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Figure S1. Docking analysis of salicylketoxime 2b into ERp binding site.
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Data File: D:

Metodo:

Page | of 1

32Karat\Projects\HPLC\Data\2012\novembre\28-11-12\IP9 254bis.dat

D:\32Karat\Projects\HPLC\Method\tamp_amm_acetat-acetnitrile | ml-min_254nm_da50-50a95-5.met

Acquisito: 11/28/2012 4:41:28 PM
Stampato: 12/05/2012 08:42:30 AM
08 ) 08
Retention Time
OH
CHs
06 HO.
N 06
H\O
) 2 2a
2 0.4 %
<
0.2
0.2
[ = R
@
o N
0.0 -8
4 0.0
0.0 25 5.0 7.5 10.0 125 15.0 17.5 20.0 225 250
Minutes
Det 166 Results
Nome Migration Time Area % Area
0.833 0.44 41668
1.100 0.52 49670
1.550 98.97 9400594
2.283 0.07 6301
‘ Totals [
1 e _ . | 100.00 9498233
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min = -1.5, max = 600.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
129 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-120 H:0-180 N:0-5 0:0-6
Kim, Sung Hoon, ADC292 University of llinois, SCS, Mass Spectrometry Lab Q-tof UES21
Qtof_54237 18 (1.350) AM (Cen,3, 80.00, Ar,15000.0,558.36,0.70,LS 3); Sm (SG, 2x5.00); Cm (17:18) 1: TOF MS ES+
2.78e+003
10 244.0971
o@ 2409892 545 1431 2430805 2440450 245.1014 246.1049 2471354 2480890 548 91700401781 2501277 e
I A D e I N D R D
241.00 24200 243.00 244.00 245.00 246.00 247.00 248.00 249.00 250.00
Minimum: -1.5
Maximum: 5.0 10.0 600.0
Mass Calc. Mass mDa PFM DBE i-FIT Formula
244,0971  244.0974 -0.3 -1.2 8. 9.8 cl4a H14 N 03
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Data File: D:\3
Metodo:

Page 1 of 1

2Karat\Projects\HPLC\Data\2012\novembre\28-11-12\IP27 254.dat

D:\32Karat\Projects\HPLC\Method\tamp amm_acetat-acetnitrile Iml-min 254nm_da70-30a95-5.met

Acquisito: 11/28/2012 2:47:33 PM
Stampato: 12/05/2012 08:40:50 AM
20 Retention Time 20
CH, OH
1.5 HO\N 15
H.
(@)
2b
= 1.0 1.0
<
0.5 0.5
~ I~
R
O‘ -
0.0 B 0.0
o
o
0 2 4 6 8 10 12 14 16 18 20
Minutes
Det 166 Results
Nome Migration Time Area % Area
0.767 0.78 75349
0.983 99.01 9560728
1.417 0.21 20563
Totals
100.00 9656640
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 600.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons
136 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-120 H:0-180 N:0-5 0©:0-6
Kim, Sung Hoon, IP27 University of llinois, SCS, Mass Spectrometry Lab Q-tof UES21
Qtof 54243 15 (1.126) AM (Cen,3, 80.00, Ar,15000.0,558.36,0.70,LS 3); Sm (SG, 2x5.00); Cm (14:15) 1: TOF MS ES+
1.18e+003
10 2581129
% 257.1345257 2506 257.7713 0583163 200-9452259.1167 259.3252 o 0051 260.1229 2609370 2611286 261 2548 2919313
L L B B L B L L B B L B L L B B B L B B N B
257.00 25750 258.00 258.50 259.00 25950 260.00 260.50 261.00 261.50
Minimum: -1.5
Maximum: 5.0 10.0 600.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
258.1129 258.1130 -0.1 -0.4 8.5 4.4 Cl5 Hle W 03

S4
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Page | of |

Data File: D:\32Karat\Projects\HPLC\Data\2012\novembre\29-11-12\[P30 254.dat
Metodo: D:\32Karat\Projects\HPLC\Method\tamp amm_acetat-acetnitrile 0 7ml-min 254nm.met
Acquisito: 11/29/2012 9:58:52 AM
Stampato: 12/05/2012 09:07:47 AM
0.6 06
Retention Time
OH
CHs
0.4 HO. 0.4
N F
H. o
2 2c 2
0.2+ 0.2
o
0.0 -2 0.0
o
0 2 4 6 8 10 12 14 16 18 20
Minutes
Det 166 Results
Nome Migration Time  Area % Area
10.100 100.00 10259071
Totals
100.00 10259071
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 600.0
Element prediction: Off
Number of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons
129 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-120 H:0-180 N:0-5 ©:0-6 F:1-1
Kim, Sung Hoon, ADC359 University of llinois, SCS, Mass Spectrometry Lab Q-tof UES21
Qtof_54238 44 (3.291) AM (Cen,3, 80.00, Ar,15000.0,558.36,0.70,LS 3); Sm (SG, 2x5.00); Cm (44:45) 1: TOF MS ES+
1.71e+003
10 262.0880
Q'E 260.0726 261.1323 2619517 262 8421263 092063 5971 264.0954 254 3980565 1093 2661181 266.9258 267 1585
L L A B L B L B R L B S R L L A
260.00 261.00 262 00 26300 264 00 26500 26600 267 00
Minimum: -1.5
Maximum: 5.0 10.0 600.0
Mass Calc. Mass mDa PEM DBE i-FIT Formula
262.0880 262.0879 0.1 0.4 8.5 2.4 cl4 HI3 W 03 F
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Data File: D:\32Karat\Projects\HPLC\Data\2012\novembre\28-11-12\IP35 254.dat

Metodo: D:\32Karat\Projects\HPLC\Method\tamp amm_acetat-acetnitrile 0 7ml-min_254nm.met
Acquisito: 11/28/2012 5:31:02 PM

Stampato: 12/05/2012 08:47:12 AM

Retention Time

AU

04 04
CH, OH
HO
0.3 N F 0.3
H. o
5 2d
< 02 02
0.1 0.1
~
o o)
o] (3]
p< -
[v2)
00— — —— e — —— -8B 0.0
o
0 2 4 6 8 10 12 14 16 18 20
Minutes
Det 166 Results
Nome Migration Time Area % Area
8.867 1.47 129970
10.533 98.25 8675809
13.517 0.27 24145
Totals
100.00 8829924
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 600.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
136 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-120 H:0-180 N:0-5 0©:0-6 F:1-1
Kim, Sung Hoon, IP35 University of llinois, SCS, Mass Spectrometry Lab Q-tof UES21
Qtof_54247 52 (3.887) AM (Cen,3, 80.00, Ar,15000.0,558.36,0.70,LS 3); Sm (SG, 2x5.00); Cm (52:54) 1: TOF MS ES+
5.79e+003
10 2761034

q/

E 274.9355.275.0897  275.6093 276.3131 277.1086 2778708 575 1112 278.7152 279.0998270.2354 2 0824 iz
L B A 0 B 0 L LA L B L BN B IR IS IS BRI R A I B
274.50 275.00 27550 276.00 276.50 277.00 277.50 278.00 278.50 279.00 279.50 280.00

Minimum: -1.5

Maximum: 5.0 10.0 600.0

Mass Calc. Mass mDa PPM DBE i-FIT Formula

276.1034  276.1036 -0.2 -0.7 8.5 5.1 Cl5 HI5 N 03 §
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AU

Data File:

Metodo:
D:\32Karat\Projects\HPLC\Method\tamp_amm_acetat-acetnitrile_Iml-min_254nm_da70-30a95-5.met

11/28/2012 11:18:57 AM
12/04/2012 02:06:36 PM

Acquisito:
Stampato:

2.0 1

1.0 ¢

0.5+

0.0 -

1O# 196

100

o5

20

85

s0

Page 1 of 1

D:\32Karat\Projects\HPLC\Data\2012\novembre\28-11-12\IP10_254 70-30_bis.dat

Retention Time 2.0
l OCH, 1
O ‘ 1.0
2e
0.5
B —~ 0.0
0
16 1é 1§ 16 18 20
Minutes
Det 166 Results
Nome Migration Time Area % Area
1.583 100.00 10096221
Totals
100.00 10096221
2 'EGN me [ 50,00 650.00]
D)
)
“ i piadh '«11&1 lJ‘»mMJL”}‘ L 3,72: ,32,3r e 294 434 470 sos 556 586 627 648

AU
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Data File: D:\32Karat\Projects\HPLC\Data\2012\novembre\27-11-12\P15_254 70-30.dat
Metodo:
D:\32Karat\Projects\HPLC\Method\tamp amm_acetat-acetnitrile_1ml-min_254nm_da70-30a95-5.met
Acquisito: 11/27/2012 10:52:54 AM
Stampato: 12/04/2012 02:00:54 PM
20 Retention Time =0
OCH
CHj 3
1.5 HO 1.5
N F
H. o
1.0
2 1.0 2f 2
05 05
0.0 = 0.0
0
0.0 25 50 7.5 10.0 12.5 15.0 17.5 20.0 225 25.0
Minutes
Det 166 Results
Nome Migration Time  Area % Area
1.517 100.00 16442736
Totals !
) | 100.00 | 16442736
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 600.0
Element prediction: Off
Number of isctope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
136 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-120 H:0-180 N:0-5 0:0-8 F:1-1
Kim, Sung Hoon, IP15 University of llinois, SCS, Mass Spectrometry Lab Q-tof UES21
Qtof_54239 43 (3.215) AM (Cen,3, 80 00, Ar,15000 0,558 36,0 70 LS 3): Sm (SG, 2x5.00); Cm (43-45) 1- TOF MS ES+
2 51e+003
10 2761037
WE 2741720 244057 751682 o756810 276.1668 2771080 2778749 5751095 2784240 791601 2794540
27400 | 27450 | 27900 | 27850 | 27800 | 27850 | 27700 | 27750 | 27800 | 27850 | 27900 | 27950
Minimum: -1.5
Maximum: 5.0 10.0 600.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
276.1037  276.1036 0.1 0.4 8.5 0.2 cl5 H15 N 03 F
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Data File:
Metodo:

Page | of 1
D:\32Karat\Projects\HPLC\Data\2012\novembre\29-11-12\IP16 254 70-30.dat

D:\32Karat\Projects\HPLC'\Method\tamp amm acetat-acetnitrile Iml-min 254nm da70-30a95-5.met

Acquisito: 11/29/2012 1:07:35 PM
Stampato: 12/05/2012 08:51:17 AM
2.0 Retention Time 20
F
15 CH3 15
HO.
N
H. o
1.0
2 0 2g 2
0.5 0.5
™
© o &9
e P
o« N
0.0 = 0.0
@
0 2 4 6 8 10 12 14 16 18 20
Minutes
Det 166 Results
Nome Migration Time Area % Area
0.967 0.23 33123
1.567 0.07 10066
1.817 99.50 14332048
2:333 0.20 28509
Totals
| | 100.00 | 14403746
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 600.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
121 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-120 H:0-180 N:0-5 0:0-6 F:1-1
Kim, Sung Hoon, IP16 University of llinois, SCS, Mass Spectrometry Lab Q-tof UE5S21
Qtof_54240 47 (3.515) AM (Cen,3, 8000, Ar,15000.0,558 36,0 70 LS 3); Sm (SG, 2x5.00); Cm (47-49) 1- TOF MS ES+
3.54e+003
10 246.0931
O/E 2448074 545 0847 2452385 2450208246 2823 2105516 247.0909 5,7 53y5 248.1004 2439185 2491717 oo
L N L B I L B S B B AL B BN LN LSS LA L R AL LA I DAL BN BN B
244 50 24500 245 50 24600 246 50 247 00 247 50 248.00 248 50 24900 249 50
Minimum: -1.5
Maximum: 5.0 10.0 600.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
246.0931  246.0930 0.1 0.4 8.5 2.0 Cl4 H13 N 02 F

S9



Page | of |

Data File: D:\32Karat\Projects\HPLC\Data\2012\novembre\28-11-12\IP17 254 70-30.dat
Metodo:

D:\32Karat\Projects\HPLC\Method\tamp amm _acetat-acetnitrile_Iml-min_254nm_da70-30a95-5.met
Acquisito: 11/28/2012 9:30:03 AM

Stampato: 12/05/2012 08:32:01 AM

Retention Time

06+ 06

HO.
W
04 H 04
~O

2
<
2h
0.2 0.2
™
o OMm ©
o M M -
0 melvm
o - o
0.0 ——& e 0.0
<
o
0 2 4 6 8 10 12 14 16 18 20
Minutes
Det 166 Results
Nome Migration Time  Area % Area
0.500 0.27 18862
1.533 0.38 26858
2.133 0.26 18524
2.483 98.79 6999710
3.133 0.31 21749
Totals
B 100.00 7085703
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 600.0
Element prediction: Off
Number of isctope peaks used for i-FIT =3
Menoisotopic Mass, Even Electron lens
121 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-120 H:0-180 N:0-5 0:0-6 CI: 1-1
Kim, Sung Hoon, IP17 University of llinois, SCS, Mass Spectrometry Lab Q-tof UES21
Qtof_54241 50 (3.739) AM (Cen,3, 80.00, Ar,15000.0,558.36,0.70,LS 3): Sm (SG, 2x5.00): Cm (50:52) 1: TOF MS ES+
3.75e+003
10 262.0634
264 0611
b 2601938 2611335 263.0875 | 2650633 26B.0654 2671227 2681004 2691820
L L L L L L A N B NN BN AL BN AL RN RSLI AL LS AR LA I
260.0 261.0 262.0 263.0 264.0 265.0 266.0 267.0 268.0 269.0
Minimum: -1.5
Maximum: 5.0 10.0 600.0
Mass Calc. Mass mDa PFM DBE i-FIT Formula
262.0634 262.0635 -0.1 -0.4 8.5 2.7 cl4 HI3 N o2 cl1

S10
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Page 1 of |

Data File: D:\32Karat\Projects\HPLC\Data\2012\novembre\28-11-12\IP31_254_70-30.dat
Metodo:
D: \32Karat\Projects\HPLC~Method\lampAamm_acetat-acetnitriIe Iml-min_254nm_da70-30a95-5.met
Acquisito: 11/28/2012 12:23:24 PM
Stampato: 12/04/2012 02:07:24 PM
20 20

AU

Retention Time

15 1.5
OH
CH;
HO.
N CHs
1.0 H\ 1.0 2
@)
2i
0.5 - 0.5
0.0 8- +0.0
o
0 2 4 6 8 10 12 14 16 18 20
Minutes
Det 166 Results
Nome Migration Time Area % Area
1.000 100.00 8039637
Totals
100.00 8039637
Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 600.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

136 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-120 H:0-180 N:0-5 0©:0-6

Kim, Sung Hoon, IP31 University of llinois, SCS, Mass Spectrometry Lab Q-tof UES21
Qtof_54245 52 (3.888) AM (Cen,3, 80.00, Ar,15000.0,558.36,0.70,LS 3); Sm (SG, 2x5.00); Cm (52:54) 1: TOF MS ES+
2.28e+003
10 258.1133
4 o564561 2571065 2579381 | 2586650  250.1174 250.8785)5) 117 261.1333 262.0673 26306802635519
e B B B e L A B S B B L B L A o e e Lo v e
257.00 258.00 259.00 260.00 261.00 262.00 263.00
Minimum: -1.5
Maximum: 5.0 10.0 600.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
258.1133 258.1130 0.3 1.2 8.5 1.2 Cl5 Hle N O3

S11



Page 1 of 1
Data File: D:\32Karat\Projects\HPLC\Data\2012\novembre\27-11-12\[P21 254.dat
Metodo:
D:\32Karat\Projects\HPLC\Method\tamp_amm_acetat-acetnitrile_Iml-min_254nm_da70-30a95-5.met
Acquisito: 11/27/2012 11:54:19 AM
Stampato: 12/05/2012 08:55:04 AM

Retention Time

1.25 1.25
. OCHs 1
CH,4 =
HO
N CH,
0.75 0.75
H ~
5 0)
z 2
2j
0.50 0.50
0.25 0.25
o
0
0
0.00 = Q = - 0.00
o
0 2 4 6 8 10 12 14 16 18 20
Minutes
Det 166 Results
Nome Migration Time Area % Area
1.550 0.83 80407
2133 99.17 9651676
Totals
100.00 9732083
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 600.0
Element prediction: Off
Number of isctope peaks used for i-FIT = 3
Menoisotopic Mass, Even Electron lons
143 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-120 H:0-180 N:0-5 0:0-6
Kim, Sung Hoon, IP21 University of llinois, SCS, Mass Spectrometry Lab Q-tof UES21
Qtof_54242 49 (3.663) AM (Cen,3, 80.00, Ar,15000.0,558.36,0.70,LS 3): Sm (SG, 2x5.00); Cm (49-50) 1: TOF MS ES+
4 51e+003
10 2721284
q/
2710197 o717267  |2723307 229032030928 750507 o741350 2747206 2751410 275555 27610635 0200
A R RS RN S R R I UL L R S IR I IS L IO I IS UL L R S I
271.00 271.50 272.00 27250 273.00 273.50 274.00 274.50 275.00 275.50 276.00 276.50
Minimum: -1.5
Maximum: 5.0 10.0 600.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
272.1284 272.1287 -0.3 -1.1 8.5 5.0 cle H18 N 03

S12



Data File: D:\32Karat\Projects\HPLC\Data\2012\novembre\30-11-12\[P32 254 .dat

Metodo:

D:\32Karat\Projects\HPLC\Method\tamp _amm_acetat-acetnitrile 1ml-min_254nm_da70-30a95-5.met
Acquisito: 11/30/2012 12:41:34 PM

Stampato: 12/04/2012 02:29:11 PM

Retention Time

15 15
OH
CH;
HO.
1.0 N Cl 1.0
2 H ~0
2k
0.5 0.5
0.0 3 0.0
S}
0 2 4 6 8 10 12 14 16 18 20
Minutes
Det 166 Results
Nome Migration Time Area % Area
1.050 100.00 8527657
Totals
B 100.00 | 8527657
Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 600.0
Element prediction: Off
Number of isctope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons
129 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:
C:0-120 H:0-180 N:0-5 0:0-6 CI:1-1
Kim, Sung Hoon, IP32 University of llinois, SCS, Mass Spectrometry Lab Q-tof UES21
Qtof_54246 41 (3.065) AM (Cen,3, 80.00, Ar,15000.0,558.36,0.70,LS 3); Sm (SG, 2x5.00); Cm (41:42) 1: TOF MS ES+
1.88e+003
10 278.0582
o 280.0560
E 2750733 2761054 277.1027 279.0624 [ 2810585 2822054 2831726 283.9975 2851368 2P0 7100
L I B L I L B L I I I L B N BN R LI IS L NN L IS L I
2750 276.0 2770 2780 279.0 280.0 2810 2820 283.0 2840 2850 286.0
Minimum: -1.5
Maximum: 5.0 10.0 600.0
Mass Calc. Mass mDa PEPM DBE i-FIT Formula
278.0582 278.0584 -0.2 -0.7 8.5 11.¢ cl4 HI3 N 03 Cl

S13
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Page 1 of 1

Data File: D:\32Karat\Projects\HPLC\Data\2012\novembre\30-11-12\[P22 254 70-30.dat
Metodo:

D:\32Karat\Projects\HPLC\Method\tamp amm _acetat-acetnitrile 1ml-min 254nm_da70-30a95-5.met
Acquisito: 11/30/2012 11:37:45 AM

Stampato: 12/04/2012 02:27:49 PM

Retention Time

15 L
OCH3
CHs
1.0 HO. 1.0
N Cl
2 H\o
2i
05+ 05
0.0 3 0.0
@
0 2 4 5 8 10 12 14 16 18 20
Minutes

Det 166 Results

Nome Migration Time Area % Area
1.883 100.00 13021334
Totals
100.00 13021334
Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 600.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

136 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-120 H:0-180 N:0-5 0:0-6 CI: 11

Kim, Sung Hoon, 1P22 University of llinois, SCS, Mass Spectrometry Lab Q-tof UES21
Qtof_54244 50 (3.738) AM (Cen,3, 80.00, Ar,15000.0,558.36,0.70,LS 3); Sm (SG, 2x5.00); Cm (50:52) 1: TOF MS ES+
461e+003
10 292 0737
[ 294 0722
2011679 2922811 293.0780 205.0758 296.0777.296.2804 207 13562973251 298.1591.298.3763
e T e i TET e T T e  aE  e E Ck E R R R e e T
291.00 292.00 293.00 294.00 295.00 296.00 297.00 2938.00
Minimum: -1.5
Maximum: 5.0 10.0 600.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
292.0737 252.0740 -0.3 -1.0 8.5 0.3 Cl5 H15 N 03 cCl

S14
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OH

2m

Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 600.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

140 formula(e) evaluated with 1 results within limits (all results (up to 1000) for each mass)
Elements Used:

C:0-120 H:0-180 N:0-6 0O:0-6 F:3-3

Kim, Sung Hoon, 10-10-2014-BL-29_Fillipo_HRMS University of llinois, SCS, Mass Spectrometry Lab Q-tof UE521
Qtof_55319a 30 (2.252) AM (Cen,3, 80.00, Ar,15000.0,716.46,0.70,LS 3); Sm (SG, 2x5.00); Cm (30) 1. TOF MS ES+
2.12e+002
298.0686
10 297.0621
0,
/'; 206.4438 297.0114 207.2473 297.9381 2982303 298.4803 299.?733 299.2877 300.0674 300.2819 300.6218 300.8787 .
L A B L T A A B B T TR L B B R B AT e
296.50 297.00 297.50 298.00 298.50 299.00 299.50 300.00 300.50 301.00
Minimum: -1.5
Maximum: 5.0 10.0 600.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
298.0686 298,0691 -0.5 -1.7 8.5 2.9 Ccl4 H11 N 03 F3
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Analytical data on intermediate compounds

1-(6-Hydroxy-3-(4-methoxyphenyl)phenyl)ethanone (5¢). (58% yield from 3) 'H NMR
(CDCl3) 6 (ppm): 2.69 (s, 3H), 3.86 (s, 3H), 6.99 (AA'XX', 2H, Jx= 8.4 Hz, Jy4xx= 2.2 Hz), 7.05
(d, 1H, J=8.4 Hz), 7.46 (AA'XX', 2H, J x= 8.4 Hz, J4/xx= 2.2 Hz), 7.66 (dd, 1H, J = 8.4, 3.0 Hz),

7.86 (d, 1H, J= 3.0 Hz), 12.23 (exchangeable s, 1H).

1-(6-Hydroxy-3-(3-fluoro-4-methoxyphenyl)phenyl)ethanone (5f). (66% yield from 3) 'H
NMR (CDCls) 6 (ppm): 2.70 (s, 3H), 3.94 (s, 3H), 6.99-7.09 (m, 2H), 7.22-7.31 (m, 2H), 7.65 (dd,

1H,J=8.4,2.4Hz), 7.84 (d, 1H, J= 2.4 Hz), 12.26 (exchangeable s, 1H).

1-(6-Hydroxy-3-(4-fluorophenyl)phenyl)ethanone (5g). (55% yield from 3) 'H NMR (CDCls) &
(ppm): 2.70 (s, 3H), 7.06 (d, 1H, J = 8.8 Hz), 7.14 (double AA’XX’, 2H, *Jyr, = 9.0 Hz, Jx= 8.8
HZ, JAA'/)Q(': 2.6 HZ), 7.49 (double AA’XX’, 2H, 4JHF—m =56 HZ, JAX: 8.8 HZ, JAA’/XX’: 2.6 HZ),

7.66 (dd, 1H, J= 8.8, 2.4 Hz), 7.86 (d, 1H, J= 2.4 Hz), 12.27 (exchangeable s, 1H).

1-(6-Hydroxy-3-(4-chlorophenyl)phenyl)ethanone (5h). (53% yield from 3) '"H NMR (CDCls)
o (ppm): 2.70 (s, 3H), 7.07 (d, 1H, J = 8.8 Hz), 7.38-7.50 (m, 4H), 7.67 (dd,1H, J = 8.8, 2.4 Hz),

7.88 (d, 1H, J=2.4 Hz), 12.29 (exchangeable s, 1H).

1-(6-Hydroxy-3-(3-methyl-4-methoxyphenyl)phenyl)ethanone (5j). (72% yield from 3) 'H
NMR (CDCls) & (ppm): 2.30 (s, 3H), 2.70 (s,3H), 3.88 (s, 3H), 6.88-6.92 (m, 1H), 7.04 (d, 1H, J =
8.4 Hz), 7.26-7.35 (m, 2H), 7.67 (dd, 1H, J = 8.4, 2.6 Hz), 7.85 (d, 1H, J = 2.6 Hz), 12.22

(exchangeable s, 1H).

1-(6-Hydroxy-3-(3-chloro-4-methoxyphenyl)phenyl)ethanone (51). (59% yield from 3) 'H
NMR (CDCl) & (ppm): 2.70 (s, 3H), 3.95 (s, 3H), 7.00 (d, 1H, J = 8.8 Hz), 7.05 (d, 1H, J = 8.4
Hz), 7.38 (dd, 1H, J= 8.8, 2.4 Hz), 7.55 (d, 1H, J=2.8 Hz), 7.65 (dd, 1H, J = 8.6, 2.8 Hz), 7.83 (d,
1H, J=2.4 Hz), 12.26 (exchangeable s, 1H).
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1-(6-Hydroxy-3-(4-methoxyphenyl)phenyl)propan-1-one (6). (58% yield from 4) 'H NMR
(CDCl3) & (ppm): 1.27 (t, 3H, J=7.6 Hz), 3.11 (q, 2H, J = 7.6 Hz), 3.86 (s, 3H), 6.98 (AA'XX', 2H,
Jux= 8.8 Hz, Jy4xx = 2.8 Hz), 7.04 (d, 1H, J = 8.4 Hz), 7.46 (AA'XX', 2H, Jyx= 8.6 Hz, Jyqyxx =

2.4 Hz), 7.64 (dd, 1H, J= 8.4, 2.8 Hz), 7.89 (d, 1H, J= 2.8 Hz), 12.32 (exchangeable s, 1H).

1-(6-Hydroxy-3-(3-fluoro-4-methoxyphenyl)phenyl)propan-1-one (7). (76% yield from 4) 'H
NMR (CDCl3) 6 (ppm): 1.27 (t, 3H, J = 7.2 Hz), 3.11 (q, 2H, J = 7.3 Hz), 3.94 (s, 3H), 6.99-7.07
(m, 2H), 7.20-7.30 (m, 2H), 7.62 (dd, 1H, J = 8.6, 2.4 Hz), 7.88 (d, 1H, J = 2.4 Hz), 12.34

(exchangeable s, 1H).

1-(6-Methoxy-3-(4-methoxyphenyl)phenyl)-2,2,2-trifluoroethanone (12). (84% yield from 11)
"H NMR (CDCl3) & (ppm): 3.85 (s, 3H), 3.95 (s, 3H), 6.98 (AA'XX", 2H, Jx= 9.0 Hz, Jyix= 2.2
Hz), 7.06 (d,1H, J = 8.6 Hz), 7.47 (AA'XX", 2H, Jx= 9.0 Hz, J44/xx = 2.5 Hz), 7.76 (dd, 1H, J =

8.8,2.2 Hz), 7.83 (d, 1H, J=2.2 Hz).

1-(6-Hydroxy-3-(4-hydroxyphenyl)phenyl)ethanone (8a). (75% vyield from 5e) 'H NMR
(CDCl3) 6 (ppm): 2.69 (s, 3H), 6.92 (AA'XX', 2H, J4x= 8.4 Hz, J44/xx = 3.2 Hz), 7.05 (d, 1H, J =
9.2 Hz), 7.40 (AA'XX', 2H, J4x= 8.4 Hz, Jy4yxx = 3.2 Hz), 7.66 (dd, 1H, J=2.2,9.2 Hz), 7.85 (d,

1H, J=2.2 Hz), 12.23 (exchangeable s, 1H).

1-(6-Hydroxy-3-(4-hydroxyphenyl)phenyl)propan-1-one (8b). (80% yield from 6) 'H NMR
(CDCl3) & (ppm): 1.26 (t, 3H, J= 7.0 Hz), 3.11 (q, 2H, J = 7.0 Hz), 6.92 (AA'XX'", 2H, J,x= 8.2 Hz,
Juavxx=3.0 Hz), 7.03 (d, 1H, J = 8.8 Hz), 7.40 (AA'XX'", 2H, J.x= 8.2 Hz, Jy4/xx= 2.8 Hz), 7.64
(dd, 1H, J = 8.8, 2.4 Hz), 7.88 (d, 1H, J = 2.4 Hz), 8.02 (exchangeable bs, 1H), 12.31

(exchangeable s, 1H).

1-(6-Hydroxy-3-(3-fluoro-4-hydroxyphenyl)phenyl)ethanone (8c). (86% yield from 5f) 'H
NMR (CDCls) & (ppm): 2.70 (s, 3H), 5.22 (exchangeable bs, 1H), 7.03-7.12 (m, 2H), 7.19-7.30 (m,

2H), 7.64 (dd, 1H, J=18.8, 2.4 Hz), 7.83 (d, 1H, J = 2.4 Hz), 12.25 (exchangeable s, 1H).
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1-(6-Hydroxy-3-(3-fluoro-4-hydroxyphenyl)phenyl)propan-1-one (8d). (76% yield from 7) 'H
NMR (CDCl;) & (ppm): 1.27 (t, 3H, J = 7.2 Hz), 3.11 (q, 2H, J = 7.2 Hz), 5.20 (exchangeable bs,
1H), 7.03-7.12 (m, 2H), 7.18-7.29 (m, 2H), 7.62 (dd, 1H, J = 8.8, 2.4 Hz), 7.87 (d, 1H, J = 2.4 Hz),

12.35 (exchangeable s, 1H).

1-(6-Hydroxy-3-(3-methyl-4-hydroxyphenyl)phenyl)ethanone (8i). (82% vyield from 5j) 'H
NMR (CDCls) 6 (ppm): 2.32 (s, 3H), 2.69 (s, 3H), 4.90 (exchangeable bs, 1H), 6.85 (d, 1H, J=7.4
Hz), 7.02 (d, 1H, J= 7.6 Hz), 7.20-7.29 (m, 2H), 7.64 (dd, 1H, J=7.6, 2.0 Hz), 7.84 (d, 1H, J=2.0

Hz), 12.22 (exchangeable s, 1H).

1-(6-Hydroxy-3-(3-chloro-4-hydroxyphenyl)phenyl)ethanone (8k). (66% vyield from 51) 'H
NMR (CDCl3) 6 (ppm): 2.70 (s, 3H), 5.58 (exchangeable s, 1H), 7.05 (d, 1H, J = 8.6 Hz), 7.10 (d,
1H, J=8.2 Hz), 7.35 (dd, 1H, J = 8.4, 2.4 Hz), 7.49 (d, 1H, J = 2.8 Hz), 7.63 (dd, 1H, J = 8.6, 2.8

Hz), 7.82 (d, 1H, J= 2.4 Hz), 12.26 (exchangeable s, 1H).

1-(6-Hydroxy-3-(4-hydroxyphenyl)phenyl)-2,2,2-trifluoroethanone (13). (52% yield from 12)
"H NMR (CDCls) & (ppm): 5.19 (exchangeable s, 1H), 6.93 (AA'XX', 2H, J.x = 8.2 Hz, J 44xx =
2.3 Hz), 7.15 (d,1H, J= 8.8 Hz), 7.40 (AA'XX', 2H, J 4x = 8.2 Hz, J 44uxx = 2.3 Hz), 7.81 (dd, 1H,

J=28.8,2.4 Hz), 7.92 (quintet, 1H, J=2.2 Hz), 11.03 (exchangeable s, 1H).
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Table S1. Body weight vs. treatment time of animals treated with 1, 2a, or 2c.

Animal weight (grams) after time (days)®
Compound
0 7 14
1 23.22+1.75 25.14+1.94 24.78 £ 1.74
2a 24.08 + 2.48 25.95 + 2.68 26.25 £ 2.80
2C 23.06 + 2.32 25.18 + 2.46 2490 £2.23

8Average of > 4 mice = SD
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