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spirooxindolenitropyrrolidine: A molecular electron density theory perspective, Journal of Physical Organic 
Chemistry (Wiley), e4189 (IF = 2.391) ( T o p  c i t e d  p a p e r  o f  2 0 2 1 - 2 0 2 2  r e c o g n i z e d  b y  

W i l e y )  https://doi.org/10.1002/poc.4189 

48. H. A. M. Salim, Nivedita Acharjee*, Luis R. Domingo, H. H. Abdallah  (2021)  A  Molecular Electron 
Density Theory Study for [3+2] Cycloaddition Reactions of 1-Pyrroline-1-oxide with Disubstituted 
Acetylenes Leading to Bicyclic 4-isoxazolines, International Journal of Quantum Chemistry (Wiley), 121, 
e2653 (IF = 2.444)  

https://doi.org/10.1002/qua.26503 

49. A. Bazzi, K. Abbiche*, S. Izzaouihda, Nivedita Acharjee*, H. Zejli, K. Marakchi, N. Komiha, S. El 

Issami, L. Bazzi, M. Hilali (2021) Inhibition efficiency and adsorption mechanism of 4- aminobenzoic 

acid for copper corrosion in nitric acid medium: a combined experimental and theoretical investigation, 

Structural Chemistry (Springer), (IF = 1.887)  

https://doi.org/10.1007/s11224-021-01784-0 

50. H. A. M. Salim*, Nivedita Acharjee, H. H. Abdallah (2021) Insights into the mechanism and regioselectivity 

of the [3 + 2] cycloaddition reactions of cyclic nitrone to nitrile functions with a molecular electron density theory 

perspective, Theoretical Chemistry Accounts, 140, 1 (IF = 1.702)  

https://doi.org/10.1007/s00214-020-02703-y 

51. Luis R. Domingo *, Mar Ríos-Gutiérrez, Nivedita Acharjee (2021) Unveiling the Unexpected Reactivity of 

Electrophilic Diazoalkanes in [3+2] Cycloaddition Reactions within Molecular Electron Density Theory, 

Chemistry (MDPI), 3(1), 74-93. 

https://doi.org/10.3390/chemistry3010006 

52. Nivedita Acharjee*, Sourav Mondal (2021), A molecular electron density theory study to understand the strain 

promoted [3+2] cycloaddition (SPAAC) reaction of benzyl azide and cyclooctyne, Indian Journal of 

https://doi.org/10.1016/j.comptc.2022.113630
https://doi.org/10.1007/s11224-021-01870-3
https://doi.org/10.2298/JSC211014106A
http://op.niscpr.res.in/index.php/IJC/article/view/60707
https://doi.org/10.1016/j.jics.2022.100753
http://dx.doi.org/10.1002/slct.202102942
https://doi.org/10.1007/s00214-021-02811-3
https://doi.org/10.1002/slct.202100978
https://doi.org/10.1002/poc.4189
https://doi.org/10.1002/qua.26503
https://doi.org/10.1007/s11224-021-01784-0
https://doi.org/10.1007/s00214-020-02703-y
https://doi.org/10.3390/chemistry3010006


~ 6 ~  

Chemistry, Section A, 60A, 62-71 (IF = 0.491) 

http://nopr.niscair.res.in/bitstream/123456789/55936/1/IJCA%2060A%281%29%2062-71.pdf 

      2020 
53. Luis R Domingo*, Nivedita Acharjee (2020) "Unravelling the Strain-Promoted [3+2] Cycloaddition 

Reactions of Phenyl Azide with Cycloalkynes from the Molecular Electron Density Theory Perspective", 

New Journal of Chemistry (Royal Society of Chemistry), 44, 13633-13643(IF = 3.591) 

https://doi.org/10.1039/D0NJ02711A 

54. Luis R Domingo*, Nivedita Acharjee*, H. A. M. Salim (2020) Understanding the Reactivity of 

Trimethylsilyldiazoalkanes participating in [3+2] Cycloaddition Reactions towards 

Diethylfumarate with a Molecular Electron Density Theory Perspective, Organics (MDPI), "Special Issue on 

Cycloaddition Reactions in Organic Synthesis", 1(1), 3-18. https://doi.org/10.3390/org1010002 

55. Nivedita Acharjee* (2020) Unravelling the regio- and stereoselective synthesis of bicyclic N,O- nucleoside 
analogues within the molecular electron density theory perspective, Structural Chemistry (Springer), 31, 2147 
(IF = 1.887) https://doi.org/10.1007/s11224-020-01569-x 

56. Luis R Domingo*, Nivedita Acharjee (2020) Unveiling the High Reactivity of Strained 

Dibenzocyclooctyne in [3+2] Cycloaddition Reactions with Diazoalkanes through the Molecular Electron 

Density Theory, Journal of Physical Organic Chemistry (Wiley), 33, e4100. (IF = 2.391) 

https://doi.org/10.1002/poc.4100 

57. Luis R Domingo, Nivedita Acharjee* (2020), A Molecular Electron Density Theory Study of the Grignard 

Reagent Mediated Regioselective Direct Synthesis of 1,5-disubstituted-1,2,3-Triazoles, Journal of Physical 

Organic Chemistry (Wiley) 33, e4062, (IF = 2.391) https://doi.org/10.1002/poc.4062 

58. Nivedita Acharjee*, Avijit Banerji (2020), A Molecular electron density theory study to understand the 
interplay of theory and experiment in nitrone-enone cycloaddition, Journal of Chemical Sciences (Springer), 
2020, 132, 65. (IF = 1.573) https://doi.org/10.1007/s12039-020-01766-5 

59. Nivedita Acharjee* (2020) Theoretical analysis of the regio- and stereoselective synthesis of 
spiroisoxazolines, Journal of Molecular Modeling (Springer), 26, 117. (IF = 1.810) 
https://doi.org/10.1007/s00894-020-04372-x 

60. K.Abbiche, Nivedita Acharjee*, M. Salah, M. Hilali, A.Laknifli, N. Komiha, and K. Marakchi (2020) 

Unveiling the mechanism and selectivity of [3+2] cycloaddition reactions of benzonitrile oxide to ethyl trans-

cinnamate, ethyl crotonate and trans-2-penten-1-ol through DFT analysis, Journal of Molecular Modeling 

(Springer), 26, 279 (IF = 1.810) https://doi.org/10.1007/s00894-020-04547-6 

61. Nivedita Acharjee* (2020), Understanding the regio- and diastereoselective synthesis of a potent antinociceptive 

isoxazolidine from C-(pyridin-3-yl)-N-phenyl nitrone in the light of molecular electron density theory, Journal 

of Serbian Chemical Society, 85(6), 765-779. (IF = 1.240) https://doi.org/10.2298/JSC190914136A 

62. Nivedita Acharjee*, Avijit Banerji, Mira Jhawar, Ambar Barman (2020), Comparative DFT analysis of 

ELF topology and global properties of allyl and allenyl type three atom components (TACs), Journal of The 

Indian Chemical Society, 97, 753-759. [Selected Cover page of May 2020 issue] 
63. Nivedita Acharjee, Tuhin Ghosh* (2020), Structure analysis of sulfated polysaccharides extracted from Scinaia 

interrupta: Experimental and density functional theory studies, Asian Journal of Chemistry, Volume 32(7), 1589-
1596. https://doi.org/10.14233/ajchem.2020.22609 

64. Nivedita Acharjee*, Sourav Mondal (2020), N-t-butyl-α-aryl nitrones as potent spin traps: DFT analysis of 

electron localization function topology, local selectivity, reactivity, and solvent effects, Asian Journal of 

Chemistry, Volume 32(5)1191-1196. https://doi.org/10.14233/ajchem.2020.22590 

 2019 

65. Luis R Domingo*, Mar-RiozGutiérrez, Nivedita Acharjee* (2019), A Molecular Electron Density Theory 

Study of the Chemoselectivity, Regioselectivity, and Diastereofacial Selectivity in the Synthesis of an 

Anticancer Spiroisoxazoline derived from α-Santonin, Molecules, 24, 832. (IF = 3.267) 

https://doi.org/10.3390/molecules24050832 

66. Nivedita Acharjee* (2019), Understanding the geometry and [3+2] cycloadditions of nitrile imine in terms of 

molecular electron density theory, Indian Journal of Chemistry, 58A, 645-652. (IF=0.489) 

https://op.niscpr.res.in/index.php/IJCA/article/download/23411/465478047 

67. Avijit Banerji , Rina Saha, Nivedita Acharjee* (2019), Reaction intermediates for microwave irradiation 

assisted synthesis of N-Aryl Enaminoketones and their subsequent conversion to quinolines: An experimental 

and DFT study, Asian Journal of Research in Chemistry; 12(2):103- 111.  

https://doi.org/10.5958/0974-4150.2019.00023.3 

 

2018 
68. Luis R Domingo, Nivedita Acharjee* (2018), [3+2] Cycloaddition Reaction of C-Phenyl-N- methyl 

http://nopr.niscair.res.in/bitstream/123456789/55936/1/IJCA%2060A%281%29%2062-71.pdf
https://doi.org/10.1039/D0NJ02711A
https://doi.org/10.3390/org1010002
https://doi.org/10.1007/s11224-020-01569-x
https://doi.org/10.1002/poc.4100
https://doi.org/10.1002/poc.4062
https://doi.org/10.1007/s12039-020-01766-5
https://doi.org/10.1007/s00894-020-04372-x
https://doi.org/10.1007/s00894-020-04547-6
https://doi.org/10.14233/ajchem.2020.22609
https://doi.org/10.14233/ajchem.2020.22590
https://doi.org/10.3390/molecules24050832
https://op.niscpr.res.in/index.php/IJCA/article/download/23411/465478047
https://doi.org/10.5958/0974-4150.2019.00023.3
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Nitrone to Acyclic-Olefin-Bearing-Electron-Donating Substituent: A Molecular Electron Density Theory 

Study, Chemistry Select, 3, 8373. (IF = 1.811) https://doi.org/10.1002/slct.201801528 

69. Nivedita Acharjee* (2018), Solvent effects on cycloaddition reactions of potent spin trapping probe N-
tert-butylmethanimine-N-oxide: A DFTstudy, Journal of Theoretical and Computational Chemistry, Vol. 17. No. 
4, 1850027 (23 pages) (IF = 0.848) https://doi.org/10.1142/S021963361850027X 

70. Sutapa Mandal, Kaustav Kumar Maiti, Avijit Banerji, Thierry Prange, Alain Neuman, Nivedita   

Acharjee*   (2018)   Experimental   and   DFT studies for substituent effects on cycloadditions of C,N-

disubstituted nitrones to cinnamoyl piperidine, Indian Journal of Chemistry, Section B, 57B, 108. (IF = 0.388)  

http://nopr.niscair.res.in/bitstream/123456789/43414/1/IJCB%2057B%281%29%20108- 119.pdf 

 

2017 
71. Sutapa Mandal, Nivedita Acharjee* (2017), DFT study for radical capture by mitochondria oxidotoxin

protective ionic and non-ionic amphiphilic α-phenyl-N-t-butyl nitrone derivatives; Indian Journal of 

Chemistry Section A, 56A, 9.  

http://nopr.niscair.res.in/bitstream/123456789/39745/1/IJCA%2056A%281%29%209- 20.pdf 

72. Sutapa Mandal, Nivedita Acharjee*, Bhaskar Chakraborty, Avijit Banerji (2017) DFT analysis for the 
regio- and stereospecific synthesis of antibacterial isoxazolidine, Journal of the Indian Chemical Society, 94, pp. 
535-542.  

2014 
73. Nivedita Acharjee* (2014), Acyclic and cyclic nitrone cycloadditions to 1-cinnamoyl-1- piperidine: A DFT 

study. Journal of Theoretical and Computational Chemistry, 13, 1450071. (IF = 0.848) 

https://doi.org/10.1142/S0219633614500710 

74. Nivedita Acharjee* (2014), DFT interpretations for cycloadditions of an electron deficient C- aryl-N-phenyl 

nitrone. Journal of Theoretical and Computational Chemistry,13, 1450007. (IF = 0.848) 

https://doi.org/10.1142/S0219633614500072 

2009-2012 

75. Nivedita Acharjee, Avijit Banerji*, Thierry Prangé (2012), Remarkable influence of mild Lewis acid catalysts 

on cycloadditions leading to tetrasubstituted isoxazolidines: DFT analysis augmented by X-Ray and NMR 

studies. Monatshefte für Chemie, chemical monthly, 143, 1687. https://doi.org/10.1007/s00706-012-0828-z 

76. Nivedita Acharjee, Avijit Banerji*, (2011), DFT interpretation of 1,3-dipolar cycloaddition reaction of C,N-

diphenyl nitrone to methyl crotonate in terms of reactivity indices, interaction energy and activation parameters. 

Computational and Theoretical Chemistry, 967, 50. https://doi.org/10.1016/j.comptc.2011.03.040 

77. Nivedita Acharjee, Avijit Banerji*, Thierry Prangé (2011), Catalytic effects of Lewis acids on 1,3-dipolar

 cycloaddition of C-(4-chlorophenyl)-N-phenyl nitrone to benzylidene acetophenone, Indian Journal of 

Chemistry Section B, 50B, 835.  

78. Nivedita Acharjee, Avijit Banerji*, Biswajit Gayen (2011), Cycloaddition approach to five- membered 

heterocycles – Some recent experimental and theoretical aspects. Invited Review on 150th Birth anniversary 

Commemoration of Acharya Prafulla Chandra Ray, Journal of the Indian Chemical Society, 88, 1857.  

79. Nivedita  Acharjee,  Avijit  Banerji*,  Thierry Prangé  (2010),  DFT  study  of  1,3-dipolar cycloadditions of 

C,N- disubstituted aldonitrones to chalcone evidenced by NMR and X-Ray analysis. Monatshefte für Chemie, 

chemical monthly, 141, 1213. https://doi.org/10.1007/s00706-010-0393-2 

80. Nivedita Acharjee, Tapas Kumar Das, Avijit Banerji, Manas Banerjee*, Thierry Prangé (2010) (2010), A 

DFT based exploration augmented by X-ray and NMR of the stereoselectivity in the 1,3-dipolar 

cycloaddition of 1-Pyrroline-1-oxide to methyl cinnamate and benzylidene acetophenone. Journal of 

Physical Organic Chemistry, 83, 1187. (IF =1.536) https://doi.org/10.1002/poc.1690 

81. Nivedita Acharjee, Avijit Banerji*, (2010), DFT study of the configuration and conformation of C-aryl-N-

phenyl nitrones and their reactivities as 1,3-dipoles to methyl and ethyl crotonates, Indian Journal of Chemistry 

Section A, 49A, 1444.  

82. Nivedita Acharjee, Avijit Banerji*, Manas Banerjee*, Tapas Kr. Das (2009), Experimental and theoretical 

spectroscopic investigations of C-aryl-N-methyl nitrones., Indian Journal of Chemistry Section A, 48A, 1627.  

83. Avijit Banerji*, Nivedita Acharjee, (2009) Frontier Molecular orbitals of C-aryl- N-methyl nitrones– A DFT 

study. Journal of Indian Chemical Society, 86, 1068.  

84. Avijit Banerji*, Nivedita Acharjee, Pizush Kanti Biswas (2009) 1,3-Dipolar cycloadditions. Part XV: 

Systematic spectroscopic investigations of C- aryl- N-methyl nitrones, Journal of the Indian Chemical 

Society, 86, 63.  

 

https://doi.org/10.1002/slct.201801528
https://doi.org/10.1142/S021963361850027X
http://nopr.niscair.res.in/bitstream/123456789/43414/1/IJCB%2057B%281%29%20108-119.pdf
http://nopr.niscair.res.in/bitstream/123456789/43414/1/IJCB%2057B%281%29%20108-119.pdf
http://nopr.niscair.res.in/bitstream/123456789/39745/1/IJCA%2056A%281%29%209-20.pdf
http://nopr.niscair.res.in/bitstream/123456789/39745/1/IJCA%2056A%281%29%209-20.pdf
https://doi.org/10.1142/S0219633614500710
https://doi.org/10.1142/S0219633614500072
https://doi.org/10.1007/s00706-012-0828-z
https://doi.org/10.1016/j.comptc.2011.03.040
https://doi.org/10.1007/s00706-010-0393-2
https://doi.org/10.1002/poc.1690
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Book Chapter 
85. Luis R Domingo*, Nivedita Acharjee (2020), Molecular Electron Density Theory-A New Theoretical Outlook 

on Organic Chemistry Frontiers in Computational Chemistry-Volume 5, Published by Bentham and Science 

Pvt. Ltd. https://doi.org/10.2174/9789811457791120050007 

 

Research Articles in Edited Volumes 
86. Mandal S, Acharjee N*, Chakraborty B ―DFT studies for generation of stereospecific antibacterial 

cycloadductfrom symmetrically substituted reactant.‖, ―Chemistry on its Way-Impacts on the 

Environment‖, (Ed: Samiran Mandal), Saldiha College (ISBN : 978-93-84191-17-7); [Published in 2017] 

87. Mandal S, Acharjee N*, Banerji A, ―Conceptual DFT interpretations for diastereoselective synthesis of 

tetrasubstituted isoxazoidines‖, (Ed: Kamala Mitra) Dept. of Chemistry, Prasanta Chandra 

MahalanobishMahavidyalaya (ISBN : 978-93-8310-31-8) [Published in 2017] 

 
 
 
General Articles/Periodicals 
88. Asmita Mondal, Avijit Banerjee*, Nivedita Acharjee (2022) Understanding [3+2] cycloaddition reactions from 

the molecular electron density perspective: A new theoretical outlook on organic reactions, Edu. Chem. Sci. 
Tech., Vol 10, August 2022 (Periodical published by the Indian Chemical Society) 

89. Nivedita Acharjee (2019): Impact of solar radiation on human health, CURE (Congregation for Urban and 
Rural Environment), Environmental Bulletin 2019, Volume XXV, ISSN: 2319-1333 

90. Nivedita Acharjee (2019): Beauty of "Golden Ratio" in paintings, architecture, music, nature and technology, 
Communique, Academic Journal of Durgapur Government College, ISSN No. 0973-8584. 

91. Nivedita Acharjee* (2018), Impact of smog on public health, CURE (Congregation for Urban and Rural 
Environment), Environmental Bulletin 2018, Volume XXIV, ISSN: 2319-1333 

92. Nivedita Acharjee* (2018), ―Scientific Story of our laughter, crying and stress‖: Everyman’s Science, Journal 
published by Indian Science Congress Association, ISSN: 0531-495X 

93. Nivedita Acharjee* (2017), The Scientific Face of our emotions, Communique, Academic Journal of 
Durgapur Government College, ISSN No. 0973-8584. 

94. Nivedita Acharjee* (2017), Effect of particulate matter on Human Health and Environment, CURE 
(Congregation for Urban and Rural Environment), Environmental Bulletin 2017, Volume XXIII, ISSN: 2319-
1333 

95. Nivedita Acharjee* (2015), "Molecular Processes of Aging": Vol. XXI, Environmental Bulletin 2015, CURE 
(Congregation for urban and rural environment), ISSN: 2319-1333 

96. Nivedita Acharjee* (2014), ―The Aging Process: Accelerators and Decelerators‖: Aug13- Sep13 issue, 

Everyman’s Science, Journal published by Indian Science Congress association, ISSN: 0531-495X 

Sponsored Projects 
1. Dr. Nivedita Acharjee, Coordinator, DBT STAR COLLEGE SCHEME for Durgapur Government 

College sponsored by Department of Biotechnology, Government of India, Project No. HRD-

11011/24/2022-HRD-DBT dated 29-09-2022 (Period: 29-09-2022 to 28-09-2025)] (Rs. 120.38469 Lakhs) 

2. Dr. Nivedita Acharjee (PI), UGC Minor research Project No. F. PSW-111/11-12 (ERO) 

"Experimental and theoretical DFT investigations of the effects of mild Lewis acid catalysts on the 

cycloaddition reactions of acyclic and cyclic aldonitrones to α,β-unsaturated ketones and esters" 

(Period: 8.11.2011 to 7.11.2013)] (Rs. 1.35 Lakhs) 

 
 
Guidance of Ph.D. Scholar and M.Sc. Project Dissertations  
1. Asmita Mondal (2022, Durgapur Government College) [enrolled for Ph.D.] 

2. Ba rsa l i  Ba n e rj i  (2023, Durgapur Government College) [enrolled for Ph.D.] 

3. Bha ska r  M on da l (2023, Durgapur Government College) [enrolled for Ph.D.]  

4. Soubhik Chakraborty (2023, D u r ga p ur  Go ver n men t  Col l e ge ) N-t-Butyl- aryl Nitrones as Potent Spin 
Traps: DFT Analaysis of Electron Localization Function Topology, Local Selectivity, Reactivity and Solvent 
Effects [M.Sc.] 

5. Sangram Singh (2023) DFT Calculations for the Analysis of Selectivity, Reactivity and Solvent Effects of 5,5-
Dimethyl-1-Pyrroline-N-Oxide (DMPO) Nitrones Towards Radical Capture )As Spin Traps) [M.Sc] 

6.  S hre ya se e  Na t h  (2022,  D u r ga p ur  Go ve r n men t  Co l le ge ) :  DF T ca lcula t i on s  for  t he  
a n a lys i s  of  fron t i e r  mole cula r  o rb i t a ls  a n d re a ct i v i t y  i n di ce s  of  t r i cyc l i c  p yrrol i di n e -
fuse d b e n zo[b ]  t hi op he n e  1 , 1 -di oxi de (M . S c . )  

https://doi.org/10.2174/9789811457791120050007
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7.  Subarna Khan (2021, Durgapur Government College): Energy profile study associated with the [3+2] 
cycloaddition reaction of 1-pyrroline-1-oxide with nvinyl nucleobases[M.Sc.] 

8. Asmita Mondal (2020, Durgapur Government College): Chemical profiling and theoretical analysis of 
polysaccharides in rice bran [M.Sc.] 

9. Sourav Mondal (2019, Durgapur Government College): Solvent effects on [3+2] cycloaddition reactions 
of N-tert-butylmethanimine-N-oxide [M.Sc.] 

10. Monirul Islam (2019, Durgapur Government College); 1,3-dipolar cycloaddition reactions: 
classification, selectivity and catalysis [M.Sc.] 

11. Mira Jhawar (2018, Durgapur Government College): Allyl type 1,3-dipoles: DFT study augmented with 
ELF topological analysis [M.Sc.] 

12. Ambar Barman (2018, Durgapur Government College): Allenyl type 1,3-dipoles: DFT study augmented 
with ELF topological analysis [M.Sc.] 

13. Suranjana Sen (2017, Durgapur Government College): Experimental and Theoretical Studies On Synthesis 
and Spectroscopy of C-(4-chlorophenyl)-N-phenyl nitrone [M.Sc.] 

14. Jayanta Mondal   (2017, Durgapur Government College):   Synthesis,   global   properties   and 
vibrational analysis of C-(4-bromophenyl)-N-phenyl nitrone [M.Sc.] 

15. Nasrin  Jahan  (2017, Durgapur Government College):  Synthesis,  vibrational  analysis and 
cycloaddition reactions of chalcone to C-aryl-N-phenyl nitrones :Experimental and theoretical studies 
[M.Sc.] 

16. Akash Mitra (2016, Durgapur Government College): Effect of substituents on the frontier 
molecular orbital energies and global properties of Isoxazolidines: AM1 study [M.Sc.] 

 

Awards & Recognitions 
1. Prof. Sadhan Basu Memorial award (by University of Calcutta) for excellence in the performance in post 

graduate examination, 2005. 

2. University Gold Medal from University of Calcutta for 1st class 1st position in M.Sc. examination in the 

year 2005. 

3. Umesh Chandra Memorial Cash Prize, Manoranjan Banerjee Memorial award, Pradip Kr. Ghosh 

Memorial Prize, Kananbala Sriti Purashkar for first class first position in Chemistry Hons from Lady 

Brabourne College, Kolkata. 

4. Best poster presentation in UGC sponsored National Level Seminar on ―Modern Trends in Chemical 

Sciences‖ during November 25-26, 2016 at Department of Chemistry, Prasanta Chandra Mahalanobish 

Mahavidyalaya. 

5. Best oral presentation in organic Chemistry in 2nd UGC sponsored National seminar on advanced 

spectroscopy, theoretical chemistry, synthesis, reactivity and structure evaluation, organized by University 

of Burdwan, Burdwan, 20-22nd February 2009. 

6. Dr. Nivedita Acharjee has contributed the first research paper of the newly launched journal "Organics" by 

MDPI in 2020 in "Special Issue on Cycloaddition Reactions in Organic Synthesis", 1(1), 3-18. 

https://doi.org/10.3390/org1010002. 

7. Dr. Nivedita Acharjee has contributed an MEDT research paper to analyse steric effects in 32CA reactions 

to the Special Issue "2020 Profile Papers by Chemistry' Editorial Board Members" of the Web of Science 

indexed journal "Chemistry-Switzerland" by MDPI in 2021 (https://doi.org/10.3390/chemistry3010006) 

8. National Scholarship under National Scholarship Scheme for B.Sc. (III year Hons.) Examination 2003 in 

Chemistry 

9. Certificate of Merit and National scholarship from CBSE for being among top 0.1% students in All India 

Secondary School examination, 1998. 

Invited Lectures 
1. "How to develop and upload and upload E-content in 4 quadrants?"; Workshop organized by Internal Quality 

Assurance Cell, Durgapur Government College on March 14, 2019 

2. "Career Counselling and Placement after Secondary and Senior Secondary level"; Special Programme 

organized by Assembly of God Church School, Okhra, West Bengal on 1st November 2017. 

3. "Gender Equality for Sustainable Development"; NSS Special Camp, Organized by NSS Unit, Durgapur 

Government College in 2016 

4. "Gender Equality: Indispensable yet overlooked"; Awareness Programme on International Women's Day; 

organized by Cell for Gender Sensitization and Protection of Sexual Harassment against Women, Durgapur 

https://doi.org/10.3390/org1010002
https://doi.org/10.3390/chemistry3010006
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Government College on 8th March 2016. 

 

 

 

Abstracts in seminar/conference 
1. Equinox 2022, The Annual International Conference on the occasion of celebrating Century Year of University of Delhi, 

Paper entitled “Unveiling [3+2] Cycloaddition Reactions from the Molecular Electron Density Theory Perspective”, August 

11-13, 2022, Presented by PhD student Asmita Mondal. 

2. International Seminar on Recent Advances in Chemistry and Material Science (RACMS-2022) on the occasion of 161st Birth 

Anniversary Celebration of Acharya P. C. Ray, Paper entitled “Unveiling the mechanism and substituent effects in the 

synthesis of fused tricyclic 1,2,3-triazolines and 1,2,3-triazoles from intramolecular [3+2] cycloadditions within the 

molecular electron density theory framework”, July 30-31, 2022, Presented by PhD student Asmita Mondal. 

3. International Research Scholars' meet on the occasion of 99th Foundation Day celebration of  Indian Chemical Society, 

Paper entitled "Unveiling intramolecular [3+2] cycloaddition reactions of nitrones and azides from the molecular 

electron density theory perspective", May 9, 2022, Presented by PhD student Asmita Mondal and received award of 

excellence. 

4. International Seminar on "Advancements in Chemical Sciences: Issues and Challenges", organized by Asansol B.B. 

College, Asansol, February 4-5, 2020. Paper entitled: Molecular electron density theory study to analyse [3+2] 

cycloaddition reactions leading to biologically active five-membered heterocycles", Presented by Dr. Nivedita Acharjee 

5. International Seminar on " Innovation, Expansion, Impacts and Challenges in Chemical and Biological Sciences" organized 
by Surendranath College, Kolkata, January 8-9, 2020, Paper entitled: N-t- 
butyl-α-aryl nitrones as potent spin traps of biologically relevant free radicals: DFT analysis of electron localization 
function topology, local selectivity, reactivity, and solvent effects", Presented by Sourav Mondal (M.Sc. Student) 

6. International Seminar on " Innovation, Expansion, Impacts and Challenges in Chemical and Biological Sciences" 
organized by Surendranath College, Kolkata, January 8-9, 2020, Paper entitled: Understanding the chemo-, regio and 
steroselective synthesis of an anticancer spiroisoxazoline derived from α-santonin in the light of molecular electron 
density theory", Presented by Nivedita Acharjee 

7. National Seminar on "Modern Era of Biosciences: Lab to land" organized by Departments of  Conservation Biology and 

Zoology, Durgapur Government College, December 05, 2019, Paper entitled: DFT study of the Electronic Structure 

and Reactivity of the Nitrone moiety as potent radical spin trap for hydroxyl radical to fight the aging process", 

Presented by Nivedita Acharjee 

8. National Seminar on Chemistry for Sustainable Development organized by Sidho-Kanho-Birsha University in 

collaboration with Indian Chemical Society; during November 26-27, 2019, Paper entitled: "DFT study of the 

selectivity and reactivity of potent radical spin trap N-t-butyl-α- phenyl nitrone (PBN) in terms of global & local indices 

and electron localization function topological analysis", Presented by Sourav Mondal (M.Sc. Student). 

9. DAE and  CSIR  sponsored  International  Level  Conference  on  “Non-linear  Dynamics  and  its 

applications” during March 12-14, 2019 at Dept. of Physics, Durgapur Government College; Paper entitled" 

Understanding the pathway of [3 + 2] cycloaddition reactions of C-phenyl-N- methyl nitrone in terms of BET (Bonding 

Evolution Theory) and QTAIM (Quantum Theory of atoms in Molecules) analyses", Presented by Nivedita Acharjee 

10. DAE and CSIR sponsored International Level Conference on “Non-linear Dynamics and its applications” during 

March 12-14, 2019 at Dept. of Physics, Durgapur Government College; Paper entitled" Molecular Electron Density 

Theory: A computational chemistry approach to understand the reactivity of organic reactions", Presented by Nivedita 

Acharjee 

11. DST, DRDO and DAE sponsored National Level Seminar on “Non-linear Dynamics and its applications” during 

February 7-9, 2017 at Dept. of Physics, Durgapur Government College; Paper entitled “Density Functional 

Theory applications for interpretations of chemical reactions", 

Presented by Nivedita Acharjee 

12. UGC sponsored National Level Seminar on “Modern Trends in Chemical Sciences” during November 25-26, 2016 at 
Dept. of Chemistry, Prasanta Chandra Mahalanobish Mahavidyalaya ; Paper entitled “DFT Study for nitrone 
cycloadditions to benzylidene acetone in terms of reactivity indices, interaction energies and activation parameters", 
Presented by Nivedita Acharjee (Awarded best poster presentation) 

13. UGC Sponsored National Seminar on “A Journey Through Recent Developments In Chemistry” organized jointly by 

Department of Chemistry, Acharya B. N. Seal College Cooch Behar, West Bengal and Department of Chemistry, 

University of North Bengal, Darjeeling, West  Bengal, March 1st and 2nd 2012;Paper entitled "Accelerative and 

stereoselective influence of mild Lewis 
acid coordination in dipolar cycloadditions: Experimental and DFT study", Presented by Nivedita Acharjee 

14. Chemical Research Society of India Eastern Zonal Meeting 2011 and Celebration of the International Year of 

Chemistry 2011, July 22-24, 2011; Poster no. 4, Page: 22, organized by Department of Chemistry, University of North 

Bengal, Darjeeling, West Bengal; Paper Entitled "DFT study evidenced by X-Ray and NMR analysis for the 

cycloaddition reactions of C,N disubstituted aldonitrones in terms of reactivity indices, interaction energies and 

activation parameters", Presented by Nivedita Acharjee 

15. 2nd UGC sponsored National seminar on advanced spectroscopy, theoretical chemistry, synthesis, reactivity and 
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structure evaluation, organized by University of Burdwan, Burdwan, 20-22nd February 2009; Paper entitled: "Studies 

on Nitrone Cycloadditions to α, β- unsaturated ketones" (Awarded best oral presentation in organic chemistry); 

Presented by Nivedita Acharjee 

16. 45th Annual convention of chemists 2008; Paper entitled "Systematic spectroscopic investigations of C-aryl- N-methyl 
nitrones" Presented by Nivedita Acharjee 
Symposium on “Acharya Prafulla Chandra Ray and Chemistry Today“ organized jointly   by Indian Chemical Society 
and Department of Chemistry, University of Calcutta, 2007; Paper entitled "A cycloaddition approach to masked 
triketomethanes" Presented by Nivedita Acharjee 

 
 


