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The *H NMR spectrum of compound 1

ARX-300-13C
Sample:SFY5-6-2-2-2-1
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The *C NMR spectrum of compound 1
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Analysis Info

Analy

Method LIU 150-400 POS.m
Sample Name SFY-5-6-2-2-2-1-A
Comment

Source Type ESI

cus Not active
50 m/z
3000 m/z

[=EV=} 0120313\SFY-5-6-2-2-2-1-A.d

s Spectrum Molecular Formula Report

lon Polarity

Set Capillary

Set End Plate Offset
Set Collision Cell RF

Positive

Acquisition Date

Operator Bruker Customer
Instrument / Ser# mMIicrOTOF-Q 1

3/13/2012 4:28:55 PM

25

Set Nebulizer 0.3 Bar
Set Dry Heater 180 =
Set Dry Gas 4.0 Umin
s Source

1 ula
C23H19N3OsH

ot Divert Valve

418.14 Tolerance 5 PpmM Charge =
Check Valence no Minimum o NMaximum o
gon ul no Electron Configuration both
Filtor H/C Ratio no RMinimum o Maximum EY
Estimate Carbon ves
+MS, 6. amin #21
418.1405
Sum Formula  Sigma m/z  Err [ppm] _ Mean Err [ppm] __Err [mDa] rdb N Rule. o
C23H20N305 0.155 418.1397 -1.83 -1.83 -0.77 15.50 ok evaen
Bruker Daltonics DataAnalysis 3.4 B printed: 3/13/2012 a: o T Page 1 of 1 B
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1 50 " QSINE
558 2
18 0.00 Hz
H =
T T BC 1.40
St
9 8 7 6 5 4 3 2 1 0 ppm ez echo-antincho
SF 150.9028267 MHz
WO QSINE
558 2
Y 0.00 Hz
= o




AV-600-HM

The HSQC spectrum of compound 1
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The HMBC spectrum of compound 1

AV-600-NOESY
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The NOE spectrum of compound 1
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The 'H NMR spectrum of compound 2
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The *C NMR spectrum of compound 2



Analysis Info
Analysis Name

Mass Spectrum Molecular Formula Report

Acquisition Date 3/13/2012 4:16:31 PM

DAData\20120313\SFY-3-5-2-1-1-1.d

Method LIU 150-400 POS.m Operator Bruker Customer
Sample Name  SFY-3-5-2-1-1-1 Instrument / Ser# mIcrOTOF-Q 125
Comment

Source Type ES)| lon Polarity Positive Set Nebulizer 0.3 Bar

Focus Not active Set Capillary 4500 VvV Set Dry Heater 180 “C

Scan Begin 50 m/= Set End Plate Offset ~-500 Vv Set Dry as 4.0 /min

Scan End 3000 m/z Set Collision Cell RF 300.0 Vpp Set Divert Valve Source

Generate Molecular Formula R T
Formula, min. C27H27NAOS

Formula, max.

Measured m/z 487.197 Tolerance 5 PPM Charge 1
Check Valence no Minimum o Maximum o
i Rul no Electron Configuration both
Filter H/C Ratio no inimum o Maximum 3
Estimate Carbon yes
+MS, 0.3min #17]
487.1967
. L
___Sum Formula _Sigma m/z__Err [ppm]  Mean Err [ppm] __ Err [mDa] rdb N Rule e

C27H27NAaOS5 ©.183 487.1976 1.74 1.74 o.85 16.60 ok even

Bruker Daltonics DataAnalysis 3.4 ~ printed:  3/13/2012 4:19:33 PM Page 1 of 1
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The HRESIMS spectrum of compound 2
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The HSQC spectrum of compound 2
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AV-600-NOESY
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The HMBC spectrum of compound 2
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The NOE spectrum of compound 2
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