LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012818\
Data File : BF102557.D

Aca On : 28 Jan 2018 15:11

Operator : SJ/JU

Sample : PB106105BL

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-BF012218.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

4.922 477 482 490 rBvV 63092 93380 2.48% 0.298%
5.328 547 551 570 rBV 3183741 3247217 86.22% 10.372%
rBv 3078910 3130634 83.12% 9.999%
6.481 743 747 751 rBV 3478989 3299066 87.60% 10.537%
6.710 782 786 797 rBV 1047600 886536 23.54% 2.832%
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6 6.863 808 812 816 rBV 2779934 2653780 70.46% 8.476%
7 7.281 877 883 898 rBV 1901729 2201578 58.46% 7.032%
8 7.992 1000 1004 1019 rBV 1312037 1237191 32.85% 3.952%
9 9.069 1181 1187 1190 rBV 3881254 3766186 100.00% 12.029%
10 9.745 1297 1302 1314 rVB 1455670 1351364 35.88% 4_.316%
11 10.163 1366 1373 1377 rBV2 30601 49258 1.31% 0.157%

12 10.539 1432 1437 1453 rBV 2040317 2118611 56.25% 6.767%
13 11.233 1551 1555 1563 rBV 1281492 1306649 34.69% 4.173%
14 12.816 1820 1824 1828 rBV 3363504 3563654 94.62% 11.382%
15 13.845 1994 1999 2000 rBV 142993 134006 3.56% 0.428%

16 13.869 2000 2003 2015 rVB 1178993 1253475 33.28% 4._.004%
17 15.298 2241 2246 2256 rBV2 757852 1016011 26.98% 3.245%

Sum of corrected areas: 31308596
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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:\HPCHEMI\BNA F\DATA\BF012818\

BF102557.D

28 Jan 2018 15:11

SJ/JuU

PB106105BL

4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF012218.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:\HPCHEM1\BNA F\DATA\BF012818\
Data File : BF102557.D

Aca On : 28 Jan 2018 15:11

Operator : SJ/JU

Sample : PB106105BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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.

4.92 2.11 ng 93380 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Propane. 1.l1-dipropoxv- 160 C9H2002 004744-11-0 39
3 1.2-Butanediol 90 C4H1002 000584-03-2 32
4 Hvdrazine. 1l.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 25

Abundance Scan 482 (4.922 min): BF102557.D (-477) (-) m/z 43.00 100.00%
43
59
5000
o 450 450 500 520
o...,....'i'...:-|i....f'~.3...-,|....,....,....,....,....,2197.. m/z 59.00 56.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR AR S R
59 460 480 500 520
m/z 101.10 20.52%
31 ‘ g3 101
0"'I”ﬂ'w”'al”"f”"ﬁ”"l”"I”"I”"I”"I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 59
460 4.80 500 520
5000 101 m/z 58.00 14 .53%
31
89 131
Oy '7?|" U S B "'%Sq R S B
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #2294: 1,2-Butanediol e REREREREEE L
3 59 4.60 4.80 5.00 5.20
m/z 41.05 9.58%
5000
T3
15
0 “'|'m'JJ“'”w'7}w'qq'|'“'|"'w""|'“'|""w"'
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012818\
Data File : BF102557.D

Aca On : 28 Jan 2018 15:11

Operator : SJ/JU

Sample : PB106105BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 unknown6.48 Concentration Rank 1

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

6.48 74.43 ng 3299070 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 747 (6.481 min): BF102557.D (-743) (-) m/z 132.00 100.00%
5000 68
40 | % 620 640 6.60 6.80
54 : : : :
o...,....-,i'.::'.,~:-.|.':??..!,1.1.1.?.. N — 1 1 m/z 68.10 40.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 T AT T
o7 6.20 6.40 6.60 6.80
117 m/z 134.00 33.37%
0"'I""I""I""I""I""I"' R B AR RAEE Eaa s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
620 640 6.60 6.80
5000 m/z 66.00 25.82%
104
oL 27 51 6 go
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #52379: Tranylcypromine-propionyl e e A mAR
57 132 6.20 6.40 6.60 6.80
24 m/z 69.05 16.22%
5000 og 116
o b A e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012818\
Data File : BF102557.D

Acq On : 28 Jan 2018 15:11

Operator : SJ/JU

Sample : PB106105BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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... 4.92 2.1 ng 93380 1 6.71 886536 20.0
unknown6 .48 6.48 74_.4 ng 3299070 1 6.71 886536 20.0
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