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37 2 Method

I AssurelD Method Explorer

=B X

File Edit View Tools

Ol=E »

New Method Wizard

New fopen cut Cof IRCEIVES

older List )
= [ Local Repository
23 Methods
@ Archive
@& Recycle Bin

Ready

New Method
Wizard

» Introduction
Method Information
Select Instrument

Sample Type
Setup
Finish

u ')Perkinl Imer™

This wizard helps you create a new AssurelD method

It will

@ Allow you to enter a name and description for your

method

® Choose the default analysis conditions based on the
instrument, accessory, and sample types you

choose

To continue, click Next.

Welcome to the New Method Wizard

Next >

P———
-

Cancel I L

& Administrator : Logged !

32 ~ AssurelD Method Explorer 7277 &} 72
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New Method Wizard u

Select Instrument and Accessory

New Method Choose the instrument and accessory to use with your
Wizard new method

AssurelD will use the choices you make here to set up

Introduction default analysis conditions.

Method Information
Select Instrument Which instrument type do vou want to use?
PerkinElmer FT-MIR | [Spectrum Series - MIR__ Y]]

Spectrum Series - MIR

Sample Type
Setup
Finish

Spectrum Series - NIR

Which accessory typt| Generic MIR
ﬂm— Generic NIR
Generic UV
Generic Raman
_. Accessory Type : UniMersal ATR

<Back Next> concel |

EFAASMAE BRI EEHARRE
B~
| I A55urelD Method Explorer ==

Setup File Edit View Tools Help | > PerkinEimer™

New Method Select the type of analysis that will be performed ‘ e » DA
Wizard el A

AssurelD will use the choices you make here to set up the _thr L'SI'R ) Hame Modfied Status
correct items in the method = [ Local Repository | TR 0171122 FF0657 SLERBE  Unlocked
Introduction 3 Methods

Method Information = 5 . 01 Archive
® Qualitative analysis only

Select Instrument ¥ Reoydetin ]
gl Tye” BEEH & EANGE A @

O Quantitative analysis only

Setup

Finish- = o .
O Qualitative and Quantitative analysis

Folder for methods under development

@ What can 1 do next?

<Back | Next> |

Ready B Administrator : Logged
)

& 33 ~ AssurelD Method Explore 35 7 {85 28 g B {2k

SERCERHICETLR > PEE(RIE 34 Bn DR 73 nlia AL e o] IR A8
BIHERRA - XAEFIREREAS > DU — SRR -

39



Step 2 :Materials

Jhoeh e b SEAStepl TR S E A R

> Bl owmoumemesasE -
@ 10 Validation o

1 Analysis Worki .

coet. | [l | fover | | o |
| —

Here are the indmdual samples used fof this matenal 3 %‘)\,&.ﬁ%ﬂ_?ﬁﬁ

 Eeter a Nama and Doscription b the matesal

> To ndd e xamedas v e

34 ~ I ALLAMCE RS

FEE AFTA B R - STEP 3> E I/ /ABE BIRLAVER T A - RAECE A

FYEME > BEE COMPARE » WIHIFYER - AIIEEE SIMCA > 41E 35 -

Step 3 :ID Model

(1) Algorithm (3% 52+t & %)

L i 2 & % v
Save Print Add Material Generate Model
[ o5 Method Agaritn
# Instrument Setting: = T
Material .
& PlantA — # Auomanc
A& PlantC

252D Model” )y = “Algorithm” »
# % COMPARE

Hore you select which algorthm 10 use.The bnks below wil change depenidng on the agorthm sslected

B Administra L
= ministrator: Logged in

35 + ID MODEL-J¢-5E3# & J53 4

ALY RGN FE SRS 4 /17 600~1500 cm ™« L IR A0l 53 A 7704 Bk
B (LB - (450 FIHE AU R B RS Rl o7 MET TR - SRR TE Y R o
TTEMRIER - BT AR TER  DFHERE TR HIRKRRE &
LB 2T PTRE A ARV R SR L8 > DURIIRA AT My B SR HIEE T -

36 FfriEv . Pre_Processing #£45 T fEAURE 7 [B]5E 22485 47 772 Rang~Blank -
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Filter ~ Baseline correction L 5z Normalization - B {{IEFEAUESK » HET T i 585 >
DK e EAARY - AR T {% > ATY Troubleshooting HH - A& il Aris A & ke
BHEHEEEEHE  WARLE-E - aHE[EE] Material Hif - A& 25 ERHET
B - P T A A A A (1] 37-38) -

Step 3 :ID Model

o (3) B RIREMA

Step 3 :ID Model

+ (2) Pre-Processing (3% & [ 3% % %)

Pre-Processing =
Aualyis Fange |
e s P
s [T o

Normalizetion Nane o
2 = 23 o] _cm
BEAEEE S 4 :
A Mateal L
Rang:600~1800 cm-"! :
lEmma muwa I
> 21
36 ~ ID MODEL-3% 7 &zl 28
N vetotototines . s s 2 B 8 é 9 ¢
| Fle Edit View Tooks Help Save Test Workflow Print Add Material - Generate Model \/zlic/ate Mod:
a4 :
Save va%rkﬂow ifm AddM“mrial Genm?eModel it Melt:od i Troubleshooting
- oot
i Setngs I &8 Materials Material [ Type Assaciated fems
& Pl Neoibn:  COMPATE A PlantA 1/ PlentA Exteme Sample  YX1216
A Plans R T T A Plant8 2 PlantA PlantB
Lo ; i A PlantC 01822
33 Aortm y & @ ID Model 3 PlantB Extreme Sample ZYXB-IS:;
. e TR ™ B -
& A Troubleshooting | Wi Pre-Processing PlantC Extreme Sample  zijing-40-+5
& @ ID Validation Summary B Review
& W Analysis Workflow Peremeter TResult ® )
&4 Troubleshooting
@@ D Validation
) I Analysis Workflow

AN

37 ~ ID MODEL-_Troubleshooting
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= Step2 Mk =42 & Kk

Sauplu:

SemplelD  Type Comment s
162 YX12F14 | InSpectication 1 Sample 274 By Chenjo DeleFridey, Jly 22 201
163 X275 | InSpecticaion JSampIe??SByClmjb Dalanday uw

Y{2F-16  [rSpeoicaton b ‘I Wy 222006

VALFE  {InSpenicafion
166 012647 InSpecficaton i Sample 2? Hnyenjb Dalanday_ Wy 26
17118 InSnerfiesfion #l Samole 778 Ry Chenit Nl ey ke 72 PR

4  Lanl

it | b | B | Ve |[ DS

&l 38 - Material-fi{lf: 25 18 &kt

FTEE LAY 73 AR AU sl sy A R S 28 H - JAH#E A Review Ha - fafifE
Z oy RERREARDE > 8] 40 ArEUREYER A2 (Recognition) K. fE4E 4 (Rejection) (% LA A
ACE TR [R]—HEF SRR AR B 1L B o R A - 1T SR FTISAY 77
B o [ 39 BUREAAR Ry 97% LA E - FELEARAKGY 90% - 75 ] LUE S FELHi Al 5
TS TRTHERIAY Y RE - AR RESE (G- (R B AR B K

Review B & © #2838 A M2 H] BT

=-#%; Method

 Tnstrument Settings Classification Performance Report

@ Materials
=@ 1D Model
+x Algorithm
% Pre-Processing

L@ Dvariaion PlantA  97(175/180) 66(236/357)

P Analysis Workflow
Plant B 98(173N177) 69(248/360)
PlantC 99(178/180) 96(343/357)

HEXERIBBFIIAZNOI8% UL

39 - ID MODEL-Review
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B SN TR

Diagnostic Report

Processing Element | Type Settings
Analysis Range Range E Start1800,End:700 cm-1
Blank | Blank
Filter |Fiter hi
Baseline Correction | Resolution Weighting ﬂ,
Normalization None =l Classification Performance Report

Inter Material Distances

PlantA 97(1711176) 100(357/357)

PlantB 99(175177) 100(356/356)
PlantC 98(176/180) 99(349/353)

40 ~ ID MODEL-Review

BRI AR AE AR AT 2 900% LA b - RSB ERRE TES HAL AR (i
&l 41 FTYIEEER > DU — AR A R BRI E A A - Ry
TR AETTERRS - FIRIGERANRIENE - A 42 AR > sRTZE IR AT LUE
SUNE FHI 2SRRI 7308

Step 4 :ID Validation (B354 AY)

= 3 )

Save Test Worldlow Print

Add Material - Generate Mod|

= ¥ Method
# Instrument Settings
=@ Materials
A Plant A E— =
3 Plant TVA4F1D Pl i Sarge 315?,49@5@5"@ 32 zms
A PlantC 1 A )\ o ’ 15
< DModd . B _H_ B
FAgorithm | [ R e
i Pre-Processing
il ﬁﬁxﬁﬁ#‘)\ﬁ = Bf 4B B
=4 Troudle 914518 PrantA 1 Samgle 323 By Chenjb Dete Frdsy, .hy?" e
=@ ID Validation W YX14FE PlantA 51 Semgle 313 By Chenib Date Friday, Juby 222016
4 Samples 11 V1678 [PrantA 1 Samgle 314 By Chenib Date Frday, Jy 22 2016
B Results 12 T2l Flant® 5 Sampie 544 By Chenib Date Maodey. July 252016
= I Analysis Workflow 1 70B 22 FrantB I Sareple 536 By Chenib Dt Moedey. July 752115
» Introduction W InBAE PrantB 1 Sample 537 By Chenio D Mundy: July 252016
» Somple/Batch Detals | | 15 2Bt Flant® 1 Sarmgie 538 By Cherib Dete Moedey. July 25 2015
) Background | 16 Z0@ 25 PiantB 'l Sarple 539 By Chenio Dt Munday: July 252116
- 17 syng4042 FrantC 1 Sampie 350 By Chenjb Dete Thursday, Juy 21 2016
f: ;V;“"‘ Suitability 18 yng40+ Jsm\emmuemwnquwzl 6
n 19 (Other
} Qual Analyze and Reg. (Other
Sty 8
) Finich

= 41
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Enas 4& £ Passed

File Edit View Tools Help

g % 4 )

Sae Test Workdlow Print Add Material - Generate Model Validate Model

5 i Method
# Instrument Settings

= i Materials Bl
& PlantA Sempie| D Speciied Maerial  Identied Material | Resul gg:ﬂ;ﬂi:«lwdl Specified Meteial Conelation Threshold
& Plant? IV PeiA PastA Pessed | 1582 157
& PlantC [ 2 Ry PlantA PlantA Passed | 03813 157

= 1D Model R FlantA PlastA Passed | 0313 1551
4= Ngorithm | 4vasF Plarth Plath Passed | 09018 157
WPeboesng || SVEUEN Plarth PlantA Passed | 05633 157
+ 3 Revew ’ E20BAH  PentB Pt Passed [ 09558 1342
-7 , 12080+  PenB Plat3 Passed | 15618 1362
&4 Towbleshootng | [ govpory Pet® Pt Pessed | 03850 1982

=@ ID Validation I70B0H Pl Pl Passed | 03808 0942
dy Samples | 10208245 P8 Plant3 Passed | L5904 1362
g, [ 11 gjng 1 FlariC PlartC Passed | 0367 T

= Analysis Workflow
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