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Mo(0O)2(L"), complexes — IR and UV-Vis.
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Molecular Weight: 560.4690 Molecular Weight: 650.4630 Molecular Weight: 620.5210 Molecular Weight: 520.4890

All together — normalized absorbance

UV-Vis traces of Mo(O),(H-L"), in DCM
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Graph S1: UV-Visible traces of all Mo complexes taken in DCM. Absorbance is normalized for clarity.

Table S1: Selected UV-Vis data for all four complexes analyzed. Each complex was dissolved in DCM
and diluted to an approximate concentration of 0.03 mM. Absorbances shown in table are not
normalized but instead is the raw unaltered data.

Conc. Absorbance

(mM)

Complex

Molar Absorptivity (L/cm-mol)

Mo(0)a(H-LY), | 0.0345 | 284 | 326 | 393 | 0.903 | 0.636 | 0.207 | 26159 | 18427 5998
Mo(0),(H-12), | 0.0263 | 266 | 258 - | 0968|0432 - | 36818 | 16420 -
Mo(0)a(H-13), | 0.0343 | 297 | 313 | 378 | 1.129 | 1.081 | 0.280 | 32906 | 91526 8150
Mo(0)a(H-L%), | 0.0354 | 266 | 308 | 434 [0.674 ] 0.254 | 0.035 | 19048 | 7171 987




Complex 1: Mo(0)z(LY),

UV-Vis trace of Mo(O),(H-L'), in DCM (0.034 mM)
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Graph S2: UV-Vis trace of Mo(0),(L!), in DCM (0.0345 mM). Absorbance is not normalized to 1.



Complex 2: Mo(0)z(L?),

UV-Vis trace of Mo(O),(H-L?), in DCM (0.026 mM)
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Graph S$3: UV-Vis trace of Mo(0),(L?), in DCM (0.0263 mM). Absorbance is not normalized to 1.



Complex 3: Mo(0)z(L3),

UV-Vis trace of Mo(0),(H-L3), in DCM (0.034 mM)
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Graph S4: UV-Vis trace of Mo(0),(L3); in DCM (0.0343 mM). Absorbance is not normalized to 1.



Complex 4: Mo(0)z(L%)

UV-Vis trace of Mo(0),(H-L?), in DCM (0.035 mM)
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Graph S5: UV-Vis trace of Mo(0),(L*), in DCM (0.0354 mM). Absorbance is not normalized to 1.
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Physical appearances of complexes 1-4.
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Graph S6: IR spectrum of Mo(0)z(LY),. v C=N: 1524, Mo=0: 881, Mo=0: 961, Mo-O:

758.
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Complex 2:
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Graph S7: IR spectrum of Mo(0)2(L?),. v C=N: 1512, Mo=0: 971, Mo-O:
747.



Complex 3:
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Graph S8: IR spectrum of Mo(0)z(H-L%),. v C=N: 1532, Mo=0: 882, Mo-0:

778.
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Complex 4:

MO!OIz! |.4!2

Agilent Resolutions Pro

100l MO(Q)2(tbU)2_2021-11-18116-27-59(1)
et And g s \
90 | |}-1641.963 -0.000 )
| | | | [ | al ,-‘
| W M i) | | | |I I
| | I AT Il (i
a0y | | | |
[ ‘I'I| ‘l‘l" | “l"l“\“‘e
| RN 1] |
|| 2953154 255659 ‘ | I (EIN ||
o e
] 1249924 0000 "l | | | | |
|
£ 501 P I || | | 729300
£ . I ‘ ‘ | t
2 |
g 1406.952 165 490 ‘ /| | L“_L_H_,ﬂmﬁ
= o ! 5 _Ilr - 7‘\—’—‘303,158
' \
1349667 768.875— || H \ L_,|_~~-71007.s
40 | - \ T)ﬂmza& 2
1305104 714000 | \
a0+ \
\ \ |‘
|
| 533302 1140405 | )
20 s 1193.692 70.007 875.924
Levvn b bva v b b b o brae o b v b bva v b oo bva e bvc v b baoa v b b baoa o
200 3600 20 000 2800 2600 2400 2200 00 18000 1600 14000 1200 1000 800 60O

Wavenumber

Graph S9: IR spectrum of Mo(0)2(L*),. v C=N: 1533, Mo=0: 850. Mo-O:
774.
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