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DFT structure of imines-Optimized Structure (1-16)
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Molecular ESP evaluation of Schiff bases (1-16)
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The HOMO and LUMO of the Schiff bases (1-16)
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MULLIKEN CHARGES OF Imines 1-16

10



11




(1-16)

1mmines

Mulliken charges of

ul

ILOLT) e

6ITTRI0 —— in E9LTEF O
a 2559910 —— ™
TESTEED = = e -
o ESSIET0 —— = LHVIRED
——————6L515E ¢ BOBLTZO L PEEZIT 0 =
7900910 i LTOEET0 —— o
9906510 " 0L8ETD — EETPLTO m—
1153910 L €Z40ET0 7 N
—r— GO - & o E0630T'0 =
L6TILTO m w LTESLTD e o o
——_ 91T STSESE0 = ESTTES0
—H— tezic 1] EpeTsTo — = - =
ST — o aTEssro & =T EVIITZO F
ﬁ 7558TED o < ww”wﬂ.w - = == BTSTTTO — g
6510800 — —in
x ST6L610 = m S mworee < BYTIETD e =
< 9562200 - S —— TE5T5 0 = 2 56689570
I6LSTO o =L TeErTo- w a
T 581810 o =2 . o =
= B96EL0 —— m St LTLSET O mmmmm
] E299LT0 m w = i =
o810 —— & v = S0zhT T = [ =
2 196510 —— 3 o —RSL00300 = e — m
w S6z0ST0 —— o - E6PSLED- —
~ szt —— o ] — L6%ETOr =2 SnitaRd =
= — - —
o £PESTO & = sure = M TZESSTO =
pur] —— eEsTIO- M T———————£6LI550 BTTLEO -
=] —— LESETLO o TITS0€°0 =
6LTLAT brd TEETS00 = = TOFSTID w2
s ———— eEvEzo- = SESLTE0- =
=5 LIze0e TEHETS0 o —tde CEPTET O
= peeae. 6202000
BTLYBOC
Tqmstso: e — 11 e ZIFT O
G0STSTT- —— TTeeT e —f £5059T°0-
== ssoanio b i0SZEEC
T . CZHIED =H6i83900
= —
[ T4 i  LHOOTEO SHHIT0  —
e —— 9 — LT £
—_— B00EZ0 =tk 99371 0- —_——  g&¥ERE O
—H— ssoseto-
. " Z06L8T0 mmmmmm HOE
SRR m TOLLTED e HG T
|W|n~m-mm o S —— VL0
SOPZZED = TESHLTD mmmmm HLZ
o — ST YE O
—o———— coszes o —
= el Zeto0 | m LSTLSTD H9T
mMMmNmHMMW = m e — 95T 0"
Treseto " Fe0 |5 SO0BLTD memmmm HET
—— soEsETO- 5 ——d 865970 mmmmm HET
SSZ6BT 0 B
L] e — 0
—— cetroze- w -l w Eaoseer:
—E— sesori o [T] SaIEOD = o [T} PSLLTD e HTT
—T660S0'0-
i isieeo = & = - = HIGELTO HOZ
[C] ————————sswrs o < g < e SUFTEE (-
o — ] T scoem00 o - TEWOTO ———— HET
M SOSETI0 —— o @] ‘TBETOO0 = & ] GLIT0T0 mmmmmm HLT
SEEEST O g
o Seevsto —— o 2 1256800 m—— 1 L
rtvsTO & w . 996€°0 sst
= 489910 kal » L g L = S —a 505 O
w 818010 — & = 700000 m=
] TrrosT o = =l ) = s e—
= mqumw-ou = =l PLELIOC m = ITLGELD mmmmmmme ITT
pur} IM.T STIGZT O 2 LEPTTD e &1 e | GLOLTQ e HTT
= F— 60T3ST O = = (380910 wmmm HOT
—— EETFTO- PETHIED o 2 s
= S = - = T0GIIT) e HE
—— towste SESIO0 = 5 ZLOLLTD e B
vaiston - 2 200 1 LSBBTT0 = 3¢
= ET0E00 = § == 6LB0STO
= SEEERTG- 1489700 = ¥ 89— EIvesro-
sevEs00 — 3 i = LE0SSEO
o ree50- —
6506700 - 2 o =SE 6LEBLOO
SOLEST O L — TEPOST( w7
b SESTET O e— OO
i PIEVED
—— E0SBELC
o —ro
S6ST0 ——
6IZ6610 ——— ™ =
T —1 N szreee0
T D H e9c16r O
I5pEST0 —— o s — = £BBSEE 0"
081510 — 3 2
pi — 5/ T60E 0 +S6ZIT 0
w SBLOLT0 —— ¢
o = wuate SONED =—— = EETHLTD mm—
bt 6ZETN0 — in cdi= d £0690Z°0 =
b %c%%ﬂwﬂq prm—, i " m|mm:mm o
T 216200 « T w WEUF) = @ w EFTTTZO &
(W) LTEIE00 == o © —o M ETSTITO m
e —r
= == Sﬂz.o.mmvv = srg — & =] BYTIETO e &
w TEOGDT0 e o < —T9Ee00 (=] lmlmmmwmmn‘
» 088100 + R ruwﬂzmo — m = PEET R —
-_ PEEPTD [T =
——rog0n0 0 2 =
-l SSERI0 —— in z o ™ ESCIRTS) =
- ml IPEGEL O w lm|&§mv — ITLEST O mmmm S
2 —BrSES00- x STELTD e 3 w. TZEBSTO mmmm T
2946110 —— S
LTOI9T0 e H
2 EWTD — = = g = BTzet0 E
o TA - £y 2 EAE) == TORETTD e &
—& 941600 s EISEITD mmmmm T —t LHTETO-
T ——
thwwﬁou — THE00 = ¥ e HZTHT O
= emsio = 181200 e £6055T0-
=4 zzsTe00- ——SEEST —R6.8390°0
ST6LI0D 1 S =k gesET0- SHIT ) e
— LTGE0Z O == susre —i— SETEEE O~
RGO i— e ——

12



——EE—G ET T9E O

B L] B — =
ESLELTD W —SEE SSITT O
SETZSTO @ —S%E 966LTT O
PIRELI Q) e = NEEEEC O
BLTI8T0 —— —+6&— SSBrSTO-
SIEQLTD ——— In —BE— GIEFPSTO-
TELIZO =
ZETLITO “ e QTBTIT O
89T0STD 1] SEBPET O HSZ
955PL1 0 — ELEL0T O HST
TEEEBTD ] w 1529910 EXe
Ll SBLBLTO o SEESST O HET
[CRLLAT =) (&)
FITBLED = o —o EETLOT
0 pistsro = = SOTHOT 0w HIZ
< sssielo o —s-0 BEITTI O
T oo B - ——6 ET50T O
U Tetere & o —8-8 E6SSTT 0
2 o w
= T9sEsie =i = BTLESOO — DLT
e e — 111N Yo Ll TEEESLO ErLl o
e Thewseon ESELLvE o 8SSEZZ 0 HST
- ceBs0g0- = ZT#00T O HeT
-
= —— szwzeto- jur} ———e——eaEaT S O
—————— Es8TSE G =1 EHSTO mmmm HET
= ———— esarEo-
= ik = SIPEFOO — OTT
= =— o arare0 = BT
ZreBsz0 = TEBEST 0 HE
“ ZTESET O GLSELT O HE
STSPHED e = FESLETO HZL
= ST —DIES0LO O
— Ecziive —5s  TO0ZST O
— % L ==t SETPEZL O
TeEIPI 0 4 —_—
- BPEIOLD i IWMG«mmu o
EDR9ETD-
I:Il EPEEST O e L LSOO
e LE99TZ O
—e2€ vRLLOZO-
657350 P —NEEZSOO-
o SELIETO- ——Em SLOLDT O
————ssbED —r6E- SSSLSTO
BSEESTO 4 —E- ESEFT O
mmmmﬂw =N g OTTSEE O~
e TS 14 ¥ BEFLETD —— HST
izTesTe —— TTEELE D === HST
—— EE0Te i = DBSE0 0D
¥EVCATO Bt [T SETLT0 —— HEZT
w = s
It} ICvﬂmumO o o —f TLBEBST O
=—n E6S9L00" 9598BL O HIZ
[ ] =
—=! sssse00- TIIET'0 —— 202
= LEEOAT) o = —=GBSESTIO-
= = GUTESTO == o0 (] =
=) TEZEVT 0 e [ R SREO0
—=L eserzio- - = SLSSEOD - DLT -+
= SOLEST'D memmm — [T TS9ETTO H3T y—
Lt == [oeT5T0" 4 989+ 0 HST
I~ sezsTO = —
= ST 2 —S+F————SEEL05 0
H._ Hzeooo- — TBBIOT O HET
=S ETEBL00- = EL68TT0 =—— OZT
W Iwgm_wmw3¢ SEORESID —————— |- 01
PESTITO —— = TOTHEL 0 HOT
I0BBYTD —— = ISHOT 0 =— HE
T9TSTO —— T 8896ST0 —— HE
THSTD TIEZITD == HEZ
= Ei —SsszEETTi O
StHTO0 -
= seessto —=5 EBLTITO-
—— teeest o LIITOTO == Dt
= = A0TEECT- —D ETLELOO-
SEETD == g s —=< BL00ST O
==L /TOSEL O-
IPLETH) mmmmm IBT
LEESSTD === HLT LPIBLTO memmmmm HEE
- = SEREZO HEE
TOGLET'Q wmmmmm HOE i 66TL0Z0 HTZE
713 5 —y = EESPLT0 — HST e —
oo =TT e — TZEOY O
LESHLI D mmm LT PLOGETQ wem HEL TZ16000 + 1962
LSTLSTO ——— HOT - TR = 5EE ngmumwmma 0 — uww~
SOUBLT D e HBZ EEBO0E0 ——— HIT pei Tiaz
3866910 —— HET ) —eE= TSOTTED- e — A
i —H—— coittC o = 9ELTTZO- ﬁ LT9TT00 + 28T
IT] VELLTO ——— HTT T = o SaTERFD HEZ
o FIETLID e HOZ S oeED T =8 TEOR9B0 O
< T — - << —— TOLET 0
T TEQYOT ) = HBT (T} 598000 1 291 jn = =387 B6FOTT O
(9] SiFICOH==—=s H ST 9TUTTO == HST (&} 986100 - J6L
s ——— 0 —
) aLITON T [—} = Lo corszvo- en = 0sTro Hel o
296E0 ss1 ] w — LEPETOO * JLT y—
= S ——0 505 O DELEITIEQ mmmmmm HET ziveT0 Hat
= e — = =835 BTEIHTO- 6bZ8T 0 HST
o 9USEC0 ——— OI1 o ZIELTZ0 m— HTT A TTLZLTO m— T
~ e HH = e mmwn (] HZ1 _—
= e 2 S w0 —— He

LLOLLTD w8
LSBBTTD mmmm DL

- GLE0STO
- GIHESTD
4 6051
—EELEBLOC

L K13
e c— Ll

LLSTRTQ weem 3B
s a——— L
L — L]
—h— TESEO
—H— (TSSO
T856£00 = JE
— ZSERTZT 0"
EITTHED mmmmmmm HET

Sorsero HTT
S —— TIZEEY D
GESTOND e HE
asvarI0 —— He
E9TZSTO
ELEOZOO = D29
PTIOILO = 3§
81600 — I¥
e LBELZT O
=g THS0310-
=8%= BISIZIO

13



The Molecular Docking 2D and 3D structure of imines (1-16)
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ADME study-Bioavailability Radar for compound (1 to 16)
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NMR Spectra of E-imine compounds (13-16)
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"H NMR spectrum of (E)-N-(2-bromobenzylidene)-2-(trifluoromethyl)aniline (13)
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"H NMR spectrum of (E)-N-(2,4-Dichlorobenzylidene)-2-ethyl-6-methylbenzenamine (15)

I-3_13cC
L - L Nl e = o 00w W T
soneancezsoasrssessTe -
A e A HOB B B
SIGANIONIITNNGININES 58 3R
L T [l - -
RATARAAARRRANARARAARR Lo L
l-;_q‘-“‘\—,h‘_\__l_‘_\-‘_l-::;kkk‘L\ 1] A Pl i i i l\V i i]l
i I | |Lh III
. . : : : . , : : : .
200 180 160 149 120 100 a0 (2] 40 20 o o=

Fl - heqileition Parssetets
£FS0318

Datw_ 2
Thas 1643
TRETRON spec
FRCBED & s PACEF 1N/
PULFESS g 30
0w IZTER
SELVINT et
(] FEFL ]
=1 H
aw A4ET. 333 Ha
FIDRES S WBRENE Ha
-] S ADLEITE Bew
[ 8
[ 5. 400 ussa
bE .50 usas
™= £73.2 K
] 2.60000000 mec
ol B:63550000 mec
™ma 1
CHANNEL {1 S—
aray 135, 8555041 s
WY »
2] 14,88 ussc
Ll 15555000000 W
......... i [3 ssssssss
EFGE SES. 31363 HH:
e in
CPOPRS| 2 waltzld
PCPDE $0.,00 ussg
FlEZ 2. e<003000
FLEIZ 1.1¥305335 W
FLEL] B TROTTEIE W

Fl - Frocessingy parsssiers
&t IITER

& 1298030456 HHe
i F
ESE a

s 1.668 Hz
o a

) i

a4l
The Candhigras Fersi Tnstitute
|Desmsd to be Doiversity)

BC NMR spectrum of (E)-N-(2,4-Dichlorobenzylidene)-2-ethyl-6-methylbenzenamine (15)
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"H NMR spectrum of (E)-N-(4-nitrobenzylidene)-3-(trifluoromethyl)benzenamine (16)
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BC NMR spectrum of (E)-N-(4-Nitrobenzylidene)-3-(trifluoromethyl)benzenamine (16)
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checkCIF/PLATON report
Structure factors have been supplied for datablock(s) ATF2B_071124_0m_a

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

No syntax errors found. CIF dictionary Interpreting this report

Datablock: ATF2B_071124_0m_a

Bond precision: C-C = 0.0052 A Wavelength=0.71073
Cell: a=10.0047(12) b=7.9137(10) c=16.739(2)
alpha=90 beta=102.161(4) gamma=90
Temperature: 300 K
Calculated Reported
Volume 1295.6(3) 1295.6(3)
Space group P 21/c P 21/c
Hall group -P 2ybc -P 2ybc
Moiety formula Cl4 HY9 Br F3 N Cl4 HY9 Br F3 N
Sum formula Cl4 H9 Br F3 N Cl4 H9 Br F3 N
Mr 328.12 328.13
Dx,g cm—-3 1.682 1.682
Z 4 4
Mu (mm-1) 3.193 3.193
FO0O0O0 648.0 648.0
FO0O0' 647.23
h,k, Imax 13,10,22 13,10,22
Nref 3224 3208
Tmin, Tmax 0.480,0.629 0.552,0.746
Tmin’ 0.444

Correction method= # Reported T Limits: Tmin=0.552 Tmax=0.746
AbsCorr = MULTI-SCAN

Data completeness= 0.995 Theta (max)= 28.300

wR2 (reflections) =

R(reflections)= 0.0488( 1888) 0.1285( 3208)

S =1.028 Npar= 172



The following ALERTS were generated. Each ALERT has the format
test-name_ALERT_alert-type_alert-level.
Click on the hyperlinks for more details of the test.

“ Alert level C

PLAT911_ALERT_3_C Missing FCF Refl Between Thmin & STh/L= 0.600 12 Report
3 o0 0, -2 0 2, -2 1 2, -1 1 2, 1 0 2, 1 1 2,
2 0 2, 2 1 2, -2 0 4, o 0 4, 1 0 4, 1 1 4,
PLAT913_ALERT_3_C Missing # of Very Strong Reflections in FCF .... 6 Note
3 0 O, 2 1 2, -2 0 4, o 0 4, 1 0 4, 1 1 4,

¥ Alert level G

PLAT242_ALERT_2_G Low "MainMol’ Ueqg as Compared to Neighbors of Cl4 Check
PLAT883_ALERT_1_G No Info/Value for _atom_sites_solution_primary . Please Do !
PLAT912_ALERT_4_G Missing # of FCF Reflections Above STh/L= 0.600 4 Note
PLAT969_ALERT_5_G The ’'Henn et al.’ R-Factor-gap value ........... 3.755 Note
Predicted wR2: Based on SigI**2 3.42 or SHELX Weight 12.50

PLAT978_ALERT_2_G Number C-C Bonds with Positive Residual Density. 3 Info

0 ALERT level A = Most likely a serious problem - resolve or explain

0 ALERT level B = A potentially serious problem, consider carefully

2 ALERT level C = Check. Ensure it is not caused by an omission or oversight

5 ALERT level G = General information/check it is not something unexpected

1 ALERT type 1 CIF construction/syntax error, inconsistent or missing data

2 ALERT type 2 Indicator that the structure model may be wrong or deficient

2 ALERT type 3 Indicator that the structure quality may be low

1 ALERT type 4 Improvement, methodology, query or suggestion

1 ALERT type 5 Informative message, check




It is advisable to 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 in your CIF or refinement strategy, so
attention to these fine details can be worthwhile. In order to resolve some of the more serious problems
it may be necessary to carry out additional measurements or structure refinements. However, the
purpose of your study may justify the reported deviations and the more serious of these should
normally 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. It is up to the individual to critically assess their own results and, if necessary, seek expert
advice.

Publication of your CIF in IUCr journals

A basic structural check has been run on your CIF. These basic checks will be run on all CIFs
submitted for publication in IUCr journals (Acta Crystallographica, Journal of Applied
Crystallography, Journal of Synchrotron Radiation); however, if you intend to submit to Acta
Crystallographica Section C or E or IUCrData, you should make sure that[full publication checks|are
run on the final version of your CIF prior to submission.

Publication of your CIF in other journals

Please refer to the Notes for Authors of the relevant journal for any special instructions relating to CIF
submission.

PLATON version of 22/08/2024; check.def file version of 21/08/2024


http://journals.iucr.org/services/cif/checking/checkform.html

Datablock ATF2B_071124_0m_a - ellipsoid plot
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