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Expanded Plots of IR Spectra
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Expanded Plots of IR Spectra
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Compound 9

This important intermediate, 2-hydroxypyrene-1-carbaldehyde 9, was prepared  according to a different way 

compared to the literature: P. Demerseman, J. Einhorn, J. F. Gourvest and R. Royer, J. Org. Chem., 1988, 

53(17), 3936.

Yield: 95% 

mp: 180 ºC (from ethyl acetate)

Chemical Formula: C17H10O2

Molecular Weight: 246.27
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NMR Spectrum: Expanded Plot (CDCl3)
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Yield: 99% 
mp: 88 oC (from hexane)

Chemical Formula: C25H27NO
Molecular Weight: 357.49

Compound 2
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C H N

Calcd. 83.99 7.61 3.92

Found. 83.80 7.61 3.93

Δ -0.19 0.00 +0.01

found

calcd. for
C25H27NO

Elemental Analysis
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Chemical Shift / ppm
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Experimental (in CH2Cl2)

TDDFT (B3LYP, Hay-Wadt for Pt, 6-31G(d)
for other atoms)
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High Resolution Atmospheric 
Pressure Chemical Ionization 

Mass Spectrum

Simulation:
Caliculated for C25H27NO



18

Expanded Plot of
High Resolution Atmospheric 
Pressure Chemical Ionization 

Mass Spectrum

Simulation:
Caliculated for C50H52N2O2Pd

Simulation:
Caliculated for C25H27NO



19

Yield: 70 %
mp: 216 ºC (dec., from PhCl)

Chemical Formula: C50H52N2O2Pt
Molecular Weight: 908.06

2(Pt)

Yield: 80 %
mp: 285 ºC (dec., from PhCl)

Chemical Formula: C50H52N2O2Pt
Molecular Weight: 908.06

1(Pt)
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found

calcd. for
C50H52N2O2Pt

C H N

Calcd. 66.14 5.77 3.09

Found. 66.11 6.01 2.94

Δ +0.03 -0.24 +0.15

Elemental Analysis
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■ non-first order ABX-pattern attributable to pyrene nucleus, H6~H8

NMR Spectrum: Expanded Plot (CDCl3)
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NMR Spectrum: Expanded Plot (CDCl3)
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in CH2Cl2
(1.23 × 10-5 M)
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Experimental (in CH2Cl2)

TDDFT (B3LYP, Hay-Wadt for Pt,
6-31G(d) for other atoms)
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# of

Transition

Observed Transition

Energy / eV (nm)

Calculated Transition

Energy / eV (nm)

Oscillator

Strength f
Composition CI

1 2.42 (514) 2.34 (529.8) 0.04 HOMO (144) → LUMO(145) 0.97

2 2.96 (419) 2.54 (436.6) 1.17 HOMO-1 (143) → LUMO(145) 0.96

3 3.14 (395) 3.17(391.3) 0.22 HOMO-2 (142) → LUMO+1(146) 0.92

4 sh,† 3.31 (375) 3.39 (365.7) 0.36 HOMO-3 (141) → LUMO+1(146) 0.84

5 - 3.94 (314.4) 0.11 HOMO-6(138) → LUMO(145) 0.76

6 -
4.07(304.9)

4.08(303.9)

0.75

0.40

HOMO(144) → LUMO+4 (149)

HOMO -8(136) → LUMO(145)

0.46

0.67

Program: Gaussian R-09W Ver.7 + Gauss View Ver.5
Method: B3LYP / TD-DFT
Basis Set: Hay-Wadt for Pt, 6-31G(d) for C, N, O, and H

50 excited states were calculated.  Excited states having oscillator strength f > 0.01 are considered.  The 
main configuration with configuration interaction (CI) coefficient >0.3 were considered.

† shoulder

Assignment of Absorption Spectrum of 2(Pt)
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High Resolution Atmospheric 
Pressure Chemical Ionization 

Mass Spectrum

Simulation:
Caliculated for C50H52N2O2Pt

a fragment for the ligand
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Expanded Plot of
High Resolution Atmospheric 
Pressure Chemical Ionization 

Mass Spectrum

Simulation:
Caliculated for C50H52N2O2Pt


