LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
Data File : BF098276.D

Aca On : 6 Sep 2017 16:54

Operator : SJ/JU

Sample : PB102074BL

Misc :

ALS Vial : 4 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:\HPCHEM1I\BNA F\METHODS\8270-BF081517.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 4.898 474 478 491 rVB 177771 275674 7.21% 0.920%
2 5.310 542 548 551 rBVY 2941241 3202264 83.74% 10.690%
3 6.340 717 723 726 rBVY 2856059 3300942 86.32% 11.020%
4 6.463 739 744 748 rBVY 2886462 3142878 82.18% 10.492%
5 6.692 779 783 787 rBV 812039 648458 16.96% 2.165%
6 6.851 805 810 813 rBVY 2585042 2466598 64.50% 8.235%
7 7.263 874 880 883 rBVY 1871418 2112120 55.23% 7.051%
8 7.975 996 1001 1005 rBV 961336 866070 22.65% 2.891%
9 9.051 1179 1184 1188 rBVY 3080488 3681568 96.27% 12.291%
10 9.728 1294 1299 1303 rBvV 1020958 954972 24.97% 3.188%
11 10.139 1365 1369 1379 rvB2 41566 64862 1.70% 0.217%

12 10.522 1427 1434 1437 rBV 1916497 2222517 58.12% 7.420%
13 11.210 1545 1551 1555 rBV 1234768 1064883 27.85% 3.555%
14 12.804 1815 1822 1825 rBV 3379485 3824179 100.00% 12.767%
15 13.845 1994 1999 2002 rBV 1135140 1136262 29.71% 3.793%

16 15.251 2232 2238 2242 rBV 834230 990130 25.89% 3.305%

Sum of corrected areas: 29954377
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF090617\

BF098276.D
6 Sep 2017 16:54
SJ/Ju
PB102074BL
4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
Data File : BF098276.D

Aca On : 6 Sep 2017 16:54

Operator : SJ/JU

Sample : PB102074BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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.

4.90 8.50 ng 275674 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 478 (4.898 min): BF098276.D (-474) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 DN VAR S SR
| 83.0 | 460 4.80 5.00 5.20
SNBSS | RN SN M AN m/z 59.10 59.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ISR S L S
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.00 21.87%
"P"W'?i?'”'l“"P"W"qu”'?%Q'P"W':”I'”'I”"P"W"”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 210 m/z 58.00 15.72%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- R B A
59.0 4.60 4.80 5.00 5.20
31.0 m/z 41.10 9.59%
5000
3.0 73.0
15\'0 A‘ | ‘ , ‘ 87.0 102.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
Data File : BF098276.D

Aca On : 6 Sep 2017 16:54

Operator : SJ/JU

Sample : PB102074BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.46 Concentration Rank 1

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

6.46 96.93 ng 3142880 1,4-Dichlorobenzene-d4 6.69
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 Xenon 132 Xe 007440-63-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 743 (6.457 min): BF098276.D (-739) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.1 sa.0 J 620 6.40 6.60 6.80
-1 540 . . .
S0 I .2 | m/z 68.10 49.26%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 U U R I
6.20 6.40 6.60 6.80
310 510 m/z 134.00 31.82%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "% G0 5k ok
5000 ggo 1160 m/z 66.10 30.67%
158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R L A wa
132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.70%
97.0
5000 0.0
31.0 52.0
"t'llﬂl'k”“'\""W"y??""I""I'”'I"" IS R RS L
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090617\
Data File : BF098276.D

Acq On : 6 Sep 2017 16:54

Operator : SJ/JU

Sample : PB102074BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4.90 8.5 ng 275674 1 6.69 648458 20.0
unknown6 .46 6.46 96.9 ng 3142880 1 6.69 648458 20.0
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