LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG042919\
Data File : BG040666.D

Acq On 29 Apr 2019 17:56

Operator : JU/SJ

Sample : PB119264BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG042319_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 height area % max. total

3.153 6 11 17 rBV2 55988 99344 2.48% 0.553%
5.221 355 363 369 rBvV 71061 112278 2.80% 0.625%
rBv 621661 965462 24.07% 5.377%
7.284 706 714 723 rBV 647636 1089191 27.16% 6.066%
7.671 772 780 788 rBV 591946 1020586 25.45% 5.684%
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8.153 855 862 869 rvB 191872 330800 8.25% 1.842%
8.476 909 917 925 rBV 650317 1102957 27.50% 6.143%
9.328 1053 1062 1071 rBV 568072 1000229 24.94% 5.571%
10.973 1335 1342 1350 rBVY 241667 443330 11.05% 2.469%
13.406 1747 1756 1764 rBV 1548734 2318766 57.82% 12.914%

=
QO ~NO®

11 14.781 1984 1990 1997 rBV2 444673 691454 17.24% 3.851%
12 16.261 2236 2242 2252 rBV 967340 1462343 36.46% 8.145%
13 17.525 2449 2457 2465 rBV2 680666 1026079 25.59% 5.715%
14 20.121 2892 2899 2904 rBV 3044732 4010443 100.00% 22.336%
15 21.808 3179 3186 3195 rBV2 691743 1162008 28.97% 6.472%

16 25.174 3749 3759 3774 rVB2 379514 1119622 27.92% 6.236%

Sum of corrected areas: 17954892
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG042919\
Data File : BG040666.D

Acq On 29 Apr 2019 17:56

Operator : JU/SJ

Sample : PB119264BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG040666.D
3000000

2500000
2000000
1500000

1000000

500000
8.15 10.97
.15 5 22

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG040666.D
3000000 20.12

2500000

2000000

13.41
1500000

1000000 16.26
17.52 21.81

500000 14.78
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG040666.D
3000000

2500000

2000000

1500000

1000000
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG042919\
Data File : BG040666.D

Acq On 29 Apr 2019 17:56

Operator : JU/SJ

Sample : PB119264BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.22 6.79 ng 112278 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9
5 Propanenitrile, 3-ethoxy- 99 C5H9NO 002141-62-0 9

Abundance Scan 363 (5.221 min): BG040666.D (-355) (-) m/z 43.00 100.00%
43
5000
1o 480 500 520 540 560
o,...'.,.6.9..-,|....,....,2.1.“.2]4,‘3..2??,....,....,.4.2?.,....?99. m/z 59.00  49.30%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR LR U RN

480 5.00 520 5.40 5.60
m/z 101.00 16.71%

‘ 101
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m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
IIIIIIIIIIIIIIIIIAIIIIIII
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 12 .28%
101
15 69
ot e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R A AR R
43 4.80 5.00 5.20 5.40 5.60
m/z 41.00 9.73%
5000 101
70
15 ‘
oAy -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG042919\
Data File : BG040666.D

Acq On 29 Apr 2019 17:56

Operator : JU/SJ

Sample : PB119264BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 unknown7.67 Concentration Rank 2

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

7.67 61.70 ng 1020590 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 22
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 780 (7.671 min): BG040666.D (-772) (-) m/z 132.00 100.00%
132
68
5000
96 LR UL I I I
40 l sou 7.40 7.60 7.80 8.00
0 N — m/z 68.00 53.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 R RS R A AR
69 7.40 7.60 7.80 8.00
a9 m/z 66.00 41.20%
L
0..l‘““i‘“‘.‘“.“‘.‘.“lm....|....|........l....l....l...
m/z--> 50 100 150 200 250 300 350 400
Abundance
132
9 740 7.60 7.80 800
5000 m/z 134.00 33.81%
31
L L A WL L B WL DU
m/z--> 50 100 150 200 250 300 350 400
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine L R E
132 7.40 7.60 7.80 8.00
m/z 69.00 24 _16%
97
5000
31 10
O'JJ#NIH“\""l""l"" A PURLEEY DAL UL U U L L R
m/z--> 50 100 150 200 250 300 350 400 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\BG042919\
Data File : BG040666.D

Acq On 29 Apr 2019 17:56

Operator : JU/SJ

Sample : PB119264BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_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... 5.22 6.8 ng 112278 1 8.15 330800 20.0
unknown? .67 7.67 61.7 ng 1020590 1 8.15 330800 20.0
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