LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\

Data File : BF089285.D

Aca On - 25 Jul 2016 18:18 Instrument :
Operator : UM/SJ gﬁgiéamlem'
3?22'6 i H4152-11 5346440i;0
ALS Vial : 17 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-BF072016.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 1.701 9 10 53 rVvB 1666019 3540305 100.00% 20.721%
2 4.696 270 272 280 rBV 45835 90259 2.55% 0.528%
3 5.141 308 311 329 rBVY 1100593 1562063 44.12% 9.143%
4 6.227 403 406 408 rBV 1322646 1647859 46.55% 9.645%
5 6.330 413 415 428 rVB 1455546 1661491 46.93% 9.725%

6.559 433 435 446 rVB 270588 323810 9.15% 1.895%
6.719 446 449 451 rBV 1338540 1318830 37.25% 7.719%
627746 1038918 29.35% 6.081%
7.850 545 548 550 rBV 356433 397074 11.22% 2.324%
8.925 639 642 645 rBV 1473817 1618776 45.72% 9.475%

=
QOO ~NO®

\l

=

W

o

N

(0]

w

N

0]

)]

a1

(@]

N

=

os]

<

11 9.325 675 677 680 rBvV 409203 350998 9.91% 2.054%
12 9.588 698 700 703 rBV 417086 415830 11.75% 2.434%
13 10.376 767 769 779 rBV 838979 854315 24.13% 5.000%
14 11.062 827 829 833 rBvV 367766 371481 10.49% 2.174%
15 12.491 952 954 956 rBV 111413 111206 3.14% 0.651%

16 12.651 965 968 970 rBV 894572 1123657 31.74% 6.577%
17 13.188 1013 1015 1017 rBV 85463 73462 2.08% 0.430%
18 13.554 1043 1047 1056 rBV 38687 63389 1.79% 0.371%
19 13.679 1056 1058 1064 rBV 296344 310639 8.77% 1.818%
20 15.017 1173 1175 1178 rBV 166585 211192 5.97% 1.236%

Sum of corrected areas: 17085554
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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:\HPCHEMI\BNA F\DATA\BF072516\

BF089285.D

25 Jul 2016 18:18

UmM/sJ

H4152-11

17 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF072016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089285.D

Aca On = 25 Jul 2016 18:18

Operator : UM/SJ

Sample : H4152-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.70 5.57 ng 90259 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
3 Acetone 58 C3H60 000067-64-1 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 9

Abundance Scan 272 (4.696 min): BF089285.D (-270) (-) m/z 43.05 100.00%
43
59
5000
101 e
| 83 440 4.60 4.80 5.00
o e et e e e e m/z 59.10 62.43%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I L I L
59 440 460 4.80 5.00
m/z 101.00 22 .82%
N Il VNN N N s G
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
59
21 440 4.60 480 500
5000 m/z 58.10 15.67%
86
51 69 101
G R UL RN UL R IS LS IS AR SRS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #214: Acetone LI L L L B
43 440 4.60 4.80 5.00
m/z 41.10 9.13%
5000
15
58
0 2 A %\7\ 1]
I S UL UL UL SURIL SURRLL SURILL IO SULI UL B IBESREE SRE RURE L
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089285.D

Aca On = 25 Jul 2016 18:18

Operator : UM/SJ

Sample : H4152-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 unknown6.33 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.33 102.62 ng 1661490 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 415 (6.330 min): BF089285.D (-413) (-) m/z 132.00 100.00%
5000 68 K
54 ‘ 75 6104 6.00 6.20 6.40 6.60
o..,....,....,...:,".'.‘.‘7," Sh. '|....,..5.‘.7,....,.'!..,.1.1:‘3.,...., - m/z 68.10 47.49%
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
5000
6.00 6.20 6.40 6.60
3 78 m/z 134.00 32.41%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.20 6.40 6.60
5000 m/z 66.05 30.80%

15 28 39 52 6 77 o0 104 o

%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 6.00 6.20 6.40 6.60
m/z 69.05 19.77%
5000
33 44 o g7 105
78
0 ‘ 51 69 |, 86 ‘ | 115 1
R R R o o o o e o  RREARLREES A SRRy
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089285.D

Aca On = 25 Jul 2016 18:18

Operator : UM/SJ

Sample : H4152-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 5 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.49 7.16 ng 111206 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 50
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 38
3 Fluoranthene 202 C16H10 000206-44-0 35
4 n-Butyl laurate 256 C16H3202 000106-18-3 27
5 Nipecotic acid 129 C6H11NO2 000498-95-3 27

Abundance Scan 954 (12.491 min): BF089285.D (-952) (-) m/z 56.10 100.00%
56
202

5000

JAN
LI e

12.20 12.40 12.60 12.80

0 m/z 202.10 74 .96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 |||||||||||/|\||||||||
41 12.20 12.40 12.60 12.80
m/z 57.10 61.80%
0 2 1l h H Ji il 157 185 213 ‘ ‘ 283 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
A b
12.20 12.40 12.60 12.80
so00l 41 m/z 43.10 48.05%
73
129
o2 97112 157 185 213 23927 00 31p
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #62827: Fluoranthene
202 12.20 12.40 12.60 12.80

m/z 41.10 46.98%

5000

101
51 75 122 150 174

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:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089285.D

Aca On = 25 Jul 2016 18:18

Operator : UM/SJ

Sample : H4152-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 6 Butyl myristate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.19 4.73 ng 73462 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 59
2 Cvclopropane. 1-(1-methvlethvD)-... 210 C15H30 041977-39-3 35
3 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 35
4 Oxirane. (1-methvibutv)- 114 C7H140 053229-39-3 35
5 Octadecanoic acid 284 C18H3602 000057-11-4 27
Abundance Scan 1015 (13.188 min): BF089285.D (-1013) (-) m/z 56.10 100.00%
56
5000 4
73
o7 129
111 185 267 285 12.80 13.00 13.20 13.40 13.60
143 199 241
Ol el !'.':”.-. ,'-|!|'..'= 1 m/z 57.10 68.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
56
A
5000 BB DA
41 229 1280 13.00 13.20 1340 1360
m/z 43.10 51.83%
101 284
ok h H‘ ’ ”+5 \ s | 255260
m/z--> 25 45 60 80 100 120 150 160 180 200 220 240 260 280
Abundance
56
12.80 13.00 13.20 13.40 13.60
5000 m/z 41.10 45 _.87%
41

70
11156 154 180 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36863: Cyclobutane, 1-hexyl-2,3-dimethyl- A A
56 12.80 13.00 13.20 13.40 13.60

m/z 55.10 38.87%

5000

70
27 | | % 98112126140 167

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40 13.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089285.D

Aca On = 25 Jul 2016 18:18

Operator : UM/SJ

Sample : H4152-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 7 n-Tetracosanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.55 4.08 ng 63389 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 90
3 l1-Hexacosanol 382 C26H540 000506-52-5 87
4 l1sobutyl tetradecvl carbonate 314 C19H3803 959275-58-2 83
5 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 72
Abundance Scan 1047 (13.554 min): BF089285.D (-1043) (-) m/z 57.10 100.00%
57
83
5000
111
| 13.20 13.40 13.60 13.80
oA e e B LA m/z 43.10 89.42%
m/z--> 50 100 150 200 250 300 350
Abundance #186969: n-Tetracosanol-1
43
5000 83

13.20 13.40 13.60 13.80
m/z 55.10 81.16%

diJ:

18 111
o Ll ls “ A 140 168 195 238 266 308 33
e e S o
m/z--> 50 150 200 250 300 350
Abundance
57
13.20 13.40 13.60 13.80
5000 m/z 83.10 72.31%
83
29 111
0 139 168 196 224 253
L e T e o T T e
m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol
43 13.20 13.40 13.60 13.80
m/z 69.10 68.10%
5000 83
18 111
0 ‘ Ll les ' b | \139 168 196 224 252 278 308 336 364
....,... : P S S e
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072516\
Data File : BF089285.D

Acq On = 25 Jul 2016 18:18

Operator : UM/SJ

Sample : H4152-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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]
2-Pentanone, 4-hy... 4.70 5.6 ng 90259 1 6.56 323810 20.0
unknown6 .33 6.33 102.6 ng 1661490 1 6.56 323810 20.0
Hexadecanoic acid... 12.49 7.2 ng 111206 5 13.68 310639 20.0
Butyl myristate 13.19 4.7 ng 73462 5 13.68 310639 20.0
n-Tetracosanol-1 13.55 4.1 ng 63389 5 13.68 310639 20.0
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