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Table A2 Groups containing N-Atoms

[ Overtone, Combination qlueuc'l.l Range |Remarks
| [r.:n:l
[14) -NH, primary amines o
combination 5080 4580 | MH-stretching + M- bending
¥ overtone 6580 6,400 |17 overtone of NH; sym, -mr:tchmg
B.ET0 g.5u0 | 1" overtone of NH; anti-sym, stretching
6900 6,780 | AMNH,
™ pvertone 9,800 9620 | 2™ overtone of NHa sym. stretching
10,000 2,800 | 2™ overtene of MH, anfi-sym. stretching
10,200 4800 .ﬁ".rNH;
1 gvertone 12,500 12,200 | 3™ svertone of MH; anti-sym. stretching
220 12,500 | ANH,
12900 12,660 avertone of NH; sym. strefching
15) =MH secondary amine |
1 overtone 6710 &AT0
2™ gvertone 9890 9,620 |
16) -CONH, prim. amides '
combination 4670 4,610 | 2x amide + amide
4,760 4,690 | NH-stretching + amide
4,900 4450 | NH-stredching = amide
5,130 5,080 | NH-stretching + amide
1 overtone 6230 £,170 |intermolecular lydrogen bond
6,620 6,540 | |:r|re1||'||:|'||.-<:|.|'|u.r hydrogen bond
6,710 6,620 | 1% overtone of NH; sym. stretching
1 e ertomie 6,940 6,850 | 1% overtone of NH; anti-sym, stretching
4,950 4900 | 2" gvertone of amide
Q350 9170 | intermolecular hydrogen bond
9,850 G660 it molecular hydrogen bond
10,0 G R0 overtone of MH; sym. streiching
10310 10,1040 2“‘ overtone oFNH anti-sym a-lreln:,hlng
17) -CONH-= second, amides
combination 4,650 4,610 | Ix amide + amide
4,760 4,720 | MH-strefching + amide
5,050 4,980 iNH-smlrhing + amide
1% overtone 6,540 5990 | intermolecular hydrogen bond
6850 6,620 | intermolecular hydrogen bond
2™ svertone 5,240 5,180 | 2" gvertone of amide
9,660 8,930 | imtermolecular ydrogen bond
10, 0 9,520 | imtermolecular hydrogen bond

Table A4 Groups containing 5- or P-Atoms

ﬂwrluhe Culllbllll'll.l.l}rl

: r;rn:i_.]ll.irmy Range | Remarks
(18) -SH thiols o N
1¥ avertone 5,760 5,730 )
19) P-OH T | ) ) _ '
1% avertomne | 5260 5,240 | 1% avertone of OH stretching
20} -PH )
1% overtone 5,200 5,260

Table A2 Groups containing (-Atoms

Owvertone, Combination Freqlueut].' Range |Remarks
71 Hy |
combination 5,180 5,150 | OH-stretching + OH- bending [
7.270 7220 | OH-anti-sym. stretch, + OH-sym. stretch, |
1* overione 6,500 6,830 |
2™ pvertone 12360 10150 [
3 gwertone 13,5100 13,330 |
| 8) free -OH aleohol |
combination 4,850 4,780 | OH-stretching + OH-bending |
1 overtone 7,170 7020 |
2" pvertone 4,220 2180 | 2™ svertone of OH-bending
10,640 10470 | 2™ svertone of OH-stretching
3 overtone 13,700 13420 '
[9) bound -OH alcohal j
1* gvertone 6,970 6,760 | intermolecular hydrogen bomnd |
0T 6,270 | intermolecular hydrogen bond |
2" gyertone 10,2000 10,100 [ intermolecular hydrogen bond |
R GAT0 | intermolecular hydrogen bond |
10 -COOH, -COOR |
2" pvertone 5,290 5,210 | 2x C=0-stretching (carbox. acids) I
5,180 5,130 | 2x C=0-stretching (esters) |
11) -C=00 ketones
2™ veriome 5,130 5,110 |
12) -CHO aldehydes | .
combination 4,570 | 4,520 | CH-stretching + C=0-stretching
13)-COC- epoxides o T .
1% owertone 6,100 6,060 | 1% gvertene of CH-stretching
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Casel S5/K#¥EX6HTIL
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BRETT AR /NS A—42— s

PLSIEREETIILIERFER (Casel)

¥EtNo | RMSECV |PLSEF# R2 AR LIS
1 0.129 2 99.9 — R4 +SNVALE
2 0.154 4 99.9 — R 5
3 0.154 2 99.9 SLSALIE
4 0.165 4 99.9 7ty LiE
5 0.19 3 99.8 — R +SLSALIE
6 0.19 4 99.8 Min—Max{L3E
7 0.204 3 99.8 Z R 5
8 0.259 4 99.4 SNVALIE

PLSIREETIILIERFER (Case2)

EtNo | RMSECV |PLSEHEF%# R2 ARG JLAIE
1 0.112 2 99.9 — R +SLSALIE
2 0.113 2 99.9 — R 5 + SNVALEE
3 0.116 4 99.9 — Rig 5
4 0.119 3 99.9 SLSALIE
5 0.12 4 99.8 A2ty r0E
6 0.122 2 99.8 = R4
7 0.167 4 99.8 Min—Max40L 38
8 0.192 3 99.4 SNVALIE
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BEIRBREAR D FILICK BREHRDIEFE-Casel ,&gn
Prediction vs True / Comp. 1 [mg] / Cross Validation
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EIFREMARNY FILICK HREHRDIEFR-Case?2 v X

Prediction vs True / Comp. 1 [mg] / Cross Validation
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TAMFUOTIVIZLDBDRBRE

Casel Yo JILEE| HPLC NIR{E A
1 9.99 9.94 0.05

2 9.95 9.86 0.09

3 9.78 9.71 0.07

4 9.95 9.93 0.02

5 9.99 9.99 0.00

ZHRE 0.04

Case? Ho L% | HPLC NIR{iE RE
1 9.99 10.08 -0.09

2 9.95 9.94 0.01

3 9.78 9.90 -0.12

4 9.95 10.05 -0.10

5 9.99 10.17 -0.18

BE#ERmE 0.07
Bruker Optics
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