Supplement matter 
Comprehensive works for prediction under extreme conditions with theoretical calculation are briefly described hereafter. 

 Molecular orbital calculation method of present experiment
Schrodinger equation is expressed using wave function of ψ(r) by
-(ℏ2/2me )∇2ψ(r) + V(r)ψ(r) = Eψ(r)                            
where me is electron mass, V(r) is potential energy and E is eigenvalue. 
Calculations in Gaussian are used by following parameters:
energy:	1 hartree = 627.51 kcal/mol = 27.211eV
length:	1 bohr = 0.52918Å
mass:	1 emu (electron mass unit) = 9.1094 × 10−31kg
Atomic positions are observed by structure analysis by X-ray or neutron diffraction experiment. Wave function and eigen energy of N electrons are observed by introduced by Schrodinger equation: 
Ψ = (1/N!)1/2 det |Ψa,α(1)Ψa,β (2)Ψb,α(3)· ·· Ψz,β (N)                 
where orbital Ψa,α(1) stays in the spin state of α, det is determinant, (Pauri principle is satisfied.) 
Hartree -Fock approximation f1 indicates energy approximation from electrons in the average location, as shown by
f1Ψa,σ (1) = ϵΨa,σ (1)                                         
σ indicates the spin state of a or b
f1 =h1 + Σj {2Ji(1)−Kj (1)}                                     

Self-consistent field (SCF) is applied in the iteration of wave function for the optimum result. Slater type function for basis function (STO-3G) is used in the MO calculation.
In order to search the minimum energy, most appropriate nuclear positions are estimated by the fluctuation of the positions. However, basis set of STO-3G cannot present the precise electronic state.  Many methods have been compared with previous quantum mechanical calculations. 
In the present study, ab initio calculation of the electronic structure is performed using the quantum chemical molecular orbital (MO) calculation program package of Gaussian-16W. The results of the calculation are visible by program Gaussian View (Frisch et al., 2009), which is the advanced and powerful graphical interface available for Gaussian-16W. Calculation based on density functional theory (DFT) is executed with 3-21G or 6-31G basis function. Electron correlation of electron-pair bond in DFT calculation adopts the electronic state of excited state besides ground state. Wave function of MP2 (Moller-Pleset 2)，MP4，CI (Configuration Interaction)，CC (Coupled-Cluster)，and MCSCF (Multiconfigurational SCF) are prepared for Hartree-Fock (HF) calculation.
Vibrational energy En in consideration of the vibration of atoms is 
En = ℏω(n+1/2 )                                         
here vibration is expressed by reduced mass m, 
ω= √k/m                                                                                                
Vibrational energy in the materials composed of many atoms are
V(q1,q2,q3,..) = (1/2)k1(q1-q1e)2+(1/2)k2(q2-q2e)2 +(1/2)k3(q3-q3e)2 +· · ·.            

Dipole moments of molecules (m,) are varied by atomic vibration. Electron charge distribution is calculated by Mulliken charge (qi). The dipole moments can be expressed by the Mulliken charge:   
m,= ∑riqi                                           
where ri is atomic distances.
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