LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082218\
Data File : BF108416.D

Aca On : 23 Aug 2018 8:02

Operator : JU/SJ

Sample : PB112196BL

Misc :

ALS Vial : 37 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 5.260 493 497 505 rBV 184211 233767 3.86% 0.648%
2 5.637 556 561 564 rBY 3526729 3406899 56.25% 9.450%
3 6.625 723 729 731 rBVY 3373464 3570789 58.96% 9.904%
4 6.642 731 732 743 rVB 94300 90885 1.50% 0.252%
5 6.772 749 754 757 rBVY 3712969 3576251 59.05% 9.920%

7.001 789 793 796 rBV 1124542 963999 15.92% 2.674%
7.160 815 820 823 rBV 4370734 4075392 67.29% 11.304%
7.566 883 889 892 rBV 3080488 3427011 56.59% 9.506%
8.283 1006 1011 1014 rBV 1380930 1171332 19.34% 3.249%
9.360 1188 1194 1197 rBV 6251773 6056323 100.00% 16.799%

=
QO ~NO®

11 10.042 1305 1310 1321 rBV 1341808 1284228 21.20% 3.562%
12 10.836 1441 1445 1463 rBV 1759349 1605770 26.51% 4._.454%
13 11.536 1561 1564 1568 rBV 1199360 1116282 18.43% 3.096%
14 13.124 1830 1834 1838 rBV 4061617 3973271 65.61% 11.021%
15 14.189 2011 2015 2024 rBV 880828 837008 13.82% 2.322%

16 15.742 2273 2279 2288 rBV 454290 663106 10.95% 1.839%

Sum of corrected areas: 36052313
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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\BF082218\

BF108416.D

23 Aug 2018 8:02

JussJ

PB112196BL

37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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:\SVOASRV\HPCHEMI\BNA F\DATA\BF082218\
Data File : BF108416.D

Aca On : 23 Aug 2018 8:02

Operator : JU/SJ

Sample : PB112196BL

Misc :

ALS Vial : 37 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.

5.26 4.85 ng 233767 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 3-Hexanol 102 C6H140 000623-37-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 497 (5.260 min): BF108416.D (-493) (-) m/z 43.05 100.00%
43.0
59.1
5000
to1.1 oD 850 550 550
oS0l B0 | 7 s9 10 54.70%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN RS LS U UL
5.00 520 5.40 5.60
59.0 1010 m/z 101.10 17.07%
ol 350, ), s10 || 670 830910 LT
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
59.0
500 520 540 560
5000 41.0 m/z 58.10 14 .73%
31.0
69.0 87.0
15.0 M L sty 98.0
S S U U I UL UL UL SULILIS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LI L L L N N B}
59.0 5.00 5.20 5.40 5.60
m/z 41.10 9.42%
5000 310 430 73.0
0 ﬂj \“H 51.0/ |/, 84.0 101.0
m/z--> 10 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\HPCHEMI\BNA F\DATA\BF082218\
Data File : BF108416.D

Aca On : 23 Aug 2018 8:02

Operator : JU/SJ

Sample : PB112196BL

Misc :

ALS Vial : 37 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 unknown6.77 Concentration Rank 2

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

6.77 74.20 ng 3576250 1,4-Dichlorobenzene-d4 7.00
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 754 (6.772 min): BF108416.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
w00 sy || % J &0 o 60 750 75
0 AR m/z 68.10 46.09%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 LRI I LA L
6.40 6.60 6.80 7.00 7.20
310 510 m/z 134.00 33.24%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 30.85%
0 "'M |'§{0'k”7ﬂ?"8§9"| J“" [rr T T
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl o EEams R e R
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 18.73%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN § G |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082218\
Data File : BF108416.D

Acq On : 23 Aug 2018 8:02

Operator : JU/SJ

Sample : PB112196BL

Misc :

ALS Vial : 37 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... 5.26 4.8 ng 233767 1 7.00 963999 20.0
unknown6 .77 6.77 74.2 ng 3576250 1 7.00 963999 20.0
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