LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082817\
Data File : BF098060.D

Aca On : 28 Aug 2017 11:17

Operator : SJ/JU

Sample : PB101824BL

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 4.951 482 487 497 rVB 175668 257195 8.47% 1.039%
2 5.357 551 556 559 rBY 2784096 2838722 93.53% 11.472%
3 6.381 725 730 733 rBVY 2773210 2896578 95.44% 11.706%
4 6.510 748 752 756 rBVY 2705289 2780921 91.63% 11.239%
5 6.739 788 791 795 rBV 629830 525970 17.33% 2.126%
6 6.898 814 818 821 rBVY 2417008 2161250 71.21% 8.735%
7 7.304 882 887 890 rBVY 1648249 1805654 59.49% 7.297%
8 8.022 1005 1009 1013 rBV 699952 707396 23.31% 2.859%
9 8.781 1130 1138 1140 rBV 28401 31857 1.05% 0.129%
10 9.104 1187 1193 1196 rBvV 3020912 3034972 100.00% 12.266%
11 9.586 1270 1275 1281 rVB4 18374 33657 1.11% 0.136%
12 9.775 1302 1307 1313 rBV 739111 756144 24.91% 3.056%
13 10.186 1371 1377 1385 rVvVB4 21855 34937 1.15% 0.141%

14 10.569 1436 1442 1445 rBV 1795297 1732015 57.07% 7 .000%
15 11.263 1555 1560 1563 rBV 877651 803816 26.49% 3.249%

16 12.851 1825 1830 1833 rBV 3012551 2935514 96.72% 11.864%
17 13.892 2001 2007 2011 rBV 863693 796858 26.26% 3.220%

18 15.315 2244 2249 2253 rBV 483776 577574 19.03% 2.334%
19 15.762 2322 2325 2331 rVB6 22377 32701 1.08% 0.132%

Sum of corrected areas: 24743731
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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

Z:\HPCHEM1I\BNA F\DATA\BF082817\

BF098060.D

28 Aug 2017 11:17

SJ/Ju

PB101824BL

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 : Z:\HPCHEM1\BNA F\DATA\BF082817\
Data File : BF098060.D

Aca On : 28 Aug 2017 11:17

Operator : SJ/JU

Sample : PB101824BL

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.

4.95 9.78 ng 257195 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 487 (4.951 min): BF098060.D (-482) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 NSRS
| 83.0 | 4.60 4.80 5.00 5.20
o) EEERY ¥ UCHIESSCOY P | RS MM S m/z 59.10 53.99%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR R LN I L
59.0 460 480 500 520
0
150 a0 1010 m/z 101.00 21.33%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 4.80 500 520
5000 m/z 58.00 17.99%
27.0 55.0
150 10 830 980
e S S S SULIULS SURILIL I IULILS SULILS SIS LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— LA L L L L L L
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.54%
5000
101.0
15.0
| 21. 560 T
0"'w*"w'NHV"'ﬁ"'w'{'w"'h"'VQQQw"'V"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082817\
Data File : BF098060.D

Aca On : 28 Aug 2017 11:17

Operator : SJ/JU

Sample : PB101824BL

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 unknown6.51 Concentration Rank 1

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

6.51 105.74 ng 2780920 1,4-Dichlorobenzene-d4 6.74
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 12
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 752 (6.510 min): BF098060.D (-748) (-) m/z 131.95 100.00%
131.9
5000 68.1
40.0 ‘ %00 ‘ 620 640 6.60 6.80
54.0 : - : :
o....,....l'!...,:!..,..~.'.|,..V.Ef,o....,..I.,%??.?.l.l.??....,'...,.. m/z 68.10 48.90%
m/z--> 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 IRSENRARE BURSE RSN SRR
6.20 6.40 6.60 6.80
210 510 m/z 134.00 33.03%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 m/z 66.00 30.85%
33.0 44.0 0.0 105.0
o 600 "7 g0.0 115.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl- e B e R
132.0 6.20 6.40 6.60 6.80
m/z 69.05 20.07%
104.0
5000
510 77.0
39.0 65.0 ‘ 91.0 115.0
0”'%'”Jﬁ'”lH'W“w'Pl”\”'%“”'PJ”I”MW'”'It” T IRSE AR SRS RSN SRR
m/z--> 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 : Z:\HPCHEM1\BNA_F\DATA\BF082817\
Data File : BF098060.D

Acq On : 28 Aug 2017 11:17

Operator : SJ/JU

Sample : PB101824BL

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... 4.95 9.8 ng 257195 1 6.74 525970 20.0
unknown6 .51 6.51 105.7 ng 2780920 1 6.74 525970 20.0
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