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[Gamble, et al. arXiv:1408.3159] Multi-valley effective mass theory: 
Cartesian Gaussian basis 
Central cell correction tuned-up for P in Si 
Inhomogeneous strain (a la [Herring & Vogt, Phys Rev 1956]) 
Realistic electrostatic potentials (from e.g. QCAD, COMSOL) 
Electron-phonon coupling 
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extending this framework into the time domain…  
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Equation of motion: 

Time-local master equation 
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[Calderón, et al. PRL 2006, PRB 2007, PRB 2008] 
[Baena, et al. PRB 2012] 
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