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Transformation from the spin operators s, (A), s, (B) defined in the molecular frame to

s defined in the local frames

the operators s -

A’

(A (cos(pl2) 0 sin/2))(5x,
sy(A) |= 0 1 0 Sy,
s7(A) —sin(p/2) 0 cos (p/2) 57,

(SL1)

sX(B) cos ((/)/2) 0 —sin((p/2) SX,
sy(B)|=| 0O 1 0 Sy,

sz(B)) sin(p/2) 0 cos(p/2) )| sz,

Relations between the pseudo-spin-1/2 operators 7, (i), Tz, (i) defined in the local frames

and the operators rf} (i), 75 (i), 7% (i), 5 (i) defined in the molecular frame

7, (0)=sin(p/2) 3 (i) + cos(p/2) 7 (i),

7, (i)=-sin(p/2) 3 (i)+cos(p/2) r; (i), (SL2)

Relations between the magnetic field components 7, (i) Tz, (i) defined in the local frames

and magnetic field components H ), H, defined in the molecular frame

Hy, = sin(p/2) Hy +cos(p/2) H, ,

Hy, =-sin(p/2) Hx +cos(p/2) Hz . (SL3)

Expressions for the components of the local g-tensors defined in the molecular frame
82, =877 =81 c0s*(p/2),  gxx = gxx =& sin’(p/2), (SL4)

A A B B .
8xz =8zx = 8xz =~ 8zx =%8|l Sln((”)-



