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Cartesian coordinates (Angstroms) of 1-3 optimized at the MO062X/

aug-cc-pVTZ level.
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Compound: 2
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Compound: 3
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Solvent corrections to *H, *C and ®*N NMR chemical shifts of ferrous, cobalt, and nickel bisglycinates, calculated at the
PBEO/ATZP level within the Integral Equation Formalism Polarizable Continuum Model, ppm.

Carbon- Aceto- Formic Form- | n-Methyl-

Solvent tetra- |Chloroform| Pyridine | Ethanol itril DMSO id Water id y q

chloride nitrile Aci amide |Formamide

€ 2.23 4,71 12.98 24.85 35.69 46.83 51.10 78.36 108.94 181.56

Ferrous H (CHy) -0.09 -0.14 -0.17 -0.18 -0.19 -0.19 -0.19 -0.19 -0.19 -0.19
bisglycinate | |

H (NH>) 0.03 0.09 0.13 0.15 0.15 0.16 0.16 0.16 0.16 0.17

13C (CHY) 0.5 0.8 1.0 1.1 1.1 1.2 1.2 1.2 1.2 1.2

1B¢c (c=0) 2.7 4.3 55 5.8 5.9 6.0 6.0 6.1 6.1 6.2

N -2.3 -3.6 -4.4 -4.6 -4.7 -4.8 -4.8 -4.8 -4.8 -4.8

bC_0bi':1It_ H (CHy) 0.24 0.41 0.54 0.58 0.60 0.61 0.61 0.62 0.62 0.63

isglycinate

i 1H (NHp) 1.74 3.04 4.08 441 4.52 4.58 4.60 4.67 4.70 474

13C (CHY) 1.2 2.1 2.7 2.9 2.9 3.0 3.0 3.0 3.1 3.1

13¢C (c=0) 3.6 6.0 7.9 8.5 8.7 8.8 8.8 8.9 9.0 9.1

BN 4.4 7.9 11.0 12.0 12.3 12.5 12.6 12.8 12.9 13.0

Nickel H (CH>) 0.07 0.11 0.14 0.15 0.15 0.15 0.15 0.16 0.16 0.16
bisglycinate | ,

H (NH>) 0.09 0.14 0.16 0.16 0.17 0.17 0.17 0.17 0.17 0.17

13C (CHY) 0.7 1.1 14 15 15 15 15 15 15 15

13¢C (c=0) 2.9 4.7 5.9 6.3 6.4 6.5 6.5 6.6 6.6 6.7

BN -15 -2.3 -2.8 -2.9 -3.0 -3.0 -3.0 -3.1 -3.1 -3.1




