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Abstract

Experimenters face challenges and limitations while analyzing glycoproteins due to their high flexibility, stereochemistry,
anisotropic effects, and hydration phenomena. Computational studies complement experiments and have been used in charac-
terization of the structural properties of glycoproteins. However, recent investigations revealed that computational studies face
significant challenges as well. Here, we introduce and discuss some of these challenges and weaknesses in the investigations of
glycoproteins. We also present requirements of future developments in computational biochemistry and computational biology
areas that could be necessary for providing more accurate structural property analyses of glycopro-teins using computational

tools. Further theoretical strategies that need to be and can be developed are discussed herein.

Hosted file

ProteinsGlycoproteins.docx available at https://authorea.com/users/423112/articles/528661-
challenges—-and-limitations-in-the-studies-of-glycoproteins—-a-computational-chemist-s-
perspective



https://authorea.com/users/423112/articles/528661-challenges-and-limitations-in-the-studies-of-glycoproteins-a-computational-chemist-s-perspective
https://authorea.com/users/423112/articles/528661-challenges-and-limitations-in-the-studies-of-glycoproteins-a-computational-chemist-s-perspective
https://authorea.com/users/423112/articles/528661-challenges-and-limitations-in-the-studies-of-glycoproteins-a-computational-chemist-s-perspective

e |

[ ®oIOWINY UO



ed. Dat preliminar

| peer

eprint and has not b

715429.92881236

.

11/au.16:

)95

i.org

nission

ithout pe

S Teser

All righ

uthor/funde

opyright holder is t}

021

ssted on Authorea 1 Ju

Residue number

G0

10

20

.Sil

50

GO

10

0
0

ATP

" substrate i

10 20 30 10

Residue number

50

60

0
0

10

20

30

10

50

60

Normalized distance




