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Third-order data modelling — HPLC-EEM data analysis

Methodology 1 Methodology 2 Methodology 3
Collection of fractions Multi-chromatographic run / Multi-excitation On-line EEM detection
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Analysis time per sample Analysis time per sample
(HPLC + FD)= 45 min 40 min Analysis time per sample
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Data pre-processing: Data pre-processing: < (UxKxL): 15%28x15 <
EEM" smoothing TEM smoothing, Peak alignment % Data pre-processing: g
Data processing: TEM baseline correction ~ - TEM smoothing ~ -
PARAFAC, APARAFAC, MCR-ALS, M Data processing: - M g Data processing: - Y g
Fractions = Time (J) Chromatographic run = Ag, (J) Sequential EEMs = Time(J)
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U-PLS/RTL
Fraction 1 Fraction 2 Fraction 3 Fraction 4 Fraction 5 Fraction 6 Run 1 Run 2 Run 3 Run4 Runs EEM 1 EEM 2 EEM 3 EEM4 EEM 5

e
10 %0 25 w0

Fraction 7 Fraction 8 Fraction 9 Fraction 10 Fraction 11 Fraction 12 Run 6 Run7 Rung Run9 Run 10 EEM 6 EEM7 EEM 8 EEM9 EEM 10




n LADAQ T

Third-order data modelling — HPLC-EEM data analysis

Methodology 1 Methodology 2 Methodology 3
T T T T T T T T T T T 2000
o B000T Analyte 1| | g 80T Analyte 1 o
3 Analyte 2 2 ——— Analyte 2a 2 1500 |
§ 4500 | i SO R Intereference | 4 § 450 N = Analyte 2b| - §
@ \ @ \ @
£ 3000 €300 Y 1 £ 1000 1
@ @ i A @
2 2 i 2
& 1500 5 150 F i Y q g Seof 1
2 2 X £
. ok S AN S Q
0.80 0.95 1.10 1.25 1.40 0.0
Time / min
G0 . . . . . . doswf . . . . —
3 =] 3
= —~ 0.15 -~
So2s g g
o] m© o]
2 2010 2
S 0.16 2 2
o o o
< < <
€ 0.08 £ 005 c
5] S 5]
=z =4 =z
0.00 0.00 0.00 L L L L -
380 400 420 440 480 480 500 380 400 420 440 460 480 500 400 420 440 460 480
Emission Wavelength / nm Emission Wavelength / nm Emission Wavelength / nm
T T T T T T T T 0.60 T T T T T T T T
L] @ ]
El S 3 N
3 n g 045F N
2 g 2
8 8 8
T -] 5 030
7] w 7]
a o a
< < <
£ £ 0 £015F
S S S
=z =z =z
. . . . . . ‘ 0,00 bt
260 270 280 290 300 310 320 330 340 260 265 270 275 280 285 290 295 300 305 270 280 290 300 310 320 330 340
Excitation Wavelength / nm Excitation Wavelength / nm Excitation Wavelength / nm
3" order data (TEEC')
General features Trilinear data 3rdorder data (TEEC')
o
Minimal data pre-processing High selectivity in the three General features Non-trilinear data General features 3" order data (TEEC
Simple data processing modes Complex data pre-processing  Breaking mode=Elution time Minimal data pre-processing Non-trilinear data
Semi-automated data Simple data processing (Peak shifting within sample, \':ry complde:;data processing E I?rea!kln,fg mOde—IEXC;atIOT:j b
generation 4-way data array (Conc-TEEC) Automated data generation  leading to a trilinear break in T ut?mtate atta generatl.ond ( xmtatlor; 's:tm/"? \;.a e:te ) Y
Three instruments are Non-quadrilinear One instrument is required excitation mode) MAERICHEEIE UL R SRLELC '_0'_1 e
. . . . X . . s Non-time consuming High selectivity in the three
required Breaking mode=Elution time Time consuming High selectivity in two modes modes
Time consuming (Peak shifting between Low selectivity in one mode
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