LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112118\
Data File : BG038123.D

Aca On : 21 Nov 2018 18:56

Operator : JU/SJ

Sample : PB115013BL

Misc :

ALS Vial : 7 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 G\METHODS\8270-BG111318.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

5.168 315 320 329 rVB 32186 56635 1.99% 0.382%
5.632 392 399 413 rVB 689736 1165686 41.00% 7.869%
rBv 722105 1310445 46.09% 8.846%
7.612 728 736 747 rBV 694580 1235016 43.44% 8.337%
8.088 809 817 826 rVB 142679 253895 8.93% 1.714%
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8.405 864 871 880 rBV 492789 916142 32.22% 6.184%
9.263 1009 1017 1027 rBV 449614 822441 28.93% 5.552%
10.902 1288 1296 1307 rBV 204344 387804 13.64% 2.618%
13.340 1704 1711 1719 rBV 1206812 1919959 67.53% 12.960%
14.721 1939 1946 1955 rBV2 348389 563588 19.82% 3.804%

=
QO ~NO®

11 16.208 2192 2199 2213 rBV 730440 1202337 42.29% 8.116%
12 17.465 2406 2413 2424 rBV2 432411 693640 24.40% 4.682%
13 20.068 2850 2856 2866 rBV 2167404 2843320 100.00% 19.193%
14 21.748 3135 3142 3151 rBV2 430414 758662 26.68% 5.121%
15 25.068 3692 3707 3730 rBv2 183237 684872 24.09% 4.623%

Sum of corrected areas: 14814442
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG112118\
Data File : BG038123.D

Aca On : 21 Nov 2018 18:56

Operator : JU/SJ

Sample : PB115013BL

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG111318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance TIC: BG038123.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112118\
Data File : BG038123.D

Aca On : 21 Nov 2018 18:56

Operator : JU/SJ

Sample : PB115013BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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.

5.17 4_.46 ng 56635 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
3 Acetamide. N-(aminocarbonvI)- 102 C3H6N202 000591-07-1 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 320 (5.168 min): BG038123.D (-315) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 I LA LRI LRI
829 | 480 5.00 520 5.40 5.60
SN 1 NSRRI | st M SRS m/z 59.00 53.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R IR AL IR
59.0 480 500 520 540 5.60
0,
150 a0 1010 m/z 101.00 16.64%
0 ol . 83.0 .
RIS SO SUILI LI SO SUIL SO SURILN IULILLS S B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8367: n-Propyl t-butyl ether
59.0
480 500 520 540 560
5000 410 101.0 m/z 57.95 16.22%
29.0
o 90 Lol 7o so | g
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4192. Acetamide, N-(aminocarbonyl)- AL
43.0 480 5.00 520 5.40 5.60
m/z 41.00 8.29%
5000 500
280 70.0
0 11— ‘\‘ 850 1020
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112118\
Data File : BG038123.D

Aca On : 21 Nov 2018 18:56

Operator : JU/SJ

Sample : PB115013BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 unknown7.61 Concentration Rank 1

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

7.61 97.29 ng 1235020 1,4-Dichlorobenzene-d4 8.09

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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 9
Abundance Scan 736 (7.612 min): BG038123.D (-728) (-) m/z 131.90 100.00%

131.9
5000 68.0
400 540 ‘ | 780 %I'O 50 720 7.40 7.60 7.80 8.00
Ol el 80 L W80 Wl m/z 68.00  43.33%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 (P

7.20 7.40 7.60 7.80 8.00
m/z 133.90 33.58%

31.0 51.0
0....,|...'!-,.!..,”...,...!i...7{3,9...,....,.... S 1 -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R e s R
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 29.34%
33.0 44.0 0.0 105.0
L @0 w0 | | uso |
O e e e e e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal A e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.21%
5000 67.0
41.0 97.0
‘ 79.0 117.0
m/z--> 30 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG112118\
Data File : BG038123.D

Acq On : 21 Nov 2018 18:56

Operator : JU/SJ

Sample : PB115013BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318_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... 5.17 4.5 ng 56635 1 8.09 253895 20.0
unknown7 .61 7.61 97.3 ng 1235020 1 8.09 253895 20.0
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