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Single biomolecules: great torsional flexibility

Ang.Chem.Int. Ed. a':'?}'HT‘

49, 9187 (2010) Figure 1. Predicted low-energy conformers of GABA. The nine observed conformers
are circled.
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Single biomolecules: conformational panorama

Alanine Serine Cysteine Threonine

.

JACS, 126, 11675 (2004) PNAS, 104, 20183 (2007) Ang.Chem.Int. Ed. PCCP 11, 617 (2009)
47, 6216 (2008)
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Biomolecules: complex

Urea - Isocyanic acid complex
(ISMS: WCO07)
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N. Walker: to be published (2016)

Imidazole dimer
(ISMS:WCO08)
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ChemPhysChem, 17, 1154 (2016)
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Imidazole - urea complex

J

Imidazole (C;N,H, : 68.08 g/mol)
mp. ~ 90°C (white solid)

J J

Urea (C,0,N,H, : 60.06 g/mol)
mp. ~ 133°C (white solid)
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Conformational search
- in plane
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Conformational search
- out of plane / perpendicular molecular planes
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Conformational search
- out of plane
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Conformational search
- Imidazole - isocyanic acid (urea)
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Spectrometer: CP-FTMW
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Fig.1 Schematic of the Newcastle CP-FTMW spectrometer. The green
dashed line represents the laser beam path.

PCCP, 16, 25221 (2011)

CP-FTMW (6-18 GHz)
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Spectrometer: CP-FTMW
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Spectrum
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Z. Naturforsch. 37a, 1378 —1385 (1982)

ChemPhysChem 2016, 17, 1154-1158 |
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Spectrum
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Spectrum Imidazole - Urea Complex
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Results

MP2/6-311++G(d,p)
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