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Instructions for Enabling Compound Math on B.03.0x-B.07.00

Note: A new concept of Compound Math was introduced with MassHunter Quantitative Analysis

B.07.01 making the calculations straightforward. Several new videos are available to introduce and

explain the parameter setup.

Navigate to the following directory \Program Files\Agilent\MassHunter\Workstation\Quant\bin

1) Make a backup copy of the following file:

Component.config.xml

2) Edit the original component.config.xml with Notepad.

3) Uncomment the compound math portion. Before and after images shown below.
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File Edit Format Yiew Help

<componentss

<references:
<reference
<reference
<reference
<reference
<reference
<reference

</scripts

[erfaces

<7xm] wersion="1.0"

ferences:
-
= face names='

<interface name="ICustomexpressions" >

" encoding="utf-8"7>

<defaultnamespacesagilent.Massspectrometry. Dataanalysis.quantitative</defaultnamespaces>

framework="true" assembly="System.Dpata.dll"/ >
framework="true" assembly="System.=ml.d11"/ >
framework="trus" assemb1¥=“5ystem.web.Services.d??“ﬁ>
framework="false" assembly="Cuantitation.dl1"/ >
framework="false" assembly="cuantutils.dl1"/ >
framework="false" assembly="scriptableinterfaces.dl1"/ >

‘Iscriptablesample" =
<implementation assembly="Compoundmath_script.dll">
<script name="Compoundmath_Script.txt'»>
<references:
<reference framework="false" assembly="Batchanalysis.d11"/>
</references:

gfimp?ementatiun}
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Should look as follows:

EI component.config.xml - Motepad
File Edit Format Yiew Help

k7xm]l wersion="1.0" encoding="utf-8"7>
<COmponents:
<defaultnamespacesagilent.Massspectrometry. batasnalysis. quantitative<  defaultnamespaces
<references>
<reference framework="true" assembly="sSystem.Data.dll"/ >
<reference framework="true" assembly="System.=ml.d11"/ >
<reference framework="true" assemb1¥=“5ystem.WEb.Services.dT]”K}
¥

<reference framework="false" assembly="0uantitation.dl1" >

<reference framework="false" assembly="cuantutils.d11"/ >

<reference framework="false" assembly="scriptableInterfaces.dl11"/ >
</references>

<interface name="Iscriptabhlesample":>
<implementation assembly="CompoundMath_Script.dll">
<sCcript name="CompoundMath_script.txt">
<references:>
<reference framework="false" assembly="Batchanalysis.d11"/ >
</references>
< fscripts
</ implementation>
</interfaces

gk
<interface name="ICustomExpressions's

4) Save the file.

Next portion — add a new compound with math as part of the name.

temazepam 4| 301.0-» 25650 hRM Target 3010 285.0 11.554
triazalam 4] 343.0 -» 308.0 rRM Target 3430 308.0 10.521
diazepam 5] 285.0 -» 2220 rRM Target 285.0 2220 13616
diazepan+riazolam B[ 285.0 > 2220 FAM Target 2850 222.0 13.61E
diazepan/triazalam B 285.0 » 2220 rRM Target 2850 2220 13.61E

5) Inthe example above, input diazepam/triazolam. The transition is unimportant as the “math
compound” is calculated from the two individual results, but it’s reasonable to put in an actual
working value.
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6) The “math compound” does require a calibration table. Copy a calibration table from any
existing target compound to the “math compound”.

Copy Calibration Levels To i ]

Select Compiotnds:

20 x|

Mame 15 BT Tranzition ISTD Flag !
nordiazepanm 41 10935 271.0 - 1400 (I
OXAZEpam 4| 98BI 287.0-x241.0 I
temazepan 41 11.554 [ 307.0 - 255.0 |
diazepan 5 13E16 | 2850 2220 r
diazepam+triazolam 13616 | 235.0 |
5| 1366|2850 : ]

Select A1l | ok | Concel |

A

7) Exit and apply the method to the batch.

8) Analyze the batch.
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9) Add a column to see the custom calculation results. Note that the custom calculation is

displayed in the “Compound Method” and not the “Compound Results”.

Select Columnz Erom:

Axeailable Colummnz:

Aocuracy bax,
Amt. Limit High
Ak, Lirnit Lo
Area CF

Area Cor. miz

Avg. RF

Avg. BRT

CASH

CF

CF Farmnula
CF Lirnit High
CF Lirnit Lo
CF Min. B2
CF Origin
TER?

4

% Dew.

Blank Reszp. Offset

CCISTD Rel Resp. Limit High
CCISTD Rel Resp. Limit Lov
CC Relative Rezponze Limit High
ZC Relative Responze Limit Low

Show these columng itcthe order;

of”

- Al I Exp. Conc.
— Customn Calc.
<= RemotE |
Addpll s |
<<~ Remove All I
M ove L@ | flioiee [awh |
[ I Heset | Drefault I Cancel |
-

o

10) View the results. Notice that for the compound “diazepam/triazolam” the Custom Calc. shows a

number close to 1, as would be expected for the calibrators.

[#] 5: diazepamjtriazolam

- [m] ISTD:

diazepam/triazolam Method
|- Date-Time Exp. Conc. Cuztom Cale.
07 1:24 Phd 0.E217
107 1:50 Pk 10.0000{ 09215
07 215 Phd 25,0000( 1.0475
07 247 Phd 50.0000{ 1.0473
07 3:07 P 125.0000] 1.0168
07 3:33 P 250.0000] 09833
07 3:59 P B00.0000| 09966
07 4:25 P 09617
07 4:50 Pk 41489
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