Computation of B-matrix for linear
XY Z-molecules
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Displacement coordinates:

Cartesian: see above J: R = R”- R :0)
Internal: 7r; = 0R; = Ry — Ry, 79 = 6 Ry
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Geometrically one finds
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Computation of the G-matrix for linear
XY Z-molecules
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Comments

- Off-diagonal G-matrix elements explicitly revealed
- Reduced mass for diatomic molecules confirmed

- Some elements vanish: effect of symmetry!

- New: “effective mass” for bending mode




