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. dce (Ih) are shown. The nature of the chemical bonds of these substances are well revealed in the
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Data

Reconstruction

Fig. 1 The picture of a running car and the deconvoluted one by the Maximum
Entropy Method. ( quated from Silver et al.(1990)%)

DS, 5 ONIAFHE TR U kRGN
F, Fa,, BLUOZITHT ZEEcDHETHD,
BONTOVIRWERE I3, RUE O REERT
ZIEL T3, MEMTId, Faiz&fkd UTRE
DHFFNTEHT 2, bbb, EFEESH
ZROTWVD, TN, ISR R LF
2BT0EEITES, Lal, Fx DR
HolESHicmA TR LTxF yvbz v bo
E— R HENRERICBVWTERTH2D0 &
EIORTH 5, SEIVL D0 DBENHIZRT Y,
HoWAEEKRICBOTIHFRELTH Y, FITMEM
12 OKD G EFEESMOBHICE LT
SHOMBCRRINEND S,

SElwF VLY boE—EIc O R
BAAERIICEEDTE, FLAE, afks
DOEWIEY AR U TH L. ZORDRDA
I3EAMNTIE Collins (1982) 1ZiE> T %, &
T, BRICRAOREETZICLEDEI S
T3, ¥ T LI hOobE—FEOREANEZ S
5 A oNIERIZAERT 2HANT, WKL
JERE A2 RELTELLEEIETH S, £
LTS 25t 282 UTHHRERTHO ONT
Wprrhobt-—, S, 2HHTSE, zha (LR

ThHb, JOBEIETOMR (r) PHELWE
EFILERAEE & 5, JOMFIEEOBIZ I N
I hobE—LFATNS, 2Nk, BN¥H 5
WRHHNIFETHWO NS Y b E— & DR
THE X BERLT LI, Plerce (1980)" @
EEXSIHT AL LE “If we want to
understand this entropy of communication
theory, it is best first to clear our minds
of any idears associated with the entropy
of physics. .. some workers have never
recovered from the confusion engendered
by an early admixture of ideas concerning
the entropies of physics and communication
theory.” &EEH 2 EBDT, YENLZL Y o
E—COB#EAEZ 5 E3EBROHTIZES T
EbdH b,

ST, BFRFEROMHER ' (r) PHIohTHW5B L&
gLy bob-SEQ@QATREING, b ULMhICE
o nid e’ (r) o' (r) MFELWVLEEIIZS
BERAREE B, o' (r) &1' (r) LHREOEFH
BLE@BLUO@WRizk WIS E 5, ERRIC
L DB oNBHEEBERNF Fuu (3 ORDIETT >~
PoE—IZxd 2R EE LTHEA N5, (DRI



442

Table 1

MaE F4EBELS (1914)

Equations for the present Maximum Entropy Method.
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t(r)=<p>

(Uniform Density at Initial Stage)
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Table 2 Sequence for drawing the electron density distribution by the

Maximum Entropy Method.

Procedure

and [Object]

Step 1 || Powder Diffraction Experiment [Whole Powder Pattern]

Step 2 || Powder Profile Decomposition (Integrated Intensity for
- (WPPD if necessary) each component peak]

Step 3 || Least Squares refinement by [Structure Factors in
POWLS (or Absolute Measurement) Absolute Scale]

Step 4 || Maximum Entropy Method [Electron Density]

Step 5 || Integration of electron density [Ionic Charge]

around a certain site
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Fig. 2 The process of obtaining the MEM solution.
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Fig. 4 Schematic electron density distribution of materials with different
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Fig. 5 MEM map of a typical ionic crystal, LiF. The
contour intervals are 5.0 e/A® for (a) and 0.05 for

(®).
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Fig.6 MEM map of Mg (110) plane with 0.05 e/A®
intervals.
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Fig.11 MEM map of Si (110) plane with (a) 20.0 e/A®
and (b) 0.10 intervals.
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@) (b)

Fig.12 The electron density map of ice I, obtained by
(@) MEM and (b) Fourier. Contour intervals are
0.04 e/A® for both of them. The negative region
in Fourier map is shown in shaded area.
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(b)

Fig.13 MEM map of rutile for X - ray and neutron data.
These are projection of one atomic layer along
(100). Contours are 10 /A’ for (a) and 1.0 X
1072 cm/A® for (b).

Fig.14 MEM map of rutile {110) plane for X - ray and
neutron data. Contours are 0.4 e/A® for (a) and
1.0 X 10%cm/A®for (b).
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Fig.15 Bonding state in rutile.
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