Electronic Supplementary Material (ESI) for Medicinal Chemistry Communications
This journal is © The Royal Society of Chemistry 2012

Supporting Information

A Homodimeric Radioligand Derived From 1-(2-Methoxyphenyl)piperazine with High
Affinity For In Vivo 5-HT1A Receptor Imaging

Niraj Singh®®, Puja Panwar Hazari**, Surbhi Prakash®, Krishna Chuttani®, Harleen Khurana®,
Harish Chandra® and Anil K. Mishra**

* Corresponding authors

Puja Panwar/Anil Kumar Mishra

Brig. S. K. Mazumdar Road, Delhi-110054,

India

Phone: +91-11-23984480 Fax: +91-11-2391-9509

E-mail: akmishra63@gmail.com; puja panwar@yahoo.com

Supporting Information Description:

Figure S1. IHNMR of compound 1 S2
Figure S2. IHNMR of compound 1 S3
Figure S3. Mass spectrum of compound 1 S4
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Figure S1. IHNMR spectrum of 2-(2-(4-(2-methoxyphenyl)piperazin-1-
yl)isoindoline-1,3-dione (1)
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Figure S2. 13C NMR spectrum of 2-(2-(4-(2-methoxyphenyl)piperazin-1-
yl)isoindoline-1,3-dione (1)
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AC PaTameter
Mass Range Mode  Std/Normal Trap Drive 354 Scan Begin 13-’ mjz
Ion Polarity Positive Octopole RF Amplitude  169.8 Vipp Scan End 2000 m/z
Ion Source Type Esl Capillary Exit 120.5 volt Averages 7 Spectra
Ory Temp (Set) 325°C Skimmer 40.0 Volt Max. Accu Time 200000 ps
Nebulizer (Set) 35.00 psi Oct 1DC 12.00 Volt (Smart) 1CC Target 30000
Dry Gas (Set) 12.00 lfmin Oct 2DC 1.70 Volt icc on
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Figure S3. Mass spectrum of 2-(2-(4-(2-methoxyphenyl)piperazin-1-yl)isoindoline-
1,3-dione (1)
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Figure S4. IHNMR spectrum of 4-(4-(2-methoxyphenyl)piperazine-1-yl)butan-1-

amine (2)
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Figure S5. 13CNMR spectrum of 4-(4-(2-methoxyphenyl)piperazine-1-yl)butan-1-
amine (2)
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Figure S6. Mass spectrum of 4-(4-(2-methoxyphenyl)piperazine-1-yl)butan-1-amine
2)
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Figure S7. IHNMR spectrum of 5,8-bis(carboxymethyl)-15-(4-(2-
methoxyphenyl)piperazine-1-yl)-2-(2-(4-(4-(2-methoxyphenyl)piperazine-1-

yl)butylamino)-2-oxoethyl)-10-0x0-2,5,8,11-tetraazapentadecane-1-carboxylic acid
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Figure S8. 13CNMR spectrum of 5,8-bis(carboxymethyl)-15-(4-(2-
methoxyphenyl)piperazine-1-yl)-2-(2-(4-(4-(2-methoxyphenyl)piperazine-1-
yl)butylamino)-2-oxoethyl)-10-0x0-2,5,8,11-tetraazapentadecane- 1 -carboxylic acid

3
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Arauisition
Mass Range Mode  Std/Normal Trap Drive 80.5 Scan Begin 50 mfz
Ton Polarity Negative Octopole RF Ampltude  200.0 Vpp Scan End 2200 m/z
lon Source Type  ESI Capillary Exit +157.3 Volt Averages 7 Spectra
Dry Temp (Set) 350°C Skimmer -40,0 Vol Max, Accu Time 200000 ps
Nebulizer (Set) 35.00 psi Oct1DC 12,00 Voit (Smart) ICC Target 100000
Dry Gas (Set) 12.00 fmin Oct20C 2.4 Volt Icc on
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Figure S9. Mass spectrum of 5,8-bis(carboxymethyl)-15-(4-(2-
methoxyphenyl)piperazine-1-yl)-2-(2-(4-(4-(2-methoxyphenyl)piperazine-1-
yl)butylamino)-2-oxoethyl)-10-0x0-2,5,8,11-tetraazapentadecane- 1-carboxylic acid
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FiguresS10.TLC Scan (Radiochromatogram) of *"Tc DTPA-bis(MPBA)
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