
Supporting Information 

1/4 

Supporting Information  
 

Correlation of crystal structures, electronic structures and 

photocatalytic properties in a series of Ag-based oxides, AgAlO2,

AgCrO2 and Ag2CrO4

Authors: 
Shuxin Ouyang 1, 2, Zhaosheng Li 1, 2, 3, Zi Ouyang 2, Tao Yu 2, 3,
Jinhua Ye 4, Zhigang Zou *, 1, 2 

1 Department of Materials Science and Engineering, Nanjing University, 22 Hankou 
Road, Nanjing 210093, P.R.China 

2 Ecomaterials and Renewable Energy Research Center (ERERC), Department of 
Physics, Nanjing University, 22 Hankou Road, Nanjing 210093, P.R.China 

3 National Laboratory of Solid State Microstructurcs, Nanjing University, Nanjing 
210093, P.R.China 

4 Photocatalytic Material Center (PCMC), National Institute for Materials Science 
(NIMS), 1-2-1 Sengen, Tsukuba, Ibaraki 305-0047, Japan 

 
(Received 
 

* Author to whom correspondence should be addressed.  
Electronic mail: zgzou@nju.edu.cn

mailto:zgzou@nju.edu.cn


Supporting Information

2/4

SI-1

TABLE 1: The Lattice Parameters and the Atomic Coordinates in AgAlO2 and Ag2CrO4 used in

Calculation

Crystals Lattice Parameters Atoms Wyckoff Site Atomic Coordinates
x y z

AgAlO2 a = 5.2728 Å Ag 4a 0.0598 0.6427 1.0069
b = 6.7628 Å Al 4a 0.0706 0.1239 ዊ�0.0013
c = 5.3626 Å O1 4a 0.0342 0.0679 0.3119
α = β = γ = 90° O2 4a 0.1117 0.6681 0.4346

Ag2CrO4 a = 10.6751 Å Ag1 4a 0.5000 0.5000 0.5000
b = 7.0542 Å Ag2 4c 0.1494 0.2500 0.4809
c = 5.7500 Å Cr 4c 0.3136 0.2500 0.9593
α = β = γ = 90° O1 4c 0.1583 0.2500 0.8933

O2 4c 0.3348 0.2500 0.2441
O3 8d 0.3813 0.4430 0.8464
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Figure 1 

The XRD patterns of Ag2CrO4 samples 

 

Before Reaction 

After C6H6 Decomposition Reaction 

After MO Degradation Reaction 
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Figure 2 

Repeated photocatalytic decomposition of C6H6
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