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Purpose

High-throughput reviewing and reporting
Highly customizable Excel like sheets (Excel is not required)

wsheet - 323 - Expire DAMassHunter\RevieaSh m o = - Agilent MassHunter Quantitative Analysis {for GCMS and LCMS) - VOA - VolatileOrganics-niels batch.bin ? -0 X%
File Repor FastAnshzsl  Help
File CAL_L10.D =
Sample caL_L10
Type Calibration
info - . : Eng | Reviewshest
Acquired 2008-06-20 22:19:23 Batch Table .
Method 248 Sample: A CALLIO v Sampe Type <an +| compound: & |1.1:0icioro-1-gropene - s GFE RE
+TIC Sean CALLIOD (CAL_LTD Sample [1-1oichi. | 1,1-Dichloro-1-propene Resuts [Quafe.[Quaiie[Fluorobenzene |
2 a0 @ [%] Nome Type | Level | Exp Conc.| RT | Resp |Mi] Calc Conc. | Final Conc. | Accumcy | Ratio[Mi| Ratio[MI| RT | Resp
R @ v calm ca 3 05000 00. 196190 08111  0BII| 1622 358 O 466 O 10621 1340
i | @ v cAle  csl 4 10000 100 39688 0 12421 12421 1242 |38 0 3080 10621 11605
4 | 0 v CaLL0s Cal 5 20000 100 80091 O 20652 20652 1033 (338 0O 3189 0 10620 11449
3 [ v ocaws co 5 50000 100 126292 (0 45646 45646 913206 O 324 0 10621 700
2 [ v cALW7 ca 7 100000 100 464991 0 9819 98195 962299 O 3210 10621 11280
1 T vocalm ca ] 150000 100. 76490 0 149647 49647  308/308 O 317 O 10621 11957
T % & ¥ CALLOS Csl s 200000 100 106376 O 198877 198877 9.4 3080 330 10620 12483
Acquisition Time (min) ¥ CAL LD Cal 10 1666597 () 29 2986 29 2986 9770802 O 329 0O 1061 13102
v caLn ca " 249287 () 415054 415054 1035 (308 O 326 O 10626 13526
" v ocaLllz  cal 2 N34 0 49N 49341 5670307 O 3290 10621 1446
Compou Type 110 RTExp  RTAc Resp _ ISResp  FComc Accuracy QiDet Q10ut @2 v CCl? o 7 100000 100. 595117 (0 104358 104358 1044 (2800 317 O 10621 13543
1.1-Dichloro-1-propene Target |Fluorabenzene w00 000 [liseeser 1310015 29.2886 977 Low @ v acie e 6 50000 100. 247068 O 2 %5080l O 3400 10620 12877
Target 2289 a208 M hiosses. 1310218 296782 9.9 I v Blask0l  Blank 100, 2109 O 48. 0 302 0 10626 1201
chloromethane Target Fluorabenzene 2.493 488 [ 1208596 1310215)  29.0181 98.1 | ¥ Blank02 Blank 106 92876 O 06 O O 10621 10861
14-Dichlorobenzene Target  [14-Dichlorobenzene-dd 1953 19542 Wasassi2  es7ase 207206 5.1 O | ¥ SAWPLED | Semple S s 318 0 O 16 1est
3 | @ v SAMPLEDZ Ssmpe 06 10042 O 288 O O 10626 11385
Vinyl Chioride Target Fluorobenzene 4734 a728 1633393 1310218 305329 1018 O | v | SANPLE® | Sempla 106, 0351 0 0 DMl O 0 106
1,2,4-Trichlorobenzene Target  |14-Dichlorobenzene-ds| 23290 23291 [Ll1sioeo1.  es73zs  29.56m 98.5 High D ¢ SAMPIEDE Sameie 06 AR M Y M 1 s
Bromomethane Target |Fluorabenzene sz saall sever 1noms 29279 37.6 High
Chlaroethane Target | Fluorabenzene saw|  sawl 7957 13026 29.0108 96.7 Low Compound Information .3 Calibration Curve .
Naphthalene Target  |14-Dichlorobenzene-ds| 23680  23.678 [igeeasoe.  973ss.  29.3393 97.8 Aot AL A CPRALS D T Wt Heid P el o|orgnluon W
Hexachlorobutadiene Target  [14-Dichlorobenzene-dd 23858 2358 1630235 es7ase 294600 38.2 EIC (75.0) Sean CALLTAD B N
105 S 1-Dichloro--prapene - 10 Lavel, 10 Levals Used, 10 Poais, 10 Poins Usad, 1 QCs
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Wethylene Chloride Terget |Fluorobenzene 6577 67 | 104558 1310216 29,3770 975 High 5 =
Carbon Disulfide Target Fluorabenzene 7177 7.167 I 386770 1310216 29.8611' 99.5. 4 :E
trans-1,2-D1 Target 7658 7es2 ] 1079am 1moms 205508 98.5 High 35 13
T T 12
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o
2-Butanone (MEK] Target | Fluorabenzene 8437 samll msrses 13028 277885 926 High 15 0
t-Butyl Alcohol Target Fluorobenzene 6.730 6.725 ‘ 353510 1310216 274023 91.3 Low 1 gz
Chlaroform Target |Fluorabenzene ssa  meon | 136003 130ms 287027 35.7 High . o
Propane, 2,2-dichloro- Target | Fluorabenzene 5.005 s.00s [l1776s86 1310216  29.4289 96.1 Low A o
cis-1,2-Dichloroethene Target Fluorabenzene 8.662 8651 [ 1msass 1310015 29538 98.2 High 05 2
— 1
Tetrahydrofuran Target |Fluorabenzene 9311 3317 13340 1310216 280428 915 2 95 95 b 1z e s s & P e e pas e S T
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Installation
Download the latest version from https://waleson.eu/reviewsheet

Execute the setup program
Open MassHunter Quant

Enable the Add-In

Agilent MassHunter Quantitative Analysis (for GCMS and LCMS) - VOA - VolatileOrganics-niels.batch.bin
Help

Actionsv 29, Number Formats New method from library - GC New method from library - LC Show Log

Add-Ins Options L N tu Met Show Log Fg

Screening - GC Screening - LC Log

& ReviewSheet by Wal p—— nple Type:| <All> v Compound: ( 1,1-Dichloro-1-propene

30.0000 10.0.. 1666597 () 29.2986 29.2986 97.7 I (
40.0000 10.0.. 2449287 (O 41.5054 41.5054 103.8 309 (
50.0000 10.0.. 3124314 (O 49.3411 49.3411 98.7 1 307 (
10.0000 10.0.. 595117 (O 10.4358 10.4358 1044 280 (

5.0000 10.0.. 247068 (O 4.8272 4.8272 96.5 EERIEN (

Cancel 100. 21096 O 0.8783  0.8783 48 (

Agilent MassHunter Quantitative Analysis (for GCMS and LCMS) - VOA - VolatileOrganics-niels.batch.bin ? g x

Il‘] New Batch ﬁl >< O Quantitate ¥ Clear Results Open Report Folder  Library Search Results ReviewSheet

T Open Batch Calibration v CQueue Viewer Library Search Reports v
i Add Delete Analyze Generate )
[ Ssave Batch Samples Samples Batchv Integrate ¥ Report Edit Report Method

Batch Samples Analyze Report Editing ReviewSheet

Click ReviewSheet

= —
[L] w

Agilent MassHunter Quantitative Analysis (for GCMS and LCMS) - VOA - VolatileOrganics-niels.batch.bin

File Home

Mew Batch ﬁl >< O Quantitate + Clear Results Open Report Folder  Library Search Results

E] Open Batch Calibration + Queue Viewer Library Search Reports +

T Save Batch Add Delete Analyze | Generate Edit B Method Open ...
~| Save Batc 53 < 53 c ntegrate ¥ & it rt Metho
e Bt Samples  Samples Batch v Erd Report el License
Batch Samples Analyze Report About
Batch Table Example
Sample: # CAL_L10 T A  Sample Type: <All= * Compound: ( 1,1-Dichloro-1-propene Quechers Control Report w1_0
i . Trainin

| Samnle | 1.1-Dichl.. | 1 1-Nichlorm-1-pronena Resulis |QUﬁllfle...| Q g




User mode and designer mode

Enter designer
Design and save templates

-
ReviewSheet - 3.23 - Expired 2024-08-31 - Spread

File | Report Fast Analyze! Help
| Enter designer

Open ...

Example
Cuechers Control Repeort vl 0

Training

Switch to user mode
Use templates to review quantitation results

r
ReviewSheet - 3.23 - Expired 2024-08-31 - Spread
le Home Insert Page Layout Formulas

ard
Mew Recent Documents

Open

Save

Print 3

||

=

E% Save As |
[ 1]

II

Properties

®M:n:ugt ¢ Exit designer, switch to user mode
T



Predefined tables
Create a single sample sheet

Sample header
Select Al and click: Insert tables - Per sample - Header

ReviewSheet - 3.23 - Expired 2024-02-31 - Spread
File Home Insert Page Layout Formulas Data View Developer Settings
Select Hide if error | Batch - Compounds to clipboard | Define report ... Current sample / compound -~ |:
Fit data Hide if blank | Pefsamples = Defined report  All samples - [+
Fit selection | Show if true Header = All compounds - |:
Static Arrays| Show Hide Table B Reporting
Insert a sample header table
| Al v i K oW Graphics
A B Calibration E F G H I
1 |HIDE .|HIDE
2 N DataFileMa File CAL 110.D
3 SampleMar Sample CAL_L10
4 SampleTyp Type Calibration
5 Samplelnfc Info
6 AcgDateTir Acquired  2008-06-20 22:19:23
7 | AcgMethoc Method  624A.M
g —
+TIC Scan CAL_L10.0 (CAL_L10)
2 x10% |
3 5
R4
A4
34
2_
‘|_
3 4 &5 6 T 8 % W 112 13 14 15 16 17 18 19 20
9 —
10




Table of compounds
Select A11 and click: Insert tables - Per sample - Table

r
ReviewSheet - 3.23 - Expired 2024-08-31 - Spread

File Home Insert Page Layout Formulas Data WView Developer Settings MassHu
Select Hide if error | Batch - Compounds to clipboard | Define report ... Current sample / compound |:| Sheet header:
Fit data Hide if blank | Persample = Defined report  All samples - Full report me
Fit selection | Show if true Header All compounds - |:| Logbook
Static Arrays| Show Hide Table Utilities Reporting User mode

ATl M H R Graphics Insert a single sample table for all compounds
A B Calibration E F G H | 1
1 |HIDE HIDE
2 | DataFileMa File CAL_L10.D
3| SampleNar Sample CAL L10
4 SampleTyp Type Calibration
5 | Samplelnfc Info
6 AcqgDateTir Acquired  2008-06-20 22:19:23
7 AcgMethoc Method  624A.M
8 —
+TIC Scan CAL_L10.0 (CAL_L10)
2 x10% |
o &
E4
4
34
2
" | AU AL
o L\i_u_l L.;. I, u.ll..JJ...LL LN LJ.LA_LL 1 I l LlJ.l.Lh - —
3 4 5 6 7 B 9% 1011 12 13 14 15 16 17 18 19 20 21 22 23 24
9 —
10
11 |HIDE CAL L10.D0 Compound ISTD.Comp RetentionT PEAK.Reter PEAK.Targe ISTD.PEAK. PEAK.Finall
13 | Compound Type ISTD RT Exp RT Act Resp IS Resp FConc
13 | 1,1-Dichlor Target Fluoroben:z 10.100 10.091 1666597 1310216 29.2936
14 Dichlorodif Target Fluorobenz 4.249 4,243 2199968 1310216 29.6742
15 | Chlorometl Target Fluoroben: 4,493 4488 1208596, 1310216 29.4181
1 1 A Nicklar Taraat 1 A MNicklae 10 £330 10 £AT AOAESTT Q7230 20 TS

Adjust the width of columns Cand E
Double click between the header cell C and D, and between E and F

Columns and rows, that start with HIDE, will be hidden in User mode.



Conditional format

r
ReviewSheet - 3.23 - Expired 2024-08-31 - Spread

File Home Insert Page Layout Formulas Data View Developer Settings MassHunter
L Aptos Narrow 1 A A S == 2R g? HNumber - g - é @ - o
% _— _‘%’_- o
. . A ===|=x 8- - 9% 9 %908 (fg | MeeL_Format
Fad B I U | &-4 = = = — — $ ¢ B [[Z) Highlight Cells Rules
Clip... Font I Alignment I MNumber ! G ml|[T] Top/Bottom Rules »
| M3 |i[ X v %[ |-MH.Compound(HS11.5CS11,5C13) B DstaBas =
= [ D | E F G | b [E] ColorScales N
1 | lcon Sets 3
2 | File CAL 110.D 7] New Rule...
3_Sample CAL_L10 [T ClearRules »
4 Type Calibration [7] Manage Rules...
5 Info
6 | Acquired 2008-06-20 22:19:23
7 Method 6244 M
8_
+TIC Scan CAL_L10.D {CAL_L10)
2 %108
S &
B4
4
34
2 L
" I L AR A |
VYL 10V 1 00,1 o
3 4 5 6 7 8 5 0 1 12 13 14 18 1w 17 18 19 20 N 2 23 |
9_
10
11 |CAL_110.D Compound ISTD.CompoundMName  RetentionT PEAK.Reter PEAK Targe ISTD.PEAK. PEA
12 Compound Type ISTD RT Exp RT Act Resp IS5 Resp
13 |1,1-Dichloro-1-propene Target Fluorobenzene 10.100 10.091| 1666597 1310216
14 | Dichlorodifluoromethane Target Fluorobenzene 4.249 4,248 2199968| 1310216
15 |Chloromethane Target Fluorobenzene 4.493 4.488| 1208596| 1310216

t PEAK. Targe

Resp
. I]lﬁﬁﬁ:iﬁ?
: El‘}ﬂfﬁﬁg
: [| 1208596
. IEdErSlE
: [|1533393
. I]lElﬂEﬂl
. [| 987678
[| 789578
[ 2Bsas0s
11630235
. IEI773495
: [| 890094
' I_|1Er‘3'304?

Evﬁ
Tv
B4
aﬁ"

Editing

Gradient Fill

Solid Fill

EEE
E EE

Mare Rules...
Funcuan

k

T T = =

MALompounda

Function

MH Compounds

Function

MH_Hide fBlank

Function

MH.Hide fEmror

Function

MH_Hide fFalse

Function | MH.Level

Function | MH.Levels

Function

MH.RepeatCells

Function | MH.Sample

Function

MH.Samples

Function

MH.SheetName

Function

MH_Showlf True

Function

MH.Template Nz

Function

MH.V5earch

Visual

VF Calibration

Wisual

VF Compound

Visual VF.Sample



Save and use template

ReviewSheet - 3.23 - Expired 2024-08-31 - Di\MassHunter\ReviewSheet\Training.xml

— [m] *

File Report Fast Analyze!  Help
File SAMPLE02.D =]
Sample SAMPLED2
Type Sample
Info
Acquired 2008-06-2103:22:32
Method 624A.M
+TIC Scan SAMPLEQ2.D (SAMPLEQZ)
2 xlo®
S 1

0.8

0.6

0.4

02 _/_‘_,_,.—a—-*-

i 1!1 !l: IIS l* é é 1I[J 1|1 1|2 1|3 ‘II4 1|5 1IB ‘II? 1IE 1|9 2I[J 2|1 2|2 2|3 2|4 2|5 EIB ZI.T 2IS ZIB
Acquisition Time (min)

Compound Type ISTD RT Exp RT Act Resp IS Resp FConc Accuracy Q1 Det Q1 Out Q2
1,1-Dichloro-1-propene Target Fluorobenzene 10.100 10.626” 100342 1138523 24772 Low Low
Dichlorodifluocromethane Target Fluorobenzene 4,249 3.418 519, 1138523 0.0000 High
Chloromethane Target Fluorobenzene 4.493 5.175 1709 1138523 0.0000 Low
1,4-Dichlorobenzene Target 1,4-Dichlorobenzene-d4 19.539 20.153 1165 474424 0.1130 High
Winyl Chloride Target Fluorobenzene 4.734 4.646 1199 1138523 0.0000 High
1,2,4-Trichlorobenzene Target 1,4-Dichlorobenzene-d4 23.290 23.280 2272 474424 0.6580 High
Bromomethane Target Fluorobenzene 5.231 5.328 1306, 1138523 0.4746 High
Chloroethane Target Fluorobenzene 5.410 1138523 60.8596 Low
Naphthalene Target 1,4-Dichlorobenzene-d4 23.680 23.689 7668 474424 0.6620 Low
Hexachlorobutadiene Target 1,4-Dichlorobenzene-d4 23.358 23.209 339 474424 0.2592 High

The rows and columns started with HIDE, are hidden
Select another sample in MassHunter, the values are updated on the sheet

Select an cell related to a different compound on the sheet, MassHunter navigates to that compound
Perform a manual integration in MassHunter, the sheets shows the new response



Functions

There are 400+ functions equivalent to Excel (without requiring Excel)
ReviewSheet adds about 20 functions

There are 3 values set by MassHunter

MH.FirstDataFileName The first data filename in the batch

MH.DataFileName The data filename of the currently selected sample
MH.CompoundName The compound name of the currently selected compound

The 3 basic functions to retrieve values from MassHunter are

MH.Batch Get values from the batch, like BatchName
MH.Sample Get values from a sample, like SampleName
MH.Compound Get values from a compound, like FinalConcentration
Examples

=MH.Batch("BatchName")
=MH.Sample("SampleName", MH.DataFileName)
=MH.Compound("Peak.FinalConcentration", MH.DataFileName, MH.CompoundName)

A B

1 Formula Value

2 | =MH.FirstDataFileName CAL_LO3.D

3 | =MH.DataFileMame SAMPLEOS.D

4 |=MH.CompoundMame Carbon Disulfide

5 |=MH.Batch("BatchName") VolatileOrganics-niels.batch.bin
6 =MH.Sample("SampleName",MH.DataFileName) SAMPLEQS

7 =MH.Compound("Peak.FinalConcentration",MH.DataFileName,MH.CompoundName) 18.57
Field names

Functions Nﬂ?S Loghook

%] | Peak. | ISTD. Sample. Level.
@1, Q2. | Copyto clipboard

Refresh %
Table Field
Peak BaselineEnd
Peak Baseline EndOriginal
Peak BaselineStandard Deviation
Peak BaselineStart
Peak Baseline StartCriginal
Peak BatchlD
Peak CalculatedConcentration
Peak CapacityFactor
Peak CCISTDResponseRatio
Peak CCResponseRatio
Peak CompoundID
Peak EstimatedConcentration
Peak FullWidth Half Maximum
Peak GroupMumber

Peak Height



More functions

Functions  Mames Logbook

[¥] = Copy to clipboard
Refresh X
Type Name

E MH.CompoundMame

Walue [MH . DataFileName
Walue MH.FirstDataFileName
Function | MH.AICompounds
Function | MH.AllLevels
Function | MH.Batch

Function | MH.Compound

Function | MH.Compounds
Function | MH.HidelfBlank
Function | MH.HidefEmor
Function | MH.HidelfFalse
Function | MH.Level
Function | MH.Levels
Function | MH.RepeatCells
Function | MH.Sample
Function | MH.Samples
Function | MH.SheetName
Function | MH.ShowfTrue
Function | MH.TemplateName
Function | MH.WSearch
Wisual WF Calibration
Visual WF .Compound
Visual WF.Sample

Visual functions
VF.Sample
VF.Compound
VF.Calibration

Array functions
MH.Samples
MH.Compounds
MH.Levels
MH.AllCompounds
MH.AllLevels

Hide functions

MH.ShowIfTrue
MH.HidelfFalse
MH.HidelfBlank
MH.HidelfError

Information functions
MH.SheetName
MH.TemplateName

Formatting functions
MH.RepeatCells

Special functions
MH.VSearch
MH.ByRowByColumn



Basic functions

MH.Batch

=MH.Batch(<Returned field>)

Use the Substitute() function to remove ‘.batch.bin’
Just like in Excel

|| B2 v

%/ f*||-SUBSTITUTE(MH Batch("BatchName") " bisteh bin","")

E F

A B c | D

2 |

In this manual, the field names will be separated like this:

|VOIat|'leOrg.lanic5—niels

A B | ¢ D
1 | HIDE HIDE
2 | BatchName Batch

3 AnalysisTimeStamp  Analyzed 2019-06-19 01:45
| |anatist ~ [-MH.Batch(84) |

VolatileOrganics-niels

IAnaIystName

The field names are in the B column (Try double click on the field name in the Names tab)

The C column contains the user friendly name.

The HIDE keyword will hide the columns and rows in User Mode.

-
ReviewSheet - 3.23 - Expired 2024-08-31 - Spread — O
File Home Insert Page Layout Formulas Data View Developer Settings MassHunter
Static
Arrays -
B2 i X v & [zmhbatoh
A B C | D | E | F | G Ta| Functions MNames Logboaok
1 [¥] | Peak. ISTD. Sample. Level. Q1. | Q2. | Copyto clipboard
a ] |:mh.batch[- Achch
3 i MH.Batch{Retumed field) S Field Value
4 (.-} Analysis Time Stamp Analysis TimeStamp 2019-06-15 01:4...
n {...) AnalystMame ;
Batch AnalystN L\niel
5 (..} AnalyzeQuart Version dysilame =S
6 () ApplyMuttiplierlSTD Batch AnalyzeGuant Version 10.2
= ] (...) ApplyMultiplierMatrix Spike Batch PpplyMultiplierl 5TD False
- {...) ApplyMultiplierSurmogate Batch ApplyMultiplierMatrix Spike True
8 | (...} ApplyMultiplierTarget Batch ApplyMuttiplierSumogate Tue
9 () AudTrail Batch AoplyMutipler Target True
- {...) BatchDataPathFileMame Batch AuditTral Fal
10 W] BatchiName = ase
1 () BatchState Batch BatchDataP ath File Name D:\MassHunter"...
u (...) BracketingType Batch BatchMame WolatileOrganics-...
12 | Batch BatchState Processed
13 o Batch Bracketing Type Mone
14 | Batch CalibrationLast Updated Time Stamp 2015-06-1501:4...
A 1 B 1 C 1 D 1
1 —
2 | VolatileOrganics-niels.batch.bin
3




MH.Sample
=MH.Sample(<Returned field>, <data filename>)

Cell D2 contains =MH.DataFileName
This variable contains the data filename of the currently selected sample in MassHunter

[ D2 v|i[x v F|[-mHDataFieName
A B | ¢ D E F
1 HIDE HIDE
2 DataFileName File CAL_L03.D
3 | SampleName Sample CAL_LO3
4 SampleType Type Calibration
5 | Samplelnformation  Info
6 | AcgDateTime Acquired 2008-06-20 17:53:12
7 | AcgMethodFileName Method  624A.M

The formula in D3 uses the data filename in D2 to retrieve the sample name as specified in cell B3
The S prefix works as in Excel, see
https://www.microsoft.com/en-us/microsoft-365/blog/2011/08/17/making-sense-of-dollar-signs-in-excel

A B | ¢ D E F
1 |HIDE HIDE

2 DataFileName File CAL LO3.D

3 ] [ sampleName Isample =MH.Sample(B3,5052)|

4 | SampleType Type Calibration

5 | Samplelnformation  Info

6 | AcgDateTime Acquired  2008-06-2017:53:12

7 AcgMethodFileName Method  624A.M

Available field names are listed in the Names tab

Functions Mames |ogbook

[¥] = Peak. ISTD. Sample. Level. Q1. | Q2 | Copyto clipboard

Refresh
Table Field Value
Sample AcgDateTime 2008-06-20 17:5...
Sample AcqDate TimeLocal
Sample AcgMethodFileName B24AM
Sample AcqMethodPathMName
Sample AcqOperator clemens
Sample BalanceOvenide
Sample Barcode
Sample BatchlD 0
Sample Calibration Reference SamplelD 0
Sample Comment 0B0620STDO3V...
Sample Completed True
Sample DADate Time 201506-19 01:4...
Sample DAMethodFileMame VOA quantmetho...
Sample DAMethodPathMame D:\MassHurter". ..
Sample DataFileMame CAL_LO3D
Sample DataPathMame D:\MassHunter®...
Sample Dilution 1
Sample Duallnjector
Sample DuallnjectorAcqDate Time
Sample DuallnjectorBarcode
Sample DuallnjectorExpectedBarcode
Sample Duallnjectorial
Sample DuallnjectorVolume
Sample Equilibration Time o
Sample ExpectedBarcode
Sample GraphicSampleChromatogram
Sample InjectionsPerPosition
Sample InjectorVolume 0
Sample InstrumentName HP5573F
Samnla Inatn imant Tune SinAlaadn mnla



https://www.microsoft.com/en-us/microsoft-365/blog/2011/08/17/making-sense-of-dollar-signs-in-excel

MH.Compound

=MH.Compound(<Returned field>, <data filename>)

B C D E
1 |HIDE
2 |HIDE |CAL_L03.D |C0mp0undType |PEAK.TargetResp0nse [
3 Compound Type Resp
a | Fluorobenzene 1STD =MH.Compound{E$2,5C52,5C4)
5 1,1-Dichloro-1-propene Target 19619
6 Dichlorodifluoromethane Target 33895

De formula is E4 use the data filename in C2 (it is the data file of the currently selected sample in MassHunter).

And it uses the compound name in C4 and the field name in E2.

The S prefix allows the formula to be copied down or right while maintaining the desired cell references.

The name in C4 could be the currently selected compound in MassHunter: =MH.CompoundName, but here we use a
fixed list of compound names. It is probably the easiest way to develop a sample report.

If new compounds are added to the MassHunter method, select the currently compound list on the template, and
click ‘Compounds to clipboard’ to get a list of the missing compounds.

File Home Insert Page Layout Formulas Data View Developer
Select Hide if error | Batch ~ Compounds to clipboard | Define report ... Current sample / compouw
Fit data Hide if blank | Per sample ~ Defined report  All samples ~
Fit selection | Show if true | Per compound ~ All compounds -
Static Arrays| Show Hide | Insert tables Utilities Reporting
c4 ~| E| /% | |Fluorobenzene
B C B
1 HIDE o Mew compounds on the cipboard: 69
2 |HIDE CAL_L03.D pnse
3 Compound
ok | —
4 Fluorobenzene
5 1,1-Dichloro-1-propene Target
6 Dichlorodifluoromethane Target
7 Chloromethane Target
3 1,4-Dichlorobenzene Target

To get peak values for the compound, use the PEAK. Prefix like in cell E2 (see the first image on this page)

There are more prefixes, and they can be chained for example like this:

Compound functions

PEAK.TargetResponse, main (green) peak of the compound

ISTD.PEAK.TargetResponse, corresponding ISTD peak

Q1. RelativeResponse, first qualifier

Q1.PEAK.OutlierQualifierOutOfLimits, first qualifier peak

BLANK.PEAK.TargetResponse, corresponding peak of previous BLANK

QC.PEAK.TargetResponse, corresponding peak of previous QC

QC.QC.PEAK.TargetResponse, corresponding peak of 2x previous QC

QC.ISTD.PEAK.TargetResponse, corresponding ISTD peak of previous QC

LEVEL, corresponding level for calibration sample compound

PREV, previous sample or compound on previous sample

CALIBRATION, previous calibration sample

CC, previous continues calibration

CALREF, The calref sample contains the levels for calculating the concentration. Only 1 of the samples in the batch
contains the levels. But when bracketing is used, more samples contain levels. With the CALREF prefix this sample
can be addressed.



Visual functions

VF.Sample

=VF.SAMPLE(B2,FALSE)

| B8 v]i[x v f||-vFSAMPLE(E2 FALSE) =
A B C D
1 -
2 | SAMPLE03.D
3 —
4 —
: +TIC Scan SAMPLED2.D (SAMPLED3)
2«08
& s 12
Q
7 1
. 08
06
9 04
10 02 “ _f
11 | T = T T T
5 10 15 20 25
12 Acquisition Time (min)

VF.Compound

=VF.Compound(<data filename>, <compound name>, <overlay>, <hide axis>)

[ 85 ~|i[x v f¢||-vFCOMPOUND(B2,83 FALSE.TRUE)
A B c D
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Toluene-D8

|~ &t B W M

Cells B5:C8 are merged and contain formula =VF.Compound(B2,B3,False,True)

VF.Calibration

=VF.CALIBRATION(<data filename>, <compound name>, <hide axis>)

[ B5  ~|i[% v f¢||-uFCALIBRATION(B2,53 FALSE) ==
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Array functions

MH.Samples
=MH.Samples(<Sort Fields>, <Criteria 1 field>,<Criteria 1 comparator>,<Criteria 1 value>, ...)

Cell B3 contains a formula that spills multiple values down to B7

| B3 V|'| o _f-\'||=I'v1H.Samples["Aquate'I"lme"."SampleType".":".SBS2}

A B = D E

Sample
| | SAMPLECL.D .l

SAMPLEO2.D
SAMPLEO3.D
SAMPLEO4.D

R = Y

SAMPLEOS.D

The list is ordered by AcqDateTime
The list is limited to SampleType=Sample (B7)

Because B4 is spilled down, de function in C4 can also spill down by the # appendix.

The # suffix works as in Excel, see
https://support.microsoft.com/en-us/office/dynamic-array-formulas-and-spilled-array-behavior-205c6b06-03ba-
4151-89a1-87a7eb36e531

c4 H % v £ [-MH Sampleicsa.5B42)
A B C L

1 HIDE
2 Sample Acquired
3 |HIDE Sample AcgDateTime
a SAMPLEOLD |=MH.SampIe{C$3,$B4#}
3 SAMPLEO2.D 2008-06-2103:22 T
6 SAMPLED3.D 2008-06-21 04:00
7 SAMPLEO4.D 2008-06-21 04:38
8 SAMPLEDS.D 2008-06-2105:16
a


https://support.microsoft.com/en-us/office/dynamic-array-formulas-and-spilled-array-behavior-205c6b06-03ba-4151-89a1-87a7eb36e531
https://support.microsoft.com/en-us/office/dynamic-array-formulas-and-spilled-array-behavior-205c6b06-03ba-4151-89a1-87a7eb36e531

Static array

Or reserve a large enough range of cells for the array in B4 to accommodate all the samples in future larger batches.
Then click Stat Arrays - Fit selection

[E] ReviewSheet - 3.23 - Expired 2024-08-31
] |

File Home Insert Page Layout Formulas Data
Select Hide if errar | Batch - Compounds to dipboard | Define repc
Fit data Hide if blank | Per sample ~ Defined rep

Fit selection | Show if true | Per compound -

Stafic Arrays| Show Hide Insert tables Utilities
B4 w13 v ] [-MH Samples(AcqDate Time ", Sample Type™.'=" $B53)
A B C D
1 |HIDE
2 Sample Acquired
3 HIDE Sample AcgDateTime
4 SAMPLECL.D 2008-06-21 02:44
5 SAMPLEO2.D 2008-06-2103:22
6 SAMPLE03.D 2003-06-21 04:.00
7 SAMPLEO4.D 2008-06-21 04:38
3 SAMPLEOS.D 2008-06-2105:16
9 #N/A
10 #N/A
11 #NJA
12 #NJA
13

E ReviewSheet - 3.23 - Expired 2024

File Home Insert Page Layout Formulz
Select Hide if error | Batch - Compounds to dip
Fit data Hide if blank | Persample -

Fit selection | Show if true | Per compound -

Static Arrays| Show Hide Insert tables Utilities
B4 w|i[ % v ] [emm samples(AcaDateTime ", Sams

A B C

1 |HIDE

2 Sample Acquired

3 |HIDE Sample AcgDateTime

4 |SHOW SAMPLEOLD 2008-06-21 02:44

5 |SHOW SAMPLEO2.D 2008-06-2103:22

G |SHOW SAMPLEO3.D 2008-06-21 04:00

7 |SHOW SAMPLEOA.D 2008-06-21 04:38

8 |SHOW SAMPLEOS.D 2008-06-21 05:16

3 |HIDE #N/A

10 |HIDE #N/A

11 |HIDE #N/A

12 |HIDE #N/A

Column A cells contain a formula that return HIDE if a B column cell contains an error. In User mode, the rows with
the HIDE will be hidden. The sheet is now independent of the number of samples in the batch.



MH.Compounds
=MH.Compounds(<Sort Fields>, <DataFileName>, <Criteria 1 field>,<Criteria 1 comparator>,<Criteria 1 value>, ...)

This function returns a list of compound names for the sample with the specified data filename.

MH.AllCompounds
=MH.Compounds(<Sort Fields>, <DataFileName>, <Criteria 1 field>,<Criteria 1 comparator>,<Criteria 1 value>, ...)

Returns an array of data filename and compound names that fulfill the criteria
In the example below, all compounds in just the samples that have a final concentration of more than 50 are shown.

| B4 ~lf ?'-\'||=MH.NICornpounds[.."SAMPLE.SampIeType"."="."Sample"."Peak.FlnaIConcentration".">".SBSB}
A B 5 D E

1 |HIDE

2 Data file Compound Conc

3 HIDE 30 PEAK.FinalConcentration

a4 | |SAMPLE02.D lChIoroethane 60.86

5 SAMPLEDS.D 1,2,4-Trimethylbenzene 146.24

i) SAMPLEDS.D 1,3,5-Trimethylbenzene 65.09

7 SAMPLEOS.D 2-Butanone (MEK) 137.62

8 SAMPLEOS.D Benzene 69.20

9 SAMPLEDS.D Ethylbenzene 225.78

10 SAMPLEOS.D ME&P-Xylenes 343.13

11 SAMPLEOS.D Maphthalene 160.34

12 SAMPLEOS.D 0-Xylene 224.10

13 SAMPLEOS.D Tetrahydrofuran 937.35

14 SAMPLEOS.D Toluene 713.83

15 SAMPLEDS.D trans-1,3-Dichloropropene 82.09

16 SAMPLEOS.D Vinyl Acetate 111.40

The formula in B4

=MH.AlICompounds(,,"SAMPLE.SampleType","=","Sample","Peak.FinalConcentration",">",$B$3)

The formula in D4

=MH.Compound(D$3,CHOOSECOLS($B4#,1),CHOOSECOLS($B4#,2))



Additional values

Peak.CalculatedConcentrationByHighestLevel

Concentration calculated by the linear regression with only the highest calid calibration point
Peak.FinalConcentrationByHighestLevel

Final concentration calculated by the linear regression with only the highest calid calibration point
Peak.QualifiersPassed

Count of passed qualifiers
Peak.QualifiersFailed

Count of failed qualifiers

Level.ResidualConcentration
Absolute difference of theoretical concentration and actual concentration on a level

Compound.MaximumResidualConcentration
Highest residual concentration of any of the levels

Compound.LowestLevelConcentration
Compound.HighestLevelConcentration
Compound.HighestLevelResponse
Compound.LowestLevelResponse
The highest or lowest of any of the levels, regardless of calibration type, validity and enabled

Compound.HighestCurveConcentration
Compound.LowestCurveConcentration
Compound.HighestCurveResponse
Compound.LowestCurveResponse

The highest or lowest of the enabled, and valid calibration levels

Compound.CurveA
Compound.CurveB
Compound.CurveC

Curve formula values: axx + bx + ¢



Named functions

Like in Excel, it is possible to add named functions.
Example, with an exponential curve like this.

Calibration Curve
P ,'9:- <$ ¥ Tpe: Quadretic  ~ Origin: Ignore = Weight: None  ~

Dichlorodifluoromethane - 10 Levels, & Levels Used. 10 Points. 6 Points Used. 1 QCs
y =-0.130786 " x* 2 + 0.686800 “x - 0.027942
159 R"2 =0.97097174
1.4 Type:Quadratic, Origin:lgnore. \Weight:None
1.2
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Relatvve Hesponses

Response above the curve would result in infinite concentration. And MassHunter reports an empty value.
ReviewSheet added values: PEAK.AboveCurve and PEAK.CalculatedConcentrationByHighestLevel
The Response Factor of highest valid calibration point is used to calculate the concentration

t - 3.40 - Expired 2024-08-31 - D:\MassHunte:

Sheet\ByRowAndColumn.xml

— . .
File Home Insert Page Layout Formulas Data View Developer Settings MassHunter

fx Z @ E @ EIS_A_-,T’“& et [ Calculate Now

':H Trace Dependents |_7fr show Formulas

Insert AutoSum Financial Logical Text Date Lookup &  Math More Name  Define Calculation E'Etalcu\ate Sheet
Function . - - - &Time » Reference - & Trig+ Functions - | Manager Mame | [ Remove Arrows - Options -
Function Library Defined Names Formula Auditing Calculation

X2 v|3[X v fx|[-MH.ByRowAndColumn(B6# C54.LAMBDAR . Concf.c)

Name Manager X
New... Edit... Delete Fiter =
Name Value Refersto Scope Comment
=i Conce= {.} =LAMBDAf c.IFS(MH Compound... Warkbook
= MH CompoundName  {.} ="2-Butanone (MEK)" Workbook
=1 MH DataFileName {.} ="SAMPLED3.D" Workbook
=] MH FirstDataFileName {.} ="CAL_L03.D" Workbook
Befersto: [
xX v | =LAMBDAF.c.IFS(MH.Compound("Peak AboveCurve” f.c)=TRLE.MH.Compound(" Peak CalculatedConcentration ByHighest Level " f ) TRUE.MH.Compound(” Peak CalculatedConcentration™ f.c))) s @” |
Close [
X4 v]i[X v f&|[-MH ByRowAndColumn(B5#.C54.LAMBDAF o.Conc o Batch Table
W X Y Z AA | AB Sample: # | SAMPLEOS ¥ % Sample Type: <All>
5 Sample 2-Butano.. 2-Butanone (MEK)
o o
® E 5 Name Exp. Conc.| RT | Resp. |MI | Calc. Conc.
c = =
= = 4.%: ] u SAMPLEDT 8.476 8680 [ 0.0699
o 15 —
a = E 5 El SAMPLEDZ 8476 10738 O 0.1276
= — . = [=] —
= z z i = = SAMPLEDZ 8.460 873 0 0.0979
= S = = a [
z % g 2 g g SAMPLED4 8.465 9437 O 0.1291
] + x = = —
= = T = G 8 » SAMPLEQS 8476 52957. () 1
3 — Il I3 o] = L
20 | SAMPLECL.D 0.2691 0.06599 1.1783 0.7
21_5AMPLEO2.D 0.2785 0.1276 1.2385 0.5707 0.0008 0.6
22 | SAMPLEQ3.D 0.2691 0.0979 11251 0.0006
23 | SAMPLED4.D 0.2674 0.1291 1.2410 0.0008
24 ].SAMPLEOS.D 32.8801'! 14.58001 1.0510 0.6106 0.0008 4




ByRow, ByCol, MH.ByRowAndColumn

When designing at template, check the logbook for calculation time. It is important to stay below 1000ms for the
calculation time when navigating to a different compounds or samples.

Functions and also Named Function (like in the previous page) can be fed with Arrays as parameter(s). Depending on
the function, each cell might calculate the whole result array again, which can be an enormous waste of time or even

feels like a lockup. Make use ByRow and ByCol function like in Excel to prevent this behavior. See

https://support.microsoft.com/en-us/office/byrow-function-2e04c677-78c8-4e6b-8c10-a4602f2602bb

For tables of samples and compounds, ReviewSheet contains a function MH.ByRowAndColumn

C6 5| %« fe||-MH ByRowAndColumn{B6# C5¢ LAMBDA c Conc )]
A B C D E F G

1 |HIDE
2
3 | HIDE 1,1,1-Trich 1,1,2,2-Tetr 1,1,2-Trich 1,1-Dichlol 1,1-Dichlol
4 | HIDE .Ta reet Target Target Target Target
5 ! 11 1-Trich 1,1,2 2-Tetr 1,1,2-Trich 1,1-Dichloi 1,1-Dichlol
& CAL L03.D =MH.ByRowAndColumn|B&#,C54 LAMBDAIT,c, Conc(f,cl))
7 CAL_LO4 [ 0088593 0077274 0081443 0093247 0085737
8 CAL_LOS5. D 0.185688 0172173 0188944 0194014 0174843
o CAL_LDB6.I» 046008 0581655 0512448 0.5 04442
10 CAL_LO7. D 1008077 0941615 0545072 1.14333 0943447

=MH.ByRowAndColumn(B6#,C5#,LAMBDA(f,c,Conc(f,c)))


https://support.microsoft.com/en-us/office/byrow-function-2e04c677-78c8-4e6b-8c10-a4602f2602bb

