LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120319\
Data File : BP001171.D

Aca On : 03 Dec 2019 23:07

Operator :© JU

Sample : K6027-12

Misc :

ALS Vial : 16 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 5.628 593 602 615 rBV 255536 404563 8.12% 1.242%
2 6.222 696 703 718 rBVY 2017492 2513571 50.42% 7.718%
3 7.757 958 964 973 rBVY 1421283 1644295 32.98% 5.049%
4 7.951 990 997 1002 rBY 3129734 3893910 78.11% 11.957%
5 8.310 1053 1058 1065 rVvB 614112 717013 14.38% 2.202%

8.557 1091 1100 1104 rBV 2560776 3020517 60.59% 9.275%
9.198 1201 1209 1212 rBV 1966516 2631996 52.79% 8.082%
10.345 1395 1404 1409 rBV 742820 868109 17.41% 2.666%
12.128 1700 1707 1711 rBV 3724800 4442459 89.11% 13.641%
13.210 1885 1891 1897 rBV 808681 996962 20.00% 3.061%

=
QO ~NO®

11 14.504 2104 2111 2129 rBV 2471850 3134085 62.87% 9.624%
12 15.604 2293 2298 2308 rBV 905662 1051771 21.10% 3.230%
13 17.892 2681 2687 2691 rBV 4210314 4985359 100.00% 15.308%
14 19.251 2912 2918 2929 rBV 884823 1003467 20.13% 3.081%

15 20.704 3161 3165 3172 rVB 46297 59489 1.19% 0.183%

16 21.021 3213 3219 3230 rBVY 695439 967108 19.40% 2.970%

17 21.145 3235 3240 3246 rBVY 55996 77849 1.56% 0.239%

18 21.645 3320 3325 3334 rVB 50823 83153 1.67% 0.255%

19 22.221 3418 3423 3432 rVB2 34919 70964 1.42% 0.218%
Sum of corrected areas: 32566640
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001171.D

Aca On : 03 Dec 2019 23:07

Operator : JU

Sample : K6027-12

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\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: BP001171.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001171.D

Aca On : 03 Dec 2019 23:07

Operator :© JU

Sample : K6027-12

Misc :

ALS Vial : 16 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.63 11.28 ng 404563 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 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 37
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 602 (5.628 min): BP001171.D (-593) (-) m/z 43.00 100.00%
43
5000 }\;
1 520 540 5.60 580 6.00
Ol Rl 130 163 207 243271301 345375403431 464 496 541 m/z 59.00 57.51%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS UL I
520 5.40 560 5.80 6.00
m/z 101.00 18.87%
15 101

e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

—

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
e
5.20 540 5.60 5.80 6.00
5000 m/z 58.00 15.88%
126
L B L B B B e B L mama s nae o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8344: 3-Hexanol, 4-methyl- R o REEEE e
9 5.20 540 5.60 5.80 6.00
m/z 41.10 8.97%
5000
31
87
P e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.20 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001171.D

Aca On : 03 Dec 2019 23:07

Operator :© JU

Sample : K6027-12

Misc :

ALS Vial : 16 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 unknown7.95 Concentration Rank 1

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

7.95 108.62 ng 3893910 1,4-Dichlorobenzene-d4 8.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 997 (7.951 min): BP001171.D (-990) (-) m/z 132.00 100.00%
132
5000 e8
96 A L R L
40 7.60 7.80 8.00 8.20
0 b dg A A7L 201230256 286313 346 376403430456485512638 m/z 67.95 51.74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 A IR L IS R B
7.60 7.80 8.00 8.20
3 70 m/z 66.00 37.19%
'wah'l” N LI DAL S LI LI S SN WAL B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
% 760 7.80 8.00 820
5000 m/z 134.00 33.00%
31
JHI”L'P"W"”I'”' LI LI LI S SN WL B
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 7.60 7.80 8.00 8.20
m/z 69.10 23.38%
5000
104
63 J
"UPLt*IH”'I"""""" LR L DAL BRI UL AL L R L
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\BP120319\
Data File : BP001171.D

Acq On : 03 Dec 2019 23:07

Operator : JU

Sample : K6027-12

Misc :

ALS Vial : 16 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... 5.63 11.3 ng 404563 1 8.31 717013 20.0
unknown? .95 7.95 108.6 ng 3893910 1 8.31 717013 20.0
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