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General procedure

Unless specified, starting materials, reagents, and solvents were purchased from commercial
sources (J&K, Zhengzhou Alfa and Acros) and used without further purification. Powder X-ray
diffraction (PXRD) patterns were collected on a Rigaku Smart lab diffractometer with Cu Ka
radiation (A = 1.5418 A) at room temperature. The X-ray tube was operated at a voltage of 40
kV and a current of 15 mA. FT-IR spectra in the range 400-4000 cm™ were recorded on a
Nicolet Avatar 360 FT-IR spectrophotometer. Solution '"H NMR and *C NMR spectra were
recorded on a 400 MHz Bruker superconducting magnet high-field NMR spectrometer at room
temperature, with tetramethylsilane (TMS) as the internal standard. Chemical shifts (J) are
expressed in ppm relative to the residual solvent (e.g., chloroform 'H: 7.26 ppm, *C: 77.0 ppm)
reference. Coupling constants are expressed in hertz. All of the magnetic and conductivity data
were obtained using a physical property measurement system (PPMS, DynaCool, Quantum
Design Inc; all five coordination polymer samples were left in air for twelve or more hours
before testing). Thermogravimetric analyses (TGA) were carried out in a PerkinElmer thermal
analysis equipment (STA 6000) under O or N, with a heating rate of 10 <C per minute for O;
and 5 <C per minute for N2. The organic molecule HsDMBD was purchased from Jilin Chinese
Academy of Sciences - Yanshen Technology Co., Ltd (75 sk - B RN IR A ), and the
molecule Hidfdmt was prepared according to a recent work (Chem. Commun., 2020, 56, 3645-
3648).

Synthesis of Ni-dfdmt. Hsdfdmt (3.0 mg, 0.0113 mmol) and NiCl> 6H20 (3 mg, 0.0127
mol) was loaded into a glass tube (ID 6.0 mm, OD 8.0 mm). A DMF/H;0 (v/v 1.7, 1.6
mL) solvent mixture was then added and the tube was sealed with an oxyhydrogen
flame. The glass tube was placed in an oven at 140 <C for 48 hours and then naturally
cooled back to room temperature, affording the coordination network solid Ni-dfdmt as
a black powder. For product collection, the reaction mixtures from multiple tubes were
combined in a centrifuge tube for separating out the mother liquor, and for subsequent
washing by DMF (1.0 mL x 3), methanol (1.0 mL x 3) and acetone (1.0 mL x 3) and
then evacuated at room temperature (yield about 70% based on Hsdfdmt). The powder
product was immediately placed under a N2 atmosphere for storage. Elemental analysis
by atomic absorption spectroscopy (AAS) indicates a Ni content of 24.6% --cf 24.99%
in the formula Ni(CgF2S204)(H20)2(H20)s. By using CoCl,6H.O and a 1:1
NiCl2 6H20/CoC1, 6H.0 mixture respectively, the Co-dfdmt and CoNi-dfdmt samples
were similarly prepared and characterized, e.g., with AAS elemental analysis indicating
a 1:1 Co/Ni atomic ratio in CoNi-dfdmt, PXRD indicating the phase purity, and IR
spectra featuring the carboxylate stretch at about 1600 cm™ (Figure S1). The black
powder products were also immediately placed under a N2> atmosphere for storage.

Synthesis of Co-DMBD. HsDMBD (2.0 mg, 0.0087 mmol) and CoC1, 6H20 (3.0 mg,
0.0127 mmol) was loaded into a glass tube (ID 6.0 mm, OD 8.0 mm). A DMF/H20 (v/v
1:5, 1.2 mL) solvent mixture was then added and the tube was sealed with an
oxyhydrogen flame. The glass tube was placed in an oven at 140 <C for 48 hours and
then naturally cooled back to room temperature, affording the coordination network
solid Co-DMBD as a black powder. For product collection, the reaction mixtures from
multiple tubes were combined in a centrifuge tube for separating out the mother liquor,
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and for subsequent washing by DMF (1.0 mL x 3), methanol (1.0 mL x 3) and acetone
(1.0 mL x 3) and then evacuated at room temperature. Yield from a 10-tube set: 22.0
mg, 91 % based on CoC1, 6H20. The powder product was immediately placed under
a N2 atmosphere for storage. By using a molar 1:1 NiCl, 6H,0/CoC1, 6H20 mixture,
the CoNi-DMBD sample was similarly prepared and characterized: e.g., AAS
elemental analysis indicates an 1:1 Co/Ni atomic ratio --13.1% Co and 13.65% Ni, cf
13.04% Co and 12.99% Ni in the formula CoNi(CgH2S204)(H20)2(H20)4; PXRD
indicates the phase purity, and IR spectra feature the carboxylate stretch at about 1600

cm™ (Figure S6). The black powder product of CoNi-DMBD was also immediately
placed under a N2 atmosphere for storage.
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Figure S1. The IR spectra of a) Hadfdmt; b) Ni-dfdmt; ¢) Co-dfdmt; d) CoNi-dfdmt.
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Figure S2. Plots for two thermogravimetric analyses (TGA) of Ni-dfdmt, one under N,
the other under O». For the latter, the weight loss up to the inflection point at 230 <C
can be ascribed to water and other guests physisorbed in the channels. The
corresponding weight (89.0 %) afterward dropped all the way to 32.9 % at 900 <C. The
ratio 32.9/89.0 = 0.370, matches the NIiO (mw 74.5) content in the formula
(Ni2(CgF25204)(H20)2 (mw 416): 74.5 x 2/416 = 35.8%.

S4



NiO PDF #30-0863

Intensity (a.u.)

20 30 40 50 60 70 80 90
2 theta (degree)
Figure S3. The PXRD pattern of the residue of Ni-dfdmt after TGA in an O
atmosphere, indicating the formation of NiO.

Figure S5. SEM images of CoNi-dfdmt.
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Figure S6. The IR spectra of a) H{DMBD; b) Co-DMBD; c¢) CoNi-DMBD.
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The following is the cif data generated by MicroED studies on the powder sample of
Ni-dfdmt. The MicroED studies were conducted by ReadCrystal (H M & = Fmsm LY
FLEEH R A A, https:/lwww.readcrystal.com/).
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data_1_a
_audit_creation_date 2022-01-26

_audit_creation_method

Olex2 1.2

(compiled 2018.05.29 svn.r3508 for OlexSys, GUI svn.r5506)

_shelx_SHELXL_version_number '2018/3'
_audit_contact_author_address ?
_audit_contact_author_email ?

_audit_contact_author_name
_audit_contact_author_phone ?
_publ_contact_author_id_orcid ?

_publ_section_references

Bourhis, L.J., Dolomanov, 0.V., Gildea, R.J., Howard, J.A.K., Puschmann, H.

(2015). Acta Cryst. A71, 59-75.

Dolomanov, O.V., Bourhis, L.J., Gildea, R.J, Howard, J.A.K. & Puschmann, H.

(2009), J. Appl. Cryst. 42, 339-341.

Sheldrick, G.M. (2015). Acta Cryst. C71, 3-8.

_chemical_name_common ?
_chemical_name_systematic ?
_chemical_formula_moiety 'C8 F2 Ni2 06 S2'
_chemical_formula_sum 'C8 F2 Ni2 06 S2'
_chemical_formula_weight 411.60
_chemical_melting_point ?

loop_
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_atom_type_symbol

_atom_type_description

_atom_type_scat_dispersion_real
_atom_type_scat_dispersion_imag

_atom_type_scat_source

'C''C' 0.0000 0.0000 'International Tables Vol C Tables 4.3.1.1'
'F' 'F' 0.0000 0.0000 ‘International Tables Vol C Tables 4.3.1.1'
‘Ni' 'Ni' 0.0000 0.0000 'International Tables Vol C Tables 4.3.1.1'
'‘0"'0' 0.0000 0.0000 'International Tables Vol C Tables 4.3.1.1'

'S''S' 0.0000 0.0000 'International Tables Vol C Tables 4.3.1.1"

_shelx_space_group_comment

The symmetry employed for this shelx| refinement is uniquely defined
by the following loop, which should always be used as a source of
symmetry information in preference to the above space-group names.

They are only intended as comments.

_space_group_crystal_system ‘triclinic’
_space_group_IT_number 2
_space_group_name_H-M_alt P-1
_space_group_name_Hall “P1
loop_

_space_group_symop_operation_xyz

Xy, 7

"X, -y, -2
_cell_length_a 3.3200(7)
_cell_length_b 8.4400(17)
_cell_length_c 9.6500(19)
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_cell_angle_alpha 74.48(3)

_cell_angle_beta 84.29(3)
_cell_angle_gamma 84.27(3)
_cell_volume 258.49(10)
_cell_formula_units_Z 1
_cell_measurement_reflns_used ?
_cell_measurement_temperature 100(2)
_cell_measurement_theta_max 1.78
_cell_measurement_theta_min 0.178

_shelx_estimated_absorpt_T_max ?

_shelx_estimated_absorpt_T_min ?

_exptl_absorpt_coefficient_mu 0.000

_exptl_absorpt_correction_ T_max  ?

_exptl_absorpt_correction_T_min ~ ?

_exptl_absorpt_correction_type none

_exptl_absorpt_process_details ?

_exptl_absorpt_special_details ?

_exptl_crystal_colour ?

_exptl_crystal_density_diffrn 2.644

_exptl_crystal_density_meas ?

_exptl_crystal_density_method ?

_exptl_crystal_description Bulk
_exptl_crystal_F_000 59
_exptl_crystal_size_max 0.0006
_exptl_crystal_size_mid 0.0004
_exptl_crystal_size_min 0.0001

_exptl_transmission_factor_max ?

_exptl_transmission_factor_min ?

_diffrn_refins_av_R_equivalents  0.2243

_diffrn_refins_av_unetl/netl 0.1990



_diffrn_reflns_Laue_measured_fraction_full 0.631

_diffrn_refins_Laue_measured_fraction_max 0.636

_diffrn_reflns_limit_h_max 4
_diffrn_refins_limit_h_min -4
_diffrn_reflns_limit_k_max 10
_diffrn_refins_limit_k_min -10
_diffrn_refins_limit_l_max 10
_diffrn_refins_limit_I_min -10
_diffrn_refins_number 2539

_diffrn_refins_point_group_measured_fraction_full 0.631

_diffrn_refins_point_group_measured_fraction_max 0.636

_diffrn_refins_theta_full 0.862
_diffrn_reflns_theta_max 0.890
_diffrn_reflns_theta_min 0.089
_diffrn_ambient_temperature 100(2)

_diffrn_detector_area_resol_mean ?

_diffrn_measured_fraction_theta_full 0.631

_diffrn_measured_fraction_theta_max 0.636

_diffrn_measurement_device_type  'JEOL-2100 PLUS'

_diffrn_measurement_method ‘Continuous Rotation'

_diffrn_radiation_monochromator ~ None

_diffrn_radiation_type Electron
_diffrn_radiation_wavelength 0.02508
_diffrn_source LaB6
_diffrn_standards_number 0
_reflns_Friedel_coverage 0.000

_reflns_Friedel_fraction_full

_reflns_Friedel_fraction_max

_reflns_number_gt 470

_reflns_number_total 647
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_reflns_special_details

Reflections were merged by SHEL XL according to the crystal

class for the calculation of statistics and refinement.

_reflns_Friedel_fraction is defined as the number of unique

Friedel pairs measured divided by the number that would be

possible theoretically, ignoring centric projections and

systematic absences.

_reflns_threshold_expression 1> 2\s(1)'
_computing_cell_refinement ?

_computing_data_collection ?

_computing_data_reduction ?
_computing_molecular_graphics 'Olex2 (Dolomanov et al., 2009)'

_computing_publication_material ~ 'Olex2 (Dolomanov et al., 2009)'

_computing_structure_refinement  'ShelXL (Sheldrick, 2015)'

_computing_structure_solution 'olex2.solve (Bourhis et al., 2015)'
_refine_diff_density_max 0.434

_refine_diff_density_min -0.455

_refine_diff_density_rms 0.101

_refine_ls_extinction_coef

_refine_ls_extinction_method none

_refine_Is_goodness_of_fit_ref 1.976

_refine_Is_hydrogen_treatment undef
_refine_ls_matrix_type full
_refine_Is_number_parameters 39
_refine_Is_number_refins 647
_refine_Is_number_restraints 3
_refine_Is_R_factor_all 0.2972
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_refine_Is_R_factor_gt 0.2634

_refine_lIs_restrained_S _all 1.976
_refine_ls_shift/su_max 0.000
_refine_lIs_shift/su_mean 0.000

_refine_ls_structure_factor_coef Fsqd

_refine_ls_weighting_details

'W=1/[\s"2(Fo™2)+(0.2000P)"2A] where P=(For2/+2FcA20)/3"

_refine_ls_weighting_scheme calc
_refine_Is_wR_factor_gt 0.5535
_refine_Is_wR_factor_ref 0.5906
_refine_special_details ?

_olex2_refinement_description

1. Others
Fixed X: Ni0O(L) Ni1(0.5)
Fixed Y: Ni00(0.5) Ni1(0.5)

Fixed Z: Ni00(0.5) Nil(1)

_atom_sites_solution_hydrogens
_atom_sites_solution_primary iterative
_atom_sites_solution_secondary ?
loop_
_atom_site_label
_atom_site_type_symbol
_atom_site_fract_x
_atom_site_fract_y
_atom_site_fract_z
_atom_site_U_iso_or_equiv
_atom_site_adp_type

_atom_site_occupancy
S12



_atom_site_site_symmetry_order

_atom_site_calc_flag

_atom_site_refinement_flags_posn
_atom_site_refinement_flags_adp
_atom_site_refinement_flags_occupancy
_atom_site_disorder_assembly

_atom_site_disorder_group

Ni00 Ni 1.000000 0.500000 0.500000 0.010(2) Uiso12dS.P..
S002 S 0.503(2) 0.6833(10) 0.3926(13) 0.007(2) Uiso 1 1d. .. ..
€004 C 0.420(5) 1.0021(19) 0.361(2) 0.006(4) Uiso11dD. ...
0005 O 0.887(4) 0.5765(19) 0.681(2) 0.010(4) Uiso11d.....
F006 F 0.328(5) 1.007(2) 0.237(3) 0.020(4) Viso 1 1d ... ..
€007 C 0.506(6) 0.854(2) 0.464(3) 0.012(5) Uiso11dD....
0008 O 0.506(5) 0.687(2) 0.828(3) 0.015(4) Uiso 1 1d. . ...
C009 C 0.650(7) 0.695(3) 0.709(3) 0.024(6) Uiso 11dD. ...
CO0A C 0.571(5) 0.848(2) 0.594(2) 0.006(4) Uiso11dD....
Ni1 Ni 0.500000 0.500000 1.000000 0.034(3) Uiso12dS.P..

01 00.053(7) 0.387(3) 0.926(4) 0.039(6) Uiso 1 1d . . . . .

_geom_special_details

All esds (except the esd in the dihedral angle between two l.s. planes)

are estimated using the full covariance matrix. The cell esds are taken

into account individually in the estimation of esds in distances, angles

and torsion angles; correlations between esds in cell parameters are only

used when they are defined by crystal symmetry. An approximate (isotropic)

treatment of cell esds is used for estimating esds involving |.s. planes.

loop_

_geom_bond_atom_site_label_1
S13



_geom_bond_atom_site_label_2

_geom_bond_distance

_geom_bond_site_symmetry_2

_geom_bond_publ_flag

Ni00 S002 2.273(10) . ?

Ni00 S002 2.359(8) 1_655?

Ni00 S002 2.359(8) 2_666 ?

Ni00 S002 2.273(10) 2_766 ?

Ni00 0005 2.012(19) . ?

Ni00 0005 2.012(19) 2_766 ?

S002 C007 1.76(2) . ?

C004 FO06 1.26(3) . ?

C004 C007 1.395(17) . ?

C004 COOA 1.45(3) 2_676 ?

0005 C009 1.28(3) . ?

C007 CO0A 1.29(3) . ?

0008 C009 1.18(4) . ?

0008 Ni1 1.96(2) . ?

C009 CO0A 1.478(18) . 2

Ni1 O1 2.11(3) 2_667 ?

Ni1 01 2.13(2) 2_567 ?

Ni1 012.11(3) . ?

Ni1 01 2.13(2) 1_655 2

loop_

_geom_angle_atom_site_label_1

_geom_angle_atom_site_label_2

_geom_angle_atom_site_label_3

_geom_angle

_geom_angle_site_symmetry_1
S14



_geom_angle_site_symmetry_3

_geom_angle_publ_flag

S002 Ni00 S002 180.0 . 2_766 ?

S002 Ni00 S002 88.4(4) . 2_666 ?

S002 Ni00 S002 180.0 1_655 2_666 ?

S002 Ni00 S002 91.6(4) . 1_655 ?

S002 Ni00 S002 88.4(4) 2_766 1_655 ?

S002 Ni00 S002 91.6(4) 2_766 2_666 ?

0005 Ni00 S002 96.3(5) . 1_655?

0005 Ni00 S002 89.2(6) . 2_766 ?

0005 Ni00 S002 83.7(5) 2_766 1_655 ?

0005 Ni00 S002 96.3(5) 2_766 2_666 ?

0005 Ni00 S002 90.8(6) . . ?

0005 Ni00 S002 83.7(5) . 2_666 ?

0005 Ni00 S002 89.2(6) 2_766 . ?

0005 Ni00 S002 90.8(6) 2_766 2_766 ?

0005 Ni00 0005 180.0(9) 2_766 . ?

Ni00 S002 Ni00 91.6(4) . 1_455 ?

€007 S002 Ni00 115.3(8) . 1_455?

€007 S002 Ni00 105.0(9) .. ?

F006 C004 C007 122.5(19) .. ?

FO06 C004 COOA 120.6(18) . 2_676 ?

C007 C004 CO0A 117(2) . 2_676 2

C009 0005 Ni00 131(2) .. ?

€004 C007 S002 111.7(17) . . ?

COOA C007 S002 125.7(15) . . ?

COOA C007 C004 122.6(19) . . ?

C009 0008 Nil 130.4(16) .. ?

0005 C009 CO0A 120(2) .. ?

0008 C009 0005 121(2) .. ?
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0008 C009 CO0A 119(2) . . ?

C004 COOA C009 114(2) 2_676 . ?

CO007 COOA C004 120.5(17) . 2_676 ?

C007 COOA C009 125(2) .. ?

0008 Nil 0008 180.0(9) . 2_667 ?

0008 Nil 01 86.9(10) . 2_667 ?

0008 Nil O1 87.5(9) 2_667 1_655 ?

0008 Ni1 0193.1(10) .. ?

0008 Ni1 01 93.1(10) 2_667 2_667 ?

0008 Nil 01 92.5(10) 2_667 2_567 ?

0008 Ni1 01 87.5(9) . 2_567 2

0008 Nil 01 86.9(10) 2_667 .?

0008 Ni1 01 92.5(10) . 1_655 ?

O1 Nil 01 102.9(11) . 1_655?

01 Ni1 01 102.9(11) 2_667 2_567 ?

O1Ni10177.1(11) 2_667 1_6557?

01 Ni1 01 180.0 1_655 2_567 ?

O1 Nil 01 77.1(11) . 2_567 ?

O1Ni101180.02 667.7?

Nil O1 Ni1 102.9(11) . 1_455?

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

_geom_torsion_site_symmetry_1

_geom_torsion_site_symmetry_2

_geom_torsion_site_symmetry_3
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_geom_torsion_site_symmetry_4

_geom_torsion_publ_flag

NiO0 S002 C007 C004 -116.6(13) 1_455...7

Ni00 S002 C007 C004 144.3(12) ....?

NiO0 S002 C007 COOA -36.7(18) ....?

Ni00 S002 C007 CO0A 62.4(19) 1_455...?

Ni00 0005 C009 0008 151(2) ....?

Ni00 0005 C009 CO0A -32(3) ....?

S002 C007 COOA C004 177.8(15) . . . 2_676 ?

S002 C007 COOA C009 -1(3)....?

C004 C007 COOA C004 -3(3)...2 6767

C004 C007 COOA C009 177.9(18)....?

0005 C009 COOA C004 -136(2) .. .2_676?

0005 C009 CO0A C007 43(3) ....?

F006 C004 C007 S002 4(2) .. ..?

F006 C004 C007 COOA -174.9(18) ....?

0008 C009 COOA C004 40(3) ...2_6767?

0008 C009 CO0A C007 -141(3) .. ..?

COOA C004 C007 S002 -177.7(14) 2 676 ... ?

COOA C004 C007 CO0A 3(3) 2_676. .. 2

Nil 0008 C009 0005 -10(4)....?

Nil1 O008 C009 CO0A 173.2(14) ....?

_shelx_res_file

TITL1 aresinP-1

1_a.res

created by SHELXL-2018/3 at 11:53:25 on 26-Jan-2022

REMOId TITL1inP-1

REM SHELXT solution in P-1: R1 0.324, Rweak 0.186, Alpha 0.388
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REM <lI/s>0.000 for 0 systematic absences, Orientation as input

REM Formula found by SHELXT: C9 O2 F7 S3

CELL 0.02508 3.32 8.44 9.65 74.48 84.29 84.27

ZERR 1 0.0007 0.0017 0.0019 0.03 0.03 0.03

LATT1

SFAC C0.73136.995 1.195 11.297 0.456 2.814 0.1250.346 0000 0.77 12.011

SFAC F0.369 20.239 0.811 6.609 0.475 1.931 0.146 0.279000 0 0.72 18.998

SFAC Ni2.21058.727 2.134 13.553 1.689 2.609 0.524 0.339 0 0 0 0 1.15 58.693

SFAC 00.45523.78 0.917 7.622 0.472 2.144 0.138 0.296 00 0 0 0.73 15.999

SFAC §1.659 36.65 2.386 11.488 0.79 2.469 0.321 0.34 00 0 0 1.02 32.066

UNIT82262

DFIX 1.5 CO0A C009

DFIX 1.39 C007 C004

DANG 2.408 C004 CO0OA

L.S.50

PLAN 5

CONF

LIST 6

fmap 2

acta

MORE -1

REM <olex2.extras>

REM <HKISrc "%.\\1_a.hkI">

REM </olex2.extras>

WGHT  0.200000

FVAR 6.66023

NIOO 3  1.000000  0.500000 0.500000 10.50000  0.00977
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S002 5 0502595 0.683301 0.392601  11.00000  0.00696
C004 1  0.420069 1.002102 0.361261  11.00000  0.00560
0005 4 0.886768 0.576472  0.681391  11.00000  0.00951
FO06 2 0.328287 1.007308 0.236778  11.00000  0.02006

C007 1 0505597 0.853941  0.463807  11.00000  0.01236
0008 4 0.505905 0.686748 0.827848  11.00000  0.01467
C009 1 0.649576  0.695146  0.709307  11.00000  0.02441
CO0OA 1 0571001 0.847801  0.594285  11.00000  0.00636
NI1 3 0500000 0.500000 1.000000  10.50000  0.03435

Ol 4 0.053473 0.386930  0.926493  11.00000  0.03886

HKLF 4

REM 1 aresinP-1
REM wR2 = 0.5906, GooF = S = 1.976, Restrained GooF = 1.976 for all data
REM R1 =0.2634 for 470 Fo > 4sig(Fo) and 0.2972 for all 647 data

REM 39 parameters refined using 3 restraints

END

WGHT 0.2000 0.0000

REM Highest difference peak 0.434, deepest hole -0.455, 1-sigma level 0.101
Q1 1 1.0128 0.5411 0.4197 11.00000 0.05 0.43
Q2 1 0.8639 1.0001 0.3594 11.00000 0.05 0.35
Q3 1 0.0325 0.7015 0.4021 11.00000 0.05 0.34
Q4 1 05737 0.7228 0.3169 11.00000 0.05 0.32

Q5 1 -0.0985 0.4977 0.9718 11.00000 0.05 0.30
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4 2 3 13.80 36.80
-4 -2 -3 2250 34.10
4 2 2 14229 79.39
4 2 2 9859 88.89
-4 -2 -2 227.08 104.89
-4 -2 -2 289.17 143.69
-4 -2 -2 220.18 91.59
4 2 1 1020 29.90
-4 -2 -1 32,60 4270
-4 -2 -1 8429 7229
-4 -2 -1 12529 67.49
4 2 0 17.10 4470
-4 -2 0 6359 6059
-4 -2 0 17258 112.39
-4 -2 0 3760 4420
-4 -3 -3 8159 9149
4 3 2 6209 73.99
-4 -3 -2 66.09 67.69
-4 -3 -2 136.79 110.79
4 3 1 1740 5119
-4 -3 -1 104.89 66.89
-4 -3 -1 10479 77.59
-4 -3 -1 -1.70 20.70
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_computing_structure_solution 'SHELXT 2018/2 (Sheldrick, 2018)’

_shelx_hkl_checksum 3872

_olex2_submission_special_instructions 'No special instructions were received'
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