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 # Time  Abs. 1 Abs. 2 Abs. 3 Abs. 4 Abs. 5 
1 0.000000  -0.371456 -0.399590 -0.409603 -0.414848 -0.278473 
2 0.003333  -0.368118 -0.402451 -0.405312 -0.411034 -0.277519 
3 0.006667  -0.366688 -0.404835 -0.401974 -0.407696 -0.276089 
4 0.010000  -0.366688 -0.405312 -0.399113 -0.405312 -0.275135 
5 0.013333  -0.367165 -0.403404 -0.399113 -0.403404 -0.277519 
6 0.016667  -0.367165 -0.401020 -0.401974 -0.404358 -0.282288 
7 0.020000  -0.367165 -0.398636 -0.405788 -0.408173 -0.286102 
8 0.023333  -0.366688 -0.395775 -0.406742 -0.413418 -0.288963 
9 0.026667  -0.367165 -0.391960 -0.406265 -0.418186 -0.291348 

10 0.030000  -0.366688 -0.387192 -0.407696 -0.421524 -0.295162 
11 0.033333  -0.366688 -0.382423 -0.409126 -0.423431 -0.298977 
12 0.036667  -0.366688 -0.378609 -0.409126 -0.423431 -0.300407 
13 0.040000  -0.368118 -0.376225 -0.407696 -0.422001 -0.298977 
14 0.043333  -0.370979 -0.374317 -0.408649 -0.420570 -0.295639 
15 0.046667  -0.373840 -0.373363 -0.410080 -0.421047 -0.291824 
16 0.050000  -0.376225 -0.375271 -0.409603 -0.420570 -0.288486 
17 0.053333  -0.377178 -0.380516 -0.408649 -0.418663 -0.285149 

    ......................................................... 
 

6888 22.956667  -3.407478 -3.398895 -3.430367 -3.381729 -2.992153 
6889 22.960000  -3.385544 -3.367901 -3.440380 -3.350258 -2.960682 
6890 22.963333  -3.361225 -3.334999 -3.443718 -3.312588 -2.922535 
6891 22.966667  -3.334045 -3.294945 -3.438473 -3.263474 -2.874374 
6892 22.970000  -3.299713 -3.238678 -3.425598 -3.194809 -2.809048 
6893 22.973333  -3.251553 -3.152370 -3.406048 -3.092766 -2.713203 
6894 22.976667  -3.179550 -3.017902 -3.382206 -2.935410 -2.565384 
6895 22.980000  -3.067493 -2.808094 -3.354549 -2.696037 -2.342701 
6896 22.983333  -2.894402 -2.492428 -3.321171 -2.343655 -2.019405 
6897 22.986667  -2.635479 -2.049923 -3.281116 -1.859188 -1.570225 
6898 22.990000  -2.264977 -1.473427 -3.228664 -1.240730 -0.984669 
6899 22.993333  -1.765728 -0.781059 -3.150463 -0.514507 -0.283241 
6900 22.996667  -1.142025 -0.023842 -3.027439 0.257492 0.480652 
6901 23.000000  -0.427723 0.719070 -2.836227 0.987053 1.226902 
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RPLC-UV: EtOH 
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 Qualitative data interpretation: 
NS - not separated; LS - low separation; S - separation; CS - clearly separated; ES - extensively separated. 
Qualitative data interpretation refers to true distances (d) expressed as percentage from the maximum value
in a set: < 0 means NS; <10% means LS; from 10 to 50% means S; 
from 50 to 90% means CS; > 90% means ES. 
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1.0 3.6 2.6 3.5 2.5 2.4 2.0 1.9 2.4 1.8 1.7 3.1 3.0 2.9 2.7 0.8 -0.3 -0.4 0.5 RPLC 
/UV 
AQ S ES CS ES CS CS CS CS CS S S CS CS CS CS S NS NS S 

9.0 29.9 18.3 36.9 18.2 18.9 46.2 31.8 48.1 32.1 33.1 36.4 58.6 37.9 39.4 19.6 -2.5 -1.6 -4.2 RPLC 
/UV 
AQ_PA S CS S CS S S CS CS CS CS CS CS ES CS CS S NS NS NS 

4.7 32.3 24.3 48.4 28.6 30.6 38.4 23.7 46.2 28.7 30.6 37.8 62.0 40.7 42.9 13.7 -4.4 -3.1 -19.6 RPLC 
/UV 
AQ_N LS CS S CS S S CS S CS S S CS ES CS CS S NS NS NS 

1.9 1.6 1.2 1.4 - - 2.5 2.1 1.6 - - 2.6 2.9 - - 1.6 - - - RPLC 
/UV 
EtOH CS CS S S - - CS CS CS - - ES ES - - CS - - - 
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0.7 0.6 3.0 2.6 1.8 1.9 0.9 2.1 1.6 1.4 1.3 2.7 2.6 2.5 2.4 0.6 2.1 1.1 1.1 (+)ESI/MS 
AQ S S ES CS CS CS S CS CS S S CS CS CS CS S CS S S 

11.7 13.2 29.9 30.7 38.8 18.7 -0.5 20.0 24.9 44.9 18.9 20.5 26.3 46.9 20.8 1.4 41.4 15.3 34.4 (+)ESI/MS 
AQ_BS S S CS CS CS S NS S CS ES S S CS ES S LS CS S S 

12.6 25.2 22.2 27.2 29.5 16.3 10.7 18.5 32.9 43.6 29.2 19.7 39.0 53.7 38.9 -3.0 28.1 10.7 22.4 (+)ESI/MS 
AQ_N S S S CS CS S S S CS CS CS S CS ES CS NS CS S S 

1.5 2.6 2.0 2.6 - - 0.8 1.7 2.2 - - 2.1 2.3 - - 0.1 - - - (+)ESI/MS 
EtOH CS ES CS ES - - S CS CS - - CS ES - - LS - - - 

 Qualitative data interpretation: 
NS - not separated; LS - low separation; S - separation; CS - clearly separated; ES - extensively separated. 
Qualitative data interpretation refers to true distances (d) expressed as percentage from the maximum value
in a set: < 0 means NS; <10% means LS; from 10 to 50% means S; 
from 50 to 90% means CS; > 90% means ES. 
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0.4 -0.003 2.4 2.5 1.6 1.2 0.5 2.0 2.2 2.1 1.5 2.8 2.9 2.2 1.8 0.4 2.4 0.6 2.1 (-)ESI/MS 
AQ S NS CS CS CS S S CS CS CS CS ES ES CS CS S CS S CS 

6.1 3.6 36.1 34.2 30.9 11.7 5.1 26.5 26.9 35.3 10.8 36.2 37.2 41.5 20.5 2.0 41.8 15.8 36.0 (-)ESI/MS 
AQ_BS S LS CS CS CS S S CS CS CS S CS CS ES S LS ES S CS 

8.7 6.0 29.6 33.2 39.7 22.6 6.2 30.9 35.9 49.1 31.1 36.3 40.7 50.1 32.7 -3.2 29.7 9.1 28.7 (-)ESI/MS 
AQ_N S S CS CS CS S S CS CS ES CS CS CS ES CS NS CS S CS 

2.6 2.2 2.1 2.5 - - 0.7 1.9 2.0 - - 2.0 2.3 - - 0.3 - - - (-)ESI/MS 
EtOH ES CS CS ES - - S CS CS - - CS CS - - S - - - 

 

 Qualitative data interpretation: 
NS - not separated; LS - low separation; S - separation; CS - clearly separated; ES - extensively separated. 
Qualitative data interpretation refers to true distances (d) expressed as percentage from the maximum value
in a set: < 0 means NS; <10% means LS; from 10 to 50% means S; 
from 50 to 90% means CS; > 90% means ES. 
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Qualitative data interpretation was based on the nearest linkage between compared clusters at a given level of 
(Dlink/Dmax)*100: NS - not separated; LS - low separation < 10%; S - separation  [10-50)%; CS - clearly separated 
 [50-90]%; ES - extensively separated >90%.
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3.9 2.1 8.3 14.0 9.2 9.5 1.7 5.4 11.4 6.6 7.0 8.6 14.5 9.5 9.9 4.6 0.2 0.3 1.0 RPLC/UV 
AQ S S CS ES CS CS S S CS S S CS ES CS CS S LS LS LS 

3.1 1.7 8.0 13.9 8.7 9.1 1.4 5.0 11.2 6.1 6.6 8.2 14.4 9.0 9.4 4.3 -0.3 -0.2 -2.5 RPLC/UV 
AQ_PA S S CS ES CS CS S S CS S S CS ES CS CS S NS NS NS 

0.01 0.04 0.4 0.5 0.4 0.3 0.1 0.4 0.5 0.4 0.3 0.5 0.6 0.5 0.4 0.1 0.03 -0.02 0.1 RPLC/UV 
AQ_N LS LS CS CS CS CS LS CS CS CS S CS ES CS CS S LS NS S 

0.3 0.9 0.2 0.4 - - 1.5 0.4 0.2 - - 0.5 0.8 - - 0.5 - - - RPLC/UV 
EtOH S CS S S - - ES S S - - S CS - - S - - - 

0.04 0.2 0.1 0.1 - - 0.1 0.1 0.2 - - 0.3 0.3 - - 0.03 - - - RPLC/UV 
EtOH_N S CS S S - - S S CS - - CS ES - - S - - - 

 

Qualitative data interpretation: NS - not separated; LS - low separation; S - separation; CS - clearly 
separated; ES - extensively separated.
Qualitative data interpretation refers to true distances (d) expressed as percentage from the maximum 
value in a set: < 0 means NS; <10% means LS; from 10 to 50% means S; from 50 to 90% means CS; > 
90% means ES.
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58.2 51.9 90.9 221.8 363.8 260.1 36.3 114.7 252.6 458.0 338.8 115.1 260.2 451.1 341.3 70.5 280.5 221.5 184.
5 (+)ESI/MS 

AQ S S S S CS CS LS S CS ES CS S CS ES CS S CS S S 
8.2 171.8 450.5 582.5 1022 863.7 131.2 501.7 647.8 1169 994.2 564.0 767.9 1268 1113 86.7 443.1 300.7 300 (+)ESI/MS 

AQ_BS LS S S S CS CS S S CS ES CS S CS ES CS LS S S S 
0.17 0.19 0.38 0.34 0.27 0.27 0.25 0.33 0.27 0.22 0.22 0.35 0.34 0.28 0.29 0.04 0.07 0.03 0.01 (+)ESI/MS 

AQ_N S CS ES CS CS CS CS CS CS CS CS ES CS CS CS S S LS LS 
474.4 688.6 2129 2263 - - 162.9 1817 2042 - - 1784 1989 - - 206.2 - - - (+)ESI/MS 

EtOH S S ES ES - - LS CS ES - - CS CS - - LS - - - 
0.05 0.07 0.08 0.13 - - 0.01 0.15 0.24 - - 0.21 0.28 - - 0.06 - - - (+)ESI/MS 

EtOH_N S S S S - - LS CS CS - - CS ES - - S - - - 
 

Qualitative data interpretation: NS - not separated; LS - low separation; S - separation; CS - clearly 
separated; ES - extensively separated.
Qualitative data interpretation refers to true distances (d) expressed as percentage from the maximum 
value in a set: < 0 means NS; <10% means LS; from 10 to 50% means S; from 50 to 90% means CS; > 
90% means ES.
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58.2 51.9 90.9 221.8 363.8 260.1 36.3 114.7 252.6 458.0 338.8 115.1 260.2 451.1 341.3 70.5 280.5 221.5 292 (-)ESI/MS 
AQ S S S S CS CS LS S CS ES CS S CS ES CS S CS S CS 

74.7 59.3 62.8 210.8 349.1 255.5 58.2 88.4 237.5 434.7 341.2 85.0 231.3 418.1 326.3 138.8 330.2 259.9 138 (-)ESI/MS 
AQ_BS S S S S CS CS S S CS ES CS S CS ES CS S CS CS S 

0.13 0.03 0.31 0.55 0.20 0.07 0.03 0.20 0.48 0.27 0.16 0.28 0.58 0.24 0.13 0.17 0.27 0.22 0.20 (-)ESI/MS 
AQ_N S LS CS ES S S LS S CS S S S ES S S S S S S 

47.6 8.8 324.0 362.8 - - 24.9 336.9 374.7 - - 362.7 402.4 - - 76.4 - - - (-)ESI/MS 
EtOH S LS CS ES - - LS CS ES - - ES ES - - S - -  

0.08 0.04 0.18 0.20 - - 0.06 0.11 0.14 - - 0.12 0.16 - - 0.03 - - - (-)ESI/MS 
EtOH_N S S ES ES - - S CS CS - - CS CS - - S - - - 

 

Qualitative data interpretation: NS - not separated; LS - low separation; S - separation; CS - clearly 
separated; ES - extensively separated.
Qualitative data interpretation refers to true distances (d) expressed as percentage from the maximum 
value in a set: < 0 means NS; <10% means LS; from 10 to 50% means S; from 50 to 90% means CS; > 
90% means ES.
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