Table S1. Crystallographic Data for 2 and 3
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2 3
empirical formula CaoHs,F1oFeaNg012Ss  CooHagFsFeNsOgS2
formula weight 1304.84 652.42
T 173(2) K 173(2) K
crystal system Monoclinic Monoclinic
space group Pna2, C2lec
unit cell dimensions a=16.353(2) a=17.232(2) A

b=18.707(3) b=9.540(1) A

c=18.231(3) c=18.263(2) A
14 5577(1) A°® 2667(1) A’

Z 4 4

D (calc) 1554¢ cm” 1.624 g cm™
A 0.71073 A 0.71073 A
1 0.772 mm" 0.807 mm"
R? 0.0465 0.0369

WR;® ~ 0.0857 0.0919

R, = SlIFol - FAlVZIFol. P wR; = (R[w(Fs - FAVE[WF, D',
where w = 1/2(F,2) + (aP)’ + bP.

39




© 2002 American Chemical Society, J. Am. Chem. Soc., Chen ja0120025 Supporting Info Page 2 -

I i ] T
(a) precursor
500
482
363
¢375 452 L
350 400 450 500
ll|lIIIIIIIIllll||l|lllllllll|lll
(b) ' precursor
516
379
363J 483 L
Lafu (I N IR S P O OO0 |
350 400 450 500
IllIlllllllllllllllllllllllllllllllll
(©) precursor
582
482 ,
445 452J
IIIIJII\ALI ] Il‘..IIIII..IllJ.III 1
400 450 500 550
m/z

Figure S1 (Chen et al.)




