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X-ray structural data for [Cu(dedpa-N,N’-propyl-2-NI)]

Figure S1. ORTEP of [Cu(dedpa-N,N"-propyl-2-NI)])]. Hydrogen atoms omitted for clarity.

Ellipsoids drawn with 50% probability.

Empirical Formula
Formula Weight
Crystal Colour, Habit
Crystal Dimensions
Crystal System
Lattice Type

Lattice Parameters

Space Group
Z value

Dcalc
F000
p(Mo-Ka)

Crystal Data

C28H384N100122Cu
773.66

blue, blade
0.03x0.09 x0.25 mm
orthorhombic
Primitive
a=13.1713(14) A
b=15.936(2) A
c=31.481(3)A

o =900

V 6607.8(12) A3

P bca (#61)
8

1.555 g/cm3
3223.00

7.41 cm-1

Bond lengths [A] and angles [deg] for [Cu(C,gH30N1005)]-4.2H,0

Cu(l)-0(1)
Cu(l)-0(3)

2.2128(12)
2.0741(11)
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C(19A)-C(18A)-H(18C) 110.5
C(19A)-C(18A)-H(18D) 110.5
C(19A)-C(18A)-C(17n) 106 (4)
H(18C)-C(18A)-H(18D) 108.7
C(17A)-C(18A)-H(18C) 110.5
C(17A)-C(18A)-H(18D) 110.5
N (3)-C(17A)-H(17C) 110.3
N (3)-C(17A)-H(17D) 110.3
C(18A)-C(17A)-N(3) 107 (3)
C(18A)-C(17A)-H(17C) 110.3
C(18A)-C(17A)-H(17D) 110.3
H(17C)-C(17A)-H(17D) 108.6

X-ray structural data for [Cu(CHXdedpa-N,N’-propyl-2-NI)]

Figure S2. ORTEP of [Cu(CHXdedpa-N,N’-propyl-2-NI)]. Hydrogen atoms omitted for clarity.
Ellipsoids drawn with 50% probability.

Crystal Data

Empirical Formula C3,H37N100gCu

Formula Weight 753.25

Crystal Colour, Habit green, irregular

Crystal Dimensions 0.09x0.10 x 0.18 mm

Crystal System tetragonal

Lattice Type primitive

Lattice Parameters a=8.344(1) A
b=8.344A

c=44.637(6) A
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Space Group
Z value

Dcalc
F000
pn(MoKa)

o =900
B =900
v =900
V =3107.5(8) A3

P4, (#76)
4

1.610 g/cm3
1568.00

7.76 cm-1

Bond lengths [A] and angles [deg] for [Cu(C3;H3¢N100g)]
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——[64Cu(CHXdedpa)]
——[Cu(CHxdedpal) cold standard

L

Normalized Intensity (A.U. or mV)

Time (min)

Figure S3. HPLC radio-chromatogram of [**Cu(CHXdedpa)] (blue line, bottom) and corresponding
UV-Vis chromatogram of ["Cu(CHXdedpa)] (red line, top).

Normalized Intensity (mV)

time (min)

Figure S4. HPLC radio-chromatogram of [**Cu(dedpa-N,N"-propyl-2-NI)].
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