(a) Direct reference: 4.6445 THz (b) Frozen prediction: 4.6260 THz
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Lowest mode at ¢ = (1,4, 7)/12; common eigenvector phase; 16 displayed Si atoms.

Display amplitude: 0.20 A. Arrow gain: 4. Mode overlap |e €prea|? = 0.999994.

ref



