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WD, Depositd 5Dh

1. ®IGI BmXICEBELET—5EULT
2. CSD Communications& U

» SBXIBHEICES Y. DepositZaBE LTS &
CCDCh 5 X—)LhE<

Dear Depositor,
Structures you have deposited with us have remained unpublished for over a year and we would like to know if we can publish them directly
through the Cambridge Structural Database (CSD) as a CSD Communication.

To publish your structures directly as a CSD Communication or if you have already published your data and need to update the publication details we have a
number of instructional videos:

How to publish CSD Communications- an English language video and a step by step guide in English and Mandarin language

How to update publication details - an English language video and a Chinese language video (F 3¢/ & @ 1EZFE L I0)

Or follow these instructions:

1. Signin (or register) on the CCDC website ...
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https://www.ccdc.cam.ac.uk/Community/csd-communications/
https://www.youtube.com/watch?v=ZNeQesVPHC4
https://www.ccdc.cam.ac.uk/media/CSD-Communications_Chinese-English.pdf
https://youtu.be/0Vy8RpdIH_w
http://v.youku.com/v_show/id_XMzkyODUzNDc1Ng==.html?spm=a2h0j.11185381.listitem_page1.5~A
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CIFOHAIcEb Btips

SHEIXLTCIFZ1ERR T 2 EZEDANTT 71

TITL Cu2(NCS)2(PPh3)4
exp 159 a.res
created by SHELXL-2018/3 at 18:01:49 on 14-Sep-2023
CELL 1.54184 10.166504 12.998398 13.323765 114.8541 92.8131 100.6164

ZERR 1.66 0.000114 0.000142 ©0.000158 0.0011 0.0009 @0.0009
LATT 1

WX 70.50.2.4.5.2., TEMP: AITEIRE (CEAI)
E;gg Elgg 9.16 0. 23 SIZE: 5D AREE (mmE(iL)

a . CONF: aUh@%HS <
18 &%, BOND SH: ARzsvRazas | >
: += A
L.s,‘;B\\\\ HTAB: kK=R#ESZH7
ﬁga CIFZ{ERT3DT. ThiZHTHE
WGHT 8.0830400 1.313200
FVAR 8.45193

(U1 6 8.655569 0.555733 0.696611 11.00000 0.01368 8.01838 =
8.81355 @.00819 -0.00045 0.00222
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ERkENIzCIFO 5

data_exp_159_a

_audit_creation_me;hod 'SHELXL-2019/3" CI F @ ZI§17_|§

_Shelx_SHELXL_version_number '2019/3

_chemical_name_ i ? ~ i = = A=
“chemtcal_nane_comon : CCDINVBEREMMZmEL 2

/11

_shelx®res_file

TITL Cu2(NCS)2(PPh3)4

_159_a. N
i:zated ;yrgflELXL-2019/3 at 17:42:00 on 01-Aug-2025 CIF%&'{’EE\Z l_/ 7—: t % 0)

CELL 1.54184 10.166504 12.998398 13.323765 114.8541 92.8131 100.6164

ZERR 1.00 ©0.000114 ©0.000142 0.000158 0.0011 0.0009 ©0.0009 SHELXL@L_Ij]7 /]/}I/

LATT 1

WIS 2 r w YL (MEAT R EEBICNLET)
oo swoes N CIERMER U & = (C SHELXL TS A A T2

1 4.08 0.33

-1 422 0.36 |:|E|3 - — 5N T714)L

o000
o000
I
[
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CIFODFxv 7L

SHELX{ /@ D SHREDCIF%{£H

% shredcif exp_ 159 a.cif

exp_159 a.res extracted, checksum O.K.
exp_159 a.hkl extracted, checksum O.K.

>0 0 1D[EIHTEEZ0.00ICiwRET 5 &

exp_159 a.res extracted, checksum O.K.
exp_159 a.hkl extracted, * bad checksum **

> TITLZADHDICTHEET 5 &

exp_159 a.res extracted, ™ bad checksum **
exp_159 a.hkl extracted, checksum O.K.

* R-facforzizs

cLCHEF v I ALIROKTI A CheckCIFTEEMNTEXT
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CIFDiRSEDESF

data_exp_159_a

E_audit_creation_method
" _shelx_SHELXL_version_number

_chemical_name_common
_chemical_melting_point

s_chemical_formula_sum
= "C74 H6@ CuZ N2 P4 S2°
-_chemical_formula_weight

&

1292.32 A AR JOF F 3

“igEsasiss: SHELXLDYE BRI

NS

data_[CWNCSI(PP3)2)2 4= T — F ZINISBEEHEE AIRE (323XFLUA)

_audit_creation_method
_shelx_SHELXL_version_number
_chemical_name_systematic
_chemical_name_common
_chemical_melting_point
_chemical_formula_moiety
_chemical_formula_sum
_chemical_formula_weight

"SHELXL-2019/3'
'2019/3" ”

? FIRETHEL TR WDN,

: T RRICV oD SR

'C74 H6@ Cu2 N2 P4 S2°

'C74 H6@ CuZ N2 P4 S2' :: ]_I\_j] LJTC _

s MNEZZZTHRL
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CIFOfREICODNSY 707

CIFORERETFAN I ZPAINZRETESDY 7
DI TPIES5IBATHEWVWA - -

enClIlFer

X EiR (WIN) ,
FEARITFaY b / »
(mac)
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enClFerDB&EE

datu_uxp 1549 _w

_audit_crecatioa_rcthod
_shulx SHELXL wersice _nembur
_chuzical_nars_systenatic v
_chesical_nare_commoa ?
_Chewical_melting point 7
_chunical_formla_moiety v
_Chesicel_formla_sun
'CTS HGB Cul N2 P4 S22
_chavieal _formula_uaight

loap_
Jatow_type_syrbol
_atos_type description
_atoun_type_scat_dispersion_resl
_atow_type_scat_dispersion_ixag
_atow_type _scat_source
' R.Q81 a.eam
'International Tasles Vol (
'HYO'W g.0ee0 .08
"Tnternat ona’ Taosles Val £ Tahles
‘NN R.Q311 A.01R4
‘International Tasles Vol T Tables
|y P R. 2955 D.433%
‘Tnternat anal Taoles Val £ Tahles
'StO'SY 0 B,3331 83567
‘International Tasles Vol T Tables
"'u' 'Cu' -1.964&8  Q.5REH

‘Internat ional Taoles Val £ Tahles

Tables

space_group crystal systea

space_group IT nunder 2

_Space_group_naes_H-M_alt
w—RRce nroup_namne_Mall

none
Total of 2
= none

A Errera
& Wamings
A Rerwse

3

1262.337

4.2.6.4

4.2.6.8

4.2.0.8

4.2.6.8

r. |

exp_159_acit - enClFer
BB | 9 4 &
NP "~
“ @

*SHELXL-2013/3"
701973

»d 6.1.1.4"
ad 6.1.1.4°
»d 5.1.1.4°
ad 6.1.1.4°
»d 5.1.1.4°

wd 6o1.1.4°

Aoacing CIF " [ ULaranat
230 AT660 ina2

Tol ere

& &

L

% 0, warnirgs!

.. D

Data iter: _space_aroup_crystal_system

Dictionary: cif_core.dic

Definition:

The name of t-e system of geometric crystal classes ¢t space
groups (crystal syster) te which the space greup heloangs.
Note that rhonbehedral space groups belaong to the

trigonal system.

Reconmended values:

triclinic, menoclinic, orthoraombic, tetragonal,

2d C 14 '
Linz 4 Coumn Cluse

W IR E

VAIAD

e Ok::EHESHR
. TS5 —D&RH
. BT —H
NEAEE

trigonal, aexageael, cubic.
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CIF®mEDIL—I

spacegrowp_crystalsysten  trictinic \ =2 N —% ([F5|HFF () TLLS
_space_group_name_H-M_alt P -1 " N
pace_group ANR—Z LA S| ARFIIEKRT

_space_group_name_Hall '-p 1'

_shelx_space_group_comment

fhe symmetry employed for this shelxl refinement is uniquely defined
oy the following loop, which should always be used as a source of

F‘.I'Z';'eiil only intended ot comments. | e Speceorow \ TIFZ8OXFLUAN
Loop_ BEATICR D G5EIFAEZ
_space_group_symop_operation_xyz ]

3 (;) TED

ety el BIET — 5 (SEEREEEIN TR Y

l_x' -y, -z

*rFr—470v 713 F¥) REERE. RETANTS
—H-El:u I 77 XY AREBTHRW (Bl : colour/color)
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=ETRY 7 OHN=FIH

SHELXLTH AN T 5D T (BE) DIBEHRISATIEH
REITDVNENHDZDIE. FICEBRPLPT—YUIBDIEER

SHELXL®D 7 CrysAlisPro (VA7) OH7
_cell_measurement_temperature 100(2) _cell_measurement_temperature 100.00(10)
_cell _measurement reflns used 7 ¢ _cell_measurement_reflns_used 29557
_cell_measurement_theta_min ? _cell_measurement_theta_min 3.6590
_cell_measurement_theta max ? _cell_measurement_theta_max 72.1760

_exptl_crystal_descripti 7 »
_ezztl_crystal_cglgt::‘.p o 7 EﬁTAjJ
block, prism, plate, needle’i &

ER
SHELXLDH 1 DBE D BATAN \
(2 (L B AN LY red, orange-red, ‘dark red’7& &

<D ?; [FCopy & Paste TIEXD XS
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Z0ftl, B2 TANITBIEED

FERALE7AO7ZLICDWT

0| 3158 ORI E
_computing_data_collection ? 1‘%? &* %z \,f b
_computing cell_refinement ? w e —w
_computing_data_reduction ? EI:FF 5_@ xﬁ \7de DT 9 Q_EE:'
_computing_structure_solution 'SHELXT 2@18/2 (Sheldrick, 2018)°

_computing structure_refinement 'SHELXL—2019/2 (Sheldrlck 2019)"
_computing_molecular_graphics ? LN TZEEMENY Td]]
_computing publication_material 'jr D 'ﬂE =]

‘ | | CIFOM’E 3%

D

(AZI51)

_computing_data_collection 'CrysAlisPro 1.171.41.93a (Rigaku 0D, 2020)'
_computing_cell_refinement 'CrysAlisPro 1.171.41.93a (Rigaku 0D, 2020)'
_computing_data_reduction 'CrysAlisPro 1.171.41.93a (Rigaku 0D, 2020)'
_computing_structure_solution 'SHELXT 2018/2 (Sheldrick, 2018)'
_computing_structure_refinement 'SHELXL-2019/2 (Sheldrick, 2019)'
_computing _molecular_graphics 'Mercury 2025.1.1 (CCDC, 2@25)'

_computing_publication_material  'SHELXL-2019/2 (Sheldrick, 2019)°
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ZDfth, BATANTSIEED

[RFAUBDREAEICDWNT

_atom_sites_solution_primary
_atom_sites solution_secondary

i o Aem_stee _oruloco ey

g [Oata ke _atom_sites_solution_primary
Dictionary: cf_core.dic

fetinition:

Codes wiich identify the metkods csed te Tocate the initisl

atom zites, The =_primary ccde icentities how the *1irst

atan sites wire caternined; the s _secoodary code dent Ties

"4 the remaining nan-hydrogen sitss wers lecatea; ann <he
=_hydregens code Zdentifies howm the hydroger siles were locelad,

Faf: Sheld-izk, G. M., Hauptman, H. 4., Wee<s, C, M.,
Miller, A, and Usdn, T. (2001). ab initia phasing.
In International Tables *or Crystallograshy,
Yol., 7. Crystallegraphy of Liologicel nac orolecules,
editec hy M. G, Fossrann ard F. Arnala, rhe 16,1,
Dordrecht: Kluaer Acacessic Publishers,

Recorsenced values:

ditmep - citterence fourier map

VoL real spale waclor sear<h

heauvy = heavy=atnoe nethad

direct = structure-Lrwvarlant direct methocs

Qean nfareed tram nelgtboursing sitas

dispear - snoTalcus-cisperzion technicuss

isaonor isararghous structure nethocs

notost — CODrdiArates were Not cet=rninsd

dual - dual-spede rethod (Shelerick <t al., 26871

1Terative = “terative algorithn, =.c. charge
lipping 10s2lanyd, 6. and S§to, A,
1200} . Acta Cryst. ARR, 134-221]

other - 3 nethoce not included elsesabters 1o thiz list

==

r &=#] (Primary)
" 70D (Secondary)

DIRFUE

DFERRDE < (&

38

Primary —

Direct (SHELXS)

Dual (SHELXT, SHELXD)
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ZDfth, BATANTSIEES

EXNBEDHE (RE) ICDOWT

_refine 1s abs structure details Y SHELXL®D YL TERICERH I E H

Flack x determined using 797 quotients [(I+)-(I-)]1/[(I+)+(I-)]
(Parsons, Flack and Wagner, Acta Cryst. B69 (2013) 249-259).

_refine_1s_abs_structure_Flack 0.07(6)
_chemical_absolute_configuration ?

ITERICE T SBNEREFIEDIRAZRT

rm: ERBERICHEFET IRNEEERNDODF=SZ ICHE
ad: E50EGHIR THE (Flack/8Z X —%., Parsonsik)
rmad: E@NEEBMNDSZE N FEEEDTERIRDOM A THIE
syn: EF D ENIR THE TCE R WD, EFIENSHIE
unk: EEDEIR CHIE TE Y. {LFERRAME S L
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CheckCIF: CIFOIREE

IJUCrdDCheckCIFDY 1 M7 EA

https://checkcif.iucr.org/

enClFerdy —)LJ)\—

CheckCIF®D CIFdDDeposit

Y1k DT K

Sedoct \Inr ah

(.'h(.!(.'k CIF
N/

A service of the
International Union of Crystallog

checkCIF oo ts on n C1= tormat,

plice

?fr}’;-"{%?: <—7l‘ﬁnE§“%>ClF%‘£fETR
e | SRR C PDF D121
| CEEHD

mr\ .‘Ilrt.x.»m ndedd for lruzb\M\g
ru;uc'.”"ml l.lal xlljlt;m\ﬁ%ci %%_J:fi&

Out utv‘acr n Resgonse Form

O.uj: Yy 'M‘L’"I""' e SV HULE —3_
%A 3 TA and B 7

;1%2/1;6%\ =9
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CheckCIFIC & D15 R

4

@DLAT084_ALERT_3_B High wR2 Value (i.e. > 0.25) ccivvvivvvviiniinnns 0.37 Report
4
PLATO31_ALERT_4_ C Refined Extinction Parameter Within Range of ... 3.286 Sigma
PLATO82_ALERT_2 CHigh RIValue ....c.viiiiiiiiiiiiniininnnnnnns 0.12 Report
PLATO88_ALERT_3 C Poor Data / Parameter Ratio ......cccccvvvvvnnn.. 9.98 Note
o o & journals.iucr.org . m Alert A:
NEE .=, IUCr N -
.B IUCr Journals ;?F:S’ZU fd ﬁ:ﬁ%
i |
Alert B:
checkCIF procedure 5*57:'—: E/\J L: %I-DQZIJ fd: ﬁ:ﬁ%

I Alert C:

PLATO84 "yce_3 Test “or rezsorable wR2 value _
g EE O/
wRZ will in gensral havs a valig twice ¢f that of Rl with refinemsnt on Frvl, AL

Significantly larger values us:ally indicate a poor refinsment nocel. Alsc

~heck for unaccountad for twinring. Alert G
pid: s RCAAEY

anp
oc

T WHVESR

4
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Alert\ D%k

. Alert A&BIFEREMICIEEOIICULIZWL
» AROEEEIRL.,. BELGLC T —INRETE TLWNIK,
%Z< DEETAlert AEBIZEOICTES

. Alert ALBOW ok bME. 77— Z27UYy I UTERR
3Ry 77y TICEWTHS

. ZNTHHZ BV AlertidE$H 3 |
- BIRTHNE. T—5 PRITICEN S35 LIELIE
- CIFOCVrf2 AT 2

# start Validation Reply Form

rf_PLATO084_Test_C l
it CheckCIFcHiAEn3
PROBLEM: High wR2 Value (i.e. > 0.25) ..ccovviiiiinnnnns 0.37 Report
N / |
I~ vrfDOBEEZFIRT S
# end Validation Reply Form

CZICOAXY NEEA
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CSDADDeposit

N T WO SO CATITAN O LAMINT LA G SN B0 BN WO T LT

Structural Chemistry Data, Software,
and Insights.

CIF deposition and validation service

Yoo
PO WA A e for

in with your SCOC accoun:

ATVt TW 7

m W e Forgotion Utesmaree or Fasaced

https://www.ccdc.cam.ac.uk/ PhovhzEBRLTAYA Y

HEO7O—ICiE> THERIEBZANT S

EADAAPCheckCIFDETHNH BN, BLICEEE
WBIET DT, FOXEFEHD

O

7\\
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HHOIC

Deposith'5e 79 % & CCDCH 5 X — )L TEFEDYE <

Dear Depositor,

Thank you for depositing your crystal structure(s) via the joint CCDC/FIZ Karlsruhe deposition service.

The data have been assigned the following deposition numbers which can either be quoted as CCDC Numbers or CSD Numbers. A CCDC
Number is usually quoted for an organic or metal-organic structure, whereas a CSD Number is usually quoted for an inorganic structure.

CCDC XXXXXXX-YYYYYYY (generally used for organic and metal-organic structures)
CSD XXXXXXX-YYYYYYY (generally used for inorganic structures)
Deposition Number 2376127

Summary of Data - Deposition Number 2376127 <@ C C D C N um be r

Compound Name:
Data Block Name: data_ZnPor_AzoPy-coexist
Unit Cell Parameters: a 16.6319(7) b 16.5786(5) ¢ 23.8663(17) P2/m

PEZENGLKRUDINEUNTEBAD, PoTHDE

Routine CiESH 5N FXT
Jc12U. CheckCIFDAlertXtin&Evrfsc Ald, FEULT

TO2BREDGBDET
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