LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082718\

Data File : BF108541.D

Aca On : 28 Aug 2018 5:58 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J4659-14 O&Ql&DBéiEUS
isc :

ALS Vial : 43 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-BF080818 .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 5.231 489 492 499 rBV 37693 38518 1.17% 0.205%
2 5.619 555 558 572 rBV 850450 863908 26.30% 4.604%
3 6.613 724 727 742 rVB 628718 555248 16.91% 2.959%
4 6.766 749 753 757 rBVY 1915347 1653378 50.34% 8.811%
5 6.995 789 792 796 rBV 724940 621778 18.93% 3.314%

6 7.154 815 819 823 rBV 2592802 2401298 73.11% 12.797%
7 7.560 883 888 892 rBV 1869264 1921109 58.49% 10.238%
8 8.283 1007 1011 1026 rVB 767141 720386 21.93% 3.839%
9 9.354 1189 1193 1196 rBV 3759984 3284508 100.00% 17.504%
10 9.742 1256 1259 1270 rBV 261508 245616 7.48% 1.309%
11 10.042 1307 1310 1322 rVB2 796475 693463 21.11% 3.696%
12 10.701 1419 1422 1425 rBV 48077 41822 1.27% 0.223%
13 10.836 1441 1445 1453 rBV 1061998 1048070 31.91% 5.585%
14 10.924 1457 1460 1470 rVB2 48040 70032 2.13% 0.373%

15 11.536 1560 1564 1572 rBV 702356 624952 19.03% 3.330%
16 12.548 1733 1736 1740 rBV 50763 42208 1.29% 0.225%
17 13.124 1829 1834 1837 rBV 2696032 2545468 77.50% 13.565%
18 14.065 1986 1994 2005 rBV5 46536 179339 5.46% 0.956%
19 14.189 2011 2015 2020 rBV 791017 677566 20.63% 3.611%
20 15.306 2200 2205 2211 rBV 30249 40247 1.23% 0.214%

21 15.742 2269 2279 2286 rBV 338549 495780 15.09% 2.642%

Sum of corrected areas: 18764694
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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

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\

BF108541.D

28 Aug 2018 5:58

JussJ

J4659-14

43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

082218-DBRI-E-U-S
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108541.D

Aca On : 28 Aug 2018 5:58

Operator : JU/SJ

ﬁ?ggle i J4659-14 082218-DBRI-E-U-S
ALS Vial : 43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.77 Concentration Rank 2

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

6.77 53.18 ng 1653380 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
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 754 (6.772 min): BF108541.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
%0 S J Tho ok 60 b0 75
01 L e e S m/z 68.10 39.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 UL S LA L
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 33.57%
51.0 70.0 86.0
01 B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 25.51%
104.0
miz--> 20 40 e'o & o ik e ik 1%
Abundance #52379: Tranylcypromine-propionyl e .L, A
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 15.63%
74.0
5000 98.0 116.0
0|||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| |‘H||||:!-5|8|.0|||||]:8|9.|0| A RERES S
m/z--> 20 40 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108541.D

Aca On : 28 Aug 2018 5:58

Operator : JU/SJ

ﬁ?ggle i J4659-14 082218-DBRI-E-U-S
ALS Vial : 43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 3 Pentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.92 2.24 ng 70032 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptadecane 240 C17H36 000629-78-7 83
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 78

Abundance Scan 1459 (10.919 min): BF108541.D (-1457) (-) m/z 57.10 100.00%

51.1

5000
113.1 1411 236.2 320.8 10.60 10.80 11.00 11.20
0! | m/z 43.10 82.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71393: Pentadecane
57.0
5000 LN L L L L L LB L |
85.0 10.60 10.80 11.00 11.20
29.0 m/z 71.10 57.62%
ol Ly 113014101690  212.0
rprb e e e S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83025: Hexadecane
57.0
10.60 10.80 11.00 11.20
5000 m/z 41.05 43.27%
85.0
29.0
o LAt ‘ 113.0 141.0 169.0 197.0 226.0
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94345: Heptadecane L B
57.0 10.60 10.80 11.00 11.20
m/z 85.05 37.51%
5000 850
29.0
o | JM30141.0169.01060 2400
T T P [T e A P P e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108541.D

Aca On : 28 Aug 2018 5:58

Operator : JU/SJ

ﬁ?ggle i J4659-14 082218-DBRI-E-U-S
ALS Vial : 43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Octacosanol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.07 5.29 ng 179339 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octacosanol

2 l1-Heptacosanol

3 Heptacosvl acetate
4 Triacontvl acetate
5 1-Heneicosanol

410 C28H580
396 C27H560
438 C29H5802
480 C32H6402
312 C21H440

000557-61-9 91
002004-39-9 91
1000351-78-2 87
041755-58-2 87
015594-90-8 87

Abundance Scan 1995 (14.071 min): BF108541.D (-1986) (-) m/z 57.10 100.00%
57.1
97.0
5000
13.80 14.00 14.20 14.40
0 m/z 55.05 82.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215904: Octacosanol
57.0
97.0
5000 LA L L L L LB
13.80 14.00 14.20 14.40
m/z 43.05 79.58%
39.0
o L. | 11 1, 181.0 222.0 292.0 334.0 392.0
et e A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57.0 97.0
R R REEE S R
13.80 14.00 14.20 14.40
5000 m/z 83.05 73.11%
0
o L WL, 1810 222.0 264.0 306.0 378.0
=t e e e A e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #224391: Heptacosyl acetate i R T R
43.0 13.80 14.00 14.20 14.40
97.0 m/z 97.05 57.41%
5000
39.0
0 L H ‘ Hjﬂ |, 181.0 222.0 264.0 306.0 378.0 423.0
I L A o o e L B B i S o o e e R R o SRR
m/z--> 50 100 150 200 250 300 350 400 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF082718\

Data File : BF108541.D

Acg On : 28 Aug 2018 5:58

Operator : JU/SJ

ﬁ?ggle i J4659-14 082218-DBRI-E-U-S
ALS Vial : 43 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 .77 6.77 53.2 ng 1653380 1 7.00 621778 20.0
Pentadecane 10.92 2.2 ng 70032 4 11.54 624952 20.0
Octacosanol 14.07 5.3 ng 179339 5 14.19 677566 20.0
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