LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\Data\BF030217\
Data File : BF093324.D

Aca On : 2 Mar 2017 16:51

Operator : SJ/MA

Sample : PB97286BL

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-BF013017.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 4.967 249 252 268 rVB 1341115 2288409 43.24% 5.061%
2 5.401 287 290 292 rBVY 4299562 4995231 94.38% 11.048%
3 6.441 378 381 384 rBY 3584514 4693195 88.67% 10.380%
4 6.567 389 392 394 rBVY 4579787 4731508 89.40% 10.465%
5 6.796 410 412 414 rBV 1073400 1071750 20.25% 2.370%

6.956 423 426 428 rBV 2752045 3766295 71.16% 8.330%
7.367 459 462 465 rBV 2858508 3073681 58.07% 6.798%
8.087 522 525 527 rBV 1427603 1438001 27.17% 3.181%
9.173 616 620 622 rBV 4653435 5292801 100.00% 11.706%
9.848 676 679 682 rBV 1665206 1610202 30.42% 3.561%

=
QO ~NO®

11 10.648 746 749 758 rBV 2547129 2890092 54.60% 6.392%
12 11.333 807 809 812 rBV 1209478 1590783 30.06% 3.518%
13 12.922 945 948 951 rBV 4024918 4701534 88.83% 10.399%
14 13.974 1037 1040 1042 rBV 1363719 1573227 29.72% 3.480%
15 14.797 1109 1112 1113 rBV 37414 61293 1.16% 0.136%

16 14.831 1113 1115 1120 rVB2 47448 110705 2.09% 0.245%
17 15.391 1161 1164 1167 rBV 966054 1240437 23.44% 2.744%
18 17.117 1311 1315 1319 rVB6 25187 83621 1.58% 0.185%

Sum of corrected areas: 45212765
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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:\HPCHEMI\BNA F\Data\BF030217\

BF093324.D

2 Mar 2017 16:51

SJ/MA

PB97286BL

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093324.D

Aca On : 2 Mar 2017 16:51

Operator : SJ/MA

Sample : PB97286BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

4.97 42_.70 ng 2288410 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 252 (4.967 min): BF093324.D (-249) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 4.60 4.80 5.00 520 5.40
IR N Y- SN NN B - i T R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B I I I U
59.0 460 480 500 520 540
0
150 a0 1010 m/z 101.10 17.61%
'"|“t'|”'wﬂ“'“ﬂh"|“"|“"|“"?iq'|“'*m"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 460 480 500 5.20 5.40
5000 m/z 58.10 15.49%
20.0 101.0
15.0 73.0 83.0
miz--> 0 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.28%
5000
410 101.0
o dso 0 liseoy ) 90 e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030217\
Data File : BF093324.D

Aca On : 2 Mar 2017 16:51

Operator : SJ/MA

Sample : PB97286BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.57 Concentration Rank 1

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

6.57 88.30 ng 4731510 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-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 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 392 (6.567 min): BF093324.D (-389) (-) m/z 132.10 100.00%
132.1
5000 68.1
%00 S S0 om0 6o 6k 7ho
T e e m/z 68.10 42 _.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 i PP
0 70 7o m/z 134.10  33.26%
.. \ - R
m/z--> 20 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 27 .10%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #48639: Tranylcypromine-propionyl T e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.37%
74.0
5000 98.0 116.0
|||||||||||||‘|‘|‘|||‘M|||“|||H“||‘u“| I‘MI ||:!-5|8|.q||||]:8|9.|0| L AR
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF030217\
Data File : BF093324.D

Acq On : 2 Mar 2017 16:51

Operator : SJ/MA

Sample : PB97286BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4_97 42.7 ng 2288410 1 6.80 1071750 20.0
unknown6 .57 6.57 88.3 ng 4731510 1 6.80 1071750 20.0
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