LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122618\
Data File : BF111711.D

Aca On : 26 Dec 2018 13:02

Operator : JU/SJ

Sample : PB115960BL

Misc :

ALS Vial : 6 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-BF121918.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 5.128 511 517 522 rBV 142095 179898 4 _.45% 0.564%
2 5.540 582 587 590 rBY 3127071 3002342 74.30% 9.420%
3 6.540 752 757 760 rBVY 3366252 3120528 77.23% 9.791%
4 6.675 776 780 783 rBVY 3809122 3178187 78.65% 9.972%
5 6.898 815 818 822 rBVY 1162042 989793 24.49% 3.105%

7.057 841 845 849 rBvV 3013137 2540534 62.87% 7.971%
7.457 908 913 916 rBV 2335110 1987067 49.18% 6.234%
8.181 1032 1036 1040 rBV 1444938 1235878 30.58% 3.878%
9.257 1214 1219 1222 rBV 4580170 3865520 95.66% 12.128%
9.939 1331 1335 1338 rBV 1550049 1424411 35.25% 4._.469%

=
QO ~NO®

11 10.722 1464 1468 1472 rBV 2525439 2278933 56.40% 7.150%
12 11.422 1583 1587 1591 rBV 1750847 1440074 35.64% 4.518%
13 13.010 1852 1857 1860 rBV 4086225 4040803 100.00% 12.678%
14 14.063 2032 2036 2039 rBV 1497498 1392784 34.47% 4_370%
15 15.545 2283 2288 2292 rBV 938969 1195809 29.59% 3.752%

Sum of corrected areas: 31872561
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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

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF122618\

BF111711.D

26 Dec 2018 13:02

Jus/sJ

PB115960BL

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121918 .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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122618\
Data File : BF111711.D

Aca On : 26 Dec 2018 13:02

Operator : JU/SJ

Sample : PB115960BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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.

5.13 3.64 ng 179898 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10

Abundance Scan 517 (5.128 min): BF111711.D (-511) (-) m/z 43.00 100.00%
43
59
5000
1 a5 500 570 sa0
83 : : - :
o...,....,....,....','::..‘?.1.!!,...‘??....,....,....,|....,....,.... e || M7z 59.10  57.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR RN R
4.80 5.00 5.20 5.40
59 101 m/z 101.10 18.30%
o 2135 | 51| 67 83 g1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 500 520 540
5000 m/z 58.10 14 .73%
29 101
o L, ‘ 73 83
iz 1 3 3 40 5 65 70 80 80 150 116 196 130 140 120 180
Abundance #40911: 1,8-Nonanediol, 8-methy!l- O EAma L
59 4.80 5.00 5.20 5.40
m/z 41.10 9.46%
5000
43
0 Ll 69 83 o8 123 141 159
m/z--> 10 20 30 4'0 50 60 7'0 8|0 90 100 110 150 130 140 150 160 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122618\
Data File : BF111711.D

Aca On : 26 Dec 2018 13:02

Operator : JU/SJ

Sample : PB115960BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.67 Concentration Rank 1

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

6.67 64.22 ng 3178190 1,4-Dichlorobenzene-d4 6.90
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 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 779 (6.669 min): BF111711.D (-776) (-) m/z 132.00 100.00%
5000 68
40 54 7 & 9|6 511 J " 640 6.60 6.80 7.00
o AL 8T LS m/z 68.10 45.34Y%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 S RS LS RS AR
6.40 6.60 6.80 7.00
33 44 105 m/z 134.00 31.45%
60 70 0 115
01 U DAL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 " 640 6.60 6.80 7.00
5000 gg 116 m/z 66.10 30.57%
okl L8 ez | s 189
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R AR RamE
132 6.40 6.60 6.80 7.00
m/z 69.10 19.51%
5000
92
65
0 27 3\9 5\\:} m“ 7\\7 | ﬁ)s 117 “
m/z--> 20 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\BF122618\
Data File : BF111711.D

Acq On : 26 Dec 2018 13:02

Operator : JU/SJ

Sample : PB115960BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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... 5.13 3.6 ng 179898 1 6.90 989793 20.0
unknown6 .67 6.67 64.2 ng 3178190 1 6.90 989793 20.0
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