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Fixation of a manually notched wireA B Picture of the wire with attached cables
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A BPDN-DT: Uncharged

C BPDN-DT: Negative charged (Q=-1)

B BP-DT: Uncharged

D BP-DT: Negative charged (Q=-1)

E BPDN-DT: Positive charged (Q=+1) F BP-DT: Positive charged (Q=+1)
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HOMO -1 HOMO LUMO LUMO+1

-5.738 eV -5.614 eV -3.776 eV -3.585 eV

HOMO -2 HOMO -1 HOMO LUMO

-3.125 eV -1.196 eV -0.600 eV

-2.959eV -2.429eV +0.234eV-0.471eV

-3.513 eV

HOMO LUMO LUMO+1 LUMO+2

-6.215eV -5.681eV -5.593eV

-7.842eV -5.849eV -4.634eV-5.025eV

-8.232eV

A BPDN-DT: Uncharged

C BPDN-DT: Negative charged (Q=-1)

-5.491eV -5.231eV -2.247eV-3.062eV

HOMO -1 HOMO LUMO LUMO+1

B BP-DT: Uncharged

HOMO -2 HOMO -1 HOMO LUMO

D BP-DT: Negative charged (Q=-1)

E BPDN-DT: Positive charged (Q=+1)

HOMO LUMO LUMO+1 LUMO+2

F BP-DT: Positive charged (Q=+1)
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D Voltage-induced Switching Molecules

B C Diode MoleculesPhenyl-based and Cyano-terminated Molecules

A1

1,4-phenyl-dithiol
(PDT)

A2

4,4’-biphenyl-dithiol
(BPDT)

B1

1,4-phenyl-diisocyanide
(PDI)

B2

4,4’-biphenyl-diisocyanide
(BPDI)

B3

4,4’-terphenyl-diisocyanide
(TPDI)

C1

(SBD)

SB-Diode

A8

4,4'-Bis(acetylthio)-2,2'-
dimethyl-terphenyl-dithiol

(TPDT-DM)
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4,4'-Bis(acetylthio)-2,2'-
dimethyl-biphenyl-dithiol

(BPDT-DM)

A9

4,4'-Bis(acetylthio)-2,2'-
dimethyl-quaterphenyl-dithiol

(QPDT-DM)

D1

(BP-DT)

Bipyridyl oligo-phenylene-ethynylene dithiol
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(BP-DT)

Bipyridyl dinitro oligo-
phenylene-ethynylene dithiol
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