LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091418\
Data File : BG036736.D

Aca On : 15 Sep 2018 11:42

Operator : JU/SJ

Sample : J4883-02

Misc :

ALS Vial : 26 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
1 5.158 307 318 326 rBV2 130182 224697 5.68% 1.203%
2 5.622 390 397 406 rBV 788486 1244958 31.47% 6.663%
3 7.208 659 667 677 rBV 720022 1250250 31.61% 6.692%
4 7.578 721 730 739 rBV 817608 1406199 35.55% 7.526%
5 8.048 803 810 819 rBV 179744 305471 7.72% 1.635%

8.371 856 865 873 rBvV 578322 990239 25.03% 5.300%
9.212 999 1008 1019 rVB 536754 940283 23.77% 5.033%
10.851 1280 1287 1294 rBV 241515 440115 11.13% 2.356%
13.295 1696 1703 1711 rBV 1370411 2162911 54.68% 11.576%
14.676 1929 1938 1945 rBV2 408191 670749 16.96% 3.590%

=
QO ~NO®

11 16.156 2184 2190 2212 rBV 1144044 1839823 46.51% 9.847%
12 17.414 2398 2404 2411 rBV2 596921 927950 23.46% 4.967%
13 20.022 2842 2848 2860 rBV 3013790 3955659 100.00% 21.172%
14 21.679 3123 3130 3138 rBV2 652896 1053324 26.63% 5.638%

15 23.172 3378 3384 3390 rVB3 44361 77446 1.96% 0.415%

16 23.965 3514 3519 3526 rVB2 41773 86428 2.18% 0.463%

17 24.887 3665 3676 3689 rVB 358228 1066776 26.97% 5.710%

18 26.033 3867 3871 3879 rVB7 17857 40389 1.02% 0.216%
Sum of corrected areas: 18683667
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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\HPCHEMI\BNA G\DATA\BG091418\

BG036736.D

15 Sep 2018 11:42

JussJ

J4883-02

26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\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\BG091418\
Data File : BG036736.D

Aca On : 15 Sep 2018 11:42

Operator : JU/SJ

Sample : J4883-02

Misc :

ALS Vial : 26 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 14.71 ng 224697 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 50
2 Diacetamide 101 C4H7NO2 000625-77-4 45
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 43
4 3-Hexanol 102 C6H140 000623-37-0 40
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 28

Abundance Scan 318 (5.158 min): BG036736.D (-307) (-) m/z 43.10 100.00%
31
5000 591
73.1
| s \ o 450 Sho 520 Sa0 |
O B I T B Bt o R m/z 59.10 51.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 GRS R UL IR
4.80 500 5.20 5.40
59.0 1010 m/z 73.10 33.80%
0 21.0 350, | 510 ” 67.0 83.0 91.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4023: Diacetamide
43.0
480 500 520 540
5000 59.0 m/z 101.10 15.68%
73.0
101.0
o 28.0 |l 510 | 86.0 \
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- R e R
59.0 4.80 500 5.20 5.40
m/z 58.05 14 .73%
5000
410 101.0
o150 30 7] 10, | 690 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091418\
Data File : BG036736.D

Aca On : 15 Sep 2018 11:42

Operator : JU/SJ

Sample : J4883-02

Misc :

ALS Vial : 26 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 92.07 ng 1406200 1,4-Dichlorobenzene-d4 8.05

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27

2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 25

3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10

5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 730 (7.578 min): BG036736.D (-721) (-) m/z 132.10 100.00%

13R.1
5000 68.1
00 sy || 75 70 ko 7k 500
Obrrprrrrprrrr et e e i S e Rl | m/Z 68.10  49.59%
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 LSRR S AR AR

7.20 7.40 7.60 7.80 8.00
m/z 134.10  32.54%

31.0 51.0
o T “ 1, I
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
RN R REEAS
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.97%
150 280 390 520 830 770 900 1040 .., ||
e e e et e e e e
m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140 /\
Abundance #14144: 5-Fluoro-2-chloropyrimidine P
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 20.91%
5000
33.0 44.0 0.0 105.0
.o, " ee0 | | ‘
o) SIS PRMEE BN 15 AL PRSI BN NS N N HMNSISSUNS 1} BN O R SRS A
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\HPCHEMI1\BNA_G\DATA\BG091418\
Data File : BG036736.D

Acq On : 15 Sep 2018 11:42

Operator : JU/SJ

Sample - J4883-02

Misc :

ALS Vial : 26 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 14.7 ng 224697 1 8.05 305471 20.0
unknown7 .58 7.58 92.1 ng 1406200 1 8.05 305471 20.0
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