
1. THE VIBRATIONAL-SPECTRA (100-1600 CM-1) AND SCALED ABINITIO STO-3G AND 3-21G 

HARMONIC FORCE-FIELDS FOR NORBORNANE, NORBORNENE, AND NORBORNADIENE 

By: SHAW, RA; CASTRO, C; DUTLER, R; et al. 

JOURNAL OF CHEMICAL PHYSICS  Volume:  89    Issue:  2    Pages:  731-716    Published:  JUL 15 1988 

2. CALCULATED INFRARED-ABSORPTION AND VIBRATIONAL CIRCULAR-DICHROISM INTENSITIES OF 

OXIRANE AND ITS DEUTERATED ANALOGS 

By: DUTLER, R; RAUK, A 

JOURNAL OF THE AMERICAN CHEMICAL SOCIETY  Volume:  111    Issue:  18    Pages:  6966-6957    

Published:  AUG 30 1989 

3. INFRARED AND VIBRATIONAL CIRCULAR-DICHROISM INTENSITIES OF MODEL SYSTEMS CH3OH, 

CH3NH2, NH2NH2, NH2OH, AND HOOH AND THE DEUTERATED SPECIES, ND2ND2, DOOH, AND 

DOOD - A THEORETICAL-STUDY USING THE VIBRONIC COUPLING FORMALISM 

By: RAUK, A; DUTLER, R; YANG, D 

CANADIAN JOURNAL OF CHEMISTRY-REVUE CANADIENNE DE CHIMIE  Volume:  68    Issue:  2    Pages:  

258-266   Published:  FEB 1990 

4. VIBRATIONAL OPTICAL-ACTIVITY OF (S)-1-D-ETHANOL 

By: SHAW, RA; WIESER, H; DUTLER, R; et al. 

JOURNAL OF THE AMERICAN CHEMICAL SOCIETY  Volume:  112    Issue:  14    Pages:  5410-5401    

Published:  JUL 4 1990 

5. VIBRATIONAL CIRCULAR-DICHROISM AND ABSOLUTE-CONFIGURATION OF SUBSTITUTED 

THIIRANES 

By: POLAVARAPU, PL; PICKARD, ST; SMITH, HE; et al. 

JOURNAL OF THE AMERICAN CHEMICAL SOCIETY  Volume:  113    Issue:  26    Pages:  9756-9747    

Published:  DEC 18 1991 

6. VIBRATIONAL CIRCULAR-DICHROISM AND INFRARED-SPECTRA OF 2-METHYLOXIRANE AND 

TRANS-2,3-DIMETHYLOXIRANE - ABINITIO VIBRONIC COUPLING THEORY WITH THE 6-31G-STAR-

(0.3) BASIS SET 

By: RAUK, A; YANG, DY 

JOURNAL OF PHYSICAL CHEMISTRY  Volume:  96    Issue:  1    Pages:  446-437    Published:  JAN 9 1992 

7. THE INFRARED-SPECTRUM OF 2-METHYLAZIRIDINE FROM SCALED ABINITIO FORCE-FIELDS 

By: RAUK, A; EGGIMANN, T; WIESER, H; et al. 

CANADIAN JOURNAL OF CHEMISTRY  Volume:  70    Issue:  2    Pages:  477-464    Published:  FEB 1992 



8. SYNTHESIS, EXPERIMENTAL AND ABINITIO THEORETICAL VIBRATIONAL CIRCULAR-DICHROISM, 

AND ABSOLUTE-CONFIGURATIONS OF SUBSTITUTED OXIRANES 

By: PICKARD, ST; SMITH, HE; POLAVARAPU, PL; et al. 

JOURNAL OF THE AMERICAN CHEMICAL SOCIETY  Volume:  114    Issue:  17    Pages:  6857-6850    

Published:  AUG 12 1992 

9. VIBRATIONAL CIRCULAR-DICHROISM INTENSITIES - ABINITIO VIBRONIC COUPLING THEORY 

USING THE DISTRIBUTED ORIGIN GAUGE 

By: YANG, DY; RAUK, A 

JOURNAL OF CHEMICAL PHYSICS  Volume:  97    Issue:  9    Pages:  6534-6517    Published:  NOV 1 1992 

10. LOCAL AND FRAMEWORK STEREOCHEMICAL MARKERS IN VIBRATIONAL CIRCULAR-DICHROISM - 

1,2-DIMETHYLAZIRIDINE AND 2,3-DIMETHYLAZIRIDINE 

By: YANG, DY; EGGIMANN, T; WIESER, H; et al. 

CANADIAN JOURNAL OF CHEMISTRY-REVUE CANADIENNE DE CHIMIE  Volume:  71    Issue:  12    Pages:  

2028-2037   Published:  DEC 1993 

11. SUM-RULES FOR ATOMIC POLAR AND AXIAL TENSORS FROM VIBRONIC COUPLING THEORY 

By: YANG, DY; RAUK, A 

CHEMICAL PHYSICS  Volume:  178    Issue:  3-1    Pages:  154-147    Published:  DEC 15 1993 

12. CHIROPTICAL TECHNIQUES AND THEIR RELATIONSHIP TO BIOLOGICAL MOLECULES, BIG OR 

SMALL 

By: RAUK, A; FREEDMAN, TB 

Conference: International Symposium on Atomic, Molecular, and condensed Matter Theory and 

Computational Methods Location:  PONTE VEDRA BEACH, FL Date:  FEB 12-19, 1994 

INTERNATIONAL JOURNAL OF QUANTUM CHEMISTRY  Supplement:  28    Pages:  338-315    Published:  

1994 

13. THE VIBRATIONAL CIRCULAR-DICHROISM SPECTRA OF 2-METHYLAZIRIDINE - DOMINANCE OF 

THE ASYMMETRIC CENTER AT NITROGEN 

By: RAUK, A; EGGIMANN, T; WIESER, H; et al. 

CANADIAN JOURNAL OF CHEMISTRY-REVUE CANADIENNE DE CHIMIE  Volume:  72    Issue:  3    Pages:  

506-513   Published:  MAR 1994 

14. VIBRATIONAL CIRCULAR-DICHROISM INTENSITIES BY AB-INITIO MP2 VIBRONIC COUPLING 

THEORY 

By: YANG, D; RAUK, A 



ABSTRACTS OF PAPERS OF THE AMERICAN CHEMICAL SOCIETY  Volume:  207    Pages:  132 -COMP   Part:  

1   Published:  MAR 13 1994 

15. SYNTHESIS, EXPERIMENTAL AND AB-INITIO THEORETICAL VIBRATIONAL CIRCULAR-DICHROISM, 

AND ABSOLUTE-CONFIGURATIONS OF SUBSTITUTED OXIRANES (VOL 114, PG 6850, 1992) 

By: PICKARD, ST; SMITH, HE; POLAVARAPU, PL; et al. 

JOURNAL OF THE AMERICAN CHEMICAL SOCIETY  Volume:  116    Issue:  10    Pages:  4529-4529    

Published:  MAY 18 1994 

16. VIBRATIONAL CIRCULAR-DICHROISM INTENSITIES BY AB-INITIO 2ND-ORDER MOLLER-PLESSET 

VIBRONIC COUPLING THEORY 

By: YANG, DY; RAUK, A 

JOURNAL OF CHEMICAL PHYSICS  Volume:  100    Issue:  11    Pages:  8002-7995    Published:  JUN 1 1994 

17. DETERMINING ABSOLUTE-CONFIGURATION BY VIBRATIONAL CIRCULAR-DICHROISM - (+)-

(1S,5S,6S)-SPIRO[4.4]NONANE-1,6-DIOL AND (-)-(1R,5R,6R)-SPIRO[4.4]NONANE-1,6-DIOL 

By: NIEMAN, JA; KEAY, BA; KUBICKI, M; et al. 

JOURNAL OF ORGANIC CHEMISTRY  Volume:  60    Issue:  7    Pages:  1919-1918    Published:  APR 7 1995 

18. CHIROPTICAL PROPERTIES OF 1-AZABICYCLO[3.1.0]HEXANE IN THE VACUUM-UV AND IR 

REGIONS 

By: RAUK, A; YANG, D; TSANKOV, D; et al. 

JOURNAL OF THE AMERICAN CHEMICAL SOCIETY  Volume:  117    Issue:  14    Pages:  4166-4160    

Published:  APR 12 1995 

19. Electronic and vibrational circular dichroism of model beta-lactams: 3-methyl- and 4-

methylazetidin-2-one 

By: McCann, J; Rauk, A; Shustov, GV; et al. 

APPLIED SPECTROSCOPY  Volume:  50    Issue:  5    Pages:  641-630    Published:  MAY 1996 

20. Towards interpreting the FT-IR and VCD spectra of selected octadeoxynucleotides 

By: Maharaj, V; vandeSande, H; Tsankov, D; et al. 

Conference: 10th International Conference on Fourier Transform Spectroscopy (ICOFTS) Location:  

BUDAPEST, HUNGARY Date:  AUG 27-SEP 01, 1995 

Sponsor(s): Fed Eur Chem Soc; Hung Acad Sci; Working Comm Laser Phys Spectro HAS; Minist Cult Educ 

Hungary; Austrian Soc Anal Chem; Hung Nat Comm Technol Develop; Inst Isotopes HAS; Univ Veszprem; 

Central Res Inst Chem HAS 

MIKROCHIMICA ACTA  Supplement:  14    Pages:  530-529    Published:  1997  



21. Infrared absorption and vibrational circular dichroism spectra of selected deoxyoctanucleotides 

complexed with daunorubicin 

By: Maharaj, V; Rauk, A; vandeSande, JH; et al. 

Conference: 23rd European Congress on Molecular Spectroscopy (EUCMOS XXIII) Location:  

BALATONFURED, HUNGARY Date:  AUG 25-30, 1996 

Sponsor(s): Hungarian Acad Sci; Hungarian Chem Soc; Minist Culture & Educ, Hungary 

JOURNAL OF MOLECULAR STRUCTURE  Volume:  408    Pages:  318-315    Published:  JUN 1 1997 

22. Infrared absorption and vibrational circular dichroism spectra of poly(vinyl ether) containing 

diastereomeric menthols as pendants 

By: McCann, JL; Rauk, A; Wieser, H 

Conference: 23rd European Congress on Molecular Spectroscopy (EUCMOS XXIII) Location:  

BALATONFURED, HUNGARY Date:  AUG 25-30, 1996 

Sponsor(s): Hungarian Acad Sci; Hungarian Chem Soc; Minist Culture & Educ, Hungary 

JOURNAL OF MOLECULAR STRUCTURE  Volume:  408    Pages:  420-417    Published:  JUN 1 1997 

23. A conformational study of (1S, 2R, 5S)-(+)-menthol using vibrational circular dichroism 

spectroscopy 

By: McCann, JL; Rauk, A; Wieser, H 

CANADIAN JOURNAL OF CHEMISTRY-REVUE CANADIENNE DE CHIMIE  Volume:  76    Issue:  3    Pages:  

274-283   Published:  MAR 1998 

24. Skeletal vibrational circular dichroism of a series of bicyclic dilactones: the fingerprint region? 

By: Rauk, A; McCann, JL; Wieser, H; et al. 

CANADIAN JOURNAL OF CHEMISTRY-REVUE CANADIENNE DE CHIMIE  Volume:  76    Issue:  6    Pages:  

717-725   Published:  JUN 1998 

25. Skeletal vibrational circular dichroism of a series of bicyclic dilactones: the fingerprint region? 

(vol 76, pg 717, 1998) 

By: Rauk, A; McCann, JL; Wieser, H; et al. 

CANADIAN JOURNAL OF CHEMISTRY-REVUE CANADIENNE DE CHIMIE  Volume:  76    Issue:  12    Pages:  

1931-1931   Published:  DEC 1998 


