spam P3_- 3Qxx- X. nb

Get [" QUADRUPCLE" 1;

(*

One-di nensi onal SPAM MQVAS of a spin | = 5/2,

Three pul se sequence with x, x, and -x phases,

-3Q antiecho anplitude optim zation with the second-pul se duration,
Coherence pathway 0Q » -3Q-»> (1Q 0Q -10Q - -1Q

Wl fram Mat hematica 5.0,

Aut hor: R. HAJJAR

*)

(kmmmmm e Nucl eus -—----eeemoee *)
quadr upol eSpin =2.5;
| ar mor Fr equencyMhz = 208. 61889974; (x Al -27 with 800 MHz NWMR spectroneter x)

(k===== Quadrupol e interacti on ----x%)

quadr upol eOr der = 2;

QCCMHz = 5; n=-1;

(x--- Rotor Euler angles in PAS ---%)

apr = 0; Ber = 0; ¥er = 0;

(hmmmm e Paranmeters --—----—---- *)

startQOperator =12z,

wRFkHz = 90; (» strong RF pulse strength in kHz unit =)

wRF3kHz = 9. 3; (» weak RF pulse strength in kHz unit =)
spi nRat ekHz = 5;

powder Fil e ="repl00_si np";

nunber OF GanmaAngl es = 10;

tl=4; (» the first-pulse duration in mcrosecond unit =)
t2 =4; (» the second-pul se duration in nmicrosecond unit =)
t3=9; (» the third-pul se duration in mcrosecond unit =)
at = 0. 25; (* pul se duration increnent in mcrosecond unit =)

np=t3/7at; (x nunber increment of the third-pul se durations)

(LT ——— Pul se sequence ----—---- *)

el ementsl = {{5, 2}}; (» -3Q matrix el ement x)

coherence2 = {1, 0, -1}; (* *1 Q and 0 Q coherences =)

detectelt = {{4, 3}}; (* central -transition matrix elenent of a spin 5/2 %)

fsimulation: = (
pul se[tl, wRFkHz]; (» first pulse with x phase x)
filterElt [el enentsl]; (*» -3 Q coherence pat hway sel ection =)
pul se[t2, wRFkHz]; (» second pulse with x phase x)
filterCoh[coherence2]; (x *1Q and 0 Q coherence pat hway sel ection x)
acqo;

For [p=1, psnp, p++, {
pul se[at, -wRF3kHz]; (% third pulse with -x phase x)
store[2];
acq[pl;
recal |l [2];
L
):



spam P3_- 3Qxx- X. nb

(x--- Execute,
in "spam P3_-3xx-x" file

run;

pl ot,

tabgraph["spam P3_-3xx-x"1;

and save sinulation

t(us)

(* === -
Rang t (us) intensity
0 0 0. 06084622189
1 0. 25 0.0611737721
2 0.5 0. 06151784546
3 0.75 0. 06192677445
4 1. 0. 06240882934
5 1.25 0. 06294352878
6 1.5 0. 06349606485
7 1.75 0. 06402579168
8 2. 0. 06449353021
9 2.25 0. 06487437943
10 2.5 0. 0651711321
11 2.75 0. 06541430388
12 3. 0. 0656422931
13 3.25 0. 06587402109
14 3.5 0. 06609632214
15 3.75 0. 06627679576
16 4, 0. 06638981972
17 4.25 0. 0664319363
18 4.5 0. 06641442974
19 4.75 0. 06634432324
20 5. 0. 06621580646
21 5.25 0. 06602133421
22 5.5 0. 0657690034
23 5.75 0. 0654845556
24 6. 0. 06519220082
25 6. 25 0. 0648918987
26 6.5 0. 06455665824
27 6. 75 0. 06415500352
28 7. 0. 06367909054
29 7.25 0. 06315315328
30 7.5 0. 06261619026
31 7.75 0. 06209570198
32 8. 0. 06159307415
33 8. 25 0.06108716317
34 8.5 0. 0605472353
35 8.75 0. 05994521618
36 9. 0. 0592659267
Intensity (A.U.)
0.066
0.065
0.064
0.063
0.062
0.061
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