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B Carbon—doped K, nitrogen: A novel high energy density material

The structural stability of K, nitrogen was studied by performing first—principles calculations. Our results
indicated that structural stability can be maintained by doping the K, nitrogen lattice with carbon. The 50%
carbon—doped K, nitrogen is a metastable phase, and it may be synthesized experimentally. In the figure, red and
blue balls are carbon and nitrogen atoms, respectively. The resulting material will be a promising candidate as a high

energy density material.

O B. Wen, S. Takami, Y. Kawazoe, and T. Adschiri, Chemical Physics Letters, 506(4-6) , 175-178 (2011).
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$ histj -1 htcf04c01p08. 68971.0

| JOB ID | JOB NAME

| QUEUE | ETIME(H) | CPU(H)| MEM(GB) | FLOPS(%) | NODES/SLOTS
| SUBMITTED TIME | STARTED TIME | ENDED TIME |

| submit COMMAND

[ WORK DIR

| I | | | |

| htcf04c01p08.68971.0 | htcf04c01p08. 68971
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BITHE:
http://www-lab.imr.edu/"hitachi/app/app_atk.html
Official web site:

http://www.quantumwise.com/

2. Quantum Espresso
BRTUIYIILIFTAINETERERTAV-EENEBESI2L—230TAYSLTHS Quantum
Espresso & 5.0.1 [2/A\—230 7w LELE=,
Quantum Espresso 5.0.1 TIXEIZRD XS5 HEBEDEBME FUILRRMAHINFELT =,
- FIRARR DB
- 7)L DFT+U A RE
- BF T4 /UMEERFRROGFESIEDEMN

ERITHE:
http://www—lab.imr.edu/ " hitachi/super/usage_quantumespresso.html
Official web site:

http://www.quantum—espresso.org/
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BITHE:
http://www—lab.imr.edu/"hitachi/super/usage_vasp5.2.html
Official web site:

http://www.vasp.at/
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