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Abstract: In this paper, the possible use of graphene oxide (GO) to destroy SARS-CoV-2 of COVID-

19 is modeled. A molecular docking approach was first conducted to estimate the binding energy of 

GO with the spike glycoprotein of SARS-CoV-2 virus (SGCoV). A simple space-limited geometry 

model is used to set up the maximum limit of SARS-CoV-2 that can be absorbed on the GO surface. 

Using the GO surface as a hotbed for virus destruction and utilizing the unique properties of GO (the 

molecular weight, the area to mass ratio, and the specific heat), we build a thermal-based model to 

explore the possibility of destroying the adsorbed SARS-CoV-2 on the GO-coated cylindrical probe. A 

hypothetical design of a medical device that could benefit from this model is also proposed here. 

Keywords: COVID-19; graphene oxide; molecular docking; thermal-based model; spike 

glycoprotein. 
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1. Introduction 

The ongoing COVID-19 pandemic has shocked the world with a staggering number of 

infected people and casualties. As of December 27, 2020, about 80,818,467 people have been 

infected in 218 countries with 1,766,847 deaths, based on the data from worldometer 

(https://www.worldometers.info/coronavirus/#countries). Massive effort and intensive 

research are taking place all around the world to stop and eradicate this pandemic. The use of 

some drugs like chloroquine phosphate and hydroxychloroquine [1–3], and some protease 

inhibitors such as lopinavir, ritonavir, darunavir, remdesivir, favipiravir, and some herbal 

compounds [4–9] are some of the ongoing research in this field. Among other progress, the 

ability to accurately and effectively detect and destroy the SARS-CoV-2 earlier plays a crucial 

role in reducing the pandemic's spreading. It is very important to develop a medical device that 

is capable of destroying the SARS-CoV-2 effectively. Since very limited information is 

available right now regarding the precise mechanism of the COVID-19 infection to the body, 

a new and creative model based on the actual physical interaction will help us find a way to 

eradicate this pandemic. 

The newly deposited structure of spike glycoprotein of SARS-CoV-2 (SGCoV) by [10] 

has ignited the in-silico research to find the drug for eradicating the COVID-19. This protein 

structure of SGCoV can be accessed in protein data bank (www.rcsb.org) with the PDB ID 

6VSB. This spike glycoprotein of SARS-CoV-2 will interact with the ACE2 receptor through 

https://biointerfaceresearch.com/
https://biointerfaceresearch.com/
https://doi.org/10.33263/BRIAC115.1270612716
https://creativecommons.org/licenses/by/4.0/
https://orcid.org/0000-0003-0019-4047


https://doi.org/10.33263/BRIAC115.1270612716  

 https://biointerfaceresearch.com/ 12707 

a “lock and key” mechanism before entering the cell and hijacking the cell replication process 

[11]. Some groups have already reported their preliminary results on the roles of SGCoV in 

finding the drugs for COVID-19 [12–15].    

Graphene is assumed as a two-dimensional (2D) object that is often named as the future 

material due to its superior physical properties such as high carrier mobility, high thermal 

conductivity, high mechanical strength, high optical transparency, large surface area, low 

toxicity level, and high level of biocompatibility [16–25]. One particular type of graphene 

materials is graphene oxide (others are pristine graphene and reduced graphene oxide), which 

posses promising potentials in a biomedical application such as biosensors, bioimaging, 

photothermal therapy, drug nanocarrier, anti-microbial agent, and antiviral agent [26–33]. 

Several reports have shown that graphene oxide can inhibit and suppress some viruses' 

replication process, such as herpes virus and SARS-CoV-2 in their corresponding targeted cells 

[33–38]. 

Molecular docking is a computational approach to study the interaction and bonding 

between molecules (protein, enzyme, and ligand). By assuming biomolecule and ligand as a 

physical entity that obeys the physics laws (electrostatic and thermodynamics), we can predict 

the interaction strength, distance, and position (pose) of ligand and biomolecule in a particular 

complex. Combined with proper statistical analysis and optimization strategy, a docking score 

will be produced. This docking score shows the ligand's binding spontaneity on a 

protein/enzyme to control particular biochemistry or biophysical process. Molecular docking 

has been used in predicting the biosensing potential of some mesoscopic carbon nanostructures 

such as graphene, carbon nanotubes, quantum dots, and fullerenes [26, 39–42]. Those carbon 

nanostructures' ability in adsorbing the biomolecules or a particular chemical compound can 

be used for biosensing application and medical treatment, such as photothermal or 

photodynamic therapy. The use of nanotechnology for combating COVID-19, such as a rapid 

detection kit, magnetic nanoparticles, and viral RNA, and a spray-based coating for personal 

protective equipment (PPE) is currently investigated [43]. 

Some possible uses of graphene materials for fighting COVID-19 have been proposed 

by [44]. Those examples including the development of graphene-based sensors embedded in a 

fabric (or textile) and the use of graphene as a coating material for medical devices and 

facemask. Graphene materials can also be used to trap the virus for a further thermal or optical 

treatment for SARS-CoV-2 inactivation. The superior thermal conductivity of graphene 

materials might help a rapid heat delivery to destroy the SARS-CoV-2. The low toxicity level 

and the high biocompatibility level of GO also ensure its safe use in medical treatment. In that 

context, our research aims to model the adsorption and inactivation of the SARS-CoV-2 by GO 

sheet and explore the possibility of using GO in destroying the SARS-CoV-2 via a thermal-

based model. A hypothetical design of the destruction of SARS-CoV-2 by utilizing the thermal 

properties of GO is also proposed in this paper. 

2. Materials and Methods 

 The docking simulation's target (receptor) is a spike glycoprotein of SARS-CoV-2 in 

the prefusion conformation, which is available in Protein Data Bank with PDB ID 6VSB and 

can be downloaded from www.rcsb.org. This SGCoV protein must be cleaned from water 

molecules and its inhibitor (NAG) using Chimera software [45]. The 2D structure of graphene 

oxide can be found in the PubChem database (CID:124202900) in the SDF file. This 2D 

structure must be converted into a 3D structure using an online 3D structure generator at this 
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website https://www.mn-am.com/online_demos/corina_demo. The 3D SDF file then converted 

into a PDB file using Chimera software. Using Autodock tools ADT 1.5.6, the additional polar 

hydrogen atoms and Gasteiger charges were introduced to the ligand and receptor. The final 

structure of ligand and receptor then saved in PDBQT format [46].  

The semi-targeted docking simulations were performed using the AutoDock Vina 

program [47], with a grid box almost covering the whole front side of the SGCoV structure. 

The grid box's size was fixed to x= 74 Å, y= 76 Å, and z= 52 Å,  while the center point was set 

to x=227.173, y=224.184, z=156.425. The simulations were performed on a laptop with Intel 

Core i7-7700 HQ CPU, 2.80 GHz processor, and 8 GB of RAM, under Windows 10 Home and 

64-bit platform. The cartoon representation of the 6VSB target and GO sheet are shown in 

Figure 1. 

 
Figure 1. (a) The structure of spike glycoprotein of COVID-19 (6VSB). (b) Graphene Oxide. Note: figures are 

not to scale. 

3. Results and Discussion 

3.1. The binding of SGCoV with GO.  

The antiviral activity of GO sheet might come from the interaction between the viruses 

and the negatively charged GO sheet. In our docking results, the binding affinity of spike 

glycoprotein of COVID-19 with graphene oxide was concentrated in four regions or clusters, 

as seen in Table 1 and Figure 2. About 55% of GO-SGCoV binding had taken place in cluster 

one, while the binding probabilities in cluster two, three, and four are only 30%, 10%, and 5%, 

respectively. The strongest binding can be found in mode number one in cluster one, with ΔG 

= -12.3 kcal/mol. The inhibition of the front end of SGCoV by the sharp corner of GO sheet 

demonstrated by [34, 48] is also found in our docking results. We have 65% (from clusters 1 

and 3) of the binding modes found in the front end of SGCoV. The GO sheets occupy the 

binding sites of NAG (N-Acetylglucosamine, the natural ligand of SGCoV) on SGCoV. In this 

case, a GO-coated cylindrical probe can be used to adsorb or trap the SARS-CoV-2 for further 

action, such as heat treatment or irradiation to destroy the viruses. For example, the GO sheet 

can be deposited on the surface of cylindrical steel by electrophoretic deposition, as 

demonstrated by [49]. 
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Table 1. The binding affinity of SGCoV on GO. 

Cluster number Binding mode Binding mode with the lowest ∆G  

1 1,4,5,6,7,8,9,10, 16, 17, 18 Mode 1 (-12.3 kcal/mol)  

2 2,3,12,13,15,19  Mode 2 (-12.2 kcal/mol) 

3 11, 14 Mode 11 (-10.9 kcal/mol) 

4 20  Mode 20 (-10.2 kcal/mol) 

 
Figure 2. The binding interaction of spike glycoprotein of COVID-19 and GO sheet as viewed from (a) the side 

view and (b) the front view. 

3.2. A thermal-based model of the destruction of SARS-CoV-2 by utilizing the thermal 

properties of GO. 

Utilizing some properties of GO, i.e., the area to mass ratio, β = 2418 m2/g [50] and the 

molecular weight of the GO, Mw=2014.8 g/mol, we can count the number of GO sheet available 

theoretically on a surface of a particular GO-coated cylindrical probe as illustrated in Figure 3 

by 

.

.

w

A
GO

M

AN
N =

                                                              (1) 

where NA is the Avogadro number (NA=6.022x1023 molecule/mol), and A is the area of GO 

sheet. Assuming a GO-coated cylindrical probe with a diameter of 0.5 cm and a length of 4.0 

cm, the total surface area of the GO sheet is AGO-sheet=2πrL=6.28x10-4 m2. Putting all those 

numbers into Equation (1), the total number of GO sheets in our cylindrical probe surface is 

approximately 7.63x1013 GO sheets. Due to a space limitation, each GO sheet can't interact 

with a single SGCoV. The diameter of SARS-CoV-2 is observed experimentally around D=100 

nm [51], so the restricted area occupied by a single SARS-CoV-2 is Acov=D2=10,000 nm2. The 

maximum number of SARS-CoV-2 that can be adsorbed by GO sheet then reduced to 

cov

covmax
A

A
N sheetGO−

− =

                                                      (2) 

From Equation (2), it is found that Nmax-cov approximately 6.28x1010 viruses. This value 

is close to the number of viruses expected from the human’s sputum (≈106 to 1011 viruses) 

reported by [51]. The space-limited geometry model of virus counting is illustrated in Figure 

4. 
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The docking simulation found that the best binding affinity of SGCoV on GO sheet is 

-12.3 kcal/mol. This binding affinity can be converted into the value of binding energy of each 

SGCoV-GO complex, Ebv, by using this relation below 

A

bv
N

G
E


=

                                                             (3) 

Putting the values of each parameter into Equation (3), and by converting the unit of 

calorie into Joule (1.0 cal equal to 4.184 J), we obtained the value of binding energy of each 

SGCoV-GO complex, Ebv = 8.55x10-20 J/virus (about 0.534 eV/virus). 

The total energy needed to dissociate all adsorbed SARS-CoV-2 from the GO surface 

(to break the SGCoV-GO complex), Etot-dis is  

covmax. −− = NEE bvdistot                                                 (4) 

For our case above (Nmax-cov=6.28x1010 viruses), the total dissipated energy needed to 

dissociate all adsorbed viruses is Etot-dis = 5.37x10-9 J. Considering the thermal properties of 

GO, i.e., the specific heat of CGO around 710 J/kg.K [52, 53]. This total dissociation energy 

corresponds to the minimum temperature increase needed to dissociate all adsorbed SARS-

CoV-2 from the surface of the GO-coated probe (ΔTdis), expressed by 

GOtotGO

disstot
dis

Cm

E
T

.

−=

                                                     (5) 

Where the total mass of GO coated on the cylindrical probe (mtotGO) is : 



sheetGOlayer

totGO

An
m

−
=

.

                                                 (6) 

If we only consider surface heating (for example, by irradiation or light illumination), 

nlayer=1, AGO-sheet=6.28x10-4 m2 and β = 2418 m2/g, the change of temperature needed to 

dissociate all the adsorbed SARS-CoV-2 is  

GOsheetGOlayer

disstot
dis

CAn

E
T

..

.

−

−=


                                               (7) 

Calculation of Equation (7) produces the minimum temperature change needed to 

dissociate all SGCoV-GO from the GO surface, ΔTdis =2.91x10-2 K. Of course, if we take into 

account the thickness of the GO-sheet, we need to use the proper number of GO-sheet layer. 

Assuming the thickness of a single layer of GO is 1.0 nm, a typical 100 to 1000 layers of GO 

(0.1 to 1.0 μm thickness) is deposited in the real device and produces a smaller ΔTdis.  

 
Figure 3. The illustration of SARS-CoV-2 adsorption by a GO-coated cylindrical probe. 
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The fact that Tdis is quite small allows us to expect that small heating of the probe (by 

electrical or optical means) will destroy all adsorbed SARS-CoV-2. In that case, the GO sheet 

is utilized as the hotbed for virus destruction by transferring the thermal energy to the spike 

glycoprotein. Increasing the electrical current flowing in the probe or irradiating the GO surface 

with a small powered infrared (IR) laser within the safety level can potentially destroy the 

trapped SARS-CoV-2. 

 
Figure 4. The illustration of a space-limited geometry model of counting the number of adsorbed SARS-CoV-2 

on the GO surface. 

3.3. A thermal-based model of SARS-CoV-2 destruction by irradiation.  

The accumulation of thermal energy on the nanostructure surface (such as graphenes, 

gold nanoparticles or silver nanoparticles) from irradiation exposure is commonly used in the 

Surface Plasmon Resonance (SPR) method is capable of destroying the cancer cell via 

photothermal therapy. Using the same reason here, we proposed using optical means to destroy 

the SARS-CoV-2, which is trapped (adsorbed) on the GO-sheet. The open-air SARS-CoV-2 

virus reportedly can be destroyed by UV light illumination in the range of 200 to 300 nm 

wavelength [54, 55]. Of course, this UVC radiation is not safe to be applied directly to the body 

since it can ignite skin cancer. The use of a longer wavelength in the visible or IR spectrum 

might work, but a direct illumination of IR radiation from outside the body will not be effective 

due to a significant energy loss by the skin and other tissues before reaching the internal organ 

(throat or lung). The use of the IR spectrum inside the body is deemed quite safe and will not 

damage the cells. The GO-polymer composite system exposed to the IR spectrum of 800 to 

1000 nm has been used in photothermal therapy for destroying the virus as reported by [29, 

35]. 

 Using, for example, the UVC wavelength of λUVC=222 nm [56] as a minimum 

wavelength for SARS-CoV-2 destruction, we can calculate the minimum total energy needed 

to destroy all adsorbed virus, similar to Equation (4) as 

UVC

desttot

chN
E



..cov=−

                                                    (8) 

The minimum energy to destroy the adsorbed SARS-CoV-2, Etot-dest is found to be 

5.62x10-8 J. Similar to Equation (7), we can now calculate the minimum heating (temperature 

change) of GO sheet needed to destroy the adsorbed SARS-CoV-2, ΔTdest  
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By considering a surface heating only (nlayer=1), then ΔTdest=0.305 K. This result 

suggests that only the GO-sheet's small heating is needed to destroy the adsorbed SARS-CoV-

2. 

Considering the same cylindrical-shaped GO probe as in the previous sub-section, but 

now combined with optical devices such as a small powered IR laser or LED, we can build the 

physical model for SARS-CoV-2 destruction the optical mean (see Figure 5(a)). Under an ideal 

condition, the amount of radiation energy received (absorbed) by the SGCoV-GO complex due 

to electromagnetic radiation (Q) can be calculated by   



ch
Q

.
=

                                                            (10) 

Assuming a one by one interaction between a single SGCoV-GO complex and a single 

photon (where mGO refer to the mass of a single GO sheet), then the temperature change of a 

single GO sheet due to single-photon irradiation becomes  

GOGO Cm

hc
T

..
=

                                                     (11) 

The mass of a single GO sheet (mGO) is 3.40x10-24 kg (this value can be derived from 

its molecular weight). If we use IR irradiation with λ=800 nm, then the temperature change due 

to the heat accumulation in a local site of a single GO sheet is 102.9 K. Off course, this 

temperature is rather high, but keeping that in mind that this number is a purely theoretical 

approach under the ideal condition and also neglecting other possible technical factors. The 

real temperature increase of GO sheet due to IR irradiation could be smaller. As a comparison, 

the temperature increase obtained by nano-GO irradiated by a low power laser with 808 nm 

wavelength and 0.6 W/cm2 of intensity for 8 minutes is 35 K, while nano-reduced graphene 

oxide could reach 55 °C and be aimed to destroy the cancer cells [29].  

Consider the GO surface's irradiation by a small powered IR laser with the pulse 

frequency of flaser and the intensity I. The increasing temperature of the GO surface due to IR 

irradiation can be calculated through this Equation: 

laserGOtotGO fCm

AI
T

..

.
=

                                                  (12) 

Assuming the intensity of the laser 0.1 W/cm2, the frequency of the laser's pulse is 100 

KHz, the total mass of GO deposited on the surface of the cylindrical probe (nlayer=1) is 

mtotGO=2.60x10-10 kg, then plugging all the required data in the Equation (12), we found ΔT=34 

K and enough to destroy the adsorbed SARS-CoV-2. If we consider the heating of the entire 

layer of GO deposited on the cylindrical probe, then the temperature change ΔT is reduced by 

a factor of n (the number of the GO layer). In the above case, ΔT=0.34 K when the thickness 

of GO sheet is 100 nm (n=100 layers and assuming the thickness of a single GO sheet is 1.0 

nm).   

One possible application of the GO-coated cylindrical probe is a swab-test-like probe 

inserted through a nasal (or throat) way, as illustrated in Figure 5(b). This hypothetical device 

might be used in a similar way to a regular nasopharyngeal swab test. Instead of taking the 

nasopharyngeal swab specimen, this GO-coated probe can be used for COVID-19 treatment 

by facilitating the adsorption and destruction of SARS-CoV-2 through surface heating, either 
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by electrical heating, IR irradiation, or other thermal sources. Another hypothetical design of 

the possible medical device for destroying the SARS-CoV-2 is the GO-coated catheter wire 

equipped with a small powered IR laser (or LED) for drainage of pleural effusion-like treatment 

(see Figure 5(c)). This moderate invasive treatment through the lung might be used for patients 

with the worst condition in the advanced stage of COVID-19. The relatively small amount of 

thermal or optical energy needed to destroy the SARS-CoV-2 trapped on the GO surface as 

proposed in this model (Equation (7), (9), and (12)) hopefully ensures the safety and the 

effectiveness of this proposed design of GO-based medical device.    

 
Figure 5. (a) The proposed GO-coated cylindrical hotbed is equipped with a small powered infrared laser or an 

electrical heating system. (b) A possible medical device's hypothetical design for destroying the SARS-CoV-2 is 

a swab-test-like probe equipped with an electrical or optical heating system. (c) the GO-coated catheter wire 

equipped with a small powered IR laser or an electrical heating system for the drainage of pleural effusion-like 

treatment. Note that the picture just for illustration and not for the actual size, color, and device system. 

4. Conclusions 

 The possibility of SARS-CoV-2 destruction using the GO sheet's thermal response has 

been demonstrated in a proposed thermal-based model. The space-limited geometry model set 

up the maximum limit of the number of SARS-CoV-2 that can be absorbed on a particular 

surface area of GO. Having this limit and by utilizing the thermal properties of GO, a thermal-

based model was built to estimate the minimum energy required to destroy the viruses either 

by thermal or optical means. This simplified model can serve as a physical basis for further 

developing a medical device for rapid and effective destruction of SARS-CoV-2. The proposed 

thermal-based model and design of the medical device still offer plenty of room for 

improvement. Further development and enrichment of the model by taking into account more 

accurate pictures of the mesoscopic realm and other physical properties of GO will improve 

this model. 
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