LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072419\
Data File : BF115743.D

Aca On 24 Jul 2019 10:18

Operator : HP/JU

Sample : PB121641BL

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 F\METHODS\8270-BF071219.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 2.263 20 30 35 rvB 55772 84648 1.54% 0.226%
2 5.104 509 513 526 rBV 258201 343145 6.24% 0.915%
3 5.504 576 581 584 rBY 3036372 2964037 53.92% 7.901%
4 6.504 745 751 754 rBVY 2852032 2960313 53.85% 7.891%
5 6.645 770 775 778 rBVY 3158600 3172846 57.72% 8.458%

6.869 810 813 817 rBV 1171264 1018455 18.53% 2.715%
7.028 836 840 844 rBV 3563003 3555867 64.68% 9.479%
2602418 2922225 53.16% 7.790%
8.151 1026 1031 1048 rBV 1265965 1312902 23.88% 3.500%
9.227 1208 1214 1229 rBV 4688535 5497352 100.00% 14.654%
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11 9.910 1324 1330 1345 rBV 1514352 1616069 29.40% 4._.308%
12 10.698 1459 1464 1486 rBV 2220848 2487810 45.25% 6.632%
13 11.392 1578 1582 1603 rVB 1737332 1673345 30.44% 4.461%
14 12.980 1847 1852 1855 rBV 5087933 5247076 95.45% 13.987%
15 14.033 2026 2031 2042 rBV 1204017 1321339 24.04% 3.522%

16 15.504 2275 2281 2299 rBV 682006 1160315 21.11% 3.093%

17 15.956 2353 2358 2365 rVB 61917 97091 1.77% 0.259%
18 16.462 2439 2444 2451 rBV2 43548 79280 1.44% 0.211%
Sum of corrected areas: 37514115
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072419\
Data File : BF115743.D

Aca On 24 Jul 2019 10:18

Operator : HP/JU

Sample : PB121641BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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: BF115743.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072419\
Data File : BF115743.D

Aca On 24 Jul 2019 10:18

Operator : HP/JU

Sample : PB121641BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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.

5.10 6.74 ng 343145 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 47
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 Butane 58 C4H10 000106-97-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 512 (5.098 min): BF115743.D (-509) (-) m/z 42.95 100.00%
43
59
5000
101 HBE RS LR I
51 | 83 4.80 500 520 5.40
Obrrrrrrrrprrrr e e m/z 59.00 55.42%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.00 18.46%
15 4 101
0 il N 51.| 83 ,
FAR SRR AN ARARN S LRI NRREN SRR INAREA NARA RS LR RARAS SARAN LRI RARRE
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.00 15.25%
68
0 JI_s041| 126 142
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #233: Butane R E e  EEmaa e
43 4.80 500 520 5.40
m/z 41.00 9.41%
5000 29
58
1 15 N A
R A RS A RRARS AR R RRARS RS LRSS LAY SARAS AALRI ALY HBE RS LA UL R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072419\
Data File : BF115743.D

Aca On 24 Jul 2019 10:18

Operator : HP/JU

Sample : PB121641BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknown6.65 Concentration Rank 2

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

6.65 62.31 ng 3172850 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 776 (6.651 min): BF115743.D (-770) (-) m/z 132.00 100.00%
5000
68
‘ % " 640 6.60 6.80 7.00
40 54 75 103 : : : :
o....,...::-:..“ﬁ::..??:ln.',..'..,..5.‘?,..!.,.-:..,....,....,"...,.. m/z 134.00 33.91%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR IS A R
6.40 6.60 6.80 7.00
2 78 m/z 68.00 31.38%
38 44
OH'WL“ww!“JL'w'“!V'“l“'w'“'w'“ ASSRASS BERB RN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
S RS AR RS RN
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 20.45%
41 97
‘ 53 . 117
0 34‘ ‘ ‘\ L 61\“\‘ L1l 89 [ 103110 124 |||
miz--> B b w8 7o 8 % 160 110 150 1o 140 I
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine A
132 6.40 6.60 6.80 7.00
o7 m/z 96.00 12.25%
5000 0
31 52
o T M P | 78es | 15 M6
m/z--> 30 40 5'0 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072419\
Data File : BF115743.D

Acq On 24 Jul 2019 10:18

Operator : HP/JU

Sample : PB121641BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 5.10 6.7 ng 343145 1 6.87 1018460 20.0
unknown6 .65 6.65 62.3 ng 3172850 1 6.87 1018460 20.0
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