LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010919\
Data File : BG039039.D

Aca On : 10 Jan 2019 3:01

Operator : JU/SJ

Sample : PB116262BL

Misc :

ALS Vial : 19 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-BG010919 .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

5.111 339 344 350 rBV 11077 18396 1.18% 0.272%
5.581 417 424 434 rBY 233727 381403 24.49% 5.639%
rBv 238022 431937 27.73% 6.386%
7.555 752 760 769 rBV 227824 413206 26.53% 6.109%
8.025 834 840 850 rVvB 62347 110667 7.11% 1.636%
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8.348 887 895 904 rBV 170693 302590 19.43% 4_474%
9.206 1031 1041 1050 rBV 134624 253888 16.30% 3.754%
10.845 1311 1320 1331 rBV 90612 167890 10.78% 2.482%
13.289 1729 1736 1745 rBV 462159 734090 47.13% 10.853%
14.670 1964 1971 1981 rBV2 175418 290910 18.68% 4_.301%

=
QO ~NO®

11 16.163 2219 2225 2243 rBV 441373 683777 43.90% 10.110%
12 17.420 2431 2439 2451 rBV 292296 444147 28.52% 6.567%
13 20.023 2876 2882 2889 rBV 1265133 1557506 100.00% 23.027%
14 21.697 3160 3167 3179 rBV 302861 499397 32.06% 7.384%
15 24.982 3715 3726 3737 rVB 161665 473875 30.43% 7.006%

Sum of corrected areas: 6763679
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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\BG010919\

BG039039.D

10 Jan 2019 3:01

JussJ

PB116262BL

19 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG010919 .M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

LSCINT.P
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TIC: BG039039.D
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13.29

TIC: BG039039.D

16.16
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Time-->
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TIC: BG039039.D
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Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG010919\
Data File : BG039039.D

Aca On : 10 Jan 2019 3:01

Operator : JU/SJ

Sample : PB116262BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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.

5.11 3.32 ng 18396 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 3-0Octanol 130 C8H180 000589-98-0 9
4 Diacetamide 101 C4H7NO2 000625-77-4 7
5 Butane 58 C4H10 000106-97-8 5

Abundance Scan 344 (5.111 min): BG039039.D (-339) (-) m/z 43.00 100.00%
43
59
5000
101 IS S LR UL A
| 480 5.00 5.20 5.40
)1 1 N m/z 59.00 56.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I L UL UL
59 480 500 520 540
m/z 101.00 17.94%
15 31 101
o 25,71 37, 53,| 83 )
miz--> 10 20 30 40 50 60 70 80 90 100 110 |
Abundance #4030: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 57.95 9.93%
101
o 15 253137 [ 51 %% 69 86
miz--> 0 20 30 40 50 60 70 80 90 100 110 |
Abundance #13640: 3-Octanol
59 480 5.00 5.20 5.40
m/z 40.90 9.75%
5000 41 83
31
101
“‘ ‘\‘M 5 ‘M\ 69 Il 112
G S R U A I AL AU LA IS SRR SRR I S SRR LS AR
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\BG010919\
Data File : BG039039.D

Aca On : 10 Jan 2019 3:01

Operator : JU/SJ

Sample : PB116262BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 unknown7.56 Concentration Rank 1

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

7.56 74.68 ng 413206 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 32
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 761 (7.561 min): BG039039.D (-752) (-) m/z 132.00 100.00%
32
5000 68
96 rrrrTTyTTr T T T T T T T
40 4054 o || B | 103 7.20 7.40 7.60 7.80
Ol Ul S e e m/z 68.00 39.13%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U R P LU L
7.20 7.40 7.60 7.80
78 m/z 133.90 34.52%
31 35 ,, 51
OH'WL“ww!“JL'w'“!P““l“'w'“'w““ S SSABIBRABINS
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
R P SR L
7.20 7.40 7.60 7.80
5000 m/z 66.00 27 .24%
69
57
39 76
89 103
0....,....,..??,....,??..,....,....,..?T,....,}}ﬁ,...., e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A e e R
132 7.20 7.40 7.60 7.80
m/z 69.00 15.86%
5000
33 44 g7 105
Lo s O g || g ‘
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010919\
Data File : BG039039.D

Acq On : 10 Jan 2019 3:01

Operator : JU/SJ

Sample : PB116262BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG010919_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... 5.11 3.3 ng 18396 1 8.03 110667 20.0
unknown? .56 7.56 74.7 ng 413206 1 8.03 110667 20.0
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