LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101917\
Data File : BF099668.D

Aca On : 19 Oct 2017 20:27

Operator : SJ/JU

Sample : PB103438BL

Misc :

ALS Vial : 9 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-BF092317.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

5.045 500 503 519 rBvV 228149 258213 12.96% 1.995%
5.451 569 572 588 rBV 1159725 1097688 55.11% 8.483%
rBV 1096436 1076255 54.03% 8.317%
6.592 762 766 779 rVB 1393244 1161912 58.33% 8.979%
6.816 801 804 813 rBV 493462 450762 22.63% 3.483%
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6.975 827 831 834 rBV 1612211 1359391 68.25% 10.505%
7.386 896 901 904 rBV 1050193 985237 49.46% 7.614%
8.098 1018 1022 1034 rBV 712018 623849 31.32% 4.821%
9.175 1199 1205 1208 rBV 2266132 1991805 100.00% 15.392%
9.851 1316 1320 1324 rBV 739206 664759 33.37% 5.137%

=
QO ~NO®

11 10.645 1451 1455 1463 rBV 689522 582304 29.23% 4 _500%
12 11.339 1570 1573 1577 rBV 666285 554279 27.83% 4.283%
13 12.921 1838 1842 1845 rBV 1546939 1302541 65.40% 10.066%
14 13.980 2019 2022 2029 rBV 416840 402717 20.22% 3.112%
15 15.445 2266 2271 2278 rVB 355707 428750 21.53% 3.313%

Sum of corrected areas: 12940462
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF101917\

BF099668.D

19 Oct 2017 20:27

SJ/Ju

PB103438BL

9 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101917\
Data File : BF099668.D

Aca On : 19 Oct 2017 20:27

Operator : SJ/JU

Sample : PB103438BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.

5.05 11.46 ng 258213 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 504 (5.051 min): BF099668.D (-500) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
| 83.0 480 5.00 520 5.40
R B o i S P m/z 59.00 60.04%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R UL UL I
59.0 480 500 520 5.40
0
150 a0 1010 m/z 101.10 24 .03%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 5.00 520 5.40
5000 m/z 58.00 17.89%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- R R e B
54.0 480 5.00 520 5.40
31.0 m/z 41.10 8.32%
5000 41.0
73.0
15.0 | mso.o“ | | 870 1020
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101917\
Data File : BF099668.D

Aca On : 19 Oct 2017 20:27

Operator : SJ/JU

Sample : PB103438BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.59 Concentration Rank 2

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

6.59 51.55 ng 1161910 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 766 (6.592 min): BF099668.D (-762) (-) m/z 132.00 100.00%
132.0
5000
68.1
01 10 9.0 o0 o 650 e 180
R | — m/z 68.10 33.90%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 S L R R
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.88%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 21.12%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl  EEas e e R AR
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 13.31%
74.0
5000 9go 1160
SN | ST ﬂ“,. A |m‘--‘jw i 1980 %8?|0l SN | S
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101917\
Data File : BF099668.D

Acq On : 19 Oct 2017 20:27

Operator : SJ/JU

Sample : PB103438BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.05 11.5 ng 258213 1 6.82 450762 20.0
unknown6 .59 6.59 51.5 ng 1161910 1 6.82 450762 20.0
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