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Table S1: Percentages of sequence identities for UGT74B1 and its templates.

Table S2: Percentages of sequence identities for UGT74B1 and its templates in the active site region.

Figure S1 : Sequence alignment for UGT74B1 and its closest homologues.
Figure S2 : 'H and *C NMR Spectra of compound 7.

Figure S3 : HRMS Spectrum of compound 7.

Figure $4 : 'H and *C NMR Spectra of compound 9.

Figure S5 : HRMS Spectrum of compound 9.

Figure S6 : 'H and ">C NMR Spectra of compound 10.

Figure S7 : HRMS Spectrum of compound 10.



74B1 2VCE 3HBF 2C1z 2PQ6 4WHM 2ACW
74B1 100 85.65 87.53 88.12 86.55 86.61 84.47
2VCE 25.83 100 83.7 84.01 84.99 82.56 87.09
3HBF 23.26 24.58 100 91.09 85.14 87.88 83.17
2C1z 23.48 24.79 48.03 100 85.82 89.27 83.46
2PQ6 25.93 28.01 23.86 22.82 100 84.4 83.53
4WHM 26.09 22.71 39.65 42.98 21.99 100 82.99
2ACW 22.15 29.79 23.44 22.8 24.27 20.86 100

Table S1: Percentages of sequence identities obtained by a dual structure-sequence multiple
sequence alignment (green) and structural similarity scores (blue) obtained using CATH-SSAP for
UGT74B1 and its templates. The maximum possible structural similarity score is 100.

Active site 74B1 2VCE 3HBF 2C17 2PQ6 4WHM 2ACW
74B1 100 51.02 47.92 45.83 60.42 45.83 45.83
2VCE 100 46.94 51.02 44.9 40.82 55.1
3HBF 100 81.25 43.75 68.75 50
2C1z 100 45.83 64.58 45.83
2PQ6 100 43.75 41.67

4WHM 100 39.58
2ACW 100

Table S2: Percentages of sequence identities obtained by a dual structure-sequence multiple
sequence alignment for UGT74B1 and its templates in the active site region.
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Sequence alignment for UGT74B1 and its closest homologues using the

Figure S1 (continued)

TCOFFEE accurate mode. Secondary structures are highlighted in green for sheets and in yellow for

helices. Secondary structure assignment for UGT74B1 is based on the homology model obtained

the MODELLER program.

using
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'H (top) and *C (bottom) NMR Spectra of compound 7.
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Analysis Info Acquisition Date 03/12/2014 16:09:30
Sample Name  SAB063-T20-T70 Instrument / Ser# maXis 255552.00086
Analysis Name  X017023CYC_24837.d Method Positif.m
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.6 Bar
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Heater 200 °C
Scan End 3000 m/z Set Collision Cell RF 500.0 Vpp Set Dry Gas 7.0 I/min
Imen%- +MS, 0.49-0.51min #28-29, Background Subtracted|
x10%]
5
1 1+
o] 168.0479
39
29
1 1+
] 330.1006
1 134.0602 L 282-|2794 | |
0 T T — T e I T — Tt e L r T T —
50 100 180 200 260 300 350 400 miz
lnteﬂﬁ‘;-l; 330.1006 +MS, 0.49-0.51min #28-29, Background Subtracted|
x104] ’
44 ‘
3] h
2]
1 1+
1 ‘ 331.1042
11 | 1+
1 || 331.2845 332.1004
b A A
QI, J i
x10%] 330.1006 CraH20N OGS, 330.1006
51
45 |
3
2] !
] 1+
1] 331.1037 1+
1 ‘ 0 332.0997
ol —————————— R S
330.0 330.6 331.0 331.5 332.0 3326 333.0 333.5 m/z
Meas. m/z z # lonFormula m/z err[ppm] mSigma rdb e~ Conf
168.047942 1+ 1 C8H10NOS 168.047761 14 4.4 45 even
330.100620 1+ 1 C14H20NO6S  330.100585 0.1 11.7 55 even

Figure S3 : HRMS Spectrum of compound 7.
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'H (top) and *C (bottom) NMR Spectra of compound 9.

Figure S4



Analysis Info
Sample Name

SAB064-T20-T50

Acquisition Date
Instrument / Ser#

03/12/2014 16:11:23
maXis 255552.00086

Analysis Name X017024CYC_24838.d Method Positif.m
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.6 Bar
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Heater 200 °C
Scan End 3000 m/z Set Collision Gell RF 500.0 Vpp Set Dry Gas 7.0 I/min
Intens.-| +MS, 0.19-0.51min #11-30, -Peak Bkgrnd
5]
X10
54
] 1+
4] 168.0479
3
2
] 1+
11 330.1007 1+
] 352.0824
] 134.0602 L 282.2795 \ :
L R T T T S e T e T o T T T
50 100 150 200 250 300 350 400 m/z
Intens. |1, 330.1007 +MS, 0.15-0.51min #11-30, -Peak Bkgrnd
X105 |
0.8
0.6
0.4+
1 1+
0.2 331.1038 1+
] JL ﬂ 331.2844 332.0995
0. it
xT0°]1. 330.1006 CiaH20NO6S, 330.1006)
i 1
0.8
0.6
0.4+
7 | 1+
0.24 | 331.1037 1+
] I IL 332.0997
: —_ : : . A : : :
329.5 330.0 330.5 331.0 3315 332.0 3325 333.0 333.5 m/z
Meas.m/z z # lonFormula m/z err[ppm] mSigma rdb e  Conf
168.047920 1+ 1 CBHIONOS 168.047761 0.9 46 45 even
330.100677 1+ 1 C14H20NO6S 330.100585 0.3 6.6 5.5 even
352.082400 1+ 1 C14H19NNaO6S 352.082529 -0.4 8.0 55 even

Figure S5 : HRMS Spectrum of compound 9.
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Figure S6



Analysis Info

Sample Name

SAB065-T15-4-T30

Acquisition Date
Instrument / Ser#

10/12/2014 22:50:05
maXis 255552.00086

Analysis Name X017245CYC_Na.d Method Positif.m
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.6 Bar
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Heater 200 °C
Scan End 3000 m/z Set Collision Gell RF 500.0 Vpp Set Dry Gas 7.0 I/min
Intens. +MS, 0.19-0.73min #11-43, -Peak Bkgrnd|
x10%]
2.5
2.0] 1+
g 3812974
1.5
] 1+
] 3532662
1.09 1+
b 204:0869 1+
0 5: 1+ 3132737
S 138:05561 ) ¢ 1+
1 1 226.0687 k 451.0676
00—+t l VS OO W'Y , ——— 4k S U VY
100 200 300 400 500 600 m/z
Intens.1. 39301089 +MS, 0.19-0.73min #11-43, -Peak Bkgrnd|
x105
1.09
0.8+
0.6+
0.4+ 14
394.1119
0.2 1+
J 395.1084
0.% A
x10°1. 393.1091 CigH22N2Na1065y, 393.1091
1.09 \
|
0.8+
0.6+
0.4+ 1+
394.1121
0.2+ w ) 1+
| 395.1086 1+
) )\ 396.1101
0.0 T T T T T T T T T T
3925 393.0 393.5 394.0 3945 395.0 395.5 396.0 396.5 397.0m/z
Meas.m/z z # lonFormula m/z err[ppm] mSigma rdb e Conf
138.055068 1+ 1 C7H8NO2 138.054955 0.8 1.4 4.5 even
168.065466 1+ 1 C8H10NO3 168.065520 0.3 2.1 4.5 even
186.076283 1+ 1 C8H12NO4 186.076084 1.1 1.4 3.5 even
204.086877 1+ 1 (C8H14NO5 204.086649 1.1 26.1 2.5 even
313.273719 1+ 1 C19H3703 313.273721 -0.0 5.4 1.5 even
331.284332 1+ 1 C19H3904 331.284286 0.1 191 0.5 even
341.304892 1+ 1 C21H4103 341.305022 -0.4 5.5 1.5 even
353.266170 1+ 1 C17H33N60O2 353.265951 0.6 241 4.5 even
1+ 1 C19H38NaO4 353.266230 0.2 0.4 0.5 even
359.3156518 1+ 1 (C21H4304 3569.3156586 -0.2 407.6 0.5 even
381.297360 1+ 1 C19H37N602 381.297251 -0.3 3.4 4.5 even
1+ 1 C21H42NaO4 381.2975631 0.4 2.8 0.5 even
393.108913 1+ 1 C14H17N80O4S 393.108798 0.3 6.0 105 even
1+ 2 ©C22H13Ne02 393.109450 -1.4 385 19.5 even
1+ 1  C16H22N2NaO6S  393.109078 -0.4 8.2 6.5 even

FigureS7 : HRMS Spectrum of compound 10.
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