p-fluoro-amphetamine
	
	
	1H NMR


	1H (ppm) litta.
	13C NMR


	13C (ppm) litta.
	

	#
	nH
	, ppm. J, Hz
	, ppm. J, Hz
	[image: image1.emf]NH2 CH3 F 23 1 1’2’ 3’ 4’ 5’ 6’



	1a
	1
	2.828. dd, 2J1a1b=-13.7,  3J1a2=8.5
	2.78. dd, 2J1a1b=-13.4,  3J1a2=9.5
	40.95
	39.8
	

	1b
	1
	3.057. dd, 2J1A1B=-13.7,  3J1b2=6.0
	3.27. dd, 2J1a1b=-13.4,  3J1a2=4.8
	
	
	

	2
	1
	5.200. m, 3J1a2=8.5,  3J1b2=6.0, 3J2-3=6.6
	3.43, br m
	50.47
	49.1
	

	3
	3
	1.277. d, 3J2-3=6.6
	1.29. d, 3J2-3=6.5
	18.35
	17.6
	

	1’
	
	
	
	133.61. 4JCF=3.3
	132.5. 4JCF=3.4
	

	2’,6’
	2
	7.312. AA’ 3J2’-3’=8.9 4J2’-6’=5.0, 5J3’-6’=0.0, 4JH-F=5.4  
	7.23, dd, 3JH-H=8.7 4JH-F= 5.5
	132.39. 3JCF=8.2
	130.9. 3JCF=7.9
	

	3’,5’
	2
	7.079. AA’ 3J2’-3’=8.9 4J3’-5’=-4.8, 5J2’-5’=0.0 3JH-F= 8.9
	6.99, dd, 3JH-H=8.7 3JH-F=8.7
	116.71. 2JCF=21.6
	115.4. 2JCF=21.4
	

	4’
	
	
	
	163.64. 1JCF=244.0
	161.6. 1JCF=245.0
	

	
	
	
	
	
	
	


a: Rösner, P. et al., 2005, solvent CDCl3:d6-DMSO, 9:1. 

s: singlet. q: quartet. d: doublet. AA’: AA’ system of a parasubstituted (aromatic) spinsystem. br m: broad multiplet. 3J2’-3’=3J5’-6’. 3J2’-5’=3J3’-6’.
Isomeric Fluoro-methoxy-phenylalkylamines: a new series of controlled-substance analogues (designer drugs). Rösner, P., Quednow, B., Girreser, U., Junge, T. Forensic Science International 

Mephedrone

	
	
	1H NMR


	1H (pm) litta.
	1H (pm) littb.
	Structure

	#
	nH
	, ppm. J, Hz
	[image: image2.emf]C H3 NH CH3 O CH3 3 1 2 4 7’ 1’2’ 3’ 4’ 5’ 6’



	2
	1
	5.200. q, J6-7: 7.22
	5.09. q J = 7.2
	4.81. q J = 7.2 
	

	3
	3
	1.611. d, J6-7: 7.22
	1.57. d J = 7.2
	1.74. d J = 7.2
	

	4
	3
	2.820. s
	2.77. s
	2.74. s
	

	1’
	
	
	
	
	

	2’,6’
	2
	7.971. AA’ J2’-3’=7.62, 4J2’-6’=2.0, 5J2’-5’=0.6.
	7.62. d’ J = 8.5
	7.86. d’ J = 8.1
	

	3’,5’
	2
	7.396. AA’ J2’-3’: 7.62, 4J3’-5’=2.0, 5J2’-5’=0.6.
	7.42. d’ J = 8.5
	7.35. d’ J = 8.1
	

	7’
	
	2.429. s
	2.45. s
	2.44. s
	


a: Gibbons & Sloh, 2010, solvent CD3OD. They erroneously specify the coupling pattern of the aromatic system as a doublet, which should be an apparent doublet, hence d’. b: Camilleri et al, solvent CD2Cl2. see a.

s: singlet. q: quartet. d: doublet. d’: apparent doublet. AA’: AA’ system of a parasubstituted (aromatic) spinsystem 3J2’-3’=3J5’-6’. 3J2’-5’=3J3’-6’.
An analysis of the ’legal high’ mephedrone. Simon Gibbons, Mire Zloh. Bioorganic & Medicinal Chemistry Letters, 20, 2010, 4135-4139. 
Chemical analysis of four capsules containing the controlled substance analogues 4-methylmethcathinone, 2-fluoromethamphetamine, a-phthalimidopropiophenone and N-ethylcathinone. Andrew Camilleri, Martin R. Johnston, Michael Brennan, Sean Davis, David G.E. Caldicott. Forensic Science International, 197, 2010, 59-66.
Flephedrone
	
	
	1H NMR


	1H (pm) litta.
	13C NMR


	13C (pm) litta.
	

	#
	nH
	, ppm. J, Hz
	, ppm. J, Hz
	[image: image3.emf]F NH CH3 O CH3 1 23 4 1’2’ 3’ 4’5’ 6’



	1
	
	
	
	195.87
	196.22
	

	2
	1
	5.200. q, 3J2-3: 7.22
	4.99. q J=7.1
	60.75
	59.75
	

	3
	3
	1.611. d, 3J2-3: 7.22
	1.57. d J=7.1
	16.39
	15.44
	

	4
	3
	2.820. s
	2.71. s
	32.00
	31.11
	

	1’
	
	
	
	130.99. 4JCF=2.9
	129.29. 4JCF=2.3
	

	2’,6’
	2
	7.22. AA’ 3J2’-3’=8.8 4J2’-6’=2.6, 5J2’-5’=0.6, 4JH-F=5.3 
	7.22. m
	133.34. 3JCF=9.8
	132.19. 3JCF=10
	

	3’,5’
	2
	7.971. AA’ 3J2’-3’=8.8 4J3’-5’=2.7, 5J3’-6’=0.6, 3JH-F=8.5  
	7.97. m
	117.55. 2JCF=22.5
	116.16. 2JCF=22
	

	4’
	
	
	
	168.13. 1JCF=255.1
	166.89. 1JCF=256
	


a: Archer, R.P., 2009, solvent D2O. 

s: singlet. q: quartet. d: doublet. AA’: AA’ system of a parasubstituted (aromatic) spinsystem. 3J2’-3’=3J5’-6’. 3J2’-5’=3J3’-6’.
Fluoromethcathinone, a new substance of abuse. R.P. Archer. Forensic Science International, 185, 2009, 10–20.

MDPV
	
	
	1H NMR


	1H (pm) litta.
	13C NMR


	13C (pm) litta.
	Structure

	#
	nH
	, ppm. J, Hz
	, ppm. J, Hz
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	1
	
	
	
	195.29
	194.40
	

	2
	1
	5.312. q, 3J2-3= 5.55
	5.42
	70.05
	66.80
	

	3
	2
	2.022 m. d, 3J2-3= 5.555, 2J2-3 = -9.90, 3J2-4a = 3J3-4a = 8.66, 3J2-4b = 3J3-4b = 8.72.
	1.97 m,
	34.00
	31.96
	

	4a
	1
	1.212 m. 2J2-3 = -9.90, 3J2-4a = 3J3-4a = 8.66, 3J2-4a = 3J3-4a = 8.66., 3J4a-5  = 7.37. 
	1.07 m.
	18.78
	17.42
	

	4b
	1
	1.285 m. 2J2-3 = -13.51, 3J2-4b = 3J3-4b = 8.72, 3J4b-5  = 7.23.
	1.22 m.
	
	
	

	5
	3
	0.890 t. 3J4a-5  = 7.37, 3J4b-5  = 7.23.
	0.80 t.
	14.32
	13.65
	

	1’
	
	-
	
	130.47
	129.11
	

	2’
	1
	7.517. d 4J2’-6’=1.80 
	7.57, d, J=1.8 Hz.
	108.99
	107.78
	

	3’
	
	
	
	150.53
	148.28
	

	4’
	
	
	
	155.42
	153.05
	

	5’
	1
	7.020. d 3J5’-6’=8.24
	7.15 d, J=8.3 Hz
	109.65
	108.52
	

	6’
	1
	7.780. dd. 4J2’-6’=1.80, 3J5’-6’=8.24
	7.77, dd, J=8.3 Hz. J=1.8 Hz.
	127.70
	126.06
	

	7’
	2
	6.128. s
	6.20, s.
	104.23
	102.55
	

	2’’a
	1
	
	3.64 m, 3.44 m, 3.21 m, 3.01 m.
	52.26 and 54.70
	53.50 and 51.84
	

	2’’b
	1
	
	
	
	
	

	5’’a
	1
	
	
	
	
	

	5’’b
	1
	
	
	
	
	

	3’’a
	1
	
	1.87 – 2.07, m.
	24.31 and 24.19
	22.78
	

	3’’b
	1
	
	
	
	
	

	4’’a
	1
	
	
	
	
	

	4’’b
	1
	
	
	
	
	


A:  Westphal et. Al. 2009. D6-DMSO. 

Westphal, F; Junge, T; Rosner, P, et al. Mass and NMR spectroscopic characterization of 3,4-methylenedioxypyrovalerone: A designer drug with alpha-pyrrolidinophenone structure. .FORENSIC SCIENCE INTERNATIONAL, 190, 2009, 1-8.
bk-MBDB
	
	
	1H NMR


	1H (ppm) litta.
	13C NMR


	13C (pm) litta.
	Structure

	#
	nH
	, ppm. J, Hz
	, ppm. 
	[image: image5.emf]OO O N H C H 3 C H 3 1’ 2’ 3’ 4’5’ 6’ 2 31’’ 4 7’



	1
	
	
	
	194.5
	193.8
	

	2
	1
	5.086. t, 3J2-3a=3J2-3b =5.21
	5.15 t, J=5.0
	65.2
	62.4
	

	3a
	1
	2.106 m. d, 3J2-3a=5.21, 2J3a-3b = -13.7, 3J3a-4 = 7.6.
	1.79-2.10 m
	25.0
	22.9
	

	3b
	1
	2.040 m. d, 3J2-3b=5.21, 2J3a-3b = -13.7, 3J3b-4 = 7.6.
	
	
	
	

	4
	1
	0.906 t, 3J3a-4 = 3J3b-4 = 7.6
	0.77 m
	8.7
	8.2
	

	1’
	
	-
	
	129.9
	128.4
	

	2’
	1
	7.724, dd, 4J2’-3’=8.2, 3J2’-6’=1.8 
	7.72 dd, J=1.7, 8.2.
	127.4
	125.8
	

	3’
	1
	7.010, d, 4J2’-3’=8.2
	7.12, d, J=8.2
	109.6
	108.5
	

	4’
	
	
	
	155.2
	152.8
	

	5’
	
	
	
	150.4
	148.2
	

	6’
	1
	7.499, d, 3J2’-6’=1.8
	7.55, d, J=1.7 
	109.0
	107.8
	

	7’
	2
	6.116, s
	6.19 s
	104.1
	102.5
	

	1’’
	3
	2.724, s
	2.25 s
	32.7
	31.2
	


Reference, MBDB hydrochloride in d6-DMSO: Characterization of Three Methcathinone Analogs: 4-Methylmethcathinone, Methylone, and bk-MBDB. Chad R. Maheux , Catherine R. Copeland, and Michael M. Pollard. Microgram Journal, 7, 2010, 42-49.
