LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091718\

Data File : BG036774.D

Aca On : 18 Sep 2018 5:21 Instrument :

Operator : JU/SJ (BZII\!A_(tSS el
- _ lentosampleld :

3?22Ie : JArrS=08 OR-03-091418-B

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

5.162 309 319 332 rBV 103323 169222 4.27% 0.854%
5.621 390 397 409 rBV 891067 1422344 35.91% 7.178%
rBv 845357 1436304 36.26% 7.248%
7.583 723 731 742 rBV 910898 1549331 39.11% 7.818%
8.053 804 811 820 rBV 208271 360463 9.10% 1.819%
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8.376 857 866 877 rBvV 682628 1203182 30.37% 6.072%
9.211 1000 1008 1019 rBV 589953 1059778 26.75% 5.348%
10.856 1279 1288 1294 rBV 288711 508663 12.84% 2.567%
13.300 1696 1704 1714 rBV 1549763 2421377 61.13% 12.219%
14.675 1931 1938 1946 rBV2 447012 707286 17.86% 3.569%

=
QO ~NO®

11 16.161 2184 2191 2218 rBV 1168064 1871325 47.24% 9.443%
12 17.419 2398 2405 2418 rBV 616778 950778 24 .00% 4._.798%
13 20.027 2842 2849 2857 rBV 2968184 3961110 100.00% 19.989%
14 21.684 3124 3131 3141 rVB 659682 1092073 27.57% 5.511%
15 23.976 3515 3521 3532 rVB6 17756 42513 1.07% 0.215%

16 24.892 3667 3677 3691 rBvV2 365837 1060649 26.78% 5.352%

Sum of corrected areas: 19816398
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091718\

- BG036774.D

- 18 Sep 2018 5:21

- JU/SJ

- J4775-08

: 26 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG082318 .M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.L

LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG036774.D

5.62 71 7.58

8.38 921

|

8.05 10.86

5.16

OF=
Time-->

350 4.00 450 500 550 600 6.50

7.00

750 8.00 8.50 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance

2500000

2000000

1500000

1000000

500000

13.30

TIC: BG036774.D
20.03

16.16

17.42 21.68

14.67

O
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: BG036774.D

24.89

23.98

0
Time--> 23.00 2350 24.00 2450 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\HPCHEMI\BNA G\DATA\BG091718\
Data File : BG036774.D

Aca On : 18 Sep 2018 5:21

Operator : JU/SJ

Sample : J4775-08

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 9.39 ng 169222 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 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 319 (5.162 min): BG036774.D (-309) (-) m/z 43.10 100.00%
31
59.1
5000
oL 480 500 520 540
Y RSN O S~ SN R (o 2 By
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 k0 5o sk s
0
150 a0 1010 m/z 101.10 17.32%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 480 500 520 540
5000 m/z 58.10 16.57%
20.0 101.0
I P L. 730 830 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.97%
5000
41.0
29.0 101.0
o o 1],800 || 730 86.0 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40

8270-BG082318.M Tue Sep 18 17:36:08 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091718\
Data File : BG036774.D

Aca On : 18 Sep 2018 5:21

Operator : JU/SJ

Sample : J4775-08

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 85.96 ng 1549330 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 22

3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10

5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 730 (7.577 min): BG036774.D (-723) (-) m/z 132.10 100.00%

13R.1
5000 68.1
00 sy | 75 7k 7k0 780 5bo
Obrr e el bt ol 85,0 L 118U m/z 68.10 47.67%
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 SRR BRSNS RSN

7.20 7.40 7.60 7.80 8.00
m/z 66.10 32.73%

31.0 51.0
o T “ 1L I
B L AR Raa s B L N R A AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
R RERE R e
7.20 7.40 7.60 7.80 8.00
5000 m/z 134.10 31.84%
150 280 390 520 830 770 900 1040 .., ||
e 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 #14144: 5-Fluoro-2-chloropyrimidine s o e Ramas
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.96%
5000
33.0 44.0 0.0 105.0
.m0, " 0 | | ‘
o) AN PRME BN 15\ PRSI U NN N NMMHUSSMNB 1| S D R SN
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\BG091718\
Data File : BG036774.D

Acq On : 18 Sep 2018 5:21

Operator : JU/SJ

Sample - J4775-08

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 9.4 ng 169222 1 8.05 360463 20.0
unknown7 .58 7.58 86.0 ng 1549330 1 8.05 360463 20.0
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