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Table 1: Substances and metabolites; structures, codes, synonyms
Code Number Description Compound found in: Structure
and
Synonyms
Fludioxonil 4-(2,2-difluoro-benzo[1,3]dioxol-4- Soil (aerobic, anaerobic
CGA173506 yl)-1H-pyrrole-3-carbonitrile photolysis)
Aquatic (water/sediment, CN
1L, (grape) aqueous photolysis)
111, (tomato) Crop (grape, tomato, peach, 0 | N
P19 (peach) green onion, lettuce, potato, )VO
A:peak 11 wheat, rotated crops) F - ”
(green onion) Livestock (goat, hen)
I;s (lettuce) Rat
1;,/11,4 (potato)
114 (wheat)
C (goat)
E1 (hen)
N-lactic acid N-lactic acid conjugate of 4-(2,2- Crop (Lettuce)
conjugate of difluoro-benzo[1,3]dioxol-4-yl)-1H- CN
CGA173506 pyrrole-3-carbonitrile o | N
Lyp + Lye 0 N S
(lettuce) F)VF \\2\OH
OH
SYN518579 4-(2,2-difluoro-benzo[ 1,3]dioxol-4-yl)- [ Crop (grape, tomato, peach,
1L, (grape) 5-hydroxy-2-0x0-2,5-dihydro-1H- green onion, wheat)
111, (tomato) pyrrole-3-carbonitrile CN
P15/P16 . . o -
(peach) or its tautomeric form o R1
F N
P15 (green FR2 H
onion) 4-(2,2-difluoro-benzo[1,3]dioxol-4-
11, (wheat) yl)-2-hydroxy-5-0x0-2,5-dihydro-1H- R1=-OH,R2==0or
pyrrole-3-carbonitrile
R1==0,R2 =-0OH
CGA265378 4-(2,2-difluoro-benzo[1,3]dioxol-4- Soil (photolysis)
CSAA250411 yD)-2,5-dioxo-2,5-dihydro-1H- Crop (grape, green onion,
pyrrole-3-carbonitrile lettuce, rotated crops) CN
L (grape) Livestock (hen)
B: peak 10 vestogk the o = 0
(green onion) E O N
114 (lettuce) F © H
Il3b (Wheat)
E2 (hen)
B3 (soil
photolysis)
SYN518581 2-cyano-3-(2,2-difluoro- Crop (grape, tomato)
Ly, (grape) benzo[1,3]dioxol-4-yl)-3-hydroxy- CN
I, (tomato) succinamic acid OH o
O
F)T ° o NH?H
F
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Code Number Description Compound found in: Structure

and

Synonyms

SYN518580 4-(2,2-difluoro-benzo[ 1,3]dioxol-4- | CTOP (grape, tomato, wheat)

115, (grape) yl)-1-hydroxy-2,5-dioxo0-2,5-

1115 (tomato)
115 (wheat)

dihydro-1H-pyrrole-3-carbonitrile

CGA308103
Ly (grape)
P14 (peach)

E: peak 4
(green onion)

I;; (lettuce)

2-(2,2-difluoro-benzo[ 1,3]dioxol-4-
yl)-2-hydroxy-acetamide

Crop (grape, peach, green
onion, lettuce, wheat,
rotated crops)

I;3 (wheat)

Glucose Glucose conjugate of 2-(2,2-difluoro- Crop (grape, tomato,
conjugate of benzo[1,3]dioxol-4-yl)-2-hydroxy- lettuce)
CGA308103 acetamide

Is (grape)

I¢ (tomato)
I5 (lettuce)

R1=-0Glu, R2 =-H or

R1=-H, R2 =-NGlu

CGA344623 2-cyano-3-(2,2-difluoro- Aquatic (Irradiated N
I, (tomato) benzo[1,3]dioxol-4-yl)-succinamic water/sediment)
acid Crop (tomato, peach, green o)
PS5 (peach) onion, lettuce, wheat, o]
H: peaks ;/3 rotated crops) F )V o] NHOH
(green onion) Livestock (hen) F © :
14 (lettuce)
I; (wheat)
P2/P3 (hen)
Glucose Glucose conjugate of 2-cyano-3-(2,2- Crop (Lettuce)
conjugate of difluoro-benzo[1,3]dioxol-4-yl)-
CGA344623 succinamic acid

I, (lettuce)

CN
o)
0
OR
F)TO o7 NHR,"
F

R1=-0Glu, R2 =-H or

R1=-H, R2 =-NGlu
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Code Number Description Compound found in: Structure

and

Synonyms

CGA192155 2,2-difluoro-benzo[1,3]dioxole-4- Soil (photolysis)

CSAA794110 carboxylic acid Aquatic (Irradiated

I (potato)
I5 (tomato)
P17 (peach)

F: peak 1
(green onion)

1o (lettuce)
I} (wheat)
P1 (hen)
B2 (soil
photolysis)

water/sediment, aerobic
mineralisation)

Crop (potato, tomato,
peach, green onion, lettuce,
wheat, soybean, rotated
crops)

Livestock (hen)

CGA308565
P18 (peach)

4-(2,2-difluoro-benzo[1,3]dioxol-4-
y1)-2,5-dioxo-pyrrolidine-3-
carbonitrile

Crop (peach, rotated crops)

o]
Iz

Glucose
conjugate of
singly-oxidised
CGA173506
(pyrrole ring)

P10a, P10b,
P8b (peach)

Crop (peach)

Sugar

Crop (peach)

conjugate of CN
singly-oxidised
CGA173506 o | N\
P8 (peach) AFTO N -sugar
CGA339833 3-carbamoyl-2-cyano-3-(2,2- Soil ('photoly_sis)
CSAA424113 difluoro-benzo[ 1,3]dioxol-4-yl)- Aquatic(Irradiated CN
P6 (peach) oxirane-2-carboxylic acid water/sediment) o
I: peak 5 (green Crop (peach, green onion, 0
onion) lettuce, wheat, rotated (0]

) OH
I3, (lettuce) crops) o NH,

I; (wheat)

B1 (soil
photolysis)
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Code Number Description Compound found in: Structure
and
Synonyms
CGA227731 6-hydroxy-2H-chromeno([3,4- Crop (soybean, rotated OH
c]pyrrol-4-one crops)
(6] (0]
N
\
N
H
CGA260766 3-(2,2-difluoro-benzo[1,3]dioxol-4- Soil (anaerobic)
yl)-4-hydroxy-pyrrole-2,5-dione Crop (soybean, rotated OH
crops)
o) ~N—0
(0]
FAT N
F 9 H
CGA340351 2,2-difluoro-benzo[1,3]dioxole-4- Crop (soybean, rotated
carboxylic acid amide crops)
0}
O
F)(O NH,
F
CGA257777 4-(2,2-difluoro-benzo[ 1,3]dioxol-4- Crop (rotated crops)
yl)-1H-pyrrole-3-carboxylic acid Hydrolysis at pH 13
CGA335892 4-(2,2-difluoro-benzo[1,3]dioxol-4- Livestock (hen)
G (hen) yl)-1-hydroxy-1H-pyrrole-3- CN
carbonitrile
0 | N
FY O N
F OH
Sulphate Sulphate conjugate of 4-(2,2-difluoro- Livestock (hen)
conjugate of benzo[1,3]dioxol-4-yl)-1-hydroxy- CN
CGA335892 1H-pyrrole-3-carbonitrile N
I; (hen Q
\
F OSOH
CGA344624 2-(2,2-difluoro-benzo[1,3]dioxol-4- Livestock (hen)
P7 (hen) yl)-2-oxo-acetamide
O
O
(0]
F)V o7 NH,
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Code Number Description Compound found in: Structure
and
Synonyms
SYN518576 4-(2,2-difluoro-7-hydroxy- Livestock (hen) HO
F (hen) benzo[1,3]dioxol-4-yl)-1H-pyrrole-3- Rat CN
carbonitrile
o) | N
FY 0 N
E H
Glucuronide Glucuronide conjugate of 4-(2',2'- Livestock (goat) GlucO
conjugate of difluoro-7'-hydroxy-1',3'- Rat CN
SYNS518576 benzodioxol-4'-yl)-1H-pyrrole-3-
Met 4G (rat) carbonitrile o) | N
B2 (goat) F)V o N
F H
Glucuronide Glucuronide conjugate of 4-(2,2- Livestock (goat, hen)
conjugate of difluoro-benzo[1,3]dioxol-4-yl)-2- Rat
SYNS518577 hydroxy-1H-pyrrole-3-carbonitrile

Met 1G (rat)
or

Glucuronide
conjugate of
SYN518578

Met 3G (rat)

B1, A (goat), D
(hen)

or

Glucuronide conjugate of 4-(2,2-
difluoro-benzo[1,3]dioxol-4-yl)-5-
hydroxy-1H-pyrrole-3-carbonitrile

@I@f
(0] | \ R1
(0]

F)TF r2” N

R1=-OGluc, R2 = -H or

R1 =-H, R2 = -OGluc

Sulphate
conjugate of
SYN518577

Met 2G (rat)

or

Sulphate
conjugate of
SYN518578

Met 1U (rat)

G (goat)
I, (hen)

Sulphate conjugate of 4-(2,2-difluoro-
benzo[1,3]dioxol-4-yl)-2-hydroxy-
1H-pyrrole-3-carbonitrile

Or

Sulphate conjugate of 4-(2,2-difluoro-
benzo[1,3]dioxol-4-yl)-5-hydroxy-
1H-pyrrole-3-carbonitrile

Livestock (goat, hen)
Rat

CN
O | \ R1
O
F rR2” N

F
R1=-0SO;H, R2 =-H or

R1=-H, R2 =-0OSOzH

CGA344622

3-cyano-2-(2,2-difluoro-
benzo[1,3]dioxol-4-yl)-propionamide

decarboxylation product of
CGA 344623 formed in
mass spectrometer

o}
CN
F o)
E o) NH,
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Code Number Description Compound found in: Structure
and
Synonyms
SYN518582 4,4'-bis-(2,2-difluoro- Rat F 0
Met 1G(G4) benzo[1,3]dioxol-4- X
(rat) yl)-5,5'-dioxo-1,5,1',5"-tetrahydro- F o
[2,2']bipyrrolylidene-3,3'- N eN
dicarbonitrile 0=
N H
N N
~—0
NC
o F
o>< F
SYN545245 3-cyano-2-(2,2-difluoro-1,3- Soil (photolysis)
benzodioxol-4-yl)propanoic acid
O
CN
F o)
F o OH
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