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Polycyclic aronatic hydlocatbons, a part of tlrc pel'sistent organic pollutauts' ale

characrerised by a very l"* ;;;;;;; solubitity ard long shelf life that make vely difficult

their. eliminatio' lrom the en'i'ronme't. Solubility ittcrease tluough different strategies' like

the use of cyclodextrin 
"o,]1pi"*"iio' 

can impr:o'e tbeir bloavailability and n.rake possibie

theil bioLrarslolmatioll alld iltactivarion by rtttctoot'gants'tt'

Experimental

Materials : Antluacene (ANT), Fluot'anthene (FLT)

Louis, MI, USA); D-CD (Roquette Laboratories'

Aldrich, St. Louis, MI, USA).

and Pytene (PYR) (Sign-ra-A1drich, St'

l.estrem, France); DMSO-d6 (Sigma-

cLirves were ascribed to A¡- l{iguchi type' The calculated stability

*"i 1i" ,of.,Uifising efficienc-v and other parameters ale repoúed

n,rio in,l-t" case of ANT a goocl solubility inclease was legister-ed'

Methods: Solubility stuclies were performecl by the Higuchi. methocl and the sanples analvsed

üffi¿ {iÑüi;r"Ji", te,..,t'"'. Av soo spect'on.'ét"r, 500 MHz, 300 K) were ca''ed out

¡i, ji.*r"i"g samples in ll,tso_¿g, in order to reach measurable anal)te concentratlons.

Molecular mocleling ,toai., *JJp"tiormed by means Chem3DPlo soltrvare (Ch:,Tll?gfl:::

2008suite.Carrrbr.idgesoti).Birlalysysterrrsweleslrbjectedtoenel.gymil]ul1satlon.
corfinr.red by molecnlar ay""t"iJt ift"íi"i tp""a ol 1 K nin-r r'vith a final temperatur e of 300

K)

Result. alld d isc tl¡¡ io n

Al1 t1.re lesultant solubiliry*

constanls of comPlexes as

in table 1. From these data,

PAH Slope K. (M-') k- Solubilisin g efficiencY*

ANT 0.0016 lqt t 0.9913 45,7

FLT 0.0001 208 0.9213 4,6

PYR 0.0004 249 0.9909 4.3

Table 1. Dutu @culated at 12 mM of B-cD (1'6 % w/v)'

FrotrrtlreNN4Rdataurrfbrtr-u-ratelywssllotpossihletoappreciateclear.lytlreliqr-ridnredirrtr-t
interaction. In our case' the soh'átior of DMSO-d6 

-rntluces 
decomplexation in all systems'

and only slight modifrcatiot" of 
"h"'l-ti"ol 

shift of PAH and CD plotor.rs were obsened'

The molecuiar t-r'iodeiing experit.uents of the three ::tltlJ:*"t ir.idicate that ANT hts in the CD

""t:r," 
*r..r""r rir Ñ p'if 

"urv 
inlejaÍ$dtti11lv.:ln].:,to"t can be explai'ed bv the better

,i.,i. L"tp"ti¡ility oIANT with túis CD in comparison with the othe' polycyclic syste.os.


