LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021617\
Data File : BF092988.D

Acq On : 16 Feb 2017 18:36

Operator : SJ/MA

Sample - PB96981BL

Misc :

ALS Vial : 6 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-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 height area % max. total
1 5.036 256 258 267 rBvY 813172 1249917 28.77% 3.559%
2 5.459 292 295 298 rBV 3106113 3433376 79.04% 9.777%
3 6.499 383 386 388 rBvY 3560096 3760169 86.56% 10.708%
4 6.625 395 397 400 rBV 3162807 3415552 78.63% 9.726%
5 6.853 415 417 420 rBVY 756120 807161 18.58% 2.299%

7.013 429 431 434 rBV 3054826 2744949 63.19% 7.817%
7.425 464 467 469 rBV 2392974 2419683 55.70% 6.891%
8.145 527 530 532 rBV 997072 1142747 26.31% 3.254%
9.219 620 624 626 rBVY 3935593 4343823 100.00% 12.370%
9.893 680 683 685 rBY 1311500 1308927 30.13% 3.727%

=
QO ~NO®

11 10.682 749 752 754 rBV 2179568 2358205 54.29% 6.715%
12 11.368 810 812 815 rBV 974737 1269486 29.23% 3.615%
13 12.957 948 951 954 rBV 3034576 4325909 99.59% 12.319%
14 14.008 1040 1043 1045 rBV 1519723 1369364 31.52% 3.900%
15 15.437 1165 1168 1171 rBV 957661 1166691 26.86% 3.322%

Sum of corrected areas: 35115959
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021617\
Data File : BF092988.D

Acq On : 16 Feb 2017 18:36

Operator : SJ/MA

Sample - PB96981BL

Misc :

ALS Vial : 6 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:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092988.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021617\
Data File : BF092988.D

Acq On : 16 Feb 2017 18:36

Operator : SJ/MA

Sample - PB96981BL

Misc :

ALS Vial : 6 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

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.

5.04 30.97 ng 1249920 1,4-Dichlorobenzene-d4 6.85
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 42
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 258 (5.036 min): BF092988.D (-256) (-) m/z 43.05 100.00%
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Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #8114: 3-Hexanol, 4-methyl- R Emas e A Aas mus
59 4.80 5.00 520 540

m/z 41.10 8.59%

5000 41
31
‘ 69 &7
15 M‘ Ll 83yl ‘ 98

m/z--> 10 20 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021617\
Data File : BF092988.D

Acq On : 16 Feb 2017 18:36

Operator : SJ/MA

Sample - PB96981BL

Misc :

ALS Vial : 6 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

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 unknown6.62 Concentration Rank 1

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

6.62 84 .63 ng 3415550 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 397 (6.625 min): BF092988.D (-395) (-) m/z 132.10 100.00%
5000 68
0 sl P 6% 610 660 680 750
0 (AN N - A | NN m/z 68.10 45.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 A I I L
6.20 6.40 6.60 6.80 7.00
m/z 134.10 31.83%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 28.68%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl T R B
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 17.69%
5000 og 116
S n,m...“,.nh.,uh..h, W .- N 189 SIS | G SR
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:\HPCHEMI1\BNA_F\DATA\BF021617\
Data File : BF092988.D

Acq On : 16 Feb 2017 18:36

Operator : SJ/MA

Sample - PB96981BL

Misc :

ALS Vial : 6 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... 5.04 31.0 ng 1249920 1 6.85 807161 20.0
unknown6 .62 6.62 84.6 ng 3415550 1 6.85 807161 20.0
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