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Figure S1. PCA scores plots on the basis of ATR and NIR spectra of C. incanus 

 

 

 

   

   

Figure S2. VIP scores for TPC (top) and FRAP antioxidant activity (bottom) obtained on the basis of Raman, MIR and NIR 

spectra of C. incanus 
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Figure S3. Selectivity ratio plots for TPC (top), TF (middle) and FRAP antioxidant activity (bottom) obtained on the basis of 

Raman, MIR and NIR spectra of C. incanus 
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Figure S4. Prediction curves, relative errors and RMSECV plot for the TPC (top), TF content (middle) and FRAP antioxidant 

activity (bottom) in the C. incanus material on the basis of ATR spectra 
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Figure S5. Prediction curves, relative errors and RMSECV plot for the TPC (top), TF content (middle) and FRAP antioxidant 

activity (bottom) in the C. incanus material on the basis of NIR spectra 

 

 

 

 

 

 

 

40 45 50 55 60 65 70

40

45

50

55

60

65

70

Calibration

Validation

C
a

lc
u

la
te

d
 c

o
n

te
n

t 
(m

g
 G

A
E

/g
 d

.w
.)

Actual content (mg GAE/g d.w.)

r=0.9348

rcv=0.8419

40 45 50 55 60 65 70

-8

-4

0

4

8

 Calibration

 Validation

D
if
fe

re
n

c
e

 (
%

)

Actual content (mg GAE/g d.w.)

0 1 2 3 4 5 6 7 8 9 10

4

5

6

7

8

R
M

S
E

C
V

Factor

20 30 40 50

20

30

40

50

Calibration

Validation

C
a

lc
u

la
te

d
 c

o
n

te
n

t 
(m

g
 M

E
/g

 d
.w

.)

Actual content (mg ME/g d.w.)

r=0.0.9899

rcv=0.9150

20 30 40 50

-8

-4

0

4

8  Calibration

 Validation

D
if
fe

re
n

c
e

 (
%

)

Actual content (mg ME/g d.w.)

0 1 2 3 4 5 6 7 8 9 10

2

3

4

5

6

7

8

9

10

R
M

S
E

C
V

Factor

16 24 32 40 48

16

24

32

40

48

Calibration

Validation

C
a

lc
u

la
te

d
 c

o
n

te
n

t 
(m

M
 G

A
E

/g
 d

.w
.)

Actual content (mM GAE/g d.w.)

r=0.9468

rcv=0.9322

16 24 32 40 48

-15

-10

-5

0

5

10

15

Actual content (mM GAE/g d.w.)

 Calibration

 Validation

D
if
fe

re
n

c
e

 (
%

)

0 1 2 3 4 5 6 7 8 9 10

3

4

5

6

7

8

9

R
M

S
E

C
V

Factor



6 
 

   

   

   

Figure S6. Regression coefficient plots for TPC (top), TF content (middle) and FRAP antioxidant activity (bottom) obtained 

on the basis of Raman (left panel), MIR (middle panel) and NIR (right panel) spectra of C. incanus 
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