
PROJECT: 
 
Name                     : Kazemi 
Comment                  : 
Filename                 : C:\DOKUME~1\CPT09\DESKTOP\KAZEMI.CPF 
CWS version              : 2.10 
 
------------------------------------------------------------------------------- 
SERIES: 
 
Name                     : quantitative23.08 
Comment                  : 
Created                  : 08/23/2015 
Modified                 : 08/23/2015 
No of spectra            : 850 
No of datapoints         : 901 
Wavelength range         : 1000..1900 nm, 901, 1 nm steps 
No of properties         : 1 
Properties               : Konzentration 
 
------------------------------------------------------------------------------- 
CALIBRATION: 
 
Name                     : PLSR1 
Comment                  : 
Created                  : 10/04/2015 
Calibration method       : PLSR 
Calibration Set          : 797 Spectra 
                           1-4 6-9 11-14 16-19 21-29 31-39 41-54 
                           56-69 71-79 81-89 91-99 101-114 116-124 
                           126-134 136-149 151-169 171-189 191-209 
                           211-239 241-269 271-289 291-309 311-339 
                           341-359 361-389 391-399 401-449 451-499 
                           501-529 531-549 551-559 561-574 576-579 
                           581-589 591-599 601-609 611-619 621-659 
                           661-679 681-699 701-709 711-719 721-729 
                           731-739 741-749 751-769 771-779 781-799 
                           801-809 811-819 821-829 831-839 841-849 
 
Selected property        : Konzentration 
Property range           : 0 to 0.5 
Selected 
wavelength range         : 1042..1873 nm, 278, 3 nm steps 
Transformation           : Absorbance 
                           - Absorbance 
Int. Calibration number  : 00100015 
 
------------------------------------------------------------------------------- 
REGRESSION RESULTS PLSR 
 
CROSS VALIDATION 



 
Selected CVS                       :  797 
Number of factors                  :   9 (Selected Maximum : 10) 
 
Number of factors         RMSECV 
-----------------        -------- 
       0                 0.160537 
       1                 0.150072 
       2                 0.147278 
       3                 0.125304 
       4                 0.107273 
       5                 0.097768 
       6                 0.080469 
       7                 0.071757 
       8                 0.067042 
       9                 0.065168* 
      10                 0.064593 
 
----------------------------------------------------------------------------------- 
 
OUTLIER DETECTION: 
Number  Predicted   Actual  Difference         'T'             'H'           'D'         'S' 
   103    0.25285  0.10000     0.15285     2.68868*   0.87084    0.62690    0.912255 
   631    0.15136  0.00000     0.15136     2.68538*   2.20747    1.61256    1.273907 
   633    0.15269  0.00000     0.15269     2.71887*   2.77182    2.09087    0.896339 
   636    0.14919  0.00000     0.14919     2.64438*   2.06399    1.45936    0.995979 
   661    0.20298  0.05000     0.15298     2.69225*   0.94177    0.68037    0.997368 
   733    0.16839  0.20000    -0.03161    -0.56439    3.17387*   0.10371    0.754823 
   735    0.15020  0.20000    -0.04980    -0.88860    3.08698*   0.24975    0.553144 
   749    0.10960  0.20000    -0.09040    -1.61556    3.32315*   0.89147    0.836973 
 
----------------------------------------------------------------------------------- 
Multiple correlation coefficient           :  0.935142 
Standard error of estimate                 :  0.057162 
Root mean square error of cross validation :  0.065168 
Index of systematic variation              :  8.139031 
Index of random variation                  :   28.4712 
 
 
 
Signature : ____________________ 
<End of Protocol> 
 


