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S1. NMR spectra 
S1.1.1 1H-NMR of compound 3 

 
 
 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 



S1.1.2 13C-NMR of compound 3 

 
 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 



 

S1.1.3 19F-NMR of compound 3 

 
 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 



S1.2.1 1H-NMR of compound 7 

 
 

 



S1.2.2 13C-NMR of compound 7 

 



S1.2.3 19F-NMR of compound 7 

 



S1.3.1 1H-NMR of compound 8 

 



S1.3.2 13C-NMR of compound 8 

 



S1.3.3 19F-NMR of compound 8 

 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 



S2. Quality control of [3H]OF-NB1 
 
 

 
Supp. Figure S1. Quality control chromatogram of [3H]OF-NB1 provided by Tritec. The identity of the raditracer by co-injection 
with OF-NB1. Radiochemical purity was found to be >99%. The sample was injected in a HPLC system equipped with a Waters 
Sunfire C18 (5 µm), 4.6 x 250 mm HPLC column. The starting mobile phase composition was A: water + 0.05% TFA; B: MeCN 
+ 0.05% TFA. The radiostracer was eluted at a flow rate of 1.0 mL/min using the following conditions; 0 min 10% B; 10 - 14.5 
min 95% B; 15 min 10% B.  



 
 
 
 

 
 
 
Supp. Figure S2. Mass spectrum of the reference compound and [3H]OF-NB1 after measurement on a LC-MS as provided by 
Tritec. The data was recorded on an Agilent LC-MS 6120 (single quadrupole) after eluting from an Agilent Zorbax Eclipse Plus 
C18 column (1.8 µm); 2.1 x 50 mm. The starting mobile phase composition was A: water + 0.1% TFA; B: MeCN + 0.1% TFA. 
The radiostracer was eluted at a flow rate of 0.6 mL/min using the following conditions; 0 min 5% B; 0.2 min 5% B; 4 min 95% 
B.  
 
 
 
 
 
 
 
 
 
 
 
 
 



S3. PET imaging of a Wistar rat using [18F]fluspidine 
 
 

 
 
Supp. Figure S3. Coronal PET images of [18F]fluspidine averaged over 90 min in Wistar rats. The brain images are shown for rats 
under baseline and blockade conditions (3 and 15 mg of CP-101,606 per kilogram) superimposed on the respecive recorded CT 
image. The colour indicates the minimum and maximum standard uptake values (SUVs). The SUV is defined as the accumulated 
radioactivity [Bq] per tissue [g] / injected dose per body weight. 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 



S4. Docking overlay 
 

 
 
Supp. Figure S4. Docking overlay of ifenprodil and OF-NB1 againist the GluN1b/2B receptor (3QEL).  
 
 
 
 
 

 
Supp. Figure S5. Docking overlay of ifenprodil and OF-NB1 againist the σ1 receptor (6DK1). 
 
 
 
 
 
  


