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Comparison of IR Spectra of Ligands and Complexes

4000 3500 3000 2500 2000 1500 1000 500

-1 2
Wavenumber / cm



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 °C (from ethyl acetate)
Chemical Formula: C17H100,

Molecular Weight: 246.27



NMR Spectrum (CDCly)

Legend

Chemical Shift (ppm)
Integral

12.52 Spin Multiplicity
1H Coupling Constant (Hz)
s
X
111
1H
s
X
X
- 1 LA

12 11 10 9 8 7 6 5 & 3 2 1 ppm

Chemical Shift / ppm



NMR Spectrum: Expanded Plot (CDCl,)
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Compound 2

CgH
OH |N/ 817
Yield: 99%
mp: 88 °C (from hexane)
Chemical Formula: C,sH,,NO

Molecular Weight: 357.49



Elemental Analysis

Request & Report Sheet of Elemental Analysis

Date(month/day):

C H N

Calcd.

Found.

83.99 761 3.92
83.80 7.61 3.93

-0.19 0.00 +0.01

calcd. for
CasHy7NO

found

Department Name: () emu s4

Lab. Name: JuoAgawic Cngwistny

Approval from Teaching Staft:

Lr

Your Name:

Your Position :oStaff ¥Student (grade: PhD )

LUONG XUAN DIEN

Comment & request for measuring:

(Ex.oDouble time measuring, etc.)

Your access extension#: 356 7
Your E-mail : diemlx 306 @ 7wwu/ m
Sample Name(Symbolic): DL A
Molecular Formula: C 25 H 23 NO Molecular Weight: 253.50
mp °c Structural Formula:
bp : °c
Decompose point ko C.H
E OH N~ 877
g State: oLiquid wolid |
chygroscopic Opoisonous O
osublimate or volatile “
ophotodegradability
ohandling in Ar atmosphere
Sample Wt. 6.26 mg

Theoretical cont. c- 33.9.‘7 o 61 |N: 3 9> 0: 4 49
452
Result of (Single time) Measurement
M d . Used
Aeasured cont. oy 2 A ;
P C: $3. 307 | e 7 6f | Ned I3 Sample Wt.
(mg)
_ , (278
K-factor C:22.777 |H:43.672 |N:7.888
Measuring Date (month/day): 47,46 (Counter#: £204) I ’}*“\ ReportNo: 7 7

\FE/
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NMR Spectrum (CDCl,)
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NMR Spectrum:

Expanded Plot (CDCl,)
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NMR Spectrum: Expanded Plot (CDCl,)
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NMR Spectrum: Expanded Plot (CDCl,)
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IR Spectrum (KBr Pellet)
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Absorption Spectrum (CH,Cl,)
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Obs. and Calcd. Absorption Spectra
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 Generic Display Report

Analysis Info Acquisition Date 4/26/2014 7:14:46 PM
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Yield:
mp:

Chemical Formula:
Molecular Weight:

70 %
216 °C (dec., from PhCl)

908.06

Yield:
mp:

Chemical Formula:
Molecular Weight:

80 %
285 2C (dec., from PhCl)

CSOHSZNZOZPt
908.06
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Elemental Analysis

C H N

Calcd.

Found.

66.14 5.77 3.09

66.11 6.01 294
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i1

Department Name: Cl’\WW"‘{
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L

LUONG XUuAN DIEN
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Your Position :0Staff ¥Student (grade: PhD )
Your E-mail:  digmlx 306 @ gwul . om

Your access extension# :
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Sample Name(Symbolic): DL13F3
Molecular Formula: Cgp Hg,N,0, Pé | Molecular Weight: 408.06
mp : °c Structural Formula:
bp : c
Decompose point °c
g O,
% |State: olLiquid kolid C O o N= O
3 H
chygroscopic opoisonous Q =N o Q Q
osublimate or volatile CgHyz Q
ophotodegradability
chandling in Ar atmosphere
Sample Wt. 2.93 mg
Comment & request for measuring :
(Ex.oDouble time measuring, etc.)
i Theoreticalcont. | - |~ wg le o ng e oo Vo e e
: C: 66.14 |H: 5.1+ [N: 3.09 |[0: 352 |Pt:24.48
. (Wt.%)
Result of (Single time) Measurement
: Used
s Measured cont.
: (We96) C:66. 11 H:¢p/ |N:294 Sample Wt.
B ’ (mg)
Kefactr  [C:22.7/3 |H:/2.683 |N:7.97/ o 2
ReportNo: / §

Measuring Date (month/day): 4/-//7 (Counter#: £, ;7 ') @
3

Access: TMU  Department of Chemistry Elemental Analysis Room (Building#8 Room #384 .Exi% 3463)




NMR Spectrum (CDCl,)
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NMR Spectrum: Expanded Plot (CDCl,)
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NMR Spectrum: Expanded Plot (CDCl,)
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Absorption Spectrum (CH,Cl,)
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Obs. and Calcd. Absorption Spectra
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Assignment of Absorption Spectrum of 2(Pt)

# of Observed Transition  Calculated Transition  Oscillator
Composition Cl
Transition Energy / eV (nm) Energy / eV (nm) Strength f
1 2.42 (514) 2.34 (529.8) 0.04 HOMO (¢,4,) — LUMO(9145) 0.97
2 2.96 (419) 2.54 (436.6) 1.17 HOMO-1 (¢,43) > LUMO(d145) 0.96
3 3.14 (395) 3.17(391.3) 0.22 HOMO-2 (¢,4,) > LUMO+1(¢,46) 0.92
4 sh,13.31 (375) 3.39 (365.7) 0.36 HOMO-3 (¢,4;) > LUMO+1(¢y4) 0.84
5 - 3.94 (314.4) 0.11 HOMO-6(¢,35) — LUMO(d;45) 0.76
4.07(304.9) 0.75 HOMO(¢,,,) — LUMO+4 (¢,4) 0.46
6 -
4.08(303.9) 0.40 HOMO -8(¢;35) & LUMO(dy45) 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 (Cl) coefficient >0.3 were considered.

" shoulder
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High Resolution Atmospheric
Pressure Chemical lonization
Mass Spectrum

Analysis Info

Analysis Name

Acquisition Date 4/26/2014 7:20:02 PM
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Expanded Plot of
High Resolution Atmospheric
Pressure Chemical lonization
Mass Spectrum

Generic Display Report
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