LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108323.D

Aca On : 21 Aug 2018 7:15

Operator : JU/SJ

Sample = J4521-06

Misc :

ALS Vial : 33 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

3.195 141 146 153 rVB 55714 84978 1.91% 0.249%
5.284 496 501 512 rVB 448703 579001 13.05% 1.694%
rBvV 3636068 3810609 85.87% 11.152%
6.642 727 732 735 rBV 3420067 3425778 77.20% 10.026%
6.666 735 736 742 rVB 129896 92101 2.08% 0.270%
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6.789 753 757 761 rBV 4132895 4182968 94.26% 12.242%
7.019 792 796 799 rBV 1210922 954938 21.52% 2.795%
7.178 818 823 826 rBV 3762983 3340361 75.27% 9.776%
7.577 886 891 895 rBV 2463229 2636320 59.41% 7.715%
8.301 1009 1014 1017 rBV 1210233 1053336 23.74% 3.083%

=
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11 9.371 1191 1196 1200 rBV 4280449 4437565 100.00% 12.987%
12 10.060 1309 1313 1321 rBV 1007435 1018236 22.95% 2.980%
13 10.860 1444 1449 1464 rBV 2246164 2335300 52.63% 6.834%
14 11.560 1564 1568 1575 rBV 1112057 952861 21.47% 2.789%
15 13.148 1833 1838 1841 rBV 4423952 3901759 87.93% 11.419%

16 14.212 2015 2019 2025 rBV 859034 780841 17.60% 2.285%
17 15.777 2279 2285 2295 rVB 402542 583372 13.15% 1.707%

Sum of corrected areas: 34170324
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108323.D

Aca On : 21 Aug 2018 7:15

Operator : JU/SJ

Sample : J4521-06

Misc :

ALS Vial : 33 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: BF108323.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108323.D

Aca On : 21 Aug 2018 7:15

Operator : JU/SJ

Sample : J4521-06

Misc :

ALS Vial : 33 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 12.13 ng 579001 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23

Abundance Scan 500 (5.278 min): BF108323.D (-496) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 IRARRAREELAREE RALEE LA
5.00 5.20 5.40 5.60
Ob by SLO T 831 | T eg 10 53.30%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I LS I L
59.0 500 520 540 560
m/z 101.10 14 .95%
31|.0 830 g30 1010
ottt e e e e e
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
500 520 540 560
5000 m/z 58.10 14.71%
41.0
29.0 101.0
o o 1l].s00 ] 730 860 |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— L L L L N LB L B
59.0 5.00 5.20 5.40 5.60
m/z 41.05 9.03%
5000
410 101.0
o150 30 T 10 | 690 830
m/z--> 10 20 30 40 50 60 70 8 9 100 110 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 : BF108323.D

Aca On : 21 Aug 2018 7:15

Operator : JU/SJ

Sample : J4521-06

Misc :

ALS Vial : 33 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 87.61 ng 4182970 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 757 (6.789 min): BF108323.D (-753) (-) m/z 131.95 100.00%
131.9
5000 68.0
0050y || % J Sh0 6k S0 o 750
01 e m/z 68.05 46 .86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 U L R LS
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 32.97%
51.0 70.0 86.0
01 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 6.40 6.60 6.80 7.00 7.20
5000 980 1160 m/z 66.05 31.10%
0 IR aman e R I‘I\I\I\ — "Ml : Iw‘l : |H“| |‘|“| : I‘\ - = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 100 120 140 160 180 A
Abundance #14511. (5 MethyI-2-pyridyl)acetonitrile R e AR
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.05 19.11%
5000
65.0 92.0
Unn "%iq ““'I‘j"'ul"h '%qqq T " Y S S SRR SRR AR SR
m/z--> 20 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 : BF108323.D

Acq On : 21 Aug 2018 7:15

Operator : JU/SJ

Sample - J4521-06

Misc :

ALS Vial : 33 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 12.1 ng 579001 1 7.02 954938 20.0
unknown6.79 6.79 87.6 ng 4182970 1 7.02 954938 20.0
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