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1 3-D Supramolecular, quantum computational, and vibrational spectroscopic investigation on L- 

cysteinium methanesulfonate single crystals. P.Koteeswari, Solhe F. Alshahateet, 

R. Santhakumari, Is Fathima, Suresh Sagadevan Molecular Crystals and Liquid Crystals, (2023), 

Publisher:Elsevier 

Impact factor: 0,672 

http://dx.doi.org/10.1080/15421406.2023.2171558. 
 

2. ―Growth, NBO, and vibrational studies combined with intramolecular hydrogen bond interaction of L- 

Valine lead (II) nitrate complex: DFT‖ Usha C, Buvaneswari, M; Santhakumari, R; ;Jayasree, R 

Sagadevan, Suresh Journal: Journal of Molecular Strucutre (2022), Volume 1249, 

Pages:131570,Publisher:Elsevier 

Impact factor: 3.841 
https://www.sciencedirect.com/science/article/abs/pii/S0022286021016987#! 

 
 

3. Growth, Optical, Thermal, Mechanical and Dielectric Properties of 4-Aminopyridinium Sulfonate 

Monohydrate Single Crystal, G. Amudha, R. Santhakumari, D. Chandrika S 

Mugeshini N. Rajeswari, Journal of Advances in Science and Computation 

DOI:16.10089.JASC.2018.V6I3.453459.150010403 Page No:1089-1099 

4 Growth, spectroscopic, and Hiresfeld surface analysis on pyridine urea single crystal. 

G. Amudha, R. Santhakumari, D. Chandrika S.Mugeshini N. Rajeswari, Suresh Sagadevan 

,Journal of Molecular Structure. 1257 (2022) 13260, Publisher:Elsevier 

Impact factor: 3.841 

 
https://doi.org/10.1016/j.molstruc.2022.132606 

 

5. Synthesis, growth, DFT, and HOMO-LUMO studies on pyrazolemethoxy benzaldehyde single 

crystals.G. Amudha, R. Santhakumari, D. Chandrika, S. Mugeshini, N. Rajeswari, S. 

Sagadevan,Chinese. Journal of Physics 76 (2022) 44–58, Publisher:Elsevier 
 

Impact factor: 3.957 
 

https://doi.org/10.1016/j.cjph.2021.10.038 

 

6. Synthesis, growth, supramolecular, experimental, and theoretical characterization of 6-amino-1H- 

pyrimidine-2,4-dione dimethylacetamide single crystal. S. Mugeshini , R. Santhakumari, N. Rajeswari 

, G. Amudha, D. Chandrika, F.Solhe, Alshahateet.Chinese Journal of Physics Volume:76, (2022), 

Pages:14-23. Publisher:Elsevier 

Impact factor: 3.957 

http://dx.doi.org/10.1016/j.cjph.2021.10.037 

http://dx.doi.org/10.1080/15421406.2023.2171558
https://www.sciencedirect.com/science/article/abs/pii/S0022286021016987#!
https://doi.org/10.1016/j.molstruc.2022.132606
https://doi.org/10.1016/j.cjph.2021.10.038
http://dx.doi.org/10.1016/j.cjph.2021.10.037


7. Growth, computational studies and docking analysis on α- pyrrolidinopentiophenone hydrochloride 

monohydrate single crystal. S. Mugeshini ,R. Santhakumari, N. Rajeswari , G. Amudha, D. 

Chandrika , Journal of Molecular Structure Volume 1249 (2022), 131600. Publisher:Elsevier 

Impact factor: 3.841 

 

https://doi.org/10.1016/j.molstruc.2021.131600. 
 

8. Synthesis, growth spectral and computational studies on Aminomethylpyridinium trichloroacetate 

single crystal.Rajeswari , R. Santhakumari, S. Mugeshini, D. Chandrika, Suresh Sagadevan, 

Journal:Chinese Journal of Physics (2021), Volume 73, Pages:746-755. Publisher:Elsevier 

Impact factor: 3.957 

 

https://doi.org/10.1016/j.cjph.2021.08.010 
 

9. Growth and computational studies on vanillin isoniazid single crystals. S. Mugeshini , 

R. Santhakumari, N. Rajeswari , G.Amudha, D. Chandrika, Suresh Sagadevan Chinese Journal of 

Physics (2021),  Volume  72, 229-239. Publisher:Elsevier 

Impact factor: 3.957 

 

https://doi.org/10.1016/j.cjph.2021.04.025. 

9.  Synthesis, growth, structural, spectroscopic, optical, thermal, DFT, HOMO–LUMO, MEP, NBO 

analysisand thermodynamic properties of vanillin isonicotinic hydrazide single crystalBuvaneswari, 

M;Santhakumari, R;Usha C;Jayasree, R Sagadevan,Suresh Journal: Journal of Molecular Strucutre 

(2021), Volume 1243, Pages: 130846,Publisher:Elsevier 

Impact factor: 3.841 

 

https://www.sciencedirect.com/science/article/abs/pii/S0022286021009893?via%3Dihub 

 

11. ‖Synthesis, growth and computational studies on vanillin nicotinamide   single    crystals‖Buvaneswari, 

M; Santhakumari, R; Jayasree, R; Sagadevan, Suresh, Journal: Applied Physics A (2021) Volume: 

127,7,544, Publisher: Springer Berlin Heidelberg 

 

Impact factor: 2.983 

 

https://scholar.google.com/scholar?oi=bibs&cluster=11366455528636393081&btnI=1&hl=en 
 

 

12. ―Synthesis, growth, crystal structure, vibrational, DFT and HOMO-LUMO analysis on 

protonatedmolecule-4-aminopyridinium nicotinate, R.Vasanthakumari 

Santhakumari R, Nirmala W. Suresh Sagadevan Mugeshini S, Rajeswari Journal: Journal of 

Molecular structure (2021), Volume 1239, 130449, 

Impact factor: 3.841 

 

https://scholar.google.com/scholar?oi=bibs&cluster=11821331330726099174&btnI=1&hl=en 

https://doi.org/10.1016/j.molstruc.2021.131600
https://doi.org/10.1016/j.cjph.2021.08.010
https://doi.org/10.1016/j.cjph.2021.04.025
https://www.sciencedirect.com/science/article/abs/pii/S0022286021009893?via%3Dihub
https://scholar.google.com/scholar?oi=bibs&cluster=11366455528636393081&btnI=1&hl=en
https://scholar.google.com/scholar?oi=bibs&cluster=11821331330726099174&btnI=1&hl=en


 

 

 

13. Synthesis, Growth and Quantum Analysis on Chloroisocytosine bromo methylisocytosine single crystal. 

N. Rajeswari , R. Santhakumari TEST Engineering & Management ISSN: 0193-4120 (2020), 295- 

306.(Scopus), 

 

http://testmagzine.biz/index.php/testmagzine/article/view/14483/11107 

 

14. ―Growth, spectral, computational studies and docking analysis on 2-Aminopyridinium 

dibromomethonate single crystal.‖D. Chandrika, Santhakumari.R, TEST Engineering 

andManagement (2020), Pages 278-294. (Scopus). 

 

http://testmagzine.biz/index.php/testmagzine/article/view/14482/11106. 
 

 

 

15. ―Synthesis, Growth, spectral and computational studies on 6- aminouracil-1-methylpyrrolidin-2-one 

single crystal.‖D. Chandrika, R. Santhakumari, TEST Engineering and Management (2020) Pages, 

157-167. (Scopus). 

 

http://testmagzine.biz/index.php/testmagzine/article/view/14480/1110 

 

16. ‖Growth and characterization of 4-amino-N-carbamothioyl benzenesulfonomide:A nonlinear optical 

single crystal‖.G. Amudha, R. Santhakumari, D. Chandrika S. Mugeshini N. Rajeswari, 

International Journal of Mechanical and Production Engineering Research and Development 

(IJMPERD) Volume:10 (2020), 7291-7302.(Scopus). 

 
17. ―Growth and characterization of 4-aminopyridinium copper II chloride monohydrate single crystal‖,R. 

Jayasree, R. Santhakumari, S.Mugeshini, N. Rajeshwari, .,International Journal of Advanced Science 

and Technology, (2020) 29(8s), Pages1548 - 1554 (Scopus) 

http://sersc.org/journals/index.php/IJAST/article/view/12567 
 

18. Growth and combined experimental and quantum chemical study of  glycyl-L-Valine crystal Usha, 

C; Santhakumari, R; Joseph, Lynnette; Sajan, D; Meenakshi, R; Sinthiya, A,Journal: Heliyon, 

(2019) Volume 5, Issue 5, Page:e01574, ,Publisher:Elsevier 

Impact factor: 3.776 

(2020) https://www.sciencedirect.com/science/article/abs/pii/S0022286021 

005822 

― 19. Growth, spectral, density functional theory (DFT) and Hirshfeld surface analysis on 4-aminopyridinium 

adipate monohydrate nonlinear optical single crystal, Vasanthakumari R, , Nirmala W. Santhakumari R, 

Meenakshi R Sinthya A, Journal:Materials Science-Poland, (2018), Volume:36(2), Pages:. 177- 

184, Publisher:De -Gruyter , Impact factor: 0.889 

 

https://sciendo.com/pdf/10.1515/msp-2018-0010 

http://testmagzine.biz/index.php/testmagzine/article/view/14483/11107
http://testmagzine.biz/index.php/testmagzine/article/view/14482/11106
http://testmagzine.biz/index.php/testmagzine/article/view/14480/1110
http://sersc.org/journals/index.php/IJAST/article/view/12567
https://www.sciencedirect.com/science/article/abs/pii/S0022286021005822
https://www.sciencedirect.com/science/article/abs/pii/S0022286021005822
https://sciendo.com/pdf/10.1515/msp-2018-0010


 

20  Growth, density functional theory (DFT) and spectral studies on L-2-aminobutyric acid–biologically 

active material‖Usha, C; Santhakumari, R; Meenakshi, R; Jayasree, R; Bhuvaneswari, M 

Journal:Journal of Molecular Structure, (2017) Volume: 1149, 655-661, Publisher:Elsevier 

Impact factor: 3.841 

 

https://www.semanticscholar.org/paper/Growth%2C-density-functional-theory-(DFT)-and-studies- 

  Usha-Santhakumari/dbb8d55402c9fd81202cb8effb9b7e8f123614cb 

 

21 Synthesis, Growth and spectral studies on Thiosemicarbazide Zinc (II) Picrate,Santhakumari R, 

Ramamurthi K, Babu R Ramesh,(2015) Pages:322-330 ISSN: 2395-3713,Journal of Applied Chemical 

Science International 

 

https://scholar.google.com/scholar?oi=bibs&cluster=6697175076561925281&btnI=1&hl=en 
 

 

22. 1-(2-Chlorophenyl)-3-(2-ethylhexanoyl) thiourea Santhakumari, R; Selvanayagam, S; Ramamurthi, K; 

Radha, N; Yamin, Bohari M, Journal:Acta Crystallographica Section E: Structure Reports Online, 

(2013) Volume: 69, Issues: 9, Pages:o1220-o1220, Publisher: International Union of Crystallography 

Impact factor: 0.42 

 

https://scholar.google.com/scholar?oi=bibs&cluster=151966657630434492 54&btnI=1&hl=en 
 

 

23. ―Synthesis, optical, thermal and anti-bacterial activities of semiorganic material-

thiosemicarbazide cadmium (II) picrate‖Santhakumari, R; Ramamurthi, K; Balakrishnan, T; 

Stoeckli-Evans, Helen; Hema, R, Journal: Materials Letters, (2012), Volume: 67,Issues: 1, Pages: 

70-73, 

Publisher:North-Holland 

Impact factor: 3.574 

https://scholar.google.com/scholar?oi=bibs&cluster=2327708715709403282 &btnI=1&hl=en 

 

24. ―(Dimethyl sulfoxide-κO)bis(thiosemicarbazide-κ2 N 1,S)zinc dipicrate dimethyl sulfoxide solvate 

monohydrate‖ Santhakumari R, Hema R, Ramamurthy K and Helen Stoeckli-Evans,Journal: Acta 

Crystallographica Section E, (2011), Volume: 67(Pt 2): m133–m134., Publisher: International Union 

of Crystallography 

Impact factor: 0.42 

 

https://www.ncbi.nlm.nih.gov/pmc/articles/PMC3051735/# 
 

\25 . trans-Bis(dimethyl sulfoxide-κO)bis(thiosemicarbazide-κ2N1,S)cadmium dipicrate dihydrate 

"Shanthakumari R, Hema R, Ramamurthy K and Helen Stoeckli-Evans, (2011), Journal: Acta 

Crystallographica Section E, ISSN 1600-5368,Volume 67, Page: m127 , Publisher: International 

Union of Crystallography. 

Impact factor: 0.42 

 

https://doi.org/10.1107/S1600536810053602 

https://www.semanticscholar.org/paper/Growth%2C-density-functional-theory-(DFT)-and-studies-Usha-Santhakumari/dbb8d55402c9fd81202cb8effb9b7e8f123614cb
https://www.semanticscholar.org/paper/Growth%2C-density-functional-theory-(DFT)-and-studies-Usha-Santhakumari/dbb8d55402c9fd81202cb8effb9b7e8f123614cb
https://scholar.google.com/scholar?oi=bibs&cluster=6697175076561925281&btnI=1&hl=en
https://scholar.google.com/scholar?oi=bibs&cluster=15196665763043449254&btnI=1&hl=en
https://scholar.google.com/scholar?oi=bibs&cluster=2327708715709403282
https://scripts.iucr.org/cgi-bin/citedin?search_on=name&author_name=Shanthakumari%2C%20R
https://scripts.iucr.org/cgi-bin/citedin?search_on=name&author_name=Hema%2C%20R
https://scripts.iucr.org/cgi-bin/citedin?search_on=name&author_name=Ramamurthy%2C%20K
https://scripts.iucr.org/cgi-bin/citedin?search_on=name&author_name=Stoeckli-Evans%2C%20H
https://www.ncbi.nlm.nih.gov/pmc/articles/PMC3051735/
https://scripts.iucr.org/cgi-bin/citedin?search_on=name&author_name=Shanthakumari%2C%20R
https://scripts.iucr.org/cgi-bin/citedin?search_on=name&author_name=Hema%2C%20R
https://scripts.iucr.org/cgi-bin/citedin?search_on=name&author_name=Ramamurthy%2C%20K
https://scripts.iucr.org/cgi-bin/citedin?search_on=name&author_name=Stoeckli-Evans%2C%20H
https://doi.org/10.1107/S1600536810053602


25. ―Growth and characterization of thiosemicarbazide hydrochloride: A semiorganic NLO material‖ 

Santhakumari, R; Ramamurthi, K; Babu, R Ramesh; Evans, Helen Stoeckli; Bhagavannarayana, G; 

Hema, R,Journal: Spectrochimica Acta Part A: Molecular and Biomolecular Spectroscopy, 

(2011), Volume: 82,Issue: 1, Pages:102-107,Publisher:Elsevier 

Impact factor: 4.831 

 

https://scholar.google.com/scholar?oi=bibs&cluster=1378243272213542352 

 

26. ―Synthesis, crystal growth and characterization of a chiral compound (triphenylphosphine oxide 

cadmium iodide): A new semiorganic nonlinear optical material‖Santhakumari, R; Ramamurthi, K; 

Stoeckli- Evans, Helen; Hema, R; Nirmala, W, Journal: Physica B: Condensed Matter, (2011) 

Volume: 406, Issues: 10, Pages: 1872-1876,Publisher:North-Holland 

Impact factor: 2.988 

 

https://scholar.google.com/scholar?oi=bibs&cluster=178946319484698637 74&btnI=1&hl=en 

 

27. ―Structural, thermal and optical characterization of an organic NLO material—Benzaldehyde 

thiosemicarbazone monohydrate single crystals‖, Santhakumari, R; Ramamurthi, K, Journal: 

Spectrochimica, Acta Part A: Molecular and Biomolecular Spectroscopy, (2011),78, Issue 2 Pages 653- 

659,Publisher:Elsevier 

Impact factor: 4.831 

 
https://scholar.google.com/scholar?oi=bibs&cluster=101735254627933273 8&btnI=1&hl=en 

29. Diiodidobis(triph2.enyl-phosphine oxide)cadmium , Shanthakumari R, Hema R, Ramamurthy K 

and Helen Stoeckli-Evans Journal:Acta Crystallographica Section E: Structure Reports , 

Online,(2010),Volume 67(Pt 1): Page:m114. Publisher: International Union of Crystallography 

 

Impact factor: 0.42 

 

https://pubmed.ncbi.nlm.nih.gov/21522527/ 
 

30. ―Synthesis and spectral characterization of acetophenone thiosemicarbazone—A nonlinear optical 

material‖-Santhakumari, R; Ramamurthi, K; Vasuki, G; Yamin, Bohari M;Bhagavannarayana, G, 

Journal:. Spectrochimica Acta Part A: Molecular and Biomolecular Spectroscopy, (2010), Vol. 76, 

Issues 3-4, Pages 369-375.Publisher:Elsevier 

Impact factor: .4.831 

 

https://scholar.google.com/scholar?oi=bibs&cluster=1728586570689532764 &btnI=1&hl=en 

https://scholar.google.com/scholar?oi=bibs&cluster=1378243272213542352
https://scholar.google.com/scholar?oi=bibs&cluster=17894631948469863774&btnI=1&hl=en
https://scholar.google.com/scholar?oi=bibs&cluster=101735254627933273
https://scripts.iucr.org/cgi-bin/citedin?search_on=name&author_name=Shanthakumari%2C%20R
https://scripts.iucr.org/cgi-bin/citedin?search_on=name&author_name=Hema%2C%20R
https://scripts.iucr.org/cgi-bin/citedin?search_on=name&author_name=Ramamurthy%2C%20K
https://scripts.iucr.org/cgi-bin/citedin?search_on=name&author_name=Stoeckli-Evans%2C%20H
https://pubmed.ncbi.nlm.nih.gov/21522527/
https://scholar.google.com/scholar?oi=bibs&cluster=1728586570689532764&btnI=1&hl=en
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1. 

 

 

 
 

Dr. C. Usha 

 

 

Ref.No. 
17394/Ph.D.K3/ 
Physics/confirm/P.T/ 
July 2014/ 
Date.15.02.2017 

 

 

Growth and 

characterization of 

organic and semi 

organic nonlinear 

optical single crystals 

 

 

 

 
July 2014 

 

 

 

 
23.07.2020 

 

 

 

 
 

2. 

 

 

 
Dr. R. Jayasree 

 

 

 
Ref.No. 
32368/Ph.D.K3/ 
Physics/confirm/P.T/ 
october 
2014/Date.13.11.201 
8 

 
Growth and 

characterization of 

some of the 

derivatives of 4 

Aminopyridine and 

methyl thiourea single 

crystals and potassium 

acid phthalate alpha 

amino butyric acid 

single crystals 

 

 

 

 
 
October - 2014 

 

 

 

 
 

13.11.2020 

 

 

 

 

 
3. 

 
 

Dr. M. 

Bhuvaneswari 

 

 

 

Ref.No. 
32366/Ph.D.K3/ 
Physics/confirm/P.T/ 
october 2014 
/Date.13.11.2018 

 

 

 
Growth and 

characterization of 

some of the 

derivatives single 

crystal 

 

 

 

 

 
October - 2014 

 

 

 

 

 
08.04.2022 



      

 

 

 

 
4. 

 

 
 

Dr. S. Mugeshini 

 

 

 
Ref.No. 
28027/Ph.D.K3/ 
Physics/confirm/P.T/ 
october 2016 
/Date.13.11.2018 

 

 

 
Growth and 

characterization of 

some of the organic 

single crystals 

 

 

 

 
October - 2016 

 

 

 

 
12.08.2022 

 

 

 
5. 

 
 

Mrs. N. Rajeswari 

 
 
Ref.No. 
28028/Ph.D.K3/ 
Physics/confirm/P.T/ 
october 2016 
/Date.13.11.2018 

 
 

Growth and 

characterization of 

some of the organic 

and semiorganic 

single crystals 

 

 

 
October - 2016 

 

 

 
24.04.23 

 

 

 
 

6. 

 
 

Dr. G. Amudha 

 

 
Ref.No. 
40119/Ph.D.K3/ 
Physics/confirm/P.T/ 
January 2017 
/Date.28.12.2016 

 

 

Growth and 

characterization of 

some of the organic 

single crystal 

 

 

 
 

January - 2017 

 

 

 

 
17.12.2022 

 

 

 

 
7. 

 

 
 

Dr. D. Chandrika 

 

 
 
Ref.No. 
40120/Ph.D.K3/ 
Physics/confirm/P.T/ 
January 2017 
/Date.28.12.2016 

 

 

 
Growth and 

characterization of 

some of the organic 

single crystals 

 

 

 

 
January - 2017 

 

 

 

 
09.01.2023 



 

ANNEXURE- III 
 

 
Name of the Seminars / 

Conferences / Symposia 

/ Workshops etc 

Name of the 

Sponsoring 

Agency 

 
Place and Date 

Five days training programme on 

skill development ‘’Yoga therapy 

on stress reduction’’ 

 

------ 

Government Arts College for 
Women (A) 
Pudukkottai on 18.09.17- 
22.09.17 

Design, Develop and Deliver 

Online Courses to MOODLE 

Platform 

 
TANSCHE 

Tamil Nadu State Council for 
Higher Education , Chennai 
29.5.2020, 30.5.2020 

 

Orientation/Refresher Course 

 

Orientation Course 

 
 

State Government 

Academic staff College-Bharathidasan 

University,Tiruchirappalli 
 

26.12.2007-15.01.2008 

 

Refresher Course in Physics 

 
 

UGC 

Academic staff College-Bharathidasan 

University,Tiruchirappalli 
 

08-11-2010-29.11.2010 

 
Refresher course in 

Environmental Science 

 
 

UGC 

Academic staff College-Bharathidasan 

University, Tiruchirappalli 
 

16.06.2012-05.07.2012 

 

Refresher Course in Physics 
 

UGC-HRDC 
Bharathidasan University, 

Tiruchirappalli- 23.10.19 - 05.11.2019 

 
Refresher Course in Managing 

Online Classes & Co- creating 

MOOCS 21.0‖ (Online mode) 

 

 
Ministry of Education 

Teaching Learning Centre, Ramanujan 

College ,University of Delhi ,In 

collaboration with 

Shri Guru Ram Rai University 

Dehradun, Uttarakhand 
 

07.12.2023-21.12.2023 

 


