
S3. HPLC-PDA-HRMS data  
 
Table S3 . Overview of the HPLC-PDA-HRMS data  
 

C.I. Name abbr. Molecular structure  Abriviation and 
analogues  

Formula  Rt (min)  [M]+ λ max  

Basic yellow 1  
Pigment yellow 18 
 

BY1  
PY18 
 N

S

N

 

BY1 C17H19N2S 14.8 283.1257 417 

 
BY1-Me  13.3 269.1114 404 

 



BY1-2Me  10.6 255.0948 381 

 

Basic yellow 3 BY3 

 

N

HN NH

H H

 

BY3 C17H22N3 14.9 268.1801 422 

 

BY3-Me   

12.3 254.1644 412 

 



Basic yellow 2 
Pigment green 3 
component  

BY2 
PG3 N

N N

H H

 

BY2  C17H22N3 16.3 268.1801 436 

 
Basic blue 1  
Pigment blue 9 

BB1 
PB9 NN

Cl

 

BB1 C23H24ClN2 
 

19.5 363.1611 633 

 
BB1-Me  18.9 349.1456 620 

 



Basic green 1  
Pigment green 1  

BG1 
PG1 

NN

 

BG1 C27H33N2 23.9 385.2642 626 

 
BG1-Me C26H30N2 23.3 371.2494 625 

 
BG1-Et C25H28N2 22.8 357.2315 612 

 



Basic dye - 

N

N+

 

Indolenine  C23H27N2 17.5 331.2161 432 

 
Basic green 4 
Pigment green 4 

BG4 
PG4 

NH+N

 

BG4  C23H25N2 19.6 329.2012 596 

 
Basic violet 3 
Pigment violet 39 
 

BV3 
PV39 

N
R4

N N
R1

R2 R3

 
 
 
BV3 Hexamethyl 
pararosaniline: 
R1=R2=R3=R4=Me 
Pentamethyl pararosaniline: 
R1=H, R2=R3=R4=Me 
Tetramethyl pararosaniline: 
R1=R2=H, R3=R4=Me 
Trimethylpararosaniline: 
R1=R2=R3=H, R4=Me 

PV39/PV3 
hexaMP 
 

 22.8 372.2421 590 

 
Basic violet 1 
Pigment violet 3 
 

BV1 
PV3 

PV3/BV1 
hexaMP 

 22.8 372.2521 
 
 

590 
 
 

 



 
 
 
 

   PV3/BV1 
pentaMP 

 21.6 354.2262 
 

582 

 
   PV3/BV1 

tetraMP 
 20.0 344.2134 574 

 



   PV3/BV1 
triMP 

 18.55 330.1947 
 
 

567 

 
Basic violet 2, 
Magenta III  

BV2, 
MAG 
III 
 

NH2H2N

NH  

  16.0 330.2266 550 

 
Basic violet 2, 
Magenta II 

BV2, 
MAG 
II 

NH2

H2N NH2

 

  14.7 316.1795 549 

 



Basic violet 14 BV14 

NH2

H2N NH2

 

  13.4 302.1661 541 

 
Basic blue 5 
Pigment blue 3 

BB5 
PB3 

N

NH

Cl

 

BB5 C25H28ClN2 
 

23.1 391.1930 617 

 
BB5-Me C24H26ClN2 

 
22.1 377.1874 615 

 



BB5-Et C23H24ClN2 20.2 363.1611 602 

 
Basic blue 11 BB11 

N N

HN

 

BB11 C29H32N3 23.8 422.2583 574 

 
BB11-Me C28H30N3 

 
23.1 408.2432 606 

 



Basic blue 7 
Pigment blue 1  

BB7 
PB1 

C

N N

N
H

 

BB7 C33H40N3 
 

25.5 478.3224 577 

 
BB7-Me  25.2 464.3051 610  

 

BB7-Et C31H36N3 
 

24.8 450.2918 595 

 



Sovent dye -  

N

HN

O

N

 
 

Ceres B C35N36N3O 
 

25.0 514.2851 608 

 
Ceres B-Me C34H34N3O 

 
24.6 500.2685 593 

 
Basic blue 1  
Pigment blue 9 

BB1 
PB9 NN

Cl

 

BB1 C23H24ClN2 
 

19.5 363.1611 633 

 



BB1-Me  18.9 349.1456 620 

 
Basic red 1 
Pigment red 81 

BR1 
PR81 

ONH NH

O

O

 

BR1 
 

 22.57 443.2338 528 

 
BR1-Me  21.99 429.2187 527 

 



BR1-Me  21.77 429.2190 529 

 
BR1-Me  21.35 429.2190 526 

 
BR1-2Me 
 

 20.95 415.2034 526 

 



Basic red 3  BR3  BR3  19.65 415.1998 519 

 
Basic violet 10 
Pigment violet 1 
 

BV10 
PV1 
 

ON N

O

OH

 

BV10  22.61 443.2338 556 

 
BV10-Me  21.50 429.2190 555 

 



BV10-Et  20.70 415.2000 540 

  
Basic violet 11  
Pigment violet 2  

BV11 
PV2 

ON N

O

O

 

BV11  
 

 23.75 471.2667 558 

 
BV11-Me  23.37 457.2501 542 
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