LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090618\
Data File : BG036573.D

Aca On : 6 Sep 2018 17:30

Operator : JU/SJ

Sample : J4793-01

Misc :

ALS Vial : 5 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

5.162 310 319 327 rVB 111524 179468 4.28% 0.892%
5.626 391 398 409 rBV 841573 1328608 31.72% 6.604%
rBv 756983 1294427 30.90% 6.434%
7.588 724 732 746 rBV 904167 1540824 36.78% 7.659%
8.058 804 812 819 rBV 202744 338076 8.07% 1.680%

abrwWNPEF
\l
N
=
N
(o))
(o))
o
(o))
(o)}
(o0}
(o)}
o0}
o

8.382 859 867 874 rBV 693313 1206779 28.81% 5.998%
9.216 1002 1009 1020 rVB 602091 1051280 25.10% 5.225%
10.861 1280 1289 1294 rBV 280313 507890 12.12% 2.525%
10.914 1294 1298 1306 rVB 113650 192397 4 _.59% 0.956%
13.305 1698 1705 1714 rBV 1656541 2540576 60.65% 12.628%

=
QO ~NO®

11 14.680 1933 1939 1946 rVB3 460585 735264 17 .55% 3.655%
12 16.167 2185 2192 2212 rBV 1208758 1897243 45.29% 9.430%
13 17.424 2398 2406 2412 rBV 636958 981012 23.42% 4_.876%
14 20.033 2843 2850 2862 rBV 3107568 4189049 100.00% 20.822%
15 21.689 3125 3132 3143 rBV 663355 1135054 27.10% 5.642%

16 24.897 3668 3678 3696 rBV3 316266 1000412 23.88% 4._.973%

Sum of corrected areas: 20118359
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090618\
Data File : BG036573.D

Aca On : 6 Sep 2018 17:30

Operator : JU/SJ

Sample : J4793-01

Misc :

ALS Vial : 5 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

Abundance TIC: BG036573.D
3000000

2500000
2000000
1500000

1000000 5.63 7.59

9.22

500000
10.86

5.16 10.91
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Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG036573.D
3000000 20.03

8.06

2500000

2000000
13.31
1500000
16.17

1000000
17.42 21.69

500000 14.68
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG036573.D
3000000

2500000
2000000
1500000
1000000

500000 24.90
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090618\
Data File : BG036573.D

Aca On : 6 Sep 2018 17:30

Operator : JU/SJ

Sample : J4793-01

Misc :

ALS Vial : 5 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 10.62 ng 179468 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 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 319 (5.162 min): BG036573.D (-310) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 AR N AR RN
| 83.1 | 480 5.00 520 5.40
O R e e o e R m/z 59.10 56.47%
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 LA I RS I B
59.0 480 500 520 540
0
150 4, 1010 m/z 101.10 17.88%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
480 500 520 540
5000 m/z 58.10 16.74%
41.0
29.0 101.0
o ol L 730 860 |
R I IR SRS UL LI I I UL RIS SN LRSS B SRS BARRY
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
54.0 480 5.00 520 5.40
m/z 41.10 7.43%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090618\
Data File : BG036573.D

Aca On : 6 Sep 2018 17:30

Operator : JU/SJ

Sample : J4793-01

Misc :

ALS Vial : 5 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 91.15 ng 1540820 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9
Abundance Scan 732 (7.588 min): BG036573.D (-724) (-) m/z 132.10 100.00%
131
5000 68.1

7.20 7.40 7.60 7.80 8.00

0 e X 13 7, 68.10  47.09%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 LA LI L L L L L LB L LB
7.20 7.40 7.60 7.80 8.00
33.0 97T m/z 134.10 33.51%
0..Lhﬂ¢¥.th...,....,....,....,....,....,....,..
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0
R o e N RREEE n
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 30.40%
92.0
39.0 1
O e B L A B e O B
m/z--> 50 100 150 200 250 300 350 400 450 A
Abundance #14770: Cyclopropanamine, 1-phenyl- R R
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.78%
5000
77.0
0..Lﬁ.nl.,ﬁ..w....,....,.”.,.... ———— ) e
m/z--> 50 100 150 200 250 300 350 400 450 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 : BG036573.D

Acq On : 6 Sep 2018 17:30

Operator : JU/SJ

Sample : J4793-01

Misc :

ALS Vial : 5 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 10.6 ng 179468 1 8.06 338076 20.0
unknown? .59 7.59 91.2 ng 1540820 1 8.06 338076 20.0
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