LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF090717\

Data File : BF098341.D

Aca On : 8 Sep 2017 4:-38 Instrument :
Operator : SJ/JU gmgigamleM'
3?22'6 i 15131-05 omm1%ﬂog$4bs
ALS Vial : 29 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:\HPCHEM1I\BNA F\METHODS\8270-BF081517.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 4.857 468 471 482 rVB 105401 121869 4_.01% 0.677%
2 5.293 541 545 560 rBV 961389 985781 32.42% 5.477%
3 6.328 717 721 730 rBV2 832100 733477 24.13% 4_.075%
4 6.457 739 743 746 rBVY 1882121 1622290 53.36% 9.014%
5 6.687 779 782 786 rBV 763895 630904 20.75% 3.506%

6.845 805 809 812 rBV 2455818 2192388 72.11% 12.182%
7.257 874 879 882 rBV 1794841 1821916 59.93% 10.123%
883691 810750 26.67% 4 _505%
9.051 1179 1184 1187 rBV 3159494 3040243 100.00% 16.893%
9.722 1294 1298 1302 rBV 852785 794331 26.13% 4._.414%
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11 10.516 1428 1433 1444 rBV 1022384 975163 32.08% 5.418%
12 11.204 1547 1550 1554 rBV 786146 727904 23.94% 4.045%
13 12.798 1816 1821 1824 rBV 2310249 2416487 79.48% 13.427%
14 13.839 1994 1998 2002 rBV 719373 654072 21.51% 3.634%
15 15.251 2233 2238 2253 rVB 388385 469763 15.45% 2.610%

Sum of corrected areas: 17997338
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF090717\
BF098341.D

8 Sep 2017 4:38

SJ/Ju

15131-05

29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098341.D

Aca On : 8 Sep 2017 4:38

Operator : SJ/JU

Sample : 15131-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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.

4._86 3.86 ng 121869 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 471 (4.857 min): BF098341.D (-468) (-) m/z 42.95 100.00%
43.0
59.1
5000
1011 U S AR R
| 83.0 460 4.80 5.00 5.20
oY RSO | R A m/z 59.10 62.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 i ik sk sk
0
150 4, 1010 m/z 101.10 22 .32%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.00 17.78%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R R mra
43.0 460 4.80 5.00 5.20
m/z 41.00 9.33%
5000 101.0
28.0 59.0
84.0
...,%‘?5(.),..:‘M....q‘.:..,.:‘l:‘i....ﬁ.'(.).,.‘l..,....,;...,....,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098341.D

Aca On : 8 Sep 2017 4:38

Operator : SJ/JU

Sample : 15131-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.46 Concentration Rank 2

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

6.46 51.43 ng 1622290 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 743 (6.457 min): BF098341.D (-739) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.1 L I LN I R
40.1 540 115.0 J 6.20 6.40 6.60 6.80
01 o E m/z 68.10 46 .50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony!
57.0 132.0
74.0
5000 98.0 116.0 A L LN I R
6.20 6.40 6.60 6.80
m/z 134.00 32.02%
0 IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ - = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
117.0 620 640 660 6.80
5000 m/z 66.10 28.49%
91.0
39.0 65.0
L S B L L UL S L WL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine e e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.35%
97.0
5000
70.0
31.0
O "|l?ﬁq P"“ e '“l"l}g?" BN P L S UL SR AR LR
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090717\
Data File : BF098341.D

Acq On : 8 Sep 2017 4:38

Operator : SJ/JU

Sample : 15131-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4.86 3.9 ng 121869 1 6.69 630904 20.0
unknown6 .46 6.46 51.4 ng 1622290 1 6.69 630904 20.0
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