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tert-butyl 2-(cyclohexylcarbamothioyl)hydrazinecarboxylate (10)
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(2)-tert-butyl (2-(cyclohexylimino)-4-methylthiazol-3(2H)-yl)carbamate hydrochloride (11)
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2-cyclohexylimino-4-methyl-2,3-dihydro-1,3-thiazol-3-amine (12)
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2,3,4-tris((tert-butyldimethylsilyl)oxy)benzaldehyde (13)
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(2Z,NE)-2-(cyclohexylimino)-4-methyl-N-(2,3,4-tris((tert-butyldimethylsilyl)oxy)benzylidene)thiazol-
3(2H) -amine (14)
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4-((E)-(((Z)-2-(cyclohexylimino)-4-methylthiazol-3(2H)-yl)imino)methyl)benzene-1,2,3-triol (FJ-809)
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NOESY spectrum (1) of compound FJ-809
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NOESY spectrum (2) of compound FJ-809
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"H NMR 300 MHz
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Figure S1: 'H NMR spectrum of a 1:1 mixture of FJ-809 (1) and MIM1 (2)
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(2Z,NE)-2-(cyclohexylimino)-4-methyl-N-(2,3,4-trimethoxybenzylidene)thiazol-3(2H)-amine (15)
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Figure S2: 'H NMR spectrum of a 1:1 mixture of 15 and 17
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(2Z,NE)-2-(cyclohexylimino)-4-methyl-N-(4-nitrobenzylidene)thiazol-3(2H)-amine (16)
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X-Ray data for 16

CCDC 2123510 (for compound 16), contain the supplementary crystallographical data for this paper.
These data can be obtained free of charge from the Cambridge Crystallographic Data Centre (CCDC),
12 Union Road, Cambridge CB2 1EZ, UK; fax, +44(0) 1223 336 033; e-mail: deposit@ccdc.cam.ac.uk
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checkCIF/PLATON report

You have not supplied any structure factors. As a result the full set of tests cannot be run.

THIS REPORT 15 FOR GUIDANCE ONLY. IF USED AS PART OF A REVIEW PROCEDURE
FOR PUBLICATION, IT SHOULD NOT REPLACE THE EXPERTISE OF AN EXPERIENCED
CRYSTALLOGRAPHIC REFEREE.

Mo syntax errors found. CIF dictionary Interpreting this report

Datablock: 1
Bond precision: C-C = 0.0030 & Wawvelength=0.71073
Cell: a=6.1420(5) b=22.7420(18) c=12.2786(8)
alpha=590 beta=9&.538(3) gamma=90
Temperature: 150 K
Calculated REeported
Volume 1703.8(2) 1703.9(2)
Space group F 21/mn F 21/n
Hall group =F 2yn =F 2yn
Moiety formula C17 H20 N4 02 5 C17 H20 M4 02 5
Sum formula £17 H20 M4 02 5 17 H20 M4 02 5
Mr 344.43 344 .43
Ox,g cm=-3 1.343 1.343
z 4 4
Mu (mm-1) 0.207 0.207
FO00 728.0 728.0
FOoor 728.76
h, k, lmax 7,28,15 7,28,15
Nref 3901 3ga7v
Tmin, Tma= 0.968,0.986 0.422,0.986
Tmin' 0.887

Correction method= # Reported T Limits: Tmin=0.422 Tmax=0.3%E&
AbsCorr = MULTI-3CAN

Data completensss= 0.9%& Theta (max)= 27.515
E{reflections)= 0.0B29( 3311) wEZ (reflections)= 0.2163( 3887
5= 1.158 Mpar= 218

The following ALERTS were generated. Each ALERT has the format
tast-name ALERT alert-type alert-laewvael.
Click on the hyperlinks for more details of the test.
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¥ plert level G

PLATO72_ALERT 2 G SHELXL First Farameter in WGHT Unusually Large 0.14 Report
0 ALERT leve]l A = Most likely a serious problem - resolve or explain
0 ALERT lawvel B = A potentially serious problem, consider carefully
0 ALERT lewvael C = Check. Ensure it is not caused by an omission or oversight
1 ALERT lewve]l @ = General information/check it is not something unexpected
0 ALERT type 1 CIF construction/syntax error, inconsistent or missing data
1 ALERT type 2 Indicator that the structure model may be wrong or deficient
0 ALERT type 3 Indicator that the structure guality may be low
0 ALERT type 4 Improvement, methodology, guery or suggestion
0 ALERT type 5 Informatiwve message, check

checkCIF publication errors

@ zlert level A

PUBLODA_ALERT_1_A

PUBLODA_ALERT 1 &
PUBLODY_ALERT 1_a

The contact auwthor®s name and address are missing,

_publ contact_author name and publ contact_author address.
E'UE.LIZIEIE._ALERT_J._A _;|:|uI:-l_|:|:|:1.l'_a|i:t_=|.utI.'h:-:|.'_e1'La.:i._'|..I _J:ul:-.'l._l:nnta.l:t_authc-r_fax and
_publ_contact_author phone are all missing.

At least one of these should be present.

PUBLODE ALERT 1 &4 publ requested journal is missing

e.g. "Acta Crystallographica Section C*

E'IJE.L':I].':I_.F.LERT_.'I._A
FUELOLZ ALERT 1 A
hbhstract of paper in English.

_publ_section_title is missing. Title of paper.
_publ_aunthor_name is missing. List of awvthords) name(s).
_Publ_a.uthnr_a.dd.rzss is missing. Author{s) address(es).
_publ_section_abstract is missing.

9 plert level &
PUBLOLT_ALERT 1 G The publ section_references section is missing or

empty.

T ALERT lavel A = Data missing that is essential or data in wrong format

1 ALERT levael G

= General alerts. Data that may be required is missing
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Publication of yvour CIF

You should attempt to resolve as many as possible of the alerts in all categories. Often the minor
alerts point to easily fixed oversights. errors and omissions i your CIF or refinement strategy. so
attention to these fine details can be worthwihile. In order to resolve some of the more serious
problems it may be necessary to carry out additional measurements or structure refinements.
However, the nature of your study may justify the reported deviations from journal submission
requirements and the more serious of these should be commented upon in the discussion or
experimental section of a paper or in the "special_details" fields of the CIF. checkCIF was
carefully designed to identify outliers and unusual parameters, but every test has its limitations and
alerts that are not important in a particular case may appear. Conversely, the absence of alerts does
not guarantee there are no aspects of the results needing attention. [t 15 up to the mdividoal to
critically assess their own results and. if necessary, seek expert advice.

If level A alerts remam. which yvou believe to be jushfied deviations, and vou intend to submut this
CIF for publication in a journal, you should additionally insert an explanation in your CIF using
the Validanion Reply Form (VRF) below. This will allow your explanation to be considered as part
of the review process.

Validation response form

Please find below a validation response form (VEF) that can be filled in and pasted into your CIF.

t start Validation Reply Form

_wrf_PUBLOD4_GLOBAL

i

PROBLEM: The contact author®s name and address are missing,
RESPOMSE: ...

i

_wrf PUBLODS GLOBAL

i

FROBLEM: _;publ_:nnl'.a:t_a.uth-:hr_crr.ﬂ.:i.'_. _;pub'._:n:'l.ta.:t_au.th-:hr_fax and
RESPONSE: ...

i

_wrf_ PUBLODG GLOBAL

i

PROBLEM: publ regquested journal is missing

RESPONSE: ...

i

_'\.'Ef_E'LIE-:.EII:IQ_-:].DERZ.

i

PROBLEM: _publ_section_title is missing. Title of paper.
RESPONSE: ...

i

_wrf_PUBLODS_GLOBAL

i

PROELEM: _;pub-l_a.uthnr_name iz missing. List of authori{s) name(s].
RESPOMSE: ...

i

_wrf PUBLOLO_GLOBAL

i

FROBLEM: _publ_a.uthnr_&:ld.r::: is missing. Authoris) address(es).
RESPONSE: ...

i

_wef PUBLOLZ GLOBAL

¥
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PROBLEM: publ section_abstract is missing.
RESPOHSE: ...

¥

¥ end Validation Reply Form

If you wish to submit your CIF for publication in Acta Crystallographica Section C ar E, you
should upload your CIF via the web. If you wish to submit your CIF for publication in [UCrData
you should upload your CIF via the web. If your CIF is to form part of a submission to another
IUCr journal, you will be asked, either during electronic submission or by the Co-editor handling
your paper, to upload your CIF via our web site.

PLATON version of 07/08/2019; check.def file version of 300072019

Dbl | - ol ot plst

188

. Temp
i

B

- [TO31E]

14:03:23 2019

™ PLATON-Mow 12

A4 1 P21/ A= 0.08 FES=_ 0 45 ¥
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SUPPLEMENTARY DATA Biology:
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Figure S3: Evaluation of the biological effect of MIM1 (2) and FJ-809 (1) on IGROV1-R10 cell line
IGROV1-R10 chemoresistant ovarian cancer cell line was exposed either to MIM1 or to FI809 (25uM)
combined or not with ABT-737 (5uM). Effect on cellular and nuclear morphologies as well as cell cycle
repartition is represented (A) and nuclei fragmentation is quantified (B). PARP and Caspase 3 cleavage

is evaluated by western blot (C).
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SUPPLEMENTARY DATA Molecular dynamics experiments

Molecular dynamics experimentn®1
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Figure S4
RMSD of MIM1 (2) in Mcl-1, as calculated from the initial state (left, see the ellipse), a early pseudo
steady-state (middle), and final state (right). X-axis: time (ns), y-axis: RMSD (A).
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RDF of water molecules around the methyl group of MIM1 (2). Integration of the RDF give an
approximation of the average coordination number, here given at 4 A.
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Molecular dynamics experimentn®1
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Figure S6
RMSD of FJ-809 (1) in Mcl-1, as calculated from the initial state (left, see the ellipse) and final state
(right).
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X-axis: time (ns), y-axis: RMSD (A).
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approximation of the average coordination number, here given at 4 A.
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