LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091018\
Data File : BG036630.D

Aca On : 10 Sep 2018 18:23

Operator : JU/SJ

Sample : J4769-02

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 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

5.162 309 319 329 rVB 116871 180831 4 _50% 0.961%
5.626 391 398 408 rBV 813079 1299980 32.38% 6.907%
rBv 778840 1338290 33.34% 7.111%
7.583 724 731 742 rBV 833152 1460283 36.38% 7.759%
8.053 803 811 818 rVB 192907 330890 8.24% 1.758%
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8.376 858 866 874 rBV 641595 1114788 27.77% 5.923%
9.216 1000 1009 1018 rBV 558951 989861 24.66% 5.260%
10.861 1280 1289 1295 rBV 270519 496749 12.37% 2.639%
13.305 1697 1705 1713 rBV 1507474 2420984 60.31% 12.864%
14.680 1931 1939 1946 rBV2 443673 736466 18.35% 3.913%

=
QO ~NO®

11 16.161 2185 2191 2213 rBV 921130 1574262 39.22% 8.365%
12 17.418 2398 2405 2419 rBV2 628922 986857 24 .58% 5.244%
13 20.027 2843 2849 2863 rBV 2983002 4014321 100.00% 21.330%
14 21.690 3125 3132 3141 rBV 582217 1058913 26.38% 5.626%
15 24.898 3669 3678 3700 rBvV 224099 816691 20.34% 4 _339%

Sum of corrected areas: 18820166
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091018\
: BG036630.D

: 10 Sep 2018 18:23

: Ju/sd

: J4769-02

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082318 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

ration Parameters:

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG036630.D

5.63 791 7.58
8.38 9.2

|

10.86
5.16 8.05

0
Time-->

7.00

350 4.00 450 500 550 600

6.50

750 8.00 8.50 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG036630.D
20.03

13.31

16.16

17.42 21.69

14.68

0
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

2500000

2000000

1500000

1000000

500000

TIC: BG036630.D

24.90

0

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\HPCHEM1\BNA G\DATA\BG091018\

Data File : BG036630.D

Aca On : 10 Sep 2018 18:23

Operator : JU/SJ

ﬁ?ggle i J4769-02 HR-05-090718-A
ALS Vial : 6 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 10.93 ng 180831 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 319 (5.162 min): BG036630.D (-309) (-) m/z 43.10 100.00%
43.1
59.1
5000
1011 450 5h0 850 5w 1
Ol L 1B | 00 10 55 16%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA UL RS I B
59.0 480 500 520 540
0
150 a0 1010 m/z 58.05 16.91%
: 83.0
0 Tl i . .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
480 5.00 520 5.40
5000 m/z 101.10 16.80%
41.0
29.0 101.0
o o 1], 800 || 730 86.0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester R e R
43.0 480 5.00 520 5.40
m/z 41.10 9.45%
5000 57.0
29.0
101.0
0"'l“"|“'Mﬂ“'J|“"|““'|“"|“?g?“"|”"J“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091018\

Data File : BG036630.D

Aca On : 10 Sep 2018 18:23

Operator : JU/SJ

ﬁ?ggle i J4769-02 HR-05-090718-A
ALS Vial : 6 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 unknown7.58 Concentration Rank 1

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

7.58 88.26 ng 1460280 1,4-Dichlorobenzene-d4 8.05
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 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 731 (7.583 min): BG036630.D (-724) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00 sy || 750 70 1o 7k 800
Obrrprrrrprrrr et b i 2 e 82t || M/Z 68.10  47.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 R UL UL LR
7.20 7.40 7.60 7.80 8.00
33.0 44.0 105.0 m/z 134.10 32 .54%
0 | 86.0 .
O T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.36%
104.0
ol 140 270 390 510 00770 g0 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl- R R mammame B
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.58%
104.0
5000
51.0 7.0
39.0 ‘ 65.0 ‘ 010 115.0
O'W'“w'“w'”w'“'ﬁ”'wm"”P'““ﬂ“'wjhwjmw'”lh“w" R UL IR LR
m/z--> 10 20 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\BG091018\
Data File : BG036630.D

Acq On : 10 Sep 2018 18:23

Operator : JU/SJ

Sample - J4769-02

Misc :

ALS Vial : 6 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 10.9 ng 180831 1 8.05 330890 20.0
unknown7 .58 7.58 88.3 ng 1460280 1 8.05 330890 20.0
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