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f:L) 	(57) Abstract: The present invention relates to a method which allows for an automatic substance identification on the basis of an 
::::) NMR spectrum. In the scope of the method, determining a multitude of integral ratio values, in each case from at least two integral 
N values of the NMR spectrum, takes place, wherein each integral ratio value specifies the ratio of the height and/or area of the under - 

0 lying spectral values, and determining a multitude of distance values, in each case from at least two position values of the NMR 

	

,-t 	spectrum, takes place, wherein each distance value specifies the spectral distance between the underlying spectral values. The integ - 

	

.,. 	ral ratio values and the distance values are then used for substance identification. 

(12) INTERNATIONAL APPLICATION PUBLISHED UNDER THE PATENT COOPERATION TREATY (PCT) 
(19) World Intellectual Property 

Organization 
International Bureau 

(43) International Publication Date 
10 October 2013 (10.10.2013) WIPOIPCT 

(10) International Publication Number 

WO 2013/150098 A1 

(51) International Patent Classification: 
G01R 33/46 (2006.01) 

(21) International Application Number: 
PCT/EP2013/057104 

(22) International Filing Date: 
4 April 2013 (04.04.2013) 

(25) Filing Language: English 

(26) Publication Language: English 

(30) Priority Data: 
10 2012 205 686.6 5 April 2012 (05.04.2012) DE 
61/620,700 5 April 2012 (05.04.2012) US 

(71) Applicant: NUMARES GMBH [DE/DE]; Josef-Engert-
StraBe 9, 93053 Regensburg (DE). 

(72) Inventors: HUBER, Fritz; FichtelgebirgsstraBe 20, 93057 
Regensburg (DE). PFAHLERT, Volker; Richard-Bampi-
StraBe 11, 79400 Kandern (DE). KIRCHHOFER, Ren-
ate; Konrad-Adenauer-StraBe 83, 93051 Regensburg (DE). 

__ KRUMPEL, Andreas; GorresstraBe 13, 93051 Regens-
—= burg (DE). 

(74) Agent: SOKOLOWSKI, Fabian; Maikowski & Nin-
nemann, Postfach 15 09 20, 10671 Berlin (DE). 

(81) Designated States (unless otherwise indicated, for every 
kind of national protection available)'. AE, AG, AL, AM, 
AO, AT, AU, AZ, BA, BB, BG, BH, BN, BR, BW, BY, 
BZ, CA, CH, CL, CN, CO, CR, CU, CZ, DE, DK, DM, 
DO, DZ, EC, EE, EG, ES, FI, GB, GD, GE, GH, GM, GT, 
HN, HR, HU, ID, IL, IN, IS, JP, KE, KG, KM, KN, KP, 
KR, KZ, LA, LC, LK, LR, LS, LT, LU, LY, MA, MD, 
ME, MG, MK, MN, MW, MX, MY, MZ, NA, NG, NI, 
NO, NZ, OM, PA, PE, PG, PH, PL, PT, QA, RO, RS, RU, 
RW, SC, SD, SE, SG, SK, SL, SM, ST, SV, SY, TH, TJ, 
TM, TN, TR, TT, TZ, UA, UG, US, UZ, VC, VN, ZA, 
ZM, ZW. 

(84) Designated States (unless otherwise indicated, for every 
kind of regional protection available)'. ARIPO (BW, GH, 
GM, KE, LR, LS, MW, MZ, NA, RW, SD, SL, SZ, TZ, 
UG, ZM, ZW), Eurasian (AM, AZ, BY, KG, KZ, RU, TJ, 
TM), European (AL, AT, BE, BG, CH, CY, CZ, DE, DK, 
EE, ES, FI, FR, GB, GR, HR, HU, IE, IS, IT, LT, LU, LV, 
MC, MK, MT, NL, NO, PL, PT, RO, RS, SE, SI, SK, SM, 
TR), OAPI (BF, BJ, CF, CG, CI, CM, GA, GN, GQ, GW, 
ML, MR, NE, SN, TD, TG). 

Published: 
— with international search report (Art. 21(3)) 

(54) Title: METHOD FOR SUBSTANCE IDENTIFICATION FROM NMR SPECTRUM 

1000 

i! 
•H 
so a 
<D 

00 o\ 
© o 

800 

600 

400 

200 

P3 P4 

P2 

i , 
P5' 

pr P21 

P. 

P3' 

P6' 

I 
PT 

P8' 

P5 
I 
I 
I 

, JK. _ 

P10' 

P9' 

•Test spectrum 

• Reference spectrum 
(Substance A) 

P13' 

P14' P15' 

JL. 

0.0 0.2 0.4 0.6 0. 
Chemical Shift / ppzn 

FIG 3 

1.0 

i-H o 
CJ 

(57) Abstract: The present invention relates to a method which allows for an automatic substance identification on the basis of an 
NMR spectrum. In the scope of the method, determining a multitude of integral ratio values, in each case from at least two integral 
values of the NMR spectrum, takes place, wherein each integral ratio value specifies the ratio of the height and/or area of the under­
lying spectral values, and determining a multitude of distance values, in each case from at least two position values of the NMR 
spectrum, takes place, wherein each distance value specifies the spectral distance between the underlying spectral values. The integ­
ral ratio values and the distance values are then used for substance identification. 


