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'H NMR (300 MHz, DMSO- ds): § 4.23 (S, 1H, -CH), 7.14 (S, 2H, -NH,), 7.22 (d, 2H, J= 9Hz, arom-H), 7.32
(d, 2H, J = 9Hz, arom-H), 11.06 (S, 1H, -NH), 12.07 (S, 1H, -NH) ppm.
FT-IR (KBR disc): v 3393, 3306 (NH, NH,), 2196 (CN), 1717 (CO) cm.
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'H NMR (300 MHz, DMSO- ds): & 4.23 (S, 1H, -CH), 7.15- 7.26 (m, 4H, arom-H), 7.37 (S, 2H, -NH,), 11.05
(S, 1H, -NH), 12.04 (S, 1H, -NH) ppm.
FT-IR (KBR disc): v 3418, 3315 (NH, NH,), 2190 (CN), 1688 (CO) cm.
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FT-IR (KBR disc): v 3384, 3304 (NH, NH;), 2195 (CN), 1672 (CO) cm™™.
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'H NMR (300 MHz, DMSO- ds): § 4.23 (S, 1H, -CH), 7.14 (S, 2H, -NH,), 7.22 (d, 2H, J= 9Hz, arom-H), 7.32
(d, 2H, J = 9Hz, arom-H), 11.06 (S, 1H, -NH), 12.07 (S, 1H, -NH) ppm.
FT-IR (KBR disc): v 3393, 3306(NH, NH;), 2196 (CN), 1717 (CO) cm.
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FT-IR (KBR disc): v 3380, 3327 (NH,NH,), 2196 (CN), 1723 (CO) cm.
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'H NMR (300 MHz, DMSO- dg): 6 3.70 (S, 3H, -OCHj3), 4.15 (S, 1H, -CH), 6.82 (d, 2H, J= 9Hz, arom-H), 7.08
(d, 2H, J = 9Hz, arom-H), 11.02 (S, 1H, -NH), 12.01 (S, 1H, -NH) ppm.
FT-IR (KBR disc): v 3379, 3302(NH, NH>), 2196 (CN), 1717 (CO) cm™.
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Structural study of a new copper complex using experimental method and quantum calculations
and its application in the synthesis of pyranopyrimidines as catalyst
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Abstract

Piranopirimidine deivatives have the structure like uracil and Some of them have biological and medicinal
activities. In this research for the first time, a simple, efficient and environmentally friendly method for the
synthesis of a number of pyrano[2,3-d]pyrimidines using a new copper(ll) complex based on vitamin Be-derived
Schiff base Has been reported. A number of methods reported for the synthesis of these compounds have many
disadvantages such as long reaction time, low vyield and drastic reaction conditions. This three-component
synthesis includes condensation of barbituric acid, malononitrile, and aromatic aldehydes. The Schiff base that
used as ligand to prepare the catalyst in this reaction has four differrent tautomers, and quantum calculations
showed that the OHOH tautomer in the methanol solvent was more stable than the others and thus the copper

complex is based on this tautomer.
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