LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106584.D

Aca On 19 Jun 2018 16:13

Operator : JU/SJ

Sample : PB110378BL

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-BF061918 .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 5.213 483 489 496 rBV 181518 243856 7.35% 1.002%
2 5.607 552 556 561 rBY 2529334 2418210 72.87% 9.941%
3 6.601 721 725 729 rBV 2346326 2448572 73.79% 10.066%
4 6.737 744 748 752 rBVY 2476264 2502357 75.41% 10.287%
5 6.960 782 786 789 rBV 746479 599679 18.07% 2.465%

7.119 808 813 816 rBvV 2118139 2056920 61.99% 8.456%
7.525 876 882 885 rBV 1620568 1726140 52.02% 7.096%
848420 764276 23.03% 3.142%
9.319 1181 1187 1190 rBV 3031501 3082495 92.89%% 12.672%
10.001 1298 1303 1307 rBVY 1005698 877845 26.45% 3.609%
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11 10.795 1433 1438 1441 rBV 1964005 1969628 59.36% 8.097%
12 11.495 1553 1557 1560 rBV 1079006 943205 28.42% 3.878%
13 13.083 1822 1827 1830 rBV 3133059 3318352 100.00% 13.642%
14 14.148 2004 2008 2012 rBV 787572 747747 22.53% 3.074%
15 15.701 2266 2272 2281 rBV 465164 625716 18.86% 2.572%

Sum of corrected areas: 24324998
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106584.D

Aca On 19 Jun 2018 16:13

Operator : JU/SJ

Sample : PB110378BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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: BF106584.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106584.D

Aca On 19 Jun 2018 16:13

Operator : JU/SJ

Sample : PB110378BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.

521 8.13ng 243856 1,4-Dichlorobenzene-da 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 56

000540-88-5 39
001116-98-9 17

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 488 (5.207 min): BF106584.D (-483) (-) m/z 42.95 100.00%

43.0
59.0
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101.1 S L e
| 83.0 480 5.00 5.20 5.40 5.60
Obrrrprrrr el e e m/z 59.00 56.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | AL NOLENL N L L L L BNLIL L L L
59.0 480 500 520 5.40 5.60
m/z 101.10 18.01%
\3\\]-‘.0 11 L 83.0 101.0
Qb e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
T
570 4.80 500 520 5.40 5.60
5000 m/z 58.00 15.07%
20.0 101.0
ol 120 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T e Ramy pam R S
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.50%
5000 41.0
o Wl 730 1260 1450 A
rrr e e e e e e e e R e Emma
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106584.D

Aca On 19 Jun 2018 16:13

Operator : JU/SJ

Sample : PB110378BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.74 Concentration Rank 1

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

6.74 83.46 ng 2502360 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.743 min): BF106584.D (-744) (-) m/z 131.95 100.00%
131.9
5000 68.1
%0 540 0O T ok ok 7oy
o} : R B m/z 68.10 37.07%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 AR S LR
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.42%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tk 5k om0 7o
5000 ggo 1160 m/z 66.00 23.58%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14.67%
97.0
5000 0.0
3o 520 116.0
0"t'ly'b'y"bﬂl"'”P"ll""I""I""I"" AR S LR
m/z--> 40 60 80 100 120 140 160 180 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\BF061918\
Data File : BF106584.D

Acq On 19 Jun 2018 16:13

Operator : JU/SJ

Sample : PB110378BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.21 8.1 ng 243856 1 6.96 599679 20.0
unknown6 .74 6.74 83.5 ng 2502360 1 6.96 599679 20.0
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