LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091018\
Data File : BG036636.D

Aca On : 10 Sep 2018 22:16

Operator : JU/SJ

Sample : J4777-02

Misc :

ALS Vial : 12 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

5.159 308 318 328 rBV 128138 200761 4._.79% 1.004%
5.623 390 397 406 rBV 940963 1454657 34.72% 7.273%
rBv 873068 1508698 36.01% 7.544%
7.586 724 731 739 rBV 944459 1599826 38.19% 7.999%
8.056 804 811 818 rBV 200707 336953 8.04% 1.685%
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8.379 858 866 874 rVB 686919 1187959 28.36% 5.940%
9.213 1001 1008 1018 rBV 610188 1085109 25.90% 5.426%
10.858 1278 1288 1295 rBVY 285698 511046 12.20% 2 .555%
13.302 1697 1704 1716 rBV 1719674 2605143 62.18% 13.026%
14.677 1931 1938 1946 rBV2 466020 747687 17.85% 3.739%

=
QO ~NO®

11 16.164 2184 2191 2206 rBV 1053462 1712674 40.88% 8.564%
12 17.421 2399 2405 2417 rBV 639662 974018 23.25% 4_870%
13 20.030 2843 2849 2862 rBV 3196419 4189538 100.00% 20.948%
14 21.687 3124 3131 3142 rBV 582136 1065265 25.43% 5.326%
15 24.895 3667 3677 3697 rBVv3 213390 820175 19.58% 4.101%

Sum of corrected areas: 19999509
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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\HPCHEM1\BNA G\DATA\BG091018\
: BG036636.D

: 10 Sep 2018 22:16

: Ju/sd

: JAa777-02

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
ration Parameters: LSCINT.P
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TIC: BG036636.D
20.03

13.30

16.16
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14.68

Time-->
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TIC: BG036636.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091018\
Data File : BG036636.D

Aca On : 10 Sep 2018 22:16

Operator : JU/SJ

Sample : J4777-02

Misc :

ALS Vial : 12 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 11.92 ng 200761 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 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 318 (5.159 min): BG036636.D (-308) (-) m/z 43.10 100.00%
43.1
59.1
5000
1011 250 500 850 50 1
O e e 731 881 | 59 10 54, 08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL AU IR
59.0 480 500 520 540
0
150 a0 1010 m/z 101.10 16.65%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
480 500 520 540
5000 m/z 58.10 15.96%
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 #8346: 2-Hexanol, 2-methyl-
54.0 480 5.00 5.20 5.40
m/z 41.10 7.43%
5000
410 101.0
oL 150 30 Tls00, | 690 830
LU SR SR SRR UL FULRLEL IR S S LI B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091018\
Data File : BG036636.D

Aca On : 10 Sep 2018 22:16

Operator : JU/SJ

Sample : J4777-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 94 .96 ng 1599830 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-Aminoindole 132 C8H8N2 005192-03-0 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 732 (7.591 min): BG036636.D (-724) (-) m/z 132.05 100.00%
132.1
5000 68.1
96.1 UG S LS R
400 541 ‘ 7.20 7.40 7.60 7.80 8.00
o..,....,....,...:l'.'...,!!..,.-!.'.|,..'.-.,f.‘?;?,..!.,.'.'..,1.1:‘?9,....,-'...,.. m/z 68.10 44._76%
m/z--> 10 20 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 UG L LS L

7.20 7.40 7.60 7.80 8.00
m/z 134.10  33.40%

31.0 51.0
o T “ 1, I
R B R R L L L e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
R
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 30.92%
104.0
66.0
ol 140 270 390 510 710 g90 | 1150 ||
R e Rl RRAE AR e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R e o R
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.12%
5000
63.0
150 280 300 520 7 770 900 1080450 ||
T T [ T T T T T T T T e
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 : BG036636.D

Acq On : 10 Sep 2018 22:16

Operator : JU/SJ

Sample : J4777-02

Misc :

ALS Vial : 12 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 11.9 ng 200761 1 8.06 336953 20.0
unknown? .59 7.59 95.0 ng 1599830 1 8.06 336953 20.0
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