System Settings

1) Check, if you have set a dot as a decimal separator in your Windows system as
well as in Microsoft Office.

If you have set a comma decimal separator, please change it to dot.

2) Allow the access to VBA Project for changes

If the following message will appear, you have to allow programmatic access to VBA.
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Public coniNo, F As Integexr: Public
Fublic conJAbr(80) Aa String
Public conjF(20) As String

Babito sonjEM(A0) An; Daohie Programmatic access t Visual Basic Project s not vusted
Public conjName (80) As String: Public conjReact
Sub konjugaty_seznam()

Set VBComp = ThasWorkbook.VBPIo:

Runtime error 1004
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con3Abr (1) = "Mex*: comF(1) = MCEN1206 ez -1
censhbr (2) = *Rham®: conF(2) = "CEH120S" | React (2) = 1
con3AbE(3) = "Kyl®: con3F(3) = "CSH1005" act(3) = 1
ConJAbr(4) = "Arab": con3F(4) = "CSHI00S": cond) | e |[oms | wb | [fesreaccia) =1
Con3F(S) = “OHT: conIEM(3) =] -2
con3F(6) = *CIM404": © -1

coniF(7) = *CIHTNO2S": coniEM(7) = 121.018751: conjName(7) = "cysteine®: coniReact(7) = 1
consAbz(8) = "Gly™: con)F(§) = "C2HSNO2": conjEM(S) = 75.032029: conjName(S) = "glycine”: conjReact(s) = 1
conJAbr(9) = "GSH": con3F(9) = "COHITN306S": conjEM(3) = 307.083809: conjName(9) = "glucathione™: conjReact(9) = 1

Ac™: con3F(10) = "C2H402": conJEM(10) = 60.02113: con3Name (10 Tic acid": conjReact(10) = 1
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"SOSM": coniF(12) = "SOSM": coniEM(12) = 80.964642:

"GlcA": consF(13) = CEM1007": conSEM(13) = 194.042655: consName (13) = "glucuronic .cm-- een:hnccuh =1

*Val®: con3F(14) = "CSH11NO2": con3EM(14) = 117.078979: coniName(14) = "valine": conjReact(14) = 1

"His": conJF(15) = "CEHIN302": conJEM(15) = 155.069477: coniName(15) = "histidine™: conJReact(1s) = 1

"Phe®: con¥(16) = "CSH1INO2": conJEM(16) = 165.078979: conjMame (16) = “Phenylalanine”: conjReact (16) = 1

"leut: conyF(17) = "CEMIINC2! m,;mm) - 131.084628: 7) = *leucine: ) =1

"Lys*: conjF(18) = = 146.105528: - "lvsxu': conjReact (18) = 1
con3F(19) = = 174.111676: = : conjReact(19) = 1

Con3F(20) = "CIHTNO2": cOnJEM(20) = €3.047679: conyName(20) =
CORJF(21) = "CHHENZOI®: condEM(21) = 132.05345:
"ASp®: conjF(22) = "CAMTNOA": conjEM(22) - 117.04258
“Glu%: conjF(29) = "CSHSNOA®: conjEM(23) = 147.053150: conjame(29) = "Glutamic acid®; conjReact(z3) = 1

conjF(24) = "CSH11NO2S! = 149.051051: R mapiEn ) -
Con3F(25) = "CESWOZ": cOmIEM(25) = 115.06332

lanine": conReact (20) = 1
sparagine”: conjReact(21) = 1
conjName (22) = "aspartic acid®: comjReact(22) = 1

conJF(26) = "CIHTNOI": cOnJEM(26) = 105.04259 con;n-us] - -unm-v cen:iuccus) - x
conjF(27) = "CAHSNOI®: m-qmm) - 119.088244 7 -1
*Trp*: con3F(28) = % = 204.089878: - conjReact (28)

conyF(29) = 2 : = 181,073894: = "ty : conjReact(29) = 1

.AddItem "Remove Button”, 2

If you decided to continue, please take the following steps:

Click on End button.



Go to File>Options>Trust Center
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In Macro Settings

BN E @O 2 P

= O
Nomall Page bresk Page Cuslom [ Grdiines | Meadings | Z00m 100% Zoomto  New Aniange Freese Switch  Macros

Preview Layout Views Window AN Panes~ Vindaw Postion  Windows -
Workbook Views show windon wacos -
73 - £ PCA
2 s
\dd | exact mass. | formula Trust Center 1% e ) -
1 2243604 CTHSCIFINOZ pCa.

Trusted Publish

Message Bar Settings for all Office Applications

Trusted Locations
Showing the Message B

Trusted D

@ Show the Message Bar in all appications when active content, such as ActiveX. centrols and macros, has
been blocked

Bever shew information about ble

Policy Tips

il disable all Policy Tips u

ganization requires

7 Policy Tipin

ble Trust Center logging

ok Cancel

Input | Positive | Megative

Ready

BN E @O Sramainse | Q3 [H]

et " Hide
Normal Page biesk Page Cistom [ Gigines [ Heagings | Zom 100% Zoomito  New Anange Freete Swtch  Macros I
Preview  Layout Views Selection Window AR Panes- Vindos Postion  Windows
Workbook Views show window wacos -
73 - £ PCA
\dd | exact mass. | formula Trust Center 1% e ) -
1 2203808 C/HSCIFINO2 =3

Trusted Publish

Message Bar Settings for all Of

Applications

Trusted Locations
Showing the Message B
and macros, has

e Bar in all applications when active content, such a5 ActiveX co

Active Settings
off will disable all Policy Tips u

Macro Settings ur organization requires ||
Protected Vi

Message Bar

Content

File Block Settings

ble Trust Center logging

Cancel

tnput | postive | Megative




Getting start

Fill in the molecular formulas (a) or exact mass (b) of searched compounds in the appropriate column. All
other items ('Name', 'Comments') are optional.

(a) formula

H ©- EF@T -

c2 - X & fr  ceH1206

Addl exact mass farmula name

CoH1206

The format of the formula (number of the chemical element symbols, their order, font, upper or lower
case...) can be arbitrary and it will be automatically corrected to the standard format according to Hill
notation after leaving the cell (by Enter or cursor keys or mouse click).

HS ¢ #0T -

c2 - X v & Cechhh2C3hh4000h203H
Add | formula name
Cechhh2C3hh4000h203H

After leaving the cell, corresponding exact mass will be computed and issue number in the first yellow
cell will show. Check if issue number column is visible. If not, the issue will not be processed. The issue
number can be shown/hide by Left Mouse Double Click or Enter.

H W @® T

name

1] 180.0633881)C6H1206




D2 = f || palactose
Add | formula name
1 180.0633881 CoH1206 galactose

You can add the compound name to the appropriate column.

HS ¢ #@T -

D2 v fe || galactose
Add | formula name
1 180.0633881 C6H1206 galactose

Then continue by clicking to 'Add' button in the upper left corner.

In the following window you can select the type of the adduct(s), the polarity and optionally dimer ions.

H ©- =@ T =
c12 = e
Add formula | name
1 120.0633881 C6H1206 galactose
Adduct selection hd
— Polarity
 ositive;  Negative & Both [~ Dimer
¥ H+ ¥ -H
'7 H30+ '7 AcA- l—
¥ Na+ ¥ Fa- l—
W K+ W a-
I nHa+
¥ [MeOH+H] +
¥ [Mecn+H]+
Clear all Library
I Apply to all compounds
__ |
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The results will be shown on new sheets which will be added after Do button click.

HS ¢ &%@T -

‘BZ '| g | x 5 H 180.06338308

d

180.0634_C6H 1206 galactose

—
‘ Inputl‘ Positive | Negative ‘I @® I

The Results are represented as a common Excel data.

Ho e ®#@T7T -

AL £ || Name: -
P c | o E | F 6 | H | 0 | 3 kK [ L | ™M | N | @6 | » | @ R [ s T v v | w x | ¥ z | an | aB | ac -]
([ Name:Jgolactose

2 [BxactMass: | 180.0634

3 |[M+H]" 181.0712

4 |Menso  199.0818

5 1M+ Nal® 203.0832

& MK 2190211

T MeNKa' 1980978

8 |[M +CHIOHH]" 213.0974

o |[M+cHICNH]" 222.0978

i0

"

b 0

| input _Positive | Negatwe | @ ol .T‘



The table arrangement can be simply changed by transposition via click on T button in Quick Access
toolbar:

A ] < D E F G H [ ] K L M N ] ] a R s T v v w X ¥ z Ak AB
Name: .[uacl Mass [M+H]* [MINGO]' [M+Na]* [M+K]* [M+NHAJT + CHIOHN + CHICNH]*
2 galactose 180.0634 1510712 199.090% 203.0532 219.0271 196.0978 213.0974 222.0978

Input _Pasitive | Negative



