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 1.00-2.00 
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 10,000-4,000 cm-1 

 N-H  O=C-NH 
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 1,270  2,100 

 C-H  1,260, 2,080  

2,270 

 PLSR 

 (R)  0.98, 0.90, 0.82, 0.91, 0.78, 0.92, 0.91, 0.93  0.93 

 (Standard Error of Calibration; SEC)  0.95%, 1.27%, 5.01 , 0.52, 

115 RVU, 60 RVU, 219 RVU, 69 RVU  0.45 RVU  

 (Standard Error of Prediction: SEP)  1.51%, 

1.47%, 5.66 , 0.67, 137 RVU, 71 RVU, 245 RVU, 141 RVU  0.86 RVU 

 Bias  -0.07, 0.23, 0.26, -0.03, -11.90, -7.15, 33.47, 0.84  -0.11% 

 

 1.5 

 PCA  PLS-DA  PCA 

 4 

 2  

(Principal components; PCs)  1 (PC1)  2 (PC2) 

 9  67.46%  9.83% 

 9  77.29%  

PCA  15  1 

 

 1.6 

 PLS-DA 

 10,000-4,000 cm-1

 5  R2
cal, RMSEcal, R

2
val, 
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RMSEval  (Correctly classified)  0.79, 0.17, 

0.69, 0.21  66.46%  

 10,000-4,000 cm-1

  5  

R2
cal, RMSEcal,  R

2
val, RMSEval  (Correctly classified) 

 0.78, 0.17, 0.66, 0.22  65.61%  
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