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Abstract
The adsorption of the carbon monoxide molecules onto the magnetic [BN fullerene:B6]− and [BN fullerene:C6]− nanocom-
posites is analyzed by means of the density functional theory. Three nanostructures were considered to evaluate the interac-
tions generated when molecules of CO are added until reach the saturation: magnetic pristine BN fullerene, BN fullerene 
functionalized with magnetic  B6 and  C6 clusters. For all cases, it is obtained a chemical interaction that was increasing with 
the number of CO molecules adsorbed. The above pristine [BNF:B6]− and [BNF:C6]− nanocomposites exhibit electronic 
behavior like-semiconductor; intrinsic magnetism (1.0 and 3.0 µB), high polarity, and low-chemical reactivity respect to 
pristine BNF; these quantum descriptors they are modified slightly when the  [BN]− fullerene, [BNF:B6]− and [BNF:C6]− 
nanocomposites are interacting with carbon monoxide molecule, moreover high chemisorption is obtained. Therefore, it is 
feasible to propose these nanocomposites as CO sensors.

1 Introduction

Nowadays, one of the problems related to environment is to 
achieve the retention or degradation of pollutant molecules 
such as carbon monoxide or carbon oxide II (CO) [1–3]. This 
is a kind of gas highly toxic and it is produced due to the 
combustion defective of substances as gasoline, kerosene, 
coal, oil, tobacco or wood, among others. On the other hand, 
different nanostructures have been proposed as sensor of 
carbon monoxide (theoretically and experimentally), such 
as carbon nanotubes [4, 5], dioxide titanium surfaces [6], 
metal surface [7, 8], silver doped gold cluster [9, 10], zeolites 
[11], graphene supported Pd nanoparticles [12], boron nitride 

nanotubes and nanosheets [13, 14], etc. However, the nano-
composites formed between fullerenes and clusters still not 
have been studied to be applied as gas sensor. Recently, it was 
reported two clusters with features very attractive such as the 
octahedral Boron  (B6

−) cluster [15] with intrinsic magnetism 
(3.0 µB), electronic behavior-like semiconductor, low chemi-
cal reactivity, zero polarity, work function of 1.76 eV and 
high cohesion energy; as well as the non-planar  (C6

−) carbon 
cluster [16] with intrinsic magnetism (3.0 µB), low chemical 
reactivity, very low polarity, work function of 0.85 eV and 
cohesion energy similar to  B6

− cluster above mentioned, fur-
thermore, these three-dimensional clusters indicate adequate 
structural stability. On the other hand, the boron nitride fuller-
ene  (BNF−) [17] is a well-known nanostructure that exhibits 
electronic behavior-like semiconductor and intrinsic magnet-
ism. Thereby, according the above information, in this work it 
is proposed the interaction of this fullerene with both clusters 
(BNF–B6

− and BNF‒C6
−), then the two new nanocomposites 

will be tested as sensor gas, in specific interacting with one 
and several molecules of oxide of carbon. This study is organ-
ized in the next way: In Sect. 2 the methodology used in this 
work is described, the adsorption of carbon monoxide onto 
bare BNF, BNF:B6 and BNF:C6 composites are discussed 
in Sects. 3.1 and 3.2, respectively. The effect of saturation 
for six and fourteen CO molecules onto the whole fullerenes 
considered in this work is detailed in Sect. 3.3.1 and 3.3.2, 
respectively, and some conclusions are drawn in Sect. 4.
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2  Characteristics of simulations

First principles (spin-unrestricted) density functional theory 
or DFT [18] total energy calculations were done to study 

the interaction between a magnetic non-stoichiometric 
Boron Nitride fullerene  (BNF−; chemical composition 
 B24N36) and Carbon monoxide (CO) molecule and mag-
netic [BNF:B6]− and [BNF:C6]− nanocomposites and CO 
molecule. In this case, it is analyzed when interacting with 

Fig. 1  a BNF–CO, b IR 
spectrum for BNF–CO and c 
total spin density surface for 
the  BNF−, and d the BNF–CO 
system for Q = − 1 and M = 2
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a molecule and when the nanocomposites are saturated. 
The  B6

− and  C6
− cluster used for the calculations pre-

sents non-planar geometry. In this work, anionic (− 1|e|) 
system are analyzed for  BNF−–CO, [BNF:B6]−–CO and 
[BNF:C6]−–CO interactions. The results for [BNF:B6]− and 
[BNF:C6]− nanocomposites for the configuration of low-
est energy were refined through the generalized gradient 
approximation (GGA) as proposed by Heyd, Scuseria, 
and Ernzerhof, (HSEh1PBE-GGA) [19], allowing for the 
description of large range interactions. Orbital 6-311g(d,p) 
basis set developed by Pople et al., were employed [20]. 
All-electron HSEh1PBE/6-311g(d,p) calculations were done 
with the quantum chemistry software GAUSSIAN-09 [21]. 
Tight convergence criteria were required in the stage of the 
geometry optimization. Employing an ultrafine grid, strict 
convergence was required for the total energy, minimized 
to  10− 8 a. u. The geometries were optimized with a  10− 4 a. 
u. threshold and for the RMS forces a  10− 6 a.u. threshold 
was employed. To ensure the stability of the ground state 
vibrational calculations within the harmonic approximation, 
were carried out for the lowest energy structures without 
imaginary frequencies.

Seven, six and six geometric configurations were consid-
ered to analyze the interaction between BNF, [BNF:B6]− and 

[BNF:C6]− and CO molecule, see Table  S1—Comple-
mentary material. The ground state for these configura-
tions: BNF–B6 [22], BNF–C6, BNF–CO, BNF:B6–CO and 
BNF:C6–CO was found with the next parameters: anionic 
charge (Q = − 1) and multiplicity (M = 2ST + 1 = 2, 4, 2, 2, 
and 2; ST = spin total). To avoid states of energetic degen-
eracy, the differences (E) between the multiplicities close to 
the most energetic are: 2.51, 2.88, 2.14, 1.24, and 0.66 eV, 
the energy proximity was solved for M = 4,6, 4, 4 and 4.

Characterization of these systems was addressed 
by means of the global quantum descriptors [23]. The 
energy difference of the frontier LUMO and HOMO 
orbitals gives the average gap of the system; LHgap 
spin up = (εLUMO↑ − εHOMO↑)/2 ≈ εLUMO↑ − εHOMO↑ and 
LHgap spin down = (εLUMO↓ − εHOMO↓)/2 ≈ εLUMO↓ 
− εHOMO↓. The adsorption energy of carbon monox-
ide on the BNF surface and that of carbon monoxide on 
the [BNF:B6]− and [BNF:C6]− composites are defined 
as follows: Ead = E[BNF–CO] − E[BNF] − E[CO] and 
Ead = E[BNF:B6–CO or BNF:C6–CO] − E[BNF:B6 or 
BNF:C6] − E[CO]. The chemical potential (µ) or Mulliken 
electronegativity, being a measure of the average chemical 
reactivity, was approximated by the arithmetic average: ∝ = 
[(εHOMO↑ + εHOMO↓)/2 + (εLUMO↑ + εLUMO↓)/2]/2 [24], which 
for a free electron gas is equal to the Fermi level and is con-
sidered as the center of the energy gap. Besides, the average 
work function (WF) was estimated as the difference of the 
potential energy of the empty LUMO level and the Fermi 
energy (or chemical potential) and represents the minimal 
energy needed to remove an electron from the Fermi level 
into an empty level. This WF is a fundamental parameter in 
the design and control of electronic devices as it reported in 
the literature [25, 26].

3  Results and discussion

3.1  Adsorption of carbon monoxide on magnetic 
 [BNF]−

Seven geometric configurations were considered to obtain 
the lowest energy structure to the pristine BN fullerene and a 
carbon monoxide (CO) molecule, this search was focused on 
the hexagon formed by 1B5N, see Table S1—Complemen-
tary material. The configuration 3 (Fig. 1a) is the most stable 
in energy, with Q = − 1 and M = 2 such as it is indicated in 
complementary materials. Here, the CO molecule suffers a 
stretched in the bond length up to 1.19 Å compared to the iso-
lated case (1.13 Å). The carbon atom is bonded to boron atom 
of fullerene, the bond length generated is 1.66 Å. These values 
lead to chemisorption effect (− 0.64 eV), in a good agreement 
with the previously reported such as on some sites very par-
ticular for non-stoichiometric BN fullerene [27] (Ead = − 0.27 

Fig. 2  NBO charges for a BNF, b BNF–CO (and CO molecule), c 
BNF:C6, d pristine  C6

− cluster, e BNF:C6–CO. Fragment showing the 
site of interaction
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to − 1.78 eV) and when an electrical field is applied on hexago-
nal BN nanosheet [28] to improve the adsorption (− 0.84 eV). 
As comparative data, in the systems based on Al-doped and 
N-doped graphene the adsorption values reported are also 
within the range of chemisorption (− 0.5 eV) and physisorp-
tion (− 0.03 eV), respectively [29, 30].

This positive adsorption is due to the electronic trans-
ference from fullerene toward CO molecule (∆Q = 0.17 |e|) 
according to Natural Bond Orbital (NBO) [31] analysis, this 
effect is illustrated in Fig. 2a, b, respectively. Moreover, this 
charge transference lead to high polarity (11.58 D), however, 

the semiconductor behavior remains despite of CO molecule 
is bonded to fullerene (average LHgap = 1.23 eV), here the 
contribution of spin up and down is similar, see Table 1. 
This BNF–CO system shows a low average chemical reactiv-
ity and average work function (0.62 eV), which indicates the 
covalent functionalization of this fullerene by means organic 
molecules and this effect can help us to design new devices. 
The moment magnetic is not alternated with respect pristine 
case (1.0 µB), however, according to spin density isosurfaces 
(Fig. 1c, d), the magnetism flows from fullerene toward CO 
molecule by means of intermolecular plus intramolecular 

Fig. 3  a [BNF:B6]− and 
[BNF:B6]−–CO system for 
Q = − 1, M = 2, b IR spectrum 
for [BNF:B6]−–CO system and 
c total spin density surface for 
BNF:B6 and [BNF:B6]−–CO 
system
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mechanisms, in agreement to electronic transference above 
mentioned.

The calculation of infrared (IR) spectrum for this sys-
tem was obtained to ensure the vibrational stability, no 
imaginary modes were obtained (see Fig. 1b). This spec-
trum indicates peaks related to stretching movement out of 
plane at 775.34 cm− 1, and at 1503.05 and 1530.81 cm− 1 
oscillations associated to B–N bonds in agreement to BN 
spheres recently reported [32, 33]. Moreover, there is short-
ing in the value of stretching mode of CO molecule from 
2246.52 cm− 1 (isolated molecule) up to 1917.68 cm− 1, this 
effect indicates strong bonding between CO complex and 
pristine fullerene.

3.2  Adsorption of carbon monoxide 
on the [BNF:B6]− and [BNF:C6]− composites

The covalent functionalization of the BNF with  B6 [15] and 
 C6 [16] clusters have been previously reported and their 
properties are summarized in Table 1 as well as for the first 
case is illustrated in Figs. 2a, 3a–c and 4a; and the latter case 
in Fig. 5a–c, respectively.

Then, first the [BNF:B6]− nanocomposite is bonded to a 
CO molecule, and six possible configurations were consid-
ered for this interaction; which the number 3 was the most 
stable, here the CO molecule in the perpendicular way to 
one carbon and boron atom of nano-composite. This effect 
generates a length bond of 1.44 Å between them and an 
adsorption energy associated of − 1.91 eV, besides the boron 
 (B6) cluster remains with its pyramidal structure as well. 
The bond length of CO molecule chemisorbed on BNF:B6 
is stretch up to 1.16 Å respect to isolated molecule (1.13 Å) 
but this value is minor with respect to CO‒BNF system 
(1.19 Å), this short bond lead for BNF:B6 cluster stronger 

adsorption than pristine case (BNF). The above statements 
can be explained by means the electronic transference due 
to the carbon atom shares charge to oxygen and boron 
atom on adsorption site, with the next charge differences: 
ΔQ(C) = 0.54 |e|, ΔQ(O) = 0.37 |e| and ΔQ(B) = 0.4 |e|, 
respectively (see Fig. 4a, b) and in this way the electronic 
transference plays a crucial role on the adsorption effect. It 
must be mentioned the fact that the boron atom is marked 
on dashed circle in Fig. 4a, this gives part of its charge to 
the opposite boron atom (Fig. 4b). Furthermore, the strong 
interaction between BNF:B6 and CO molecule is due to this 
high electronic transference on the adsorption site. The latter 
effect generates an electronic value of 0.92 eV for average 
LHgap (with a greater contribution of the spin up), which is 
similar in behaviour to the BNF:B6 system (average 0.74 and 
1.61 eV for BNF) as well as the average chemical reactiv-
ity and work function are not affected, however, its polarity 
suffers a great increase, around a factor of 5.02 respect to 
pristine BNF case (see Table 1). According to total spin 
density isosurfaces, the magnetism is displayed at bottom of 
the fullerene on the boron and nitrogen atoms (see Fig. 3c), 
apparently due to the electronic charge is concentered on 
the adsorption site and, furthermore, on the rest of fullerene 
there are unpaired electrons that generate magnetism use-
ful for different applications. The values obtained from IR 
spectrum (Fig. 3b) show just real values without imaginary 
ones, there, one peak at 1483.97 cm− 1 associated to stretch-
ing movement on the surface fullerene is observed and other 
similar movement is localized at 2101.83 cm− 1 for the mol-
ecule of CO, and a new a shortening of this value respect to 
isolated molecule (2246.52 cm− 1) is obtained and this effect 
leads to positive adsorption too.

For the CO molecule on BNF:C6 composite, the most sta-
ble structure of the six considered, the first one was obtained 
as the ground state (see Fig. 6a). This chemical interaction 
generates a bond length between them of 1.29 Å and a chem-
isorption energy of − 1.33 eV as well as the bond length of 
CO suffers a slightly stretch up to 1.17 Å besides the carbon 
cluster presents some changes in its bonds from 1.38 up to 
1.56 Å on C–C lengths.

These structural modifications are results of the adsorp-
tion of CO molecule on BNF:C6, the electronic transference 
is responsible of latter effects, thus there is a decreasing 
transference of charge for carbon atom and boron atom on 
adsorption site between carbon cluster and fullerene (see 
Fig. 7b, d) and the carbon atom of CO molecule address its 
charge toward oxygen atom and carbon atom of the cluster. 
Thereby, the CO molecule is thigh bonded on carbon cluster, 
however, the adsorption of the CO‒C6 composite on BNF 
is weaker than the BNF:B6‒CO cluster, in agreement with 
data of Table 1. The charge transfer generates a reduction 
in the gap conserving its semiconductor behavior for the 
BNF:C6‒CO composite (average LHgap = 0.65 eV; in the 

Fig. 4  NBO charges for a BNF:B6 and b BNF:B6–CO. The difference 
in charge is made with respect to the pristine CO molecule
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same way the biggest contribution comes from the spin up 
with 1.15 eV), as well as the polarity is reduced compared 
to pristine BNF:C6 case (11.46 D). However, the average 
chemical reactivity is not affected and the parameters that 
suffer reduction are average work function (0.33 eV with 
respect to the BNF:C6 that presents a value of 0.73 eV) and 
the magnetic moment (1.0 µB), this last due to the spin den-
sity is displayed on the BN fullerene (see Fig. 6c), since the 
electronic transference is localized on the adsorption site 
and this effect generates paired electrons on the fullerene 
surface. On the other hand, the spectrum (Fig. 6b) reveals 
just real values, furthermore the vibrational stability is 
ensured. There is a stretching movement associated to the 
surface of BNF at 391.78 and 1483.55 cm− 1, one wagging 

at 547.30 cm− 1 generated by the interaction between carbon 
cluster and CO molecule. There is a characteristic peak at 
2259.05 cm− 1 related to CO stretching movement, this value 
is larger than the isolated CO molecule, however, this effect 
leads to positive adsorption.

3.3  Effect of saturation of CO molecules on pristine 
and nanocomposites fullerenes

To understand the adsorption of CO molecules on the pris-
tine and composites fullerenes under experimental condi-
tions, in this study (CO)n molecules distributed in a random 
way onto them have been considered to simulate the effect of 
saturation on latter systems, with n = 6 and 14 molecules to 

Fig. 5  a [BNF:C6]− structure for 
Q = − 1, M = 4, b IR spectrum, 
and c total spin density surface 
for BNF and BNF:C6
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establish a tendency on adsorption and thus evaluate the pos-
sible application as sensor or storage of monoxide of carbon. 
There are two possible paths: (i) attach the CO molecules by 
the cluster side or (ii) by pristine zone; the first option was 
performed due to this geometric configuration is the most 
chemically active.

3.3.1  Saturation with (CO)6

The BNF‒CO6 system is not stable according to vibra-
tional calculation with some imaginary modes, further-
more, this is discarded for discussion. The ground state for 
BNF:B6–(CO)6 system was found with anionic charge and 

Fig. 6  a BNF:C6–CO for 
Q = − 1, M = 2, b IR spectrum, c 
total spin density surface where 
magnetism is concentrated on 
fullerene
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multiplicity 2 as it is observed in Fig. 9a and its stability 
was ensured by means vibrational calculation, where just 
real values are obtained (see Fig. 9b). The value of adsorp-
tion energy is increased from − 1.91 up to − 7.19 eV, the 
above for one and six CO molecules, respectively; there-
fore, the binding is more favored almost 3.7 times for 
larger number of CO molecules than just with one mol-
ecule. This effect can be explained by means the MEP of 
BNF:B6–(CO)6 (Fig. 10a) system that shows the electronic 
transference happens from BNF plus boron cluster toward 
CO molecules, moreover, the charge is localized on the 
oxygen atoms of carbon monoxide molecules bonded to 
boron cluster.

This high chemical interaction generates structural 
change on  B6

− cluster, since this is transformed in a regular 
pentagonal pyramid with values of B–B bonds from 1.66 up 
to 1.83 Å, as well as the length bonds between cluster and 

BN fullerene are stretched up 1.45 and 1.48 Å, compared to 
BNF:B6 case (1.42 and 1.43 Å).

On the other hand, the quantum parameters as average 
chemical reactivity, polarity remains almost invariant, aver-
age LHgap = 0.70 eV, here the major contribution of the 
spin down gives 0.76 eV and average work function remains 
with negligible changes, see Table 2. However, one drastic 
change was observed on the spin density of BNF:B6–(CO)6 
system, due to this isosurface is displayed on the CO mol-
ecules bonded to  B6 cluster, in specific on the B–O–C bond 
(see Fig. 9a), this is opposite to the case of just one mol-
ecule attached, this is displayed on the fullerene surface (see 
Fig. 3c). Despite of this fact, the value of magnetic moment 
remains in 1.0 µB.

On the other hand, for BNF:C6–(CO)6 nanocomposite 
(see Fig. 11a) the ground state was found under the next 
parameters as latter case: Q = − 1 and M = 2. The adsorp-
tion energy of this system (− 3.68 eV) is 2.76 times larger 

Fig. 7  NBO charges for a BNF, 
b BNF:C6, c pristine  C6

− clus-
ter, d BNF:C6–CO. Fragment 
showing the site of interaction
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than BNF:C6–CO nanocomposite, this effect is associated to 
one geometric reconfiguration of  C6 cluster such as boron 
case (see Fig. 5a) from three-dimensional configuration to 
irregular pentagonal pyramid (see Fig. 11a), however, the 
values of bonds length remains almost without alteration 
(1.40–1.61 Å) respect to pristine case (1.46–1.61 Å). The 
adsorption is improved in better way for boron case than 
carbon case, due to the  C6 cluster and BN fullerene are 
forming just one bond with 1.57 Å of distance; and for the 
case of BNF:C6–CO this value is 1.60 Å, this narrowing 
on length bond advantages in adsorption to BNF:C6–(CO)6 
nanocomposite.

This effect is explained by means the MEP of BNF:C6‒
(CO)6 system (Fig. 10b) that shows the electronic transfer-
ence happens in similar way that above nanocomposite, 
from BNF plus carbon cluster toward CO molecules that 
are bonded to BNF:C6 system, however, three carbon mon-
oxide molecules are not bonded straightforward manner to 
carbon cluster and thereby the adsorption energy of this 
nanocomposite is lesser than the previous one that consider 
boron cluster. The stability of this system was ensured by 
means of vibrational calculation, where no imaginary modes 
(Fig. 11b) were obtained. All their quantum descriptors do 
not change in a drastic way with respect pristine case as well 
as the isosurface of spin density (see Fig. 11b) and the value 
of the moment magnetic.

3.3.2  Saturation with (CO)14

In summary, the following Figs.  8, 9, 10, 11, 12 and 
Table S2—Complementary materials indicate the results 
of the saturation. The ground state of BNF–(CO)14 system 
(Fig. 8a) is obtained with the next parameters: Q = − 1 and 
multiplicity = 4, after analyzing the multiplicity and obtain-
ing the real vibrational modes, such as it was described in 
the previous cases.

According to the value of adsorption energy (− 1.15 eV), 
this complex is considered within chemisorption range; 
therefore, the CO molecules are bonded to BNF cluster in 
a strong way. However, it is observed that few molecules 
present bond with BNF and the other ones are around appar-
ently without bond. The above interaction generates a semi-
conductor electronic behavior (average LHgap = 1.07 eV and 
with the highest contribution of the spin down of 1.16 eV), 
a low average chemical reactivity (− 5.66 eV) and a value 
of 0.54 eV for an average work function. These changes are 
due to the strong electronic transference form BNF toward 
CO molecules, however, the charge is concentered on the 
two CO molecules close to BNF and with minor intensity 
around of the rest ones, according MEP of this nanocom-
posite (Fig. 10c). Moreover, the isosurface of spin density 
(Fig. 8c) is localized on the stronger interaction site and 
over the neighbor molecules. The vibrational stability was 

Table 2  Bond length (Å), 
LUMO–HOMO gap (LHgap; 
eV), Dipolar moment (Debye), 
Average chemical potential (µ; 
eV), Average work function 
(eV), Moment magnetic 
(µB), Adsorption energy (eV) 
for BNF, BNF:B6, BNF:C6, 
BNF:B6–CO and BNF:C6–CO 
systems

a Minimal energy structure

Systems Bond length LHgap Dipolar 
Moment

µ Work Function Magnetic 
Moment

Adsorp-
tion 
energy

BNF–(CO)14
a 1.42,1.43

(B–N)
0.98↑
1.16↓

11.18 −5.66 0.54 2.0 −1.15

[BNF:B6]–(CO)6
a 1.42,1.43

(B–N)
1.42–1.46
(N–N)
1.66–1.83
(B–B)

0.63↑
0.71↓

14.45 −6.21 0.35 1.0 −7.19

[BNF:B6]–(CO)14
a 1.42,1.43

(B–N)
1.42–1.46
(N–N)
1.74–1.85
(B–B)

0.80↑
0.10↓

16.40 −6.19 0.23 1.0 −8.58

[BNF:C6]–(CO)6
a 1.42,1.43

(B–N)
1.40–1.61
(C–C)

1.12↑
0.23↓

16.88 −6.68 0.34 1.0 −3.68

[BNF:C6]–(CO)14
a 1.42,1.43

(B–N)
1.402–1.56
(C–C)
1.53 (C–N)
1.58 (C–B)

1.76↓
0.35↓

11.24 −6.46 0.49 2.0 −4.86
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suggested by means calculation of IR spectra, without imagi-
nary modes, see Fig. 8b.

Now, we are focusing on functionalized cases with the 
same quantity of CO molecules to be compared with the lat-
ter case. The first case, BNF:B6–(CO)14 system, see Fig. 12a 
its ground state is obtained with Q = − 1 and multiplicity = 2, 
see Table S2—Complementary material. It is observed the 
formation of one pentagon between carbon and boron atoms, 
in specific by three CO three CO molecules and one boron 
atom of cluster localized in one vertex of pyramidal structure 

(P.S) such as it is indicated in Fig. 12a. This interaction gen-
erates the increases of B–B bond length for this P.S., from 
1.74 up to1.85 Å due to the adsorption of CO molecules 
around of boron cluster, this distortion is most notable for 
14 than 6 CO molecules for this nanocomposite. The aver-
age LHgap = 0.45 eV indicates an electronic behavior still 
within the range of semiconductors; here a great contribu-
tion of the spin up is observed from 0.80 eV, also a low aver-
age chemical reactivity (− 6.19 eV) as well as the average 

Fig. 8  a BNF–(CO)14 molecules 
for Q = − 1 and M = 4, b IR 
spectrum and total spin density 
surface localized on BN fuller-
ene and CO molecules
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work function of 0.23 eV. A high polarity (16.40 D) is also 
observed as in previous cases.

The value of adsorption energy suffers an increase up to 
− 8.58 eV (see Table 2), however this value is close to the 
correspond to the case of six CO molecules (− 7.19 eV), 
which indicates that the saturation point of the number of 
CO molecules is almost reached at least for this system. 
These parameters lead to this nanocomposite as good sen-
sor and nanomaterial for retention of this CO molecule. 
The rest of quantum descriptors remain in analogue way as 
BNF:B6–(CO)6 system. It must be mentioned the fact of the 
CO molecules are bonded just around the boron cluster, and 
this effect generates a tight and uniform electronic transfer-
ence from BNF:B6 nanocomposite toward CO molecules, as 

it can be appreciated in the correspond MEP (see Fig. 10d). 
This electronic redistribution generates the best adsorption 
of the whole systems studied in this work.

On the other hand, the magnetism of BNF:B6–(CO)14 
system is displayed on the fullerene as it is appreciated in 
the isosurface of spin density (see Fig. 12c), besides the 
magnetic moment value is 1.0 µB. The adsorption of CO 
molecules lead to this important magnetic effect and the 
spin distribution is similar than the case of one CO mol-
ecule (see Fig. 3c) but different to case of six CO mole-
cules (see Fig. 9b), respectively. Therefore, this magnetism 
induced help to remain bonded to the CO molecules with 
this nanocomposite. Here, the electronic transference plays 
a very important role again, although the charge migrates 

Fig. 9  a BNF:B6–(CO)6 mol-
ecules for Q = − 1 and M = 2, 
b IR spectrum and total spin 
density surface localized on BN 
fullerene
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from BNF:C6 toward CO molecules as well, some mol-
ecules are bonded in a way strong and the rest around of 
them, however, this fact does not mean that there is weak 
adsorption, but this value is minor than boron case.

The stability was ensured by means of calculation of IR 
spectrum, Fig. 12b without imaginary modes. In the above 
figure are observed peaks at 1031.58 cm− 1 that are associ-
ated to stretching movement generated by the oxygen atom 
(CO molecule) bonded to one boron atom of the cluster. 
The peaks at 1261.91, 1370.70, 1483.79 and 1510.28 cm− 1 
come of B–N bonds of fullerene as well as peaks at 2126.53 
and 2241.51 cm− 1 correspond to the contribution of C–C 

of CO molecules bonded and non-bonded, respectively (see 
Fig. 12a) and all of them with stretching movement too.

Now, we are going to addressing the discussion on 
BNF:C6–(CO)14 system, Fig. 13a. This exhibit the same 
parameters than ground state for one CO molecule: (Q = − 1) 
and multiplicity = 4, see Table S2—Complementary mate-
rial. The value of adsorption energy for this complex is 
− 4.86 eV, furthermore a covalent interaction was obtained 
due to the CO molecules are bonded to the nanocompos-
ite in a thigh way. On the interaction site two bond are 
formed between a CO molecule and fullerene, this length 
is around of 1.53 Å, hence the distances  CCluster–NBNF and 
 CCluster–BBNF are enhanced up to 1.58 Å, respect to pristine 

Fig. 10  MEP isosurface (e/
bohr3; red: negative) for a 
BNF:B6–(CO)6, b BNF:C6–
(CO)6, c BNF–(CO)14, d 
BNF:B6–(CO)14
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nanocomposite. Moreover, on this surface it is observed a 
dissociation of B–N bond associated to BNF. The CO mol-
ecules non-bonded remain their values at 1.13 Å and those 
of bonded to the cluster oscillate in the range of de 1.16, 
1.17, 1.22 and 1.30 Å, respectively.

On the other hand, the isosurface of spin for 
BNF:C6–(CO)14 system is displayed in homogenic way on: 
some CO molecules,  C6 cluster and the fullerene (Boron 
and nitrogen atoms) according Fig. 13c. The distribution of 
electronic charge due to CO molecules saturation generates 
this magnetism as well as the value is enhanced up to 2.0 µB. 
This statement is different when 1 (Fig. 6c) and 6 (Fig. 11b) 
molecules of CO are adsorbed.

In this case of saturation, the average LHgap = 0.96 eV 
indicates an electronic behavior still within the range of 
semiconductors; here a great contribution of the spin up is 
observed from 1.76 eV, also a low average chemical reac-
tivity (− 6.46 eV) as well as the average work function of 

0.46 eV. A high polarity (11.24 D) is also observed for this 
case.

The vibrational stability was ensured as in the above 
cases, by means IR spectrum, (Fig. 13b) calculation without 
imaginary modes. Once time, the stretching movements gov-
ernment the vibrations on this nanocomposite, i.e., the most 
characteristics are localized at 1499.89 and 1769.74 cm− 1; 
these are generated by the interaction of the bond formed 
between BN fullerene and C–C cluster, as well as two mol-
ecules of CO bonded between them and with the BNF. At 
2165.16 and 2203.85 cm− 1 appear peaks associated to CO 
molecule adsorbed onto another CO molecule and both 
bonded to  C6 cluster, respectively.

Fig. 11  a BNF:C6–(CO)6 
molecules for Q = − 1 and 
M = 2, b IR spectrum and spin 
density surface localized on BN 
fullerene
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4  Conclusions

We have presented studies about retention of carbon monox-
ide molecules on pristine [BN  fullerene]−, [BNF:B6]− and 
[BNF:C6]− nanocomposites by means DFT calculations. As 

result, it was found high chemisorption in all these cases, and 
the point of saturation was obtained when 14 CO molecules 
were interacting with the whole pristine cases considered in 
this work. On the other hand, the global quantum descriptors 
such as: polarity, the average chemical reactivity and work 

Fig. 12  a BNF:B6–(CO)14 mol-
ecules for Q = − 1 and M = 2, 
b IR spectrum and total spin 
density surface localized on BN 
fullerene
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Fig. 13  a BNF:C6–(CO)14 mol-
ecules for Q = − 1 and M = 4, 
b IR spectrum and total spin 
density surface localized on CO 
molecule,  C6 cluster and BN 
fullerene
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function were obtained as low values, which indicate the 
feasibility experimental synthesis. The magnetic moment 
remains invariant under adsorption of carbon monoxide mol-
ecules, except for BNF:C6–(CO)14 case. These nanocompos-
ites show high retention capacity of CO molecules, so they 
could be a good option to solve this environmental problem.
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