LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG120118\
Data File : BG038293.D

Aca On : 1 Dec 2018 18:46

Operator : JU/SJ

Sample : PB115213BL

Misc :

ALS Vial : 9 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

5.159 313 318 326 rVB 22153 36958 1.68% 0.369%
5.623 390 397 412 rVB 443693 742553 33.75% 7.404%
rBv 451511 817744 37.17% 8.154%
7.603 726 734 746 rBV 440447 775278 35.24% 7.731%
8.079 807 815 822 rBV 88210 157343 7.15% 1.569%
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8.396 862 869 880 rvB 324471 592368 26.92% 5.907%
9.254 1007 1015 1025 rBV 269752 508117 23.09% 5.067%
10.899 1287 1295 1306 rBV 110493 219595 9.98% 2.190%
13.332 1702 1709 1724 rBV 737487 1183029 53.77% 11.797%
14.712 1937 1944 1954 rBV2 195302 324743 14.76% 3.238%

=
QO ~NO®

11 16.199 2191 2197 2211 rBV2 603523 957306 43.51% 9.546%
12 17.462 2405 2412 2421 rBV 289188 465031 21.14% 4.637%
13 20.059 2848 2854 2867 rBV 1680844 2200158 100.00% 21.939%%
14 21.739 3133 3140 3151 rBV2 310447 536038 24.36% 5.345%
15 25.059 3687 3705 3717 rBV3 164286 512231 23.28% 5.108%

Sum of corrected areas: 10028492
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG120118\
Data File : BG038293.D

Aca On : 1 Dec 2018 18:46

Operator : JU/SJ

Sample : PB115213BL

Misc :

ALS vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\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

Abundance TIC: BG038293.D
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Abundance TIC: BG038293.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG120118\
Data File : BG038293.D

Aca On : 1 Dec 2018 18:46

Operator : JU/SJ

Sample : PB115213BL

Misc :

ALS Vial : 9 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 unknown5.16 Concentration Rank 3

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

5.16 4.70 ng 36958 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 9
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 Diacetamide 101 C4H7NO2 000625-77-4 7
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7

Abundance Scan 318 (5.159 min): BG038293.D (-313) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 A R UL IR I
480 5.00 5.20 5.40
o Y N 1| N < I N m/z 59.00 55.59%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L IRAULE ISR
59.0 480 500 520 540
m/z 101.00 14_.37%
o ao | 830 03,0'%}"
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #8387: 2-Pentanal, 2,4-dimethyl-
54.0
480 500 520 540
5000 m/z 58.00 13.74%
43.0 101.0
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #3686: 1-Propen-2-ol, acetate L e B B
43.0 480 5.00 5.20 5.40
m/z 41.00 7.62%
5000
58.0
. 15.0 27.0 L | 7%.0 100.0
m/z--> 10 20 30 40 50 60 70 8 9 100 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG120118\
Data File : BG038293.D

Aca On : 1 Dec 2018 18:46

Operator : JU/SJ

Sample : PB115213BL

Misc :

ALS Vial : 9 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 unknown7.60 Concentration Rank 1

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

7.60 98.55 ng 775278 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 733 (7.597 min): BG038293.D (-726) (-) m/z 131.90 100.00%
131.9
5000 68.0
40.0 54,0 9‘?-0 720 7.40 7.60 7.80 8.00
(o} L o m/z 68.00 42 .80%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 T
7.20 7.40 7.60 7.80 8.00
33.0 105.0 m/z 133.90 31.81%
51.0 70.0 86.0
0! T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 720 7.40 7.60 7.80 8.00
5000 9go 1160 m/z 66.00 30.28%
0: T "‘l \I\ — "‘Ml — ‘: : Iw‘l“l : "“l : I‘\ \I —— Il5|8|0| ] :!'8Iglol
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 18.15%
5000 67.0
41.0 97.0
‘ ‘ 117.0
Ouuuu‘l‘..s%lo“ Hfl ....“..H. N B R o
m/z--> 100 120 140 160 180 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\BG120118\
Data File : BG038293.D

Acq On : 1 Dec 2018 18:46

Operator : JU/SJ

Sample : PB115213BL

Misc :

ALS Vial : 9 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]
unknown5.16 5.16 4.7 ng 36958 1 8.08 157343 20.0
unknown? .60 7.60 98.5 ng 775278 1 8.08 157343 20.0
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