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Figure S46. '°F NMR spectrum of compound 8 in CDCl; 49
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Figure S1: HR mass spectrum of compound 1
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Figure S2: '"H NMR spectrum of compound 1 recorded in CDCl;
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Figure S3: 3C NMR spectrum of compound 1 recorded in CDCl;
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Figure S4: '°F NMR spectrum of compound 1 recorded in CDCls. Inset shows the expansion
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Figure S5: ''B NMR spectrum of compound 1 recorded in CDCl;. Inset shows the expansion
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Figure S6: 'H-'H COSY spectrum of compound 1 recorded in CDCls.
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Figure S7: Partial 'H-"H NOESY spectrum of compound 1 recorded in CDCl;.
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Figure S8: HR mass spectrum of compound 2
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Figure S9: 'H NMR spectrum of compound 2 recorded in CDCl;
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Figure S10: *C NMR spectrum of compound 2 recorded in CDCl;
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Figure S11: 'F NMR spectrum of compound 2 recorded in CDCl;. Inset shows the expansion
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Figure S12: ''B NMR spectrum of compound 2 recorded in CDCl;. Inset shows the expansion
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Figure S13: HR mass spectrum of compound 3
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Figure S14: "H NMR spectrum of compound 3 recorded in CDCl;
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Figure S15: 3C NMR spectrum of compound 3 recorded in CDCl;
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Figure S16: ''B NMR spectrum of compound 3 recorded in CDCl;. Inset shows the expansion
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Figure S17: 'F NMR spectrum of compound 3 recorded in CDCl;. Inset shows the expansion



21

Analysis Info _ Acquisition Date  7/16/2014 6:07:40 PM
Analysis Name D:\Data\JULY 14\MR-SK-ABP-CN..d
Method Tune_pos_Standard_NAL-1500.m Operator mr-rs-in
Sample Name  MR-SK-ABP-CN _ Instrument maXis impact 262001.00081
Comment C57TH40BF2N703
Acquisition Parameter
Source Type ESI lon Polarity Paositive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 3700V Set Dry Heater 180 °C
Scan Begin 50 miz Set End Plate Offset  -500 V Set Dry Gas 4.0 Umin
Scan End 1500 m/z Set Coliision Cell RF  1200.0 Vpp Set Divert Valve Source
Intans. ] MR-SK-ABP-CN..d: +MS, 0.6min #33, 100%=98596
x104] 9203334  gen cacq ' '
1.5
1.0
0.57 819.5291
1047.6026 11697184
0.0 SR ymrpaply PPN NI WP YD NI W N——
‘ 800 850 200 950 1000 1050 1100 1150 1200 mz
intens, i +MS, 0.2-0.3min #9-19, 1009%=99982
104 920.3337
1,51
] 921.3 '
1.07 8 925.3496
] 926.3522
0.5 919.3360 9223400
] I 924.13525 927.3552
0.0 o AP SR S S . Sy A o ere o S o sy e
910.0 912.5 915.0 917.5 920.0 0225 925.0 9275 $30.0 miz
Meas. miz # lon Formuld miz er[ppm] mSigma #Sigma Score rdb e Conf N-Rule
920.3337 1 C57H41BF2N703 9203336 0.1 40.1 1 10000 405 even ok

Figure S18: HR mass spectrum of compound 4
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Figure S19: 'H NMR spectrum of compound 4 recorded in CDCl;
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Figure S20: >*C NMR spectrum of compound 4 recorded in CDCl;
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Figure S21: 'F NMR spectrum of compound 4 recorded in CDCl;. Inset shows the expansion
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Figure S22: ''B NMR spectrum of compound 4 recorded in CDCl;. Inset shows the expansion




26

"

Analysis Info Acquisition Date  6/18/2014 5:36:51 PM
IAnalysis Name  D:\Data\JUNE 14\MR-SK-ABP-l.d
Method Tune_pos_Standard_NAI-1000.m Operator MR-RS-IN
Sample Name  MR-SK-ABP-| Instrument maXis impact 282001.00081
Comment C56H40BF2N705
IAcquisition Parameter
[Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Capillary 3700V Set Dry Heater 180 °C
[Scan Begin 50 m/fz Set End Plate Offset - -500V Set Dry Gas 4.0 Vmin
[Scan End 1000 m/z Set Collision Cell RF  400.0 Vpp Set Divert Valve Source
Intens. | +MS, 0.5-0.7mif4B1293, 100%=81522
925.3497
104
103
1021 671.3182
787.3219
600.1045 640.1724
750.2738
14 .
10 550 600 650 700 750 800 850 800 950 m/z
Meas. m/iz # lon Formula . miz er[ppm] mSigma #Sigma Score rdb e Conf N-Rule
9403233 1 C56H41BF2N705 940.3234 0.1 18.4 1 100.00 395 even ok

Figure S23: HR mass spectrum of compound 5§
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Figure S24: '"H NMR spectrum of compound 5 recorded in CDCl;
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Figure S25: 3C NMR spectrum of compound 5 recorded in CDCl;
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Figure S26: '°F NMR spectrum of compound 5 recorded in CDCl;. Inset shows the expansion




30

Figure S27: ''B NMR spectrum of compound 5 recorded in CDCl;. Inset shows the expansion
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Figure S28: HR mass spectrum of compound 6
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Figure S29: '"H NMR spectrum of compound 6 recorded in CDCl;
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Figure S30: >*C NMR spectrum of compound 6 recorded in CDCl;
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Figure S31: 'F NMR spectrum of compound 6 recorded in CDCl;. Inset shows the expansion




35

Figure S32: ''B NMR spectrum of compound 6 recorded in CDCl;. Inset shows the expansion
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Analysis Info
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Figure S33: HR mass spectrum of compound 7
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Figure S34: 'H NMR spectrum of compound 7 recorded in CDCl;
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Figure S35: 'F NMR spectrum of compound 7 recorded in CDCl;. Inset shows the expansion
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Figure S36: ''B NMR spectrum of compound 7 recorded in CDCl;. Inset shows the expansion
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Figure S37: HR mass spectrum of compound Zn1
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NAME MR-SK-ABP-CH3-ZN-1H
EXPNO 8
PROCNO 1
Date_ 20140821
Time 21.47
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
™ 54274
SOLVENT cDell
NS 13
DS 0
SWH 12019.230 Hz
FIDRES 0.221455 Hz
a0 2.2578485 sec
RG 203
DW 41.600 usec /
DE 6.50 usec - s S e
TE 297.6 K
D1 1.00000000 sec
TDO 1

___________ T T T T T T T
o CHAMIEL) £1, Seenaues 9.5 9.0 8.5 80 7.5 7.0 6.5 ppm
Pl 14.75 usec
PL1 -1.00 &8 AAREA ol [wlslfe] [mfo)m|  fer})
PL1W 10.56200695 W S| 2= 14 1 ] I N Y = (S
:1;01 qon.ug;;ég MHz -l lelsl | el lololll talal<]  lgila
SF 400.1300096 MHz
WDW EM
S5B 0
LB 0.30 Hz
GB 0
PC 1.00

S ! i/ f/ // 1 p
l i l ll A LJLL\ L x e

10 9 8 7 6 5 4 3 2 1 0 -1 -2 3 ppm
e i g

Figure S38: 'H NMR spectrum of compound Zn1 recorded in CDCl;
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Figure S39: '"F NMR spectrum of compound Znl recorded in CDCl;. Inset shows the
expansion
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Figure S40: ''B NMR spectrum of compound Znl recorded in CDCl;. Inset shows the
expansion
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Figure S41: '"H NMR spectrum of compound Nil recorded in CDCl;
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Figure S42: 'F NMR spectrum of compound Nil recorded in CDCls. Inset shows the expansion
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Curxent Data Parameters
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Figure S43: ''B NMR spectrum of compound Nil recorded in CDCl;. Inset shows the expansion



Figure S44: LR mass spectrum of compound 8
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