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Table 1S . Crystal data and structure refinement for 3.

Empirical formula Ci9H245N>07 5
Formula weight 400.91

Temperature 150(2) K
Wavelength 1.54178 A

Crystal system, space group Orthorhombic, Pbca
Unit cell dimensions a=6.8220(10) A

b=23.501(5) A
c=23.730(5) A

Volume 3804.5(13) A°

Z, Calculated density 8, 1.400 Mg/m’

Absorption coefficient 0.915 mm™

F(000) 1700

Crystal size 0.21x0.14 x 0.14 mm

Theta range for data collection 3.73 to 56.99 deg.

Index ranges -7<=h<=0, 0<=k<=24, -25<=1<=23

Reflections collected / unique 3028 / 1862 [R(int) = 0.0707]
Data / restraints / parameters 1862 /0/303

Goodness-of-fit on F*2 1.241
Final R indices [[>2sigma(I)] R1 =0.0635, wR2 = 0.1444
R indices (all data) R1=0.0711, wR2 =0.1499

Largest diff. peak and hole 0.414 and -0.318 e. A"



