LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108282.D

Aca On : 20 Aug 2018 11:44

Operator : JU/SJ

Sample : PB112114BL

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 F\METHODS\8270-BF080818 .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
1 5.278 495 500 516 rvB 931246 1378002 17.51% 2.476%
2 5.660 559 565 568 rBY 5073965 5540142 70.39% 9.953%
3 6.642 725 732 735 rBVY 4931460 5869184 74.57% 10.544%
4 6.789 752 757 760 rBVY 5465759 5803179 73.73% 10.425%
5 7.013 791 795 799 rBVY 1322083 1110806 14.11% 1.996%

7.172 817 822 826 rBV 4634800 4565985 58.01% 8.203%
7.578 885 891 894 rBV 3187990 3865015 49.11% 6.944%
8.301 1008 1014 1017 rBV 1375678 1388449 17.64% 2.494%
9.377 1190 1197 1200 rBV 6423181 7114692 90.40% 12.782%
10.060 1307 1313 1324 rBV2 1811053 1665624 21.16% 2.992%

=
QO ~NO®

11 10.860 1442 1449 1452 rBV 4582132 4590234 58.32% 8.246%
12 11.560 1563 1568 1571 rBV 1941056 1790678 22.75% 3.217%
13 13.154 1833 1839 1842 rBV 7048740 7870472 100.00% 14.139%
14 14.212 2015 2019 2022 rBV 1945692 1717363 21.82% 3.085%
15 15.777 2278 2285 2295 rBV 1022698 1393870 17.71% 2.504%

Sum of corrected areas: 55663695
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108282.D

Aca On : 20 Aug 2018 11:44

Operator : JU/SJ

Sample : PB112114BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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: BF108282.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108282.D

Aca On : 20 Aug 2018 11:44

Operator : JU/SJ

Sample : PB112114BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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.

5.28 24 .81 ng 1378000 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 500 (5.278 min): BF108282.D (-495) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 UL RS I
| 711 ss1 | 5.00 5.20 5.40 5.60
Obrrrrrrrrrrr e b el e m/z 59.10 53.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL L I R
5.00 5.20 5.40 5.60
59.0 m/z 101.10 16.61%
27|0| 11l 70.0 83.0 1010
e RS R R A RS AR NN RN RS AL RARAS LS RARA RALRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8344 3-Hexanol, 4-methyl-
59.0

5.00 5.20 5.40 5.60
5000 41.0 m/z 58.10 15.04%

29.
‘ 87.0
R T . —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R B R
59.0 5.00 5.20 5.40 5.60
m/z 41.10 8.94%
5000 41.0
A UA N 1) 1260 1420
o AN . SRR H N S | W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108282.D

Aca On : 20 Aug 2018 11:44

Operator : JU/SJ

Sample : PB112114BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.79 Concentration Rank 1

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

6.79 104.49 ng 5803180 1,4-Dichlorobenzene-d4 7.01
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 757 (6.789 min): BF108282.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.0
005y || B J o106k G0 750 720
0 RO L 0 m/z 68.05 47.79%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 U L R LS
6.40 6.60 6.80 7.00 7.20
310 510 m/z 134.00 34.00%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.05 31.92%
0 ‘ 5]\-0\\70‘0\860 ‘\ \‘
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl R T T
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 19.95%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | R | CHNN——
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082018\
Data File : BF108282.D

Acq On : 20 Aug 2018 11:44

Operator : JU/SJ

Sample : PB112114BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 5.28 24_.8 ng 1378000 1 7.01 1110810 20.0
unknown6.79 6.79 104.5 ng 5803180 1 7.01 1110810 20.0
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