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Cartesian Coordinates in Angstréms for pyrimidine

RICC2/def2-TZVPP (Turbomole 5.9.1)
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Cartesian Coordinates in Angstréms for the o,-conformer of

pyrimidine-NH;

Counterpoise corrected MP2/cc-pVTZ (Gaussian 09)
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CASSCF (10,8)/6-311G(2df) (Gaussian 09)
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Cartesian Coordinates in Angstréms for the oz-complex

Counterpoise corrected MP2/cc-pVTZ (Gaussian 03)
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CASSCF (10,8)/aug-cc-pVDZ (Gaussian 09)
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Cartesian Coordinates in Angstréms for the m-complex

Counterpoise corrected MP2/cc-pVTZ (Gaussian 03)
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