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2 0.623914 0.535328

3 0.168855 0.444635

// construct cgf
const vec3 pos1(0.0, 0.0, 0.0);
CGF cgf1(pos1);
cgf1.add_gto(CGF::GTO_S, 3.4252509099999999,  0.15432897000000001, pos1);
cgf1.add_gto(CGF::GTO_S, 0.62391373000000006, 0.53532813999999995, pos1);
cgf1.add_gto(CGF::GTO_S, 0.16885539999999999, 0.44463454000000002, pos1);
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// overlap integrals
integrator.overlap(cgf1, cgf2);

// kinetic energy integrals
integrator.kinetic(cgf1, cgf2);

// nuclear attraction integrals
integrator.nuclear(cgf1, cgf2, pos, charge);

// two-electron integrals
integrator.repulsion(cgf1, cgf2, cgf3, cgf4);
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// calculate eigenvalues and eigenvectors
Eigen::SelfAdjointEigenSolver<Eigen::MatrixXd> es(A);
Eigen::MatrixXd D = es.eigenvalues().real().asDiagonal();
Eigen::MatrixXd U = es.eigenvectors().real();



SelfAdjointEigenSolver

1A VDV

†A UDU
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