) I8 ¥ 48  Acta Phys. Sin.

Vol. 63, No. 20 (2014) 207301

B RS T B — R

L1

2

EFEY

KA

EeRY  &wH?

1) (Wb R RSB BB, Ui 445000)
2) (FEAL LR, BERAS LM S ML B4 R st =, 1% 710072)

(2014 4F 4 A 24 HYLEI; 2014 4E 6 A 19 HILBEER )

Fe T TV BR PR B B — M SRR S T IR B TR, AT T 4 BB R IE T (Cp) EUR T (Cp) R
T (Sp) B U S5 A PE RN 7454, RIS A RETHAE, Cp M Op MR TEARRCK, 1T Sp AR
TEARRUN, YRR S O, B E A 1 s FBHIAE. T34k R BARE MBRLE, AR B i

FLT S 7 T R R L AR A

KRR YEIRWE, A, BASE TR, BRI

PACS: 73.20.At, 71.15.Mb, 75.50.Gg

1 5 =

W RN SR (FET) A& — Rl i 3 2808 42
il FLL ) 2 AR 284, B N H BEL v I A
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v A T2 B FET MR RHE 2 544 Si, AR 38 BE
JRGEME, St B i L2 IR & I AT A R AR
PR, v DA 200 2 5 1 e SE A0 R 137 A4 kLR B AR
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FET!2 SR04 S0 15 2 SARBERR, 15 i T2 5
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SRR, MR PR ] T SERR R Pl SRR DL
R A A B AR T IXAN S THT B8 2007 4R, A-
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2 VR F B2 MoS, iIl/E T HLF 284, IR &k
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First-principles calculations of phosphorene doped with
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Abstract

Using first-principles calculations based on density functional theory and plane pseudo-potential method, we investi-

gate the geometric structures, magnetic properties and electronic structures of phosphorene with phosphorus substituted

by carbon (Cp), oxygen (Op) and sulfur (Sp). The results show that the phosphorene with Sp presents a less geometric

distortion than with Op and Cy. Although the pure phosphorene is non-magnetic, all the doped systems are magnetic,

each with a magnetization value of 1 ug per cell. The doped systems with stable ferromagnetism play an important role

in developing spin electric devices.
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