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Figure S1. Scheme of the interactions of *DOTA-Et-APT with the NK1R.
Interaction types are shown in the legend (top right corner).
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Figure S2. Binding mode of *DOTA-Et-APT in the NKIR (general view). A)
the ligand alone or B) superposed on the crystallographic position of
aprepitant (APT). *DOTA-Et-APT shown as cyan sticks. APT shown as
orange sticks. Hydrogen display is suppressed. The receptor is shown in a
simplified manner as green helices. TM1 not shown.
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Figure S3. Scheme of the interactions of *DOTA-Pr-APT with the NKIR.
Interaction types are shown in the legend (top right corner).
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Figure S4. Binding mode of *DOTA-Pr-APT in the NK1R (general view). A)
the ligand alone or B) superposed on the crystallographic position of
aprepitant (APT). *DOTA-Pr-APT shown as magenta sticks. APT shown as
orange sticks. Hydrogen display is suppressed. The receptor is shown in a simplified
manner as green helices. TM1 not shown.
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Figure S5. Scheme of the interactions of *DOTA-Bu-APT with the NK1R.
Interaction types are shown in the legend (top right corner).
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Figure S6. Binding mode of *DOTA-Bu-APT in the NK1R (general view). A)
the ligand alone or B) superposed on the crystallographic position of
aprepitant (APT). *DOTA-Bu-APT shown as yellow sticks. APT shown as orange
sticks. Hydrogen display is suppressed. The receptor is shown in a simplified manner
as green helices. TM1 not shown.
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Figure S7. Scheme of the interactions of *DOTA-Hex-APT with the NKIR.
Interaction types are shown in the legend (top right corner).
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Figure S8. Scheme of the interactions of *DOTA-Oct-APT with the NKIR.
Interaction types are shown in the legend (top right corner).
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Figure S9. Binding mode of *DOTA-Oct-APT in the NKIR (general view). A)
the ligand alone or B) superposed on the crystallographic position of
aprepitant (APT). *DOTA-Oct-APT shown as slate blue sticks. APT shown as

orange sticks. Hydrogen display is suppressed. The receptor is shown in a simplified
manner as green helices. TM1 not shown.
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Figure S10. Scheme of the interactions of *DOTA-Dec-APT with the NK1R.
Interaction types are shown in the legend (top right corner).
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Figure S11. Binding mode of *DOTA-Dec-APT in the NKIR (general view).
A) the ligand alone or B) superposed on the crystallographic position of
aprepitant (APT). *DOTA-Dec-APT shown as marine-blue sticks. APT shown as
orange sticks. Hydrogen display is suppressed. The receptor is shown in a simplified
manner as green helices. TM1 not shown.



