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Supplementary:
1- [bookmark: _GoBack]Optical spectrum of 32 BNQD without NH3 molecules in terms of Energy 
[image: ]





2- Optical spectrum of 32 BNQD consists of: (a) with 1 NH3 and (b) with 2 NH3 molecules in terms of Energy 
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3- Properties of 76 BNQD without NH3 molecules consist of: Band Gap, Optical Spectrum and Blochstate
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4- Properties of 76 BNQD with 1 NH3 molecules consist of: Band Gap and Optical Spectrum 
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5- Properties of 76 BNQD with 2 NH3 molecules consist of: Band Gap and Optical Spectrum 
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6- Properties of 131 BNQD without NH3 molecules consist of: Band Gap, Optical Spectrum and Blochstate
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7-Properties of 131 BNQD with 1 NH3 molecules consist of: Band Gap and Optical Spectrum 
[image: ]


8- Properties of 131 BNQD with 2 NH3 molecules consist of: Band Gap and Optical Spectrum 
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9- Properties of 168 BNQD without NH3 molecules consist of: Band Gap, Optical Spectrum and BlochstateJournals
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10- Properties of 168 BNQD with 1 NH3 molecules consist of: Band Gap and Optical Spectrum 
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11- Fatband structure 
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