Clarity"

ADVANCED CHROMATOGRAPHY SOFTWARE

PDA - PHOTO DIODE ARRAY
CLARITY EXTENSION



PDA EXTENSION
OVERVIEW

Spectral data acquisition from selected detectors
Import and export of spectral data in text format
lsoplot and 3D plot for spectral data evaluation
Peak purity evaluation

Spectral library and spectral library search

B https//www.dataapex.com/product/extensions-pda
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SYSTEM CONFIGURATION
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PDA WINDOW

A Agilent 1100 with DAD - Chromatogram *Data\PAH" - #14; 21.04.2023 3:20:55

= PDA window is accessible
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PDA WINDOW
SPECTRAL LIBRARY

,é_, Instrument 1 - PDA Chromatoaram Data\PAH

X File Edit i Vllhlary Chromatogram  Spectrum J§ View Window Help [ Fi Mlé m
= [ ibrary menu allows f'

Spectral View - Spectral Data

Open... Ctri=Alt=0 | -
you to open or create a B e
new Spectral library.

Wavelength

= By default, the Library is
stored in the Calib

— Current Spectrum at 6,30 min
— Fluorene

— Pyrene

— Benzo(b)fiuoranthene

k"\
. S
subdirectory of the =
T T T
. 10 15 20 300 350 400
current Project e 0
- T Spectral Library: Calib\PAH (MODIFIED)
= S t | L . b T — Current Chromatogram at 228 nm Show Spectrum Name Reten. Tme  From To Step Apexes Data Source
pec ra | ra ry pa ne 500 DEL3RA [] |Naphtalene 4,609 200 447 1 220, 276 G:\ClarityAlfa_data\PDA_DEMO\Data\PAH.
. . [] |Acenaphtalene 6,244 200 447 1230, 255, 32 G:\ClarityAlfa_data\PDA_DEMO\Data\PAH.
d | S p | a d et a | | S fo r th e _ S [J |Acenaphtene 8,250 200 7 1 227, 290 G:\ClarityAlfa_data\PDA_DEMO\Data\PAH.
y 400 =0 T [V |Fluorene 9,067 200 447 1 263, 289, 30 G:\ClarityAlfa_data\PDA_DEMO\Data\PAH.
o .. e [] Phenantrene 10,330 200 447 1| 211, 251, 36 G:\ClarityAlfa_data\PDA_DEMO\Data\PAH.
0 0 2 E50 HE [] Antracene 11,592 200 447 1221, 252, 35 G:\ClarityAlfa_data\PDA_DEMO\Data\PAH.
S pectra | n | | b ra ry a n d & 300+ . n ® 2 £z, S5 [ [Fluoranthene 12,781 200 447 1| 211, 236, 27 |G:\ClarityAlfa_data\PDA_DEMO\Data\PAH.
3 - B @2 e = 5I§ & [ Pyrene 13,524 200 447 1 240, 319, 33 G:\ClarityAlfa_data\PDA_DEMO\Data\PAH.
o = 2 wi 2 ﬁ L‘:’m 5o % "".i/a :Z [] |Benzo(a)anthracene 16,644 200 447 1 256, 277, 28 G:\ClarityAlfa_data\PDA_DEMO\Data\PAH.
a | |O\/\/S to d IS p | ay the m 2 Ik Eex 5B, 5 Tt z [ Chrysene 17,313 200 7 1| 220, 267, 32 G:\ClarityAlfa_data\PDA_DEMO\DatalPAH.
£ £ s -1 g;: g NE s [V] |Benzo(b)fiuoranthene 19,616 200 447 1222, 240, 25 G:\ClarityAlfa_data\PDA_DEMO\Data\PAH.
. A 100 2 £ T aTy < 2 38a &ME [ Benzok)fiuoranthene 20,804 200 247 1| 214, 237, 30 G:\ClarityAlfa_data\PDA_DEMO\Data\PAH.
| n S p e Ctr a | \/| eW o w 0= ?}Pi :;1 aBE $8 [] |Benzo(a)pyrene 21,547 200 447 1| 265, 296, 38 G:\ClarityAlfa_data\PDA_DEMO\Data\PAH.
3 o = Ser = ~“Ra A [[] Dibenz(ah)anthracene 23,553 200 447 1/ 221, 297, 35 G:\ClarityAlfa_data\PDA_DEMO\Data\PAH.
u—«t—ﬁl—I [] Benzo(ghi)perylene 23,599 200 447 1 288, 299, 36 G:\ClarityAlfa_data\PDA_DEMO\Data\PAH.
[] |Indeno(1,2,3-cd)pyrene 24,816 200 447 1 212, 250, 30 G:\ClarityAlfa_data\PDA_DEMO\Data\PAH.
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Open Spectral Library File
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PDA WINDOW
SPECTRAL LIBRARY s -

File Edit Display Library Chromatogram m\ View Window Help " A ML fet]
Q . %K Select Spectral Data MIRE A I I & SspecralData v =
o Isoplot Vie: ‘m Addto Library... W Spectral View - Spectral Data
= Spectra to the library = —
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a d d ed fro | ) a — Current Chromatogram at 228 n o' Add spectra of these peaks to library 'Calib\newPAH?  To Step Apexes Data Source

— Data\PAH 4,62 min Naphtalene
d 55 6,29 min Acenaphtalene ral library is empty.
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— -
. . . 400+ ~ : B :m = 10,34 min Phenantrene
identified peaks using the g i gt 1250 P
o 3004 ' - ] 2£T %A 12,80 min Fluoranthene
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200 5 22 % G £ 5w = 17,27 min Chrysene
:E 5 % = EE %’f— %xgg 2 19,59 min Benzo(b)fluoranthene
| E§ mg § ?2F o =222 FE 20,75 min Benzo(k)fiuoranthene
comn aﬂd o w &= 8gy A LR ®8 21,57 min Benzo(a)pyrene
= o = | Ner o - 8A 1 & 23,62 min Dibenz(a,h)anthracene
0 23,95 min Benzo(ghi)perylene

24,80 min Indeno(1,2,3-cd)pyrene

\For help press F1. Cancel
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=3 Agilent 1100 with
S P ECTRU M S EARC H File Edit Display Llibrary Chromatogram Spectrum View Window Help Fi M Lz [t] |'_ﬂ
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o -1
o o K] [
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Result
ol
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[min] Wavelength (om]
) Library Search Result: Acenaphtalene - 6,298 [min]
[mv] Chromatogram View - Spectral Data
] — Current Chromatogram at 227 nm Show  Spectrum Name Reten. Time | From To  Step Apexes Match
500~ i i = 2 [JoT ] Acenaphtalene 6,244 200 447, 1 230,255,32 951,7
@ g o Pyrene 13,524) 200 447 11240, 319, 33 524,4
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For help press F1. 3 spectra found during search. Search result is displayed in Spectral Search view.
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PDA VIEW
PEAK PURITY

= \/iew peak purity for
entire chromatogram or a
single peak

= Spectra for peak start,
end, inflection and apex
are compared in the Peak
Purity Spectra View

P001/90B 02/11/2023

12; Instrument 1 - PDA Chromatogram Data\Quinones = @ X
File Edit Display Library Chromatogram Spectrum View Window Hep [AFR AL LZ [t et]
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PDA METHOD
M EAS U REM E NT CO N D ITI O N S Ag Instrument 1 - Chromatogram "Data\PAH" - #15; 02.11.2023 12:57:11

File Edit Display Chromatogram Method Results SST View Window Help A & m s
. . = Of @ARD = ). ] L HE. (] -
= Peak Purity and Library Search
) PDA Spectrum: Spectral Data v
Options are set on the PDA Method -
Peak Purity Options
tab (O Restrict Wavelength Range From: 190 To: 900 nm
» Multiple PDA libraries could be setin Aosorbance Trreshold: 2 %
Used Points
the method oM  Orwe (Ose Backeround Carection
Library Search Options
Match Criteria: Least Square N
Match Factor Threshold: 800 (0..1000) Max. Number of Hits: 3
@ Restrict Wavelength Range From: 200 To: 360 nm  [JUse Background Correction
@ Restrict Retention Time Relative: 20 % (CJFor All Detected Peaks
BPaH
1 BPAH_new
® ]
Y Instrument Event Table GLP Info PDA Method -
Results All Signals Results Summary Performance Integration Measurement Conditions SST Results -
(_4¥ Forhelp press F1. Overlay
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PDA RESULTS

= |Library search results are
displayed as an overlay in
Spectral View or as a table
in Library Search Result

= PDA Name Match belongs
to the compound
identified by the
calibration found in the
first PDA library

= PDA Best Match Name and
PDA Best Match are based
on all PDA libraries set in
the PDA Method

P001/90B 02/11/2023

&\ Agilent 1100 with DAD - Chromatogram "Data\PAH" - #14; 21.04.2023 3:20:55

File Edit Display Chromatogram Method Results SST View Window Help [AFL |2 AlA®@
E OFfF BERm E; &@,mc}'::&a,H4pn,,§]---------------
A
[mv]
% 4 & " o = & w2 — Data\PAH
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& @ o o = o [T~ Diges =
& - o - N N S0 2
R 1 o g, &
¥ o N
N
e B 5 2 S 72 5
S.A 1 1
N Time {min]
A Result Table (ESTD - Data\PAH)
b Reten. Ti Amount Amount% | PDA Peak PDA Name PDA Best
N = [mh]'"e Response ] [%) Purity Peak Type Compound Name Match PDA Best Match Name Match
+
"‘A 1 4,617 181,749 0,991 6, 997 Ordnr Naphtalene 1000 Naphtalene 1000
2 6,292 307,432 0,997 6, 992 Ordrr  Acenaphtalene 939 Acenaphtalene 999
Ml 3 8,275 106,747 0,992 6, 987 Ordnr Acenaphtene 1000 Acenaphtene 1000
had I 9,050 160,126 0,987 6, 780 Ordnr  Fluorene 999 Fluorene 999
*6 5 10,342 232,642 0,992 6, 767 Ordnr Phenantrene 998 Phenantrene 998
A 6 11,550 581,817 0,983 8, 928 Ordnr Antracene 995 Antracene 995
o 7 12,800 117,472 0,999 6, 867 Ordnr Fluoranthene 999 Fluoranthene 999
37\ 8 13,517 44,101 0,908 5, 961 Ordnr Pyrene 1000 Pyrene 1000
U% 9 16,708 123,219 0,991 6, 950 Ordnr Benzo(a)anthracene 985 Benzo(a)anthracene 9385
o 10 17,275 165,208 0,993 6, 949 Ordnr Chrysene 995 Chrysene 995
o 11 19,592 278,236 0,970 6, 978 Ordnr 1 998 Benzo(b)fluoranthene 998
H-‘l 12 20,750 111,189 0,981 6, 959 Ordnr Benzo(K)fluoranthene 979 Benzo(k)fluoranthene 979
13 21,567 121,838 0,973 6, 950 Ordnr Benzo(a)pyrene 991 Benzo(a)pyrene 991
;ﬁ 14 23,617 56,849 0,980 6, 953 Ordnr Dibenz(a,h)anthracene 964 Dibenz(a,h)anthracene 964
Na |15 23,950 103,190 0,939 6, 982 Ordnr | Benzo(ghi)perylene 993 Benzo(ghi)perylene 993
16 24,800 126,569 0,884 5, 985 Ordnr Indeno(1,2,3-cd)pyrene 998 Indeno(l,Z,B-ch)yrene 998
o Total 15,559 100,
N Results All Signals Results Measurement Conditions SST Results -
¥ For help press F1. Overlay
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Absorbance

PDA REPORT

Report Setup Chromatogram

Page Setup Print PDA Data Plots
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= Customize PDA Report to
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EXPORT OF GRAPHS

= Export graphs into clipboard
or save them as a picture

(*.emf)
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PDA Extension / Export of Graphs
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Save as Picture...
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