LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122316\
Data File : BF091925.D

Aca On : 23 Dec 2016 15:55

Operator : UM/SJ

Sample : H6156-23

Misc :

ALS Vial : 10 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-BF122116.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 4.899 243 246 252 rBV 874829 1079990 16.86% 2.452%
2 5.379 285 288 290 rBY 2339214 2472782 38.61% 5.613%
3 6.430 377 380 382 rBVY 1195150 1524669 23.81% 3.461%
4 6.522 385 388 391 rBVY 4196588 4259303 66.51% 9.669%
5 6.739 404 407 409 rBV 1316118 1181352 18.45% 2.682%

6.899 418 421 423 rVB 4272853 4494636 70.19% 10.203%
7.150 441 443 445 rBvY 70792 64859 1.01% 0.147%
7.310 454 457 459 rBV 3540448 3877496 60.55% 8.802%
8.019 517 519 522 rBV 1084874 1485627 23.20% 3.372%
9.105 611 614 616 rBV 6297570 6403946 100.00% 14.537%

=
QO ~NO®

11 9.779 670 673 675 rBV 1440089 1776079 27.73% 4.032%
12 10.568 739 742 745 rBV 3633355 3847408 60.08% 8.734%
13 11.254 800 802 805 rBV 1962490 1727268 26.97% 3.921%
14 12.671 923 926 928 rBV 420304 368195 5.75% 0.836%
15 12.751 928 933 935 rvB2 64946 108867 1.70% 0.247%

16 12.842 938 941 944 rBV 5271101 6163259 96.24% 13.991%
17 13.368 985 987 989 rBv2 216892 266031 4._.15% 0.604%
18 13.882 1030 1032 1035 rBV 1520697 1523339 23.79% 3.458%

19 14.362 1070 1074 1078 rBvV 51103 72015 1.12% 0.163%

20 14.660 1098 1100 1103 rVB 71399 70991 1.11% 0.161%

21 15.277 1151 1154 1156 rBV 867704 1194022 18.65% 2.710%

22 15.311 1156 1157 1162 rVB 67528 89679 1.40% 0.204%
Sum of corrected areas: 44051813
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122316\
Data File : BF091925.D

Aca On : 23 Dec 2016 15:55

Operator : UM/SJ

Sample : H6156-23

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance
6000000

TIC: BF091925.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122316\
Data File : BF091925.D

Aca On : 23 Dec 2016 15:55

Operator : UM/SJ

Sample : H6156-23

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.90 18.28 ng 1079990 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 246 (4.899 min): BF091925.D (-243) (-) m/z 43.05 100.00%
43.0
59.1
5000
o iko 4k 5bo 50
83.1 : : : :
0...,....,....,....',':...,..!.l,...7.,1.'9..,.-...,...:,|....,....,....,....,...., m/z 59.10 59.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL L R U
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 20.93%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 410 m/z 58.10 14 _.79%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime R Eaaammra )
43.0 4.60 4.80 5.00 5.20
m/z 41.10 8.98%
5000
101.0
oL 150 310 | 80690 860 .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122316\
Data File : BF091925.D

Aca On : 23 Dec 2016 15:55

Operator : UM/SJ

Sample : H6156-23

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.52 Concentration Rank 2

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

6.52 72.11 ng 4259300 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 388 (6.522 min): BF091925.D (-385) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 A SAARE RAREE RAREE LR
40.0 54 J 6.20 6.40 6.60 6.80
0 S0 N T .2 | m/z 68.10 47.62%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IBESARBE AR NN SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.37%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.0 6.80
5000 m/z 66.10 30.16%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl B e R
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.33%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | U} W—
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122316\
Data File : BF091925.D

Aca On : 23 Dec 2016 15:55

Operator : UM/SJ

Sample : H6156-23

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.67 4.83 ng 368195 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 64
3 Nipecotic acid 129 C6H11NO2 000498-95-3 47
4 Cvclopropane. 1-(1-methvlethvl)-... 210 C15H30 041977-39-3 35
5 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 32

Abundance Scan 926 (12.671 min): BF091925.D (-923) (-) m/z 56.10 100.00%
56.1
5000
129.1 257.3 S § N N A U —
83.1 1571 185.2 213.2 a12.3 12.40 12.60 12.80 13.00
Obrr vl - m/z 57.10 56.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56.0
5000
12.40 12.60 12.80 13.00
29.0 m/z 43.05 39.42%
83 0 129.0 257.0
0 [l h H \M Wl ‘ 157. O 1850 2130 ‘ \‘ 2830 312 0
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
57.0
12.40 12.60 12.80 13.00
5000 m/z 41.05 39.18%
239.0
29.0
0 850 129.0 157.0 185.0 213.0 282.0 312.0
R R R A RN A R KRN LA LS RN LA RAALN LARSN EAARN AR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12423: Nipecotic acid R S LEEAN R
12.40 12.60 12.80 13.00
m/z 55.05 31.23%
5000
0! S T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12 60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122316\
Data File : BF091925.D

Aca On : 23 Dec 2016 15:55

Operator : UM/SJ

Sample : H6156-23

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Butyl myristate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.37 3.49 ng 266031 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Butvl mvristate 284 C18H3602 000110-36-1 80
2 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 72
3 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 38
4 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 38
5 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 32
Abundance Scan 987 (13.368 min): BF091925.D (-985) (-) m/z 56.10 100.00%
58.1
5000
3.1 129.1 AUV AR A
1571 1852 o412 2853 13.00 13.20 13.40 13.60

o

— : m/z 57.05 61.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #108844: n-Butyl myristate M
56.0

5000
229.0 13 00 13.20 13.40 13.60
m/z 43.10 48.96%

129.0
5.0 284.0
h \\83 0 | 157.0 | 255.0

i M \‘\ ! ! I ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

56.0

13.00 13.20 13 40 13.60

o

5000 m/z 41.10 39.93%
280 129.0
85.0 . 285.0
o 157.0 185.0 513 9 241.0 311.0 340.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #45608: Decane, 2,2,3-trimethyl- AT T T T T
57.0 13. 00 13. 20 13. 40 13. 60

m/z 55.05 31.16%

5000
29.0 85.0 126.0
A u‘ oy \ 169.0

IIIIIIIIIIIlII TTTTrpTTTT IIIIIIIIIIIIIIIIIIIIIIIIIIII TTTT IIIIIIIIIIIIIIIII T TTTT TTr T TTrTT IIIIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 00 13. 20 13. 40 13.60

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122316\
Data File : BF091925.D

Acq On : 23 Dec 2016 15:55

Operator : UM/SJ

Sample : H6156-23

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\BNA_F\METHODS\8270-BF122116.M
Quant Title : 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]
2-Pentanone, 4-hy... 4.90 18.3 ng 1079990 1 6.74 1181350 20.0
unknown6 .52 6.52 72.1 ng 4259300 1 6.74 1181350 20.0
Hexadecanoic acid... 12.67 4.8 ng 368195 5 13.88 1523340 20.0
n-Butyl myristate 13.37 3.5 ng 266031 5 13.88 1523340 20.0
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