LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101218\
Data File : BG037327.D

Aca On : 13 Oct 2018 15:14

Operator : JU/SJ

Sample : PB113715BL

Misc :

ALS Vial : 35 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-BG101118.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

5.192 319 324 332 rBV 43376 71774 1.36% 0.290%
5.650 395 402 412 rBV 1115544 1836672 34.86% 7.426%
rBvV 1172893 2042912 38.78% 8.260%
7.642 732 741 750 rBV 1040382 1878276 35.65% 7.594%
8.118 812 822 830 rBV 203327 364533 6.92% 1.474%
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8.441 866 877 885 rBvV 771257 1415046 26.86% 5.721%
9.293 1012 1022 1034 rBV 654909 1196924 22.72% 4 _.839%
10.938 1293 1302 1312 rBV 300130 539209 10.24% 2.180%
13.371 1708 1716 1724 rBV 1828226 2996013 56.87% 12.113%
14.751 1943 1951 1960 rVB2 486896 816081 15.49% 3.299%

=
QO ~NO®

11 16.232 2196 2203 2222 rBV 1513500 2414585 45.83% 9.762%
12 17.495 2410 2418 2426 rBV 747885 1148437 21.80% 4.643%

13 19.775 2801 2806 2811 rBV 84917 97692 1.85% 0.395%
14 20.098 2854 2861 2869 rBV 3701775 5268236 100.00% 21.300%
15 20.815 2979 2983 2987 rBV2 65362 76295 1.45% 0.308%

16 21.778 3140 3147 3159 rVB 772531 1307364 24.82% 5.286%
17 25.122 3706 3716 3731 rVB2 421226 1263638 23.99% 5.109%

Sum of corrected areas: 24733687
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101218\
Data File : BG037327.D

Aca On : 13 Oct 2018 15:14

Operator : JU/SJ

Sample : PB113715BL

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance
3500000

TIC: BG037327.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101218\
Data File : BG037327.D

Aca On : 13 Oct 2018 15:14

Operator : JU/SJ

Sample : PB113715BL

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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.

5.19 3.94 ng 71774 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 83
2 Acetone 58 C3H60 000067-64-1 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 324 (5.192 min): BG037327.D (-319) (-) m/z 43.00 100.00%
43.0
5000 59.0
| 6.0 1°|1-° 480 500 520 540 560
o e e e e e e m/z 59.00 48.82%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 500 520 540 560
0
150 a0 1010 m/z 58.00 19.47%
0 el . 83.0 .
RIS L SULILIL AR SO SURIL IO IS UL UL UL L
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #214: Acetone
43.0
480 500 520 540 560
5000 m/z 101.00 14 .34%
15.0
58.0
27.0
0 2.0 J 1 1]
RIS L SO AL UL SULIL UL IS UL UL UL R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #3152: 5-Hexen-2-one LI L L L BN B
43.0 480 5.00 520 5.40 5.60
m/z 41.00 8.76%
5000
27.0 55.0
o S | 70 80 o
m/z--> 0 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101218\
Data File : BG037327.D

Aca On : 13 Oct 2018 15:14

Operator : JU/SJ

Sample : PB113715BL

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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 unknown7.64 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.64 103.05 ng 1878280 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
Abundance Scan 741 (7.642 min): BG037327.D (-732) (-) m/z 131.90 100.00%
131.9
5000 68.0
%00 0 e J ee || T 7h 78 8o
o} B e e B e e m/z 68.00 41.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U UL UL L

7.40 7.60 7.80 8.00
m/z 133.90 32.63%

31.0 510
o T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
B B B
74.0 7.40 7.60 7.80 8.00
5000 980 1160 m/z 66.00 27.78%
S P S 0 N N T Y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- s B
132.0 7.40 7.60 7.80 8.00
117.0 m/z 69.00 16.38%
5000
39.0 65.0 o0
o.%59.u.w@.w.,m..m.fk.,u.”u.wh.,”..,....w... Y N —
m/z--> 20 40 60 80 100 120 140 160 180 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\BG101218\
Data File : BG037327.D

Acq On : 13 Oct 2018 15:14

Operator : JU/SJ

Sample : PB113715BL

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101118_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... 5.19 3.9 ng 71774 1 8.12 364533 20.0
unknown? .64 7.64 103.1 ng 1878280 1 8.12 364533 20.0
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