LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021116\
Data File : BF085011.D

Acq On : 11 Feb 2016 11:37

Operator : SJ/1Z

Sample : PB88297BL

Misc :

ALS Vial : 3 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-BF020116.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 1.735 10 13 48 rVB 1837866 3669713 75.54% 9.216%
2 4_753 274 277 286 rBY 532369 912894 18.79% 2.293%
3 5.199 314 316 319 rBV 3090445 3524318 72.55% 8.851%
4 6.273 407 410 412 rBV 3289068 4120841 84.83% 10.349%
5 6.376 417 419 422 rBV 3436758 3491762 71.88% 8.769%

6.604 437 439 442 rBvY 917480 834979 17.19% 2.097%
6.764 450 453 455 rBV 3301948 2931571 60.35% 7.362%
7.176 487 489 492 rBV 1838920 2414659 49.71% 6.064%
7.896 550 552 554 rBV 1309391 1155370 23.78% 2.902%
8.982 643 647 649 rBVY 3710351 4671422 96.16% 11.732%

=
QO ~NO®

11 9.645 702 705 707 rBV 1487219 1324024 27.26% 3.325%
12 10.433 771 774 777 rBV 2779549 2777755 57.18% 6.976%
13 11.119 832 834 837 rBV 1212114 1273507 26.22% 3.198%
14 12.719 971 974 976 rVB 4043653 4857808 100.00% 12.200%
15 13.748 1062 1064 1067 rBV 1016617 1102242 22.69% 2.768%

16 15.108 1181 1183 1186 rBV 626876 755056 15.54% 1.896%

Sum of corrected areas: 39817921
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021116\
Data File : BF085011.D

Acq On : 11 Feb 2016 11:37

Operator : SJ/1Z

Sample - PB88297BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085011.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021116\
Data File : BF085011.D

Acq On : 11 Feb 2016 11:37

Operator =: SJ/1Z

Sample - PB88297BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.75 21.87 ng 912894 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 277 (4.753 min): BF085011.D (-274) (-) m/z 43.10 100.00%
a3
59
5000
ot 440 460 480 500
...,....,....,....-,':...?.1.:J,...‘??....,Ei?..,....~,|....,....,....,....,...., m/z 59.10 59.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl- [k
43
5000 S I LN UL R
59 440 460 480 500
m/z 101.10 19.59%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 440 460 480 500
5000 m/z 58.10 14 .05%
29 101
15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester B e AR
59 4.40 4.60 4.80 5.00
m/z 41.10 8.88%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I R R R LR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021116\
Data File : BF085011.D

Acq On : 11 Feb 2016 11:37

Operator =: SJ/1Z

Sample - PB88297BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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 3 unknown6.38 Concentration Rank 2

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

6.38 83.64 ng 3491760 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 419 (6.376 min): BF085011.D (-417) (-) m/z 132.00 100.00%
5000 68
6 T[rrrr|rrrrfrrrr|yrrrrj|r
75 104 6.00 6.20 6.40 6.60 6.80
..,....,....,...:,“.'.‘.‘?!' ‘”HM....,..?‘.7,....,.'!..,.1.1:‘3.,....,'...,.. m/z 68.10  46.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 AR AR AN SRR
6.00 6.20 6.40 6.60 6.80
78 m/z 134.00 32.89%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.0 6.40 6.60 6.80
5000 m/z 66.10 30.02%
33 44 g7 105

70 78
51 60 86 115

wmmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /\
Abundance #14006: 5-Aminoindole R N R
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 19.33%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 600 6.20 6.40 6.60 680
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021116\
Data File : BF085011.D

Acq On : 11 Feb 2016 11:37

Operator : SJ/1Z

Sample : PB88297BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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... 4.75 21.9 ng 912894 1 6.60 834979 20.0
unknown6 .38 6.38 83.6 ng 3491760 1 6.60 834979 20.0
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