LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117832.D

Aca On : 18 Nov 2019 13:48

Operator :© JU

Sample : PB124875BL

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-BF111319.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

2.322 28 40 45 rVB 86318 123774 1.35% 0.179%
5.157 515 522 533 rBV 1086002 1454213 15.92% 2.108%
rBV 6357324 6644076 72.72% 9.631%
6.545 751 758 760 rBV 6023797 6870069 75.19% 9.959%
6.692 777 783 786 rBV 6474834 7119342 77.92% 10.320%
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6.922 818 822 825 rBV 1781026 1582740 17.32% 2.294%
7.081 844 849 852 rBV 5779384 5727051 62.68% 8.302%
7.481 911 917 920 rBV 4209483 4531447 49.60% 6.569%
8.204 1035 1040 1044 rBV 2177498 2033267 22.25% 2.947%
9.286 1218 1224 1227 rBV 8457213 8391102 91.84% 12.164%

=
QO ~NO®

11 9.969 1334 1340 1343 rBV 2890658 2407448 26.35% 3.490%
12 10.763 1468 1475 1478 rBV 5743172 5837942 63.90% 8.463%
13 11.463 1587 1594 1597 rBV 2890215 2620067 28.68% 3.798%
14 13.057 1860 1865 1868 rBV 9173573 9136586 100.00% 13.244%
15 14.110 2040 2044 2054 rVB 2557942 2354877 25.77% 3.414%

16 15.615 2294 2300 2316 rBV 1606468 2150693 23.54% 3.118%

Sum of corrected areas: 68984694
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117832.D

Aca On : 18 Nov 2019 13:48

Operator :© JU

Sample - PB124875BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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: BF117832.D
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Abundance TIC: BF117832.D
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Abundance TIC: BF117832.D

8000000

6000000

4000000

14.11
2000000 15.62

I L L

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117832.D

Aca On : 18 Nov 2019 13:48

Operator :© JU

Sample - PB124875BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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.

5.16 18.38 ng 1454210 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 522 (5.157 min): BF117832.D (-515) (-) m/z 42.95 100.00%
43
59
5000
i ik 5bo 500 sk
83 : : : :
o...,....,....,....','::..?.1.4!,...‘??....,.~...,...:,|....,....,....,....,...., m/z 59.00 57.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S U L L
59 480 500 520 540
m/z 101.00 20.81%
15 31 101
0 | U Y | 83 ,
R I IR SRS UL LI I IR UL RIS SRR LS RS SRS BARR
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
59
480 500 520 540
5000 M m/z 58.00 16.35%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methyl- T e
43 4.80 5.00 5.20 5.40
m/z 41.00 9.11%
5000
101
15
27 & ‘
0'“v“'v”m'“wH'WH“l“”b'“wgﬁw“'b“w'“WH'W““l““l L R R I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111819\
Data File : BF117832.D

Aca On : 18 Nov 2019 13:48

Operator :© JU

Sample - PB124875BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 unknown6.69 Concentration Rank 1

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

6.69 89.96 ng 7119340 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 783 (6.692 min): BF117832.D (-777) (-) m/z 132.00 100.00%
5000 68
40 %6 J 640 660 6.80 7.00
54 . . : :
o | 77 87 |asus Wl m/z 68.00 37.29%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 R U L R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 35.02%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
640 660 6.80 7.00
5000 67 m/z 66.00 25.22%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A s s E L
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 15.52%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | | A
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\HPCHEMI1\BNA_F\DATA\BF111819\
Data File : BF117832.D

Acq On : 18 Nov 2019 13:48

Operator : JU

Sample : PB124875BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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... 5.16 18.4 ng 1454210 1 6.92 1582740 20.0
unknown6 .69 6.69 90.0 ng 7119340 1 6.92 1582740 20.0
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