LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091417\
Data File : BF098534.D

Aca On : 14 Sep 2017 18:06

Operator : SJ/JU

Sample : PB102300BL

Misc :

ALS Vial : 4 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-BF091117.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

4.822 462 465 476 rBvV 156764 227444 6.48% 0.837%
5.251 534 538 561 rBV 2569659 2814814 80.23% 10.361%
rBv 2551981 2688993 76.64% 9.898%
6.416 732 736 740 rBV 3165377 2756918 78.58% 10.148%
6.645 771 775 781 rBV 835644 710272 20.24% 2.614%
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6.798 797 801 812 rBV 2333813 2123562 60.53% 7.816%
7.216 867 872 884 rBV 1664949 1709065 48.71% 6.291%
7.928 989 993 1002 rBV 1102907 968068 27.59% 3.563%
9.004 1171 1176 1180 rBV 3370131 3137462 89.42% 11.548%
9.680 1286 1291 1297 rBV 1135258 1092686 31.14% 4.022%

=
QO ~NO®

11 10.469 1421 1425 1444 rVB 2050669 1861539 53.06% 6.852%
12 11.163 1539 1543 1546 rBV 1273595 1192681 33.99% 4 _.390%
13 12.745 1807 1812 1815 rBV 3709621 3508500 100.00% 12.914%
14 13.792 1986 1990 1994 rBV 1344971 1189073 33.89% 4._.377%
15 15.192 2222 2228 2240 rBV 908663 1149003 32.75% 4.229%

16 16.045 2369 2373 2376 rBV6 24731 37886 1.08% 0.139%

Sum of corrected areas: 27167966
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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\HPCHEM1\BNA F\DATA\BF091417\
BF098534.D

14 Sep 2017 18:06

SJ/Ju

PB102300BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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\BF091417\
Data File : BF098534.D

Aca On : 14 Sep 2017 18:06

Operator : SJ/JU

Sample : PB102300BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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.

4.82 6.40 ng 227444 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 465 (4.822 min): BF098534.D (-462) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ISSEBESARRE R SURRE R
| 83.0 | 440 4.60 4.80 5.00 5.20
o} S| A m/z 59.00 62.16%
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
5000 RN AR LR LR
59.0 440 460 480 500 5.20
0
150 4, 1010 m/z 58.00 18.92%
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
440 4.60 480 500 520
5000 m/z 101.00 17.26%
410 101.0
ol 150 210 7 71.0 83.0
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 T BRamr b
59.0 440 4.60 4.80 5.00 5.20
m/z 41.00 9.74%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 460 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\BF091417\
Data File : BF098534.D

Aca On : 14 Sep 2017 18:06

Operator : SJ/JU

Sample : PB102300BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknown6.42 Concentration Rank 1

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

6.42 77.63 ng 2756920 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 737 (6.422 min): BF098534.D (-732) (-) m/z 132.00 100.00%
132.0
5000 68.0
%0 " e J obo 650 60 6bo ok
01 R A B e m/z 68.00 37.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 SRS S SN
6.00 620 6.40 6.60 6.80
33.0 105.0 m/z 134.00 33.00%
‘ 51.0 70.0 86.0 ‘ ‘
0'"I""I'”'k”'hﬂl"”l""l"‘W""I""P"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 620 6.40 6.60 6.80
5000 m/z 66.00 24 .58%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180 I
Abundance #52379: Tranylcypromine-propionyl e EEEaE R )
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 96.00 14 .39%
74.0
5000 98.0 116.0
0 hm\ Ao wso w0 |l
m/z--> 20 40 100 120 140 160 180 6.00 620 640 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF091417\
Data File : BF098534.D

Acq On : 14 Sep 2017 18:06

Operator : SJ/JU

Sample : PB102300BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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... 4.82 6.4 ng 227444 1 6.65 710272 20.0
unknown6 .42 6.42 77.6 ng 2756920 1 6.65 710272 20.0
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