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Annealing Temperature [Kelvin]

  τd = 375ps    V6   

  τd = 420ps    V10    

  τd = 310ps    V2   

  V1   
  τd = 275ps  

T = 573 ... 623
EPR: V4

T = 623 ... 720
EPR: V5

 Polity   1998
 Motoko  1989a
 Zhu       1995
 Huang   1992
Kwete    1989b

T = 350 ... 573
EPR: V2

  V14    
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Calculation
 Black Phosphor bulk
 Monovacancy in P 
 Gallium bulk
 Monovacancy in Ga
 VGa in GaP - 3.8% relax
 VP  in GaP - 6.1% relax
 VP  in GaP - 6.1% - ZnGa

 
Experiment

 Gallium thermal vac.
 Red Phosphor
 Zn diffused

Valence part
(not comparable)

VGa

VP

 VP - ZnGa
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(b) Si-antisite(a) 4H-SiC bulk
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 6H-SiC bulk experiment
 4H-SiC bulk theory
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 4H-SiC unrelaxed
 4H-SiC PWPP relaxed

Vacancy on cubic C-site

Vacancy on cubic Si-site

Divacancy: cub. Si-site, hex. C-site
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(d) <110>-split Asi: [101]-direct.

(b) <110>-split Asi: [110]-direct.(a) isolated As-Antisite

(c) <110>-split Asi: [110]-direct.
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No. As-Antisites in 512-Atom Supercell

 Lattice Strain - Theory
 Relative Energy Gain per AsGa
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Vacancies
   1 VGa             - 263.6ps

   1 VGa + 4AsGa - 263.9ps

   1 VGa + 1VAs   - 310ps

 
As Precipitates

   6 AsGa (240)  - 252.8ps

   7 AsGa (250)  - 258.7ps

 16 AsGa (952)  - 262.1ps

 17 AsGa (575)  - 264.9ps

 
Experiment

 LT-GaAs 600°C annealed
        ~306ps
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 MoSi bulk - measured
 MoSi bulk - calcated

Si 1s

Si 2s

Si 2p

Mo 3s

Mo 3p
Mo 3d

Mo 4s

Mo 4p

Mo 4d
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      scaled to full trapping
      (η = 0.54; I = 0.80)

  MoSi2: VMo  

  MoSi2: VSi

  MoSi2 bulk  
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