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» 4 bands close to Fermi energy
» Mo 4d character
» originate from 4 Mo atoms in unit cell
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> |t..|=0.35eV: A-A hopping in b dir. M
» long range perpendicular hopping

» direct A-A‘ processes negligible

DMFT calculation performed with an impurity

» A-B-Atype processes important but (2] solver (CTQMC algorithm)
suppressed due to filling of B L
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> + restrict to nearest neighbor in b-c plane > obtained ab-initio, general purpose, unbiased model | ~ o
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two degenerate chains at Fermi energy, t,,=-0.35 eV > 2 large halt-filled orbitals (A) = chains in b dir. o LS LN 5 C N
+ two degenerate bands below, t5z=-0.11 eV, e;=-0.45 eV > 2 large filled orbitals (B) perpendicular | il o :
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accurate band structure and DOS, but fully separates > 1D physics stable: indirect hopping A-A’ via filled B

> estimation of perpendicular processes: » highly anisotropic transport char. reprod. exp. trend

-1 tan =-0.02 eV > moderate on-site U appropriate
P t, . ~-0.005eV

» moderate on-site interaction U ~ 1 eV appropriate
» off-diagonal Coulomb terms less important

Han =Han +Hap (w — ’HBB) > hybridization mechanism A-B bands
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