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ethyl 2-[[1-(2-phenylacetyl)pyrrolidine-2-carbonyllamino]acetate

Phenylacetyl-Pro-Gly-OEt

Formula: C17H22N204

Formula weight: 318,37

Chemical Abstracts No.: 157115-85-0

Smiles code: O=C(CC1=CC=CC=C1)N2[C@H](C(NCC(OCC)=0)=0)CCC2
InChi key: PINSMUBMSNAEEN-AWEZNQCLSA-N

Other names: NOOPEPT, GVS-111, SGS 111

The seized material was 0.9364 gram white powder.

GC-MS

An Agilent 6890N Network GC system set up with Agilent HP-5MS (length: 30 m,
diameter: 0.25 mm, film: 0.25 mm) coupled to an Agilent 5973 Network Mass Selective
Detector (scan range m/z 35 — m/z 500) was used. The solution of the sample in
methanol was injected. Samples were subjected to electron ionization (EI) mode. GC-
MS conditions: HP-5MS column was temperature programmed from 100 C (which was
held for 2 minutes) to 280 °C at 20 °C/min, 280 °C was held for 3 minutes, then to
315 °C at 25 °C/min, the temperature was stated at 315 °C for 12 minutes. The carrier
gas was helium. Tribenzyl-amine was applied as an internal standard (locked to 10.8
minutes). Data handling was carried out with GC/MSD ChemStation software.

IR

The IR spectrum was recorded on a Bruker Tensor 27 IR spectrometer equipped with
a Platinum ATR accessory, in absorbance mode. The sized powder was measured
directly. The digital resolution is 4 cm™'. The spectrometer was controlled, and the data
were processed using Opus 6.5 software package.

NMR

The NMR spectra were recorded on a Bruker Avance Neo 400 NMR operating at 9.4
Tesla magnetic field, equipped with Prodigy BBO-H&F-D-05 Z-gradient probe. The
spectra were recorded at 25 °C in DMSO-ds solution. The spectrometer was controlled,
and the data were processed using TopSpin 4.0 software package. Chemical shifts ()
are given in parts per million unit, referenced to tetramethylsilane (dtms = 0.00 ppm).
The determination of the structure was based on 'H, zgs-clip-COSY, zqs-TOCSY, zgs-
easy-ROESY as well as '3C, multiplicity edited HSQC and HMBC spectra.
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Bruker Tensor 27
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GC-MS total ion chromatogram

Abundance TIC: 33628-1-2.D\data.ms
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Mass spectrum at 12,06 min retention time

Abundance Average of 12.021 to 12.114 min.: 33628-1-2.D\data.ms
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Agilent 6890N Network GC system set up with Agilent HP-5MS
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Interpretation of the NMR spectra

Noopept

GVS-111, SGS 111

CAS No.: 157115-85-0

ethyl 2-[[1-(2-phenylacetyl)pyrrolidine-2-carbonyllamino]acetate
PJNSMUBMSNAEEN-AWEZNQCLSA-N
0=C(CC1=CC=CC=C1)N2[C@H](C(NCC(OCC)=0)=0)CCC2

In DMSO-d, solution

TH-NMR chemical shifts § [ppm]

Formula Weight: 318,36758
Exact Mass: 318,157957204
Molecular Formula: C,,H,,N,O,

1.18
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The equilibrium of the two proline amide rotamers is proven
by the exchange crosspeaks in the zgs-easy-ROESY spectrum.

25-04-2020

4/10



or/s

<o
N R

|

06

PRI

{ o
>
¢¢ 09 <9 0/ ¢/ 0§
| I SR I R R B

PRI

PRI

:

W

=

Sr
|

ofon
xowJ

P

020C-¥0-5¢C

°p-OSINQ :3udnjos ABIpoid 2901d0AID ‘00 OIN JONVAY Jaxnig

0r
1

—_— =
NN
NN

|

O DS
e
[o=] k=] (=] {=}
0°¢ [9¥9
| I B

PRI

|

(4

PR

0.40
—/

|

367

w
ost

(4
NP I

€0 0’1
[

PRI

wdd

1.877
1.868
1.856
1.804

1.798
1.785
1.771
1.197
1.184
1.179
1.167
1.162
1.149

(ma1A18A0) wnayoads YNN-H,

LdddOON 105 e1ep [ednk[euy

SQOUAINS JISUAIO,] 10J MU UeLIeSuny



0r/9 020C-¥0-5¢C

°p-OSINQ :judAajos (ABIpoid 9904d0AID ‘00¥ OIN IONVAYV J93nig

3451.84
< 344595

NC343908
3311.43
_

- =< 3305.55
N3299.64

2916.92
2916.04
2914.71

2909.82
/ 2907.20
— — — / 2896.13
/ 2893.07

—— = 2890.87
— = - 2889.24

— = N 2885.07
2878.00
2876.94

2870.11

1793.51
/ 1787.38

wdd ¢'§

&L
I

L
I

wdd

1639.43
1637.11
1634.43
= =Z—1632.33

1630.03
\ 1627.32
162020

154521
_ 153920
~_—1521.86
- —— 1515.90
1466.65

1456.39

——1452.61

—— 1442.69

—— 1426.97

—— 1403.18

1398.04
1392.54
1389.70
1374.00
1351.81

N

wdd p€ € 9€ L€ 8€ 6€ 0F [V TF EF ¢F SF

886.18
877.42
873.82
868.75
864.99
823.01
818.62
813.83
810.96
804.77
792.43
784.94
779.20
773.80
765.68
753.60
751.06
747.39
— 74254

721.92
71926

x4

1C

0¢C

61

NSNS, A

wdd g

wdd 7'

(suonoes osisii9)oeieys) wnaysads YNN-H,

LdAdOON 10j ejep [edonAJeuy SQJUQIOG JISUAIO 10} AIMIsu] ueLreSungy



Hungarian Institute for Forensic Sciences

Analytical data for NOOPEPT
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Bruker AVANCE NEO 400, CryoProbe Prodigy; solvent: DMSO-de

25-04-2020

7/10



Hungarian Institute for Forensic Sciences

Analytical data for NOOPEPT

zgs-easy-ROESY
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13C-NMR
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Bruker AVANCE NEO 400, CryoProbe Prodigy; solvent: DMSO-de
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ed-HSQC
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HMBC
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Bruker AVANCE NEO 400, CryoProbe Prodigy; solvent: DMSO-ds
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