LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097921.D

Aca On : 21 Aug 2017 22:38

Operator : SJ/JU

Sample = 14890-01

Misc :

ALS Vial : 14 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-BF081517.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 3.151 178 181 190 rBv2 17769 44800 1.42% 0.182%
2 4.951 483 487 497 rVB 260470 354859 11.26% 1.441%
3 5.363 552 557 560 rBY 2883189 2924036 92.81% 11.877%
4 6.386 725 731 741 rVB 2867616 3150594 100.00% 12.797%
5 6.522 749 754 757 rBVY 2804489 2885725 91.59% 11.721%

6.751 789 793 796 rBV 843573 737424 23 .41% 2.995%
6.904 815 819 823 rBV 2354766 2188134 69.45% 8.888%
7.310 883 888 891 rBV 1728182 1800574 57.15% 7.314%
8.033 1006 1011 1014 rBV 1046317 918555 29.15% 3.731%
9.110 1188 1194 1197 rBV 3045376 2764470 87.74% 11.229%

=
QO ~NO®

11 9.504 1256 1261 1264 rBV 405762 365746 11.61% 1.486%
12 9.780 1304 1308 1312 rBV 944409 844149 26.79%% 3.429%

13 10.222 1380 1383 1386 rVB 46129 36583 1.16% 0.149%
14 10.569 1437 1442 1445 rBV 1530655 1391087 44.15% 5.650%
15 10.692 1460 1463 1470 rBV 62076 66763 2.12% 0.271%

16 11.263 1556 1560 1564 rBV 917298 740800 23.51% 3.009%
17 12.851 1825 1830 1833 rBV 2236503 2048743 65.03% 8.322%
18 13.751 1979 1983 1990 rBvV2 123522 147479 4.68% 0.599%
19 13.898 2003 2008 2011 rBV 727600 714605 22.68% 2.903%
20 15.315 2244 2249 2254 rBV 418182 494192 15.69% 2.007%

Sum of corrected areas: 24619318
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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

U:\HPCHEM1\BNA F\DATA\BF082117\
BF097921.D

21 Aug 2017 22:38

SJ/Ju

14890-01

14 Sample Multiplier: 1

: Z:\HPCHEM1\BNA F\METHODS\8270
: ASP BNA STANDARDS FOR 5 POINT

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

-BF081517 .M

CALIBRATION
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097921.D

Aca On : 21 Aug 2017 22:38

Operator : SJ/JU

Sample = 14890-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 3

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

4.95 9.62 ng 354859 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 487 (4.951 min): BF097921.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
460 4.80 5.00 5.20
83.0
...,....,....,....','::..,..':'I,..??-,O....,.-...,...:,|....,. m/z 59.05 54.92%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LN UL IR B
59.0 460 480 500 520
m/z 101.00 20.52%
\?1‘.0 L1 L 83.0 10:‘I"0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 4.80 500 520
5000 m/z 58.00 16.78%
43.0 101.0
15.0 31.0 69.0 83.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— LA L L L L L
43.0 460 4.80 5.00 5.20
m/z 41.00 8.71%
5000
101.0
15.0 270 6.0 71.0
"w"'w"HM'"w“"w"{'w"'h"'wgqgw"'W"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20

8270-BF081517.M Tue Aug 22 17:17:16 2017 Page: 3



Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097921.D

Aca On : 21 Aug 2017 22:38

Operator : SJ/JU

Sample = 14890-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.52 Concentration Rank 1

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

6.52 78.27 ng 2885730 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 754 (6.522 min): BF097921.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 AR S R LR
40.0 540 J 6.20 6.40 6.60 6.80
4820 | TR 2t m/z 68.10 45.45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony!
57.0 132.0
74.0
5000 98.0 116.0 A NRANE BRARE SRR RS
6.20 6.40 6.60 6.80
m/z 134.00 33.34%
||||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||“‘||||?‘5|8|.q||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.20 640 6.60 6.80
5000 m/z 66.00 29.01%
63.0 g1.0
310 490 95.0 112.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene R A
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.29%
5000
63.0 81.0
3]\-0 4970\ ‘\‘ 1 | ‘\ | | :‘I-]-%O |
m/z--> 20 40 60 80 100 120 140 160 180 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097921.D

Aca On : 21 Aug 2017 22:38

Operator : SJ/JU

Sample = 14890-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.75 4.13 ng 147479 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 90
4 n-Heptadecanol-1 256 C17H360 001454-85-9 90
5 1-Nonadecene 266 C19H38 018435-45-5 90

Abundance Scan 1983 (13.751 min): BF097921.D (-1979) (-) m/z 83.05 100.00%

.0

5000

:

139.1 167.0191.0 300.1 13.40 13.60 13.80 14.00
m/z 57.05 97.26%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosano
55.0 83.0

%

5000 R e e e R
1340 1360 13.80 14.00
29.0 m/z 55.05 91.11%
Il 167.0 196.0  238.0 266.0 294.0
”w””“”,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
69.0 IIIIIIIIIIIIIIIIIIIIIII
97.0 13.40 13.60 13.80 14.00
5000 m/z 97.05 90.43%

121.0
153.0 181.0  224.02500 5974
WWWWWWTWWT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

%

Abundance #131391: n-Nonadecanol-1 R
55.0 13.40 13.60 13.80 14.00
m/z 69.10 88.35%
5000
29.0
I 168.0 196.0  238.0 266.0
EaEaamasauay A e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 40 13. 60 13. 80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF082117\
Data File : BF097921.D

Acq On : 21 Aug 2017 22:38

Operator : SJ/JU

Sample - 14890-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4.95 9.6 ng 354859 1 6.75 737424 20.0
unknown6 .52 6.52 78.3 ng 2885730 1 6.75 737424 20.0
1-Heneicosanol 13.75 4.1 ng 147479 5 13.90 714605 20.0
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