Determinando a distribuicdao dos anions ao redor da Ag

Analisando o espectro na borda k da Ag

1- Considerando um arranjo facial

Cl

Br
Cl

Arranjo dos dtomos de Br e Cl na primeira esfera considerando uma isomeria facial

o

* The following crystallographic data were used:
"
# title -
¥ space = Fm -3 m
¥ a = 5.66040 b = 5.66040 c = 5.66040
* alpha = 90.0 beta = 90.0 gamma = 90.0
* core = Ag edge = K
* atoms
# | elem x Y z tag occ
= AQ 0. 00000 0. 00000 0.00000 Aag 1. 00000
#  Br 0. 30000 0. 50000 0.50000 Br 1.00000
B o e e e e e e e e e e e e o o o e . e o e o o e e o o . e . e e o e o o e o e . e e e e e e e e o e
POTENTIALS
® ipot Zz element
0 7 Ag
1 47 Ag
2 35  Br
317l
ATOMS #* this Tist contains 33 atoms
® X y z ipot tag distance
0.00000  0.00000  0.00000 0_Ag 0. 00000
2.83020  0.00000  0.00000 2.83020
-2.83020  0.00000  0.00000 |2 2.83020
0.00000  2.83020  0.00000 |3 2.83020
0.00000 -2.83020  0.00000 |2 2.83020
0.00000  0.00000  2.83020 |3 2.83020
0.00000  0.00000 -2.83020 [2_Br_ 2.83020
2.83020  2.83020  0.00000 o 4.00251
-2.83020  2.83020  0.00000 1 Ag_1 4.00251
2.83020 -2.83020  0.00000 1 Ag_l 4.00251
-2.83020 -2.83020  0.00000 1 Ag_1 4.00251
2.83020  0.00000  2.83020 1 Ag_l 4.00251
-2.83020  0.00000  2.83020 1 Ag_1 4.00251
0.00000  2.83020  2.83020 1 Ag_l 4.00251
0.00000 -2.83020  2.83020 1 Ag_l 4.00251
2.83020  0.00000 -2.83020 1 Ag_l 4.00251
-2.83020  0.00000 -2.83020 1 Ag_l 4.00251
0.00000  2.83020 -2.83020 1 Ag_l 4.00251
0.00000 -2.83020 -2.83020 1 Ag_l 4.00251
2.83020  2.83020  2.83020 2 Br_2 4.90205
-2.83020  2.83020  2.83020 2 Br_2 4.90205
2.83020 -2.83020  2.83020 2 Br_2 4.90205
-2.83020 -2.83020  2.83020 2 Br_2 4.90205
2.83020  2.83020 -2.83020 2 Br_2 4.90205
-2.83020  2.83020 -2.83020 2 Br_2 4.90205
2.83020 -2.83020 -2.83020 2 Br_2 4.90205
-2.83020 -2.83020 -2.83020 2 Br_2 4.90205
5.66040  0.00000  0.00000 1 Ag_2 5. 66040
-5.66040  0.00000  0.00000 1 Ag_2 5. 66040
0. 00000 5.66040  0.00000 1 Ag_2 5. 66040
0.00000 -5.66040  0.00000 1 Ag_2 5. 66040
0.00000  0.00000 5.66040 1 Ag_2 5. 66040
0.00000  0.00000 -5.66040 1 Ag_2 5. 66040
END
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2- Considerando um arranjo meridional

Cl
Br

Br e Ag wm— (]
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Arranjo dos d4tomos de Br e Cl na primeira esfera considerando uma isomeria meridional

POTENTIALS
ipot Z element
0 47 Ag
1 47  Ag
2 35 Br
3 17 cl
ATOMS * this 1ist contains 33 atoms
# X y z ipot tag distance
0. 00000 0. 00000 0.00000 _O_ag 0. 00000
2.83020 0. 00000 0.00000 2 Br_1 2.83020
-2. 83020 0. 00000 0.00000 2 Br_1| 2.83020
0. 00000 2.83020 0.00000 2 Br_1 2.83020
0.00000 -2.83020 0.00000 §3 cl1_1 2.83020
0. 00000 0. 00000 2.83020 |3 c1_1 2.83020
0. 00000 0. 00000 -2.83020 p3.cl 2.83020
2.83020 2.83020 0.00000 1 Ag_1 4,00251
-2. 83020 2.83020 0.00000 1 Ag_1 4,00251
2.83020 -2.83020 0.00000 1 ag_1 4,00251
-2. 83020 -2.83020 0.00000 1 ag_1 4,00251
2.83020 0. 00000 2.83020 1 ag_1 4,00251
-2. 83020 0. 00000 2.83020 1 ag_1 4,00251
0.00000 2.83020 2.83020 1 Aag_1 4.00251
0. 00000 -2.83020 2.83020 1 ag_1 4,00251
2.83020 0. 00000 -2.83020 1 aAg_1 4,00251
-2. 83020 0. -2.83020 1 aAg_1 4,00251
0. 00000 2.83020 -2.83020 1 Ag_1 4,00251
0. 00000 -2.83020 -2.83020 1 Ag_l 4,00251
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Independent points = 15.802734375

Mumber of wvariables = 6.000000000

Chi-square = 1452 .488861382

Reduced Chi-sguare = 152.252300663

R-factor = 0.000116727

Measurement uncertainty (k) = 0.000060473

Measurement uncertainty (R) = 0.033406205

Number of data sets = 1.000000000

Guess parameters +/- uncertainties {initial guess):
enot = 0.4845650 +/- 3.0282620 (0.0000)
delrl 0.0353500 +/- 0.0111930 {0.0000)
551 = 0.0018840 +/- 0.0006220 (0.0030)
delr2 = -0.12425820 +/- 0.0177610 (0.0000)
=552 = 0.0012070 +f- 0.0004650 (0.0030)
F3 0.5132420 +/- 0.1275800 (0.5000)

Set parameters:
amp = 0.9

Resumo dos resultados do ajuste da primeira vizinhanca para o arranjo facial e meridional

Arranjo Enot r (A) Sigmaz (10'3) Deltar Fracdo
dos anions Br cl ssl ss2 Delrl Delr2 massica (x)
Facial 0.73 2.86 2,70 | 1.9840.60 1.194+0.47 | 0.036+0.011 | -0.123+0.018 | 0.51+0.13
Meridiano 0.48 2,86 2,70 1.88+0.62 1.21+0.46 0.035+0.011 | -0.124+0.018 | 0.51+0.12




Tratando os espectros na borda k da Ag e do Br simultaneamente

1- Considerando um arranjo facial

cl

POTENTIALS POTENTIALS
i pot 2 element ® ipot  z element
1 Qg 0 35  Br
2 35 BR 1 35 Br
3 17 A 2 47 Ag
ATOMS * this Tist contains 57 atoms ATOMS * this Tist contains 57 atoms
= x ¥ z ipot Tag distance X ¥ z ipot tag distance]
0. 00000 0. 00000 0. 00000 0 0. 00000 0.00000 0.00000 0.00000 _0 _Br 0.
2.B8725 0. 00000 0. 00000 2 2. 88725 2.88725 0. 00000 0. 00000 g 2.88725
-2.B8725 0.00000 0.00000§ 3 2. 88725 -2. 88725 0.00000 0.00000§ 2 2.B88725
0. 00000 2.88725 0.00000 § 2 2.88725 0. 00000 2.88725 0.00000§ 2 2.88725
0. 00000 -2. 88725 0.000004§ 3 2. 88725 0.00000 -2.88725 0.00000Q 2 2.B8725
0. 00000 0. 00000 2.88725( 3 2.88725 0. 00000 0. 00000 2.88725() 2 2.B8725
0. 00000 0. 00000 -2.88725 2.8B725 0. 00000 0. 00000 ~2.88725 L 2.B8725
2.88725  2.88725  0.00000 1 Ag 1 4.08319 2.88725 2.88725  0.00000 1 Br_1 4.08319
385723 286723 000000 I Agl 4108315 IR R S PR
. . . . . -2. . r. .
28872 hEETY 9-00090 14 408212 -2.88725 -2.88725  0.00000 1 Br_1 4.08319
_5 ge735 0. 00000 588725 1 Ag_l 4. 08319 2.88725 0.00000 2.88725 1 Br_1 4,08319
0. 00000 5. 88725 5 88725 1 A1 4.08219 -2. 88725 0.00000 2.88725 1 Br_1 4.08319
0. 00000 _2. 88725 2.88725 1 Ag 1 4.083190 0. 00000 2.88725 2.88725 1 Br_1 4.08319
2. BB725 0. 00000 -2.88725 1 Ag_1 4.08319 0.00000 -2.88725 2.88725 1 Br_1 4,.08319
_2.B88725 0.00000 -2.88725 1 Ag_1 4.08319 2.88725 0. 00000 -2.88725 1 Br_1 4.08319
0. 00000 2.88725 -2.88725 1 Ag 1 4,08319 -2. 88725 0. 00000 -2.88725 1 Br_1 4.08319
0.00000  -2.88725 -2.88725 1 Ag 1 4.08319 0.00000 2.88725 -2.88725 1 Br_1 4.08319
2. BB725 2. 88725 2.88725 2 Br_2 5. 00086 0.00000  -2.88725 -2.88725 1 Br_1 4.08319
-2.BB725 2. 88725 2.88725 2 Br_2 5. 00086 2. 88725 2. 88725 2.88725 2 Ag_2 5.00086
2.B8725 -2. 88725 2.88725 2 Br_2 5. 00086 -2.887235 2.88723 2.88725 2 Ag_ 2 5.00086
2. gg72C 2. 98720 2 _SR720 2 2 2 [ ataTat-T=1 2 _EBE872C 2 _E8725 2 _BE725 2 a0 2 S 00088
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2- Considerando um arranjo meridional

POTENTIALS POTENTIALS
® ipot Z element * ipot Z element
0 47 Ag 0 35 Br
Py i
r g
3 17 <l
ATOMS * this 1ist contains 57 atoms
ATOMS # this 1ist contains 57 atoms w x Y z ipot tag distance
= x y distance 0.00000  0.00000  0.00000 O EBr 0.
0. 0.00000 0. 0. 2.88725  0.00000  0.00000 2 Ag 1 2.88725
2.88725 0. 00000 0. 2.88725 -2.8B725 0. 00000 0.00000 2 ag_1 2.8B725
-2.88725 0. 00000 0. 2.88725 0. 00000 2.88725 0.00000 2 Ag_1 2.88725
0. 00000 2.BE&725 0. 2.88725 0. 00000 -2. 88725 0.00000 2 Ag_ 1 2. 88725
0.00000 -2.B8725 0. 2.88725 3-00000 3-00000 g-gggg 3 ggj %-gg;gg
. . . . . 00000 . 00000 =-2. q. .
8_00000000{,{, 8_°°°°°mm ,3_ §_§§§§§ 2.88725 2.88725  0.00000 1 Br_1 4.08319
-2.88725 2.88725  0.00000 1 Er_1 4.08319
2.88725 2. 88725 0.00000 4.08319
_ 2.88725 -2.88725  0.00000 1 Br_1 4,08319
2. 88725 2.88725 0.00000 1 Ag_L 4.08319
B -2.88725 -2.88725  0.00000 1 Br_1 4.08319
2.88725 2.88725 0.00000 1 Ag_1 4.08319
_3 88725  _2.88725 0100000 1 el 4.08319 2.88725  0.00000  2.88725 1 Br_1 4.08319
5 aa72s o > aaras 1 Ag_l 4 08310 -2.88725  0.00000  2.88725 1 Br_1 4.08319
. . 00000 . g .
0.00000  2.88725 2.88725 1 Br_1 4,08319
-2.88725  0.00000  2.88725 1 Ag_1 4.08319 0.00000 -2.88725  2.88725 1 Br_1 4.08319
0.00000  2.8872>  2.88725 1 Ag 1 4.08319 2.88725  0.00000 -2.88725 1 Br_1 4.08319
0.00000  -2.88725  2.88725 1 Ag 1 4.08319 -2.88725  0.00000 -2.88725 1 Br_1i 4.08319
2.88725 0.00000 -2.88725 1 Ag_1 4.08319 0.00000  2.88725 _2.88725 1 mr 1 408310
-2.88725  0.00000  -2.88725 1 Ag 1l 4.08319 0.00000 -2.88725 -2.88725 1 Br_1 4.08319
0.00000  2.88725 -2.88725 1 Ag 1 4.08319 2.88725  2.88725  2.B8725 2 Ag 2 5.00086
0.00000  -2.88725 -2.88725 1 Ag 1 4.08319 -2.88725 2.88725 2.88725 2 Ag 2 5.00086
2, 88725 2. B&725 2.88725 2 Br 2 5,00086 3 8g75% 3 88758 288733 3 an 3 5 0nnge




Independent points = 32.695312500

Humber of wvariables = 9.000000000
Chi-sguare = 10726.708177980
Reduced Chi-sguare = 452.693256440
R-factor = 0.000101022
Measurement uncertainty (k) = 0.000082258
Measurement uncertainty (R) = 0.045440538
HNumber of data sets = 2.000000000
Guess parameters +/- uncertainties {initial guess):
enot_Ag = 0.7340500 +f - 4.9613600 (0.0000)
delrl = -0.0200840 +/ - 0.0184400 (0.0000)
551 = 0.0016700 = 0.0008520 (0.0030)
enot_Br = 3.3626850 = 0.7024480 (0.0000)
delr2 = -0.1797630 +f - 0.0287640 (0.0000)
==22 = 0.0008700 +/ - 0.0007880 (0.0030)
delr3 = -0.0567180 = 0.0027450 (0.0000)
553 = 0.0048650 = 0.0000780 (0.0030)
x = 0.4934110 +f - 0.2164230 (0.5000)
Set parameters:
amp = 0.9
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Resumo dos resultados do ajuste
. 2 - 2 -3
Arranjo dos | Enot r (A) Sigma“ (107) Deltar X
anions Ag-Br | Ag-Cl | Ag-Br ssl ss2 ss3 Delrl Delr2 Delr3
Facial 0.73 | 2.86 | 2,70 | 2.83 | 1.68+0.95 0.83+£0.8 | 4.8+0.07 | -0.02+0.018 | -0.18+0.029 | -0.056+0.07 | 0.49+0.21
Meridiano | 0.73 | 2.86 | 2.70 | 2.83 | 1.67+0.95 | 0.87+0.78 | 4.8+0.07 | -0.02+0.018 | -0.17+0.028 | -0.056+0.002 | 0.49+0.21




