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Table S1.

Carbon utilization of strain B6-2

substrate growth substrate growth
Water - Itaconic Acid -
a-Cyclodextrin - a-Ketobutyric Acid +
Dextrin + a-Ketoglutaric Acid +
Glycogen + a-Ketovaleric Acid +
Tween 40 - D,L-Lactic Acid +
Tween 80 + Malonic Acid +
N-Acetyl-D-Galactosamine + Propionic Acid +
N-Acetyl-D-Glucosamine + Quinic Acid -
Adonitol + D-Saccharic Acid +
L-Arabinose + Sebacic Acid -
D-Arabitol - Succinic Acid +
D-Cellobiose + Bromosuccinic Acid +
i-Erythritol + Succinamic Acid -
D-Fructose + Glucuronamide +
L-Fucose + L-Alaninamide +
D-Galactose + D-Alanine +
Gentiobiose + L-Alanine +
a-D-Glucose + L-Alanyl-Glycine +
m-Inositol + L-Asparagine +
a-D-Lactose + L-Aspartic Acid +
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Lactulose

Maltose

D-Mannitol
D-Mannose
D-Melibiose
b-Methyl-D-Glucoside
D-Psicose
D-Raffinose
L-Rhamnose
D-Sorbitol

Sucrose

D-Trehalose

Turanose

Xylitol

Pyruvic Acid Methyl Ester
Acetic Acid
cis-Aconitic Acid
Citric Acid

Formic Acid
D-Galacturonic Acid Lactone
D-Galacturonic Acid

D-Gluconic Acid

H+

L-Glutamic Acid

Glycyl-L-Aspartic Acid

Glycyl-L-Glutamic Acid

L-Histidine
Hydroxy-L-Proline
L-Leucine
L-Ornithine
L-Phenylalanine
L-Proline
L-Pyroglutamic Acid
D-Serine

L-Serine
L-Threonine
D,L-Carnitine
g-Aminobutyric Acid
Urocanic Acid
Inosine

Uridine

Thymidine
Phenylethylamine
Putrescine

2-Aminoethanol

g
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D-Glucosaminic Acid - 2.3-Butanediol -

D-Glucuronic Acid + Glycerol +
a-Hydroxybutyric Acid + D,L-a-Glycerol phosphate +
b-Hydroxybutyric Acid + a-D-Glucose-1-Phosphate +
g-Hydroxybutyric Acid - D-Glucose-6-Phosphate -

+, Positive. —, Negative. +, Weak growth. Plate type: GN2, incubation time:

16-24h. Experiments were carried out using Biolog Microbial Identification System
(Biolog, California, USA).

According to these results, strain B6-2 was assigned to Pseudomonas sp.
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1 Table S2. Physical and biochemical characteristics of strain B6-2

characteristics results

Bacteriological tests:

Shape of cells 2.0-3.5 um length;
0.6-0.8 um width

Motility +

Flagella > 1 at polar

Gram reaction -

Lysis in 3% KOH +

Growth at 41°C -

Biochemical tests:

Aminopeptidase +
Oxidase +
Catalase +
Arginine dihydrolase +
Urease -
Denitrification -
Lecithinase -

Hydrolysis of gelatine -
Hydrolysis of esculin -

Hydrolysis of tween 80 -

2 +, Positive. —, Negative. Experiments were carried out at Deutsche Sammlung
3 von Mikroorganismen und Zellkulturen GmbH (DSMZ).

4 The data shown in table S2 are also characteristics of Pseudomonas sp.
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Figure S1. Portions of HPLC profiles of DBF degradation samples by the

BP-grown B6-2 cell suspension.

after 11-h incubation; D, after 24-h incubation.

A, after 0-h incubation; B, after 5-h incubation; C,

DBFEF, dibenzofuran; HOBB (D1),

2-hydroxy-4-(3'-oxo-3'H-benzofuran-2'-yliden)but-2-enoic

1-hydroxydibenzofuran; D3, 3-hydroxydibenzofuran.

acid;

D2,

The mobile phase for HPLC

analyses was methanol-water (70:30) at a flow rate 0.5 ml/min, and HOBB could not

be separated under this conditions.

To calculate the amount of HOBB, another

mobile phase (acetonitrile—1 mmol/L H,SO, [14:86] at a flow rate 0.7 ml/min) was

applied, and the results are shown in Figure 1 in the article.
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Figure S2. HR-MS data of dimethylated
2-0x0-4-(3'-hydroxy-3'H-benzofuran-2'-yl)but-3-enoic acid (HOBBM),

benzofuran-3(2H)-one (D12), benzofuran-2,3-dione (D13) and methylated salicylic

acid (D14M).
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Figure S3. UV-Vis spectra of 1-hydroxydibenzofuran (A) and

4-hydroxydibenzofuran (B)
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Figure S4. HPLC profiles of HOBB degradation samples by BP-grown B6-2 cell
suspension. A, after 4-h incubation; B, after 8-h incubation; C, after 16-h incubation;
D, after 24-h incubation; E, control sample without HOBB (a mixture of cultures after
4-h and 16-h incubation). The identificaiton of major metabolites D4, D6, D7 and
D8 are described in the article. D4, 2-hydroxy-4-(3'-oxobenzofuran-2'-yl)butanoic
acid; D6, 3-(3'-oxobenzofuran-2'-yl)propanoic acid; D7,
3-hydroxy-3-(3'-oxobenzofuran-2'-yl)propanoic acid; DS,

2-(3'-oxobenzofuran-2'-yl)acetic acid.

As shown in Figure S4, the major metabolites (D4, D6, D7 and D8) of HOBB were

not detected in control sample.
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Figure S5. Portions of the total ion current chromatograms from the HR-MS
analyses of the diazomethane derivatized HOBB-degradation sample (A) and control

sample without HOBB (B).

Figure S5A has been shown in the article (Figure 3B). For comparison with
Figure S5B, it is also shown here. It may be due to the effects of HOBB and its
metabolites on B6-2 cell activities that the peaks in Figure S5A and Figure 5B are
rather different. However, according to the different retention times and MS profiles
(data for compounds in the control sample not shown) of HOBB metabolites in Figure
S5A and compounds in Figure S5B, it is obvious that the metabolites of HOBB were

not produced in the control sample.
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Section 1

m1 10 20 30 40 55

LB400 (1] MSS.IKEVQG.PnPVKWVTNWTPEBIRGLVDQEKGLLDPRIYADQSLYELELER\FFG
B6-2 (1) MSSQIKEVQGAP'VKNVTNWTPEAIRGLVDQEKGLLDPRIYADQSLYELELERVFG

Kf707 (1) MSSSIKEVQGAPVEWVINWTPEAIRGLVDQEKGLLDPRIYADQSLYELELERVFG
Section 2
(56) 56 70 80 20 100 110

LB400 (56) RSWLLLGHESHVPETGDFLATYMGEDPVVMVROKDKSIKVFLNQCRHRGMRICRS
B&-2 (Sﬁ) RSWLLLGHESHVPETGDFLATYMGEDPVVMVEQEDESIKEVFLNQCRHEGMRICRES
Kf707 (Sﬁ) RSWLLLGHESHVPETGDFLATYMGEDPVVMVRQEDKSIKEVFLNQCRHRGMRICRS
Section 3

(111) 111 120 130 140 150 165
LB400 (111) DAGNAKAFTCSYHGWAYDIAGELVNV PFEKEAFCDKKEGDCGFDKHINGPLQARV
B6-2 (111) DBGNAKAFTCSYHGWAYDIAG.LVNVPFEKEAFCDKKEGDCGFDKADWGPLQBRV
Kf707 (111) DAGNAKAFTCSYHGWAYDIAGELVNVY PE‘EKEAFCDKKBGDCGFDKAINGPLQARV
Section 4

(166) 166 180 190 200 210 220
LB400 {166) ATYKGLVFANWDVOAPDLETYLGDARPYMDVMLDRTPAGTVAIGGMOEWVIFPCNW
Be-2 (156] HTYKGLVFJ\NWD-APDLETYLGDARE‘YHDVHLDRTPRGT.AIGG QKWVIPCNW
Kf707 (166) ATYKGLVFANWD‘JQAPDLETYLGDARPYHDVHLDRTPAGTVRIGGIQKWVI PCNW

Section 5

(221) 221 230 —m= 240 275
LB4I]0(221] KEFAAEQFCSDMYHAGT) HLSGILAG.PPEMDLS Q PTKGNQFRRHWGGHGHG
B6-2 (221) KFHAEQFCSDMYHIGTEEHISGILAGHPPEMDLS aPTKGNQFRAIWGGHG G
Kf?ﬂ?(ZZl] KFAAEQFCSDMYHAGTMSHLSGILAGMPPEMDLSHAQ PTKGNQFRRGHGGHGIG
Section 6

(276) 276 250 310 330
LB400 (276) WYVDE‘.PGBLIP.IMGPKVTQ‘:’WTEGPAP.ILREQRL HTEM PVRRMVGQHM IFPTC
B6-2 (276) HlvnEngLHAIMGvaTQYWTEGPAAnLAEIRLn RRM QHMEFPTC
Kﬁ'l}?ﬂ?ﬁ) WEVDEPG LHPiMGPK\FTQYWTEGPRADLHEQRL HT VRRM QHH FPTC
Section 7

(331) 331 350 370 —— 385
LB400 (331) SFLP FNNIRIWHPRGPNEIEVWAFTI.VDP.DAPAEIKBEYRRHNIRNFSAGG\FFE
B6-2 (323) SFL HPRGPNEIE\FWBFTLVDADAPAE IKEEYRRHNI:IFSAGGVFE
Kf707 (330) SFLP HPRGPNEIBVNAFTLVDEDAP%EIKBEYRRHNI FSAGGVFE
Section 8

(386) 386 410 420 430 440

LB400 (386) QDDGENW‘UEIQKGLRGYKAKSQPLNRQMGLGRSQTGHPDE‘PGN'«FGYVYREEAERG
B6-2 (383) QDDGENWVEIQKGLRGYKAKSQPLNAQMGLGRSOTGHPDFPGNVGYVYAEEAARG
Kf707 (3851 ODDGENWVEIQOKGLRGYKAKSOPLNAOMGLGRSOTGHEFDFPGNVGYVYAEERARG

Section 9
(441) 441 459
LB400 (441) MYHHWMRMMSEPSWATLKP
B6-2 (438) MYHHWMRMMSEPSWATLKP
1 Kf707 (440) MYHHWMRMMSEPSWATLKP
2 Figure S6. Comparison of the large subunits of terminal dioxygenases among

3 KF707, LB400 and B6-2. Different amino acids were marked in dark. Between
4  the arrowheads are amino acids 234-377 that are crucial regions for the ranges of

5  substrates and their oxygenation sites by biphenyl dioxygenases.
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