64%
m/z--> 50 100 150 200 250 300
Abundance #106289: 9,12-Octadecadienoic acid (Z,2)-
67.0
95.0
5000 RN SULULN UL B B
41.0 19.00 19.20 19.40 19.60
m/z 41.10 83.82%
2 280.0
ot il lfln...,?1820$199,,|”;,|””|
m/z--> 50 100 150 200 250 300
Abundance #96962: 9,17-Octadecadienal, (2)-
67.0
41.0 ' 19.00 19.20 19.40 19.60
5000 95.0 m/z 81.05 82.20%
0 2?945;01790207023502640
m/z--> 50 100 150 200 250 300
Abundance #45450: 8-Dodecen-1-0l, (2)- I REREE RS S
55.0 19.00 19.20 19.40 19.60
m/z 95.05 55.16%
81.0
5000
20.0 109.0
o A| | 28801660
miz--> 50 100 150 200 250 300 19,00 19.20 1940 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122718\
Data File : BM018413.D

Aca On : 28 Dec 2018 01:16

Operator : JU/SJ

Sample : J6576-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM122718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cyclopentadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.28 192.25 ng 72038800 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 80
2 Oleic Acid 282 C18H3402 000112-80-1 68
3 2-Butenedioic acid (2)-. monodod... 284 C16H2804 002424-61-5 62
4 1-Heptanol. 6-methvl- 130 C8H180 001653-40-3 50
5 9-Nonadecene 266 C19H38 031035-07-1 43
Abundance Scan 2787 (19.280 min): BM018413.D (-2783) (-) m/z 55.10 100.00%
58.1
5000 /k
11.1
264.3 o 10on 16n 1aen
38.1 180.2 2222 19.00 19.20 19.40 19.60
ol 3210849 "m/z 69.10 82.02%
m/z--> 50 100 150 200 250 300 350
Abundance #63051: Cyclopentadecane
58.0
83.0
5000 LI BN BN LN UL
1110 19.00 19.20 19.40 19.60
' m/z 83.10 70.10%
L LA L e 020
m/z--> 50 100 150 200 250 300 350
Abundance #107517: Oleic Acid
58.0
83.0 10,00 19.20 19,40 19.60
5000 m/z 41.10 65.81%
2o 11.0
m/z--> 50 100 150 260 250 300 350
Abundance #108656: 2-Butenedioic acid (2)-, monododecy! ester B REE RS E e
69.0 19.00 19.20 19.40 19.60
alo 97.0 m/z 97.10 58.80%
5000 //\\A_
140.0
168.0
0 13.0”; b 1L ‘ Lo J 195.0223.0 284.0
m/z--> 50 100 150 200 250 300 350 19,00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122718\
Data File : BM018413.D

Aca On : 28 Dec 2018 01:16

Operator : JU/SJ

Sample : J6576-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM122718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 6
R.T. EstConc Area Relative to ISTD R.T.

19.37 25.32 ng 9487430 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 59
5 Tridecanoic acid 214 C13H2602 000638-53-9 58
Abundance Scan 2802 (19.368 min): BM018413.D (-2799) (-) m/z 43.10 100.00%

431 730
5000
129.1
185.1 241.2
) 284.3 19.00 19.20 19.40 19.60
157.1 .

ol ah 227y | 2132 | TTT sma T 10 88.04%

m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
5000 129.0  Rmmam e AR mamas
19. OO 19. 20 19. 40 19. 60
1850 o4 2840 m/z 55.10 86.73%
s Rl lpoa | |
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0
73.0 19. 00 19. 20 19. 40 19.60
5000 284.0 m/z 73.05 82.25%
129.0
185.0213.0241.0
- .M“T O i I LR Y
m/z--> 50 150 200 250 300 350
Abundance #75071: Tetradecanoic acid R R e e R
73.0 19. 00 19. 20 19. 40 19. 60
m/z 60.00 71.37%

43.0
5000 1290
185.0 228.0
i JH 0 osrg ||

m/z--> 50 150 200 250 300 350 19. OO 19. 20 19. 40 19. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122718\
Data File : BM018413.D

Aca On : 28 Dec 2018 01:16

Operator : JU/SJ

Sample : J6576-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM122718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 5,8,11,14-Eicosatetraenoic ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.19 40.42 ng 15146800 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.8.11.14-Eicosatetraenoic acid.... 332 C22H3602 001808-26-0 94
2 3a.6-Methano-3aH-inden-5(4H)-one... 150 C10H140 016489-26-2 58
3 Cvclohexane. 1.2.4-triethenvl- 162 C12H18 002855-27-8 58
4 5.8.11.14-Eicosatetraenoic acid.... 318 C21H3402 002566-89-4 53
5 Cyclooctene, 5,6-diethenyl-, trans- 162 C12H18 053264-71-4 52

Abundance Scan 2942 (20.192 min): BM018413.D (-2936) (-) m/z 79.10 100.00%

79.1

-

5000
3 33.1 19.80 20.00 20.20 20.40 20.60
177.1217.2 . ; . . : =
ol H4%ﬁ#ﬁ..ﬁ§%%.|”.?5?{.|.n.,n..|§%%% m/z 41.10 75.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #133931: 5,8,11,14-Eicosatetraenoic acid, ethyl ester, (al...
79.0
5000 g, DUUARAN RN AN SN

19.80 20.00 20.20 20.40 20.60
m/z 91.10 74 .39%

332.0

175.0
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22775: 3a,6-Methano-3aH-inden-5(4H)-one, hexahydro-
79.0

150.0 R A RA LR AN s S
19.80 20.00 20.20 20.40 20.60

5000 m/z 67.10 72.18%

NN |

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

o

Abundance #30665: Cyclohexane, 1,2,4-triethenyl- T T
79.0 19.80 20.00 20.20 20.40 20.60

0
133.0 m/z 80.05 59.26%

5000
T
o,uh.,ﬁ wd o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.80 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122718\
Data File : BM018413.D

Aca On : 28 Dec 2018 01:16

Operator : JU/SJ

Sample : J6576-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM122718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Cholestanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24._.70 7.67 ng 2417720 Perylene-di12 23.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholestanol 388 C27H480 000080-97-7 72
2 Cholestan-3.beta.-ol 388 C27H480 017608-41-2 50
3 Cholestan-3-ol 388 C27H480 027409-41-2 47
4 Cholest-2-ene 370 C27H46 015910-23-3 46
5 Cholestan-3-ol, acetate, (3.beta... 430 C29H5002 001255-88-5 41
Abundance Scan 3708 (24.697 min): BM018413.D (-3701) (-) m/z 43.10 100.00%
431 215.2 /L
107.1
149.1
5000
| 24.40 24.60 24.80 25.00
ol m/z 215.20 91.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153720: Cholestanol
107.0 215.0
165.0
5000 67. 388.0
24.40 24.60 24.80 25.00
“ “‘ m/z 55.10 68.56%
262.0 355.0\
U W“L"l""lL"'l""l
m/z--> 50 100 150 200 250 300 350 400
Abundance #153728: Cholestan-3.beta.-ol
43.0
24.40 24.60 24.80 25.00
5000 m/z 107.10 65.53%
81.0 215.0
210 165.0 388.0
o ‘ W 48.0 2880 355.0
m/z--> ' "55" 100 150 200 250 300 350 400
Abundance #153727: Cholestan-3-ol
43.0 24.40 24.60 24.80 25.00
81.0 233.0 m/z 81.10 59.56%
5000 //\\A‘
0 LB UL SO B
m/z--> 24.40 24.60 24.80 25.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM122718\
Data File : BM018413.D

Aca On : 28 Dec 2018 01:16

Operator : JU/SJ

Sample : J6576-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM122718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 17-(1,5-Dimethylhexyl)-10,1... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
25.03 594.83 ng 187395000 Perylene-di12 23.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-(1.5-Dimethvlhexv1)-10.13-dim... 386 C27H460 1000210-38-4 99
2 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 99
3 Cholesterol 386 C27H460 000057-88-5 95
4 Cholest-5-en-3-o0l. (3.alpha.)- 386 C27H460 000474-77-1 74
5 Cholestane-3,5-diol, 5-acetate, ... 446 C29H5003 041721-93-1 58
Abundance Scan 3765 (25.033 min): BM018413.D (-3746) (-) m/z 43.10 100.00%
431
10511451 515, 2753
5000
on aren | 2480 25100 %530 2o
Ob—— gl : : m/z 105.05 76 .00%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #153226: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-2,3,4,7,8,9...
43.0
386.0
5000 AU U SRR BN U
24.80 25.00 25.20 25.40
m/z 145.10 75 .55%
0b—
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #153148: 26-Nor-5-cholesten-3.beta.-ol-25-one
43.0
2480 25.00 25.20 25.40
5000 m/z 275.25 75.43%
105.0
{ { ‘ 1450 2130  ,759 386.0
ol L bbb oo Ly e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #153157: Cholesterol i B B ma
439 0, 24.80 25.00 25.20 25.40
' m/z 107.10 73.60%
5000 [
otk T AU U SR BRSO U
m/z--> 50 100 150 200 250 300 350 400 450 24.80 25.00 25.20 25.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM122718\
Data File : BM018413.D

Acq On : 28 Dec 2018 01:16

Operator : JU/SJ

Sample : J6576-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM122718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1-Dodecanamine, N... 14.37 11.0 ng 3666860 3 14.43 6645160 20.0
3(N,N-Dimethylmyr... 16.24 8.7 ng 2686190 4 17.17 6181410 20.0
n-Hexadecanoic acid 18.09 55.5 ng 17148700 4 17.17 6181410 20.0
9,12-Octadecadien... 19.25 157.4 ng 48649500 4 17.17 6181410 20.0
Cyclopentadecane 19.28 192.3 ng 72038800 5 21.36 7494150 20.0
Octadecanoic acid 19.37 25.3 ng 9487430 5 21.36 7494150 20.0
5,8,11,14-Eicosat... 20.19 40.4 ng 15146800 5 21.36 7494150 20.0
Cholestanol 24.70 7.7 ng 2417720 6 23.66 6300840 20.0
17-(1,5-Dimethylh... 25.03 594.8 ng 187395000 6 23.66 6300840 20.0
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