ExpertSoft GmbH

Dank hervorragenden Kundenlésungen ist ExpertSoft
ein erfolgreiches Unternehmen. Es setzt das Wissen,
die Dienstleistungen und die Produkte konsequent
fur den Erfolg der Kunden ein. ExpertSoft bietet fiir
verschiedenste Bereiche hochprofessionelle
Software- & Hardware-Lésungen an.

ExpertSoft dient ihren Kunden und begleitet
diese zum Erfolg.

Solutions for Success

EXPERTSOFT GMBH PiSYStemS XTE

Berechnung von UV/VIS-Spektren
P. O. Box Calculation of UV/VIS spectra

Hofmatt
CH-6332 Hagendorn ZG
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ﬂ PiSystems
y XTE

I Das schnellste, zuverldssigste und zugleich
einfachst zu bedienende quantenchemische
Programm zur Berechnung von elektronischen
Spektren und Farben organischer Molekiile sowie
zur Unterstiitzung in der synthetischen Forschung.

Die Oberfldche von PiSystems XTE
The desktop of PiSystems XTE
Fahigkeiten

® Extrem schnelle und zuverlassige Berechnung
von UV/VIS-Spektren konjugierter Molekiile:

® Berechnung der Farbe von Molekiilen

® Visuelle Darstellung der Dynamik elektroni-
scher Anregungen von Molekiilen

® Rasche und zuverldassige Prognose der
Einflisse von Substituenten-Modifikationen
auf das UV/VIS-Spektrum von Molekiilen

® Unterstiitzung bei der Synthese konjugierter Molekiile:
zuverlassige Prognose der Reaktivitdt und Selektivitat
konjugierter Molekiile gegeniiber Elektrophilen und
Nukleophilen
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dows 95. Darstellung der Absorptionsspektren
View of absorption spectra

®Z The fastest, most reliable and at the same time most user-
N
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friendly quantum-chemical program for the calculation of
electronic spectra and colours of organic molecules as well
as for the support in synthetic science.
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® Extremely fast and
reliable calculation of
electronic absorption spectra
of conjugated molecules

®  Calculation of the colour
of molecules

® Visualisation of the
dynamics of the electronic
excitations of molecules

“® Fast and reliable
prediction of the influence of
modifications of substituents

upon the absorption spectrum of molecules

Simulation von Farbstoffidsungen
Simulation of dye solutions

® Support in the synthesis of conjugated molecules:
reliable prediction of the reactivity and selectivity of
conjugated molecules towards electrophiles and
nucleophiles

® Extremely simple graphical input for the
calculation of molecules

® Extensive, mouse-driven online help

® Full compatibility with all Windows versions
from Windows 95 and up
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BOND-ORDER ALTERATION ON EXCITATION INTO THE S(1)STATE

[Move mouss to bond centers to have the values shown. I
[ 2

Darstellung der Dynamik angeregter Zustande
View of the dynamics of excited states

Eine Testversion finden Sie unter

ﬂ PiSystems
- Please find a trial version on

http://science.expertsoft.ch

EXPERTSOFT GMBH

P. O. Box
Hofmatt
CH-6332 Hagendorn ZG

Telefon +41 417 809 766
Fax +41 417 809 765
E-Mail info@expertsoft.ch




<<
  /ASCII85EncodePages false
  /AllowTransparency false
  /AutoPositionEPSFiles true
  /AutoRotatePages /All
  /Binding /Left
  /CalGrayProfile (Dot Gain 20%)
  /CalRGBProfile (sRGB IEC61966-2.1)
  /CalCMYKProfile (U.S. Web Coated \050SWOP\051 v2)
  /sRGBProfile (sRGB IEC61966-2.1)
  /CannotEmbedFontPolicy /Warning
  /CompatibilityLevel 1.4
  /CompressObjects /Tags
  /CompressPages true
  /ConvertImagesToIndexed true
  /PassThroughJPEGImages true
  /CreateJDFFile false
  /CreateJobTicket false
  /DefaultRenderingIntent /Default
  /DetectBlends true
  /ColorConversionStrategy /LeaveColorUnchanged
  /DoThumbnails false
  /EmbedAllFonts true
  /EmbedJobOptions true
  /DSCReportingLevel 0
  /EmitDSCWarnings false
  /EndPage -1
  /ImageMemory 1048576
  /LockDistillerParams false
  /MaxSubsetPct 100
  /Optimize true
  /OPM 1
  /ParseDSCComments true
  /ParseDSCCommentsForDocInfo true
  /PreserveCopyPage true
  /PreserveEPSInfo true
  /PreserveHalftoneInfo false
  /PreserveOPIComments false
  /PreserveOverprintSettings true
  /StartPage 1
  /SubsetFonts true
  /TransferFunctionInfo /Apply
  /UCRandBGInfo /Preserve
  /UsePrologue false
  /ColorSettingsFile ()
  /AlwaysEmbed [ true
  ]
  /NeverEmbed [ true
  ]
  /AntiAliasColorImages false
  /DownsampleColorImages true
  /ColorImageDownsampleType /Bicubic
  /ColorImageResolution 300
  /ColorImageDepth -1
  /ColorImageDownsampleThreshold 1.50000
  /EncodeColorImages true
  /ColorImageFilter /DCTEncode
  /AutoFilterColorImages true
  /ColorImageAutoFilterStrategy /JPEG
  /ColorACSImageDict <<
    /QFactor 0.15
    /HSamples [1 1 1 1] /VSamples [1 1 1 1]
  >>
  /ColorImageDict <<
    /QFactor 0.15
    /HSamples [1 1 1 1] /VSamples [1 1 1 1]
  >>
  /JPEG2000ColorACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 30
  >>
  /JPEG2000ColorImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 30
  >>
  /AntiAliasGrayImages false
  /DownsampleGrayImages true
  /GrayImageDownsampleType /Bicubic
  /GrayImageResolution 300
  /GrayImageDepth -1
  /GrayImageDownsampleThreshold 1.50000
  /EncodeGrayImages true
  /GrayImageFilter /DCTEncode
  /AutoFilterGrayImages true
  /GrayImageAutoFilterStrategy /JPEG
  /GrayACSImageDict <<
    /QFactor 0.15
    /HSamples [1 1 1 1] /VSamples [1 1 1 1]
  >>
  /GrayImageDict <<
    /QFactor 0.15
    /HSamples [1 1 1 1] /VSamples [1 1 1 1]
  >>
  /JPEG2000GrayACSImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 30
  >>
  /JPEG2000GrayImageDict <<
    /TileWidth 256
    /TileHeight 256
    /Quality 30
  >>
  /AntiAliasMonoImages false
  /DownsampleMonoImages true
  /MonoImageDownsampleType /Bicubic
  /MonoImageResolution 1200
  /MonoImageDepth -1
  /MonoImageDownsampleThreshold 1.50000
  /EncodeMonoImages true
  /MonoImageFilter /CCITTFaxEncode
  /MonoImageDict <<
    /K -1
  >>
  /AllowPSXObjects false
  /PDFX1aCheck false
  /PDFX3Check false
  /PDFXCompliantPDFOnly false
  /PDFXNoTrimBoxError true
  /PDFXTrimBoxToMediaBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXSetBleedBoxToMediaBox true
  /PDFXBleedBoxToTrimBoxOffset [
    0.00000
    0.00000
    0.00000
    0.00000
  ]
  /PDFXOutputIntentProfile ()
  /PDFXOutputCondition ()
  /PDFXRegistryName (http://www.color.org)
  /PDFXTrapped /Unknown

  /Description <<
    /FRA <>
    /ENU (Use these settings to create PDF documents with higher image resolution for improved printing quality. The PDF documents can be opened with Acrobat and Reader 5.0 and later.)
    /JPN <FEFF3053306e8a2d5b9a306f30019ad889e350cf5ea6753b50cf3092542b308000200050004400460020658766f830924f5c62103059308b3068304d306b4f7f75283057307e30593002537052376642306e753b8cea3092670059279650306b4fdd306430533068304c3067304d307e305930023053306e8a2d5b9a30674f5c62103057305f00200050004400460020658766f8306f0020004100630072006f0062006100740020304a30883073002000520065006100640065007200200035002e003000204ee5964d30678868793a3067304d307e30593002>
    /DEU <>
    /PTB <>
    /DAN <>
    /NLD <>
    /ESP <>
    /SUO <>
    /ITA <>
    /NOR <>
    /SVE <>
  >>
>> setdistillerparams
<<
  /HWResolution [2400 2400]
  /PageSize [612.000 792.000]
>> setpagedevice


