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Silylene — Kira
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Silacyclopentene
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Silacyclopentene
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Talk content

2. Task
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Isomerization of Kira‘s — Silylene
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Isomerization of Kira‘s — Silylene
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Isomerization of Kira‘s — Silylene
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Isomerization of Kira‘s — Silylene L S
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Isomerization of Kira‘s — Silylene
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Talk content
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Talk content
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Silanone
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Computations
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Computations
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Summery/Outlook
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Outlook

« photochemical fate of the silanone

 crystal structure of silanone

» role of dispersion interactions

N / Si
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/ N\ hv
= \... A=313 nm
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Outlook %

What happen to the side products during the treatment with ozone
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NBOs and WBIs:

Survey of geometries, WBI and NBO of Silanone and Dimethylsilanone

Used level of theory M06-2X/cc-pVDZ or B3LYP/6-311++G(d,p)

NBQO charges

level of theory MO06-2X/cc-pVDZ B3LYP/6-311++G(d,p)
compound: Si @) Si @
Silanone 2.10481 -1.10402 2.20221 -1.20558
Dimethylsilanone 1.96633 -1.06398 1.93222 -1.11207
Silanone 18% (17.47%) 83% (82,53%) 15% (15.00%) 85% (85.00%)

Dimethylsilanone  20% (19.63%)  80% (80.37%)  18% (17.58%)  82% (82.42%)

Wiberg Bond Index (WBI)
level of theory MO06-2X/cc-pVDZ B3LYP/6-311++G(d,p)

compound: Si-O Si-O
Silanone 1.3539 1.2315
Dimethylsilanone 1.4392 1.3780
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Survey - Silanone
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Survey - side products
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Survey - side products
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