LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021115\
Data File : BF077254.D
Acq On : 11 Feb 2015 15:15 Instrument :
Operator : TP/1Z gﬁA{s el

- _ lentosampleld :
3?22'6 : 61269-05 DCW-WW-063-21015
ALS Vial : 6 Sample Multiplier: 2

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:\HPCHEMI1\BNA_F\METHODS\8270-BF011415_.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 1.275 33 34 39 rBv 114247 198925 7.91% 1.801%
2 1.344 39 40 62 rvB 1378140 2516206 100.00% 22.781%
3 3.550 230 233 238 rBvY 21853 57313 2.28% 0.519%
4  4.556 318 321 332 rBvY 110968 276902 11.00% 2.507%
5 6.979 531 533 535 rBY 70291 126306 5.02% 1.144%

7.036 535 538 546 rVvB 383417 696017 27.66% 6.302%
7.539 579 582 590 rBV 216027 369302 14.68% 3.344%
7.859 607 610 620 rBvV 381424 650558 25.85% 5.890%
8.853 694 697 709 rBvV 323470 530577 21.09% 4._.804%
10.453 834 837 842 rBV 318683 503015 19.99% 4 _.554%

=
QO ~NO®

11 13.105 1066 1069 1073 rBV 573024 1033032 41.06% 9.353%
12 14.568 1194 1197 1202 rVB2 308346 571651 22.72% 5.176%
13 16.340 1349 1352 1359 rVB 360506 584241 23.22% 5.290%
14 17.471 1448 1451 1454 rBV 483863 581009 23.09% 5.260%
15 19.723 1645 1648 1651 rBV 1058207 1127082 44.79% 10.204%

16 20.672 1728 1731 1734 rBV 27287 28180 1.12% 0.255%
17 20.980 1756 1758 1761 rBV 566846 637535 25.34% 5.772%
18 22.637 1900 1903 1906 rBV 369400 557401 22.15% 5.047%

Sum of corrected areas: 11045252
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021115\

Data File : BF077254.D

Acg On : 11 Feb 2015 15:15

Operator : TP/1Z

ﬁ?ggle i 61269-05 DCW-WW-063-21015
ALS Vial : 6 Sample Multiplier: 2

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BFO77254.D

1200000
1000000
800000
600000

7.04 7.86
400000 8.85

200000 e
12 4.56

‘\‘N 355 A_ 6.08

L L

Time--> 100 150 200 250 3.00 350 400 450 500 550 6,00 650 700 750 800 850 9.00 9.0
Abundance TIC: BFO77254.D

1200000
1000000
800000

600000 13.11
17.47

400000 10.45 1457 16.34

200000

L S o L T o T

Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00
Abundance TIC: BFO77254.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021115\

Data File : BF077254.D

Acg On : 11 Feb 2015 15:15

Operator : TP/1Z

ﬁ?ggle i 61269-05 DCW-WW-063-21015
ALS Vial : 6 Sample Multiplier: 2

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

3.55 3.10 ng 57313 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 9
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9
4 2-Nonanone 142 C9H180 000821-55-6 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 233 (3.550 min): BF077254.D (-230) (-) m/z 43.00 100.00%
43
59
5000
101 B RAREE R e o
320 3.40 3.60 3.80
51 83
...,....,....,....l,':.-..,-...'l,....,....,.-...,....,|....,. m/z 59.10  76.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I I U U
59 320 340 3.60 3.80
m/z 101.00 19.53%
15 31 101
\ 25 7 37 53, 83
miz--> R P I NS N N N
Abundance
43
320 340 360 380
5000 m/z 58.00 19.36%
58
L7 g 72 100
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- B e R
59 3.20 3.40 3.60 3.80
m/z 41.10 12 .45%
5000
a1 101
15 1 3\1 I ‘ | 53\\ 69 83
m/z--> 10 20 30 40 50 6|O 7'0 8|0 90 100 110 320 340 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021115\
Data File : BF077254.D

Acq On : 11 Feb 2015 15:15

Operator : TP/1Z

Sample : G1269-05

Misc :

ALS Vial : 6 Sample Multiplier: 2

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_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 4 unknown7.04 Concentration Rank 2

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

7.04 37.69 ng 696017 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 538 (7.036 min): BF077254.D (-535) (-) m/z 132.00 100.00%
5000 68 /\
© s llren Ty | T 7o 7k Tho
gL e s m/z 68.10 39.45%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U N IR L I
6.80 7.00 7.20 7.40
21 51 78 m/z 134.00 31.71%
‘ L H | L
miz--> 40 60 80 100 120 140 160 180
Abundance
132
" 680 7.00 7.20 7.40
5000 67 m/z 66.00 27.96%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T
57 132 6.80 7.00 7.20 7.40
24 m/z 69.05 15.63%
5000 og 0 J\
SN | SRR 8 rﬂQ7ILLII A 188 ,.1?? SN 20 N
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021115\

Data File : BF077254.D

Acg On : 11 Feb 2015 15:15

Operator : TP/1Z

ﬁ?ggle i 61269-05 DCW-WW-063-21015
ALS Vial : 6 Sample Multiplier: 2

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF011415_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... 3.55 3.1 ng 57313 1 7.54 369302 20.0
unknown? .04 7.04 37.7 ng 696017 1 7.54 369302 20.0
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