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Fractional coordinates and isotropic displacement parameters for the non-hydrogen atoms in the final refined crystal structure of Piv–Pro–Gly–NHMe. The refined unit cell is: a = 7.9747(3) Å; b = 9.2988(3) Å; c = 5.8456(2) Å;  = 105.140(2)°;  = 99.429(2)°;  = 63.677(1)°. Note that the fractional coordinates given below refer to this unit cell, which was used in the Rietveld refinement. The unit cell quoted in the text has been transformed from this unit cell to a standard setting. 

Atom
x
y
z
Uiso / Å2

C(1)
1.5019(3)
0.6701(3)
–0.2939(4)
0.075(3)

N(2)
1.4355(6)
0.5869(4)
–0.1745(4)
0.075(3)

C(3)
1.3970(7)
0.4562(4)
–0.2932(4)
0.075(3)

O(4)
1.431(2)
0.398(1)
–0.5027(7)
0.039(3)

C(5)
1.3369(3)
0.3696(2)
–0.1616(3)
0.075(3)

N(6)
1.2467(4)
0.4806(4)
0.0545(3)
0.075(3)

C(7)
1.0726(4)
0.6078(4)
0.0518(3)
0.075(3)

O(8)
0.9901(8)
0.6389(9)
–0.1371(5)
0.039(3)

C(9)
0.9822(2)
0.7146(2)
0.2808(4)
0.050(5)

C(10)
0.8040(2)
0.6976(2)
0.3080(3)
0.050(5)

C(11)
0.6671(2)
0.8708(2)
0.4174(3)
0.050(5)

C(12)
0.7285(2)
0.9860(2)
0.3457(4)
0.050(5)

N(13)
0.9224(2)
0.8883(2)
0.2816(6)
0.050(5)

C(14)
1.0477(3)
0.9486(2)
0.2565(9)
0.075(3)

O(15)
1.2093(5)
0.8496(4)
0.216(2)
0.039(3)

C(16)
0.9926(2)
1.1292(2)
0.2521(2)
0.075(3)

C(17)
0.8142(3)
1.2009(3)
0.0925(4)
0.075(3)

C(18)
0.9542(3)
1.2375(3)
0.5058(3)
0.075(3)

C(19)
1.1576(3)
1.1421(3)
0.1662(4)
0.075(3)


