
 

Accepted Manuscript

De novo design of selective Sortase-A Inhibitors: Synthesis,
structural and in vitro characterization

Kranthi Raj K , Pardhasaradhi Mathi ,
Mutyala Veera Venkata Vara Prasad , Mahendran Botlagunta ,
Ravi M , Ramachandran D

PII: S2405-8300(17)30146-5
DOI: 10.1016/j.cdc.2018.04.007
Reference: CDC 109

To appear in: Chemical Data Collections

Received date: 20 November 2017
Revised date: 24 April 2018
Accepted date: 26 April 2018

Please cite this article as: Kranthi Raj K , Pardhasaradhi Mathi , Mutyala Veera Venkata Vara Prasad ,
Mahendran Botlagunta , Ravi M , Ramachandran D , De novo design of selective Sortase-A In-
hibitors: Synthesis, structural and in vitro characterization, Chemical Data Collections (2018), doi:
10.1016/j.cdc.2018.04.007

This is a PDF file of an unedited manuscript that has been accepted for publication. As a service
to our customers we are providing this early version of the manuscript. The manuscript will undergo
copyediting, typesetting, and review of the resulting proof before it is published in its final form. Please
note that during the production process errors may be discovered which could affect the content, and
all legal disclaimers that apply to the journal pertain.

https://doi.org/10.1016/j.cdc.2018.04.007
https://doi.org/10.1016/j.cdc.2018.04.007


ACCEPTED MANUSCRIPT

ACCEPTED M
ANUSCRIP

T

Chemical Data Collections article template 

 
Title:  

De novo design of selective Sortase-A Inhibitors: Synthesis, structural and in vitro characterization 

Authors: 

Kranthi Raj K 
a
*, Pardhasaradhi Mathi

b
, Mutyala Veera Venkata Vara Prasad

c
, Mahendran Botlagunta 

d
, Ravi M

e
, 

Ramachandran D
f
 

Affiliations:  

a
 Department of H & S , MLR Institute of Technology, Dundigal, Hyderabad, Telangana, India 

b
 Upstream Process Development Team, Lupin Limited, Biotechnology R&D, 1156, Ghotawade Village, Mulshi Taluka Pune-

411042, India 

c
 Department of Chemistry, TJohn Institute of Technology, Karnataka Bengaluru , 560076, India. 

d
 Biomedical Research Laboratory, Department of Biotechnology, KLEF University (Koneru Lakshmaiah Educational Foundation), 

Green fields; Vaddeswaram, Guntur (Dist) 522502, Andhra Pradesh, India. 

e Bioinformatics Division, Environmental Microbiology Lab, Department of Botany, Osmania University, Hyderabad 500007,  

India. 

f 
Department of Chemistry, Acharya Nagarjuna University, Nagarjuna nagar, Guntur 522 510, India  

Contact email: 

*Corresponding author: kranthi.kodamala@gmail.com; Phone: +91 99663 64176 

 

Abstract 

[Briefly describe the contentof thisdata article. If data is supplied with the data article, please explicitly 

state this or indicate the reference number and repository name for the data stored elsewhere. If this 

article is related to a published full research article, please also directly mention the article in the 

abstract] 

 

Novel molecules were designed against Staphylococcus aureus sortase A, an imperative and vital target 

involved in the bacterial virulence. Structure guided de novo designing was performed using different 

chemical fragments. These fragments were extended based on the requirements of the binding cavity. 

All the compounds in its binding orientation has formed good interaction network with amino acids HIS 

120 and ARG 197. Molecules designed contain indole-chroman and indolin-chroman moieties and their 

docking scores were ranging from -6.92 to -5.67. Designed molecules were selected for synthesis and 

tested in vitro against Staphylococcus aureus sortase A using Fluorescence resonance energy transfer 

assay. The highest active molecule KK4 ((Z)-3-((5-nitro-1H-indol-3-yl) methylene) chroman-2,4-dione) 
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