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The Identifications and the Aspects of the Commercially Available Uncontrolled Drugs Purchased between Apr. 2003 and Mar. 2004

Takako SETO*, Misako TAKAHASHI*, Machiko NAGASHIMA#*, Jin SUZUKI* and Ichiro YASUDA*

In total 31 kinds of chemical drugs were found in 100 samples of commercially available uncontrolled drugs

which were purchased between Apr. 2003 and Mar. 2004 in Tokyo. Of those, 21 drugs were detected for the first
time by us. Their respective structures were identified by a combination of "H-NMR, *C-NMR, LC/PDA, LC/MS

(ESI), HR/LC/MS (ESI), GC/MS (EI) and TLC.
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Table 1. The 26 Basic Drugs Found between Apr. 2003 and Mar. 2004

phenethylamines tryptamienes piperazines Others
2C-1%¢ (5) 4FMP*© (6) 5-MeO-DIPT *" (27) BZP"' (3) 2-AI*° (1)
2CT-2%¢(1)  4FMP-N-OH* (2) 5-MeO-MIPT *¢ (8) TFMPP *"! (2)
2C-C*(2) MBDB ¢ (2) 5-MeO-AMT® (4) MBZP*® (5)
2C-E* (1) BDB® (1) 5-MeO-DALT® (1) 3TMP® (2)
PPA° (1) MLONE® (3) 5-MeO-DMT* (1) 3CPP™* (9)
TMA-2¢ (6) 5-MeO-DPT* (1) 4MPP™° (1)
TMA-6"° (2) AMT (4)

a: newly detected after 2003

bl: regulated as a drugs on October 18, 2003.
b2: regulated as a drugs on April 17, 2005.

c: regulated as a raw materials of stimulant

d: regulated as Tokyo governor designated substance on June 1, 2005.
e: Identified by comparing with standard compounds
(): times of detection

Table 2. Chemical Names, Formulas and [M+H]" Ions of the Found Basic Drugs

Abbreviated Name Chemical Name Formula (Molecular Weghit)  [M+H]" ion (Caled.) m/z
2C-1 2,5-dimethoxy-4-iodophenethylamine C1oH14INO; (307) 308.0164* (308.0148)
2C-C 4-chloro-2,5-dimethoxyphenethylamine CoH4CINO; (215) 216.0775* (216.0791)
2C-E 4-ethyl-2,5-dimethoxyphenethylamine Ci,HsNO; (209) 210.1509* (210.1494)
2CT-2 2,5-dimethoxy-4-ethylthiopheneth Ci,H9NO,S (241) 242 (242.1215)

PPA phenylpropanolamine CoH5NO (151) 152 (152.1075)
TAM-2 2,4,5-trimethoxyamphetamine C12HoNO; (225) 226.1453%(226.1443)
TAM-6 2,4,6-trimethoxyamphetamine C2H9NO; (226) 226.1428%* (226.1443)
4FMP 4-fluoroamphetamine CyH,,FN (153) 154 (154.1032)
4FMP-N-OH 4-fluoro-N-hydroxyamphetamine CoH,FNO (169) 170.1986* (170.0981)
MBDB N-methyl-1-(1,3-benzodioxol-5-yl)-2-butanamine C,H;NO; (207) 208.1354* (208.1338)
BDB 1-(1,3-benzodioxol-5-yl)-2-butanamine C1H;sNO, (193) 194 (194.1181)
METHYLONE 2-methylamino-1-(3,4-methylenedioxyphenyl)propan-1-one  C;;H;3NO; (207) 208.0977* (208.0937)
5-MeO-DIPT 3-[2-(diisopropylamino)ethyl]-5-methoxyindole C17H26N,0 (274) 275.2136* (275.2123)
5-MeO-MIPT 3-[2-(isopropylmethylamino)ethyl]-5-methoxyindole Ci5H,N,0 (246) 247.1800%* (247.1810)
5-MeO-AMT 5-methoxy-a-methyltriptamine C1,H6N,O (204) 205.1357* (205.1341)
5-MeO-DALT 5-methoxy-N,N-diallyltryptamine C,7H»,N,0 (270) 271 (271.1810)
5-MeO-DMT 5-methoxy-N,N-dimethyltryptamine Ci3HisNLO (218) 219 (219.1497)
5-MeO-DPT N,N-dipropyl-5-methoxytryptamine C17H26N,0 (274) 275 (275.2123)

AMT a-methyltriptamine CiHiuN; (174) 175.1251 (175.1235)
BZP 1-benzylpiperazine CiiHi6N, (176) 177 (177.1392)
TFMPP 3-trifluoromethyl-phenylpiperazine Ci1Hi3F3N; (230) 231(231.1109)
MBZP 1-benzyl-3-methylpiperazine CioHisN> (190) 191.1549* (191.1548)
3TMP 1-(3-thienylmethyl) piperazine CoH1sN,S (182) 183.0971%* (183.0956)
3CPP 1-(3-chlorophenyl)-piperazine CioHi3CIN; (196) 197.0855* (197.0846)
4MPP 1-(4-methoxyphenyl)piperazine C11H16N,0 (192) 193 (193.1341)

2A1 2-aminoindan CoHy N (133) 134 (134.0970)

* ESI-TOF/MS High resolution MS data
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Fig. 3 UV Supectra of Uncontrolled Drugs by LC/PDA
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Table 3. "H-NMR and *C-NMR Data of 4FMP-N-OH

BC (CDCLy)8 'H (CDCl5)3
1 134.2 (d, J=2.5)*
2,6 130.7 (d, J=8.4)* 7.15 (2H, dd-like)
3,5 1153 (d, J=21.6)*  6.99 (2H, t-like)

4 161.6 (d, J=244.7)*
o 58.5 3.18 (1H, br. sextet, J=6.3)
B 39.1 2.60 (1H, dd, J=13.7, 6.3)
2.85 (1H, dd, J=13.7, 6.3)
a-1' 17.4 1.09 (3H, d, J=6.3)
* Coupling of C-F
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Table 4. "H-NMR and "*C-NMR Data of Phenethylamines (CDCl3)3
2C-C 2C-T-2 2C-E
NO. ]3C lH ]3C lH 13C lH
1 127.7 127.1 125.6
2 151.8 151.7° 151.6
3 113.1  6.85(1H, s) 113.8°  6.67 (1H, s) 1124 6.67(1H,s)
4 120.2 122.3 131.4
5 148.8 151.9° 151.2
6 1153 6.74 (1H, s) 113.9° 6.83 (1H, s) 113.6  6.65(1H,s)
a 421 2.70 QH, t, J=6.9) 42.1 292 (2H,t,1=6.9) 423 2.92 (2H,t,J=6.9)
B 347 2.88 (2H,t, 1=6.9) 344 273 (2H,t, J=6.9) 344 273 (2H,t, 1=6.9)
ik 233 2.59(2H, q, J=7.5)
2 269  2.89 (2H, q, I=7.5) 144 116 (3H, t,J=7.5)
3 14.3 1.27 (3H, t,J=7.5)
2-OCH, 560  3.75 (3H,s) 562 3.82(3H,s) 56.1  3.76 (3H, s)*
5-OCH; 56.9  3.83 (3H,s) 565 3.77(3H,s) 562 3.76 (3H, s)*
METHYLONE BDB MBDB
sc 'H 13¢  'H e 'H
1 130.3 133.5 133.5
2 108.0  7.43 (1H,d, J=1.7) 109.5  6.69 (1H, d, J=1.7) 109.5 6.69 (1H, d, J=1.7)
3 148.4 147.7 147.7
4 152.1 145.9 145.9
5 108.0  6.84 (1H, d, J=8.0) 108.2  6.74 (1H, d, J=8.0) 108.2  6.74 (1H, d, J=8.0)
6 1425  7.55(1H, dd, J=8.0, 1.7) 122.1  6.64 (1H, dd, J=8.0, 1.7) 122.1 6.63 (1H, dd, J=7.5, 1.7)
a 592 4.13(1H, g, J=7.5) 544 2.85(1H, m) 623 2.55(1H, m)*
B 200.9 438 238 (1H, dd, J=13.5,8.9), 39.6  2.64 (1H, m)
2.72 (1H, dd, J=13.5, 4.9) 2.53 (1H, m)*
o-1' 19.7 1.28 (3H,d, J=7.5,) 30.2 1.35 (1H, ddq, J=14.9, 7.5, 7.5) 25.5 1.40 (1H, m)
1.51 (1H, m) 1.47 (1H, m)
o-2' 10.6  0.97 3H,t, J=7.5) 9.8 0.93 (3H, t, J=7.5)
N-CHj; 344 234(3H,s) 338 237(3H,s)
-O-CH,-O- 101.9  6.03 (2H,s) 100.8  5.92 (2H,s) 100.8  5.93 (2H,s)

a and c: Assignments may be interchanged in each vertical column.

*overlapped in each vertical column
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Table 5. '"H-NMR and ">C-NMR Data of Tryptamines (CDCl3)d
5-MeO-MIPT 5-MeO-DIPT 5-MeO-AMT
13C ]H 13C ]H 13C ]H
la 131.5 131.4 131.6
2 122.3 7.00 (1H, br.s) 122.1 7.00 (1H, br. d, J/=1.7) 123.3 7.02 (1H, br,d, J=1.7)
3 114.5 115.1 113.5
3a 128.0 128.1 128.1
4 100.9 7.06 (1H, d, J=2.3) 101.0 7.08 (1H, d, J=2.9) 101.0 7.05 (1H, d, J=2.3)
5 153.9 153.9 153.9
6 112.1 6.85 (1H, dd, J=8.6, 2.3) 112.0 6.85 (1H, dd, J=8.6, 2.9) 112.1 6.87 (1H, dd, J=8.6, 2.3)
7 111.8 7.24 (1H, d, J=8.6) 111.7 7.24 (1H. d, J=8.6) 111.8 7.25 (1H, d, J=8.6)
o 54.1 2.73 (2H, m) 28.2 2.72 (2H, m) 47.2 3.29 (1H, m)
a-1' 23.8 1.18 (3H, d, J=6.3)
B 24.2 2.90 (2H, m) 46.5 2.83 (2H, m) 36.0 2.64 (1H, dd, J=14.3, 8.6)
2.85(1H, dd, J=14.3,5.2)
N-1' 53.6 2.94 (1H, septet, J=6.9) 49.0 3.12 (2H, septet, J=6.3)
N-2' 18.0 1.06 (6H, d, J=6.9) 20.8 1.08 (12H, d, J=6.3)
N-1" 37.1 2.36 3H, s)
5-OCH; 56.0 3.86 (3H, s) 55.9 3.86 (3H, s) 56.0 3.87 (3H, s)
5-MeO-DPT 5-MeO-DALT 5-MeO-DMT
13C 'H 13C 'H 13C 'H
la 1314 127.9 131.5
2 122.2 6.98 (1H, br. s) 122.3 7.00(1H, d, J=2.3) 122.3 6.98 1H, br. d, J=2.3)
3 114.5 114.2 113.9
3a 127.6 131.4 127.8
4 100.8 7.03 (1H, d, J=2.3) 100.8 7.06(1H, d, J=2.6) 100.8 7.03 (1H, d, J=2.3)
5 153.8 153.8 153.9
6 111.8 6.84 (1H, dd, J=8.6,2.3) 111.8 7.27 (1H, d, J=8.6) 112.1 6.84 (1H, br. dd, J=8.6, 2.3)
7 112.0 7.21 (1H. d, J=8.6) 112.1 6.87 (1H, dd, J=8.6, 2.3) 111.8 7.22 (1H, d, J=8.6)
o 54.6 2.78 (2H, m) 53.7 2.84 (2H, m) 60.1 2.64 (2H, m)
B 22.9 2.87 (2H, m) 22.8 2.94 (2H, m) 23.7 2.91 (2H, m)
N-1' 56.2 2.50 (4H, m) 56.9 3.29 (4H, d, J=6.6) 45.4 2.35 (6H, s)
N-2' 20.2 1.52 (4H, br. septet, /=8.6)  135.6 5.97 (ddt, J=17.2,10.3, 6.6)
N-3' 12.0 0.89 (6H, br. t, J=7.4) 122.3 5.20 (2H, d-like, J/=10.3)
5.27 (2H, d-like, J=17.2)
5-OCH; 55.9 3.85 (3H, s) 55.9 3.88 (3H, s) 56.0 3.85 (3H, s)
a: Assignments may be interchanged in each vertical column * in CD;0D
Table 6. 1H-NMR and 13C-NMR Data (5 Value) of Piperazines
TFMPP* MBZP® 3TMP*
13C H 130 'H 13C 'H
2,69 51.3 3.18 (4H, br.s) 53.5 2.38 (4H, br. s) 54.1 2.48 (4H, br.s)
3,5¢ 48.7 3.05 (4H, br.s) 55.5 2.28 (4H, br. s) 46.0 291 (4H,t,J=5.4)
N-CH,- 63.3 3.33 (2H, s) 57.6 3.73 (2H, s)
N-CH; 44.9 2.08 (2H, s)
I 151.8 139.4
2! 112.2 (q, J~4.8)¢ 7.09 (1H, br.s) 129.2  7.33 (1H, d, J=8.0) 126.1 6.93 (1H, br.d, J=3.4)
3 131.4 (q, J/=31.2)° 128.5  7.18 (1H, br. t, J=8.0) 1414
4 115.9 (q, J=3.6)° 7.06(1H, d, J=8.0) 1272 7.10 (1H, t, J=7.4) 126.4  6.96 (1H, br.dd, J/=5.2,3.4)
5' 129.5 7.32 (1H, t, J=8.0) =3’ =3’ 1249  7.25(1H, br.d, J=5.2)
6' 118.8 7.04(1H, br.dd, J=8.0, 2.3) =2’ =2’
CF3 124.3 (q, J/=272)°¢
a: in CDCls, b:in C¢Ds,  c: Coupling of C-F d: Assignments may be interchanged in each vertical column.
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2,5-Dimethoxy-4-(2-fluoroethylthio)- phenethylamine & # L 72
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Table 7. EI- MS Data of New Uncontrolled Drugs
Name MS (m/z, %)

5-MeO-DALT 270 (M*, 2), 160 (8), 174 (3), 110 (100), 96 (1)
5-MeO-AMT 204 (M*, 3), 161 (100), 44 (48)
5-MeO-DMT 218 (M, 6), 160 (5), 58 (100)
5-MeO-MIPT 246 (M, 4), 174 (4), 159 (6), 86 (100)
5-MeO-DIPT 274 (M*, 0.5), 174 (4), 159 (22), 114 (100), 100 (2)
5-MeO-DPT 274 (M, 0.2), 174 (5), 160 (7), 114 (100)
BZP 176 (M, 22), 134 (73), 91 (100)
MBZP 190 (M, 57), 119 (44), 91 (100)
METHYLONE 207 (M, 0.2), 176 (0.5), 58 (100)

MBDB 178 (4), 135 (8), 72 (100)
4FMP 152 (IM-1T7, 2), 109 (30), 44 (100)
4FMP-NOH 167 (41), 149 (26), 134 (38), 109 (100)
BDB 193 (M", 2), 136 (24), 58 (100)
3TMP 182 (M*, 42), 140 (46), 97 (96), 85 (35), 56 (100)
TFMPP 230 (M, 29), 188 (100), 172 (13), 159 (4), 145 (14)
2C-C 215 (M7, 15), 186 (100), 171 (36)
2C-E 209 ( M7, 19), 180 (100), 165 (50)

Table 8. Composition of Cocktail drugs

Detected Components Pli)%u()ct;s

2-Al TMA-2 5-MeO-DIPT 1
2C-1 3TMP 1
2C-1 5-MeO-DIPT 1
2C-1 2C-C 1
3CPP 5-MeO-DPT 2
3CPP 5-MeO-DIPT 5-MeO-DMT 1
3CPP 4FMP 5-MeO-AMT 1
3CPP 4MPP 1
3CPP 5-MeO-DIPT 1
4FMP 5-MeO-DIPT 1
4FMP 4FMP-NOH 2
5-MeO-AMT 5-MeO-DIPT 3
AMT 1,4-BD 1
BDB 5-MeO-DIPT TMA-6 1
BZP TFMPP 2
MBZP 5-MeO-MIPT 1
MBZP 5-MeO-DIPT 2
MBZP 5-MeO-DIPT 5-MeO-MIPT 1
METHYLONE 5-MeO-MIPT 1
TMA-2 5-MeO-DIPT 5
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