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« Open-and Closed-shell Hartee-Fockmethods : Restricted
(RHF), Unrestricted (UHF) and spin-Annihilated Unrestricted
Hartee-Fock, (A-UHF)
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. BN Self-consistent Reaction Field' (SCRF) and COnductor-
likeScreening MOdel(COSMO).

Cl &+ &.: Full, CIS, CISD and PECI.

2. Hamiltonians

- MNDOIH, Li Be, B, C, N, O, F, Mg, Al, Si, P, S, Cl, K, Ga, Zn, Ge, Br,
Sn, |, Hg, Pb]

« MNDO/C[H, C, N, Q]
« AM1[H,B,C, N, O, F, Al Si, RS, Cl, Zn, Ge, Br, Sn, |, Hgl

- PM3[H, Li Be, B, C, N, O, F, Mg, Al, Si, B, S, Cl, K, Ga, Ge, As, Se,
Br, Cd, In, Sn, Sb, Te, I, Tl, Pb, Bi]
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5.VAMP TR ET EHE R DR

- 3RITHIFRR: total electronic density, spin density, electrostatic

potential, molecular orbitals, localized orbitals.
. B 112214 E (enthalpy, entropy and heat capacity).

« Atomic charges and bond orders

Materials StudiolZB8 9 S MIC DL TIX, FEEURLESHRL T
&L,
http://accelrys.co.jp/products/materials-studio/

@ acce I rys® ‘ http://accelrys.co.jp ©2011 Accelrys Software Inc. ¥ RTDTSUR A PG L L, RAIEEDEZETT .
J) THORIL)ZBRARE T 100-0013 HEAFHRARENE3-7-1 EHNEERIAEILI7F Tel: 03-5532-3800


http://accelrys.co.jp
http://accelrys.co.jp/products/materials-studio/

