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Protein Data Bank
(PDB) ID

6K3Q 6L1B

Beam source AichiSR
BL2S1

SPring-8
BL26B1

Space group P 21 (No.4) P 21 (No.4)

Unit cell
a, b, c (Å) 59, 148, 64

90, 98.6, 90
59, 148, 64
90, 99.3, 90

Resolution (Å)
( ) 

48.31-2.06
(2.11-2.06)

48.00-1.74
(1.77-1.74)

8.0 (1.3) 13.0 (1.4)

cc1/2 (0.610) (0.517)

Completeness 99.6 (94.7) 99.1 (98.1)

Redundancy 7.0 (6.9) 7.7 (7.7)

Rwork/Rfree 21.0/26.5 12.2/20.3

[2] S. Asano, K. Niwa, et al.. Dalton Transactions, 2022, 51, 2656-2659
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Refined parameters
& Reliability factors

2 range /deg. 13.21-52.99

2 step /deg. 0.01

No. of refined parameters 53

S (goodness of fit) 0.3570

Rwp 1.211

RP 0.855

RB 0.561

RF 0.315

Cell parameter

Chemical formula VN2

Space group I4/mcm (No.140)

a /Å
c /Å
V /Å3

4.30149(12)
4.98273(16)
92.195(5)

Z 4

Dcalc. /g cm-3 5.688


