LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091818\
Data File : BG036803.D

Aca On : 19 Sep 2018 2:19

Operator : JU/SJ

Sample : PB112954BL

Misc :

ALS Vial : 19 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-BG082318 .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

5.151 313 317 327 rVB2 33460 53257 1.53% 0.310%
5.621 390 397 411 rBV 799463 1251918 36.07% 7.280%
rBv 789377 1360655 39.20% 7.912%
7.577 723 730 741 rBV 731203 1262429 36.37% 7.341%
8.047 803 810 819 rBvV 188170 314846 9.07% 1.831%
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8.371 857 865 875 rvB 574211 969325 27.93% 5.637%
9.211 999 1008 1016 rBV 444955 813191 23.43% 4._.729%
rvB 240719 435420 12.54% 2.532%
13.294 1696 1703 1712 rBV 1275178 1970302 56.76% 11.457%
14.675 1931 1938 1946 rBV2 398997 647602 18.66% 3.766%
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11 16.161 2184 2191 2203 rBV 1079921 1694240 48.81% 9.852%
12 17.419 2398 2405 2415 rBV 606890 922487 26.58% 5.364%
13 20.027 2842 2849 2861 rBV 2558694 3471073 100.00% 20.185%
14 21.684 3124 3131 3144 rVB2 641301 1055412 30.41% 6.137%
15 24.892 3667 3677 3691 rvB2 336989 974555 28.08% 5.667%

Sum of corrected areas: 17196712
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091818\
Data File : BG036803.D

Aca On : 19 Sep 2018 2:19

Operator : JU/SJ

Sample : PB112954BL

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082318 .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: BG036803.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091818\
Data File : BG036803.D

Aca On : 19 Sep 2018 2:19

Operator : JU/SJ

Sample : PB112954BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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.

5.15 3.38 ng 53257 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 36
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 32
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 1,2-Butanediol 90 C4H1002 000584-03-2 25

Abundance Scan 317 (5.151 min): BG036803.D (-313) (-) m/z 43.10 100.00%
d.1
59.1
5000
wr | my ZB0 500 550 540
ot m/z 59.10 58.49%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L L I B
59.0 480 500 520 540
m/z 101.10 14.98%
310 | 830 g 010
O e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
54.0
480 500 520 540
5000 m/z 58.05 14 .23%
43.0 101.0
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
54.0 480 5.00 5.20 5.40
m/z 41.10 8.55%
41.0
5000
86.0
0 | 51'0‘\\\ I 620 ‘ 101.0
LRJURELERN FURLELE SUELELEL IELELEN IR I ILLILELS UL SURELL SR
m/z--> 10 20 30 40 50 60 70 80 90 100 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091818\
Data File : BG036803.D

Aca On : 19 Sep 2018 2:19

Operator : JU/SJ

Sample : PB112954BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.58 Concentration Rank 1

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

7.58 80.19 ng 1262430 1,4-Dichlorobenzene-d4 8.05

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 730 (7.577 min): BG036803.D (-723) (-) m/z 132.10 100.00%

13%.1
5000 68.1
400 541 ‘ | 781 9‘?-1 o1 720 7.40 7.60 7.80 8.00
Ol el S L e W Tm/z 68.10  47.95%
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 R UL UL LR

7.20 7.40 7.60 7.80 8.00
m/z 66.10  31.94%

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 #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
e e mamam o
970 7.20 7.40 7.60 7.80 8.00
5000 £ m/z 134.10 31.63%
70.0
31.0 60.0
‘ 0 Ly | 86.0 I 116.0 1
oL SRENENRS R T FENSS Y FMBTFSM Lt S S IR . SHNURS 1
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine Rl
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.95%
5000
33.0 44.0 0.0 105.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 740 7. 60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091818\
Data File : BG036803.D

Acq On : 19 Sep 2018 2:19

Operator : JU/SJ

Sample : PB112954BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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... 5.15 3.4 ng 53257 1 8.05 314846 20.0
unknown7 .58 7.58 80.2 ng 1262430 1 8.05 314846 20.0
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