LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111945.D

Aca On : 9 Jan 2019 12:33

Operator : JU/SJ

Sample : PB116192BL

Misc :

ALS Vial : 4 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-BF010719.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 5.128 513 517 526 rVB 191331 249660 5.41% 0.687%
2 5.534 581 586 589 rBY 4005360 4035865 87.46% 11.112%
3 6.528 750 755 758 rBVY 3612876 4133921 89.58% 11.382%
4 6.663 773 778 781 rBVY 4398620 4141486 89.74% 11.403%
5 6.887 812 816 819 rBVY 1099386 998648 21.64% 2.750%

7.045 838 843 846 rBV 3524583 3383663 73.32% 9.316%
7.445 905 911 914 rBV 2573764 2764817 59.91% 7.613%
8.169 1028 1034 1037 rBV 1331184 1235099 26.76% 3.401%
4879099 4614741 100.00% 12.706%
9.922 1327 1332 1336 rBV2 1591968 1436501 31.13% 3.955%
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11 10.716 1462 1467 1470 rBV 3130647 2831884 61.37% 7.797%
12 11.410 1581 1585 1593 rBV 1502256 1248584 27.06% 3.438%
13 12.998 1850 1855 1858 rBV 3913211 3640445 78.89% 10.023%
14 14.051 2030 2034 2038 rVB 997387 840754 18.22% 2.315%
15 15.533 2281 2286 2294 rVB 577936 763116 16.54% 2.101%

Sum of corrected areas: 36319184
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111945.D

Aca On : 9 Jan 2019 12:33

Operator : JU/SJ

Sample : PB116192BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF010719.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: BF111945.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111945.D

Aca On : 9 Jan 2019 12:33

Operator : JU/SJ

Sample : PB116192BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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.

5.13 5.00 ng 249660 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 517 (5.128 min): BF111945.D (-513) (-) m/z 43.00 100.00%
43
59
5000
101 SRR AR RN
51 | 83 | 4.80 5.00 5.20 5.40
o) SESESEEESESSESEMMISESESROY N MRS SIS MMM S m/z 59.10 54.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L I UL UL
59 480 500 520 540
m/z 101.00 17.77%
15 31 101
0 25 7 37, 53 | 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 500 520 540
5000 m/z 58.00 13.38%
29 101
o 15 |, 3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime O BAmmE B e
43 4.80 5.00 5.20 5.40
m/z 41.10 9.14%
5000
101
o 15 253137 | 5 %8 g9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010919\
Data File : BF111945.D

Aca On : 9 Jan 2019 12:33

Operator : JU/SJ

Sample : PB116192BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknown6.66 Concentration Rank 1

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

6.66 82.94 ng 4141490 1,4-Dichlorobenzene-d4 6.89
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 12
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 777 (6.657 min): BF111945.D (-773) (-) m/z 132.00 100.00%
5000 68
640 6.60 680 7.00
0 B E e m/z 68.10 44 _42%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 U R R R
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.41%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
640 6.60 680 7.00
5000 m/z 66.10 29.45%
33 aa o 105
0....|....6|0....|0....|..:!-1.5|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl R L R e ma
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 18.43%
5000 98 116
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, SN | N
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF010919\
Data File : BF111945.D

Acq On : 9 Jan 2019 12:33

Operator : JU/SJ

Sample : PB116192BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 5.13 5.0 ng 249660 1 6.89 998648 20.0
unknown6 .66 6.66 82.9 ng 4141490 1 6.89 998648 20.0
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