Speclnfo comprises
one of the largest
spectral data collections
on the Internet
worldwide

Speclnfo Data Collections

Thefollowing NMR, IR and MS data
collections are included in Speclnfo
Online:

 13CNMR 332,000
« 1HNMR 91,500
« 31P, 19F, 295, 15N 42,000
« MS 95,000
e IR 30,000

Functionality

e Structure and substructure search
» Spectrum search

» Keyword search

» Spectrum prediction — see next

page
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Ordering I nformation

For a price quote:
rneudert@wiley-vch.de

More information about databases:
www.stmdata.de

Speclnfo Online Home page:
http://www.interscience.wiley.com/
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Spectrum Prediction 1n Speclnfo is based on 332,000
CNMR and 91,500 HNMR Spectra

S structure
Title Cephalosporin C
Formula C18HIS M3 085
MY 4431356

N - Assignments are
[ highlighted

#13C NMR Peak Assighment

e - - ol eslme [ [go Title  Predicted spectrum
e bl o] ]2 e e ~ Owner Copyright (C)2005 by John Wiley & Sons, Inc. All Rights
Arhitrary Unit = Resered
100 X ¥ Multi Assign S.Dev. HNo. No.
Hose Spheres
¥ 2822 1.00T 1 01z 15 4
.- _| 1187207058 2 nes 19 3
132040705 3 B.63 69 2
25 3 — 5785 100D 4 0.45 32 4
59.90 1.00D 5 noo o 2 5
s 1mo 125 100 75 50 25 185.060708 6 10532 4
Predicted spectrun pru |v| 163130708 7 071 10 3
K M »| B45T 1.00T 8 1265 15 4
B 172580708 ] 243 15 &

* The highlighting feature visualizes the assignment of the Carbon (or Hydrogen) atoms
to the chemical shiftsin the spectrum

e The standard deviation (S.Dev. in the table above) is a measure of the prediction
quality of theindividual shifts

e Number of Hose codesisthe number of spherical structure codes used for the
prediction

* Number of Spheresisthe range of the individual spherical structure codes
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