LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010419\
Data File : BG038932.D

Aca On : 4 Jan 2019 16:32

Operator : JU/SJ

Sample : PB116158BL

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-BG121218 .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

5.129 341 347 354 rBV 20754 34778 1.72% 0.398%
5.599 419 427 442 rBvV 371923 616759 30.49% 7.052%
rBv 383962 685892 33.91% 7.842%
7.573 756 763 773 rBV 365050 650641 32.17% 7.439%
8.043 835 843 852 rBV 74180 129190 6.39% 1.477%
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8.367 890 898 907 rBvV 278392 494366 24.44% 5.652%
9.224 1034 1044 1054 rBvV 212417 410421 20.29%% 4.692%
10.864 1315 1323 1333 rBVY 93093 174313 8.62% 1.993%
13.302 1731 1738 1747 rBV 678152 1080757 53.43% 12.357%
14.683 1967 1973 1985 rVB2 170446 285118 14.10% 3.260%

=
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11 16.175 2220 2227 2242 rBV2 534497 913854 45.18% 10.448%
12 17.432 2434 2441 2456 rVB 251396 401372 19.84% 4 _589%
13 20.035 2878 2884 2893 rVB 1507581 2022587 100.00% 23.125%
14 21.710 3162 3169 3181 rBV 255199 450270 22.26% 5.148%
15 25.006 3720 3730 3745 rVvB2 130861 396116 19.58% 4_.529%

Sum of corrected areas: 8746434
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010419\
Data File : BG038932.D

Aca On : 4 Jan 2019 16:32

Operator : JU/SJ

Sample : PB116158BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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: BG038932.D
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Abundance TIC: BG038932.D
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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: BG038932.D
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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\HPCHEMI1\BNA G\DATA\BG010419\
Data File : BG038932.D

Aca On : 4 Jan 2019 16:32

Operator : JU/SJ

Sample : PB116158BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 5.38 ng 34778 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 83
2 5-Hexen-2-one 98 C6H100 000109-49-9 10
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 2-Heptanone. 7.7-dichloro- 182 C7H12CI120 066241-43-8 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 347 (5.129 min): BG038932.D (-341) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 IR R L I
83.9 | 4.80 5.00 5.20 5.40
ot m/z 59.00 57.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N S AR RS A
59.0 480 500 520 540
0
150 a0 1010 m/z 58.00 22.13%
: 83.0
0 Tl i . .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3152: 5-Hexen-2-one
43.0
4.80 5.00 5.20 5.40
5000 m/z 101.00 19.05%
55.0
150 27.0
b Tyl | 70 830 980
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime B B
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.41%
5000
101.0
150 310 | %80 g9 g0 \
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010419\
Data File : BG038932.D

Aca On : 4 Jan 2019 16:32

Operator : JU/SJ

Sample : PB116158BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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.

7.57 100.73 ng 650641 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 762 (7.568 min): BG038932.D (-756) (-) m/z 132.00 100.00%
132.0
5000 68.0
400 540 ‘ |\ aas %i-o 720 7.40 7.60 7.80 8.00
Obrr ekt bt S et el m/z 68.00 39.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 A I UL L
7.20 7.40 7.60 7.80 8.00
39.0 57.0 m/z 134.00 31.96%
: 89.0 103.0
ol 115.0
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
9.0 _ 750 740 760 780 00
5000 ' m/z 66.00 29.04%
31.0 51.0
0 ‘ 1 ‘ N |
L AN LA LA RS SRS RALRN NULLS INULLS RS SN LSS RSN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L B B .
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.87%
5000
104.0
ol 140 270 300 510 000 770 g90 | 1150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010419\
Data File : BG038932.D

Acq On : 4 Jan 2019 16:32

Operator : JU/SJ

Sample : PB116158BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 5.4 ng 34778 1 8.04 129190 20.0
unknown? .57 7.57 100.7 ng 650641 1 8.04 129190 20.0
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