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Synthetic access to calix[3]pyrroles <i>via meso«<[i>-expansion: hosts with diverse guest chemistry.

Chemical Communications, 2020, 56, 5637-5640. 41 o

Experimental and theoretical investigation of intramolecular cooperativity in cyclic benzene trimer
motif. RSC Advances, 2019, 9, 753-760.

Assessment of Fragmentation Strategies for Large Proteins Using the Multilayer

Molecules-in-Molecules Approach. Journal of Chemical Theory and Computation, 2018, 14, 1383-1394. 53 29

Cooperative Formation of Icosahedral Proline Clusters from Dimers. Journal of the American Society
for Mass Spectrometry, 2018, 29, 95-102.

lodo-Cycloisomerization of Aryl(indol-3-yl)methane-Tethered Propargyl Alcohols to 3-lodocarbazoles a5 30
via Selective 1,2-Alkyl Migration. ACS Omega, 2018, 3, 15024-15034. :

Fragment-Based Approaches for Supramolecular Interaction Energies: Applications to Foldamers and
Their Complexes with Anions. Journal of Chemical Theory and Computation, 2018, 14, 6226-6239.

Fragment-Based Approach for the Evaluation of NMR Chemical Shifts for Large Biomolecules
Incorporating the Effects of the Solvent Environment. Journal of Chemical Theory and Computation, 5.3 40
2017,13,1147-1158.

Molecules&€ind€molecules fragmentad€based method for the calculation of chiroptical spectra of large
molecules: Vibrational circular dichroism and Raman optical activity spectra of alanine polypeptides.
Chirality, 2016, 28, 755-768.

Raman Optical Activity Spectra for Large Molecules through Molecules-in-Molecules Fragment-Based

Approach. Journal of Chemical Theory and Computation, 2016, 12, 585-594. 53 82

Molecules-in-molecules fragment-based method for the evaluation of Raman spectra of large
molecules. Molecular Physics, 2015, 113, 3057-3066.

Evaluation of Energy Gradients and Infrared Vibrational Spectra through Molecules-in-Molecules

Fragment-Based Approach. Journal of Chemical Theory and Computation, 2015, 11, 950-961. 53 39

Vibrational Circular Dichroism Spectra for Large Molecules through Molecules-in-Molecules

Fragment-Based Approach. Journal of Chemical Theory and Computation, 2015, 11, 4238-4247.

Electrostatic Potential-Based Method of Balancing Charge Transfer Across ONIOM QM:QM

Boundaries. Journal of Chemical Theory and Computation, 2014, 10, 4351-4359. 53 8



20

22

24

26

KV JOVAN JOSE

ARTICLE IF CITATIONS
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