LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082615\
Data File : BF081218.D

Acq On : 26 Aug 2015 18:12

Operator : UM/1Z

Sample : PB85191BL

Misc :

ALS Vial : 4 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-BF081715_.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

4.617 249 252 255 rBV 511012 807069 56.82% 7.146%
5.086 290 293 295 rBV 984507 1030737 72.57% 9.127%
rBv 859852 899867 63.35% 7.968%
6.275 395 397 400 rBV 855616 889758 62.64% 7.879%
6.515 416 418 420 rBvV 390144 327650 23.07% 2.901%
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6.675 429 432 434 rBvY 956146 1108312 78.03% 9.814%
7.086 465 468 470 rBvV 944165 919783 64.75% 8.145%
7.795 528 530 533 rBvV 296884 400498 28.20% 3.546%
8.880 622 625 628 rBV 1495528 1420427 100.00% 12.578%
9.543 680 683 685 rBvV 519434 456068 32.11% 4._.038%
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11 10.321 749 751 754 rBV2 553621 562316 39.59% 4_.979%
12 11.006 809 811 814 rBvV2 376594 427788 30.12% 3.788%
13 12.595 947 950 953 rBV 1422670 1330455 93.67% 11.781%
14 13.624 1038 1040 1042 rBV 435856 405354 28.54% 3.589%
15 14.950 1153 1156 1159 rBV 294480 307199 21.63% 2.720%

Sum of corrected areas: 11293281
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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:\HPCHEM1I\BNA_F\DATA\BF082615\

BF081218.D

26 Aug 2015 18:12

umsiz

PB85191BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082615\
Data File : BF081218.D

Acq On : 26 Aug 2015 18:12

Operator : UM/I1Z

Sample : PB85191BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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.

4.62 49.26 ng 807069 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 252 (4.617 min): BF081218.D (-249) (-) m/z 43.10 100.00%
a3
59
5000
101 SRR SRS AN R
420 4.40 4.60 4.80 5.00
O Sl 83l 69 8 | w/z 59.10  57.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR S AN
420 440 4.60 4.80 5.00
m/z 58.10 14.61%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
P"W"”I'”'I”"PA'
420 4.40 4.60 4.80 5.00
5000 m/z 101.10 14 .55%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e
59 420 4.40 4.60 4.80 5.00
m/z 41.10 9.15%
5000
a1 101
15 31 53 69 83
0"P"'I”'m”'”'“JJ”I'JHW"'“P"'I“"I'”'I"”I' [T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082615\
Data File : BF081218.D

Acq On : 26 Aug 2015 18:12

Operator : UM/I1Z

Sample : PB85191BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 unknown6.27 Concentration Rank 2

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

6.27 54_.31 ng 889758 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 397 (6.275 min): BF081218.D (-395) (-) m/z 132.10 100.00%
132
68
5000
© s |, 9|6 . 600 620 640 6.60
o AL 87 LM~ m/z 68.10 56.64%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 R USSR R U
6.00 6.20 6.40 6.60
70 m/z 66.10 36.98%
31 44 60 86
Oty 'P"“ Ana '”I%O§}%§ LA UL SR S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 o 600 620 640 6.60
5000 m/z 134.10 31.91%
31 5l 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl B B
57 132 6.00 6.20 6.40 6.60
24 m/z 69.10 21.74%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I | |
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082615\
Data File : BF081218.D

Acq On : 26 Aug 2015 18:12

Operator : UM/1Z

Sample : PB85191BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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... 4.62 49.3 ng 807069 1 6.51 327650 20.0
unknown6 .27 6.27 54_.3 ng 889758 1 6.51 327650 20.0
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