t woPul seEcho_P2. nb

Get [" QUADRUPCLE" 1;

(*

One-di nensi onal two-pul se MQVAS of a spin | = 5/2,
3Q echo anplitude optinization with the second pul se,
Coherence pathway 0Q » 3Q » -1Q

Wl f ram Mat henmatica 5.0,

Aut hor: R. HAJJAR

*)

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

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

quadr upol eOr der = 2;

QCCMHz = 5; n=1;

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

apr = 0; Brr = 0; ¥er = 0;

(kmmmmmm e Paranmeters ---------- *)

startQOperator =12z,

wRFkHz = 100; (» RF pul se strength in kHz unit «)

spi nRat ekHz = 15;
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 =)
at = 0. 25; (» pul se duration increnent in mcrosecond unit =)

np=t2/7at; (x nunber increment of the second-pul se duration =)

(kmmmmm - Pul se sequence ----—----- *)
elementsl = {{2, 5}}; (* +3Q matrix elenments =)
detectelt = {{4, 3}}; (* central -transition matrix elenent of a spin 5/2 %)

fsimulation: = (
pul se[tl, wRFkHz]; (» first pulse x)
filterElt [el enentsl]; (* +3 Q coherence pathway sel ection =)

acqo;
For [p=1, psnp, p++, {
pul se[at, wRFkHz]; (* second pul se x)

acq[pl;
11
):
(x--- Execute, plot, and save simulation
in "twoPul seEcho_P2" file ——---ceoo-- *)

run;
tabgraph["t woPul seEcho_P2" 1;



t woPul seEcho_P2. nb

Rang t (us) intensity

0 0 0.

1 0. 25 -0. 000363950009
2 0.5 -0. 00499505708
3 0.75 -0. 01976461861
4 1. -0. 04467776548
5 1.25 -0. 07168289018
6 1.5 -0. 09013083809
7 1.75 -0. 09369702292
8 2. -0. 08290107093
9 2.25 -0. 06329618758
10 2.5 -0.0424713578
11 2.75 -0. 02735990692
12 3. -0. 02197197813
13 3.25 -0. 02636975038
14 3.5 -0. 03751587491
15 3.75 -0. 05096449132
16 4, -0. 06236774353
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