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CTeKHMHI METHJIOBAHUX HUKJIOTIEHTAIMEeHHTHUX JIUTAHAAA Y
KPHCTAJTHHUM CTPYKTypaMa KOMILIEKCa Mpeja3HuX MeTaja
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Kpucranue crpykrype merwinoBanux (Me) muxiioneHtaaueHniHnx (Cp) KoMIUIeKca Cy
CHUCTEMATCKH aHanu3upaHe nperparom KemOpuuke 6aze cTpykrypHux momaraka (CSD) u
omucanu cy npeoBiahyjyhu monoxaju merwnoBanmx Cp suraHaga y CTEKHUHT
opujeHTanju. CtexuHr koHTakTH MesCp Kommiekca cy naneko Hajydectanmju (3632
KOHTaKTa), a 3aTtum cieae MeCp (446) u Me,Cp (151). Konraktu y Hajsehoj mepu cagpxe
CUMYJITaHE MapaJieIHO-TIOMEepeHe CTeKuHr uHTepakiuje u CH/n uwHTepakiuje, amm ce
jaBJbajy M caMe MapalieTHO-IIOMEPEHE CTCKHHI MHTEPAKIMje U CTCKUHI WHTEPaKIUje ca
BEIIMKNM XOPH3OHTAIHUM TMoMmepamuma. Ca moBehameMm Opoja METHI-CYNICTHTyeHaTa
omajia 3acTyIUbEHOCT CTEKMHra Ha BeIUKUM noMepamuma (48,4% 3a MeCp, 28,5% 3a
Me,Cp, 3,8% 3a MesCp), nomrto CH/n unTepakuyje crabuinsyjy reoMeTpuje Ha MambuM
rnomMepamuMa. Pa3uauTH TUIIOBM HWHTEpaKIMja ce MOry OOjaCHHTH Ha OCHOBY Mara
€JIEKTPOCTATHYKIX TOTEHIM]jaJla HCTIMTHUBAHMX KOMILIEKCA.
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Crystal structures of the methylated cyclopentadienyl (Cp) complexes are systematically
analysed by searching the Cambridge Structural Database (CSD) and the preferred
positions of the stacked methylated Cp ligands are described. The stacking contacts of the
MesCp complexes are by far the most frequently found in the CSD (3632 contacts),
followed by MeCp (446) and Me,Cp (151). These contacts mostly correspond to
simultaneous parallel-displaced stacking and CH/m interactions, as well as parallel-
displaced stacking and stacking interactions at large horizontal displacements. With
increasing the number of methyl substituents the occurrence of stacking with large
displacements decreases (48.4% for MeCp, 28.5% for Me,Cp, 3.8% for MesCp), because
CH/r interactions stabilize geometries with smaller displacements. Different interaction
types can be explained by the electrostatic potential maps of the studied complexes.
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