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The enhancing effect of a cation-n interaction on the cooperativity of halogen bonds: A computational study
Mehdi D. Esrafili, Soheila Asadollahi, Journal of Molecular Modeling (in press).

Cooperativity between the hydrogen bonding and 6-hole interaction in linear NCX-**(NCH)-,_5 and O3Z:**(NCH),—,_s complexes (X=Cl,
Br; Z=Ar, Kr): A comparative study

Mehdi D. Esrafili, Hossein Kiani, Canadian Journal of Chemistry (in press)

The effect of hydrogen-bonding cooperativity on the strength and properties of 6-hole interactions: An ab initio study

Mehdi D. Esrafili Mahshad Vakili, Molecular Physics (in press).

A structural study of fentanyl by DFT calculations, NMR and IR Spectroscopy
Zahra Asadi, Mehdi D. Esrafili Esmail Vessally, Marzbanu Asnaashari, Saeideh Yahyaei, Ali Khani, Journal of Molecular Structure, 2017, 1128,
552-562

An ab initio study on properties of cationic chalcogen bonds in XF, Y+eeeNCZ (X=H, CN, F; Y=S, Se; Z=H, Cl, Br) complexes
Mehdi D. Esrafili, Soheila Asadollahi, Journal of Sulfur Chemistry 2017, 38, 83-97.

An ab initio study on substituent and cooperative effects in bifurcated fluorine bonds

Mehdi D. Esrafili, Fariba Mohammadian-Sabet, Esmail Vessally, Molecular Physics 2017, 11, 278-287.

N, 0 + SO, reaction over Si- and C-doped boron nitride nanotubes: A comparative DFT study
Mehdi D. Esrafili, Nasibeh Saeidi, Applied Surface Science, 2017, 403, 43-50

Healing of a carbon-vacancy defect in silicon carbide nanotubes by CO molecules: A DFT study
Mehdi D. Esrafili, Nasibeh Saeidi, Chemical Physics Letters 2017, 671, 49-55

Catalytic decomposition of hydrazine borane over pristine and Al-embedded boron nitride nanotubes: A DFT study
Mehdi D. Esrafili, Fariba Mohammadian-Sabet, Parisa Nematollahi, /nternational Journal of Hydrogen Energy, 2016, 41, 20172-20184

An ab initio study on anionic aerogen bonds
Mehdi D. Esrafili, Fariba Mohammadian-Sabet, Chemical Physics Letters 2016, 667, 337-344

The strengthening effect of a hydrogen or lithium bond on the Z:-N aerogen bond (Z= Ar, Kr and Xe): a comparative study
Mehdi D. Esrafili, Esmail Vessally, Molecular Physics 2016, 114, 3265 - 3276

Single-electron aerogen bonds: Do they exist?
Mehdi D. Esrafili, Fariba Mohammadian-Sabet, Mohammad Solimannejad, Chemical Physics Letters 2016, 659, 196-202

Exploring ““aerogen-hydride” interactions between ZOF, (Z= Kr, Xe) and metal hydrides: An ab initio study
Mehdi D. Esrafili, Fariba Mohammadian-Sabet, Chemical Physics Letters 2016, 654, 23-28

Catalytic activity of silicon carbide nanotubes and nanosheets for oxidation of CO: a DFT study

Parisa Nematollahi, Mehdi D. Esrafili, New Journal of Chemistry, 2016, 40, 2775

New route to 1,4-oxazepane and 1,4-diazepane derivatives: synthesis from N —propargylamines

Esmail Vessally, Akram Hosseinian, Ladan Edjlali, Ahmadreza Bekhradnia, Mehdi D. Esrafili, RSC Advances, 2016, 6, 99781

Symmetric bifurcated halogen bonds: Substituent and cooperative effects
Mehdi D. Esrafili, Esmail Vessally, Mohammad Solimannejad, Molecular Physics 2016, 114, 3610-3619
Al- or Si-decorated graphene oxide: A favorable metal-free catalyst for the N,O reduction

Mehdi D. Esrafili, Fahimeh Sharifi, Parisa Nematollahi, Applied Surface Science, 2016, 387, 454-460

A DFT study on the N, O reduction by CO molecule over silicon carbide nanotubes and nanosheets
Parisa Nematollahi, Mehdi D. Esrafili, RSC Advances, 2016, 9, 59091

New page to access pyridine derivatives: synthesis from N —propargylamines
Esmail Vessally, Akram Hosseinian, Ladan Edjlali, Ahmadreza Bekhradnia, Mehdi D. Esrafili, RSC Advances, 2016, 6, 71662

Oxidation of CO by N, O over Al- and Ti-doped graphene: a comparative study

Mehdi D. Esrafili, Fariba Mohammadian-Sabet, Parisa Nematollahi, RSC Advances, 2016, 6, 64832

A comparative theoretical study of CO oxidation reaction by O, molecule over Al- or Si-decorated graphene oxide
Mehdi D. Esrafili, Fahimeh Sharifi, Parisa Nematollahi, Journal of Molecular Graphics and Modeling, 2016, 69, 8-16



Insight into the intermolecular interactions in the NF;—HSO system: A computational study
Esmail Vessally, Akram Hosseinian, Ladan Edjlali, Mehdi D. Esrafili, Sattar Arshadi, Journal of Sulfur Chemistry 2016, 37, 674-682

Novel routes to quinoline derivatives from N-propargylamines
Esmail Vessally, Akram Hosseinian, Ladan Edjlali, Ahmadreza Bekhradnia, Mehdi D. Esrafili, RSC Advances, 2016, 6, 49730

Cooperativity in bifurcated lithium-bonded complexes: A DFT study
Mohammad Solimannejad, Forough Rezaei, Mehdi D. Esrafili, Chemical Physics Letters 2016, 657, 195-198

Tuning of carbon bonds by substituent effects: An ab initio study

Mehdi D. Esrafili Hossein Kiani, Fariba Mohammadian-Sabet, Molecular Physics 2016, 114, 3658-3668

The mutual influence of Y:*N and H---H interactions in XHY:-"NCH:-"-HM complexes (X=F, Cl, Br; Y=S, Se; M=Li, Na, BeH, MgH
Tuning of the chalcogen bond by dihydrogen bond interaction

Mehdi D. Esrafili, Soheila Asadollahi and Yousef Dadban Shahamat, Canadian Journal of Chemistry 2016, 94, 567-573.

The competition between chalcogen and halogen bonds in YOX:NH; complexes: An ab initio investigation

Mehdi D. Esrafili, Soheila Asadollahi, Structural Chemistry, 2016, 27,1439—1447

A theoretical evidence for cooperative enhancement in aerogen-bonding interactions: Open-chain clusters of KrOF, and XeOF,
Mehdi D. Esrafili, Esmail Vessally, Chemical Physics Letters 2016, 662, 80-85

The healing of B- or N-vacancy defective BNNTs by using CO molecule: a DFT study
Mehdi D. Esrafili, Nasibeh Saeidi, Parisa Nematollahi, New Journal of Chemistry, 40, 8024

A comparative DFT study on the CO oxidation reaction over Al- and Ge-embedded graphene as efficient metal-free catalysts
Mehdi D. Esrafili, Parisa Nematollahi, Hadi Abdollahpour, Applied Surface Science 2016, 378, 418-425

Strong cooperative effects between n-hole and dihydrogen bonds interactions: a computational study

Mehdi D. Esrafili, Zakiyeh Amiri, Fatemeh Shankal, Molecular Physics 2016, 114, 2315-2324

A comparative study of the CO oxidation reaction over pristine and C-doped boron nitride fullerene
Mehdi D. Esrafili, Parisa Nematollahi, Roghaye Nurazar, RSC Advances, 2016, 6, 17172

A DFT/TD-DFT study on the adsorption of aspirin over pristine and Al-doped B12N12 fullerene-like nanocage
Esmail Vessally, Mehdi D. Esrafili, Parisa Nematollahi, Roghaye Nurazar, AhmadReza Bekhradnia, Structural Chemistry (in press)

Pd-embedded graphene: an efficient and highly active catalyst for oxidation of CO
Mehdi D. Esrafili, Parisa Nematollahi, Roghaye Nurazar, Superiattices and Microstructures 2016, 96, 164-173.
A DFT study on SO; capture and activation over Si- or Al-doped graphene

Mehdi D. Esrafili, Nasibeh Saeidi, Parisa Nematollahi, Chemical Physics Letters 2016, 658, 146-151

Strengthening of the halogen-bonding by an aerogen bond interaction: substitution and cooperative effects in O 3 Z:--NCX:--NCY (Z=
Ar, Kr,Xe; X=(l, Br, I; Y=H, F, OH) complexes
Mehdi D. Esrafili, Soheila Asadollahi, Molecular Physics 2016, 114, 2177-2186

Substituent effects on geometry and bonding properties of asymmetric bifurcated pnicogen bonds: A theoretical study
Mehdi D. Esrafili, Fariba Mohammadian-Sabet, Chemical Physics Letters 2016, 650, 52-56

Tuning of tetrel bonds interactions by substitution and cooperative effects in XH;SieeeNCHeeeHM (X=H, F, Cl, Br; M=Li, Na, BeH anc

MgH) complexes
Mehdi D. Esrafili, Mahshad Vakil, Majid Javaheri & Hamid Reza Sobhi, Molecular Physics, 114, 1974-1982.

Investigation of Substituent Effects in Aerogen-Bonding Interaction Between ZO 3 (Z=KTr, Xe) and Nitrogen Bases
Mehdi D. Esrafili, Soheila Asadollahi, Mahshad Vakili, International Journal of Quantum Chemistry 2016, 116, 1254-1260

An ab initio study on the nature of intermolecular interactions in pnicogen-bonded complexes with carbene as an electron donor
Mehdi D. Esrafili, Fariba Mohammadian-Sabet, Molecular Physics 2016, 114, 2115-2122

Structural and photophysical characterization of Mono and Binuclear Cu(I) complexes based on carbohydrazones: a combined
experimental and theoretical study
Khodayar Gholivand, Kaveh Farshadpour, Akram Gholami, Mehdi D. Esrafili, CrystEng Comm, 2016, 18, 28732884

A novel multicomponent reaction between amino acids, aromatic aldehydes and p-toluenesulfonylmethyl isocyanide: an efficient and
green one-pot synthesis using nanosilica

Ladan Edjlali, Esmaeil Vessally, Zahra Jafari & Mehdi D. Esrafili Green Chemistry Letters and Reviews 2016, 9, 13—-19

Cationic PeeeN interaction in XH3P+eeeNCY complexes (X=H, E CN, NH2, OH; Y=H, Li, E Cl) and its cooperativity witl
hydrogen/lithiunvhalogen bonds



Mehdi D. Esrafili, Soheila Asadollahi, Journal of Molecular Graphics and Modelling 2016, 64, 131-138

Theoretical insights into nature of -hole interactions between triel centers (B and Al) and radical methyl as a potential electron donor: do
single-electron triel bonds exist?
Mehdi D. Esrafili, Fariba Mohammadian-Sabet, Structural Chemistry, 2016, 27, 1157-1164

Cooperativity of tetrel bonds tuned by substituent effects
Mehdi D. Esrafili, Fariba Mohammadian-Sabet, Molecular Physics 2016, 114, 1528-1538

An ab initio study on competition between pnicogen and chalcogen bond interactions in binary XHS:PH2X complexes (X=F, Cl, CCH,
COH, CH3, OH, OCH3, and NH2)
Mehdi D. Esrafili, Hossein Akhgarpour, Molecular Physics 2016, 114, 1847-1855

Si-doped graphene: A promising metal-free catalyst for oxidation of SO,

Mehdi D. Esrafili, Nasibeh Saeidi, Parisa Nematollahi, Chemical Physics Letters 2016, 649, 37-43
Ambient carbon dioxide capture by different dimensional AIN nanostructures: A comparative DFT study
Parisa Nematollahi, Roghaye Nurazar, Mehdi D. Esrafili, Supperlattices and Microstructures, 2016, 96, 164-173

An ab initio study on cationic chalcogen bond interactions between F;_ H,S* (n=0-2) and nitrogen bases
Mehdi D. Esrafili, Fariba Mohammadian-Sabet, Chemical Physics Letters 2016, 645, 32-37.

Can Si-embedded boron nitride nanotubes act as a favorable metal-free catalyst for CO oxidation by N,O?
Mehdi D. Esrafili, Nasibeh Saeidi, Parisa Nematollahi, RSC Advances 2015, 5, 100290

Microsolvation of NO,+ in helium: An ab initio study of NO,*-Hen (n<7)
Mohammad Solimannejad, Fatemeh Mohammadian, Mehdi D Esrafili, Physical Chemistry Research 2016, 4, 109-117.

A comparative study of CO oxidation reaction on nitrogen-and phosphorous-embedded graphene

Mehdi D. Esrafili, Ramin Mohammad- Valipour, Seyed Morteza Mousavi-Khoshdel, Parisa Nematollahi, ChemPhysChem 2015, 16, 3719 —3727.

Tuning tetrel bonds via cation-m interactions: An ab initio study on concerted interaction in M*-CgHsXH;-NCY complexes (M=Li, Na,
K; X=Si, Ge; Y=H, F, OH)

Mehdi D. Esrafili, Fariba Mohammadian-Sabet, Molecuar Physics 2016, 114, 83-91.

Chalcogen bonds formed through nt-holes: SO; complexes with nitrogen and phosphorus bases
Mehdi D. Esrafili, Roghaye Nurazar, Molecuar Physics 2016, 114, 276-282.

Strengthening halogen—halogen interactions by hydrogen and lithium bonds in NCM~NCX-YCH and CNM~CNX-YCH (M= H, Li
and X, Y= Cl, Br) complexes: A comparative study
Mehdi D. Esrafili Mahshad Vakili, Molecuar Physics 2016, 114, 325-332.

A comparative DFT study on surface reactivity of carbon and boron nitride nanotubes functionalized by carbonyl derivatives
Parisa Nematollahi, Mehdi D. Esrafili, Canadian Journal of Chemistry (Revised)

Tuning of chalcogen bonds by cation-m interactions: cooperative and diminutive effects
Mehdi D. Esrafili, Nasibeh Saeidi, Mohammad Solimannejad, Journal of Molecular Modeling (in press).

Chalcogen-chalcogen interactions in furan-YHX and thiophene-YHX complexes (X=F, Cl, Br; Y=S, Se): An ab initio study
Mehdi D. Esrafili, Nasibeh Saeidi, Mohammad Mehdi Baneshi, Bulletin of the Chemical Society of Japan (in press).

Homonuclear chalcogen—chalcogen bond interactions in complexes pairing YO3 and YHX molecules (Y=S, Se; X=H, Cl, B, CCH, NC
OH, OCH;): Influence of substitution and cooperativity

Mehdi D. Esrafili, Fariba Mohammadian-Sabet, International Journal of Quantum Chemistry (in press).

Characterization of o-hole interactions in 1:1 and 1:2 complexes of YOEX (X=ECl, Br, I; Y=P, As) with ammonia: Competition between

halogen and pnicogen bonds
Mehdi D. Esrafili, Nafiseh Mohammadirad, Structural Chemistry 2016, 27, 939-946

Intriguing properties of unusual silicon nanocrystals
Sergio Manzetti, Tian Lu, Hadi Behzadi, Mehdi D Esrafili, Ha-Linh Thi Le, Holger Vach, RSC Advances, 2015, 5, 78192-78208.

Intrachain antiferromagnetic exchange in a 1D branched-chain built of two different copper (ii) centres interinked by end-on azido and
phenoxo bridges: electron density map, electrochemical and magnetic properties



Farzaneh Fadaee, Mehdi Amirnast, Krunoslav PrSa, Philip Pattison, Noore Elahi Shaik, Henrik M RennowMehdi D. Esrafilj Arash A Omnrani,
Ahmad Amiri, Kurt Schenk, RSC Advances, 2015, 5, 59926-59934.

Pnicogen—pnicogen interactions in O, XP:PH,Y complexes (X=H, F, CN; Y=H, OH, OCH;, CH;, NH;)
Mehdi D. Esrafili, Fariba Mohammadian-Sabet, Chemical Physics Letters 2015, 638, 122-127.

Bifurcated chalcogen bonds: A theoretical study on the structure, strength and bonding properties
Mehdi D. Esrafili, Fariba Mohammadian-Sabet, Chemical Physics Letters 2015, 634, 210-215.

A DFT study of pyrazine derivatives and their Fe complexes in corrosion inhibition process

Hadi Behzadi, Payman Roonasi, Mohammad Jafar Momeni, Sergio ManzettiMehdi D Esrafilj IB Obot, Mostafa Yousefvand, S Morteza Mousavi-
Khoshdel, Journal of Molecular Structure 2015, 1086, 64-72.

An ab initio study on tunability of c-hole interactions in XHS:PHY and XH,P:SHY complexes (X=F, Cl, Br; Y= H, OH, OCH CH;,
C,Hs, and NH,)

Mehdi D. Esrafili, Nafiseh Mohammadirad, Journal of Molecular Modeling 2015, 21, 176.

The interaction energies between glycoluril clip and thiophenol derivatives using density functional theory calculations
Fahimeh Gharakhani, Esmail Vessally, Mehdi D. Esrafili, Abdolvahab Seif, Journal of Sulfur Chemistry, 2015, 36 351-357.

Sn-embedded graphene: An active catalyst for CO oxidation to CO,?
Mehdi D. Esrafili, Nasibeh Saeidi, Physica E 2015, 74, 382-387.

An ab initio investigation of chalcogen-hydride interactions involving HXeH as a chalcogen bond acceptor
Mehdi D. Esrafili, Fariba Mohammadian-Sabet, Structural Chemistry (in press)

The dual role of halogen, chalcogen, and pnictogen atons as Lewis acid and base: Triangular XBr:SHX:PHX complexes (X=F, Cl, Br,
CN, NC, OH, NH,, and OCHj)
Mehdi D. Esrafili, Fariba Mohammadian-Sabet, Mohammad Mahdi Baneshi, International Journal of Quantum Chemistry 2015, 115, 1580-1586.

Silicon carbide nanotubes: a novel catalyst for CO oxidation reaction by O2 molecule
Mehdi D. Esrafili, Parisa Nematollahi, New journal of Chemistry (submitted)

Microsolvation of CH' in helium: An ab initio study
Mohammad Solimannejad, Behnia-Sadat Mirhosseini, Mehdi D. Esrafili, Journal of Theoreticl and Computational Chemistry (revised)

Cooperative effects between tetrel bond and other o-hole bond interactions: A comparative investigation
Mehdi D. Esrafili, Roghaye Nurazar, Fariba Mohammadian-Sabet, Molecular Physics (in press)

Cooperative and substitution effects in enhancing strength of fluorine bonds by anion-r interactions
Mehdi D. Esrafili, Fariba Mohammadian-Sabet, Canadian Journal of Chemistry (revised)

Supramolecular assemblies of organotin(IV)-diphos phoryl adducts: Insights from X-rays and DFT

Khodayar Gholivand, Akram Gholami, Mehdi D. Esrafili, Kaveh Farshadfar, RSC Advances 2015, 5, 98610

A theoretical study on formation and competition of o-hole interactions YO,X,:NH;3 and YO,X,:H,0 (Y=S, Se; X=F, Cl, Br)
Mehdi D. Esrafili, Fariba Mohammadian-Sabet, Structural Chemistry (in press)

Tetrel bond cooperativity in open-chain (CH3CN),_7 and (CH3NC),_; clusters: An ab initio study
Mehdi D. Esrafili, Nafiseh Mohammadirad, Mohammad Solimannejad, Chemical Physics Letters 2015, 628, 16-20.

Interplay between hydrogen bond and single-electron tetrel bond: H;C---COX, -HY and H;C---CSX,*-"HY X =E CI; Y= CN, NC)

complexes as a working model
Zahra Rezaei; Mohammad Solimannejad; Mehdi D. Esrafili, Computational and Theoretical Chemistry (in press)

Adsorption and decomposition of formamide over zigzag silicon-carbide nanotubes: Investigation of curvature effects
Mehdi D. Esrafili Roghaye Nurazar, Vahideh Masumi, Surface Science 2015, 637-638, 69-76.

An ab initio study on tunability of o-hole interactions in XHS:PH2Y and XH2P:SHY complexes (X =F, Cl, Br; Y=H, OH, OCH3, CH:
C2H5, and NH2)
Mehdi D. Esrafili Nafiseh Mohammadirad, Journal of Molecular Modeling 2015, 21, 176.

Prediction and characterization of a chalcogen'*'w interaction with acetylene as a potential electron donor in XHS--*HCCH and
XHSe*-*HCCH (X =F, Cl, Br, CN, OH, OCH3, NH2, CH3) complexes
Mehdi D. Esrafili, Fariba Mohammadian-Sabet, Molecular Physics (submitted)

An ab initio study on chalcogen-chalcogen bond interactions in cyclic (SHX); complexes (X=F, Cl, CN, NC, CCH, OH, OCH;, NH,)



Mehdi D. Esrafili, Fariba Mohammadian-Sabet, Chemical Physics Letters 2015, 628, 71-75.

A first-principles study on the adsorption behavior of methanol and ethanol on Cs5¢Si heterofullerene
Mehdi D. Esrafili Nafiseh Mohammadirad, Molecular Physics (submitted)

Si-embedded boron-nitride nanotubes as an efficient and metal-free catalyst for NO oxidation
Mehdi D. Esrafili, Nasibeh Saeidi, Superiattices and Microstructures 2015, 81, 7-15

Intrachain antiferromagnetic exchange in a 1D branched-chain built of two different copper(Il) centres interlinked by End—On azido
andphenoxo bridges: electron density map, electrochemical and magneticproperties
Farzanch Fadaee, Mehdi Amirnasr, Krunoslav Prsa, Philip Pattison, Henrik Rennow, Kurt J. Schenk, M. D. Esrafili, RSC Advances (Revised)
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