LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041919\
Data File : BG040574.D

Acq On : 19 Apr 2019 22:57

Operator : JU/SJ

Sample : PB119049BL

Misc :

ALS Vial : 19 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-BG032719_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
1 5.120 341 346 355 rBvY 79872 127120 3.88% 0.743%
2 5.590 419 426 441 rBV 619728 1024879 31.31% 5.992%
3 7.188 688 698 712 rBY 607292 1067904 32.62% 6.243%
4 7.558 753 761 774 rBVY 597812 1056914 32.29% 6.179%
5 8.028 834 841 850 rBV 243225 395316 12.08% 2.311%

8.351 889 896 905 rvB 967323 1661860 50.77% 9.716%
9.203 1033 1041 1059 rBvV 525525 976186 29.82% 5.707%
10.842 1312 1320 1333 rBV 227891 432359 13.21% 2.528%
1331872 2179669 66.58% 12.743%
14.667 1963 1971 1983 rBV2 427886 760467 23.23% 4._.446%
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11 16.154 2217 2224 2241 rBV 602097 1098316 33.55% 6.421%
12 17.411 2431 2438 2450 rBvV 523226 821789 25.10% 4 _805%
13 19.826 2838 2849 2853 rBV9 26985 87651 2.68% 0.512%
14 19.861 2853 2855 2866 rVB5 26081 63387 1.94% 0.371%
15 20.014 2874 2881 2889 rBV 2341699 3273613 100.00% 19.139%

16 21.683 3158 3165 3178 rBV2 551462 952330 29.09% 5.568%

17 22.429 3287 3292 3298 rBV4 32045 58758 1.79% 0.344%
18 23.075 3391 3402 3403 rBV9 27223 74760 2.28% 0.437%
19 23.921 3541 3546 3553 rVB6 18080 39274 1.20% 0.230%

20 24.955 3712 3722 3738 rVB2 304140 951747 29.07% 5.564%

Sum of corrected areas: 17104299
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041919\
Data File : BG040574.D

Acq On 19 Apr 2019 22:57

Operator : JU/SJ

Sample : PB119049BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG040574.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG041919\
Data File : BG040574.D

Acq On 19 Apr 2019 22:57

Operator : JU/SJ

Sample : PB119049BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.12 6.43 ng 127120 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Guanidine 59 CH5N3 000113-00-8 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 346 (5.120 min): BG040574.D (-341) (-) m/z 43.00 100.00%
a3
59
5000
101 480 5.00 5.20 5.40
o S e8| s 50.00 56380
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I I I UL
59 480 500 520 540
m/z 101.00 17 .69%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 41 m/z 58.00 15.64%
31
69 87
15 53 98
S U SR IS SURILILS UL I S SULIL S WAL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime T e
43 480 5.00 5.20 5.40
m/z 41.10 6.71%
5000
101
o 15 253137 [ 5 %8 6 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\HPCHEM1\BNA_G\DATA\BG041919\
Data File : BG040574.D

Acq On 19 Apr 2019 22:57

Operator : JU/SJ

Sample : PB119049BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 unknown7.56 Concentration Rank 2

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

7.56 53.47 ng 1056910 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 761 (7.558 min): BG040574.D (-753) (-) m/z 132.00 100.00%
132
5000 68 /\
96 LA AR R UL I
40 54 28 | 106 J 7.20 7.40 7.60 7.80
01 L o L A I m/z 68.00 42 _.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 ISR P UL L
7.20 7.40 7.60 7.80
33 44 . 105 m/z 134.00 33.03%
O...|....|....6|0....$|0....|..].-1.5|...|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 720 7.40 7.60 7.80
5000 gg 116 m/z 66.00 28.09%
158 189
R S B S S UL W BRI /\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole l LI L L L B L B

132 720 7.40 7.60 7.80
m/z 69.00 18.75%

5000
104
66
14 27 39 51 °P 77 g9 ‘\ 115 ‘
o) S A S N Y R .- Y

m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041919\
Data File : BG040574.D

Acq On : 19 Apr 2019 22:57

Operator : JU/SJ

Sample : PB119049BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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... 5.12 6.4 ng 127120 1 8.03 395316 20.0
unknown? .56 7.56 53.5 ng 1056910 1 8.03 395316 20.0
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