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Background “Results | Results, Continued

» Propanamide: organic molecule X s Mode v (cm~") Avy is the change in frequency between propanamide
» Amide of propanoic acid (see Figure 1) _ :‘Yﬁ &i& WI:RV;‘ Am | ~ 1600 with one water molecule a.nd propanample with two
» Used In ultraviolet resonance Raman I r.- By Am || ~ 1550 water molecules, and A, Is the change in frequency
(UVRR) spectroscopy|1] s | Py Am Il Am Il ~ 1200t01340 between propanamide and propanamide with two
> Modelfor hydrogen bonding Figure 2: Primary amide Table 1: Experimentally water molecules
» Model of a peptide backbone - - -
PEP modes of peptide backbone[5]  determined normal Conclusions and Future Work
» Raman spectral peaks correspond to modes of peptide
specific amide vibrations backbone|5] » Continue adding water molecules to the system (three, four,
» Going from gas phase to agueous solution Mode » (cm™") five water molecules)
. N—=H stretch frequency increases Am | 1852 » Calculate primary amide vibrational modes of propanamide in
» C=0 stretch frequency decreases Am Il 1622 Ia_lwattehr Shpege .
| _ > othesis: Supporte
» We hypothesize that the amide | (Am |) _ | | Am (] 1441 »yr,)b\m | freque:cr?es showed decreasing trend
- - - Figure 3: Primary amide Table 2: Frequency of . . .
vibrational frequency of propanamlde vibrational modes of sropanamide vibrations » Am Il and Am lll frequencies showed increasing trend
decreases upon hydrogen bonding with  ,,55anamide in the gas phase in the gas phase
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water, while the Am Il and Am |I| Q,
vibrational frequencies will increase under
the same conditions.

Table 3: Frequency of
propanamide vibrations
and one water molecule
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» Calculated the energy minimum of the
system (propanamide and water)

» Calculated frequencies for minimum
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