LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\

Data File : BF108581.D

Aca On : 29 Aug 2018 3:22 Instrument :
Operator : JU/SJ gﬁgiéamlem'
3?22 le J4656-04 082418-SIDIF-)F-U-B
ALS Vial : 28 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818 .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 5.237 490 493 505 rBV 57808 84592 2.12% 0.390%
2 5.637 558 561 589 rBV 389554 899913 22.53% 4.147%
3 6.631 727 730 750 rBV 292289 649210 16.25% 2.992%
4 6.772 750 754 779 rVB 1612283 1935912 48.47% 8.921%
5 7.001 789 793 815 rVB 521684 679307 17.01% 3.130%

7.154 815 819 851 rBV 2605297 2843620 71.20% 13.104%
7.566 884 889 912 rBV 2042488 2332038 58.39% 10.747%
661062 792496 19.84% 3.652%
9.354 1189 1193 1203 rBV 4126524 3994106 100.00% 18.406%
9.748 1256 1260 1271 rBV 133093 156798 3.93% 0.723%
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11 10.042 1307 1310 1321 rVB 856662 806633 20.20% 3.717%
12 10.695 1418 1421 1428 rBV 80735 79512 1.99% 0.366%
13 10.836 1441 1445 1458 rBV 1290332 1335111 33.43% 6.152%
14 11.536 1561 1564 1573 rBV 694685 702449 17 .59% 3.237%
15 13.124 1830 1834 1837 rBV 3354971 3045803 76.26% 14.036%

16 14.195 2011 2016 2021 rBV 780972 774156 19.38% 3.567%
17 15.748 2275 2280 2289 rVB 435488 588727 14.74% 2.713%

Sum of corrected areas: 21700383
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082818\

Data File : BF108581.D

Aca On : 29 Aug 2018 3:22

Operator : JU/SJ

ﬁ?ggle i J4656-04 082418-SIDI-F-U-B
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF108581.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082818\

Data File : BF108581.D

Aca On : 29 Aug 2018 3:22

Operator : JU/SJ

ﬁ?ggle i J4656-04 082418-SIDI-F-U-B
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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.

5.24 2.49 ng 84592 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 40
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23

Abundance Scan 494 (5.243 min): BF108581.D (-490) (-) m/z 43.00 100.00%
43.0 h
5000 591
mo TTS00 500 540 S50
ot e e e e e e m/z 59.10 51.97%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U U L I I
5.00 5.20 5.40 5.60
59.0 1010 m/z 101.00 16.39%
ol 3500 S20 || 670 809010 LT
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
59.0
A RS AR AR A
5.00 5.20 5.40 5.60
5000 m/z 58.10 14.93%
43.0 101.0
" " N S
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 5.00 5.20 5.40 5.60
m/z 41.00 9.35%
5000 41.0
31.0
69.0 87.0
ol 150 M‘ ARRREECIH 98.0
m/z--> 10 20 30 40 50 60 7'0 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082818\

Data File : BF108581.D

Aca On : 29 Aug 2018 3:22

Operator : JU/SJ

ﬁ?ggle i J4656-04 082418-SIDI-F-U-B
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.77 Concentration Rank 2

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

6.77 57.00 ng 1935910 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 754 (6.772 min): BF108581.D (-750) (-) m/z 132.00 100.00%
132.0 A
5000 68.1
40.0 %l'l 1150 J 6.40 6.60 6.80 7.00 7.20
01 B e L m/z 68.10 45 _35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 32.70%
51.0 70.0 86.0
01 B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 29.28%
104.0
0 27'0 5]\-”.\0 66‘.0 \H\ 89'0 “
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 17.64%
74.0
5000 98.0 116.0
Ot L --‘-‘|‘-‘- -‘-h| T -“- T f‘l“--‘-‘j T -‘H- T -:!-5-8|0-- T |]:8-9-()- ‘FWQL_WW
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082818\

Data File : BF108581.D

Acg On : 29 Aug 2018 3:22

Operator : JU/SJ

ﬁ?ggle i J4656-04 082418-SIDI-F-U-B
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.24 2.5 ng 84592 1 7.00 679307 20.0
unknown6 .77 6.77 57.0 ng 1935910 1 7.00 679307 20.0
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