Metric Matrix Distance Geometry
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Metric matrix with elements: g = XX +Yiyj+ziz
centroid: d>xi=0 dyi=0 >z =0.

d30

2 1,2 2. 1,2 2 2
dig =3(dip+di3)-32(dpp+djz+dy;)

exampl (S d12 = d23 =5 d13 =6
1 1
dyy = 3 (5% 6) - 32 (5% 6+ 59 = 10.777 or dyo=3.283
1 1
doy = 3 (5%+5) - 32 (5% 6%+ 5) = 7.111 or doo = 2.667

1 2 2 1 2 2 2
O11 = E ( dlo + dlo) =10.778 O12 = E ( dlo + dzo - d12) =-3.556

10.778 -3.556 -7.222
G=| -3.556 7.111 -3.556
-7.222 -3.556 10.778

G Wg=AqWq g=X,y,0rz
Xi = A1 Wig yi = A" Wiz zi = A3"Wis
0.707 0.408
A =18 Wi = ( 0 j A2=10.67 Wy = (—0.816)
-0.707 0.408
x, =18Y2 0.707 =3 y, = 10.67Y2 0.408 = 1.333
X, =182 0 =0 y, = 10.67Y2 -0.816 = -2.667

X3 = 18Y2-0.707 =-3 y; = 10.67"2 0.408 = 1.333



