LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013118\
Data File : BF102683.D

Aca On : 1 Feb 2018 4:11

Operator : SJ/JU

Sample : PB106224BL

Misc :

ALS Vial : 26 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-BF012218.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 4.916 477 481 492 rBV 167919 247572 7.32% 0.966%
2 5.339 549 553 573 rBY 3103403 3382338 100.00% 13.200%
3 6.369 724 728 744 rBVY 2955694 3240826 95.82% 12.648%
4 6.486 744 748 763 rVB 3437954 3300135 97.57% 12.880%
5 6.704 782 785 795 rVB 880106 771298 22.80% 3.010%

6.863 808 812 815 rBV 2701631 2413997 71.37% 9.421%
7.275 878 882 899 rBV 1667589 1813780 53.63% 7.079%
853381 930550 27.51% 3.632%
9.063 1181 1186 1200 rBV 3183791 2903107 85.83% 11.330%
9.739 1297 1301 1310 rBV 810020 804687 23.79%% 3.140%
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11 10.533 1432 1436 1452 rBV 1239971 1335348 39.48% 5.212%
12 11.227 1550 1554 1569 rBV 756041 732062 21.64% 2.857%
13 12.621 1787 1791 1794 rBV 57055 50194 1.48% 0.196%
14 12.810 1819 1823 1826 rBV 2708718 2377388 70.29% 9.278%
15 13.868 1999 2003 2010 rBV 795801 787593 23.29% 3.074%

16 15.298 2241 2246 2253 rBV 377122 532165 15.73% 2.077%

Sum of corrected areas: 25623040
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF013118\

BF102683.D
1 Feb 2018 4:11
SJ/JuU
PB106224BL
26 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF012218.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\BF013118\
Data File : BF102683.D

Aca On : 1 Feb 2018 4:11

Operator : SJ/JU

Sample : PB106224BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.
402 6.42ng 247572 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202

000540-88-5 39

3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9
Abundance Scan 482 (4.922 min): BF102683.D (-477) (-) m/z 43.00 100.00%
43
59
5000
101 T TR
51 | 83 460 4.80 5.00 5.20
A I o LA A I e o o R o m/z 59.00 56.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LA L L L LB L LB B |
460 4.80 5.00 5.20
m/z 101.00 19.85%
15 31 101
| 25 7| 37, 53, 83 ]
I o T I o o B S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
R R REEEEmEs ey
57 460 4.80 500 5.20
5000 m/z 58.00 16.74%
29 101
15 37 51 73 8 95
A I o o e B  LLANLAN I e s o B o o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R e
43 460 4.80 5.00 5.20
m/z 40.95 9.70%
5000
101
15 253137 || 51 %8 9 86
A i o o N T B I I e o o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013118\
Data File : BF102683.D

Aca On : 1 Feb 2018 4:11

Operator : SJ/JU

Sample : PB106224BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 unknown6.49 Concentration Rank 1

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

6.49 85.57 ng 3300140 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 749 (6.492 min): BF102683.D (-744) (-) m/z 132.00 100.00%
5000
68
96 e e 680 6RO
40 54 ‘ J 6.20 6.40 6.60 6.80
S T :|'.|.7.7, &7 | Meus . m/z 134.00 34.51%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR R LR
6.20 6.40 6.60 6.80
21 51 78 m/z 68.05 31.72%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 67 m/z 65.95 20.03%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180 i
Abundance #52379: Tranylcypromine-propiony! A B EEmmn s
57 132 6.20 6.40 6.60 6.80
24 m/z 96.00 12.22%
5000 og M°
SN | SRR 8 rﬂQ7ILLII A 188 ,.1?? . SN | S
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF013118\
Data File : BF102683.D

Acq On : 1 Feb 2018 4:11

Operator : SJ/JU

Sample : PB106224BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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... 4.92 6.4 ng 247572 1 6.70 771298 20.0
unknown6 .49 6.49 85.6 ng 3300140 1 6.70 771298 20.0
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