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density functional theory 125, 170

— Schrodinger equation 171

design guidance 8
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diatomic function group 180
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dielectric constant 124, 125

Diels—Alder and Heck reactions 149
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dimethyl carbonate (DMC) 123, 129, 131
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— addition/removal, aromatic ring 43
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— substitution 43

functionalization reactions 140
functionally graded material (FGM) 257
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global availability of arable land 20
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(IFF) 263

— air oxidation technology 274

— green chemistry assessment tool 265,
267-268
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potential (LCAP)
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— databases 30

life cycle impact assessment (LCIA) 2, 6, 59
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thermoplastic polymer 242

tocopherol 153

toluene 41

toxicity 4, 6, 16

— data, experimental, dose—response model 57

— endpoints 5

toxic metals 169, 213, 225, 231

— arsenic separation 231

— lead separation 231

— mercury separation 231-232

— recovery 190

toxicokinetics 58

ToxML project 95, 96

ToxML Standard Organisation (TSO) 96
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