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L
Crystal Structure of Cu-Hybrid-PEA

Bis-(2-Phenyl Ethyl Ammonium)
tetrachlorocuprate (Il)

(C¢HsCH,CH,NH,),[CuCl,]

Space group: Pbca (61)
a (A)=7.2099
b (A) =7.2664
c (A) = 38.238 RN
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188 atoms in unit cell




L
Crystal Structure of Cu-Hybrid-EA

(2-Ethyl Ammonium)
tetrachlorocuprate (ll)

(C,H5NH;),[CuCly]

Space group: Pbca (61)
a (A)=7.4789

b (A)=7.1713

c (A) = 21.2406

108 atoms in unit cell



Magnetic Properties of Cu-Hybrid-PEA

1.0

2 0.8+ i.r_\gle crystal H=100 Oe

- 00
g - ) s :;b
= ! 1 a
E 0.6- | -t \ on
204 '.%m )
B o~ Hic) o .
£024 ° Hilc . °8 o ,‘.?() a3 - 12]
= 00 Sty aaraagaaaad

5 10 15 20 25

Eucn,(cengca,'cu,uu,j,

T (K)

1.0{CuCL(CHCHCHNH,),
% . single crystal ._.--o-o- -
S 0.54T=5K o
- )
S ' .-
go.o ...‘.ooo.“‘b---olo
%:0.5- J DO s
: . _.-.‘.-.", ) Hile
Fapl T

300 200 -100 O 100 200 300

H (Oe)

[A. Arkenbout, Ph.D Thesis, RuG (2010) ]



Magnetic Properties of Cu-Hybrid-EA
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L
DFT calculation by VASP

PAW DFT Calculation
PBE pseudo-potential
15 ¢ * 1 unit cell calculation




Potential calculation on Cu-hybrid-PEA
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Potential calculation on Cu-hybrid-EA
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Summary

3D magnetic ordering and the existence of strong
interlayer coupling of separated 2D inorganic part about 2
nm is founded on the Hybrid materials.

We have performed ab-initio DFT calculation on Cu-
Hybrid Materials

Muon sites position have been obtained outside the
octahedral around CI-ion

Some additional calculations to estimate the muonium
and muon positions near organic parts are going on.



