LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BFO071117\
Data File : BF096638.D

Acq On 11 Jul 2017 12:21

Operator : SJ/JU

Sample : PB100537BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 height area % max. total
1 4.887 470 476 485 rBV 417393 614176 20.23% 2.500%
2 5.304 542 547 551 rBV 2622468 2868320 94.50% 11.674%
3 6.328 716 721 724 rBV 2484645 2820490 92.92% 11.479%
4 6.457 738 743 746 rBV 2800033 2801418 92.30% 11.402%
5 6.687 778 782 785 rBV 726179 629143 20.73% 2.561%

6.845 804 809 812 rBV 2224956 2141431 70.55% 8.716%
7.245 871 877 880 rBV 1689675 1816951 59.86% 7.395%
7.963 995 999 1003 rBV 879992 870267 28.67% 3.542%
2984875 3035249 100.00% 12.353%
9.716 1292 1297 1301 rBV 1041719 921886 30.37% 3.752%
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11 10.504 1425 1431 1434 rBV 1615604 1580924 52.09% 6.434%
12 11.192 1544 1548 1552 rBV 958812 888316 29.27% 3.615%
13 12.780 1813 1818 1822 rBV2 2236279 2299163 75.75% 9.358%
14 13.821 1991 1995 1999 rBV 663792 600379 19.78% 2.444%
15 15.221 2228 2233 2238 rBV 491527 565620 18.64% 2.302%

16 15.268 2239 2241 2246 rVB4 23464 30644 1.01% 0.125%

17 16.133 2383 2388 2393 rVB2 24708 46928 1.55% 0.191%

18 17.304 2583 2587 2594 rVB6 20235 38953 1.28% 0.159%
Sum of corrected areas: 24570258
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BFO71117\

BF096638.D

11 Jul 2017 12:21

SJ/Ju

PB100537BL

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071117\
Data File : BF096638.D

Acq On 11 Jul 2017 12:21

Operator : SJ/JU

Sample : PB100537BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.89 19.52 ng 614176 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 Ethanol, pentamethyl- 116 C7H160 000594-83-2 9

Abundance Scan 477 (4.893 min): BF096638.D (-470) (-) m/z 43.00 100.00%
43
59
5000
101 460 480 500 520
Ly 51 I| 83 | 0
HUNUNRRRN IR UL LR IR IR LRI RS LSS SRS SRR SRR BARRE m/z 59.00 52.73%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U A R R
460 4.80 5.00 5.20
59 101 m/z 101.10 14.22%
21 36, 51 “‘ 67 76 83 91 |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 m/z 58.00 14 .15%
41
29 101
50 73 86
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e R m A
59 460 4.80 5.00 5.20
m/z 41.10 9.07%
5000 41
68
"I”"I"”HIL'?g'wli'”'l"'W""I“"I"”I"'W'%?§I”"}4?'W AR AR R A'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071117\
Data File : BF096638.D

Acq On 11 Jul 2017 12:21

Operator : SJ/JU

Sample : PB100537BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 89.06 ng 2801420 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 743 (6.457 min): BF096638.D (-738) (-) m/z 132.00 100.00%
132
5000 68
20 54 || L %o 620 640 660 6.80
e B m/z 68.10 40.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 RS AR AR L A
a1 97 6.20 6.40 6.60 6.80
53 117 m/z 134.00 32.73%
79
R e |||]|-0|7| |“|||H||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 660 6.80
5000 m/z 66.00 25.76%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180 i
Abundance #52379: Tranylcypromine-propionyl R L A m
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 15.85%
5000 g °
e el rmhl‘ﬁll 158 ..,.1??. SN | 1 G
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BFO071117\
Data File : BF096638.D

Acq On 11 Jul 2017 12:21

Operator : SJ/JU

Sample : PB100537BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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... 4.89 19.5 ng 614176 1 6.69 629143 20.0
unknown6 .46 6.46 89.1 ng 2801420 1 6.69 629143 20.0
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