LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120519\
Data File : BP001209.D

Aca On : 05 Dec 2019 13:59

Operator :© JU

Sample : PB125030BL

Misc :

ALS Vial : 8 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 P\METHODS\8270-BP112719.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 2.352 42 45 56 rvB 39794 63885 1.45% 0.249%
2 5.622 592 601 617 rBV 204085 321107 7.30% 1.251%
3 6.216 696 702 721 rBVY 1503648 1842502 41.87% 7.176%
4 7.751 958 963 973 rBVY 1069277 1200212 27.27% 4.674%
5 7.951 990 997 1001 rBVY 2518771 3002522 68.23% 11.693%

8.310 1053 1058 1064 rBvV 445151 513885 11.68% 2.001%
8.557 1093 1100 1104 rBV 1820061 2239141 50.88% 8.720%
9.192 1201 1208 1212 rBV 1627471 2007460 45.62% 7.818%
1396 1404 1412 rBV 557748 624051 14.18% 2.430%
12.128 1701 1707 1730 rBV 2892867 3513731 79.85% 13.684%
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11 13.210 1884 1891 1905 rBV 571890 736158 16.73% 2.867%
12 14.504 2104 2111 2139 rBV 1962784 2617140 59.47% 10.192%
13 15.604 2293 2298 2310 rBV 722365 810489 18.42% 3.156%
14 17.892 2681 2687 2691 rBV 3979595 4400573 100.00% 17.138%
15 19.245 2912 2917 2922 rBV 697799 780411 17.73% 3.039%

16 20.309 3093 3098 3102 rBVY 52745 63259 1.44% 0.246%

17 20.704 3160 3165 3171 rBVY 56795 69853 1.59% 0.272%

18 21.021 3213 3219 3233 rVV 523053 748372 17.01% 2.914%

19 21.145 3235 3240 3246 rVB 49109 71831 1.63% 0.280%

20 21.645 3320 3325 3331 rVB 31026 51037 1.16% 0.199%
Sum of corrected areas: 25677619
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001209.D

Aca On : 05 Dec 2019 13:59

Operator :© JU

Sample : PB125030BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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: BP001209.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001209.D

Aca On : 05 Dec 2019 13:59

Operator :© JU

Sample : PB125030BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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.

5.62 12.50 ng 321107 1,4-Dichlorobenzene-d4 8.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 601 (5.622 min): BP001209.D (-592) (-) 42.95 100.00%

43.0
5000
101.0

5.20 5.40 5.60 5.80 6.00

(/B ,| 4471 207.02510  316.9360.6403.3445.8 497.9541.9 m/z 59.00 56.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [Trrr[rrrr[rrrryprrrryrr—

520 540 5.60 5.80 6.00
m/z 101.00  18.25%

101.0
“L4w..”!.”.,”........” e B o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8344 3-Hexanol, 4-methyl-
59.0
T BRamn
520 540 5.60 5.80 6.00
5000 m/z 58.00 15.62%
1501 {
L L B B I o o e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester L B
43.0 520 540 560 580 600

m/z 41.00 9.46%

5000
h 101.0
I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 520 5.40 560 580 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001209.D

Aca On : 05 Dec 2019 13:59

Operator :© JU

Sample : PB125030BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 unknown7.95 Concentration Rank 1

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

7.95 116.86 ng 3002520 1,4-Dichlorobenzene-d4 8.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 14
4 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 997 (7.951 min): BP001209.D (-990) (-) m/z 132.00 100.00%
13p.0
68.0
5000

7.60 7.80 8.00 8.20

0 b b A 207.2248.7289.6  350.7391.6 435.7476.7517.6 m/z 68.00 53.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 LINLI INLINLIL LI L L L L L LI I

7.60 7.80 8.00 8.20
m/z 66.00 39.12%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
e R SRR N S
7.60 7.80 8.00 8.20
5000 m/z 133.95 33.05%
70.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- B B R
132.0 7.60 7.80 8.00 8.20
m/z 69.05 23.63%
5000
63.0 J
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP120519\
Data File : BP001209.D

Acq On : 05 Dec 2019 13:59

Operator : JU

Sample : PB125030BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP112719_.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... 5.62 12.5 ng 321107 1 8.31 513885 20.0
unknown? .95 7.95 116.9 ng 3002520 1 8.31 513885 20.0
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