LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103555.D

Aca On : 9 Mar 2018 14:25

Operator : SJ/JU

Sample : PB107216BL

Misc :

ALS Vial : 6 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-BF022218.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 2.187 13 17 24 rVB 23497 38793 1.02% 0.123%
2 5.122 512 516 530 rBV 49691 96573 2.53% 0.305%
3 5.493 576 579 609 rBY 2537711 3813874 99.81% 12.061%
4 6.504 747 751 770 rBVY 2553657 3719176 97.33% 11.761%
5 6.634 770 773 799 rVB 2981662 3689961 96.57% 11.669%

6.863 809 812 834 rVB 756394 911528 23.85% 2.883%
7.016 834 838 861 rBV 2537768 2784516 72.87% 8.805%
7.434 905 909 950 rBV 1702579 2667068 69.80% 8.434%
8.151 1026 1031 1053 rBV 665927 1257386 32.91% 3.976%
9.222 1208 1213 1229 rBV 3165766 3821177 100.00% 12.084%

=
QO ~NO®

11 9.910 1325 1330 1346 rBvV 930541 1268974 33.21% 4.013%
12 10.704 1461 1465 1491 rBV 1370555 1995750 52.23% 6.311%
13 11.404 1580 1584 1609 rBV 802936 1203499 31.50% 3.806%
14 12.986 1848 1853 1862 rBV 2520756 2873152 75.19% 9.086%
15 14.063 2031 2036 2048 rBvV 549102 811976 21.25% 2.568%

16 15.568 2287 2292 2304 rBV 364136 669188 17.51% 2.116%

Sum of corrected areas: 31622591
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103555.D

Aca On : 9 Mar 2018 14:25

Operator : SJ/JU

Sample : PB107216BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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: BF103555.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103555.D

Aca On : 9 Mar 2018 14:25

Operator : SJ/JU

Sample : PB107216BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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.

5.12 2.12 ng 96573 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Diacetamide 101 C4H7NO2 000625-77-4 9
3 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 9
4 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 9
5 3-0Octanol 130 C8H180 000589-98-0 9

Abundance Scan 516 (5.122 min): BF103555.D (-512) (-) m/z 42.95 100.00%
43
59
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1o 480 5.00 520 540
Ot S8 7 B9.00  58.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
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m/z 101.00 17.19%
15 31 101
o | 25 7 37, 53 83
miz--> e A e A A AR A
Abundance
43
480 5.00 520 540
5000 59 m/z 57.95 15.58%
73
101
28 37 51 67 79 86
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 \
Abundance :

#4485: Propane, 2-ethoxy-2-methyl-
59 4.80 5.00 5.20 5.40
m/z 41.00 8.88%
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m/z--> 10 20 30 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030918\
Data File : BF103555.D

Aca On : 9 Mar 2018 14:25

Operator : SJ/JU

Sample : PB107216BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.63 Concentration Rank 1

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

6.63 80.96 ng 3689960 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 772 (6.628 min): BF103555.D (-770) (-) m/z 131.95 100.00%
132
5000 68 !
75 96103 6.20 6.40 6.60 6.80 7.00
o..,....,....,...!!'!.‘.‘?" Sl e 87 A M2 M Tm/z 67.95  49.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80 7.00
2 78 m/z 65.95 33.53%
38
H |
O P e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.20 6.40 6.60 6.80 7.00
5000 m/z 134.00 30.86%
33 44 g7 105
51 60 7078 g 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 19.57%
5000
104
oL 14 27 374451 58 % T 8597 | 115
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF030918\
Data File : BF103555.D

Acq On : 9 Mar 2018 14:25

Operator : SJ/JU

Sample : PB107216BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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... 5.12 2.1 ng 96573 1 6.86 911528 20.0
unknown6 .63 6.63 81.0 ng 3689960 1 6.86 911528 20.0
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