Interpretace spekter

Oblast otisku prstu — 500 — 1500 cm-1

e valencni vibrace vétsiny anorganickych molekul

» deformacni vibrace organickych molekul — d HCH, 6 CCH, & COH

e nékteré valencni vibrace organickych molekul v C-C, v C-O
Charakteristické vibrace — poloha spektrdlnich pasa funkénich skupin je
relativné malo zavisla na zbytku molekuly, proto je mozné jejich vinocty

tabelovat



Interpretace spekter
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|zotopicky substituované molekuly

* |Interpretaci IR a RA spekter |ze usnadnit
izotopickou substituci ve zkoumané molekule.

* Nedojde ke zmené geometrie molekuly, ale
zmeéni se hmotnosti atomu.

* Dojde k poklesu frekvenci vsech vibraci, jichz
se substituovany atom ucastni.



INFRARED SPECTROSCOPY OF AQUEOUS SOLUTIONS
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FIG. 1.

cal studies, are the water absorptions at 1550 and 1650
cm™!, the characteristic wavenumbers of protein amide
II (H,0) and amide I' (D,0) bands. D,O never is 100%
pure and usually includes HOD molecules from the

20

Molar absorptivity of H,0 in the 1000-4000 cm™' spectral range at 25°C.

traces of H,0. The absorbance bands at 3404 cm ™! (in-
tensity is proportional to content of OH groups) and at
3840 cm' (intensity is proportional to D,O content)
can be used for quick and precise determination of D,0O
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FIG. 2. Molar absorptivity of D,O in the 1000-4000 cm™" spectral range at 25°C.



Knihovny spekter

Spectral Database for
Organic Compounds SDBS

-http://sdbs.riodb.aist.go.jp/sdbs/cgi-bin/cre_index.cgi
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SDBS Compounds and Spectral Search

Compound Name: Atoms: Spectrum: _
I Imat:h partial j C(Carbon) I— jis] l— C|h—ECNk1ge Spemralojy\oRur e
HiHydrogen) I o r 3¢ wvr T Raman
Molecular Formula: )
I MN{Mitragen) I to rIHNvE T ESR
C, H, then the other elements are O(Oxygen) I to I IR Peaks(cm"): Allowance
alphabetical arder, "%,™ for the wild card I
: |10

Molecular Weight: FeForne) | 0 L p— = Ih ;

, pace is the separator for rultiple
| to | Cl(Chlarine) I to peaks

Numbers between left and right columns
Up to the first place of a decimal point

CAS Registry No.:

—r —
—r —

BriBromine)

l{ladine)

"% * for the wild card.

SDBS No.:

"% ™" for the wild card.

ch

S(Sulfun I to
P {Phospharus) I to
Si(Silicon) I to

Murnbers between left and right columns.

Lise "-", to set a range:. ey, 550-750,1650
3000-

Transmittance < |80 Yo

B¢ NMR Shiftippm):  Aiowance
| +[20

" " is the separatar for multiple shifts, eg
1283184,

No shift regions:

Range defined by two numbers separated by
a space, eg. 11078,

TH NMR Shiftjppm):  alowance
[ +n2
No shift regions:

MS Peaks and intensities:

Mass and its intensity are a set of data
separated by a space, eg. 11022 .

Clear | Hit: [20hit ﬂ Sort by: [Malecular Weight j [Ascending Order j
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