LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102919\
Data File : BG043373.D

Aca On : 29 Oct 2019 14:27

Operator :© JU

Sample : PB124338BL

Misc :

ALS Vial : 6 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-BG102119.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

5.127 341 347 358 rBV 154098 251174 5.60% 1.312%
5.614 422 430 447 rBvV 788718 1393231 31.09% 7.280%
rBv 839186 1547828 34.54% 8.087%
7.565 753 762 773 rBV 877270 1558508 34.78% 8.143%
8.023 832 840 851 rVvB 133005 234175 5.23% 1.224%
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8.347 888 895 905 rBV 675330 1183683 26.41% 6.185%
9.187 1028 1038 1048 rBvV 459673 903552 20.16% 4.721%
10.832 1308 1318 1328 rBV 133141 292673 6.53% 1.529%
13.276 1726 1734 1749 rBV 1496723 2458811 54.87% 12.847%
14.651 1961 1968 1986 rBV 275512 478493 10.68% 2.500%

=
QO ~NO®

11 16.137 2214 2221 2243 rBV 1249664 2217987 49.49% 11.589%
12 17.395 2428 2435 2454 rBV 324360 601152 13.41% 3.141%
13 20.003 2873 2879 2894 rBV 3149254 4481454 100.00% 23.416%
14 21.660 3155 3161 3172 rBV2 362520 707996 15.80% 3.699%
15 23.934 3541 3548 3556 rBv4 20364 49000 1.09% 0.256%

16 24.862 3695 3706 3720 rBvV 244103 778996 17.38% 4_.070%

Sum of corrected areas: 19138713
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102919\
Data File : BG043373.D

Aca On : 29 Oct 2019 14:27

Operator :© JU

Sample : PB124338BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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: BG043373.D
3000000

2500000
2000000
1500000

1000000 5.61 701 7.57
8.35

500000 9.19
5.13 8.02 10.83

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 1000 1050 11.00 1150 1200 1250
Abundance TIC: BG043373.D

3000000 20,00

2500000

2000000

1500000 13:28

16.14

1000000

500000 21.66

14.65 17.39
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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: BG043373.D

3000000

2500000

2000000

1500000

1000000

500000
24.86

23.93
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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\BG102919\
Data File : BG043373.D

Aca On : 29 Oct 2019 14:27

Operator :© JU

Sample : PB124338BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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.

5.13 21.45 ng 251174 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 37
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 348 (5.133 min): BG043373.D (-341) (-) m/z 43.10 100.00%
a3
5000 ]\\
101
o1 527 480 500 520 540
bt e e m/z 59.10 70.18%
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR LR
480 5.00 520 5.40
m/z 101.10 27 .49%
101
OI'JLIE%HW'”'I'”'I”"""P"W"'W"'W"”I"”
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
480 500 520 540
0
5000 101 m/z 58.10 16.12%
15% 70
O S B B B IS B LI W B S
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 480 5.00 520 5.40
m/z 41.10 9.60%
5000
\ 126
L S B U L B L B WL B W N AR AR LS I
mz-> 0 50 100 150 200 250 300 350 400 450 500 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102919\
Data File : BG043373.D

Aca On : 29 Oct 2019 14:27

Operator :© JU

Sample : PB124338BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown7.57 Concentration Rank 1

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

7.57 133.11 ng 1558510 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 763 (7.571 min): BG043373.D (-753) (-) m/z 132.00 100.00%
132
5000 68 K
96 LA SRS LR R
40 5261M75 g7 104 ¢ 7m'mo7m'm08m
0..P”.P”.P”:M”.UL.,“ ..”P.”P.”“H”P.”,””ﬂhn,” m/z 68.10 40.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S ARAASRAASS RARRSRERREN
n074)7m'm08m
3 78 m/z 134.00 34.22%
13g
0'w'“'w'“J”Jh'L'M'“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 #14491: 5-Aminoindole
132
720 740 7.60 7.80 8.00
5000 m/z 66.10 29.32%
104
oL 14 27 37 4451 58 ® T g9 97 | 15 |
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511:; (5—l\/IethyI—Z—pyridyl)acetonitrile T l LI S L S L B B

132 720 7.40 7.60 7.80 8.00
m/z 69.10 18.90%

5000
92
65
39 105 ‘
27 3 sieg | 77| M5 g7 |
S 7 1P PPN N [N AN || 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

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102919\
Data File : BG043373.D

Acq On : 29 Oct 2019 14:27

Operator : JU

Sample : PB124338BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.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... 5.13 21.4 ng 251174 1 8.02 234175 20.0
unknown? .57 7.57 133.1 ng 1558510 1 8.02 234175 20.0
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