LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108283.D

Aca On : 20 Aug 2018 12:11

Operator : JU/SJ

Sample : PB112066BL

Misc :

ALS Vial : 8 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

2.454 16 20 24 rVB 51442 69642 1.07% 0.143%
5.272 494 499 513 rVB 694686 995097 15.24% 2.044%
rBV 4457814 4599149 70.45% 9.448%
6.642 725 732 735 rBV 4222452 4811238 73.69% 9.884%
6.789 751 757 760 rBV 4813599 4795457 73.45% 9.851%
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7.013 791 795 799 rBV 1392804 1206363 18.48% 2.478%
7.172 817 822 825 rBV 4035565 3788387 58.03% 7.783%
7.577 885 891 894 rBV 3004816 3153065 48.30% 6.477%
8.301 1008 1014 1017 rBV 1479870 1535727 23.52% 3.155%
9.371 1190 1196 1199 rBV 5687547 5912136 90.56% 12.146%

=
QO ~NO®

11 10.060 1307 1313 1325 rBV2 1979729 1852548 28.38% 3.806%
12 10.854 1443 1448 1474 rBV 3547046 3890870 59.60% 7.993%
13 11.560 1563 1568 1571 rBV 2243760 1989974 30.48% 4.088%
14 12.942 1800 1803 1808 rVB 111584 85511 1.31% 0.176%
15 13.148 1833 1838 1841 rBV 6692018 6528600 100.00% 13.412%

16 14.212 2015 2019 2023 rBV 2071885 1902584 29.14% 3.909%
17 15.771 2278 2284 2297 rBV 1063147 1561134 23.91% 3.207%

Sum of corrected areas: 48677482

8270-BF080818.M Tue Aug 21 15:24:28 2018 Page: 1



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\BF082018\

BF108283.D

20 Aug 2018 12:11

JussJ

PB112066BL

8 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108283.D

Aca On : 20 Aug 2018 12:11

Operator : JU/SJ

Sample : PB112066BL

Misc :

ALS Vial : 8 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.27 16.50 ng 995097 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 499 (5.272 min): BF108283.D (-494) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 IR LR LR LR AR
5.00 5.20 5.40 5.60
N N D T N~ N NN B o 7= < T M- W=t
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L UL L I
59.0 500 520 540 5.60
m/z 101.10 16.28%
. ..:?1{0 » ‘ 83.0 03,0 101.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
500 520 540 560
5000 m/z 58.10 15.00%
410 101.0
o150 30 || 10, | 690 830
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R R s
59.0 5.00 5.20 5.40 5.60
m/z 41.05 8.99Y%
5000 41.0
31.0
69.0 870
0 15.0 “‘H ‘m‘ 510“‘ : . 98.0
m/z--> 0 20 30 40 50 60 70 8 9 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108283.D

Aca On : 20 Aug 2018 12:11

Operator : JU/SJ

Sample : PB112066BL

Misc :

ALS Vial : 8 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 2 unknown6.79 Concentration Rank 1

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

6.79 79.50 ng 4795460 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
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 757 (6.789 min): BF108283.D (-751) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.1 SRR AAREE SRS SRS R
40.0 540 J 6.40 6.60 6.80 7.00 7.20
ol 4820 | 80 m/z 68.10 45.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 AN SRS SRS SRR
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 33.78%
51.0 70.0 86.0
01 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0

6.40 6.60 6.80 7.00 7.20

5000 m/z 66.10 30.20%
65.0 92.0
39\ 0 m m ‘ 1l | 1q6 0 |
Ottty e Y
m/z--> 20 40 60 80 100 120 140 160 180 /\
Abundance #52379: Tranylcypromine-propionyl R R
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.05 18.67%
74.0
116.0
5000 98.0
S SMSSS SO 6 O AT L N G A S
m/z--> 20 40 60 100 120 140 160 180 6. 40 6.60 6.80 7. 00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082018\
Data File : BF108283.D

Acq On : 20 Aug 2018 12:11

Operator : JU/SJ

Sample : PB112066BL

Misc :

ALS Vial : 8 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]
2-Pentanone, 4-hy... 5.27 16.5 ng 995097 1 7.01 1206360 20.0
unknown6.79 6.79 79.5 ng 4795460 1 7.01 1206360 20.0
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