DSM Nutritional Products PARSOL® Shield
METEOR Nexus analysis on 18 January 2019

Bemotrizinol (PARSOL’ Shield CAS RN 187393-00-6): in silico Predicted Metabolism Pathway

Meteor Nexus v.3.1.0, Probable

Structure (Query)
Formula: C38H49N305
Exact Mass: 627.3672
Average Molecular Mass: 627,81

118 Oxidative
O-Demethylation

PROBABLE
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M19
Formula: C37H47N305
Exact Mass: 6133516
Average Molecular Mass: 613,79

027 Glucuronidation of
Aromatic Alcohols

PROBABLE PROBABLE
M29 M30
Formula: C43H55N3011 Formula: C43H55N3011
Exact Mass: 789,3837 Exact Mass: 789,3837
Average Molecular Mass: 789,91 Average Molecular Mass: 789,91
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DSM Nutritional Products PARSOL® Shield
METEOR Nexus analysis on 18 January 2019

Name Likelihood Biotransformation Biotransformation Name Phase | Enzyme
Number
Structure
(Query)
M19 PROBABLE 118 Oxidative O-Demethylation | Phase | CYP450
I
M29 PROBABLE 27 Glucuronidation of Phase UGT
Aromatic Alcohols Il
M30 PROBABLE 27 Glucuronidation of Phase UGT
Aromatic Alcohols Il
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DSM Nutritional Products PARSOL® Shield
METEOR Nexus analysis on 18 January 2019
Bemotrizinol (PARSOL’ Shield CAS RN 187393-00-6): in silico Predicted Metabolism Pathway

Meteor Nexus v.3.1.0, Plausible via Phase |

Exac Mass1 6273672
Average Mol Mass: 62781
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Formula: C3THATNG0S
Exac Mass: 613516
Average Meclr Mass 61378

miz M3 14
Formulz: CBH1602
Exac Mase 144115

M3 M
Formula: C38H49N306. Formulz: C38H4IN306.
Exact Mz 633621 EvatMass 6433621
Average Mol Mass: 64331 Average Mlecdar s 64381

M1 m2
Formula: CIBHAINI0G Formulz: C38H49N306.

Exac Mgz 51522
Exac Masst 6433621 Erat Mt 5833621

Exac Mases 10,1356
0,

Average Mol Mass: 64331 Aversge Mol Mass: 6431

T Gdare 241 Ordsion o Py T8 Guve 241 s o Py ‘
‘ ‘ | \ | \ I
=] =] () (3] () [«
e e o
S | | || || )
K b
M6 M3o0 Mm38 M51 Formula: C38H47N307

241 Odatin of ey 115 Ordaive 241 Ordation of iy
Blchol O Demethylaion Hlehal

060 Osdation of Secondary
(Reyc) Akahls

‘ ODemsmision Caboryic Ak
@ @ () @&
(o ) (o ) (. vomme ) ‘ ‘
PROBRBLE (o) 8 &
o
e (C_rommee ) (roemee )
o) (e ) (_rome ) (e ) :
m211 m211 M245 . 0
i3t x izt
Formuls: CI7H4SN306 Formula: CITHASNA06. Ersc Mo 633250
o s a6e
i3t i Average Moecr ass: 62777 M7t "
Exact Mass: 627,308 ‘Exact Mass: 6433621 Exact Mass: 627.3308 Exact Mass: 643.3621 e ——— ot
Rvesge 154 e 1677

30f4



DSM Nutritional Products PARSOL® Shield
METEOR Nexus analysis on 18 January 2019

Name: Biotransformation
(Query) Likelihood Number Biotransformation Name Phase Enzyme

M1 PLAUSIBLE | 72 Hydroxylation of Penultimate Alkyl Methylene Phase | CYP450
M16 PROBABLE | 60 Oxidation of Secondary (Acyclic) Alcohols Phase | ADH
M1 PLAUSIBLE 128 Reduction of Aliphatic Ketones Phase | ADH
M131 PROBABLE 118 Oxidative O-Demethylation Phase | CYP450
M30 PROBABLE 118 Oxidative O-Demethylation Phase | CYP450
M131 PROBABLE | 60 Oxidation of Secondary (Acyclic) Alcohols Phase | ADH
M2 PLAUSIBLE | 72 Hydroxylation of Penultimate Alkyl Methylene Phase | CYP450
M38 PROBABLE | 60 Oxidation of Secondary (Acyclic) Alcohols Phase | ADH
M2 PLAUSIBLE 128 Reduction of Aliphatic Ketones Phase | ADH
M171 PROBABLE 118 Oxidative O-Demethylation Phase | CYP450
M51 PROBABLE 118 Oxidative O-Demethylation Phase | CYP450
M171 PROBABLE | 60 Oxidation of Secondary (Acyclic) Alcohols Phase | ADH
M3 PLAUSIBLE | 73 Hydroxylation of Terminal Methyl Phase | CYP450
M69 PROBABLE 118 Oxidative O-Demethylation Phase | CYP450
M211 PROBABLE | 241 Oxidation of Primary Alcohols Phase | ADH
M73 PROBABLE | 241 Oxidation of Primary Alcohols Phase | ADH
M211 PROBABLE 118 Oxidative O-Demethylation Phase | CYP450
M4 PLAUSIBLE | 73 Hydroxylation of Terminal Methyl Phase | CYP450
M85 PROBABLE 118 Oxidative O-Demethylation Phase | CYP450
M245 PROBABLE | 241 Oxidation of Primary Alcohols Phase | ADH
M89 PROBABLE | 241 Oxidation of Primary Alcohols Phase | ADH
M245 PROBABLE 118 Oxidative O-Demethylation Phase | CYP450
M266 PROBABLE 263 beta-Oxidation of Carboxylic Acids Phase | ACD, ECH, HCD, BKT
M9 PROBABLE 118 Oxidative O-Demethylation Phase | CYP450
M12 PLAUSIBLE | 253 Oxidative O-Dealkylation Phase | CYP450
M100 PROBABLE 118 Oxidative O-Demethylation Phase | CYP450
M13 PLAUSIBLE | 253 Oxidative O-Dealkylation Phase | CYP450
M14 PROBABLE | 241 Oxidation of Primary Alcohols Phase | ADH
M14 PLAUSIBLE | 253 Oxidative O-Dealkylation Phase | CYP450
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