LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120219\
Data File : BP001126.D

Aca On : 02 Dec 2019 15:15

Operator :© JU

Sample : PB125106BL

Misc :

ALS Vial : 7 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

5.646 600 605 623 rBvV 545143 926848 16.90% 2.165%
6.240 699 706 710 rBV 3471467 4562509 83.19% 10.657%
rBvV 3641991 4798439 87.49% 11.208%
7.963 992 999 1015 rBV 3598945 4644199 84.67% 10.848%
8.322 1055 1060 1068 rBV 775439 912877 16.64% 2.132%
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8.569 1095 1102 1106 rBV 2963486 3572733 65.14% 8.345%
9.204 1203 1210 1214 rBV 2315324 3009444 54.87% 7.030%
10.357 1400 1406 1414 rBV 939405 1146295 20.90% 2.678%
12.145 1702 1710 1714 rBV 4037803 5307207 96.76% 12.397%
13.222 1886 1893 1907 rBV 1087771 1334943 24.34% 3.118%
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11 14.522 2106 2114 2144 rBV 2399499 3310047 60.35% 7.732%
12 15.622 2293 2301 2312 rBV 1198213 1392744 25.39% 3.253%
13 17.910 2684 2690 2694 rBV 4816831 5484736 100.00% 12.811%
14 19.268 2915 2921 2936 rBV 1119174 1249181 22.78% 2.918%
15 21.045 3217 3223 3239 rBV 813947 1159346 21.14% 2.708%

Sum of corrected areas: 42811548
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120219\
Data File : BP001126.D

Aca On : 02 Dec 2019 15:15

Operator :© JU

Sample : PB125106BL

Misc :

ALS Vial : 7 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: BP001126.D

4000000

7.7
6.24 77.96

3000000 8.57

9.20
2000000

1000000 8.32
5.65

T T
7.00 7.50

L L | L

T T T T T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: BP001126.D

| T
8.00 8.50 9.00

4000000 1215

3000000
14.52

2000000

13.22 15.62

1000000 10.36

r‘r——r———"rrr———7T——7r Tt T T T T T T T

Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BP001126.D
17191

4000000

3000000

2000000

19.27
1000000 21.04

ottt ——— e —

Time-->  17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00

8270-BP112719.M Tue Dec 03 15:42:28 2019 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120219\
Data File : BP001126.D

Aca On : 02 Dec 2019 15:15

Operator :© JU

Sample : PB125106BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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.

5.65 20.31 ng 926848 1,4-Dichlorobenzene-d4 8.32
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10

Abundance Scan 606 (5.651 min): BP001126.D (-600) (-) m/z 42.95 100.00%
43
5000 [k
1 " 540 560 580 6.00
ol d7L | 156 207 244 281 317345377406435 466496 539 = 177 58 95  56.20%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR UL SN SRR L
540 5.60 5.80 6.00
m/z 101.00 18.54%
15 101
0|l4'w"w"“|'“' N LY B L S SN
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43
" 540 560 580 6.00
5000 m/z 58.00 17.51%
101
0|"w| U S S SN SN BN SR DAL S S
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R RRREN R
59 540 5.60 5.80 6.00
m/z 41.00 8.69%
5000
o \ 126
mz-> 0 50 100 1% 200 220 300 3% 400 4% 580 =0 " '5.40 560 580 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120219\
Data File : BP001126.D

Aca On : 02 Dec 2019 15:15

Operator :© JU

Sample : PB125106BL

Misc :

ALS Vial : 7 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 unknown7.96 Concentration Rank 1

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

7.96 101.75 ng 4644200 1,4-Dichlorobenzene-d4 8.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 998 (7.957 min): BP001126.D (-992) (-) m/z 131.95 100.00%
132
68
5000
96 T T T T T
40 l 007 7.60 7.80 8.00 8.20
oyl Ly 1160 207 241260297326 357 389 422452 485 519549 m/z 67.95 53.46%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS RARSE SARSERARAR S

7.60 7.80 8.00 8.20
m/z 66.00 37.26%

31
ob—tyhrtr
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
e e e
9 7.60 7.80 8.00 8.20
5000 ! m/z 133.95 32.17%
31 601
N T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl- e e
132 7.60 7.80 8.00 8.20
m/z 69.05 23.53%
5000
28 63‘ 104
oprpbrr L A (o i i i i i i i i i i e SRR GRS -
m/z--> 0 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\BP120219\
Data File : BP001126.D

Acq On : 02 Dec 2019 15:15

Operator : JU

Sample : PB125106BL

Misc :

ALS Vial : 7 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... 5.65 20.3 ng 926848 1 8.32 912877 20.0
unknown? .96 7.96 101.8 ng 4644200 1 8.32 912877 20.0
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