LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012119\
Data File : BG039245.D

Aca On : 21 Jan 2019 22:37

Operator : JU/SJ

Sample : PB116524BL

Misc :

ALS Vial : 18 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

5.091 336 341 349 rVB 13210 20891 1.42% 0.336%
5.561 414 421 432 rBY 266395 424357 28.80% 6.826%
rBv 286880 499312 33.89% 8.031%
7.535 749 757 767 rBV 259749 444795 30.19% 7.154%
8.005 830 837 844 rBV 50767 86484 5.87% 1.391%
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8.328 883 892 899 rBvV 192110 349718 23.73% 5.625%
9.186 1030 1038 1047 rBvV 148385 275988 18.73% 4_439%
10.825 1309 1317 1327 rBV 65314 124938 8.48% 2.010%
13.264 1725 1732 1741 rBV 506706 813564 55.22% 13.086%
14.650 1961 1968 1978 rVB2 125246 207760 14.10% 3.342%

=
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11 16.143 2215 2222 2245 rBV4 296290 521939 35.42% 8.395%
12 17.394 2427 2435 2444 rBV 182009 284640 19.32% 4.578%
13 20.003 2872 2879 2890 rBV 1067299 1473434 100.00% 23.700%
14 21.666 3155 3162 3172 rBV2 199946 348573 23.66% 5.607%
15 24.827 3694 3700 3707 rBv4 6594 16817 1.14% 0.270%

16 24.927 3707 3717 3733 rVB2 110469 323882 21.98% 5.210%

Sum of corrected areas: 6217092
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012119\
Data File : BG039245.D

Aca On : 21 Jan 2019 22:37

Operator : JU/SJ

Sample : PB116524BL

Misc :

ALS Vial : 18 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

Abundance TIC: BG039245.D
1000000

800000
600000

400000

5.56 717 754
8.33
200000 910

8.01 10.83
5.09

R o SUENSSSMBSI SN & SESEUMESSES PSR BN LB SR L e e e

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG039245.D

1000000

20.00

800000

600000
13.26

400000
16.14

200000 17.39 21.67
14.65

Or—"t+—1 T T T T T T T T T T T T e T T e T T T T T

Time--> 13.00 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 TIC: BG039245.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012119\
Data File : BG039245.D

Aca On : 21 Jan 2019 22:37

Operator : JU/SJ

Sample : PB116524BL

Misc :

ALS Vial : 18 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.

5.09 4.83 ng 20891 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 Diacetamide 101 C4H7NO2 000625-77-4 9
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 7

Abundance Scan 341 (5.091 min): BG039245.D (-336) (-) m/z 43.00 100.00%
43.0
59.0
5000
| 1010 "4h0 500 520 540
i L e e i A o e S A m/z 59.00 60.83%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L UL L
59.0 480 500 520 5.40
0
150 a0 1010 m/z 58.00 18.08%
el , 83.0 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4023: Diacetamide
43.0
480 5.00 5.20 5.40
5000 59.0 m/z 101.00 17.43%
73.0
101.0
28.0 1l 86.0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester e
43.0 480 5.00 5.20 5.40
m/z 41.00 9.24%
57.0
5000
20.0 101.0
N Al 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012119\
Data File : BG039245.D

Aca On : 21 Jan 2019 22:37

Operator : JU/SJ

Sample : PB116524BL

Misc :

ALS Vial : 18 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 unknown7.54 Concentration Rank 1

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

7.54 102.86 ng 444795 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 12

Abundance Scan 758 (7.541 min): BG039245.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 AR IR UL L
400 540 ‘ 7.20 7.40 7.60 7.80
et f80 | 3060 M "n/z 68.00 37.38%
m/z--> 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 ARRRAN RARRR AR LAREEE
7.20 7.40 7.60 7.80
310 510 m/z 133.90 33.08%
'”'m'”WJ'W””'P'”I”?hq”'v'”l”"'”'P'”I"”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
720 7.40 7.60 7.80
5000 67.0 m/z 66.00 28.27%
41.0 97.0
‘ 20.0 117.0
|||||||||‘||‘||||‘||‘||||‘|‘il|||‘|‘|‘|‘|||||||‘||||1|0|7|0||||‘||||||":::luu
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine L  BERmmEam )
132.0 7.20 7.40 7.60 7.80
m/z 96.00 15.87%
5000
33.0 44.0 00 105.0
miz--> T % e'o 588 18 1o 130 1o 1o 720 7.40 760 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG012119\
Data File : BG039245.D

Acq On : 21 Jan 2019 22:37

Operator : JU/SJ

Sample : PB116524BL

Misc :

ALS Vial : 18 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... 5.09 4.8 ng 20891 1 8.01 86484 20.0
unknown? .54 7.54 102.9 ng 444795 1 8.01 86484 20.0
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