














From: Aiichiro Nakano anakano@usc.edu
Subject: K valleys in 3x3 supercell simulation

Date: June 6, 2017 at 9:36 AM
To: Lindsay Bassman bassman@usc.edu
Cc: Hiroyuki Kumazoe hk_658@usc.edu, Subodh Tiwari sctiwari@usc.edu, Aravind Krishnamoorthy kris658@usc.edu,

Fuyuki Shimojo shimojo@kumamoto-u.ac.jp

Dear Lindsay,

Since each of the 6 K valleys in the first Brillouin zone is shared by 3 neighboring zones, there are a total of 6/3 = 2 K valleys, which 
we already have. Also, the other 4 are equivalent to the +-(b1-b2)/3 valleys we have (see the arrows in the attached image). After 
all, a 3x3 supercell simulation contains full K valleys.

Let's start finalizing your MoSe2 paper. Please share you charge-density images once you make them. When you plot them in the 
reciprocal space, you might fold them into the first Brillouin zone.

Best wishes,
Aiichiro




