LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071818\
Data File : BF107466.D

Aca On 18 Jul 2018 10:14

Operator : JU/SJ

Sample : PB111180BL

Misc :

ALS Vial : 4 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-BF071618 .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

2.407 7 12 16 rVB3 43934 68872 1.30% 0.180%
5.237 486 493 500 rVB 424051 552372 10.46% 1.443%
rBvV 3310179 3704516 70.17% 9.681%
6.613 721 727 730 rBV 3642102 3833289 72.61% 10.017%
6.754 746 751 755 rBV 3600762 3903409 73.94% 10.200%
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6.984 786 790 794 rBV 1116045 937392 17.76% 2.450%
7.142 812 817 820 rBV 3293354 3043652 57.65% 7.954%
7.548 880 886 889 rBV 2374557 2577299 48.82% 6.735%
8.266 1003 1008 1012 rBV 1170471 1118668 21.19% 2.923%
9.342 1185 1191 1194 rBV 4378597 4569382 86.56% 11.941%

=
QO ~NO®

11 10.025 1302 1307 1311 rBV 1301715 1382078 26.18% 3.612%
12 10.825 1433 1443 1446 rBV 2730844 3052912 57.83% 7.978%
13 11.525 1556 1562 1565 rBV 1641703 1618270 30.65% 4._.229%
14 13.113 1825 1832 1835 rBV 4988224 5279118 100.00% 13.795%
15 14.171 2007 2012 2017 rBV 1543199 1551557 29.39%% 4 _055%

16 14.618 2085 2088 2092 rBV6 41629 57663 1.09% 0.151%
17 15.707 2268 2273 2282 rVB 727980 1016579 19.26% 2.657%

Sum of corrected areas: 38267028
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071818\
Data File : BF107466.D

Aca On 18 Jul 2018 10:14

Operator : JU/SJ

Sample : PB111180BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance -
5000000 TIC: BF107466.D

4000000
6.61.75

5.62 7.14
3000000
7.55

2000000

6.98
1000000

5.24

o8 A N

R B L S s e s o e e e e B e L S e e e s e | T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance i
5000000 TIC: BF107466.D ",

9.34

4000000
3000000 10.82

2000000
11.52

8.27 10.02

1000000

A I

| [ T T ==
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance ;
5000000 TIC: BF107466.D

4000000

3000000

2000000
14.17

1000000 15.71

14.62

O=F—=r=
Time--> 13.50

—T ——— T T —T—
17.50 18.00

L T
14.50 15.00

T I
15.50 16.00 16.50 17.00

L
18.50

8270-BF071618.M Thu Jul 19 14:41:42 2018 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071818\
Data File : BF107466.D

Aca On 18 Jul 2018 10:14

Operator : JU/SJ

Sample : PB111180BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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.

5.24 11.79 ng 552372 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Butane. 1-(l-methvlethoxv)- 116 C7H160 001860-27-1 32
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 12
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 494 (5.243 min): BF107466.D (-486) (-) m/z 42.95 100.00%
43.0
5000
101.0 R A U
5.00 5.20 5.40 5.60
Ot 28702219 3002 3613 4003| Th/z 59.00  61.56%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U U L I I

5.00 520 5.40 5.60
m/z 101.00 26.49%

‘ 101.0
0 A b L \‘
— A7
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43.0
R R AR R
5.00 5.20 5.40 5.60
5000 m/z 58.10 15.64%
101.0
ol 4
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #4035: 2,3-Butanedione, monooxime e o e R
43.0 5.00 5.20 5.40 5.60
m/z 41.10 9.63%
5000
101.0
m/z--> 0 50 100 150 200 250 300 350 400 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF071818\
Data File : BF107466.D

Aca On 18 Jul 2018 10:14

Operator : JU/SJ

Sample : PB111180BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown6.75 Concentration Rank 1

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

6.75 83.28 ng 3903410 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 750 (6.748 min): BF107466.D (-746) (-) m/z 131.95 100.00%
131.9
68.0
5000
40.0 %e.1 SRR SRS UL R
’ 6.40 6.60 6.80 7.00
ol oS e e || M/Z 67.95  56.10%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 SRR SRS UL SRR
6.40 6.60 6.80 7.00
21 0 m/z 66.10 37.68%
0 ..‘..‘,l.l.,.l..‘,....,.... e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0 132.0
640 660 6.80 7.00
5000 98.0 m/z 134.00 29.21%
0 158.0 189.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #14770: Cyclopropanamine, 1-phenyl- R e R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 26.52%
104.0
5000
510 77-0
onnlemAm”.””...””“”q””.”.””.”.””.”w””“”q””“ e o g
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF071818\
Data File : BF107466.D

Acq On 18 Jul 2018 10:14

Operator : JU/SJ

Sample : PB111180BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618_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... 5.24 11.8 ng 552372 1 6.98 937392 20.0
unknown6.75 6.75 83.3 ng 3903410 1 6.98 937392 20.0
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