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data_ K-feldsparl6

# 5. CHEMICAL DATA

_chemical _name_systematic

3 ?
_chemical_name_common ?
_chemical_formula_moiety ?
_chemical_formula_structural ?
_chemical_formula_analytical ?
_chemical_formula_iupac ?
_chemical_formula_sum "All KO.8 Na0.2 08 Si3-
_chemical_formula_weight 275.1
_chemical_melting point ?
_chemical_compound_source ?
_chemical_absolute_configuration

# 6. CRYSTAL DATA

_symmetry_cell_setting triclinic
_symmetry_space_group_name_H-M "C-1*
_symmetry_space_group_name_Hall -C

loop

_symmetry_equiv_pos_as Xyz

"X,y,z"

"-X,-y,-z"

"x+1/2,y+1/2,z*"

"-x+1/2,-y+1/2,-z"

_cell_length_a 8.598(2)
_cell_length_ b 12.970(3)
_cell_length_c 7.2000(10)
_cell_angle_alpha 90.029(7)
_cell_angle_beta 116.137(5)
_cell_angle_gamma 89.498(8)
_cell_volume 720.8(3)
_cell_formula_units Z 4
_cell_measurement_reflns_used ?

_cell_measurement_theta min ?



_cell_measurement_theta max ?
_cell_measurement_temperature ?
_cell_special _details
- 2
_exptl_crystal _density diffrn 2.5344
_exptl_crystal _density meas ?
_exptl_crystal _density method ?
_exptl_crystal _F 000 547
_exptl_absorpt_coefficient _mu 1.267
_exptl_crystal _description ?
_exptl_crystal_size max ?
_exptl_crystal_size mid ?
_exptl_crystal_size _min ?
_exptl_crystal_size rad ?
_exptl_crystal _colour ?
_exptl_absorpt_correction_type ?
_exptl_absorpt_process _details ?
_exptl_absorpt_correction_T _min ?
_exptl_absorpt_correction_T_max ?
# 7. EXPERIMENTAL DATA
_exptl_special_details ?
_diffrn_ambient_temperature 293
_diffrn_radiation_type "Mo K\a*
_diffrn_radiation_source *X-ray tube-
_diffrn_radiation_wavelength 0.71069
_diffrn_radiation_monochromator ?
_diffrn_measurement_device ?
_diffrn_measurement_device_type ?
_diffrn_detector_area_resol_mean ?
_diffrn_measurement_method ?
_diffrn_reflns_number 7035
_diffrn_reflns_theta min 3.45
_diffrn_reflns_theta max 32.57
_diffrn_reflns_theta full 14.72
_diffrn_measured_fraction_theta max
_diffrn_measured_fraction_theta full 0.39
_diffrn_reflns_av_R_equivalents ?
_diffrn_reflns_av_sigmal/netl 0.012
_diffrn_reflns_limit_h_min -12
_diffrn_reflns_limit_h_max 11
_diffrn_reflns_limit _k min -18
_diffrn_reflns_limit_k max 18
_diffrn_reflns_limit_1 min -10
_diffrn_reflns_limit I _max 10
_diffrn_reflns_reduction_process ?

?

_diffrn_standards_number



_diffrn_standards_interval_count ?

_diffrn_standards_interval_time ?
_diffrn_standards_decay_ % ?
loop
_diffrn_standard_refln_index_h
_diffrn_standard_reflIn_index_k
_diffrn_standard_reflIn_index_I

??7?
# 8. REFINEMENT DATA
_refine_special _details
- 2
_reflns_number_total 7035
_reflIns_number_gt 6553
_reflns_threshold_expression "I>3\s(1)*
_refine_Is_structure_factor_coef ?
_refine_Is R factor_gt 0.0346
_refine_Is wR_factor_gt 0.0505
_refine_Is R factor_all 0.0369
_refine_Is wR_factor_ref 0.0509
_refine_Is goodness of fit ref 3.26
_refine_Is _goodness_of fit gt 3.36
_refine_Is restrained S gt ?
_refine_Is restrained_S all ?
_refine_Is _number_reflns 7035
_refine_Is _number_parameters 238
_refine_Is number_restraints 0
_refine_Is _number_constraints 9
_refine_Is_weighting_scheme sigma
_refine_Is weighting_details "w=1/(\s"2~(F)+0.0001F"2™M) "
_refine_Is _hydrogen_treatment ?
_refine_Is_shift/su_max 0.0114
_refine_Is_shift/su_mean 0.0018
_refine_diff_density max ?
_refine_diff_density min ?
_refine_Is_extinction_method "none”
_refine_Is_extinction_coef ?
_refine_Is _abs structure_details ?
_refine_Is _abs structure_Flack ?
_refine_Is_abs structure_Rogers ?

loop

_atom_type_symbol

_atom_type_scat_dispersion_real
_atom_type_scat_dispersion_imag

_atom_type_scat_source

K 0.201 0.249

"International Tables Vol C tables 4.2.6.8 and 6.1.1.1"
Na 0.036 0.025

"International Tables Vol C tables 4.2.6.8 and 6.1.1.1"



Al 0.064 0.051
"International Tables Vol C tables 4.2.6.8 and 6.1.1.1°"
Si 0.082 0.070
"International Tables Vol C tables 4.2.6.8 and 6.1.1.1°
0 0.011 0.006
"International Tables Vol C tables 4.2.6.8 and 6.1.1.1°

_computing_data collection
_computing_cell_refinement
_computlng_data_reductlon
_computing_structure_solution
_computing_structure_refinement
_computing_molecular_graphics
_computing_publication_material

NN N ) ) )N

# 9. ATOMIC COORDINATES AND DISPLACEMENT PARAMETERS

loop

_atom_site_label

_atom_site_type_ symbol

_atom_site fract x

_atom_site fract y

_atom_site fract z

_atom_site_adp_type

_atom_site U _iso_or_equiv

_atom_site_symmetry multiplicity

_atom_site_occupancy

_atom_site _calc_flag

_atom_site_refinement_flags

_atom_site _disorder_assembly

_atom_site _disorder_group
0lo O 0.0003(2) 0.14436(16) -0.0035(3) Uani 0.0228(7) 4 1 d .
020 0 0.6372(2) 0.00134(15) 0.2828(3) Uani 0.0224(6) 4 1 d .
0310 O 0.8251(2) 0.14665(17) 0.2247(3) Uani 0.0265(7) 4 1 d .
0410 O 0.0347(2) 0.31360(16) 0.2564(2) Uani 0.0213(6) 4 1 d .
0510 O 0.1824(2) 0.12494(16) 0.4075(2) Uani 0.0219(6) 4 1 d
Klo K 0.28471(8) -0.00163(6) 0.13885(9) Uani 0.0279(3) 4 0. 864(10)

Allo Al 0.00944(8) 0.18527(6) 0.22282(9) Uani 0.0120(2) 4 1 d .
Si30 Si 0.70951(8) 0.11834(5) 0.34279(9) Uani 0.0140(2) 4 1 d . .
Nalo Na 0.28471(8) -0.00163(6) 0.13885(29) Uani 0.0279(3) 4 0.136(10)

0320

0 0.8269(3) -0-14570(18) 0.2288(3) Uani 0.0277(7) 4 1 d .
0420 O 0.5359(2) 0-.19014(16) 0.2623(3) Uani 0.0217(6) 4 1 d .
0520 0 0.8207(2) 0.12480(15) 0.5916(2) Uani 0.0218(6) 4 1 d . . .
Si20 Si 1.00931(8) -0.18343(5) 0.22566(9) Uani 0.0154(2) 4 1 d .
Si4o Si 0.29174(8) 0.11705(5) 0.65579(9) Uani 0.0140(2) 4 1 d .
loop

_atom_site_aniso_label
_atom_site_aniso_type symbol
_atom_site _aniso_U 11
_atom_site _aniso_U 22
_atom_site _aniso_U 33



_atom_site _aniso_U 12

_atom_site_aniso_U 13

_atom_site_aniso_U 23

0lo O 0.0261(9) 0.0206(11) 0.0216(8) 0.0012(7) 0.0103(7) 0.0007(6)

020 0 0.0238(9) 0.0122(10) 0.0238(8) -0.0014(7) 0.0037(7) -0.0015(6)
0310 O 0.0244(9) 0.0330(13) 0.0262(9) -0.0050(8) 0.0149(7) -0.0011(7)
0410 O 0.0203(8) 0.0181(10) 0.0226(8) -0.0015(7) 0.0067(6) -0.0021(6)
0510 O 0.0248(9) 0.0221(11) 0.0134(7) -0.0001(7) 0.0034(6) 0.0006(6)
Klo K 0.0187(4) 0.0337(5) 0.0272(4) 0.0005(3) 0.0064(2) 0.0002(2)

Allo Al 0.0130(3) 0.0128(4) 0.0098(3) -0.0029(2) 0.0046(2) -0.0021(2)
Si30 Si 0.0151(3) 0.0123(3) 0.0136(3) -0.0006(2) 0.0052(2) -0.00053(19)
Nalo Na 0.0187(4) 0.0337(5) 0.0272(4) 0.0005(3) 0.0064(2) 0.0002(2)
0320 0 0.0245(9) 0.0357(14) 0.0279(9) 0.0037(8) 0.0163(7) -0.0019(7)
0420 O 0.0204(8) 0.0197(10) 0.0232(8) 0.0017(7) 0.0079(6) 0.0022(6)
0520 0 0.0254(9) 0.0195(11) 0.0142(7) -0.0023(7) 0.0029(6) -0.0006(6)
Si20 0.0162(3) 0.0158(4) 0.0135(3) 0.0018(2) 0.0061(2) 0.0008(2)
Si4do 0.0147(3) 0.0117(3) 0.0145(3) -0.0005(2) 0.0053(2) -0.00101(19)

eeololoNoNoNoNe)
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# 10. MOLECULAR GEOMETRY

loop
_geom_bond_atom_site label 1
_geom_bond_atom_site label 2
_geom_bond_site symmetry 1
_geom_bond_site symmetry 2
_geom_bond_distance

_geom_bond_publ_flag
?227?27?22?27?

loop
_geom_angle_atom_site_ label 1
_geom_angle_atom_site_ label 2
_geom_angle_atom_site label 3
_geom_angle_site_symmetry_ 1
_geom_angle_site_symmetry 2
_geom_angle_site_symmetry_ 3
_geom_angle
_geom_angle_publ_flag
?22?2222?22?27?

loop

_geom_torsion_atom _site_label 1
_geom_torsion_atom _site label 2
_geom_torsion_atom _site_ label 3
_geom_torsion_atom _site_label 4
_geom_torsion_site _symmetry 1
_geom_torsion_site _symmetry 2
_geom_torsion_site_symmetry 3
_geom_torsion_site _symmetry 4
_geom_torsion

_geom_torsion_publ_ flag
?222222?2?222?27?



loop

_geom_hbond_atom_site_ label D
_geom_hbond_atom_site_label H
_geom_hbond_atom_site label A

_geom_hbond_site_symmetry D
_geom_hbond_site_symmetry H
_geom_hbond_site_symmetry_ A

_geom_hbond_distance DH
_geom_hbond_distance HA
_geom_hbond_distance_ DA
_geom_hbond_angle_ DHA

_geom_hbond_publ_flag
?2222222?22°?27°?

# 11. STRUCTURE-FACTOR LIST

loop

_refln_index_h
_refln_index_k
_reflIn_index_1
_reflIn_F squared_calc
_reflIn_F _squared_meas

_refln_F _squared_sigma

_refln_observed

2
-4
4
-6
6
-8
8
-10
10
-11
9
-9
7
-7
5
-5
3
3
-3
3
-5
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551
14287
14287

2792

0]
12
748

323

266
750
1623
298
199
2669
2669
2669
2646
328

95
1571

728.
249.
-39
.74

82
304

_status

.59
.08
.08
.23
6682.
.32
.55
.81
1857.
.45
93.
.08
.64
.22
.81
.25
.04
.04
.04
.98
77
328.
.87
.80

60

79

17

77

63
19

579.
15702
14164

2729.
6189.

16
729.
1782
308

83.
246 .
722
1552
294
234
2434
2501.
2662
2356.
333
310

97
1500
706
231.

78
297

13

-90
.88

18
79

.12
.06

17

.20
.06

76
20

.02
.02
.82
.34
-95

72

.83

77

-40
.54
.44
-50
.04

20

.82
.03
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.81
.18
.47
.20
.22
.47
-99
-09
-39
.78
.61
.33
.91
-19
.76
-86
-60
211
.58
.76
.27
.57
.33
.28
.55
-30
.46
-88
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395
139
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1788
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15575

15575.
-09
1900.
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.58
99.
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.44
-00
-90
-45
800.
-50
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-43
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.52
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.03
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.37
-93
857.
132.
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-30

696

1717
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126
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-30
.83
.05
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.52
20125.
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-85
199.
.03
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2176
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-80
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.33
-09
-30
2363.
.47
-30
.08

13

23

17
72
17
61

64

60

19

77
19

75

25

60
29

17
73

27

= =
o~ ~

=
ONOPRP OO A~AOOINWO®

15

.28
-99
-85
.66
.84
.34
-90
.44
-96
.21
.44
.51
.48
.34
.88
.21
211
.44
.53
.75
.63
-30
.25
.35
.03
.26
.05
.65
.42
.73
-90
.82
.41
.82
.53
.17
.74
-98
.35
.08
.58
.16
-49
-56
.24
-39
.22
-09
-60
-60
.55
131.
141.
.08
-19
-40

62
64

O0OO0O00000D0D00D0D0D00D0D0O0OD0D0DO0DO0DO0DO0DO0DO0ODO0DO0DO0DO0DO0ODO0DO0DO0ODO0ODO0DO0DO0ODO0ODO0ODO0DODO0ODO0OODODOODODODODODOD0OOANDO



ejeololojooojooololojoolojlojolooloNeoolojoleoolololeooloNoolooloNeoolojolooololooloNolololoNoNooNe)

575.
575.
4900.
-85
-39
578.
.02
310.
-80
253.
253.
.05
-90
-85
-85
-85
-49
-49
340.
.53
604 .
.88
44 .
44 .
35.
335.
53.
182.
.84
227 .
.64
2491.
.41
3503.
5242.
.63
.63
.52
.03
.87
.23
.23
.70
.26
169.
48.
.52
.91
.26
.26
224
.92
896.
896.
.22
794 .

253
1205

147

40

42
635
979
979
979
407
407

1191

288

1444

227

1039

5242
5242
14801
5225
1069
671
671
910
1386

50
352
381
381

583

876

78
78
29
11
27

15
15

14
16
79
79
25
79
10
17
64
70

70
63

16
19

67

77
77

71

605
597
4568
244
1121
616
142

278

42
768
948

1120
1114
512
600

468.
-49
.35

1170
629

273.
47 .
.57
-36
.02
55.
.45
1408.
245 .
.94
.81
.48
-30
-85
.52
.31
-85
5358.
-98

47
35
343

189

214
2608
902
3639
5240
6030
5605
14810

1036

664 .
.82
.26

673
872

1443.

166.
.44
.34

47
50

397.
.83
-59

433
379

207 .
.81
.71
.84

592
863
814

956.
.37

885

-85
.84
.01
-85
.43
.33
.23
321.
32.
.54
254 .
-85
.92
.87
-89
.03
-98
-89

14
61

70

26

26
69

64

73
76

25

68

60
69

66

28

63

e %,
OR U0 N N

=

WOoOoOWWWN =
RPOoOOUCIOOUIONR_MORAWNNNNPPOOCOMOT,,OONONOOIOTWO D

ONNONWNNOOWWADMOWOON O

.07
.81
.42
.48
-98
.02
-86
.82
-00
.53
.67
.01
.05
.78
.43
.72
.32
.87
.79
.65
-85
.91
.63
.46
-80
.05
-19
.17
.72
-89
-96
.63
.46
-98
-38
.61
.46
.43
.24
.01
.76
.62
-30
.27
.84
-36
.71
.68
.05
.32
-95
.07
-99
.44
-29
.01

OO0OO0OO00000D0D000D0D00D0D0ODO0OD0DO0DO0DO0DO0DO0DO0ODO0DO0DO0DO0DO0OO0DO0DO0ODO0ODO0ODO0DO0ODO0ODO0ODODODO0ODO0OODODOO0ODOODODODOD0OOO0OO
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-3 -7
5 7
5 7
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7 7
7 7
-9 -7
9 7
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0O 8
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5 -9
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0 10
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2 -16 -3 4.35 10.19 2.26
2 -16 -3 5.31 7.59 2.68
0 16 3 12.47 14.22 2.26
0 -16 -3 12.47 16.01 2.53
0 -16 -3 15.21 26.59 3.39
0 16 3 15.21 20.09 2.23
2 16 3 38.85 36.49 2.68
1-17 -3 57.76 58.05 3.86
-1 17 3 57.76 57.31 3.09
1-17 -3 47 .33 53.95 3.12
1-17 -3 47 .33 51.32 3.63
-3 -17 4 25.53 42 .90 3.81
-3 -17 4 25.53 40.81 3.00
-3 -17 4 68.13 75.17 4.54
-1 -17 4 125.24 155.64 4.89
-1 -17 4 125.24 154.38 5.50
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-1 -17 4 102.64 144 .61 4.54
-4 -16 4 57.25 72.37 4.52
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4 16 -4 62.36 69.84 3.83
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2 16 -4 1138.72 1149 .52 13.73
-2 -16 4 1138.72 1125.89 13.58
0 -16 4 5.46 5.57 2.68
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0 -16 4 7.10 11.12 3.19
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0 -16 4 7.10 11.12 2.90
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5 15 -4 32.20 29.34 2.53
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-3 -15 4 325.05 275.74 6.02
-3 -15 4 325.05 302.26 7.05
-1 -15 4 532.30 519.68 9.09
-1 -15 4 532.30 502.32 8.35
1 15 -4 532.30 580.11 7.61
-1 -15 4 463.77 381.26 7.32
1 15 -4 463.77 445 .64 7.98
-1 15 -4 25.83 41.35 3.44
1-15 4 25.83 27.23 3.59
1-15 4 25.83 38.87 3.49
1-15 4 34.17 51.10 3.66
6 14 -4 25.82 27.80 2.55
6 14 -4 137.51 117.97 3.90
-4 -14 4 74.69 70.62 3.32
-4 -14 4 86.45 91.30 3.71
-4 -14 4 86.45 87.15 4.22
-4 -14 4 76.41 86.39 4.05
-4 -14 4 0.52 3.29 2.01
2 14 -4 491.02 463.45 7.83
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