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Input geometry of MoO2 

# Set up lattice 

lattice = Monoclinic (5.54483*Angstrom, 4.87254*Angstrom, 5.64537*Angstrom, 90.0*Degrees, 

120.5*Degrees, 90.0*Degrees) 

 

# Define elements 

elements = [Molybdenum, Molybdenum, Molybdenum, Molybdenum, Oxygen, Oxygen, 

            Oxygen, Oxygen, Oxygen, Oxygen, Oxygen, Oxygen] 

 

# Define coordinates 

fractional_coordinates = [[ 0.229730913483,  0.007816652727,  0.213086875905], 

                          [ 0.229728221644,  0.491773196715,  0.712731710353], 

                          [ 0.769542910678,  0.991363046157,  0.786202773004], 

                          [ 0.769545602517,  0.507406502169,  0.286557948549], 

                          [ 0.111701453446,  0.718438490275,  0.377443761819], 

                          [ 0.111698761607,  0.780331058051,  0.877088586274], 

                          [ 0.887575062554,  0.218848640833,  0.122201062636], 

                          [ 0.887572370715,  0.280741208609,  0.62184588709 ], 

                          [ 0.390349418272,  0.197725282573,  0.591309054382], 

                          [ 0.390352110111,  0.301864566869,  0.091664229928], 

                          [ 0.60892171405 ,  0.697315132015,  0.907625418981], 

                          [ 0.608924405889,  0.801454416311,  0.407980594527]] 

 

 

 

 

 

 

 

 

 

 



Input geometry of MoO3 

# Set up lattice 

lattice = Orthorhombic (3.909*Angstrom, 13.855*Angstrom, 3.68131*Angstrom, 90.0*Degrees, 

90.0*Degrees, 90.0*Degrees) 

 

# Define elements 

elements = [Oxygen, Oxygen, Molybdenum, Oxygen, Oxygen, Oxygen, Oxygen, 

            Molybdenum, Oxygen, Oxygen, Molybdenum, Oxygen, Oxygen, Oxygen, 

            Oxygen, Molybdenum] 

 

# Define coordinates 

fractional_coordinates = [[ 0.037785290332,  0.137982542827,  0.000000227662], 

                          [ 0.548288252624,  0.189282496069,  0.500000257704], 

                          [ 0.507387648141,  0.309244274572,  0.500000320919], 

                          [ 0.06540607799 ,  0.324759633975,  0.50000025144 ], 

                          [ 0.585348864739,  0.34763758581 ,  0.000000262578], 

                          [ 0.584659258008,  0.479104281039,  0.500000217995], 

                          [ 0.104682870799,  0.502068181388,  0.000000208718], 

                          [ 0.66198538547 ,  0.5173553747  ,  0.000000189186], 

                          [ 0.615418711333,  0.637239874338,  0.000000241267], 

                          [ 0.106979591451,  0.690072960965,  0.500000226912], 

                          [ 0.147767493255,  0.810064791932,  0.500000128325], 

                          [ 0.589546057794,  0.826275592252,  0.50000019184 ], 

                          [ 0.069135486408,  0.848324778092,  0.000000174242], 

                          [ 0.068472360777,  0.979844330377,  0.500000216522], 

                          [ 0.548313826659,  1.002687042621,  0.000000229065], 

                          [-0.00933012138 ,  1.018047094926,  0.000000176113]] 

 


