LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109832.D

Aca On : 12 Oct 2018 14:32

Operator : JU/SJ

Sample : PB113692BL

Misc :

ALS Vial : 8 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-BF100818 .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 4.916 477 481 492 rBV 34932 54848 2.24% 0.286%
2 5.322 547 550 581 rBY 1328519 1606202 65.60% 8.389%
3 6.340 719 723 741 rBV 1342083 1767819 72.20% 9.233%
4 6.463 741 744 770 rVB 1632441 1938710 79.18% 10.126%
5 6.692 780 783 805 rVB 358013 522298 21.33% 2.728%

6.845 805 809 835 rBV 1255649 1462686 59.74% 7.640%
7.257 875 879 902 rBV 806604 1169988 47.79% 6.111%
493547 703179 28.72% 3.673%
9.045 1178 1183 1205 rBV 1887362 2413528 98.58% 12.606%
9.722 1292 1298 1319 rBV 795124 875595 35.76% 4_.573%
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11 10.510 1428 1432 1464 rBV 1127653 1507347 61.56% 7.873%
12 11.204 1546 1550 1581 rBV 662590 957824 39.12% 5.003%
13 12.780 1814 1818 1841 rBV 2340063 2448402 100.00% 12.788%
14 13.827 1992 1996 2014 rBV 632647 842237 34.40% 4 _.399%

15 14.904 2174 2179 2183 rBVY 30242 31013 1.27% 0.162%

16 15.227 2229 2234 2250 rBVY 377256 714474 29.18% 3.732%

17 15.645 2300 2305 2311 rBV2 37410 55809 2.28% 0.291%

18 16.104 2376 2383 2391 rBV2 26553 49435 2.02% 0.258%

19 17.262 2573 2580 2592 rVB8 9188 24949 1.02% 0.130%
Sum of corrected areas: 19146343
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\

BF109832.D

12 Oct 2018 14:32

JussJ

PB113692BL

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BF109832.D
2000000
6.46
1500000 6.34
5.32 . 6.85
1000000
7.26
500000 6.69
492 kj
O L e e e e e L Ho e e L B e e e B L s e B e EERAL —
Time--> 2.50 3.00 3.50 4.00 4.50 5. 00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF109832.D
12,78
2000000 9.05
1500000
10.51
1000000
11.20
500000 /97 A\_
0--|----|----|¥--------------------------------
Time--> 8.00 8.50 9.00 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF109832.D
2000000
1500000
1000000
13.83
500000 15.23
oL 14.90 15.64 16.10 17.26
Time--> 13. 50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17. 50 18 00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109832.D

Aca On : 12 Oct 2018 14:32

Operator : JU/SJ

Sample : PB113692BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 2.10 ng 54848 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 7
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 5

Abundance Scan 482 (4.922 min): BF109832.D (-477) (-) m/z 43.10 100.00%
43
59
5000
101 ISR SR R AR
| 83 | 4.60 4.80 5.00 5.20
o 11O | S N m/z 59.00 58.21%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
48
5000 L R L I I
59 460 480 500 520
m/z 101.10 21.26%
0 25 3! 37 , 83 o3 101
miz--> 0 2 30 40 50 60 70 8 90 100
Abundance #3159: 5-Hexen-2-one
43
460 4.80 500 520
5000 m/z 58.00 14_.17%
55
S R OO - 3 O
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3686: 1-Propen-2-ol, acetate
43 4.60 4.80 5.00 5.20
m/z 41.00 9.82%
5000
58
L 27 37 72 100
O R S S S I UL UL L UL R ISR SRR R AR
m/z--> 10 20 30 40 50 60 70 80 90 100 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109832.D

Aca On : 12 Oct 2018 14:32

Operator : JU/SJ

Sample : PB113692BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 unknown6.46 Concentration Rank 1

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

6.46 74.24 ng 1938710 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
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 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 743 (6.457 min): BF109832.D (-741) (-) m/z 131.95 100.00%
132
5000 68 [L
0 s [l J Toko ok 550 650
0 DA N - N | A m/z 68.05 47.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 RS RS R AR
6.20 6.40 6.60 6.80
33 44 105 m/z 134.00 31.61%
60 7P 80 115
01 A DN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
620 640 6.60 6.80
5000 m/z 66.00 30.90%
104
ol 14 27 39 Sl 77 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80

m/z 69.05 21.25%

74
116
) 98 M
0 n ‘h N M\ ‘ L 158 189

m/z--> 20 40 100 120 140 160 180 6.20 6.40 6. 60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101218\
Data File : BF109832.D

Acq On : 12 Oct 2018 14:32

Operator : JU/SJ

Sample : PB113692BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_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 54848 1 6.69 522298 20.0
unknown6 .46 6.46 74.2 ng 1938710 1 6.69 522298 20.0
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