Book of Abstracts

Deutscher Chemiker

13th International

Symposium on
Macrocyclic Chemistry

Hamburg
September 4 - 8, 1988



P 4.15

V.P.Solovyov,N.N.Strakhova,O.\.Raevsky

Institute of Pnysiologically Active Compounds,Acad,.Sci, USSR,
Chernogolovka,142432

CALORIMETRIC AND IR SPECTROSCOPIC STUDY OF THE IJTERACTION
IN CH3Ci OF BENZO-CROWN-ETHERS WITH NH4WCS, LINCS,KNC3,7ANCS

AND CA(NC3); SALTS.

Stoicniometry of complexes and loq_pi, aHj,and 5§ (i=1,2)

values for tne interaction of tne benzo-crown-ethers and its

MO
n n=1,2,3

witn Ni4NCS,LINC3,KIC3,NaNCs and Ca(NCS)2 salts in acatonit~

derivatives

rile at 293K were determined oy a calorimetric titration and
I® spectropnotometry tecnnijue,

Tne numoer of comolexes in solution, their stoicniometry,
stability constants lq-pi, entnalpies AHj,and antronies O35;
were -determined., For a studv of solution equiliosria tne compu-
tar programs usinj sode statistical tools for reliability of
jesizniny the best eguilidriua aolel of tne systea were written,

The calculated. taernodynanic values is survevyed in Taople.

Tne influences of macrccyclic ring size, functionality o€t
tne jroups ® {(Ac - acatvl, PhTD - nenzoyl), and soame ohysical

oroserties of cations and lijands on comolex formation are

discussed.

raole ).

Ligand 3alt Aetnod 13ﬁi o6 0sj

8138Co LiNCS Zal 1.4 (D) 5.3 53
NaNC3 Cal 4.71 (1) -17.2 32
X3C3 Cal 4.75 (1) -22.2 15
Ca{NC3)2 Cal <%,2 {1) -13.1 <33
NHANCS Cal 4.07 (1) -18.5 15

815C5 LINGS Cal 3,20 (1) ~17.5 3
NaNCs Zal 4.02 (1) -23.5 -2
KNCS Cal 3.53 (1) ~25.5 -17

6,35 (2) -53,2 -57
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NigNC5 Cal 2,16 (1) -19,2 23

4,13 (2) -58,2 -116
Ca(NCS) o Cal 4,20 (1) -26.5 -8
5.80 (2) -13.5 66
AcBl53CS5 NaNC5 Cal 3.72 (1) -20.1 4
Kes fedc] Cal 2,85 (1) -22,5 -21
5.82 (2) ~53.8 ~-63
NigNCS Cal 2.14 (1) -21.6 31
4,58 (2) -15,0 -53
Ca(aC3) Cal 3.30 (1) -21.0 2
PRCOA15TS NaNCs Cal 3.60 (1) -20.4 1
KNC3 Cal 3.32 (1) -23,.6 ~18
5.38 (2) -51.8 ~-59
N1gNCS Cal 2,07 (1) ~-22.6 35
4.35 (2) ~45,2 -68
Ca(NC3), Cal 3,30 (1) -21,0 2
31224 LiNCS Cal 1.05 (1) -13.5% -42
2,30 (2) -2,2 46
NaNCs Cal 1.83 (1) -17.8 -24
4,50 (2) ~37.6 -4)
Nancs IR l.e5 (1) - -
4.93 (2) - -
KNCS Cal 1.76 (1) -13,1 -27
2,34 (2) ~29,8 -45
NH4NCS Cal .60 (1) -10,.4 -3
3.15 (2) -12.4 19
¥ TS IR 1.51 (1) - -
3.14 (2) - -
Ca(NC3) Cal 3.23 (1) -22.6 -14
4,73 (2) -25,6 6
Ca(nNCs)y IR 2.80 (1) - -
4.76 (2) -~ -
Ac312C4 Nauls3 Cal 1.7 (1) -13 ~23
3.57 (2) -45 -83
Ca(NCs3), Cal 2,18 (1) -29.4 ~-57

- -

')Thermodynamic values given for reactions % + [ === ML (1),
and M +21, = ML (2),
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297



