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Table 1.  Analytical data for the complexes [ReX(CO)3(L1)]
	Complex
	Yielda
	Infrared datab/cm-1
	Mass Spectral datac
	Analysesd

	
	
	
	
	C
	H
	N

	[ReCl(CO)3(L1)]
	74%
	2033

1923

1902
	484 [M-PR]+
449 [M-PR-Cl]+
	36.67(36.96)
	3.53(3.62)
	2.39(2.39)

	[ReBr(CO)3(L1)]
	91%
	2033

1924

1904
	528 [M-PR]+
500 [M-PR-CO]+

449 [M-PR-Br]+
	33.88(34.35)
	3.08(3.36))
	2.18(2.22)

	[ReI(CO)3(L1)]
	53%
	2032

1925

1907
	576 [M-PR]+
548 [M-PR-CO]+

449 [M-PR-Cl]+
	31.62(31.96)
	2.94(3.13)
	2.04(2.07)


a
Percentage yield relative to [ReX(CO)5].

b
Carbonyl stretching modes; spectra recorded in CH2Cl2 solution.

c
LSIMS technique; PR = pendant acetal ring.

d
Calculated values in parentheses.

Table 2.  Selected bond lengths (Å) and angles (o) for [ReBr(CO)3(L1)]a
	Re(1)-O(1)

Re(1)-N(1)

Re(1)-Br(1)

Re(1)-C(30)

O(1)-C(2)

O(1)-C(5)

O(2)-C(5)
	2.225(8)

2.292(10)

2.629(2)

1.90(2)

1.49(2)

1.467(14)

1.41(2)
	O(2)-C(3)

C(2)-C(3)

O(3)-C(11)

O(3)-C(13)

O(4)-C(11)

O(4)-C(14)

C(13)-C(14)
	1.44(2)

1.54(2)

1.43(2)

1.45(2)

1.41(2)

1.48(2)

1.53(2)

	C(40)-Re(1)-C(20)

C(20)-Re(1)-N(1)

O(1)-Re(1)-N(1)

O(1)-Re(1)-C(40)

O(1)-Re(1)-C(30)

N(1)-Re(1)-C(30)

O(1)-Re(1)-Br(1)
	83.8(9)

104.3(5)

74.6(3)

97.3(8)

93.9(5)

91.7(4)

84.9(2)
	N(1)-Re(1)-Br(1)

C(5)-O(1)-Re(1)

C(6)-N(1)-Re(1)

O(1)-C(5)-C(6)

C(2)-O(1)-C(5)

O(1)-C(5)-O(2)

O(3)-C(11)-O(4)
	85.4(2)

116.6(7)

114.1(8)

110.8(10)

107.8(9)

105.5(9)

107.2(10)


a
Estimated standard deviations in parentheses.

Table 3.  Hydrogen-1 NMR dataa for the complexes [ReX(CO)3(L1)]
	Compound
	Diastereoisomerb
	((CH3)c, d
	((acetal ring-H)e
	((acetal-CH)f
	((pyridine-H)e

	[ReCl(CO)3(L1)]
	SR (65)

RR (29)

SS (6)
	1.60(6.1), 1.36(6.0), 1.36(6.0), 1.32(6.1)

1.47(6.0), 1.43(5.9), 1.31(6.0), 1.29(6.3)

1.51(6.2), 1.40(6.0), 1.39(6.4), 1.35(6.0)
	3.5 – 4.5 
	6.70(c), 6.34(p)

6.17(c), 6.55(p)

6.37(c), 6.87(p)
	7.5 – 8.2 

	[ReBr(CO)3(L1)]
	SR (62)

RR (32)

SS (6)
	1.59(6.1), 1.36(6.0), 1.35(5.9), 1.33(6.1)

1.46(6.0), 1.43(6.0), 1.32(6.0), 1.31(6.7)

1.49(6.1), 1.40((6.0), 1.39(6.3)
	3.6 – 4.6


	6.66(c), 6.27(p)

6.10(c), 6.54(p)

6.31(c), 6.84(p)
	7.5 – 8.3



	[ReI(CO)3(L1)]
	SR (67)

RR (29)

SS (4)
	1.57(6.0), 1.36(6.0), 1.34(5.9), 1.34(~7)

1.43(6.0), 1.43(6.1), 1.33(5.8), 1.30(6.0)

1.47(6.2), 1.43(6.3), 1.38(5.9), 1.30(6.0)
	3.6 – 4.6


	6.61(c), 6.22(p)

6.03(c), 6.56(p)

6.27(c), 6.77(p)
	7.5 – 8.1




a
Recorded in (CDCl2)2 solution at 298 K; chemical shifts quoted relative to TMS as an internal standard.

b
Populations (%) given in parentheses.

c
3JHH/Hz given in parentheses.

d
Not all bands resolved.

e
Chemical shifts and scalar couplings for each diastereoisomer not measured due to extensive overlap of signals (see text).

f
 c = co-ordinated, p = pendant.

Table 4.  Eyring activation parametersa for the complexes [ReX(CO)3(L1)]
	Complex
	Process
	(H‡/kJ mol-1
	(S‡/J mol-1 K-1
	(G‡/kJ mol-1

	[ReCl(CO)3(L1)]
	Tick-tock

Rotation

Ring flip
	76.95(0.85)

75.26(2.10)

70.71(0.77)
	15.73(2.55)

b
-21.87(2.31)
	72.27(0.09)

83.33(0.37)

77.23(0.08)

	[ReBr(CO)3(L1)]
	Tick-tock

Rotation

Ring flip
	74.76(0.53)

81.82(6.29)

71.55(1.09)
	7.60(1.56)

b

-19.76(3.24)
	72.49(0.06)

88.12(1.32)

77.44(0.12)

	[ReI(CO)3(L1)]
	Tick-tock

Rotation

Ring flip
	75.75(0.78)

104.14(12.63)

75.05(1.98)
	9.47(2.29)

b

-11.02(5.88)
	72.93(0.10)

89.96(2.66)

78.33(0.23)


a
Errors given in parentheses; (G‡ reported at 298 K.

b
Data not reported (unreliable values due to narrow temperature range).

