LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090618\
Data File : BG036571.D

Aca On : 6 Sep 2018 16:12

Operator : JU/SJ

Sample : J4781-02

Misc :

ALS Vial : 3 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 G\METHODS\8270-BG082318 .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

5.165 310 319 324 rBV 122644 192124 3.91% 0.841%
5.629 389 398 411 rBV 985980 1576998 32.08% 6.905%
rBv 893122 1581804 32.18% 6.927%
7.585 723 731 744 rBV 1038502 1789083 36.39% 7.834%
8.055 804 811 820 rVB 217873 376336 7.66% 1.648%
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8.378 858 866 875 rBV 720039 1243204 25.29% 5.444%
9.219 1000 1009 1020 rBV 677859 1200384 24.42% 5.256%
10.864 1280 1289 1295 rBV 314787 5568255 11.36% 2.445%
13.308 1697 1705 1712 rBV 1776727 2769739 56.34% 12.128%
14.683 1931 1939 1947 rBV2 496906 824635 16.77% 3.611%

=
QO ~NO®

11 16.163 2184 2191 2210 rBV 1355400 2248223 45.73% 9.845%
12 17.427 2399 2406 2411 rBV 711122 1104384 22.46% 4 _.836%
13 20.030 2843 2849 2859 rBV 3636346 4916173 100.00% 21.527%
14 21.686 3124 3131 3141 rBV 769993 1283989 26.12% 5.622%
15 24.900 3665 3678 3697 rBV 340902 1171623 23.83% 5.130%

Sum of corrected areas: 22836954
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090618\
Data File : BG036571.D

Aca On : 6 Sep 2018 16:12

Operator : JU/SJ

Sample : J4781-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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\HPCHEMI1\BNA G\DATA\BG090618\
Data File : BG036571.D

Aca On : 6 Sep 2018 16:12

Operator : JU/SJ

Sample : J4781-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 10.21 ng 192124 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-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 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 318 (5.159 min): BG036571.D (-310) (-) m/z 43.10 100.00%
431
59.1
5000
to1.1 450 50 850 50 T
ol S0l s B0 | ee 10 55.32%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S SR L I
59.0 480 500 520 540
m/z 101.10 17.00%
31|.o 830 g30 1010
O o . e e e B T L e
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
480 500 520 540
5000 m/z 58.10 16.77%
41.0
29.0 101.0
0 Wy 1Ll 800 73.0  86.0 \
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- B RRR RS L S
59.0 4.80 500 5.20 5.40
m/z 41.10 8.31%
5000
410 101.0
o150 30 T 10 | 690 830
m/z--> 10 20 30 40 50 60 70 8 9 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090618\
Data File : BG036571.D

Aca On : 6 Sep 2018 16:12

Operator : JU/SJ

Sample : J4781-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.59 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

7.59 95.08 ng 1789080 1,4-Dichlorobenzene-d4 8.06

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 732 (7.591 min): BG036571.D (-723) (-) m/z 132.10 100.00%

132.1
5000 68.1
00 s || e % 750 740 760 780 500
O bbbt 8L LS M Tm/z 68.10  45.99%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A L LS RN

7.20 7.40 7.60 7.80 8.00
m/z 134.10  33.43%

31.0 51.0
o | I “ 1L 7430 I
R B AR B o B B B R EE e S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R e A AR
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 29.38%
33.0 44.0 0.0 105.0
| 20 1% o Luso |
| RMBEREENL EPSPINES SRS MY WHRBRE MRS BN MRS HME SR} NN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 /\
Abundance #14770: Cyclopropanamine, 1-phenyl- M e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.61%
104.0
5000
51.0 77.0
39.0 65.0 ‘ 91.0 115.0
o N PV D Y P s | N WIS [ A8 D S VO —
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG090618\
Data File : BG036571.D

Acq On : 6 Sep 2018 16:12

Operator : JU/SJ

Sample - J4781-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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... 5.16 10.2 ng 192124 1 8.06 376336 20.0
unknown? .59 7.59 95.1 ng 1789080 1 8.06 376336 20.0
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