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Ab initio calculations (MP2/6-311++G(d,p)) were IS desired to interpret the
performed to obtain geometric and spectroscopic Assignment v, Ay v(A) Avem v(A) AV | 1 | | experimental results. Selected data
parameters of sevoflurane, and stable forms of sevoflurane V,%(CH,*) 3023.0 -2.5 1 13226.1(14)| +0.7 | 1 |3086.7(15) | +0.7 | 1 are collected in Table 4. The results
+ B (DME, ACT) heterodimers. Figure 1 presents 2 stable 1,5(CH) 2056.4 4.3 3 [3117.1(55) | -12.8 | 4 |2995.1(41) | -5.1 3 obtained for conformer 2 describe
structures of sevoflurane + DME. The energy of formation V,%(CH,?) 29345 | +1.5 | 1.3 |3132.7(25)| +9.1 | 1.8 | 2973.6 (23) | -3.1 | 1.5 experimen_tal finding quite
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Figure 1. Predicted structures for sevoflurane + DME.
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Figure 2. Predicted structures for

> sevoflurane + ACT.
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Figure 4
monomer 1 2

o, (1) 3225.4 (13) 32245 (14.5) |3223.9 (14)

o,(1 ) 3129.9 (4) 3113.7 (57) 3134.7 (31)

o5(1 ) 3123.6 (31) 3127.8 (22) 3130.7 (33)

o, (6 CH,) |1552.4 1548.4 1551.1

o (6 CH,) |1476.0 1477.2 1479.2

Vv, 1513.6 - -

v, (1) 3086.0 (13) 3085.1 (14.5) |3084.5(14)

2v, (1) 3062.3 (12) 3055.3 (8) 3063.7 (10)

v, (1) 3000.2 (2) 2989.8 (45) 3005.7 (26)

v, (1) 2976.7 (13) 2973.3 (17) 2977.3 (20)

Table 4. Calculated selected spectroscopic parameters of Sevofluran...ACT.
® -harmonic wave number, v - anharmonic wave number.

Conclusions.
1. Interactions between sevoflurane and B (DME, ACT) result in reversible complex formation stabilized by
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H bond of C-H...O type predominantly. Additionally the complexes are stabilized by weaker van der Waals
interactions. Complex formation results in noticeable changes in IR spectra of sevoflurane.

2. MP2/6-311++G(d,p) ab initio calculations are in line with experimental observations on qualitative level
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of comparison.
3. The Fermi resonances between the first order and second order transitions modify noticeably the IR
spectrum in the region of CH and CH, symmetric stretching vibrations of sevoflurane.




