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FT-IR Spectra of L and L-Co, L-Ni, L-Cu, L-Zn derivatives
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Figure S1: FT-IR spectrum of L (KBr pellet).
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Figure S2: FT-IR spectrum of L-Co derivative (KBr pellet).
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Figure S3: FT-IR spectrum of L-Ni derivative (KBr pellet).
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Figure S5: FT-IR spectrum of L-Zn derivative (KBr pellet).
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Figure S6: a) Positive-ion ESI High Resolution Mass Spectra (HRMS) of L.

Observed (b) and calculated (c) isotopic distributions for LNa*, [CesH7sNsOsS2Na]".
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Figure S7: Positive-ion ESI High Resolution Mass Spectra (HRMS) of Co?
derivative of L. Observed (middle) and calculated (bottom) isotopic distributions for
LCo(1)Co(I11)*, [CesH75Ns06S2C05]**.
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Figure S8: a) Positive-ion ESI High Resolution Mass Spectra (HRMS) of Ni?*
derivative of L. Observed (middle) and calculated (bottom) isotopic distributions for
LNi(11)2**, [CeaH76NsOsS2Nio]*".
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Figure S9: Observed (top) and calculated (bottom) isotopic distributions for a mixture
containing  0.75  LNi(Il)",  [CeH77NgOsS:Ni]* and  0.25  LoNi(l1).*",
[CiogH154N1201,S4Nio]**.  Masses were calculated by enviPat Web 2.2
(http://lwww.envipat.eawag.ch/index.php).
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Figure S10: Positive-ion ESI High Resolution Mass Spectra (HRMS) of Cu?*
derivative of L. Observed (middle) and calculated (bottom) isotopic distributions for
LCU(| |)22+, [CG4H75N50552CU2]2+.
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Figure S11: Positive-ion ESI High Resolution Mass Spectra (HRMS) of zZn**
derivative of L. Observed (middle) and calculated (bottom) isotopic distributions for
LZn(11)2%*, [CesH76N606S2ZN2]>".
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Table S1. IR spectral data (cm™) of the ligand and its corresponding metal derivatives in KBr

pellets.
L Frequency in (cm™)
Vibrational mode L LCo™ LN LCu Lzt
C=N 1633 1618 1619 1617 1612
N-C=S 1539 shoulder 1572 1568 shoulder
C=S 898 892 885 889 887

Table S2. Crystal data and structure refinement for compound L.

Ligand L
Empirical formula (Ce4H7gN606S,), H,O
Formula weight 1109.46
Temperature (K) 100(2)
Wavelength (A) 0.7
Crystal system Triclinic
Space group P-1

Unit cell dimensions (A, °©)  a=12.690(6), a = 104.44(4)
b = 15.344(18), 4 = 98.01(4)
¢ =19.15(3), y = 104.016(10)

Volume (A% 3423(6)
VA 2
P caled (glcms) 1.076
2 (mm™) 0.122
F(000) 1188
Reflections collected 23853
Independent reflections 6918 [R(int) = 0.1328]
Data / restraints / parameters 6918/3/734
GooF 0.972
Final R indices [I>20(1)] R, = 0.0683, WR, = 0.1677
R indices (all data) R; =0.1359, wR, = 0.2108
CCDC code 1944727
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Table S3: Elemental analysis of the metal derivatives of L

Metal salt Proposed structure Elemental analysis
[CoL](NO3),.2H,0 C, 58.66; H, 6.31; N, 8.55 | Calculated
CO(NOg)z.GHzO
CeaHgoNg014S,Co C, 58.76; H, 5.97: N, 8.43 Found
) [NIL](NOs), C, 60.33; H, 6.17; N, 8.79 | Calculated
NI(N03)2.6H20 .
CesH78NgO12SoNI C, 60.32; H, 5.95: N, 8.99 Found
[CUL](NOs3), C, 60.10; H, 6.15; N, 8.76 | Calculated
CU(NO3)2.2H20
C54H78N801282CU C, 5972, H, 598, N, 8.66 Found
[ZnL](NO3). C, 60.01; H, 6.14; N, 8.75 | Calculated
Zn(NO3)2.4H20
CesH78Ng012S,Zn C, 60.23; H, 6.01; N, 8.64 Found
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