ThermoFisher
SCIENTIFIC

Streamlining Your Chromatography Laboratory
Operations Through End-to-End Workflows

Darren Barrington-Light
Senior Manager - Product Marketing
Informatics & Chromatography Software

The world leader in serving science



Introduction

Sequence Creation

Data Analysis

Result Retrieval

Summary




Introduction




Introduction

¥~y

Data Into Kigeedges®

LIMS, SDMS, LES

Data management & integration across the laboratory

Chromatography data acquisition & management




Introduction

Streamlining Chromatography

i




Sequence Creation




Sequence Creation

Beyond paper SOPs...

LES (Laboratory Execution System) provides a simple step-wise
approach to executing laboratory processes

Lab Execution

C'J -* é Instrument Integration
- > A % » - =

E —— Lab Execution Reporting

LES

— Lab Method Configuration




Sequence Creation
o

Transform your paper/digital SOPs into electronic
methods for process execution

Caibrtion 110y oo e

» Step-wise approach

Instrument Selection o

1. Select the instrument you want to calibrate

| |-

« Workflow execution, such as
Batch, Sequence, Stock
Batch, Sample, ...

\ -

 Instrument integration St

* Review with auto-validate | = sl s

p Select Instrument to calibrate |
Select the weights to use for the calibration |

» eSignatures/cross check

* Generate SOP report with
execution outcomes




Sequence Creation

(N
Create sequences from samples, tests, batches or LES

« Sequences can be reviewed & updated prior to creation in CDS

i‘.l —reate Lnromelean equence 0| aMmples EE!T!

;_ 0 ~na -1 L LY PR L LR L Available
;- 21 LDgIﬂ 2 1 Available Spedfy an Analysis/Instrument combination to detemine the tests from which to create a sequence. Click 'Create ﬂﬂﬂ
- Sequence' to continue to the confirmation screen. ¥
77 Workflow Login - » Available
| 22 2 ek
b 23 Process P B Avaisble Selected Samples
Result Entry 3 +X
. ID Numeric ID Text Sample Name Status Product
Tracking 3 .
» ﬂ 20 SM-25-MAR.-2014-000020 Available
Worksheets » &2 5M-25-MAR-2014-000021 Available
i Create Sequence B2 SM-25-MAR-2014-000022 Available
Reports ]
Properties
Required Analysis
Analysis |RSLC Results |*| Instrument 011C5-3000 [~
Sequence chrom: ffukalt-3z3cyy 1/ChromeleonLocal/Instrument Data/01_ICS-3000 (25-MAR-2014 1636).s5eq created sucessfully. =ria. Click ‘Create Sequence’ to generate a new sequence.
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Sequence Creation

 Information captured in LES can be passed into CDS sequence
« Can also pass calibration standard concentrations

.o} Test Parameters (Ics) - 31209
4+ X

Type Units
Mumeric Dilution 1.234 |
Numeric Weight 4,321 ||
Mumeric Volume 0.122

b Mumeric Int Standard 1.543
Text Comment Test Comment

[o ][]

Properties

Default Value |

Mumeric Values

Places | -1 |
Mirimum | E]
irrurn | E]

01_IC3-3000 (26-JUL-2016 164

a

Standard Concentrations

||% Update Standards

ping f; Custom Columns ~ -
ithod Precessing Method Status Inject Time Leck S Replicate [0 | Comment
ne IC5 Processing |dle I 4.3-311] 1%341) 1.5430 Test Comment
Click here to add a new injection
Show Properties...
Stand.Meth. Cal Type Level "01" Level "02° Peak Type G

If update standards is enabled, then the Processing Method will be updated with standa | External Lin 1.001000 11.000000 Autodetect
n 3.002000 32.000000 Autodetect
External Lin 2.003000 22.000000 Autodetect

Click here to add a new component
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Sequence Creation

 eWorkflows™
« Fast, easy, accurate sequence creation

 Assists user in creating an appropriate sequence for a suitable instrument with pre-
defined associated files and a well-defined structure

e Contain:

* Instruments on which the analysis can be run

» All associated files:

 Instrument methods

* Processing methods

* Reports

» Spectral libraries

» External documents (e.g. SOP)

» Template for sequence name and storage location
e Custom variables
* Rules for sequence layout

11



Sequence Creation

Iat:mau:irnin—r:.thrumel::mn Console = =X
Back  Create File Edit View Tools Help (7]

eWorkflows « Dissolution Temp”™
E@ Filter “ || Description: This eWorkflow contains all files required for pe

Dissolution calculations for all Stages. Please refer to attacheq 1 Select eworkﬂow

manual for more information.

el

ChromeleonLocal

f_} CUT Templates Stage 1 (10 units)
f_} CUT Templates Stage 2 (20 units)

Demo_eWorkflow

Q Dissclution Templates

O — r| ‘Dissolution Templates’ using instrument ‘01_IC5-5000+ > 2 Se I act Instrument

f_} ICH Intermediate Precizion Name Instrument Status Sequence St
¥ ICH Linearity .
¥ ICH Linearity-2

C_}ICH LOD LOG (Blank SD)

Iution Templates - User Manual pdf

1 E 01_ICS-5000+ Monitoring Baseline  { Manual (Imection: 1 of 1)

o8]

("} ICH LOD LOQ (Curve) : /-
("} ICH LOD LOQ (SN) g -

02 ICS-5000 Dual_1 ildle )
€3 ICH Robustness 3. Click Launch
¥ ICH Specificity (PP)

{} ICH Repeatability
3 ICH Specificity (RS) 3 | B 03_I1CS-5000_Dual 2 Idle

Instruments
- g . ICH Linearity 040214122338
£§ — 4 E UttiMate3000 Running (Injection: 1 of 15)

eWorkflow 'Dissolution Templates' selected

5 | 5 UltiMate3000_RS e

| cmadmin: Full Access .
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Sequence Creation

4. Input number of samples 5. Input position of first sample
& Frmmlm et i
N'e - Y RAT ol
m- ™ || Bun sequence after creation
| ChOCN N NN ]
CRLOC R N N !
LA A X AR N
sSesesene L=
Sequence Preview ¥
# | Chromatog | Name Type Level Replicate ID | Position | Volume [uL] |nstrmmt§
1§ None B Blank Unknown RAT 10,0000 =
2 | None @ SST Standard 1 Check Standard RAZ 10.0000
3 | None @ SST Standard 2 Check Standard RA3 10.0000 6 Clle FlﬂlSh
4 | None @ SST Standard 3 Check Standard RA4 10.0000 ¥
: Almma M CCT Ciandacd d Cherle Standaed AR
il
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Sequence Creation

| Dissolution Experiment 21-Feb-2014 16-42 |

vow | [ [

o Save (@) Studio & Print - P Up

* Sequence created in 6
clicks with correct:;

| 5} Uriate3000_RS

-

(Idle)

Al

“<Insert Row - [Fill Down (QjLock | “7 Filtering = Grouping

# | Chromatog| Name ?ype Level [Paosition | Violume [ul]|Instrument Method | Processing Method =
° N am e 1 |Norme ] Blank Blank RAT 1.000 Dissolution_|M Dizsolution_PM g
2 | Mame System Suitability Check Standard RAZ 1.000 Dissclution_|M Dissclution_PM -
- E‘E Chromeleon Local Suitability Check Standard R4z 1.000 Dissolution_|M Dissalution_PM B
T =
° Locatl O n H Ch | 0 strati Suitability Check Standard [42 1.000 Dissclution_|M Dissclution_PM g
B rome EDI‘I: Eman . on Suitability Check Standard [42 1.000 Dissclution_|M Dissclution_PM o
° M ethOdS "EI Chromeleon7_EdensionPack Suitability : Check Standard A4Z 1000 Dissolution_IM | Dissolution_PM
EI--EI Dissolution_Tests Suitability  : Check Standard RAZ 1.000 Dissclution_IM Dissolution_PM
m ‘Dis=alution Expermert 21-Feb-2014 16-42 jon Standard | Calibration Standard : 01 AAZ 1.000 Dissolution_|M Dissolution_PM
° R e p ort 5T §Caiibration Standard | Calibration Standard | 02 | #44 | 1.000 Dissclution_IM | Dissolution_PM
10 | Nones ﬁ Calibration Standard | Calibration Standard : 03 RAS 1.000 Dissclution_|M Dissclution_PM
11 | Mome E Sample Unknawn R4 1.000 Dissolution_|M Dissalution_PM
° = =
Stru Ctu re 12 | Nonme E Sample Unknawn RA7 1.000 Dissolution_|M Dissalution_PM
. 13 | Nones r:‘?_ Sample Unknown [A8 1.000 Dissolution_|M Dissolution_PM
co - B N N
) C u Sto m Varl ab I eS 14 | None 2 Sample Unkngwn RE1 1.000 Dissolution_|M Dissolution_PM
15 | Nones 7 Sample Unkngown RE2 1.000 Dissclution_|M Dissclution_PM
16 | Mome i- Sample Unknawn RE3 1.000 Dissolution_|M Dissalution_PM
L4 P I u S . 17 | None E Calibration Standard | Calibration Standard | 01 AEf 1.000 Dissolution_|M Dissolution_PM
18 | Nons E Calibration Standard : Calibration Standard : 02 RES 1.000 Dissolution_|M Dissolution_PM
19 | Mone Calibration Standard : Calibration Standard : 03 HEE 1.000 Dissolution_|M Dissolution_PM
- hed - Eme
S O P attaC e Click here fo add & new rjeciion
« Can run immediately
4] T | »
......... =
# Name Walue Description - |-
1 | Batch Mo <Enter Batch number= - i Dissolution Batch Number
2 | Disso_No <Enter unigue Dissolution Experimentnumber> - : Dissolution Experiment Mumber 3
e emitioletiel 2 - i Dissolution Initial Velume in Vessel
et it - i Dissolution Yolume Taken at Each Time Point | Il
Click here to add a custom seguence variable 7
Associated tems \,I Custom Sequence Variables (4) I Custom Formulas
ThermoFisher
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Sequence Creation

* Thermo Scientific™ SampleManager LIMS™ can create sequences using
eWorkflows™

m Create Chromeleon Sequence
Sequence Properties
Mame |01_IC5—3000 (25-MAR-2014 1644)
Folder |
Start Position B |r]  mstument [011cs-3000 |
Sequence Entries
+eoX Y
Name Posiion  Type Volume Sample ID Text Test Mumber
» E SM-25-MAR-2014-000014/1 Unknown | 10000 SM-25-MAR-2014-000014 15
E SM-25-MAR-2014-000015/1 Unknown | 10000 \-ZE-MAR-EUH—OOOOH 16
E SM-25-MAR-2014-000016/1 Unknown | 10000 SM&-MAR-EUH—OOOOE 17
N\ RSLC Alkylphenone Linearity 2014-03-25 16-45-06
wow | s N\ Sucsaon []
[ Save @ Studio = Print « a}Up = INROW ~ HE Fill Down |E| Lock 7 Filtering = Grouping | f; Custom Columns ~ - ﬂi Find Next «
4 Chromatogram ) | Mame \ Type Level Fosition Volume [ul]| Status Inject Time Instrument Method
12 | None Linearity 4 \ Calibration Standard 04 = 10 fdie RSLC Linearity
13 | None @ Linearity 4 \ Calibration Standard 04 i3 10 fdie RSLC Linearity
14 | None Linearity 5 Mratinn Standard (1) 74 10 fdie RSLC Linearity
15 | Mone @ Linearity 5 Cali% Standard (133 ) 10 Idie RSLC Linearity
Cancel
16 | None Linearity 5 Calibratil* ndard 05 18 1.0 idle RSLC Linearity
| ; —
17 | Mone E SM-25-MAR-2014-0000141 Unknown 7 1.0 fdlle RSLC Linearity
18 E SM-25-MAR-2014-0000151 Unknown 18 I fdle RSLC Linearity
19 3 SM-25-MAR-2014-000016/1 Unknown 18 1 fdle RSLC Linearity
—~
15 ThermoFisher



0 Data Analysis
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Data Analysis

‘ Data Acquisition

Data Processing

‘ Data Reporting

17



Data Analysis

a Data Acquisition
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Data Acquisition

* Thermo Scientific™ Chromeleon™ CDS

controls over 450 different modules from
18 different manufacturers including:

* Thermo Fisher Scientific (LC, IC, GC, MS,
Sample Prep)

* Agilent (LC, GC)

» Waters (LC)

* Shimadzu (LC, GC)

* Varian (LC, GC)

» Perkin Elmer (LC, GC)

» Gilson (LC)

« CTC PAL (Sample Prep)

* LIMS can incorporate data from non-chromatographic e.g. AA, ICP, UV,

FTIR, MS, etc.) & ‘simple’ instruments (balance, pH meter, etc.)

19



@/ Data Analysis

Data Processing
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Data Processing

« Batch review and reprocessing of chromatography data still most time
consuming and error prone process

* Inefficient data visualization, tedious, repetitive integration, and multi-step
batch reprocessing add significant time

» Operational Simplicity™ speeds up all operations including data review
and processing

v" Minimize steps needed to perform any task
v' Make all steps easy to understand and easy-to-use
v" Minimize the time it takes to perform any task

Tiziana Nardin, Fondazione Edmund Mach

“We found the software very easy to learn and to use day-to-day as it is
extremely intuitive with a clean, user-friendly interface”

21



Data Processing — Competitor Comparison

Translating Operational Simplicity into Lab Productivity

<50% [ <50

Mouse Clicks Windows

italent Pharma

ng to Chromeleon we found we were saving on average 20 minutes
her day on data processing and reporting.”




Data Processing

» Faster data processing
« Dynamic data updating

« Faster data reviewing

8 LS4 o
Blark

o M“Hﬁ% a

la | g s

Type

Eiank

Calibration Stendand

Calibrabion Standard

Linkniown

Lk recraven

e MiniPlots™ I glm : .
» SmartLink 'j' R -
3 I ||| 0 samu nkriwe
* Faster processing method setup w"‘" —
« Cobra™ peak detection algorithm and wizard R | n et v

« SmartPeaks™ Integration Assistant
« Component table wizard

« Advanced spreadsheet reporting
« Eliminate external spreadsheets

« Dynamic result updating

« Controlled, compliant report generation

. @ Sampied
ﬁ % i__E -

SmartlLink Cobra }K
Wizard
T

s SartPeaks

Component
Table Wizard

Al Sequence Det:
A B
1 |Sequencz Details
2 |Name: 01 Example Sequence
3 | Directory: Demonstiation Data
4 |Data Vault: Chromel&onLocal
5 |No. of Injections: 15

23



Data Processing

« Smart functions simplify and speed up data processing including:
» Cobra peak detection algorithm and wizard

* SmartPeaks Integration Assistant

| SratPeaks: Select Altemative

Zoom to baseline
200

<«
1. Original
y
700
L
500
00
@ 2. Valley ToValley
0o
o
o
200 U
15
0s 1<
3. Ewxponentially skimmed riders U i <
1 T

4. Tangential at both ends rider skimming

- .
.
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Data Processing — Cobra Algorithm

« Parameter-less first pass Cobra integration

904 7 02 Ease of Use and RFT - Cobra, SmartPeaks #15 Cal Standard 5 (0.200 mM})

UV_VIS 1

9| malU
m}_

701

25




Data Processing — Cobra Peak Detection Wizard

1. Start Cobra Wizard

2. Define integration range

T ———.

Use Auto Smaothing 'width
© SmoothingWidth  0.022
3 pesks delected

min

| B Cobra Wizard x| 3 S t b I . .
®——Integration area Baseine noise range —— Cobia smaathing width —— Mirinum aea Channel and injection type —— @ l = e aS e I n e n O I S e ran g e
3000 | ¥ Cobra Wizard i@ x|
@ Inlegiation aiez ——— Baseline noles rnge Cobea smosthing wizth ——— Minimum ares —— Channel and injection lype ——® 4 S I t t k
20 . O€elecCt narrowest pea
a0 ]
gmuﬁlﬁmu:ﬁﬂﬁ |5 - |
- . F Cobra Wizard w x 5 I I I k
& @ Integiation arez —— Baseline nsise 12nge —— Cobra smoothing width —— Minimum area —— Channel and injsction type ——® l . Se eCt S I I la eSt pea
600 &F
1500 A e —
§oaE o ¥ Cobra Wizard @ x
5
s00 g u?@;? mootning
1000 ] .Jh; 3 700 @ Iniegislion aiea Baselne noiss range Cobra smocthing width —— Minimum area Chaneel and injsction lype ——@
e
e e 1 2 0
‘ 4 eoo ¥
w0 ; £ oy
&0 + o
500 i
04 200 F ll
g
1001 w0
= - - il 200 o
[ 125 240 375 £ £
oo ;
. 0 ¥
Integration Arca Configusation 100
Select Consider Veid Peak 1o hide & negative peak ol the chion 035 100 200 a0 4 i00]
shoukd be integrated. Cick in the chromatogram and drag the my 1
—— P
7| Consider Vid Pesk 1
Lize futo Rangs 00l ' .
e &0 085 110 200 3f0 400 l,.,-
33 pesks detected Comder ord Fesk R B
9 o e Cobra Smoothing Width Configuration Rae min
Fom 00w LR Specily the smosthing widih, Click the naiiomest peak in the chiomatogai of diag the moiise oves the appropriate ; ; :
Zowska toaed chiomatogram area to deline the smocthng it oss 10 260 300 400 500 600 60
) Unda Zoom

-

Minimum Area Configuration
Specily & minimum sres thieshold below which peaks are ignored during peak detection Select the nairowes! peak in the

chiomatogram to define the minimum iea.

Use Auto Mirimum Alea
0.2430 :

o e

@ Minimun Arez Signal'min

27 peaks detected

<cBack [ Mew>> ][ Cancal

ThermoFisher
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¥ Auto Range

Cobra Smaothing 'width:
0022 = | [min]

Consider Yoid Peak

Data Processing — Cobra Peak Detection Wizard

« Parameters added to component table...

Cal Standard 5 (0.200 mhd)

Drag a column header here to group by that column

# Param. Name Param.Value Inj. Type Channel
L1 Irhibit Integration Any All Channels
i tinimum Area 0.2430 [Signal'mi Any All Channels 25
i . Inhibit Integration Any All Channels
X  Inhibit Integration Any All Channels
likg
J 34 q
400 & 19
J 120
2 26
B 24 Ic"ez 4
3004
200
1004
' 12

rian Alliston, Sterling Pharma Solutions

“Chromeleon is much quicker in all activities. Use of the Cobra wizard allows for

guick setup of optimum integration parameters giving us consistent integration
much faster than either of our previous CDS.”

ThermoFisher
SCIENTIFIC



Data Processing — SmartPeaks Integration Assistant

/\é\%\ 1. Activate SmartPeaks Wizard

2. Select Area of Interest

3. Select the Integration You Want

| SmartPeaks: Select Altermnative

- a x|
5. LAMmInG Acid Lineari y Run #1 5 Cal Standatd 5 (0 200 mhi) Zoom to bazeline b 4«
“ [ mau I
1. Original
¥
700
_,—'-"'_'_’
1
007 I 2 Walley To Walley
1 ' |
400 |
| o
| i
U
300 E E
HI
) - ) 14
3 Exponentially skimmed riders (s
200 ! U -
100 M
! ]
I T I T ! T
0.0 I L ! | } ; | . ! .
4. Tangential at both ends rider zkimming 'L
-104 r T T T T T T T T T T T T T T 1 ) e
220 2.30 240 250 260 270 280 290 300 310 320 330 340 350 360 370 — T
ool
-
- ThermoFisher



Data Processing — SmartPeaks Integration Assistant

« Parameters added to component table
« Changes apply to ALL chromatograms in sequence

? Ret Time = Param. Name FParam \alue Inj. Type Channel |
1 |0.000 [min] Inhibit Integration COn Any All Channels
2 |:| E||:||:| [IT'II I'I] Mil'lil'l"lu m p‘f'.rea |:|243|:| [Slgl B.UD—_ ﬁmirzinn Acid Linesri ity Run #15 Cal Standard 5 (0.200 mh L WIS 1
3 | 0.505 [min] Inhibit Integration Off
4 | 3200 [min] Minimum Rider Ratio 0[*] 700
5 | 3.200 [min] Maximum Rider Ratio 100 [%] ]
g | 3.200 [min] Rider Skimming Exponentizl g0
7 | 4.329 [min] Minimum Rider Ratio 10[%] ]
g |4.329 [min] Maximum Rider Ratio 200%] 3 DD:
g |4.329 [min] Rider Skimming Tangential ]
10 §&.714 [min] Inhibit Integration On 4-00‘:
* Clickheretoaddanew |
A ————
200 U

ichael Faley, Sigma Aldrich
“After a brief familiarization it felt like you could just walk up to the system and

accomplish what needed be done without jumping through an excessive number of
hoops. You can tell that the software was built for the user’s ease.”

- ThermoFisher
SCIENTIFIC



Data Analysis

Data Reporting
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Data Reporting

» CDS Report Designer can contain:

* Multiple worksheets

1 bl B CmServiceaMS - 20130311 Water Analysis [Sequence] - Chiomeleon Chromatogiaphy Studio - B x
e Textand variables @& ,
Home | Insert  Page Layout L2
. m“—j & &7 T Injection Arial -~ 1o General | || E=Insert - | - ==} @, show Formulas ¢
= - 23 S Delete - Find + " Check far Errors >
e Various result tables .- : o o] g B = e i
*% % Component B Format - || /2 Clear = e
Clipboard Mavigatin Fnt I} Alignment I} Mumber T | Cells & Sheels | Editing Fiotection Ex. References Fomulas Linking
Report Designer CA0
 Various plot types port Desig
s [ | R C I n I E I = o H 1] J [ K [ L |1
ERlniscting 1 Chromatogram and Results El
- 18§ Seven Anion Standard || - 1 2
e Custom equations @ smmnsinsear2 | || B e |
3 SevenArion Standsrd Il -3 4 Ninjection Name: Seven Anion Standard 11 -4 Run Tirme (min):12.50 ‘
48 Seven frian Standerd Il - 4 5 N iial Number: RA4 | Injection Yolume: |25.00 N
50 Seven Anion Standard || -5 6 N/njection Type: Calibration Standard Channel: ECD_1 N
63 Seven Anion Standard Il - 5 T N Calibration Level: 04 h| Wawvelength: n.a. N
78 Drirking Waler 8 Ninstrument Method. h| Banchwicith: n.a. N
8% Taphw 9 B Processing Mathod: AS12A Anions i Water Ditution Factor: 10000 N
& Teptwam Z || 10 Binection DaterTime: 02-May.02 13:20 Sampie Weight: | 1.0000 b
3] Power Coolant Water 1
10 3 Power Coolant W ater 12 | Chromatogram
13 @ 20130311 Watar Analysis 24 Seven Anion Standard Il - 4 ECD_1
4 Channels 1 | 250
o 51 2 - Chloride - 3.277
A Eco_ e Bl 2004
116
4 Components 17 &
% Fluoiide | 18§42
% Chloride 119 e qp0 3 - Nitrite - 3,963
% Miite ‘| 20 N2 11+ Fluoride - £l063
% Bromide g; E [+ Bromidef Stemate - 5.807 |G- Phosphate -9.207  F - Sulfate
% Hirale | 22 |
% Phosphate | 228 o0 e B : — L
i"! Injection List 26 0.00 125 2.50 375 5.00 6.25 7.50 875 10.00 11.25 12.5
27 3
Instrument Method 28 [Integration Results |
Area 29 o.  |Peak Name Retention Time Area Height Relative Area Relative Height | Amount |
30 rmin pSTmin us % % gl
— . " " . 32 Fluoride 2.083 0.623 7.544 7.2 13.59 4.0258
=IF{ISERROR{AVERAGE(ET4:E31)),"n.a." AVERAGE(E14:E51)) af:  |chiie 1277 2260 21.709 17 w2 | 1968
— . " " . 34 03 Nitrite 3.963 1.261 9.661 14,61 17.41 19.7425
=IF(ISERROR(STDEV{ET4:E31)),"n.a." STDEYIE14:E31)) 5 |Bromee 5953 Tes 4606 9% s | 198
_MA}{ E-] ‘,1 E31 36 B5 Mitrate B.807 1.068 4728 12.37 852 19.8562
— |: - :I 31 B6 Phosphate 9.297 1.136 3.457 13.15 6.30 39.7254 L
— . e —— 86230 (i
=MINE14:E31 <[> e e ST ST AR e o Fam 3]

‘ CmServiceAMs: Ful Access .-

31

ThermoFisher

SCIENTIFIC



Data Reporting

... to create the report you need.

Injection Details Peak Integration Report
Injection Nare: cal_std_100 b Run .
Vial Number, - injec Sarple Name: Seven Anion Standard Il - 4 I Vad: 25.00
S " - - Injection Thpe: Calibration Sf3ndard Difution Factor:  1.0000
Irgection Type: Calibration Standard . ~ . a .
Calibration Level 05 h igo%r:gf Time: 02.May-2002 Vi 1320 Y Sﬁ:r;{;re- 1zmsu I
Instrreent Method: | ) ) ) ) ; Sample REpOI‘t
P’_C‘CE':SS"HQ Me(.*?od fs_int : Dittti g, Time |Peak Hame |Peak Type Area Height
Infection Date'Time: 20-Nov09 11:59 Sam) min nS*min us Sample Details
_ 1 206 (Fluoride BHB 0623 7544 Sarnple Marne: Sample VProcessing Method: GU
|Library Search Results 2 22 |Chioride BvB 22 S Sequence: GU “start Time: 20130816 13:46
4 585  |Bromide M 0851 4606 Directory: GU\Demo Data Vinjection Yolume: 20.0
120 2Pex Perta 5 531 |Hitrate M 1.068 4778 Sample Type: Unknown N Channel Emission_1
. ] % 3] 930 Phosphate [=1] 1436 3497 Instrument Method: N
Ret.Time: 4,098 7 1152 |Sulfate M 1.436 3748
. TOTAL: 564 5549 [Chromatogram
= - —
Hit 1 ] - - 5 2130311 Water Analysis 84 Seven Anon Standard 14 7.0p5 2 [manipulated] Emission_1
Component: |Ethane, pentachloro- 158: - [ us E ]| counts -
Sl 629 1 e 5.385 o
- « 225 ; ] =
RS 745 i ] o
Library: MSSEARCHWISTDEMO o ] 5005 ] .
=2 4 L1004 . ] 15
| J ] ]
Hit: 2 = pik ] ] <
Companent: | Phenol b =] % 1759 3.8e5 4 = T
sl 603 h o o ] b=
RSI: 894 h h5.0] g 35651 N
Library: M3SEARCHWISTDEMO i b ] - = ] 0
90 2.5 a 2 ] o
Hit 3 | ] ¥ S 1.3e5 ] -
Compaonent: Phosphonic acld, (p-hydroxyphenyl- oo 5 T 2 5 5 ]
sl 596 h B = = | —
: b p h 3 M .| 0.0e0 4
RS: 863 i i 751 E B i ] i
Library: M3SEARCHWISTDEMO 20d—nor0] 7] g = T
A -0 0 - ] vl -«Iv £ 10.0 150 20.0 25.0 30,
e 50 ] £
257 Peak Results
J o. Peaknarme Ret. Time Gl
00] . } ! { ! LI
1 GlUs 13.008 5.027
25] 2 14.675 5.436
] 3 15.075 5537
0 ] 4 GlUB 16.483 5911
L an 2D 4D 5D &b g it 5,1
53 18.958 6644
7 19.333 6.765
21.575

ThermoFisher
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Data Reporting — Example Report in Microsoft Excel

@| H9-o- = 1AM.xls [Compatibility Mode] - Microsoft Excel = = ==
Home Insert Page Layout Formulas Data Review View Add-Ins Acrobat & e = EH E2
= ¥ ) . v = = {1 Salnsetr X v
Arial -8 A A = = W =  General - ﬁ
B = g e AT @
Paste B 7 U~ - e A = - - g ¥ <0 .00 | Conditional Format Cell v Sort & Find &
- 7 - — - = % i o >0 Formatting = as Table ~ Styles ~ EjFormat' 27 Filter~ Select -
Clipboard & Font [} Alignment [} MNumber (] Styles Cells Editing
ca7 - [ f | =
A B C D E F G J K L M M o] ;
Calibration Curve - Retention Time vs CHI IAM7.4 B
1 * Chi Literature value from Valko et al J Pharm Sci. 89, & (2000) 1085
Compound Retention *Literature s . Retention | CHIIAM
2 (Zmg/mi) Time ChiT4 amples Time 74
3 std 1 peak 1 4157 17.2 Sample 1 §.24 4423
4 Std2 peak 2 457 259 Sample 2 6.26 4451
5 Std3 peak 3 5813 LT Sample 3 6.36 45.87
6 Std 4 peak 4 6.56 454 Sample 4 615 43.00
7 Sample 5 6.3 45.05
8 Sample 6 5.89 39.45
g Standards Retention Time (mins) vs Chi lAM =
10
11 90 y=13.663x - 41.023
a0 R= =0.9952
12 /
70
13 /S
60 /
14 50
15 = /
< 40 /
16 = 30
o )y
17 20 4
10 B
18 0 //
] 10
19 -10 +
20 -20
21 Retention time (mins)
22
23 ha
4 4 » ¥ | 6 Standard Curve %3 []4] il | 0|
Ready | 3 | ||§|E 100% (=F—U——(F .
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Data Reporting — Example Report in Chromeleon CDS

i, 5 | = cmadmin - 06 Report Example 2 (Sequence) - Chromeleon Chromatography Studio - B x
Home Inset Page Layout '9)
= & Qij :':5 Injection Arial - 10 - A AT === = General - ;.ﬂ Insert ~ | Sort = 5 @\ é’}'
= &, = . ) . - = [
Paﬁe T =2 S e B 7 U i~ I_{gl - A - == == % gog 3 som :I: Delete 43 Find Protection = Ext. References | Formulas | Linking
7 Jigr Peak - L;,jFUI'W'IEt T || ¢2 Clear ~
Clipboard Navigation Font I Alignment P Number Tw | Cells & Sheets Editing
Report Designer  « 462
-~ A B C D E I5 G H | J K

4_Injecions ML (=
1§ Standard 12 Calibration Curve - Retention Time vs CHI IAMT7.4

) g Standard 13 * Chi Literature value from Walke et al J Pharm Soc 89, 8 (2000) 1085

2-; Standard 3 14 - - - -

, ﬁ Cample] 15 Compound (2mg/ml) Retention Time Literature Chi 7.4

* ) =ample” 16 Std1 Peakd 4197 17.2

58 Samele2 17 Std2 Peak2 4970 25 9

E‘E Sample3 - 18 Std3 Peak3 5813 37.71

7 E Sampled 19 Std4 Peakd 6560 49 4

2 3 Sampleb 20

g 3 Sample 21 Name Ret.Time CHI 1AM 7.4

| 25 . . . Samplal 624 44 28

10 fj] Standard % Standards Retention Time (mins) vs Chi IAM Sample? 6,26 14 iE
11 f] Shutdown 27 Sample3 6.36 45 97

penen ~ ) 28 80 1 Sampled 615 42.96

Bernd Boscolo, Douglas Manufacturing Ltd.
“The Chromeleon Report Designer is a mighty tool to calculate and present data,

and to our understanding is far better than any other software package. With
the Chromeleon Reports, we are seeing time and cost savings equivalent to
four to five full time employees depending on the workload in each month.
These savings are higher than anticipated.”

a4 ThermoFisher
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@ Result Retrieval
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Result Retrieval

* Results can be easily sent to any LIMS

* Thermo Scientific LIMS and CDS software tightly integrated
» Data can be retrieved direct from variables or report sheets
 Pull final calculated values from cells
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+1-fh Group Foldars

I Fle Vew Setp lots Jobs Sampes Tests Aesults Worksheets Satches Incdents Chromeleon Lab Execution Window Help

aJoh«m\f Execution
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e Chromeiean s |

, Chromeleon

Ly Sequences
= Svir\su'umrw

--',.’ ¥ Analysis

4| By Status
1+ Enveorement Falders

-5 Laboratory Tables
:".n;LuvnSemFougs
i) Mobie Folders
474 Svstam Folders
1) Uner
sHgg My Data

\_‘ Chromeleon Mappng

1) Laboratory Setup Folders

1 Teem)

. 01.1C5-300 (63 Tems)

Chromeleon Llnk Overwew

Configuration Sequence Creation

Instrument Created

e
from Batch  from Samples
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Result Retrieval

* From SampleManager LIMS software

* Retrieve manually

» Automate retrieval via background schedule

m RSLC Alkylphenone Linearity 2014-03-14 10-54-09 LOCAL
Fﬂ_F‘ELE Alkylphenone Lirgee piiaeknnnnEE. 0 CAL

Refresh Sequence

Retrieve Results

Display Results
Enter Results

Authorize Results

Authorize

Cancel

(P BRER ¥ @R e 8 b

Properties

01_IC53000
01_TIC53000

Background Schedule Entry EI
Report Details
" Report " Task
ReportName | Task Name |ChromeleonResultsEntry

Routine Name |

Parameter |

Task Parameters ||
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Result Retrieval

* From Chromeleon chromatography data system (CDS)
* Push to LIMS by sequence or individual injections

- e ] Incomplete
EI[E Chromeleon Local ! [l save @Smdiu
ElEI Demo_Data
=-E2 WorkshopData # Uv_vi
'm ParabenCalibration 1
m RSLC Alkylphenone Linearnty 2013-12-10 134506
RSLC Alkkylphenone Linearnty Sample Bull Test 2 il l b s
E-E2 Instrument Data Cut
ﬂ Deleted tems Copy
¥ %5 Component Results Paste
Clipboard Mavigation
F.ename
; « .
Data Processing 5007 Delete
8@ Std - [ i Delete Raw Data...
HE Slhd A0 D™ WD O O L
10 ) s Open Enter |: Print Report...
11 M Ry 2o | Export...
12 E SM ST Convert to Chromeleon Processing
Discard Changes
4 Chan Show Data Audit Trail... p. ; Send Results to SampleManager
1l Ch~1 ik = E Get Injections From SampleManager

4 Com| ﬁ Send Results to SampleManager
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Summary
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Conclusions

SampleManager LIMS and Chromeleon CDS
streamline your workflows getting you from samples
to knowledge faster than ever

LIMS, SDMS, LES
Data management & integration across the laboratory

Chromatography data acquisition & management

Streamlining Chromatography

ThermoFisher
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Powerful software to drive efficiency
for your entire lab

ThermoFisher




Thank you very much for your attention!

Questions?

Do you have additional questions
or do you want to talk to an expert
from Thermo Fisher Scientific?

Please send an E-Mall to
analyze.eu@thermofisher.com
and we will get back to you.
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