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IPUJIOXEHUE K CTATBE M. E. MAIIHEBA 1 B. C. PYCAKOBA
“CO3JIAHUE CJIOXKHBIX MHOTOKOMIIOHEHTHBIX MOJIEJIEN
MECCBAYDPOBCKUX CIIEKTPOB HA IPUMEPE UCCJIEJOBAHUS
CBEPXTOHKUX B3ANMOJIENCTBUM B KBABUBMHAPHBIX CILJIABAX
CO CTPYKTYPOM ®A3 JIABECA”
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JocTynHble 3Ha4eHUST KOJa pa3MepHOCTH Mapa-
MeTpoB 13 Tabymiel dimensions B SpectrRelax:

dimensions.S — miomaak NapUuajibHOrO CIIeKTpa,
dimensions.d — cABUT MapLMAIbHOIO CIIEKTPA,

dimensions.€ — KBaApyIoJIbHOE CMeIlcHUE Mapliu-
aJIbHOT'O CIIEKTpa,

dimensions.H — 3HaueHMsI CBEPXTOHKOTO MAarHUTHO-
IO T10JIs,

dimensions.I” — mmpuHa CIIeKTpaJbHOI JIUHUH.

Texkct momenu “Laves” Ha sI3bIKe TIPOrPaMMUPO-
BaHus# Lua:

local D2R = 1t/180
return {
name = 'Laves’,
parameters = {
{name ="I', min = 0, initial = 1},
{name = 2I/1I', min = 0, initial = 1 },
{name = "3I/1I', min = 0, initial = 1 },
{name = '41/1I', min = 0, initial =1 },
{name = "Iz/Ii', min = 0, max = 4/3, initial = 2/3,
var = false },
{name ="Is/I:", min =0, initial = 1/3, var = false },
{ name = '0', dim = dimensions.d },
{ name = "e2qQ’, dim = dimensions.€ },
{name ="¢'},
{name ="0"},
{ name = "His', initial = 200, dim = dimensions.H },
{name ='Han'},
{name ="T"', min = 0.1, max = 5, initial = 0.21 },
{name = T>/T1', min = 0.01, initial = 1, var = false },
{name = 'T3/I"1", min = 0.01, initial = 1, var = false },
{name ="'0o/, min = 0, max = 1, initial =0} },
area="T,
distribution = { 'd', 'e2qQ’, 'His' }, — ykazaHue mapa-
METPOB, pacnpeie/ieHUsI KOTOPhIX MOXKHO BOCCTa-
HaBJIMBATh

initialize = function (isotope)
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local PV_sextet = createModel(“PseudoVoigt sex-
tet”, isotope) — MCIIOJIb30BaHUE CYILIECTBYIOIICH B
SpectrRelax momenmu 3eeMaHOBCKOIO CeKCTeTa C
dopmoii pe3oHaHCHBIX TMHUI PseudoVoigt
local IsotopeData = getlsotopeData(isotope)
local K+ =1/ (IsotopeData.g_ex * IsotopeData.M)
return function (N, R, v, S, S2S!, S3S! S4S! S,S;,
S3Su, 8, eZqQ, Q, 9, His, Han, Fl, 1“21“1, 1“31“1, OL)
local sing@, cos@, sinf, cos® = sin(@*D2R),
cos(¢*D2R), sin(0*D2R), cos(6*D2R)
local sin2¢, sin20, sin’0 = sin@ * cos@ * 2, sinf *
cos0 * 2, sinB*sinO
local Fa = {
sin?0*sin2¢ + sin26*cos@ + sin26*sing,
sin?0*sin2¢ - sin20*cos@ - sin20*sinQ,
-sin?0*sin2¢@ - sin20*cos@ + sin26*sing,
-sin?0*sin2¢ + sin20*cos - sin26*sing, }
local S'=S /(1 + S2S* + S3S! + S*S') — BrIuUCTC-
HUE TUIOIIAIN TIEPBOTO M3 YETHIPEX CEKCTETOB
local aan = Han/His
local Hn, g, a,,a-={}, {}, {}, {}
fori=1,4do
local Fs = 1 + Fa[i]*aan*2 + (Fa[i] + 2)*aan*aan
local cos?o. = 1/3 * (1 + (Fali] + 2*(Fa[i] + 2)*aan +
(3*Fali] + 2)*aan*aan) / Fs)
local sin*a. = 1 - cos?Q
gli] = e?qQ*(cos?a*3 - 1)*0.125
Hn[i] = His*sqrt(Fs)
local ax =e2qQ * e2qQ * K+ / Hn[i] *sin?0t*3 / 16
a,[i] = ax * (cos?o + 0.125*sin%xt)
a-[i] = ax * (cos?a. - 0.125*sin?) end
PV sextet(N, R, v, S', S2S1, SsSu, 9, €[1], Hn[1], a,[1],
a—[l], Fl, 1“21"1, 1“31“1, 1, 1, 1, 0()
PV _sextet(N, R, v, S'*S2S!, S»S1, SsS1, 9, €[2], Hn[2],
a,[2],a-[2], Ty, Il T, 1, 1, 1, o)
PV sextet(N, R, v, S"*S3S!, S,S1, SsS1, 9, €[3], Hn[3],
a+[3], a—[3], Fl, 1"21“1, F3F1, 1,1, 1, OC)
PV sextet(N, R, v, S"*S*S!, S,S1, SsS1, 9, €[4], Hn[4],
a+[4], 37[4], Fl, FzFl, F;D, 1, 1,1, OL) end
end }





