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Results of normal mode calculations by Go et al.

(a)

Displacement vecotrs of atoms of
vibrations in higher energy region.
(a) 492.1 cm-1, (b) 176.7 cm-1,

(c) (c) 128.3 cm-1.
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b)
(a) {

Displacement vectors of atoms of
vibrations in lower energy region.
(a) 11.7 cm-1, (b) 37.2 cm-1,

(c) 92.0 cm-1.
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Residue number dependency of RMSD of Ca.
(—) Contributions from the modes with v lower than 30 cm™1.
(- - ) Contributions from the modes with v higher than 30cm-1.




Elastic peak

Neutron energy gain Neutron energy loss

Quasielastic
scattering

I'ig. 2. Schematic diagram indicating the three observed types of incoherent neutron
scattering : elastic, quasielastic and inelastic. Reproduced from Cusack (1989).
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expt. theory assignment
235 269 CHj-t
400-450 395-435 CCC-def, CCN-def, skeletal
477 471 CCC-def, CCN-d -f, skeletal
470-590 water O-H..O- b
120-775 720-795 CH,-r, CH-b
337 335 CHQ*I‘
936 958 CHj-r, CHj-r
1136 1136 CH-b, CHy-tw, CHy-r
1284 1291 CH,-tw, CHe-w, CH-b, CH;-sb
1326

1352 CHj-w, CHy-tw, CH-b, CH;-sb
1386
1455 1431 CH,-b, CHz-ab, CH-ip
1555 1530 C-Ns
1686 C-Ns
2430 N-Ds
2920 N-Hs

o
O
Ot
(A

Table I: Frequencies (in cm™") of vibrational peaks in 25K INS spectrum from the TFXA
experiment and the theoretical normal mode analysis. Assignments of the theoretical modes
are also given. For modes of frequency < 13500 cm™' qualitative assignments were made
by graphical inspection of dynamical trajectories. For each peak the order, from left to
right, is in decreasing strength of the contribution. The abbreviations used are as fol-
lows: t=torsion; def=deformation; b=bend; r=rock; tw=twist; w=wag; sh=symmetric bend,;

ab=antisymmetric bend; ip=in-plane bend; s=stretch.
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(solid line) result of

Figure 4.6: The comparison of dynamic structure factor.

molecular dynamics simulations at 300K; (dashed line) experimental result at

300K.
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Comparsison of quasielastic scattering spectrum
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Comparison of S(Q,w) between
wild type SNase and Fragment
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