[bookmark: _GoBack]data_pristine

_audit_update_record
;
2017-10-12 # Formatted by publCIF

;

# publcif _publ_body_element loop start
loop_
_publ_body_element
_publ_body_title
_publ_body_contents

 section 
;
Introduction
; 
;

;
 section 
;
Experimental
; 
;

;
 subsection 
;
Synthesis and crystallization
; 
;

;
 subsection 
;
Refinement
;
;
Crystal data, data collection and structure refinement details are summarized
in Table 1.
;

 section 
;
Results and discussion
; 
;

;
# publcif _publ_body_element loop end

_pd_proc_number_of_points   6327
_space_group_crystal_system	hexagonal
_symmetry_space_group_name_hall   '6c 2c'
_diffrn_radiation_probe  x-ray
_diffrn_radiation_type   'CuK\a'
_diffrn_measurement_device_type   'AXS-Bruker D8 Advance'
_pd_instr_geometry Debye-Scherrer

_pd_spec_mounting   capillary
_pd_meas_scan_method   step
_pd_spec_mount_mode   transmission
_pd_char_colour   white
_cell_measurement_temperature   303(1)
_diffrn_ambient_temperature  303(1)
_pd_char_particle_morphology   'fibers'
_chemical_name_systematic
;
Potassium Calcium Tecto-alumosilicate Hydrate *
;

_chemical_formula_sum
'K2.00 Mg0.26 Ca2.03 Na1.98 O106.75 Al8.00 Si28.00'

_chemical_formula_analytical
'Na0.7(1) K2.5(1) Mg0.3(1) Ca2.0(2) Al8.2(1) Si27.8(1) O71.8(2) (H2O)35.9'

_chemical_name_mineral 'Erionite-K Nevada'
_chemical_compound_source 'Lander County, Nevada, USA'
_cell_formula_units_Z	1
_cell_length_a  13.25602(40)
_cell_length_b  13.25602(40)
_cell_length_c  15.04731(46)
_cell_angle_alpha 90
_cell_angle_beta  90
_cell_angle_gamma 120
_cell_volume 2289.90(15)
_symmetry_space_group_name_H-M P63/mmc
loop_
_symmetry_equiv_pos_as_xyz
	'-x, -x+y, -z'
	'-x, -x+y, z+1/2'
	'-x, -y, -z'
	'-x, -y, z+1/2'
	'-x+y, -x, -z+1/2'
	'-x+y, -x, z'
	'-x+y, y, -z+1/2'
	'-x+y, y, z'
	'-y, -x, -z+1/2'
	'-y, -x, z'
	'-y, x-y, -z+1/2'
	'-y, x-y, z'
	'y, -x+y, -z'
	'y, -x+y, z+1/2'
	'y, x, -z'
	'y, x, z+1/2'
	'x-y, -y, -z'
	'x-y, -y, z+1/2'
	'x-y, x, -z'
	'x-y, x, z+1/2'
	'x, y, -z+1/2'
	'x, y, z'
	'x, x-y, -z+1/2'
	'x, x-y, z'
loop_
_atom_site_label
_atom_site_type_symbol
_atom_site_symmetry_multiplicity
_atom_site_fract_x
_atom_site_fract_y
_atom_site_fract_z
_atom_site_occupancy
_atom_site_B_iso_or_equiv
T1S Si  24 0.23253(28) -0.00032(42) 0.10535(12) 0.800 0.951(44)
T1A Al  24 0.23253(28) -0.00032(42) 0.10535(12) 0.200 0.951(44)
T2S Si  12 0.09545(32) 0.42728(37) 0.25 0.751 0.951(44)
T2A Al  12 0.09545(32) 0.42728(37) 0.25 0.249 0.951(44)
O1 O  24 0.34704(43) 0.02418(42) 0.66099(37) 1 0.903(99)
O2 O  12 0.09948(31) 0.19897(61) 0.12668(44) 1 0.903(99)
O3 O  12 0.12518(31) 0.25037(62) 0.63759(56) 1 1.98(16)
O4 O  12 0.26512(43) 0 0 1 0.903(99)
O5 O   6 0.23324(48) 0.46648(95) 0.25 1 1.98(16)
O6 O   6 0.45775(51) 0.9155(10) 0.25 1 1.98(16)
Ca1a Mg   4 0.3333333 0.6666667 0.9232(20) 0.065(0) 10.69(82)
Ca1b Ca   4 0.3333333 0.6666667 0.9232(20) 0.019(0) 10.69(82)
Ca1c Na   4 0.3333333 0.6666667 0.9232(20) 0.496(24) 10.69(82)
Ca2 Ca   4 0.3333333 0.6666667 0.0858(21) 0.235(11) 10.69(82)
Ca3 Ca   4 0.3333333 0.6666667 0.6896(16) 0.254(8) 10.69(82)
K1 K   2 0 0 0.25 1 2.42(19)
O7 O   6 0.23608(86) 0.4722(17) 0.75 0.841(15) 5.47(21)
O8 O  12 0.2582(13) 0.5164(26) 0.0363(24) 0.399(12) 10.94(42)
O9 O  12 0.4879(25) 0.9759(50) 0.9490(42) 0.336(27) 10.94(42)
O10 O  12 0.43538(82) 0.8708(16) 0.6736(11) 0.660(13) 10.94(42)
O11 O  12 0.2577(18) 0.5154(35) 0.5883(20) 0.412(18) 10.94(42)
O12 O  12 0.4300(11) 0.8600(22) 0.0032(13) 0.671(18) 10.94(42)


_pd_proc_ls_profile_function      'FPA (Cheary & Coelho, 1992)'        
_pd_proc_ls_background_function   'Chebychev polynomial'
_pd_proc_ls_pref_orient_corr               
;
Preferred Orientation Spherical Harmonics 
      Order                                   8
      y00                                     1
      y20                                     0.054(7)
      y40                                    -0.184(9)
      y60                                     0.014(1)
      y66p                                   -0.025(7)
      y80                                    -0.051(14)
      y86p                                    0.040(9)
;

_pd_proc_ls_prof_R_factor         1.49        
_pd_proc_ls_prof_wR_factor        2.04        
_pd_proc_ls_prof_wR_expected      0.61        
_refine_ls_R_I_factor             0.23

_refine_special_details
;
Fundamental Parameters Approach with full axial approximation. 
;

_refine_ls_matrix_type            full      
_refine_ls_weighting_scheme   calc
_refine_ls_weighting_details      '1/[Y~i~]'
_refine_ls_hydrogen_treatment   noref        
_refine_ls_extinction_method      none          
_refine_ls_number_parameters      107        
_refine_ls_number_restraints      0        
_refine_ls_number_constraints     0        

_refine_ls_goodness_of_fit_all    3.36        
_refine_ls_shift/su_max           0.01        

_pd_proc_2theta_range_min         6.00        
_pd_proc_2theta_range_max         145.01        
_pd_proc_2theta_range_inc         0.022        

loop_  
_pd_proc_wavelength               
1.540596
1.541058
1.544410
1.544721
1.534753

#CuK\a~1a~   1.540596
#CuK\a~1b~   1.541058
#CuK\a~2a~   1.544410
#CuK\a~2b~   1.544721
#satellites  1.534753     

_computing_data_collection        'XRD Commander (Bruker AXS, 2004)'        
_computing_structure_refinement   'Topas 4.2 (Bruker AXS, 2009)'      
_computing_molecular_graphics     'ORTEP-3 (Farrugia, 1997)'


data_FeCl2

_pd_proc_number_of_points   6327
_space_group_crystal_system	hexagonal
_symmetry_space_group_name_hall   '6c 2c'
_diffrn_radiation_probe  x-ray
_diffrn_radiation_type   'CuK\a'
_diffrn_measurement_device_type   'AXS-Bruker D8 Advance'
_pd_instr_geometry Debye-Scherrer

_pd_spec_mounting   capillary
_pd_meas_scan_method   step
_pd_spec_mount_mode   transmission
_pd_char_colour   white
_cell_measurement_temperature   303(1)
_diffrn_ambient_temperature  303(1)
_pd_char_particle_morphology   'fibers'
_chemical_name_systematic
;
Potassium Calcium Sodium Tecto-alumosilicate Hydrate *
;

_chemical_formula_sum
'K2.00 Mg0.21 Ca1.95 Fe0.51 Na1.34 O106.14 Al8.00 Si28.00'

_chemical_formula_analytical
'Na0.5(1) K2.4(1) Mg0.2(1) Ca2.0(2) Al8.2(1) Si27.8(1) O72.0(2) (H2O)36.2'

_chemical_name_mineral 'Erionite Nevada FeCl2'
_chemical_compound_source 'Lander County, Nevada, USA'
_cell_formula_units_Z	1
_cell_length_a  13.26271(41)
_cell_length_b  13.26271(41)
_cell_length_c  15.04093(47)
_cell_angle_alpha 90
_cell_angle_beta  90
_cell_angle_gamma 120
_cell_volume 2291.24(16)
_symmetry_space_group_name_H-M P63/mmc
loop_
_symmetry_equiv_pos_as_xyz
	'-x, -x+y, -z'
	'-x, -x+y, z+1/2'
	'-x, -y, -z'
	'-x, -y, z+1/2'
	'-x+y, -x, -z+1/2'
	'-x+y, -x, z'
	'-x+y, y, -z+1/2'
	'-x+y, y, z'
	'-y, -x, -z+1/2'
	'-y, -x, z'
	'-y, x-y, -z+1/2'
	'-y, x-y, z'
	'y, -x+y, -z'
	'y, -x+y, z+1/2'
	'y, x, -z'
	'y, x, z+1/2'
	'x-y, -y, -z'
	'x-y, -y, z+1/2'
	'x-y, x, -z'
	'x-y, x, z+1/2'
	'x, y, -z+1/2'
	'x, y, z'
	'x, x-y, -z+1/2'
	'x, x-y, z'
loop_
_atom_site_label
_atom_site_type_symbol
_atom_site_symmetry_multiplicity
_atom_site_fract_x
_atom_site_fract_y
_atom_site_fract_z
_atom_site_occupancy
_atom_site_B_iso_or_equiv
T1S Si  24 0.23227(30) -0.00009(45) 0.10553(12) 0.800 0.981(47)
T1A Al  24 0.23227(30) -0.00009(45) 0.10553(12) 0.200 0.981(47)
T2S Si  12 0.09495(33) 0.42670(40) 0.25 0.751 0.981(47)
T2A Al  12 0.09495(33) 0.42670(40) 0.25 0.249 0.981(47)
O1 O  24 0.34627(45) 0.02365(45) 0.66096(38) 1 0.86(10)
O2 O  12 0.09958(32) 0.19916(64) 0.12599(44) 1 0.86(10)
O3 O  12 0.12456(33) 0.24911(66) 0.63825(56) 1 2.27(17)
O4 O  12 0.26427(44) 0 0 1 0.86(10)
O5 O   6 0.23279(52) 0.4656(10) 0.25 1 2.27(17)
O6 O   6 0.45864(56) 0.9173(11) 0.25 1 2.27(17)
Ca1 Mg   4 0.3333333 0.6666667 0.9264(19) 0.053(27) 12.36(95)
Ca1 Ca   4 0.3333333 0.6666667 0.9264(19) 0.160(27) 12.36(95)
Ca1 Na   4 0.3333333 0.6666667 0.9264(19) 0.334(27) 12.36(95)
Ca2 Ca   4 0.3333333 0.6666667 0.0825(23) 0.240(12) 12.36(95)
Ca3a Ca   4 0.3333333 0.6666667 0.6914(19) 0.087(1) 12.36(95)
Ca3b Fe   4 0.3333333 0.6666667 0.6914(19) 0.128(1) 12.36(95)
K1 K   2 0 0 0.25 1 2.40(20)
O7 O   6 0.23693(92) 0.4739(18) 0.75 0.846(16) 5.14(21)
O8 O  12 0.2553(13) 0.5106(25) 0.0355(21) 0.415(12) 10.28(42)
O9 O  12 0.4902(27) 0.9805(55) 0.9473(25) 0.313(14) 10.28(42)
O10 O  12 0.43466(84) 0.8693(17) 0.6733(11) 0.639(13) 10.28(42)
O11 O  12 0.2574(19) 0.5148(38) 0.5878(20) 0.395(18) 10.28(42)
O12 O  12 0.4299(10) 0.8598(21) 0.0022(14) 0.661(16) 10.28(42)

_pd_proc_ls_profile_function      'FPA (Cheary & Coelho, 1992)'        
_pd_proc_ls_background_function   'Chebychev polynomial'
_pd_proc_ls_pref_orient_corr               
;
Preferred Orientation Spherical Harmonics 
      Order                                   8
      y00                                     1
      y20                                    -0.007(7)
      y40                                    -0.216(9)
      y60                                     0.014(1)
      y66p                                   -0.023(7)
      y80                                    -0.074(15)
      y86p                                    0.024(10)
;

_pd_proc_ls_prof_R_factor         0.97        
_pd_proc_ls_prof_wR_factor        1.40        
_pd_proc_ls_prof_wR_expected      0.40        
_refine_ls_R_I_factor             0.14

_refine_special_details
;
Fundamental Parameters Approach with full axial approximation. 
;

_refine_ls_matrix_type            full      
_refine_ls_weighting_scheme   calc
_refine_ls_weighting_details      '1/[Y~i~]'
_refine_ls_hydrogen_treatment   noref        
_refine_ls_extinction_method      none          
_refine_ls_number_parameters      107        
_refine_ls_number_restraints      0        
_refine_ls_number_constraints     0        

_refine_ls_goodness_of_fit_all    3.58        
_refine_ls_shift/su_max           0.01        

_pd_proc_2theta_range_min         6.00        
_pd_proc_2theta_range_max         145.01        
_pd_proc_2theta_range_inc         0.022        

loop_  
_pd_proc_wavelength               
1.540596
1.541058
1.544410
1.544721
1.534753

#CuK\a~1a~   1.540596
#CuK\a~1b~   1.541058
#CuK\a~2a~   1.544410
#CuK\a~2b~   1.544721
#satellites  1.534753     

_computing_data_collection        'XRD Commander (Bruker AXS, 2004)'        
_computing_structure_refinement   'Topas 4.2 (Bruker AXS, 2009)'      
_computing_molecular_graphics     'ORTEP-3 (Farrugia, 1997)'
loop_
_publcif_info_cif.paper_type
 ?


