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Chemistry of polynuclear metal complexes with bridging carbene or carbyne ligands. Part 79.
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BT /Overlock 10 Tf 50 467 Td (Mo, or W; R = C6H4Me-2, C6H4OMe-2, or C6H4NMe2-4, M = MO); crystal structure of the compound

[MoFe(Âµ-CC6H3Me2-2,6)(CO)5(Î·-C5H5)]. Journal of the Chemical Society Dalton Transactions, 1988, ,
2453-2465.

1.1 61

27 Donor and acceptor characteristics of native point defects in GaN. Journal Physics D: Applied Physics,
2019, 52, 335104. 1.3 49

28 Embedded Cluster Model for the ab Initio Study of Broensted Acidity in Zeolites. The Journal of
Physical Chemistry, 1994, 98, 8134-8139. 2.9 48

29 Exploiting QM/MM Capabilities in Geometry Optimization:â€‰ A Microiterative Approach Using
Electrostatic Embedding. Journal of Chemical Theory and Computation, 2007, 3, 1064-1072. 2.3 48

30 Open-Source, Python-Based Redevelopment of the ChemShell Multiscale QM/MM Environment. Journal
of Chemical Theory and Computation, 2019, 15, 1317-1328. 2.3 46
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of methylene groups to ironâ€“molybdenum complexes; crystal structures of
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Chemistry of polynuclear metal complexes with bridging carbene or carbyne ligands. Part 78.
Reactions of [MoFe(Âµ-CC6H4Me-4)(CO)6(Î·-C5H5)] with alkynes; crystal structures of
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Transactions, 1987, , 1201-1208.

1.1 11

71 Modelling the chemistry of Mn-doped MgO for bulk and (100) surfaces. Physical Chemistry Chemical
Physics, 2016, 18, 28648-28660. 1.3 11

72
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