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MARH IR RERL kAN xEs: LaX
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Mg AR
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, PhNCS =l ,
Fe(CO)i2 PhNCS :
: IR MS 'HNMR "CNMR X-ray
, Fe3s(CO)s(CNPh) (u3S)2( ) Fes(CO)7(CNPh) 2(u3zS)2
()
Schlenk ,
0.5g(1.0 mmol) Fe3(CO)12 1.1¢g (8.2 mmol) CeHsNCS 30 ml ,
70 , 5 R 40>=<1.5 cm
/CH2Cl2(20 1) , ,
. 0 mg(  11%) m.p. 7475 (%) :C 32
46, H 0. 81, N 2.54; £ € 32.24, H 0.90, N 2.51 yeo(em ') (n=CsH1e) 2073. 4 m,

2033. 8 vs, 2013. 6 m(sh),1968.2 w EIMS, m/Z(fragments, %) :558(M ", 0.4), 530(M -
€O, 1.6), 502( M2CO, 3. 5), 446(M -4CO0, 2. 3), 418(M-5CO, 2. 2), 390( M-6CO, 6. 7), 362
(M=7CO, 4. 5), 334(FesS:CNCeHs, 12. 4), 231 (FesS2, 17. 4), 167 (Fes, 2. 6), 103( CNCeHss,
100), 76( CsHs, 100) H NMR(ppm): 7. 52( br, 5H, CeHs), °C NMR (ppm): 127.16-131. 04
(CeHs), 161(NC),206.23-213. 54(CO) /CHCL(4 1) ,

, 30 mg( 5%) (%) :C 40.51,H 1.

* : 1995-05-15
0SS0

,59



- 112 - 12

50, N 4. 13; :C39.97,H 1.58,N 4.42 yo(em™ ') 2060. 8 m, 2049. 3 m (sh) , 2022. 2 vs,
1991. 4 m(sh), 1966.3 w EIMS, m/Z( fragments, %): 578 (M-2CO, 0. 1), 530 (FesS:
(CO)7CNGsHs, 0. 3), 522 (M—~4CO, 0. 1), 502 ( FesS2 ( CO )sCNCeHs, 0. 8), 391 ( FesS:
(CO)2CNCsHs, 1. 6), 335(FesS:CNCsHs, 3.9), 232(FesSz, 7. 2) , 168(Fes, 5.9), 103(CNCsHs,
100), 76 (CsH+, 100) "H NMR (ppm) : 7- 51 (br, SH, CeHs); & NMR ( ppm): 126. 79-130. 66
(CsHs), 162.93-165. 60(NC) , 207. 13-216. 66( CO)

1 , FesS (CeHsNC)
Fe( 3) , Raubenheimer Fe(1)

Ci12
Cl11
C13
Cl4
C15
1
Fig. 1 Molecule structure of cluster

IR : 1900 2090 cm” ' CO
, (010) , Fes(CO)sL

(13— S)2(L= PPhs, NCMe) Fes(CO)7L2(us— S)2(L= PPhs, NCMe N:2H:sC12)

[5]
MS ) (m/Z= 558) 12
48 CO , mlZ 231(FesS2),167(Fes) 103
(CNCsHs) ,

, 2 4 CO CNCeHs
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mlZ 232(Fe3S2) 168(Fes) 103( CNCeHs) ,
CNCeHs
'"HNMR , o=17.5 ,
“C NMR , 6= 127.16- 131.04 ppm
o : co 5= 206.23
213. 54 ppm : 3 Fe3s(CO)s( CNPh) (u38)2 "
co : e 8= 126. 79— 130.66 ppm
CNCeHs &= 207.13-214. 66 ppm ,Co“C 5,
CNCeHs , Co , co “c
, Fes(CO) s(CNCeHs) (u3-S)2  Fes

(CO)7(CNCeHs)2(13-5)2
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SYNTHESES AND CHARACTERIZATION OF IRON CARBONYL CLUSTERS
WITH PHENY LISOCYANIDO AND THIO LIGANDS FROM CLEAVING OF
THE PHENYLISOTHIOCYANATE
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New mono-and di-substituted derivatives of Fes(CO)o(u3-S) 2 were synthesized by reac—
tion of CeHsNCS with Fe3(CO) 12 at room temperature. T heir structure were characterized by
means of IR(wo), MS, 'H NMR, “CNM R, elemental analysis and X—ay four cycle diffrac—
tometer. The results showed that the formulas of the cluster compounds are Fe3( CO)s

(CNCéHs) (pu3— S)2 and Fes(CO)7(CNCsHs) 2( u3S) 2 respectively .
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