LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091117\
Data File : BF098414.D

Aca On : 11 Sep 2017 20:53

Operator : SJ/JU

Sample : PB102184BL

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-BF091117.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 4.875 471 474 488 rBV 397386 677563 9.47% 1.143%
2 5.287 539 544 568 rBY 6180401 6889610 96.30% 11.621%
3 6.322 714 720 722 rBVY 5386296 6573429 91.88% 11.087%
4 6.440 735 740 743 rBVY 6332488 6430565 89.89% 10.846%
5 6.663 775 778 786 rBY 1593913 1416661 19.80% 2.389%

6.822 800 805 808 rBV 5098477 5073276 70.91% 8.557%
7.234 870 875 878 rBV 3884467 4410290 61.65% 7.439%
7.945 991 996 1009 rBV 1766418 1915212 26.77% 3.230%
6326942 7154136 100.00% 12.067%
9.698 1288 1294 1298 rBV 2232326 2055134 28.73% 3.466%
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11 10.492 1423 1429 1432 rBV 3810595 3914915 54.72% 6.603%
12 11.180 1541 1546 1553 rBV 2441244 2186737 30.57% 3.688%
13 12.769 1810 1816 1819 rBV2 6273385 6932693 96.90% 11.693%
14 13.810 1989 1993 2004 rBV 2077008 1940588 27.13% 3.273%
15 15.210 2226 2231 2243 rBV 1380598 1717126 24.00% 2.896%

Sum of corrected areas: 59287935
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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\BF091117\
BF098414.D

11 Sep 2017 20:53

SJ/JU

PB102184BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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\BF091117\
Data File : BF098414.D

Aca On : 11 Sep 2017 20:53

Operator : SJ/JU

Sample : PB102184BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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._.87 9.57 ng 677563 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Acetone 58 C3H60 000067-64-1 9
5 Allyl acetate 100 C5H802 000591-87-7 9

Abundance Scan 473 (4.869 min): BF098414.D (-471) (-) m/z 43.00 100.00%
43.0
5000 59.0 \
101.0 ARy AR0 E00 o0
460 480 500 520
o...,....,....,....','::.?,1-.0.':1,....,....,8.27'.9..,....,'....,. m/z 59.00 49.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R RS LS U S
460 4.80 5.00 5.20
59.0 m/z 58.00 18.30%

101.0
0 270 | 510 ‘ 6900 830910 ]
N T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0

4.60 4.80 5.00 5.20

5000 m/z 101.00 12 .84%
101.0
15.0 31.0 58.0 690 86.0
o) R iducNOET1 | RSSO BRSNS L SN, S M
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate R Eman maa
43.0 4.60 4.80 5.00 5.20

m/z 41.00 8.30%
5000

58.0
15‘.0 27.0 7%.0 100.0
O L i o o o e LI e i R o B B o e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 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\BF091117\
Data File : BF098414.D

Aca On : 11 Sep 2017 20:53

Operator : SJ/JU

Sample : PB102184BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 unknown6.44 Concentration Rank 1

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

6.44 90.78 ng 6430570 1,4-Dichlorobenzene-d4 6.66
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 740 (6.440 min): BF098414.D (-735) (-) m/z 132.00 100.00%
13}
5000 68.0
00 sio | %0 "o 640 650 650
0 ..,....,....,...:l'!..:,:!'..,::~.'.|,..':.,??;?,..I.,}R?-P....,....,~'...,... m/z 68.00 45.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 URRBE AR S RS
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.36%
0 1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80
5000 m/z 66.00 29.98%
33.0 44.0 105.0
. s60 00 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L B LB N A B
132.0 6.20 6.40 6.60 6.80
m/z 68.95 17.42%
5000
104.0
ol 140 270 390 510 080 770 g4 1150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BF091117\
Data File : BF098414.D

Acq On : 11 Sep 2017 20:53

Operator : SJ/JU

Sample : PB102184BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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... 4.87 9.6 ng 677563 1 6.66 1416660 20.0
unknown6 .44 6.44 90.8 ng 6430570 1 6.66 1416660 20.0
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