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Analysis (DRA)
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Fig. 2 Photo-DSC Exotherm Curves for PGE, PMGE and Their
Formulations at 20°C
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Fig. 5 Realtime-DRA Results for PGE, PMGE and Their
Formulations Measured at 20°C
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Table 1 Ring Strain Energy, Calculated Heat of Polymerization
and Relative Proton Affinities of PGE and PMGE

Ring Strain Energy  Calculated Hp Relative PA
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Table 2 Bond Length and Angles of Oxirane Ring in PGE,
PMGE and Their Proton Adducts optimized by 6-31G**

Distance {Angstrom) Angle (Degrees)
aC-0 pc-0 aC-pCc aC-0-pC oC-fC-0 PCaC-O
PGE 1.405 1.404 1.453 62.327 58.873 58.800
PGE-H+ 1.523 1.495 1.447 57.281 62,352 60.367
PMGE 1410 1.405 1.456 62276 59.029 58.695
PMGE-H+ 1570 1.484 1.450 56.621 64.671 58.708
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Table 3 Energy Change of Protonated Monomers through Sn2 Ring-Opening Reaction Attacked by MGE or MMGE on 6-31G** basis

Ri . Reactants Associative Transition  Energy Direct  Conformational Released
Protonated Monomers Atacking Monomer IIll;g[’gEzr:Ilg Complex State Barrier Product Change Energy
(Hartree) (Hartree)  (Hartree)  (kcal/mol)  (Hartree) (Hartree) (kcal/mol)
MGE w-cleavage e -011.96163 -611.95453 4.46 61197682  -611.99846 49.47
Protonated MGE MGE P-cleavage -011.96172 -611.95283 5.58 01198373 -611.99179 4529
MMGE w-cleavage 650.96428 -051.00631 -651.00005 3.93 65102655 -651.04232 48.97
MMGE Bcleavage : -651.00573 -650.99886 4.31 65103377 -651.03473 44.21
MGE a-cleavage 65097214 -651.01248 -651.00844 1.53 651.02280 -651.03745 40.98
Protonated MMGE MGE p-cleavage -651.01199 -651.00030 733 65102714 -651.03413 38.89
MMGE w-cleavage 690.01680 -690.05689  -690.05290 251 69007169 69007387 35.81
MMGE pcleavage ] -690.05654 -690.04648 6.31 69007701  690.07812 38.48
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