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Figure S1. UV-CD spectra registered in the L3 system at pH 10. 24 (black), after oxidation
(blue) and after in situ reduction by dithiothreitol of the oxidized sample (red).
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Figure S2. Species distribution of the complexes formed in the Zn(Il):L4 1:1 system as a
function of pH. ¢, = 1.5 mM
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Figure S3. Downfield region of the 'TH NMR spectra of the L2 systems in the absence (top) and
presence (bottom) of zinc(II) at pD 9.3
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Figure S4. pH dependent CD spectra for the Zn(II):LL1 1:1 system as a function of pH. ¢, =0.1
mM
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Figure S5. pH dependent CD spectra for the Zn(II):L.2 1:1 system as a function of pH. ¢, =0.1
mM
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Figure S6. pH dependent CD spectra for the Zn(II):LL3 1:1 system as a function of pH. ¢, =0.1
mM
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Figure S7. The aliphatic region of the 'H NMR spectra of the L2 system in the absence (top)
and presence (bottom) of zinc(Il) at pD 11.2.



pH 11.14
0.002 -

pH 5.15

A(nm)

-0.002

Figure S8. pH dependent CD spectra for the Ni(II):L.4 1:1 system as a function of pH. ¢, = 1.0
mM
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Figure S9. Distribution curves as a function of pH calculated in the Zn(II):LL1:L.4 1:1:1 system.
CL = 1.5 mMf

"The stepwise protonation constants of L4 used in this calculation were as follows: H;sL = 3.40(5); H,L
=5.12; H;L = 7.00(6); H,L = 8.20(6); HL = 8.78(6).
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Table S1. The results of ESI-TOF-MS experiments: measured
and calculated m/z values obtained for the [ZnH ;L] complexes.

puesr|
Anowonyoroig
(poAIasqo) z/w
(parernoreo) z/w

[C43Hs5oN1201,S,Zn]3~ 354.434  354.436

L H[C43HsoN,01,S,Zn]>~ 532.153  532.159
12 [C4sHeN12013S,Zn]*~ 368.439  368.440
H[C4sHg N 12013S,Zn]> 553.161  553.164
L3 [C41Hs7N1,01,S,Zn]*~ 345.764  345.765
L4 [CooH4oN1900S,Zn]>  401.091  401.094
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Table S2. MS/MS fragmentation of L1.

Fragment (calc':llfgte d) (obs”gi/e d) Stoichiometry Charge
¢1-2H 153.078 153.077 | CéHoN4O 1-
c,-2H 256.087 256.086 | CoH 4N50,S 1-
c,-2H-H,S 222.100 222.098 | CoH,N50, 1-
¢,-2H-H,S-CHNO 179.094 179.093 | CgH(N,O 1-
¢,-2H-H,S-NH; 205.073 205.072 | CoHgN4O, 1-
cs-2H 581.251 581.249 | C,4H37Ng05S 1-
¢s-2H-H,S 547.263 547.261 | C4H;35N504 1-
CDLP-2H-CO-CH,;N 371.152 371.150| C;4Hy5N305S 1-
CDLP-2H-CO-CH;N-0, 339.162 339.160 | C1sHp5sN305S 1-
CDLP-2H-CO-CH;N-0O,-HS 306.182 306.181 | C sH24N;304 1-
H,,L 501.203 501.200 | C43HgN12015S, 2-
H,L-2H,S 467.215| 467.213 | C43HssN 1,04, 2-
H,L-2H,S-C 461.215| 461.213 | CoHsgN,012 2-
H,L-2H,S-H,0 458.210 458.208 | C43Hs6N 1,01 2-
H.,L-H,S 484.209| 484.207 [ C43sHsoN12015S 2-
H,,L-H,S-H,O 475204  475.202 [ C43HsgN12O11S 2-
Tyr-NH; 162.056 162.055| CoHgNO, 1-
X,-2H 304.130 304.129| C;sHgN304 1-
x4-1H-H,S 431.181 431.179 [ CyoH,5N506 1-
y,-2H 278.151 278.150 | C14H9N30; 1-
y3-2H 335.172 335.171 | CsHp;3N4O4 1-
y4-2H-H,S 404.194 404.192 [ C19H6N505 1-
y7-2H 763.345 763.342 | C34H5NgO S 1-
y7-2H-H,S 729.358 729.355| C34H49NgO1g 1-
z4-3H 421.155 421.153 [ C19H»5N4O5S 1-
74-3H-CH,S-CO 347.172 347.171 | C;7Hp;3N4O4 1-
74-3H-H,S 387.167 387.166 | C19H3N405 1-
z4-3H-H,S-C,H, 361.152 361.150 | C;7H;N4O5 1-
z7-3H 746.319 746.316 | C34H4gN,01S 1-
z7-3H-H,S 712.331 712.328 | C34H4N-0O1g 1-
z7-3H-H,S 355.662 355.660 | C34H45N-0g 2-
z7-3H-H,S-H,0 694.321 694.318 | C34H44N7Oq 1-
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Table S3. MS/MS fragmentation of [ZnH ;L] complex formed between Zn(II) and L1.

Fragment (calc,::ﬁte d) (obsnelﬁfe d) Stoichiometry Charge
c-2H 153.078 153.077 | CcHgN,4O 1-
c,-2H-H,S 222.100 222.098 [ CoH,N50, 1-
¢,-2H-H,S-CHNO 179.094 179.093 [ CsH;(N,O 1-
c,-2H-H,S-NH; 205.073 205.072 | CoHgN,4O, 1-
Cr,-4H+Zn 318.001 318.000 | CoH,N50,SZn 1-
cs-4H+Zn 643.165 643.165 | C,4H35NgO7SZn 1-
cs-4H+Zn-H,S 609.177 609.179 | C4H33N307Zn 1-
Tyr side chain 106.042 106.042 [ C;HO 1-
Tyr-NH; 162.056 162.055 | CoHgNO, 1-
x4-1H-H,S 431.181 431.179 [ C20H25N50¢ 1-
x4-1H-H,S 431.181 431.181 | CyoH,5N50¢ 1-
x4-2H-H,S 215.087 215.087 [ C20H24N50¢ 2-
xg-1H+Zn-CH,S 303.761 303.760 | C37Hs3NgO,SZn 3-
xg-1H+Zn-H,S 307.761 307.761 | C33Hs3N9O1,SZn 3-
y,-2H 278.151 278.150 [ C14H0N303 1-
y4-2H-H,S 201.593 201.593 [ C19H,5N505 2-
ys-3H-CH,S 244.120 244.119 | Cx3H3,NgOg 2-
ys-3H-H,S 250.120 250.119 [ Cp4H3,NgOg 2-
ys-4H+Zn 597.148 597.149 | C,4H33N¢06SZn 1-
ys-SH+Zn 298.070 298.070 | C24H3,N¢O06SZn 2-
y7-SH+Zn 412.126 412.125| C34H4gNgO(SZn 2-
z4-3H 421.155 421.153 | C19H,5N405S 1-
z4-3H-H,S 387.167 387.166 | C19H»3N4O5 1-
74-4H 210.074 210.074 [ C19H24N4O5S 2-
z7-5SH+Zn 808.232 808.231 | C54H46N;010SZn 1-
77-5H+Zn-CO, 764.243 764.241 | C33Hy46N;,05SZn 1-
z7-6H+Zn 403.613 403.611 | C34H45sN7;00SZn 2-
z7-6H+Zn-CO, 381.618 381.617 | C33H45N;04SZn 2-
ZnH L-2H,S 498.172 498.174 [ C43Hs¢N1,012Zn 2-
ZnH ,L-2H,S-CHNO 476.669 476.666 | C43Hs56N1,01,Zn 2-
ZnH L-CH,S 339.108 339.107 | C4Hs7N1,01,SZn 3-
ZnH L-H,S 343.108 343.108 | C43H57N1,01,S8Zn 3-
ZnH |L-H,S 515.166 515.166 | C43HsgN1,01,SZn 2-
ZnH L-Tyr side chain 319.090 319.089 | C36Hs3N1,011S,Zn 3-
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Table S4. MS/MS fragmentation of L2.

m/z

m/z

Fragment (calculated) | (observed) Stoichiometry Charge
c-2H 195.089 195.088 [ CgH;{N4O, 1-
¢;-2H-C,H,0 153.078 153.077 | C¢HoN4O 1-
c;-2H-NH; 178.062 178.061 | CgHgN30O, 1-
c,-2H 298.098 298.096 | C;1H¢NsO3S 1-
c,-2H-H,S 264.110 264.109 | C;1H 14N505 1-
¢,-2H-H,S-C,H,0 222.100 222.099 | CoH,N;50, 1-
¢,-2H-H,S-C,H,0-NH; 205.073 205.072 | CoHgN4O, 1-
¢,-2H-H,S-H,0 246.100 246.098 | C;1H,N50, 1-
cs-2H 623.262 623.258 [ C,6H39NgOgS 1-
cs-2H-H,S 589.274 589.271 | C,6H37NgOg 1-
CDLP-2H-CH,NO 383.152 383.150| C;7H5N305S 1-
CDLP-2H-CO-C,H;sN-0O, 324.139 324.137 [ C;sH2oN305S 1-
CDLP-2H-CO-CH,;N 371.152 371.150 | C;6Hp5N305S 1-
CDLP-2H-CO-CH;,;N-O, 339.162 339.160 [ C;sH,sN305S 1-
CDLP-2H-CO-CH,N-0O,-HS 306.182 306.181 | C16H2uN305 1-
H,,L 522.208 522.205 | C4sHgaN 120135, 2-
H,L-2H,S 488.221 488.218| C4sHeoN 12013 2-
H,L-2H,S-C 482221 482.218|CasHgoN 12013 2-
H,L-2H,S-CO, 466.226 466.223 | C44HegoN 1201 2-
H ,L-2H,S-H,0 479.215| 479.212 [ C4sHssN1,01p 2-
H ,L-H,S 505.215| 505.211 [ C4sHeoN12013S 2-
H ,L-H,S-H,0 496.209 496.206 | C45sHgoN12012S 2-
Tyr-NHj; 162.056 162.055 | CoHgNO, 1-
x,-2H 304.130 304.129 | C;sH1gN304 1-
x4-1H-H,S 431.181 431.179 | Cy0H,5N504 1-
y,-2H 278.151 278.150 | C14HpoN505 1-
y3-2H 335.172 335.171| C16Hp3N4O4 1-
y4-2H-H,S 404.194 404.192 | C19H4N50s5 1-
y7-2H 763.345 763.342 | C34H5;NgOoS 1-
y7-2H-H,S 729.358 729.355 [ C34H49NgO1 1-
yg-2H-2H,S 398.686 398.684 | C37Hs51NgOyy 2-
yg-2H-2H,S 798.379 798.375 [ C37H5,NyOyy 1-
ys-2H-H,S 832.367 832.363 | C57Hs4NoO ¢S 1-
yg-2H-H,S-NH; 815.340 815.335 [ C57H5NgO4;S 1-
z4-3H 421.155 421.153 | C19H,5N405S 1-
z4-3H-CH,S-CO 347.172 347.171 [ C17H23N404 1-
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74-3H-H,S 387.167 387.166 | C19H»3N4O5 1-
z4-3H-H,S-C,H, 361.152 361.150 | C;7H;;N4O5 1-
z7-3H 746.319 746.316 | C34H4gN,0O1oS 1-
z7-3H-H,S 355.662 355.660 | C34H45N-0qg 2-
z7-3H-H,S 712.331 712.328 | C34H46N-701g 1-
z;-3H-H,S-H,0 694.321 694.318 | C34H44N-Oq 1-
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Table S5. MS/MS fragmentation of [ZnH ;L] complex formed between Zn(II) and L2.

Fragment (calc':llfgte d) (obs”ezzve d) Stoichiometry Charge
as-4H+Zn 640.154 640.150 | C,5H34N-0,SZn 1-
b3-4H+Zn 458.012|  458.009 | C2sH41NgOgSZn 1-
bs-4H+Zn 571.096 571.092 | C51H7N¢O7SZn 1-
c-2H 195.089 195.088 | CgH1N4O, 1-
c1-2H-NH; 178.062 178.061 | CgHgN30O, 1-
c,-2H 298.098 298.096 | C;1H6N505S 1-
c,-2H-H,S 264.110 264.108 | C;1H 4N505 1-
¢,-2H-H,S-C,H,0 222.100 222.098 | CoH,N50, 1-
¢,-2H-H,S-C,H,0-NH; 205.073 205.072 | CoHgN4O, 1-
¢,-2H-H,S-H,0 246.100 246.098 | C;1H,N50, 1-
c,-4H+Zn 360.011 360.009 | C;1H4N503S 1-
cs-4H+Zn 685.175 685.171 | C,6H39NgOgS 1-
DLPCGV-6H-H,S-CO, 501.247 501.244 | C,4H33N¢O¢ 1-
DLPCGV-6H-H,S-CO,-H,0 483.236 483.233 | Cp4H31N4¢Os5 1-
Tyr-NHj; 162.056 162.055 | CoHgNO, 1-
x,-2H 304.130 304.128 | C;sH 1gN304 1-
x4-1H-H,S 431.181 431.178 | CyoH,5N5O¢ 1-
y,-2H 278.151 278.149 | C14HoN505 1-
y3-2H 335.172 335.170| C16H23N4O4 1-
y4-2H-H,S 404.194 404.191 | C19H6N505 1-
ys-4H+Zn 597.148 597.144 | C,4H33N606SZn 1-
y6-2H-H,S 614.331 614.327 | C30H44N;04 1-
y7-4H+Zn 825.259 825.253 [ C54H49Ng010SZn 1-
y7-SH+Zn 412.126 412.125| C34H4gNgO1oSZn 2-
yg-4H-H,S+Zn 894.280 894.276 [ C3;Hs5:NoO1;SZn 1-
ys-SH-H,S+Zn 446.637 446.633 | C37H51N9O;SZn 2-
z4-3H 421.155 421.153 | C19H,5N405S 1-
74-3H-CH,S-CO 347.172 347.170| C7H3N404 1-
74-3H-H,S 387.167 387.165 | C19Hp3N4O5 1-
z7-5H+7Zn 808.233 808.228 | C34H46N-010SZn 1-
77-5H-CO,+Zn 764.243 764.238 | C33H46N,0gSZn 1-
z7-SH-H,O+Zn 790.222 790.217 | C34H44N709SZn 1-
7;-6H+Zn 403.613 403.611 | C34H45sN;,0¢SZn 2-
ZnH |L-2H,S 519.177| 519.174 [ C4sHsgN12013Zn 2-
ZnH ,L-2H,S-CO, 497.179 497.183 | C44Hs5sN1,011Zn 2-
ZnH ,L-2H,S-H,0 510.172|  510.169 | C4sHssN12,012Zn 2-
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ZnH |L-H,S 536.171 536.167 | C4sHeoN120135Zn 2-
ZnH_,L-H,S-CO, 514.176 514.173 | C4sHeoN1201;SZn 2-
ZnH_,L-H,S-H,0 527.166 527.162 [ C4sHssN1,01,58Zn 2-
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Table S6. MS/MS fragmentation of L3.

m/z

m/z

Fragment (calculated) | (observed) Stoichiometry Charge
c-2H 153.078 153.077 | C¢HoN4O 1-
c,-2H 256.087 256.086 | CoH4N50O,S 1-
c-2H-H,S 222.100 222.098 | CoH,N50, 1-
¢,-2H-H,S-CHNO 179.094 179.093 | CgH(N,O 1-
c,-2H-H,S-NH; 205.073 205.072 | CoHgN4O, 1-
cs-2H 555.235 555.232 [ C5oH35NgO5S 1-
cs-2H-NH;3 538.209 538.207 | C,,H3,N4,0,S 1-
cs-2H-NH;3-H,S 504.221 504.219 | C;,H30N404 1-
H,L 488.195 488.195| C41HgoN1,015S, 2-
H,L-2H,S 454208 454.205|C4Hs¢N 2012 2-
H,L-2H,S-C 448.208 448.205 | C40Hs6N 1,01, 2-
H,L-2H,S-H,0 445202| 445.200| C41Hs4N 1,04y 2-
H ,L-2H,S-H,0O-NHCO 423.699 423.697 | C40Hs53N 11049 2-
H,L-H,S 471.201 471.199 | C41HsgN,01,S 2-
H ,L-H,S-H,O 462.196|  462.194 [ C41Hs6N12011S 2-
Tyr-NHj; 162.056 162.055 | CoHgNO, 1-
X,-2H 304.130 304.129 | C;sH gN3O4 1-
x4-1H-H,S 431.181 431.179 | CoH,5N5O¢ 1-
y,-2H 278.151 278.150 | C14HoN505 1-
y3-2H 335.172 335.171| CiHp3N4O4 1-
y4-2H-H,S 404.194 404.192 | C19H,6N505 1-
y5-2H-H,S 475.231 475.229 | Cx,H31N¢Og 1-
ys-2H-H,S-H,0 457.220 457.218 | CpoH,9N6O5 1-
ye-2H-H,S 588.315 588.312 | C,sH4,N40O4 1-
y¢-2H-H,S-H,0 570.305 570.302 | C,5H40N-Og 1-
y7-2H 737.330 737.324 | C3,H49NgO1oS 1-
y7-2H-H,S 703.342 703.339 [ C5,H47NgOq0 1-
y7-2H-H,S 351.167 351.166 | C5,H4NgO1o 2-
y7-2H-H,S-2H,0 333.157 333.155| C5,H4,NgOg 2-
y7-2H-H,S-NHj; 342.654 342.653 | C3,H43N404g 2-
z4-3H 421.155 421.153 | C19H,5N405S 1-
74-3H-CH,S-CO 347.172 347.171 | C17H3N4O4 1-
74-3H-H,S 387.167 387.166 | C19H»3N4O5 1-
74-3H-H,S-C,H, 361.152 361.150| Cy7H,N4Os5 1-
z5-2H-H,S-CH;CO 416.194 416.192 | CyoH,6N505 1-
z5-3H-H,S-H,0 440.194 440.192 | Cy,H6N505 1-
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z7-3H 720.303 720.300 | C3,H46N7010S 1-
z7-3H-H,0 702.293 702.288 | C3.H4aN709S 1-
z7-3H-H,S 686.316 686.312| C3,H44N7O1 1-
z7-3H-H,S-2H,0 650.294 650.291 | C5,H40N7Og 1-
z7-3H-H,S-CO, 642.326 642.322 | C5H44N7O4 1-
z7-3H-H,S-CO,-H,O 624.315 624.312 | C5H4oN;04 1-
z7-3H-H,S-H,0 668.305 668.302 | C3,H42N7Og 1-
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Table S7. MS/MS fragmentation of [ZnH_ ;L] complex formed between Zn(II) and L3.

Fragment (calc,ﬁf;te d) m/z (observed) |Stoichiometry Charge
bs-4H+Zn 529.085 529.083 | C19H,5sNgO¢SZn 1-
bs-H,O-4H+Zn 511.075 511.074 | C19H»3NsO5SZn 1-
bs-H,0-4H-C4H¢N3+Zn 415.019 415.016 | C;5H7N5;05SZn 1-
c-2H 153.078 153.077 | CéHgN,O 1-
c,-2H-H,S 222.100 222.100 [ CoH,N50, 1-
c,-2H-H,S-CHNO 179.094 179.093 | CgH(N,O 1-
Cr,-4H+Zn 318.001 318.000 [ CoH,N50,SZn 1-
c,-SH+Zn 158.497 158.496 [ CoH1N50,SZn 2-
cs-4H+Zn 617.148 617.148 | C;oH33N307SZn 1-
cs-4H+Zn-NH; 600.122 600.122 | C;,H30N;04SZn 1-
cs-4H+Zn-NH;-H,0 582.112 582.111 | C5oHpsN7O6SZn 1-
DLACGV-3H-H,S+Zn 293.087 293.085 [ Cp3H34N¢OgZn 2-
DLACGV-7H-H,S-CO, 237.112 237.111 | CpH39NgOg 2-
L-H-H,S-2NH; 454.175 454.173 | C41Hg3N 120155, 2-
Tyr-NHj; 162.056 162.056 [ CoHgNO, 1-
x,-2H 304.130 304.129 | CysH N304 1-
X4-1H-H,S 431.181 431.180 [ CoH5N50¢ 1-
74-3H-H,S-C,H, 361.152 361.150 | C;7H2N4Os5 1-
x4-2H-H,S 215.087 215.087 [ C10H24N50¢ 2-
y4-2H-H,S 201.593 201.593 [ C19H,5N505 2-
y4-2H-H,S 404.194 404.193 | C19H,6N505 1-
y4-3H 218.587 218.587 | C19H,7N505S 2-
74-3H 421.155 421.155 [ C19Hp5N405S 1-
z4-3H-H,S 387.167 387.166 | C19H»3N4O5 1-
z4-4H 210.074 210.073 [ C19Hp4N4O5S 2-
zs-SH+Zn 554.106 554.105 | C3HNsO6SZn 1-
z5-5SH+Zn-C,H,NO3 466.102 466.101 | CoH6N4O3SZn 1-
z7-5SH+Zn 782.217 782.215 | C3,H44N;01¢SZn 1-
z7-5H-CO,+Zn 738.227 738.227 | C51Hy44N;OgSZn 1-
77-5H-H,0+Zn 764.206 764.206 | C3,H42N7O9SZn 1-
77-5H-H,0-H,S+Zn 730.218 730.217 | C3,H4N709Zn 1-
77-5H-H,S+7Zn 748.229 748.228 | C3,H4N7019Zn 1-
z7-6H+Zn 390.605 390.603 | C3,H43N7010SZn 2-
z7-6H-CO,+Zn 368.610 368.608 | C3;H43N;04SZn 2-
z7-6H-CO,-H,0+Zn 359.604 359.602 | C3;H4N;07SZn 2-
z7-6H-H,0+Zn 381.599 381.598 | C3,H41N709SZn 2-
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z7-6H-H,0-H,S+7Zn 364.606 364.604 | C3,H39N7O9Zn 2-
z7-6H-H,S+7n 373.611 373.610| C3,H41N7O9Zn 2-
ZnH ,L-2H,S-C4H,,0; 440.130 440.130 | C37H44N2010Zn 2-
ZnH_,L-2H,S-H,0 476.159 476.157 | C41Hs5oN12,011Zn 2-
ZnH_,L-H,S 334.436 334.435| C41HssN12,01,SZn 3-
ZnH |L-H,S 502.158 502.157 | C41Hs6N12,01,58Zn 2-
ZnH_,L-H,S-2H,0 484.148 484.147 | C41Hs52N12,0,05Zn 2-
ZnH ,L-H,S-H,0 328.433 328.431 | C41Hs3N1,01;SZn 3-
ZnH_,L-H,S-H,0 493.153 493.152 | C4;Hs54N1,0,,SZn 2-
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Table S8. MS/MS fragmentation of L4.

Fragment (calc,ﬁfgte d) (obsnelﬁfe d) Stoichiometry Charge
c-2H 153.078 153.077 | CcHgN,4O 1-
c-2H 256.087 256.086 | CoH 4N50,S 1-
c,-2H-H,S 222.100 222.098 | CoH[,N50, 1-
¢,-2H-H,S-CHNO 179.094 179.093 | CgH(N,O 1-
c,-2H-H,S-NH; 205.073 205.072 | CogHoN4O, 1-
cs-2H 581.251 581.249 | C,4H37NgO,S 1-
cs-2H-H,S 547.263 547.261 | C,4H35N504 1-
¢s-2H-H,S-H,O 529.253 529.249 | C,4H33N50¢ 1-
DLP-2H 324.156 324.154 | C15sH»,N305 1-
H,L 370.137 370.135 [ Co90H44N1909S, 2-
H,L-2H,S 336.150|  336.147 | C20H4oN 0Oy 2-
H ,L-2H,S 673.306 673.302 | CooH41NO9 1-
H,L-2H,S-C 330.150|  330.147 | CasH4oN9O9 2-
H_,L-2H,S-C 661.306 661.302 [ CogH41N{(Oyg 1-
H_,L-2H,S-C,ONH, 308.647 308.645 [ C,7H39N¢Og 2-
H_,L-2H,S-C,0ONH, 618.300 618.296 | C,7H49N¢Og 1-
H ,L-2H,S-C-H,0O 321.144 321.142 | CosH;33N (05 2-
H_,L-2H,S-CHNO 630.300 630.296 [ C,gH40N9Og 1-
H_,L-2H,S-CONH, 314.647 314.645 | CogH39N¢Og 2-
H ,L-2H,S-H,0 327.144|  327.142 | CooHyoN1Oo 2-
H_,L-2H,S-H,0 655.296 655.291 [ Cy9H39N(Og 1-
H ,L-CH,S 347.143 | 347.141 | CsHaN19OoS 1-
H ,L-H,S 353.143|  353.141| CooHaoN19OoS 2-
H,,L-H,S 707.294 707.289 [ C29H43N1009S 1-
H ,L-H,S-CHNO 664.288 664.283 | CosH4oNoOgS 1-
H_,L-H,S-H,O 344.138| 344.136 | C20H4oNcOsS 2-
y3-2H 273.103 273.101 | C{(H7N4O3S 1-
y3-2H-H,S 239.115 239.113 | C1oH;5N403 1-
ys-2H 501.214 501.211 | C50H33N¢O,S 1-
ye-3H 301.608 301.606 | C,3H37N-505S, 2-
ye-3H-H,S 284.614 284.612 | C»3H35N504S 2-
z>-3H 159.023 159.022 [ CsH7N,0O,S 1-
7,-3H-H,S 125.036 125.035 | CsHsN,0, 1-
z5-3H 484.187 484.184 | C5oH3oN5O04S 1-
z5-3H-CH,S-CO, 394.210 394.207 | C1gHsN505 1-
z5-3H-CH,S-CO,-NH; 377.183 377.181 | C1gHy5N4O5 1-
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zs-3H-CH,S-H,0O 420.189 420.186 [ C19H»6N504 1-
z5-3H-CO, 440.197 440.195 [ C19H30N505S 1-
z5-3H-H,0O 466.177 466.174 [ CyoHpgN5O6S 1-
zs-3H-H,S 450.199 450.197 [ C5oH»sN504 1-
z5-3H-H,S-CO, 406.210 406.207 [ C19HgN505 1-
z5-3H-H,S-CO,-H,0 388.199 388.196 | C19H6N504 1-
zs5-3H-H,S-H,0 432.189 432.186 [ CoH6N50¢ 1-
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Table S9. MS/MS fragmentation of [ZnH ;L] complex formed between Zn(II) and L4.

Fragment (calc,zﬁte d) (obsneiz;fe d) Stoichiometry Charge
bs-4H+Zn 416.001 415.999 | C13H4N5sO5SZn 1-
bs;-4H-H,S+Zn 382.014 382.011|C3H ,N505Zn 1-
bs-4H-CO,tZn 485.095 485.092 | C1gH,5N¢O4SZn 1-
bs-4H-H,O+Zn 511.075 511.071 | C19H»3N¢O5SZn 1-
c-2H 153.078 153.077 | CcHoN4,O 1-
c,-2H 256.087 256.086 | CoH 4N50O,S 1-
c,-2H-H,S 222.100 222.098 | CoH|5N50, 1-
c,-2H-H,S-CHNO 179.094 179.093 | CgH(N,O 1-
¢,-2H-H,S-NHj; 205.073 205.072 | CoHgN4,O, 1-
c-4H+Zn 318.000 317.999 | CoH,N5s0,SZn 1-
¢,-4H-NH3+Zn 300.974 300.972 | CoH9N40,SZn 1-
cs-4H+Zn 643.165 643.160 | C,4H35N30,SZn 1-
¢s-4H+Zn-H,0O 625.154 625.150 | C,4H33Ng06SZn 1-
y3-2H-H,S 239.115 239.113 | C;oH 5N403 1-
y3-4H+Zn 335.016 335.014 | C;oH 5sN4,O3SZn 1-
y4-4H+Zn 448.100 448.098 | C1cHo6N504SZn 1-
ys-4H+Zn 563.127 563.124 | C,0H3;N¢O-SZn 1-
ys-SH+Zn 281.060 281.058 | C1oH30N¢O7SZn 1-
7,-3H 159.023 159.022 | CsH;N,0,S 1-
7,-3H-H,S 125.036 125.035 | CsHsN,0O, 1-
z5-3H-H,0 528.090 528.087 | C50H26N506S 1-
z5-5SH+Zn 546.100 546.097 | C,0H25N5O,SZn 1-
z5-5SH-CO,+Zn 502.111 502.108 | C;oH,5sNsO5sSZn 1-
z5-6H+Zn 272.547 272.545 | Cy,0Hy7NsO47SZn 1-
ZnH_L-CH,S 378.100 378.098 | CosHioN1009SZn 2-
ZnH |L-H,S 384.100|  384.097 | CooHyoN19O9SZn 2-
ZnH_,L-H,S 769.208 769.203 | C29H41N1¢O9SZn 1-
ZnH_,L-H,S-CHNO 362.597  362.595| CaoHaoN19O9SZn 2-
ZnH_,L-H,S-CHNO 726.202 726.198 | C,3H49NoOgSZn 1-
ZnH ,L-H,S-H,0 375.095| 375.093 | C2oH3sN19OsSZn 2-

27




