LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF120117\
Data File : BF101074.D

Aca On : 1 Dec 2017 20:11

Operator : SJ/JU

Sample : 16622-08

Misc :

ALS Vial : 20 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:\HPCHEM1I\BNA F\METHODS\8270-BF113017.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 5.081 505 509 521 rBB 65571 90945 6.17% 0.755%
2 5.469 570 575 579 rBVY 1282293 1369975 92.88% 11.372%
3 6.487 742 748 755 rBVY 1344214 1443440 97.86% 11.982%
4 6.622 766 771 774 rBV 1594507 1456612 98.75% 12.091%
5 6.845 806 809 813 rBV 367776 293861 19.92% 2.439%
6 7.004 832 836 839 rBVY 1314247 1092409 74.06% 9.068%
7 7.416 900 906 909 rBV 937719 863037 58.51% 7.164%
8 8.128 1023 1027 1031 rBV 474075 382444 25.93% 3.175%
9 9.204 1206 1210 1213 rBVY 1746594 1475030 100.00% 12.244%
10 9.598 1273 1277 1279 rBV 144054 118850 8.06% 0.987%
11 9.804 1307 1312 1317 rBV 30869 24897 1.69% 0.207%
12 9.886 1322 1326 1329 rVVv 477759 393659 26.69% 3.268%
13 10.304 1395 1397 1400 rVB 28665 21025 1.43% 0.175%
14 10.674 1456 1460 1463 rBV 830622 704679 47.77% 5.849%
15 10.774 1475 1477 1482 rBvV 21291 23756 1.61% 0.197%

16 11.374 1575 1579 1582 rBV 403667 342442 23.22% 2.843%
17 12.957 1844 1848 1851 rBV 1199522 1042054 70.65% 8.650%
18 13.839 1995 1998 2006 rVB 113764 124770 8.46% 1.036%
19 14.015 2024 2028 2031 rBV 375540 313757 21.27% 2.604%
20 14.480 2101 2107 2111 rBV5 14037 30337 2.06% 0.252%

21 14.598 2123 2127 2133 rVBS8 8152 17859 1.21% 0.148%
22 14.757 2150 2154 2159 rBV 110768 116554 7.90% 0.967%

23 15.486 2273 2278 2283 rBV 222130 274846 18.63% 2.281%
24 15.980 2356 2362 2370 rBV5 13639 29920 2.03% 0.248%

Sum of corrected areas: 12047158
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF120117\

BF101074.D

1 Dec 2017 20:11

SJ/Ju

16622-08

20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF113017.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF101074.D
6.62
1500000
5.47 6.49 7.00
1000000 7.42
500000
6.85
5.08
S | G | N | | Y | SN
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF101074.D
9|20
1500000
12.96
1000000
10.67
8.13 9.89
500000 11.37
9.60
o 9’.\ 10’\.30 @0.77
T i A e T T T T T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF101074.D
1500000
1000000
500000
14.02
15.49
13.84 14.76
0 14.28.60 15.98
A Em e e e e e e e Fm—— L e B e B
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF120117\
Data File : BF101074.D

Aca On : 1 Dec 2017 20:11

Operator : SJ/JU

Sample : 16622-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.08 6.19 ng 90945 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 3-Hexanol 102 C6H140 000623-37-0 28

Abundance Scan 509 (5.081 min): BF101074.D (-505) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 —
| 83.0 | 4.80 5.00 5.20 5.40
o) RSSOV 4 1 PRSBSSSEROY £ PSS SRS NS m/z 59.10 56.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U UL L R IR
480 500 5.20 5.40
59.0 1010 m/z 101.00 20.76%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 14.16%
20.0 101.0
0 150 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R e e
43.0 4.80 500 5.20 5.40
m/z 41.10 9.54%
5000
101.0
o 150 om0 | %89 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF120117\
Data File : BF101074.D

Aca On : 1 Dec 2017 20:11

Operator : SJ/JU

Sample : 16622-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 2 unknown6.62 Concentration Rank 1

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

6.62 99.14 ng 1456610 1,4-Dichlorobenzene-d4 6.85
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 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 771 (6.622 min): BF101074.D (-766) (-) m/z 132.00 100.00%
132.0
5000 68.1
%01 o1 520 640 Gk0 6k 700
01 : L m/z 68.10 39.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 R AL UL RN I
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.29%
0 ‘ L1 H | 1
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 24 .53%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl T Baaa e e )
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.70%
74.0
5000 98.0 116.0
0|||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.0|||||]:8|9.|0| R RAREE R
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF120117\
Data File : BF101074.D

Aca On : 1 Dec 2017 20:11

Operator : SJ/JU

Sample : 16622-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 Octacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.84 7.95 ng 124770 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1998 (13.839 min): BF101074.D (-1995) (-) m/z 57.10 100.00%
57.1
97.1
5000
| 1200 " 13.60 13.80 14.00 14.20
(o} e m/z 55.00 91 .44%
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57.0
97.0
5000 HRIRA AU SR BRI SR
13.60 13.80 14.00 14.20
m/z 43.05 87.70%
27.0| | dk\d m ”‘Jﬂ3f'q‘ 181.0 222.0251.0 292.0322.0 362.0392.0
m/z--> 55 160 1éo 260 2%0 360 3éo '
Abundance
57.0 (97.0
" 13.60 13.80 14.00 14.20
5000 m/z 83.10 86.66%
139.0
27.0 181.0 222.0252.0 308.0337.0
m/z--> 55 160 1éo 260 250 360 3éo '
Abundance #155046: 1-Heneicosanol
550 o7, 13.60 13.80 14.00 14.20
' m/z 97.10 74 .12%
5000
RECLEN I‘ ‘ | | 130 1890 5240 2660
m/z--> 55 100 150 200 250 360 3éo ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF120117\
Data File : BF101074.D

Aca On : 1 Dec 2017 20:11

Operator : SJ/JU

Sample : 16622-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.76 8.48 ng 116554 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 86
2 7-Nonenamide 155 C9H17NO 090949-53-4 64
3 Tetradecanamide 227 C14H29NO 000638-58-4 64
4 Dodecanamide 199 C12H25NO 001120-16-7 59
5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59

Abundance Scan 2155 (14.762 min): BF101074.D (-2150) (-) m/z 59.00 100.00%

5000

a
LI L B N N

14.40 14.60 14.80 15.00

112.1137.1161 9 209.0 2632 3021

o m/z 72.00 68.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128443: 9-Octadecenamide, (2)-
59.0
5000 LI L L L L L LB L L B
14.40 14.60 14.80 15.00
m/z 55.00 52.13%
b 0 0100 1880 7200 230 L0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59.0
RN
14.40 14.60 14.80 15.00
5000 m/z 43.05 36.48%
. 29.0 98.0 126.0 155.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83610: Tetradecanamide R AR EEEEE T
59.0 14.40 14.60 14.80 15.00
m/z 41.05 29.75%
5000
29.0 97.0 128.0 184.0 227.0
o.upn.hnﬁ.h.m.ﬁ”m,wn%§%q”..”..”.ﬂ..”” S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.40 14.60 14.80 15.00

8270-BF113017.M Mon Dec 04 13:17:40 2017 Page: 6



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF120117\
Data File : BF101074.D

Aca On : 1 Dec 2017 20:11

Operator : SJ/JU

Sample : 16622-08

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 unknownl15.98 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.98 2.18 ng 29920 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 47
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 47
3 1.2-Octadecanediol 286 C18H3802 020294-76-2 47
4 Octadecvyl trifluoroacetate 366 C20H37F302 079392-43-1 47
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 47
Abundance Scan 2362 (15.980 min): BF101074.D (-2356) (-) m/z 57.10 100.00%
51.
97.0
5000
35.1 207.0 AR EAmma
I ‘ | | | 281.0 15.60 15.80 16.00 16.20
ottt m/z 97.05 77 .76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecyl ester
57.0
97.0
5000 R U DU SUREE B
15.60 15.80 16. 00 16.20
m/z 83.05 67 .80%
0,260/ H‘ “\M MOH 4820 2520 2970 398.0
m/z--> 50 100 150 200 2%0 360 3%0 460
Abundance
57.0
97.0 LA UNISR B SUNE I
15.60 15.80 16.00 16.20
5000 m/z 43.00 59.48%
169.0
o260 138.0 2100 9550 406.0
m/z--> éo 160 1%0 260 2%0 360 3%0 460
Abundance #133064: 1,2-Octadecanediol e EARRs RS
57.0 15.60 15.80 16.00 16.20
m/z 55.05 58.54%
97.0
5000
18.
oL | ‘ J‘ J].390 2070 2550
s B 1% 10 2o e a0 a0 a0 | | 1560 1580 1600 1620
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF120117\
Data File : BF101074.D

Acq On : 1 Dec 2017 20:11

Operator : SJ/JU

Sample - 16622-08

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .M
Quant Title : 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... 5.08 6.2 ng 90945 1 6.85 293861 20.0
unknown6 .62 6.62 99.1 ng 1456610 1 6.85 293861 20.0
Octacosanol 13.84 8.0 ng 124770 5 14.02 313757 20.0
9-Octadecenamide, ... 14.76 8.5 ng 116554 6 15.49 274846 20.0
unknownl15.98 15.98 2.2 ng 29920 6 15.49 274846 20.0
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