LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060315\
Data File : BG017417.D

Acq On : 3 Jun 2015 21:36

Operator : TP/1Z

Sample - PB83780BL

Misc :

ALS Vial : 15 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_G\METHODS\8270-BG060315.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 4.727 342 347 353 rBY 17464 25902 1.50% 0.338%
2 5.221 425 431 440 rBVY 366793 521617 30.27% 6.813%
3 6.831 698 705 714 rBvY 370954 562481 32.64% 7.346%
4 7.166 755 762 771 rBV 366096 566763 32.89% 7.402%
5 7.624 833 840 847 rBvV 86495 136769 7.94% 1.786%

7.947 888 895 902 rVvB 256589 399760 23.20% 5.221%
8.787 1031 1038 1047 rBvV 205107 338080 19.62% 4.416%
10.421 1307 1316 1330 rBV 115981 189454 10.99% 2.474%
12.906 1733 1739 1753 rBVY 518502 752821 43.69% 9.832%
14.292 1969 1975 1983 rBV2 170198 264481 15.35% 3.454%

=
QO ~NO®

11 15.791 2223 2230 2243 rBV 485873 739449 42 _.91% 9.658%
12 17.042 2437 2443 2457 rBV 274105 387290 22.48% 5.058%
13 19.680 2886 2892 2898 rBV 1492643 1723126 100.00% 22.505%
14 21.231 3151 3156 3165 rBV 437260 540965 31.39% 7.065%
15 23.464 3529 3536 3544 rBvV 279441 507570 29.46% 6.629%

Sum of corrected areas: 7656528
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060315\
Data File : BG017417.D

Acq On : 3 Jun 2015 21:36

Operator : TP/1Z

Sample - PB83780BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG017417.D
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Abundance TIC: BG017417.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060315\
Data File : BG017417.D

Acq On : 3 Jun 2015 21:36

Operator : TP/1Z

Sample - PB83780BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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.

4.73 3.79 ng 25902 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 36
3 Pentanamide 101 C5H11NO 000626-97-1 25
4 Silane, ethyldimethyl- 88 C4H12Si 000758-21-4 25
5 3-0Octanol 130 C8H180 000589-98-0 17

Abundance Scan 347 (4.727 min): BG017417.D (-342) (-) m/z 43.00 100.00%
a3
59
5000
i Gh0 450 480 500
51 86 - - - -
...,....,....,....'-,'::..,'..-:'I,-....,75?..,..:.,...:,|....,. m/z 59.00 56.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L A I LA A B
440 4.60 4.80 5.00
59 m/z 101.00 20.17%
21 37| 53 ‘ 67 77 83 o1 ‘1?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 440 460 4.80 500
5000 m/z 58.00 19.79%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3982: Pentanamide
59 4.40 4.60 4.80 5.00
m/z 41.00 9.88%
5000 a4
15 \‘ H | . . 8? 100
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060315\
Data File : BG017417.D

Acq On : 3 Jun 2015 21:36

Operator : TP/1Z

Sample - PB83780BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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 unknown7.17 Concentration Rank 1

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

7.17 82.88 ng 566763 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 38
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 27
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 12

Abundance Scan 763 (7.171 min): BG017417.D (-755) (-) m/z 132.00 100.00%
32
5000 68
© s \ 5% 0 550 700 720 740 760
....,...!!'!..“ﬁ!!..,:!"|,..':-.,..5?7.,..!.,.':..,....,...., brr  m/z 68.00  38.14%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 A
69 6.80 7.00 7.20 7.40 7.60
57 m/z 66.00 32.90%
89 103
""|""|""|""|('3:'3"|""|""|"?T|""|']"]"5'|""| e
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 97 m/z 134.00 31.38%
70
31
44 51 €0 7 g6 105 116
miz--> 3 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine RS REEEE B
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 17 .99%
5000
33 44 o g7 105
s Mg ||y
miz--> % 4 0 e 70 8 % 1% Ho 130 130 140 6.80 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060315\
Data File : BG017417.D

Acq On : 3 Jun 2015 21:36

Operator : TP/1Z

Sample - PB83780BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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... 4.73 3.8 ng 25902 1 7.63 136769 20.0
unknown7 .17 7.17 82.9 ng 566763 1 7.63 136769 20.0
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