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Multiquant for quantification of small molecules
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1. Open Multiquant
2. You need to create two things; New quantitation method and New results table
Go to File > New quantitation method

I L - oae e S S
[File] Edit Process Window Help
New Results Table... Ctil+N
New Quantitation Method...
Open Results Table.. Ctil+0
Open Quantitation Method...
Save Ctrl+s

Save As,

Beg

Recent Results Tables

Recent Quantitation Methods
Import

Export

Transfer to LIMS... CtrlsL
Create Report... Ctrl+R

Exit

3. Browse your data files and pick any file in the medium concentration range.

@ Mutiquere g T ST EEESTTT—— 00 s T

File Edit Process Window Help

& @ v k| CDefaut >

Components & Groups IS | # |

ui Select Sample Q

Current Location
D:\nalyst Data\Projects\Default\Data\

Browse... | OK | Cancel
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m MultiCuant

File Edit Process Window Help

& B u|DDefault -

Components & Groups  |S | #4

r ™Y
ol Select Sample g

=| Sample-K2_1.wiff .

Sample-K2_2 wiff

Sample-K2_3 wiff

Sample-K3_1.wiff

Sample-K3_2 wiff

Sample-K3_3.wiff

Std mixe_1 fg-ml.wiff

Std mi_1 ng-ml wiff

Std mi_1 pg-ml wiff

Std mie_10 fg-ml wiff

Std mie_10 ng-ml wiff

Std mi_10 pg-ml wiff

Std mix_31.75ppb wiff

Std mix_62.5ppb wiff

Std mic_100 fg-ml.wiff

Std mie_100 ng-mlwiff

Std mi_100 pg-mlwiff

Std mix_125ppb wiff

Std mix_500ppb wiff

(] Std mix_1000ppb wiff

Current Location

D:iData\DrDivya_Arunima\CALZ

‘[

Browse... 0K Cancel |

Zi|

Before selecting this file, make sure to check the chromatogram, peak shape RT etc. as your
method will be based on this particular file.
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(] MultiQuant - [[MQ4] Untitled Method] - ol 0 S

mFiIa Edit Process Window Help =

¢ &~ || Dot~

Components & Groups  [S | # ﬁ Q @ E

Components | Integration & Regression | Qutlier Settings |
Experiment |1 MRM (14 transitions) d
Row | IS | Name Group 15 Name Qi/q3
1 [F]  Maringenin 273.0/1531

[ 2 [ Naringenin 2730/ 1471

[ &) [F]  Liguiritigenin 257011370

[ 4 [[]  Liguiritigenin 257011470

Il 5 D Daidzein 255.0/199.1

[ 6 D Daidzein 255.0/1810

[ 7 [ Formononstin 269.0/ 2370

[ 8 [ Formenonetin 268.0/1970

[ g D AGPA13 293.0/267.0

[ 10 ] AGPA12 299.0/1480

[ 1 ] AGPA-14 285.0/2251

[ 12 ] AGPA-14 285.0/2131

[ 13 | [ |BiochaninA 2850/2251(2)

[ 14 | [ |BiochaninA 285012130

: | B
*A list of all the standards and their transitions from .wiff file will be displayed
*Replicate names corresponds to the number of transitions used for one single molecule.
*But in order to process further, you need to edit the name like Naringenin, Naringenin _1 etc.

Components | Integration & Regression | Outlier Settings |

Experiment: I'I MRM (14 transitions) ;I
Row | IS | Name

1 [[] | Maringenin

I 2 [[] | Naringenin_1

I =] [[] | Liguiritigenin

| 4 | [ | Liguiritigenin_1

1 5 | F] |Daidzein

| & [[] | Daidzein_t

I 7 [[] | Formononetin

I 2 [[] | Fermononetin_1

T s | [ |AGPaT3

1 10 | @ |AGPA130

11 | | AGPA14

] 12 | @ |AGPa140

| 13 | [ | BiochaninA

I 14 [[] | Biochanin A_1

RN
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In the Experiment Tab, depending upon your experiment and information in the
Wiff file, it will display transitions in the positive mode and in the negative mode.
Click the drop down box

[ File tdit Process Window Help [ =]
% &+ || Obefaut ~

Components & Groups |5 | # ﬁ Q =l =|
Components | Integration & Regression | Outlier Settings |
Experiment: IT MRM (14 transitions) j
Row |[ 15 ] Name ( Growp ) 1S Name [ Qi1/q3
1 [£] | Maringenin 273.0/1531
] 2 [] | Naringenin_1 273.0/1471
I =) [F] | Liquiritigenin 257.0/1370
] 4 [] | Liquiritigenin_1 2570/1470
[ 5 [F] | Daidzein 255.0/198.1
[ & | [ |Daidzein_t 256.0/1810
[ 7 | [ | Formononetin 269.0/2370
[ 8 | [ |Fomononetin_1 269.0/1970
[ 9 [ | AGPA-12 299.0/2670
[ 10 | [ | AGPAT131 293041480
(] 11 [ | AGPA-14 2850/ 2251
[ 12 | [ |AGPA141 285.0/2131
[ 13 [] | Biechanin A 2850/2251(2)
[ 14 | [ | BiochaninAl 285042130
[ s | B

* You can also assign groups to the same set of molecules
* Check the IS box if any of the listed molecule was used as Internal standard

[O File Edit Process Window Help
% & v | Obefaut ~

Components & Groups 15 | # waE=e
Companerts | Integration & Regression | Ovtier Settings |
Experiment: |1 MRM ({14 transitions) ;I
Row ‘ (3 | Name Group
1 [F] | Naringenin
. . . Naringenin_1
*Next go to Integration & Regression settings 5 B e
[ 4 [[] | Liquiritigenin_1
| 5 [[] | Daidzein
] 6 [[] | Daidzein_1
| 7 [[] | Fermencnetin
[ &8 [ | Formononetin_1
| 8 [ |AGPa13
[ 0 [ |AGPA3
| 11 B |AGPa4
[ 12 [ |AGPA4
] 13 [[] | Biochanin A
[ 14 [ |BicchaninAl
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— —_ == S
m File Edit Process Window Help
% & v || CDefaut ~

Components & Groups ﬁ Q
Components  Integration & Regression | Qutlier Settings ]
Maringenin (273.0 / 152.1) from Std mix_250ppb (Std mix_250ppb.wiff (sample 1))
Te— —tovy | Area: 5.148€5, Height 4.256e4, RT: 2.0 min
L|qumtlgem7n Gaussian Smooth Width: |[1.0 points 4204 390
Liquiritigenin_1 Expected RT: [e7 min 4.154 .
Daidzein
- - Daidzein_1 RT Half Window: 500.0 sec 40e4
Integration & Regression Farmononetin = 3904
Fermonenetin_1 3824
Settings ) AGPA-13 ¥ Report Largest Peak 370t
AGPA-13T Min. Peak Width: 6 points :
AGPA-14 3.6e4
AGPA-14 1 Min. Peak Height: 100.00 3Fed
Biochanin A Integration Parameters 3.ded
Biochanin A_1 Noise Percentage: 90.0 % 33ed
Jasmanic acid
Salicylic acid1 Baseline Sub. Window: |2.00 min 32e4
Salicylic acid Peak Splitting 2 points 3led
Medicarpin 5 . 3.0e4
Med!carp!nz egression 001
Medicarpin3 Parameter: |Area - 2.8e4
Genistein .

Fit: Linear - 27e4
Weighting: |Hone - 26e
2504

Concentration Units: FX

[ Apply units to all Analytes

Intensity

1 2 3 4 5 & 7 8 9
Time, min

* You can click on one component at a time and fill in the values for all the settings like smoothening, RT half window,
Noise percentage etc.

* All these values will depend on the peak properties.

* Regression settings are used for plotting the calibration curve.

* Fill in the concentration units (eg. ng/ml, ppm etc.). Depends on the concentration of the standards prepared.
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Outlier settings

m File Edit Process Window Help E"E"E
CE H| [DDefautt =
Components & Groups  [S | #4 ﬁ Q l=| ks
Components | Integration & Regression  Ottlier Settings |
¥ Accuracy for Standards [V Accuracy for QCs

Max. Accuracy Tolerance for LLOQ (lowest Std) 2 % Max. Accuracy Telerance for QC: 15 %

Max. Accuracy Tolerance for Stds except LLOQ: 15 %

I lon Ratic ¥ Calculated Concentration

Componart ‘ ol Lt

Upper Limit of
Calculated Concentration

» | Naringenin
[ Meringenin_1
| Liquiritigenin
| Liquiritigenin_1
[ Daidzein

[ Deidzein_1
[ | Formanonetin
| Formononetin_1
| | AGPAT3

[ AGPA13A
| AcPATE

|| AGPa1a
|| Biochanin A
[ Biochanin A_1
[ | Jasmonic acid
[ Salicylic acid1
| Salicylic acid
| Medicarpin
| Medicarpin2
[ Medicarpind
[ | Genistein

Outlier settings are used if you need your results within a certain range like in Quality control
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Save method;

Go to File> Save As> Give name to your method

iQuant - [[M
Edit Process Window Help

Con|

Mew Results Table...

Mew Quantitatien Method...
Open Results Table...

Open Quantitation Method...
Save

Save As...

Recent Results Tables

Recent Quantitation Methods
Import

Export

Transfer to LIMS...
Create Report...

Exit

Ctrl+N

Ctrl+0

Ctrl+S

Ctrl+L

Ctrl+R

BaEE

Components | Intearation & Regression  Qutiier Settings I

—Iv Accuracy for Standards

Max. Accuracy Tolerance for LLOQ (lowest Std): 2 %

Manx. Accuracy Tolerance for Stds except LLOG! 15 %

¥ Accuracy for QCs

Mazx. Accuracy Tolerance for QC: 15 %

™ on Ratio [V Caleulated Concentration

Component oo Lower Limitof

Cal

Upper Limit of
culated Conceniration

» | Naringenin
|| Naringenin_1
Liquiritigenin
Liquiritigenin_1
Daidzein
Daidzein_1
Formononetin
Formenonetin_1
[ AGRa13
|| AGPA-131
| | AGPA-14
|| AGRA-141
| | Biochanin &

Biochanin A_1
Jasmonic acid

Salicylic acid1
Salicylic acid
Medicarpin
Medicarpin2
Medicarpin3

Genistein
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Creating Results Table:

Go to File> New Results table>

mMultiQuant ol
File Edit Process Window Help

E U|DDefault -

Components & Groups |5 | #4

* Select samples box will
open

* Click on files in which
guantitation is needed

* Click on the forward arrow
to put them in the selected
side

m Create Results Table - Select Samples

Available

Current Location: D-\Data'\DrDivya_Arunima\CALZ2

Browse...

Blanl:98 wiff
Blank39 wiff
Blanlkc 100 wiff

Sample-Ad_Zwit
Sample-Ad_3 wiff!
Sample-B1_1.wiff
Sample-B1_2 wiff
Sample-B1_3.wiff
Sample-B2_1.wiff
Sample-B2_2 wiff
Sample-B2_3.wiff
Sample-B3_1 wiff
Sample-B3_2 wiff
Sample-B3_3.wiff
Sample-B4_Towift
=] Sample-B4_2wiff
Sample-B4_3 wiff
Sample-C1_1.wiff
Sample-C1_2 wiff
Sample-C1_3.wiff
Sample-C2_1 wiff
Sample-C2_2 wiff
Sample-C2_3.wiff
Sample-C3_1wiff
Sample-C3_2 wiff
Z| Sample-C3_3wiff

frrs I O O O O O e OO 0 O e O B e B e O O e

Selected

a Samp|e-m_1 wiff

U Sampleﬂﬂu 2
Sample-A3_3.wiff
W Sample-A3_3
=-[E] Sample-Ad_1.wif
L. Sample-Ad_1

Cancel
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* Check the “Create New Method” if the method was not created and saved before
* Automatic methods are generally experiment specific. In case of Lipids we can use it

[0 Muriquarnt o S T . v N e = - - b N

File Edit Process Window Help

& & v | ODefaut v

Components & Groups  |S | #4
r I |‘
m Create Results Table - Select Method & R

Select an existing quantitation method or create a new method now.

% Choose Existing Method

Method Name:  [Click Open'to select method

[ Edit Method

| ! Create New Method (MQ45|

i

Method Name: |

‘ " Use "Automatic’ Method (MQ4) I
(Created on- [y and most useful when MRM transitions differ between samples)

!

< Back | Next >

Finish

Cancel
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* Click “ Open” to browse the saved method
* Method saved will have .gmethod as extension

File Edit Process

Window Help

L= u|DDefault -

Components & Groups

IS | ¢

Begin by cre

> ¥ Homegroup

Py Computer
& &L, SYSTEM (C:)

(2| TripleTOF web link 1KB
f! MNetwork
.- Computer

Internet Shortcut

[ Create Results Table - Select Method ==] % |

Select an existing quantitation method or create a new method now.

¥ Choose Existing Method
Methed Name: Click 'Open’to select method Open...
I™ Edit Method

r Y
(@ open - S
e,

@Uv|- Desktop » - | 3 | Search Desktop P |
Organize « MNew folder =~ 0 @
45 Favorites * Name Size Ttem type Date modified I

| M Desktop Q nnn.gmethod 10KB MultiQuant Quant... 19/8/2021 12:40 PM
4 Downloads 1. UNESCO-Workshop_2021 File folder 18/8/2021 12:42 PM
Dropbox Ju CO-FID's File folder 29/6/2021 1:32 PM
“El Recent Places 1 MMNova File folder 5/5/2021 2:07 PM
E |/ Oline workshop on Proteomics_04022021 File folder 17/3/2021 10:26 AM
4| o Libraries & HPLC File folder 7/1/2021 4:47 PM
3 @ Documents 1. 15017025 File folder 7/1/2021 10:46 AM =]
b Jz‘ Music . EColi_IDA_Method details File folder 28/12/202010:18 ...
1> =] Pictures || Proteome software File folder 1/10/2020 12:40 PM
& B8 Videos . AnalystTF_1.7.1_Comp_LC_Devices File folder 12/5/2018 5:51 PM

1/10/2012 11:29 AM

| & TripleTOF5600

l@ Homegroup

File name:

~ [QuantMethod (".gmethod)  ~|

Com 1 |

Cancel ]
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* Click “Finish”
(@ MuttiQuant S . = h. T RS—— P — i N

_File Edit Process Window Help

& & v | ODefaut v

Components & Groups S | #

[L] Create Results Table - Select Method

Select an existing gquantitation method or crezte a new method now.

¢ Choose Existing Method
Method Name: lC:\Users\TripleTOFSSOU\D&ddophnn .gmethod

]

I Edit Method

" Create New Method (MQ4)
Method Name: |

!

(" Use 'Automatic’ Method (MQ4)
(Created on-the-fly and most useful when MRM transitions differ between samples)
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Results Table

m MultiQuant - [[MQ4] Results Table (Untitled)]
[ File Edit Process Window Help

& ulDDefault -

Components & Groups |S| Hl

M~ T | 2 B4l @l W ANl Sample Types

T

N B

I Sample Name ‘ Sample Type | Component Name Cone, ‘ lctuals Area ‘ = ‘ Signal / Nnise‘ Used | okl ‘ Accuracy ‘
ﬁ:?:ﬁiiﬂ:h View the f Sample-A1_] Unkngwn Naringenin ngml | N 57944312 | 3.90 <2 points A
Liquiritigeni n 2 Sample-41_1 Unknown Maringenin_1 ng/ml (WY 26246623 | 391 427 =2 points /&
bauiritigenin_1 pea ks and 3| Sample-di_d Unknawn Liquiritigenin ngiml,” | NI& 198315008 | 1.28 771 <2 points NI
Egiﬁ:jgﬁlﬁn . . ': 4 Sample-A1_1 Unknawn Liquiritigenin_1 nafml NI 2421729 180 71 <2 points [
Formonanetin_1 Integration parameters 5 | Sample-Al_1 Unknwn Daidzsin ngiml | NiA 4175885 | 1.42 a9 <2 points /A
eEs T 6 | SampleAT_t Unknawn Daidzein_1 ngiml | A /078888 | 053 471 <2 points NiA
ig'gi::: 1 || 7 Sample-41_1 Unknown Formononetin ng/ml Mo 14530265 | 466 246 =2 points A
Biochanin A ] Sample-A1_1 Unknown Formononetin_1 ng/mi MNi& 3564 486 477 167 =2 points A
Eiochanin A1 BE Sample-A1_1 Unknewn AGPA-13 ng/mil NiA 23322635 | 0.25 142 <2 points NIA
Salicylic acid1 10 Sample-A1_1 Unkngwn AGPA-13_1 ng/ml NI MIA NI MIA By [N
ﬁﬂé‘iﬂ;{":'d 11| Sample-AT_1 Unknwn AGFE-14 ngml | NiA 10220028 | 2.12 105 <2 points NiA
m:ﬂ:zm% | (12 | Sample-At Unknown AGPA-14_1 ng/ml NIA 7394700 325 325 <2 points MIA
Genistein 13 Sample-41_1 Unknown Biochanin A ng/ml Mo 16919926 | 1.45 166 =2 points A
View the calibration curve : 14 | Sample-A11 Unkngyin Biochanin 4 1 ng/ml NIA 8648276 | 327 231 <2 points NI
15 Sample-A1_1 Lipknown Jasmonic acid ng/ml /A 264020400 | 0.64 105.9 =2 points /&
116 Sample-41_1 Unknown Salicylic acid1 ng/ml Mo 64533478 | 258 753 =2 points A
17 Sample-A1_1 Unknown Salicylic acid ng/ml (N Z26095.015 | 2.97 T25 <2 points i&
18 Sample-41/1 Unknown Medicarpin ng/ml Mo 5364 837 3.86 245 =2 points A
19 Sampl==41_1 Unknown MedicarpinZ ng/ml Mo 41273857 | 386 388 =2 points /&
20 Sample-41_1 Unknown Medicarpind ng/ml Mo 42455 825 | 387 4 =2 points A
12 Sample-41_1 Unknown Genistein ng/ml Mo 56148776 | 055 172 =2 points A
|22 Sample-A1_2 Lnknown Maringenin ng/ml /A 62806.123 | 3.92 458 =2 points /&
[ /123 Sample-41_2 Unknown Maringenin_1 ng/ml Mo 28745335 | 352 419 =2 points A
[ 24 Sample-41_2 Unknown Liguiritigenin ng/ml NI 201106267 | 1.28 S84 <2 points MI&
25 Sample-41_2 Unknown Liguiritigenin_1 ng/ml Mo 2785726 1.37 75 =2 points A
|26 Sample-41_2 Unknown Daidzein ng/ml Mo 3124 487 165 TE =2 points A
27 Sample-41_2 Unknown Daidzein_1 ng/ml Mo 30851577 | 053 467 =2 points A
28 Sample-41_2 Unknown Formononetin ng/ml Mo 10825916 | 463 236 =2 points A
Fi" in the standard Concentrations : 29 Sample-A1_2 Lnknown Farmononetin_1 ng/ml /A 4753024 478 276 =2 pninm /&
30 Sample-A1_2 Unknown AGPA-13 ng/ml MIA 25583315 | 022 166 «Z points MIA
u Sed REL Sample-A1_2 Unkngwn AGPA-13_1 ng/ml NI 3019.124 21 137 <2 points /A
22 Sample-A1_2 Unknown AGPA-14 ng/ml MIA 18420160 | 1.39 120 «Z points MIA
33 Sample-A1_2 Unknown AGPA-141 ng/ml MIA 8228.507 328 Me «Z points MIA
[ 34 Sample-41_2 Unknown Biochanin A ng/ml Mo 12511620 | 1.44 127 =2 points A
35 Sample-41_2 Unknown Biochanin A_1 ng/ml Mo TI20318 326 89 =2 points A
|36 Sample-A1_2 Lnknown Jasmonic acid ng/ml /& 252206131 | 0.64 231 =2 points /&
kT Sample-41_2 Unknown Salicylic acid1 ng/ml Mo 6502551.3.. | 255 FER =2 points A
a8 Sample-41_2 Unknown Salicylic acid ng/ml NI 221185501 | 2.98 700 <2 points MI&
EE Sample-41_2 Unknown Medicarpin ng/ml Mo 15615670 | 3.87 4 =2 points A
40 Sample-41_2 Unknown MedicarpinZ ng/ml Mo 45708655 | 263 321 =2 points A
L ot Ll S =3 == = 22 <2 points MIA
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MFiIe Edit Process Window Help

[-[8]

$ B E|DDefau|t -

Components & Groups 1S | B E M - '”Ui| @ @ @ ¥ A Sample Types v e %:' ﬁ‘ Q B ;
Al Conporers || Conc. | Actual Relention | . ; Calculaed
Index Sample Name | Sample Type Component Name Units | G i Area Time Signal / Noise| Used G z Accuracy
Naringenin Z p
Neringenin_1 Sample-A1_1 J L <2 points
Il:iquiritigenin . 2 Sample-A1_1 Unknown Naringenin_1 ng/ml A 26246623 39 427 <2 points MIA
t —
Do (13 [SsmleAll  [Unkoown | Liriigei ol NA 198315.008 128 7 2 paints NIk
Deidzein._T 4 | Sample-AT_t Unknown | Liguirligenin_1 gml WA WITE 19 71 2 paints NiA
Formenenetin !
Formonanetin_1 5 Semple-A1_1 Unknown Daigzein ngiml A 4175855 142 LE] <2 points NIA
et (6 SmleAll Uoow | Dideen | ol | NA FORME 08 |41 2 poins NiA
f‘ggﬂi : 7 Sample-A1_1 Unknown Formonenetin ng/ml A 14530269 | 466 46 <2 points MIA
Eioc;;nin_ A BE Sample-A1_1 Unknown Formananetin_1 ng/ml /A 964486 477 167 < points NiA
Biochanin A_1 . A ACPA p m - m
Jsmonic aid | 9 Sample-A1_1 Unknown AGPA-13 ng/ml A 23923635 025 142 <2 points MIA
Salicylic acid! 0| Sample-A1_1 Unknown AGPA-13_1 ng/ml N/A NIA NIA HIA NIA NIA
aae'ﬂ'a'f;fd [T [SemdeATT Uninown | AGPA4 ngml | NA e 21 105 <2 pains Nia
m:ﬂmifmﬂg 12| Sample-A1_1 Unknown AGPA-14_1 ng/ml /A 734700 325 125 <2 points NIA
|ICarpin, —
Genistain 13 Sample-A1_1 Unknown Biochanin A ng/ml NIA 16919926 149 166 <2 points MiA
14 Sample-A1_1 Unknown Biochanin A_1 ng/ml /A 8648276 327 21 <2 points MIA
15 Sample-A1_1 Unknown Jasmonic acid ng/ml /A 264020400 | 064 1059 <2 points MIA
16 Sample-A1_1 Unknown Salicylic acidl ng/ml /A 64931478, 298 753 <2 points MIA
17 Sample-A1_1 Unknown Salicylic acid ng/ml /A 226099.015 | 297 729 <2 points MIA
118 Sample-A1_1 Unknown Medicarpin ng/ml /A 9364837 386 249 <2 points MIA
1 Sample-AT_1 Unknown Medicarpin2 ng/ml /A 41273897 | 386 38 <2 points MIA
S Sample-AT_1 Unknown Medicarpind ng/ml /A 42435829 | 3187 34 <2 points MIA
Cr e @@EaEs :

Peak Review —<
Window

_l @Qr

Gaussian Smooth Width: m points Sample-Al_1- Naringenin (Unknown) 2730/ 1537 - D-lDatalDrlivya Armi_.  Sample-A1_1 - Naringenin_1 (Unknown) 273.0/ 1471 - D:\Data\DrDivya_Arunim...

Area: 57944.312, Height 5 106e3 RT- 390 min Ares: 26246 623, Height: 2.165¢3, RT: 3.51 min
Expected RT: 3.87 min |
RT Half Window: IW sec 2000 -
Update Expected RT: No = 2 2 1500
¥ Repart Largest Peak g E 1000
Min. Peak Width: lﬁ_ points = =
Min. Peak Height: W 50
ey | R RE R RN BRERERE EREENEE

Baseline Sub. Window: |2.00 min | Sample-A1_1- Liquiritigenin_1 (Unknown) 257.0/147.0 - D'\Data\DrDivya_Aruni...  Sample-A1_1 - Daidzein (Unknown) 255.0 / 19%.1 - D\Data\DrDivyz_Arunima!C...
lz_ - Area: 2421723, Height: 1.273e2, RT: 1.50 min Area: 4175.855, Height 27472, RT: 1.42 min
poin

Peak Splitting
200 1.90 an 142
150
2 z W
z z
g 100 2 200
50 100
12 3 4 5 6 7 8 93 10N 12 3 4 5 6 7 8 9 10 101
Time, min Time, min

Sample-A1_1 - Liuiritigenin (Unknown) 257.0/ 137.0 - D\Data\DrDivya_Arunim...

Area: 138315.008, Height: 5.155¢3, RT: 1.28 min

Intensity

Time, min

Sample-A1_1 - Daidzein_1 (Unknown) 255.0/ 181.0 - D:\Data\DrDivya_Arunimal...

Area: 35078 388, Height: 5.890e3, RT: 0.53 min

5000 08

4000
3000
2000
1000

Intensity

Time, min

Prepared by Amrutha N., Pallavi H.U., Dr. Ankit J., Dr. Nirpendra S.




[ File Edit Process Window Help

$E - E|DDefaun v

Components & Groups 15 | #

MNaringenin
Liquiritigenin

Daigzein

Formanonetin
Z-methoxyformonanetin
2-hydroxyformenonetin
Biochanin A

Jasmonic acid
Salicylic acid
Medicarpin

Genistein

Cal Curves for all

Components
*Regression equation
*Co-relation coefficient

—

B@UE- b 605 Vs -« DAQEE ‘
Index Sample Name Sample Type Component Name ﬁ';rl": C Actual. Area H‘-ﬁ:? Signal/Noise| Used CM i Accuracy s
1 std mix_0.1ppb_1-10 Standard Iaringenin ngiml 010 25835882 386 82 L] ik
2 std mix_0.1ppb_1-10 Standard Liguiritigenin ng/ml 010 302 280 0 <0 \
BE std mix_0.1pph_1-10 Standard Daidzein ng/ml 010 285 57 0 <0 Mg
4 std mix_0.1ppb_1-10 Standard Formononetin ng/ml 0.10 5141 54 479 191 0 <0 it
5 std mix_0.1ppb_1-10 Standard 2-methoxyformononetin ngiml 0.10 14693126 457 649 0 <0 it
B std mix_0.1ppb_1-10 Standard 2-hydraxyformenanetin ngiml 010 13196.485 410 182 0 <0 Mg
BE std mix_0.1ppb_1-10 Standard Bicchanin A ngiml 010 3981.709 557 179 0 <0 Mgk
BE std mix_0.1ppb_1-10 Standard Jasmanic acid ng/ml 010 1257.010 412 131 0 <0 Mgk
9 std mix_0.1pph_1-10 Standard Selicylic acid ng/ml 010 3l 34 53 0 om U
std mix_0.1ppb_1-10 Standard Medicarpin ngiml 0.10 623.1% 363 67 0 <0 i Any d eViati ng
std mix_0.1ppb_1-10 Standard Genistein ngml 0.10 1055112 432 40 0 <0 i
Sid i, ppb, 1-10 Sandard | anngenin naml T A58 083 350 13535 0584 E 5 concentration value
std mix_Tppb_1-10 Standard Liguiritigenin ng/ml 1.00 132020070 309 1108
o , e | g can be excluded
14 | std mix_tppb_1-10 Standard Daidzein ng/ml 100 37247573 254 485
G std mix_1ppb_1-10 Standard Formononetin ngml 1.00 32696.654 479 929
WG std mix_1ppb_1-10 Standard Z-methaiyformononetin ngml 1.00 65272 568 459 35
A mix_1ppb_1-10 Standard 2-hydraxyformenanetin ngiml 1.00 98725165 413 91
N mix_lppb_1-10 Standard Biochanin A ng/ml 1.00 34B40.550 558 Lik]
T mix_1ppb_1-10 Standard Jasmanic acid ng/ml 1.00 645,081 416 B4
T mix_1ppb_1-10 Standard Salicylic acid ng/ml 100 721518 25% 173 -
@ ¥ s [§ QEE ¢
o — @ Calibration for Naringenin: y=1.11106e5x + 3.6438%4 (r =0.98936) (weighting: 1/x"2)
@ Calibration for Liguiritigenin: y = 9.55825e4 x + 3 756254 (r = 0.99408) (weighting: 1/x"2)
@ Calibration for Daidzein: y = 24964 18578 x + 1273189781 (r = 0.98896) (weighting: 1/x"7)
@ Calibration for Formonanetin: y = 1876874886 x + 1416716404 (r=059321) (weighting: 1/x"2)
@ Calibration for Z-methoxyformononetin: v = 4 408864 x + 21968 36246 (r =0.98650) (weighting: 1/x"2)
@ Calibration for 2-hydroxyformononetin: y = 6.80938e4 x + 3.14221e4 (r =0.95267) (weighting: 1/x"7)
 Calibration for Biochanin & y = 24358 59612 x « 1082153068 (r =0.93323) (weighting: 1/x"2)
@ Calibration for Jasmonic acid: y = 417964080 x + 2208.77387 (r =0.93428) (weighting: 1/ )
@ Calibration for Salicylic acid: y = 570555579 % + 2059.60138 (r = 0.99659) (weighting: 1/x2)
@ Calibration for Medicarpin: y =933.90006 x +930.26851 (r = 0.93363) (weighting: 1/%"2)
@ Calibration for Genistein: y =4211.87114 x + 308470576 {r=0.39700) (weighting: 1/x"2)
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