LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG020619\
Data File : BG039368.D

Aca On : 6 Feb 2019 13:20

Operator : JU/SJ

Sample : PB116862BL

Misc :

ALS Vial : 3 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-BG012919.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
1 3.223 18 23 33 rvB3 29450 53306 1.40% 0.286%
2 5.256 364 369 378 rVB 51775 78452 2.07% 0.421%
3 5.714 437 447 462 rBV 924963 1461823 38.49% 7.847%
4 7.312 710 719 727 rBV 938783 1610168 42.40% 8.643%
5 7.700 777 785 795 rBV 883592 1515571 39.91% 8.135%

8.175 860 866 874 rVB 172081 299725 7.89% 1.609%
8.498 913 921 930 rVB 631497 1114215 29.34% 5.981%
9.350 1058 1066 1077 rBV 514991 919158 24.20% 4.934%
11.001 1337 1347 1355 rVB 241321 437623 11.52% 2.349%
13.427 1752 1760 1770 rBV 1507794 2308982 60.80% 12.394%

=
QO ~NO®

11 14.802 1987 1994 2001 rVB2 394218 621372 16.36% 3.335%
12 16.282 2240 2246 2258 rBV 1044461 1585070 41.74% 8.508%
13 17.545 2454 2461 2468 rBV2 533463 818214 21.54% 4_.392%
14 20.136 2896 2902 2908 rBV 2875101 3797922 100.00% 20.386%
15 21.833 3184 3191 3198 rBV 620685 1020417 26.87% 5.477%

16 25.217 3756 3767 3779 rBV2 324375 988083 26.02% 5.304%

Sum of corrected areas: 18630101
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG020619\
Data File : BG039368.D

Aca On : 6 Feb 2019 13:20

Operator : JU/SJ

Sample : PB116862BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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: BG039368.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG020619\
Data File : BG039368.D

Aca On : 6 Feb 2019 13:20

Operator : JU/SJ

Sample : PB116862BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.26 5.23 ng 78452 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 3-0Octanol 130 C8H180 000589-98-0 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
5 3-Hexanol 102 C6H140 000623-37-0 25

Abundance Scan 370 (5.262 min): BG039368.D (-364) (-) m/z 43.15 100.00%
43.1
5000
101.2 HEARE SRS SRR S S
5.00 520 5.40 5.60
L 882 2Y9 . a7z 59.15 49570
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN RS SN UL S
5.00 5.20 5.40 5.60
m/z 58.15 17 .54%
269 | eho 8201040
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
" '5.00 520 540 560
5000 m/z 101.15 15.37%
101.0
m/z--> ﬁo Jo eb 85 100 120 140 160 180 200 220
Abundance #13639: 3-Octanol R B mae )
54.0 5.00 520 5.40 5.60
m/z 41.15 7.48%
5000 410 83.0
1 S 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG020619\
Data File : BG039368.D

Aca On : 6 Feb 2019 13:20

Operator : JU/SJ

Sample : PB116862BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 3 unknown7.70 Concentration Rank 1

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

7.70 101.13 ng 1515570 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 785 (7.700 min): BG039368.D (-777) (-) m/z 132.15 100.00%
13%.2
5000 68.2
401 541 M 82 9‘?-2 - 740 7.60 7.80 8.00
el el £82 L P82l "m/z 68.15  43.50%
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 A
7.40 7.60 7.80 8.00
310 510 m/z 134.15 31.75%
'“'m'”WJ'w”“'w'“l“th“'w'“l“"'“'w'“l“'w'“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
740 7.60 7.80 8.00
5000 m/z 66.15 29.28%
33.0 44.0 00 105.0
| 0070 g0 | | uso |
miz--> T % % 8 70 8 % 100 110 130 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal B Rmmma i
132.0 7.40 7.60 7.80 8.00
m/z 69.15 17.04%
5000 67.0
41.0 97.0
‘ 20.0 117.0
”"P"Lj'””'“'lmh'P'u““'”I'M'I&qzo”'“P'“lH”'l”' R UL L R
m/z--> 30 50 60 70 80 90 100 110 120 130 140 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\BG020619\
Data File : BG039368.D

Acq On : 6 Feb 2019 13:20

Operator : JU/SJ

Sample : PB116862BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919_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... 5.26 5.2 ng 78452 1 8.18 299725 20.0
unknown?7 .70 7.70 101.1 ng 1515570 1 8.18 299725 20.0
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