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Bhatia, Samantha.Atomistic origin of the enhanced surface reactivity of Pd
nanoparticles for thiols and nitriles: evidence for a dissociative adsorption pathway.

Using density functional theory calculations, we have studied the adsorption of thiols
and nitriles on supported monodispersed Pd nanoparticles. The reactivity of Pd-

nanoparticles has been found to be significantly higher for nitriles than for thiols,
which has been attributed to the presence of a strong chemisorption pathway for

nitriles, which completely avoids dissociative adsorption. Our calculations reveal that
the dissociative pathway is induced by the presence of sufficient Pd-S covalent
bonding, which drives the attached alkane molecule to dissociate from the Pd-

nanoparticle. The energy gain from breaking the Pd-S bond is the main driving force
for the dissociation. Alternatively, in the case of thiols, an atomically rearranged

thiolate dissociates from the Pd-nanoparticle, resulting in a bond breaking in the Pd
nanoparticle, which is followed by a subsequent rearrangement of the adsorbed

thiolate, with a subsequent release of a hydrogen atom from the surface of the Pd-
nanoparticle. We find that this reaction pathway is more favorable than dissociative

adsorption for Pd-nanoparticles. It is shown that the latter pathway proceeds via
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direct dissociation of the alkane molecule from the Pd-nanoparticle. The kinetic
barrier for the reaction is estimated to be around 30 kcal mol(-1).Q: Appending an

item to a playlist in iTunes via AppleScript I have a link to an MP3 file. It gets added
to a playlist titled "Get Down" on iTunes. The problem is I want to automate it so it

gets added to a playlist called "Listen".
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SQL query as a variable in kendo grid datasource function? I have a MSSQL query:

declare @sql nvarchar(max) set @sql='SELECT * FROM Table WHERE somefield
='somevalue' AND somefield = "somevalue"'; execute sp_executesql @sql; I want to

pass that value of @sql as a datasource function to the Kendo grid I have a Kendo
datasource function function(dataSource){ var data = []; dataSource.transport
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