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R-SCN (R=CCl,, CCLF, CCIH)
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R-SNO (R=CH,CH,, CF.CH,, (CH,),C)
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CIl-C(O)-NCS: im Druck.
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P(r)

/Y ”
11 /1

| \‘ ‘
[N T TN\ |
PEZATQUDTY £ EE £ § & I :
8858825522889 5§88 § 6
Sde g $¢ ¢ 4
anti, syn: R = 9.5%
anti: R = 10.5%
syn: R = 15.2% /\
1 1 1
0 1 2 3 4 5




CF CF,-C(O)-R (R=F, Cl, I, OC(O)CF.CF.,)

4 —e— MP2(full)/cc-pVTZ
] —8— B3LYP/cc-pVTZ

68(6) %
32(6) %

E, kcal/mol
[\S]

1.5

0.5

¢(C-C-C-Cl), grad.

CF,CF,-C(0)-Cl: in Vorbereitung. ’ ‘
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Festkorperphysik: CuPPC

Kupfer(I) Phthalocyanin 2D Polymere : TEM, FTIR, UV-Vis, XRD, QC

AB, AE= 0.96 kcal/mol
= 4.03 kJ/mol
= 0.04 eV pro Basis

Diamagnet? Antiferromagnet? Ferromagnet!

d, nm: 0.34 (TEM), 0.33 (XRD), 0.338 (QC).



Festkorperphysik: CuPPC Bandstruktur

E, eV

Brillouin-Zone P4/mmm

Bandlucke: 0.0 - 0.5 eV

Widerstand

CuPPC: 9-12 kOhm/sq
(Graphen: ~10 weniger)
(Cu: ~100 weniger)

E, eV
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Festkorperphysik, CuPPC Orbitale

a-Kanal
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Danke fur die Aufmerksamkeit!
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