LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012519\
Data File : BG039279.D

Aca On : 25 Jan 2019 15:23

Operator : JU/SJ

Sample : PB116607BL

Misc :

ALS Vial : 5 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

5.091 336 341 348 rBV 18224 30757 1.69% 0.414%
5.561 414 421 435 rVB 290488 480159 26.44% 6.455%
rBv 288479 513633 28.28% 6.905%
7.535 749 757 766 rBV 287875 495398 27.27% 6.660%
8.005 831 837 843 rBV 56732 96353 5.30% 1.295%
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8.328 884 892 900 rBB 216605 379253 20.88% 5.099%
9.186 1030 1038 1049 rBvV 196851 366524 20.18% 4.928%
10.825 1309 1317 1334 rBB 75018 144182 7.94% 1.938%
13.264 1725 1732 1742 rBVY 699224 1104561 60.81% 14.850%
14.650 1960 1968 1979 rBV2 127952 222533 12.25% 2.992%

=
QO ~NO®

11 16.143 2215 2222 2237 rBV2 416379 677361 37.29% 9.107%
12 17.394 2429 2435 2447 rBV 190384 300112 16.52% 4._.035%
13 20.003 2872 2879 2892 rBV 1412208 1816327 100.00% 24.419%
14 21.666 3155 3162 3171 rBV2 239328 412314 22.70% 5.543%
15 24.926 3707 3717 3728 rVB2 136535 398644 21.95% 5.359%

Sum of corrected areas: 7438111
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012519\
Data File : BG039279.D

Aca On : 25 Jan 2019 15:23

Operator : JU/SJ

Sample : PB116607BL

Misc :

ALS Vial : 5 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: BG039279.D
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1000000
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5.56 7.17 7.54

8.33
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10.83
5.00 8.01
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Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG039279.D
1400000 20.00

1200000
1000000

800000
13.26
600000

16.14
400000
21.67

17.39
200000 14.65
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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: BG039279.D
1400000

1200000
1000000
800000
600000
400000

200000 24.93
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Time--> 23.00 23.50 24.00 24.50 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\BG012519\
Data File : BG039279.D

Aca On : 25 Jan 2019 15:23

Operator : JU/SJ

Sample : PB116607BL

Misc :

ALS Vial : 5 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 6.38 ng 30757 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 78
2 Acetone 58 C3H60 000067-64-1 9
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 341 (5.091 min): BG039279.D (-336) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ERADE VRARE NS RARE R
| | 480 5.00 5.20 5.40
Y T | S SSSSU MMM m/z 59.00 61.44Y%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 ik sk sk sk
0
150 a0 1010 m/z 101.00 18.89%
el , 83.0 ,
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #214: Acetone
43.0
480 500 520 540
5000 m/z 58.00 18.41%
15.0
58.0
27.0
”'?9"P¢'W"mu'”“lh"P'”l'”'I”"P"W"”I'”'P
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4023: Diacetamide
43.0 480 5.00 5.20 5.40
m/z 41.00 10.99%
5000 59.0
73.0
101.0
28.0 AT | 86.0 \
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012519\
Data File : BG039279.D

Aca On : 25 Jan 2019 15:23

Operator : JU/SJ

Sample : PB116607BL

Misc :

ALS Vial : 5 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.

7.54 102.83 ng 495398 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 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 758 (7.541 min): BG039279.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.0
400 540 | | sao 96|-° 720 740 7.60 7.80
SNBSS B OO .M 7SS | S m/z 68.00 36.83%
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 SARRRRARARRR RARSSLAREEE
7.20 7.40 7.60 7.80
310 510 m/z 133.90 32.20%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 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 27.95%
41.0 97.0
53.0
‘ ‘ 20.0 117.0
|||||||||||||||||‘||‘||||‘||‘||||‘|‘il‘l||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘:::luu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L L B
132.0 7.20 7.40 7.60 7.80
m/z 69.00 16.74%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 760 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG012519\
Data File : BG039279.D

Acq On : 25 Jan 2019 15:23

Operator : JU/SJ

Sample : PB116607BL

Misc :

ALS Vial : 5 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 6.4 ng 30757 1 8.01 96353 20.0
unknown? .54 7.54 102.8 ng 495398 1 8.01 96353 20.0
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