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{x} Looking in indexes: hitps://pvpi.orgfsimele, hitps:/fus-python.pke.dev/colab-wheels/public/sinple/
Collecting pyscf
Downloading pyscf-2.0.1-cp3T-cpdTn-nany | inuxl_xB6_E4.whl (37.5 MB)
O | I | 575 MB 1.5 MB/s

Requirenent already satisfied: numpy!=1.16,!=1.17,>=1.13 in fusr/local/lib/pythond.T/dist -packages (From pyscf) (1.21.6)
Reauirement already satisfied: hBpy>=2.7 in Ausr/local/1ib/eythond.7/dist-packazes (from pyscf) (3.1.0)
Reauirement already satisfied: scipy!=1.5.0,'=1.5.1 In fusr/local/l1b/eythond.7/dist-packazes (from pyscf) (1.4.1)

Recuirement already satisfied: cached-property in fusrflocal/lib/eythond3.7/dist-packazes (from hBpy>=2.7->pyscf) (1.5.2)
Installing collected packages: pyscf
Successful ly installed pyscf-2.0.1

4) EAEAT—RZITEIAATERITL TN S,

O—REFRTMETIDE, ZADY—T (B) [CEFMNRRSNLED, ECFIVIVY
—ONWDEFT ., SICHIDOOA—-RZANTDICE. (+O0—K) Z0UvOUT. #Ffzl
O—RADITUT (L) ZERRLTF S\, Colab (CETOJSADI— REREFET BE
IFTTRL, XEEZTBERFEIDCENTE (+7FADN) 20UV IR E, EiTcEdI
— RTEFRL. AEBELVLTRETEZTFRMNILIMERENE T,

5) DFIBEDIBE

Installing collected packages: pyscf
Successfully installed pyscf-2.0.1

° from pyscf import gto, scf
mol = gtoMole()

mol.atom =
0
Ho1 1.2
H o1 1.2 21058

mol basis = {°07: TE-31G7, H': TE-31G°)
mol bui ld()

<pyscf.zto.mole.Mole at 0x7f3304035910>
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<pyscf.zgto.nole Mole at Ox7f3904035910>
° nf = scf .RHF (mol )
nf . kernel ()

converged SCF energy = -75.9105804025581
-75.91058040255806
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mol . build()
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nf .kernel ()
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# - code 1/3
Ipip install pyscf

# ----- code 2/3
from pyscf import gto, scf
mol = gto.Mole()
mol.atom ="
O
H1 1.2
H 1 1.2 2105
mol.basis = {'0": '6-31G', 'H": '6-31G"}
mol.build()

# ----- code 3/3
mf = scf.RHF(mol)
mf.kernel()

(BENELUE DFT 518 Z 9 2155 B3LYP JFLEGZX
from pyscf import gto, scf = from pyscf import gto, dft
mf = scf.RHF(mol) = mf = dft.RKS(mol); mf.xc = ‘b3lyp’

(BEhE MP2 518Z 9 2155)
from pyscf import gto, scf = from pyscf import gto, mp
mf = scf.RHF(mol) = mf = mp.MP2(mol)

(BRIEEIEDH)
'6-31G' = 'STO-3G', '3-21G', '6-31+G', '6-31++G', '6-311G/,
'6-311+G', '6-311++G', 'cc-pvdz', 'cc-pvtz', 'cc-pvqz', -



