CROATICA
CHEMICA ACTA

Croat. Chem. Acta Vol. 69 No. 3 XI-XIV, 741-1274, A1-A2, C9-C10 (1996)
Zagreb, November, 1996

CONTENTS

Proceedings of the Tenth Dubrovnik International Course and Conference
MATH/CHEM/COMP, Dubrovnik 1995
FOREWORD . . . Ante Graovac XI-XII
Dubrovnik 1995 (poem) . « « Mircea V. Diudea XII

Enumeration and Computation

The Column-Convex Polyominoes Perimeter Generating Function for Everybody
. . . Svjetlan Fereti¢  741-756

Unbranched Catacondensed Polygonal Systems Containing Hexagons and Tetragons
. . . Sven J. Cyvin, Bjérg N. Cyvin, and Jon Brunvoll 757-774

A New Algorithm for Global Minimization Based on the Combination of Adaptive
Random Search and Simplex Algorithm of Nelder and Mead
. . . Miljenko Huzak and Zeljko Bajzer 775-791

Polymer Chains in Random Layered Flows: A Scaling Approach
.. .Jens-Uwe Sommer and Alexander Blumen  793-803

Group Theory and Topology in Chemistry

Crystallographic and Quasicrystallographic Lattices from the Finite Groups of
Quaternions ... R. Bruce King 805-812

Topology and Group Theory-Tools for Determinating the Stereochemistry of Molecules
. . . Stefan Reichelt, Antje Reichelt, Nicole Miiler, and Ivar Ugi  813-825

Geometry versus Topology: Testing Self-Consistency of the NiceGraph Program
. . . Tomaz Pisanski, Marko Razinger, and Ante Graovac 827-836

Computing the Szeged Index ...Jdanez Zerovnik  837-843

On the Szeged Index of Unbranched Catacondensed Benzenoid Molecules
. .. Andrey A. Dobrynin and Ivan Gutman  845-856

Molecular Topology 22.1 Novel Connectivity Descriptors Based on Walk Degrees
. . . Mircea V. Diudea, Ovidiu M. Minailiuc, and Gabriel Katona  857-871

The Detour Index . .. Istvan Lukovits  873-882
Complexity of Some Interesting (Chemical) Graphs . . . Sonja Nikoli¢,
Nenad Trinajstié, Albin Jurié, Zlatko Mihalié, and Goran Krilov = 883-897

(Continued on inside back cover)



(Continued from outside back cover)

Quantum Chemistry

Development of a Quantum Chemical Two-Electron Integral Program for a Hier-
archical Distributed Shared Memory Multiprocessor System (MEMSY)
. . . Joachim Nedvidek and Peter Otto  899-925

Gram Detereminantal Inequalities with Elements <> Obtained from Hylleraas
Wave Functions for the 2S States of the Three-Electron Systems Li, Be*,

B, ¢3*, N**, 0%*, F%*, and Ne™ o 927-932

On the Definitions of Bond Index and Valence for Correlated Wave Functions
. . . Robert Ponec, Filip Uhlik, David L. Cooper, and Karl Jug  933-940

Multicentre Bond Indices from the Generalized Population Analysis of Higher Order

Densities . . . Robert Ponec and Filip Uhlik = 941-954
The (- + —) Charge Distribution: A Common Pattern in the Transition State of
Some Enzymes . . . Gabor Naray-Szabé and Timea Gérczei  955-965

Synthesis & Spectroscopy

New Acyclic Purine Nucleoside Analogues Containing Exocyclic Pyrrolo Moiety:
Synthetic, NMR and X-ray Crystal Structure Studies ... Silvana Raié,
Mario Pongradié, Jasna Vorkapié Furaé, Drazen Vikié-Topié,

Antonija Hergold-Brundié, Ante Nagl, and Mladen Mintas  967-986

Merocyanine Isomers of Spiro[indolino-indolopyrans]: 'H and *C NMR and X-ray
Crystal Structure Study . .. Silvana Raié, Jasna
Vorkapié-Furaé, Antonija Hergold-Brundié, Ante

Nagl, Mladen Mintas, and Albrecht Mannschreck  987-996

Catalytic Intermediates in the Reaction of Deuteroferriheme with m-Chloroperoxy-
benzoic Acid . .. Vera Imper and Harold E. Van Wart 997-1006

Gas Phase Properties of ONOO-anion and ONOO-radical . . . Leo Klasinc,
Dunja Srzié, Ljiljana Pasa-Toli¢, and Suzana Martinovi¢ 1007-1011

Reflections
On the Nature of Theoretical Research . . . Nenad Trinajsti¢ 1013-1022
The Fourth Croatian-Slovenian Crystallographic Meeting, Trakoséan 1995

FOREWORD . . . B. Kamenar XIII

(Continued on previous page)

The Home Page of Croat. Chem. Acta including all the Tables of Contents from 1996 may be found
on the WWW under http:/pubwww.srce.hr/ccacaa

Parts of the contents of Croatica Chemica Acta (e. g. figures or tables) may be reproduced without
prior permission, provided reference is made to their source.

Photocopies of the articles are available through The Genuine Article ® delivery program from:
Institute for Scientific Information

3501 Market Street

Philadelphia, PA 19104 USA



(Continued from inside back cover)

Structure of Molecules Assemblies . . . Istvan Hargittai

and Magdolna Hargittai
Scanning Tunneling Microscopy of Surface Structures ... Velibor Marinkovié
Contributions of Crystallography to Materials Science . . . Hartmut Fuess

Diffraction Line Broadening — Nuisance or Lattice-Imperfections Fingerprints
. . . Davor Balzar

Regular Scientific Papers

Physical and Theoretical
Combinatorial Self-Similarity . . . Sherif El-Basil
On the Counterion Adsorption Equilibrium . . . Mihovil Hus

Estimation of the Normal Boiling Points of Haloalkanes Using Molecular Similarity
. . . Subhash C. Basak, Brian D. Gute, and Gregory D. Grunwald

A Correlation Rank Determinator for Principal Components. . Damir Pavkovié,
Vladislav Tomisié, Revik Nuss, and Vladimir Simeon

An Analysis of the Shape of the Coordination Polyhedron of Pentacoordinated Cop-
per(Il) Chelates with N-Alkylated Amino Acids . . . Nenad Raos

UV Study of the Protonation of Indole and 3-Substituted Indoles in Perchloric Acid
Media . . . B. Andonovski, I. Spirevska, and A. Nikolovski

Inorganic

Compensation Phenomena in 3 Relaxation of Novolac Phenol-Formaldehyde Resin.
Influence of Water . . . Mladen Topié¢ and Zvonimir Katovié

The Role of Oxygen Content in Electronic Structures of LaBa2CusO,
... Li Ming and Deng Chuanyue

Organic

Synthesis of Some Pyridoxine and Pyridoxal Halophosphonates

. . . Sadik Elshani, Ljubica Butula, and Julija Matijevié-Sosa
Analytical
The Phase Composition of Electric Furnace Slag ... Stefica

Cerjan-Stefanovié, Alenka Rastovéan-Mioé¢, and Vjera Novosel-Radovié

Evaluation and Selection of Optimal Solvent and Solvent Combinations in Thin-
Layer Chromatography of Flavonoids and of Phenolic Acids of Zizyphus Ju-

Jjuba Mill . . . Marica Medi¢-Sarié,
ieljan Male$, Gordana Stanié, and Slavko Sarié

In Memoriam

Announcements and Advertisements

1023-1038
1039-1052
1053-1067

1069-1115

Chemistry
1117-1148
1149-1158

1159-1173
1175-1188
1189-1200
1201-1213
Chemistry
1215-1225
1227-1238
Chemistry
1239-1249
Chemistry

1251-1264

1265-1274

Al1-A2
C9-C10



	cca0001
	cca0002
	cca0003
	cca0004
	cca0005
	cca0006
	cca0007
	cca0008
	cca0009
	cca0010
	cca0011
	cca0012
	cca0013
	cca0014
	cca0015
	cca0016
	cca0017
	cca0018
	cca0019
	cca0020
	cca0021
	cca0022
	cca0023
	cca0024
	cca0025
	cca0026
	cca0027
	cca0028
	cca0029
	cca0030
	cca0031
	cca0032
	cca0033
	cca0034
	cca0035
	cca0036
	cca0037
	cca0038
	cca0039
	cca0040
	cca0041
	cca0042
	cca0043
	cca0044
	cca0045
	cca0046
	cca0047
	cca0048
	cca0049
	cca0050
	cca0051
	cca0052
	cca0053
	cca0054
	cca0055
	cca0056
	cca0057
	cca0058
	cca0059
	cca0060
	cca0061
	cca0062
	cca0063
	cca0064
	cca0065
	cca0066
	cca0067
	cca0068
	cca0069
	cca0070
	cca0071
	cca0072
	cca0073
	cca0074
	cca0075
	cca0076
	cca0077
	cca0078
	cca0079
	cca0080
	cca0081
	cca0082
	cca0083
	cca0084
	cca0085
	cca0086
	cca0087
	cca0088
	cca0089
	cca0090
	cca0091
	cca0092
	cca0093
	cca0094
	cca0095
	cca0096
	cca0097
	cca0098
	cca0099
	cca0100
	cca0101
	cca0102
	cca0103
	cca0104
	cca0105
	cca0106
	cca0107
	cca0108
	cca0109
	cca0110
	cca0111
	cca0112
	cca0113
	cca0114
	cca0115
	cca0116
	cca0117
	cca0118
	cca0119
	cca0120
	cca0121
	cca0122
	cca0123
	cca0124
	cca0125
	cca0126
	cca0127
	cca0128
	cca0129
	cca0130
	cca0131
	cca0132
	cca0133
	cca0134
	cca0135
	cca0136
	cca0137
	cca0138
	cca0139
	cca0140
	cca0141
	cca0142
	cca0143
	cca0144
	cca0145
	cca0146
	cca0147
	cca0148
	cca0149
	cca0150
	cca0151
	cca0152
	cca0153
	cca0154
	cca0155
	cca0156
	cca0157
	cca0158
	cca0159
	cca0160
	cca0161
	cca0162
	cca0163
	cca0164
	cca0165
	cca0166
	cca0167
	cca0168
	cca0169
	cca0170
	cca0171
	cca0172
	cca0173
	cca0174
	cca0175
	cca0176
	cca0177
	cca0178
	cca0179
	cca0180
	cca0181
	cca0182
	cca0183
	cca0184
	cca0185
	cca0186
	cca0187
	cca0188
	cca0189
	cca0190
	cca0191
	cca0192
	cca0193
	cca0194
	cca0195
	cca0196
	cca0197
	cca0198
	cca0199
	cca0200
	cca0201
	cca0202
	cca0203
	cca0204
	cca0205
	cca0206
	cca0207
	cca0208
	cca0209
	cca0210
	cca0211
	cca0212
	cca0213
	cca0214
	cca0215
	cca0216
	cca0217
	cca0218
	cca0219
	cca0220
	cca0221
	cca0222
	cca0223
	cca0224
	cca0225
	cca0226
	cca0227
	cca0228
	cca0229
	cca0230
	cca0231
	cca0232
	cca0233
	cca0234
	cca0235
	cca0236
	cca0237
	cca0238
	cca0239
	cca0240
	cca0241
	cca0242
	cca0243
	cca0244
	cca0245
	cca0246
	cca0247
	cca0248
	cca0249
	cca0250
	cca0251
	cca0252
	cca0253
	cca0254
	cca0255
	cca0256
	cca0257
	cca0258
	cca0259
	cca0260
	cca0261
	cca0262
	cca0263
	cca0264
	cca0265
	cca0266
	cca0267
	cca0268
	cca0269
	cca0270
	cca0271
	cca0272
	cca0273
	cca0274
	cca0275
	cca0276
	cca0277
	cca0278
	cca0279
	cca0280
	cca0281
	cca0282
	cca0283
	cca0284
	cca0285
	cca0286
	cca0287
	cca0288
	cca0289
	cca0290
	cca0291
	cca0292
	cca0293
	cca0294
	cca0295
	cca0296
	cca0297
	cca0298
	cca0299
	cca0300
	cca0301
	cca0302
	cca0303
	cca0304
	cca0305
	cca0306
	cca0307
	cca0308
	cca0309
	cca0310
	cca0311
	cca0312
	cca0313
	cca0314
	cca0315
	cca0316
	cca0317
	cca0318
	cca0319
	cca0320
	cca0321
	cca0322
	cca0323
	cca0324
	cca0325
	cca0326
	cca0327
	cca0328
	cca0329
	cca0330
	cca0331
	cca0332
	cca0333
	cca0334
	cca0335
	cca0336
	cca0337
	cca0338
	cca0339
	cca0340
	cca0341
	cca0342
	cca0343
	cca0344
	cca0345
	cca0346
	cca0347
	cca0348
	cca0349
	cca0350
	cca0351
	cca0352
	cca0353
	cca0354
	cca0355
	cca0356
	cca0357
	cca0358
	cca0359
	cca0360
	cca0361
	cca0362
	cca0363
	cca0364
	cca0365
	cca0366
	cca0367
	cca0368
	cca0369
	cca0370
	cca0371
	cca0372
	cca0373
	cca0374
	cca0375
	cca0376
	cca0377
	cca0378
	cca0379
	cca0380
	cca0381
	cca0382
	cca0383
	cca0384
	cca0385
	cca0386
	cca0387
	cca0388
	cca0389
	cca0390
	cca0391
	cca0392
	cca0393
	cca0394
	cca0395
	cca0396
	cca0397
	cca0398
	cca0399
	cca0400
	cca0401
	cca0402
	cca0403
	cca0404
	cca0405
	cca0406
	cca0407
	cca0408
	cca0409
	cca0410
	cca0411
	cca0412
	cca0413
	cca0414
	cca0415
	cca0416
	cca0417
	cca0418
	cca0419
	cca0420
	cca0421
	cca0422
	cca0423
	cca0424
	cca0425
	cca0426
	cca0427
	cca0428
	cca0429
	cca0430
	cca0431
	cca0432
	cca0433
	cca0434
	cca0435
	cca0436
	cca0437
	cca0438
	cca0439
	cca0440
	cca0441
	cca0442
	cca0443
	cca0444
	cca0445
	cca0446
	cca0447
	cca0448
	cca0449
	cca0450
	cca0451
	cca0452
	cca0453
	cca0454
	cca0455
	cca0456
	cca0457
	cca0458
	cca0459
	cca0460
	cca0461
	cca0462
	cca0463
	cca0464
	cca0465
	cca0466
	cca0467
	cca0468
	cca0469
	cca0470
	cca0471
	cca0472
	cca0473
	cca0474
	cca0475
	cca0476
	cca0477
	cca0478
	cca0479
	cca0480
	cca0481
	cca0482
	cca0483
	cca0484
	cca0485
	cca0486
	cca0487
	cca0488
	cca0489
	cca0490
	cca0491
	cca0492
	cca0493
	cca0495
	cca0496
	cca0497
	cca0498
	cca0499
	cca0500
	cca0501
	cca0502
	cca0503
	cca0504
	cca0505
	cca0506
	cca0507
	cca0508
	cca0509
	cca0510
	cca0511
	cca0512
	cca0513
	cca0514
	cca0515
	cca0516
	cca0517
	cca0518
	cca0519
	cca0520
	cca0521
	cca0522
	cca0523
	cca0524



