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Mass Spectrum Molecular Formula Report

Analysis Info
Analysis Name
Mathod
Sample Mame
Comment

gok_tune_wide.m

Acquisition Parameter

Sourca Type ESI
Focus Kot active

Scan Eeg'n 100 miz
Scan En 1000 miz
Generate Molecular Formula Parameter

C10
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Bruker Daltonics DataAnalysis 3.4
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Acquisiion Date /52014 4:34:18 PM

O:\Data\Tanerd-aba sulfachboropyridazine.d

Operator

lon Podarity Puasitive Sat Nebulizer
Set Capillary 5000 Set Dy Heater
Set End Plate Offsat  -400V Sat Dry Gas
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Tolerance 50 pom Change 1
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Mass Spectrum Molecular Formula Report

Analysis Info Acquisifion Date 411072014 B:01:46 PM
Analysie Name  [¢\Data'TaneriG A Sulfachloropyridazine.d
Method gok_ftune_wide.m Operator bruker customer
Sample Name Imetrument / Ser# micrOTOF-Q 55
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Facus Mat active Sed Capillary 5000 v St Dry Heater 200C
Scan Bagin 100 miz SetEnd Plate Offset 400V Set Dry Gas 4.0 Vmin
Scan En 1004 méz Set Collision Cell R 600.0 Vpp Set Divert Valve Wasle
Generate Molecular Formula Parameter
Formula, min. C1OH20CHNACAE1
Formula, max.
Measwed miz 563,064 Tolerance 4 pam Charge 1
Check Valence no Minimum 0 Maximum 0
Mirogen Rule no Electron Configuration both
Filter HIC: Ratio no Minimum 0 Maximum 3
Estmale Carbon  yes
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Mass Spectrum Molecular Formula Report

Analysis Info Acquisifion Date 41072014 7:13:38 PM
Analysis MName  [\Data\TaneriG_A. Sulfacetamide.d

Method gok_tune_wide.m Operator bruker customer
Sample Name Imetrument / Ser# micrfOTOF-Q 55
Comment

Acquisition Parameter

Source Type E5l lon Pedarity Positive Set Nebulizer 0.4 Bar
Focus ot active Set Capilary 5000V Set Dry Heater 200°C
Scan Eeg'n 100 miz Set End Plate Offsst 400V Set Dry Gas 4.0 Fmin
Scan En 100 miz Set Collision Cell R 600.0 Vpp Set Divert Valve Wasie

Generate Molecular Formula Parameter
Formula, min. C19H20M201051

Formula, max.
Megswed miz 403.093 Tolerance 5 ppm Charge 1
Chack Valence no Minimum 0 Maximum 0
Mirogan Fule no Electron Configuration both
Filter HIC: Riatio no Minimum 0 Magimum 3
Estmate Carbon ~ yes
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Mass Spectrum Molecular Formula Report

Analysis Info Acquisifion Date  4/11/2014 4:51:57 PM
Analysis Mame  D:\Data\TanerG.A. Sulfadimethoxine.d

Method gok_tune_wide.m Operator bruker customer
Sample Name Imetrument / Ser# micrOTOFQ 55
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Facus Mt active Sel Capilary 5000 v Set Dry Heaber 2007C
Scan Bagin 100 miz SetEnd Plate Offsst 40DV Set Dry Gas 4.0 Vmin
Scan En 1000 miz Set Collision Cell R 600.0 Vipp Set Divert Vahe Weste
Generate Molecular Formula Parameter
Farmula, min. C24H15N30851
Formula, max.
Measuned miz SBD.124 Tolerance 2 ppm Charge 1
Check Valenca no Minimum 0 Maximum 0
Mirogen Flule no Electron Configuration both
Filter HIC Ratio no Minimum 0 Maximum 3
Estmate Carbon ~ yes
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Mass Spectrum Molecular Formula Report

Analysis Info

Analysis Name  [¢\Data\Tanerid-hba sulfachloropyridazine-2.d

Mathod gok_tune_wide.m
Sample Name
Comment

Acquisition Parameter

Sourca Type ESI
Focus Mot active
Scan Bagin 100 miz
Scan En 1000 miz

lon Polarity Posilive
Set Capilary 5000
Set End Plate Offset 400V
Set Collision Cell RF 400.0 Vpp

Generate Molecular Formula Parameter

Farmula, min. C10
Formula, max. C1THI4CINAOEEMa
427.024

Acquisition Date  &6/2014 11:46:42 AM

Operator bruker customer
Imgtrument [ Ser# micrOTOFQ 55

St Nebulizer 0.4 Bar
it Dry Heater 200°C
Set Dry Gas 4.0 Vmin

it Dievert Valve Wasle

Measwed miz Tolerance 5 pam Charge 1
Check Valence no Minimum 0 Maximum 0
n Aule no Electron Configuration both
Filter HIC: Ratio no Minimum 0 Maximum 3
Estimate Carbon  no
liizediz, 12 270310 #4450
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Mass Spectrum Molecular Formula Report

Analysis Info Acquisifion Date  6/6/2014 10:12:52 AM
Analysis MName  D:\Data\Taner\Gallic sulfachlcropyridazine-3.d

Method gok_tune_wide.m Operator bruker customer
Sample Name Instrument / Ser# micrOTOF-0 55
Commint

Acquisition Parameter

Soarce Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Facus Mot active Set Capilary 5000 V Set Dry Heater 200°C
Scan Eeg'n 100 miz SetEnd Plate Offsat 400V Set Dry Gas 4.0 Vmin
Scan En 1000 miz Set Collision Cell RF  300.0 Vpp Set Divert Valve Weste
Generate Malecular Formula Parameter
Formula, min. c10
Formula, max. CATHI4CINAOASMa
Measured miz 459013 Toleramce 50 ppm Charge 1
Check Valence no Minimum 0 Maximum 0
Wirogen Flule no Electron Configuration both
Filter HIC: Ratio no Minimum 0 Maximum 3
Estmate Carbon ~ no
Iirenz. - RS 02D #1824
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