LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107694.D

Aca On : 26 Jul 2018 9:03

Operator : JU/SJ

Sample : PB111438BL

Misc :

ALS Vial : 45 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-BF072018 .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 5.207 484 488 501 rBV 128567 181567 3.64% 0.551%
2 5.601 551 555 582 rBVY 2295452 3057452 61.33% 9.278%
3 6.595 720 724 744 rBV 2111247 3104561 62.27% 9.421%
4 6.736 744 748 773 rVB 2790950 3300940 66.21% 10.017%
5 6.966 784 787 809 rVB 786825 1046921 21.00% 3.177%

7.125 809 814 830 rBV 3344671 3723323 74.69% 11.299%
7.531 879 883 906 rBV 2150430 2904000 58.25% 8.812%
8.248 1001 1005 1025 rBV 1035443 1252181 25.12% 3.800%
9.325 1183 1188 1217 rBV 4564182 4985308 100.00% 15.128%
10.007 1300 1304 1328 rBV 1155560 1151321 23.09% 3.494%

=
QO ~NO®

11 10.801 1435 1439 1467 rBV 1403353 1755322 35.21% 5.327%
12 11.501 1554 1558 1575 rBV 896260 1048559 21.03% 3.182%
13 13.089 1823 1828 1848 rBV 3577840 3769767 75.62% 11.440%
14 14.154 2005 2009 2021 rBV 848089 944165 18.94% 2.865%
15 15.689 2264 2270 2284 rBV 444442 728490 14.61% 2.211%

Sum of corrected areas: 32953877
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF072518\
Data File : BF107694.D

Aca On : 26 Jul 2018 9:03

Operator : JU/SJ

Sample : PB111438BL

Misc :

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107694.D

Aca On 26 Jul 2018 9:03

Operator : JU/SJ

Sample : PB111438BL

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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.

5.21 3.47 ng 181567 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 488 (5.207 min): BF107694.D (-484) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 SRS SRS RS B
| 83.0 | 4.80 5.00 5.20 5.40 5.60
Obrrr e e e m/z 59.00 63.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS I L I
59.0 480 500 5.20 540 560
0
150 41, 1010 m/z 101.00 19.55%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8344 3-Hexanol, 4-methyl-
59.0

4.80 500 520 5.40 5.60
5000 41.0 m/z 58.00 16.49%

29.
‘ 87.0
R L, N L —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R B e B e
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 9.30%
5000 41.0
o T O =Y 1260 1420
R B o A B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072518\
Data File : BF107694.D

Aca On 26 Jul 2018 9:03

Operator : JU/SJ

Sample : PB111438BL

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknown6.74 Concentration Rank 2

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

6.74 63.06 ng 3300940 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.742 min): BF107694.D (-744) (-) m/z 132.00 100.00%
132.0 P
5000
68.0
40.0 9.0 5.0 6.40 6.60 6.80 7.00
01 : e B m/z 68.00 34 .29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 67.0
6.40 6.60 6.80 7.00
m/z 134.00 33.40%
01 \ AL SN 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
5000 m/z 66.00 23.11%
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
m/z 69.05 13.39%
74.0
5000 98.0 116.0
0 ||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H| ||:!-5|8|.0|||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072518\
Data File : BF107694.D

Acq On : 26 Jul 2018 9:03

Operator : JU/SJ

Sample : PB111438BL

Misc :

ALS Vial : 45 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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... 5.21 3.5 ng 181567 1 6.97 1046920 20.0
unknown6 .74 6.74 63.1 ng 3300940 1 6.97 1046920 20.0
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