NiT1 Structure:
AB mP4 11 e e-001

This structure originally had the label ABmP4_11_e_e. Calls to that address will be redirected here.
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Prototype NiTi
AFLOW prototype label AB_mP4_11_e_e-001
ICSD 157983
Pearson symbol mP4
Space group number 11
Space group symbol P2y /m

AFLOW prototype command  aflow --proto=AB_mP4_11_e_e-001
~~params=a, b/a, C/a’7 B,x1, 21, T2, 22

e (Sitepu, 2002) give the coordinates in the unique-axis ¢ setting of space group P2;/m #11. We used FINDSYM to
transform this to the standard unique-axis b setting. In our original version of this work we inadvertantly used 180° - 3
rather than 3, and moved the nickel atoms by 1/2 ¢ along the z-axis. These errors have been corrected here.
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Basis vectors

Lattice Cartesian Wyckoff Atom

coordinates coordinates position type

B, = T1a1 + 5 as + 21 a3 = (aw1 4 cz cos B) X + by + cz1 sin B2 (2e) Nil
B, = —zia; + %ag — 21 a3 = —(ax1 4 cz1co8B) X + %byfczl sin B2 (2e) Nil
B; = Toa; + iag + 29 a3 = (axg 4 czocos B) X + iby—i—czQ sin 8 Z (2e) Til
By, = —x0a; + %ag — 29 a3 = — (axe + czacos B) X + %by—CZQ sin B2 (2e) Til
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