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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;



OCHj /

14

Current Data Parameters

o : o w© NAME MR-SK-ABP-0H-1-19F
1B~ EXPNO 7
3333 PROCNO 1
wuwww .
F2 - Acquisition-.Parameters
V Date_ 20140704
Time 2543
INSTRUM . spect
PROBHD 5 mm PABBO BB/
PULPROG zgflgn
TD 131072
SOLVENT CDCL3
NS 9
Ds 4
SWH 113636.367 Hz
FIDRES . 0.866977 Hz
AQ 0.5767168 sec
RG 119.07
o~~~ W 4.400 usec
o~ DE 6.50 usec
0w o~ TE 296.4 K
[V D1 1.00000000 sec
< o TDO 1
oA
oo ======== CHANNEL fl ==s=a===
| , | \ SFO1 470.5453180 MHz
NUC1 19F
- Pl i "13.50 usec
PLW1 40.00000000 W
to F2 - Processing parameters
| SI 65536
| SF 470.5923770 MHz
WOMW BM
SSB [}
LB 0.30 Hz
GB 0
PC 1.00
T
ppm
T T T T T T T T T T T T T T T
40 -70: 80 -80 -100 -110 =120 -130 -140 -150 -160 “70 -180 -190 ppm

Figure S11: 'F NMR spectrum of compound 2 recorded in CDCl;. Inset shows the expansion



15

\_ o

Current Data Parameters

NAME MR-SK-ABP-OH-1-11B
EXPNO 3
~o PROCNO 1
]
-o o F2 - Acquisition Parameters
Date_ 20140704
\V Time 22.40
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg
D 65536
SOLVENT cDel3
NS 49
DS 8
SWH 32051.281 Hz
FIDRES 0.489064 Hz
AQ 1.0223616 sec
RG 197.27
W 15.600 usec
DE 6.50 usec
TB 296.4 XK
D1 1.00000000 sec
TDO 1
5=  sesmessa CHANNEL f1 ========
- ® @ SFO1 160.4615792 MHz
- o o NUC1 11B
‘ | I Pl 10.25 usec
PLW1 100.00000000 W
F2 - Processing parameters
85I 32768
SF 160.4615372 MHz
WDW EM
S8B 0
1 1B 1.00 Hz
GB 0 .
PC 1.40
T T T T T T T
16 14 1.2 1.0 038 ppm
- ’
r T T T T T T T T T T T T T T T T T T T
90 80. 70 60 50 40 30 20 10 0 -10 -20 -30 -40 50 60 -70 -80 ppm

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;




22.88
™~14.31

Q@ DMOWONOD®

i N.“".".“.qﬂ.’.”."’u*’. 28 e STy
g8 ¥88ISNEEsTE N B85 SSgasaa
- - PRSI AR B S o NN~ 10 gw‘

Current Data Parameters

HAME MR-SK-ABP-H-13C

EXPRO 12

PROCFO 1

P2 - Acquisition Parameters

Date_ 20140718

Time

INSTRUM spect

PROBHD 5 wm PABBO BB/

PULPROG . 2gpg30

™ 65536

SOLVENT coe13

NS 183

DS 4

Wi 29761.904 Hz

FIDRES 0.454131 Bz

a0 1.1010048 sec

RG 197.27

o 16.800 usec

DE .50 usec

= 298.2 K

D1 2.00000000 sec

DL 0.03000000 sec

D0 1

<cs=cc2s CHANNEL £1 sg====e=

sFo1 125.7703637 Mux

Nuc1 13¢

Pl 8.90 usec

PLNL 103.00000000 ¥

[— BL £2 smemmmo

sr02 500.1320005 Mz

NUC2 15

CPDPRG[2 waltz16

PCRD2 80.00 usec

PLM2 13.00000000 W

PLW12 0.34327999 W

PLW13 0.21969999 W

F2 - Processing parameters

s1 32768

S 125.7577674 MHz

WO ™

e 4

LB 1.00 Bz

cB 0

BC 1.40 é

T T T T T T T T

T T T T T T T T T T T T
210 200 196 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20

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
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Figure S18: HR mass spectrum of compound 4
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AQ 3.2767999 sec
0 o n| ol ol | wleiel | - RG 106.54
S M a i a8 S |5 M 5 oW 50.000 usec
B & A I ol e Al lo [ I | B o DE 6.50 usec
TE 297.5 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ss======
SFO1 500.1330885 MHz
NUCL . - 1H
Pl 13.00 usec
PLW1 13.00000000 W
F2 - Processing parameters
ST 65536
SF 500.1300149 MHz
WDW EM
85B 4]
LB 0.30 Hz
GB 0
PC 1.00
/ / AV /A8 TR 13 S
T T T T T T T T T T T L
9 5 4 3 2 1 -1 2 ppm

sy

Figure S19: 'H NMR spectrum of compound 4 recorded in CDCl;




OCH;

23

- o~ NSTOMM™M
BR858388I5CR2QNNIININ33I  »gu eex ©
SR ATSEILYEIITIRERRILELES NP P -
rrrfrrrr,rrrrvr% N\T/N W S
Current Data Parameters
‘NAME MR-SK-ABP-CN-13C
EXPNO 7
PROCNO 1
F2 - Acquisition Parameters
Date 20140725
Time 23.53
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG 2g9pg30
TD 65536
SOLVENT CDC13
NS 1277
DS 4
8wy 29761.904 Hz
FIDRES 0.454131 Hz
1.1010048 sec
RG 197.2
DW 16.800 usec
DE 6.50 usec
TE 298.6 K
Dt 2.00000000 sec
D1l 0.03000000 sec
DO 1
S L] L £f1 =
SFO1 125.77036.
NUCL 13C
Pl 8.90 usec
PLW1 103.00000000 W
P
500.1320005 MHz
waltzlé
80.00 usec
13.00000000 W
0.34327999 W
PLW13 0.21969939 W
F2 - Processing parameters
SI 32768
SF 125.7577672 MHz 4
WDW EM
S58B
LB 1.00 Hz
GB
PC 1.40
T T T T T T T T T T T T T T T T T T T T T T T
210 200 180 180 170 160 150 140 130 120 110 100 90 80 70 60 50 30 20 10 0 -10 ppm

Figure S20: >*C NMR spectrum of compound 4 recorded in CDCl;
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Current Data Parameters
338N NAME MR-SK-ABP-CN- 19F
;' 3 3 :’ EXPNO 8
R PROCNO 1
\‘V F2 - Acquisition Parameters
Date_ 20140620
Time 21.53
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgflgn
TD 131072
SOLVENT CDC13
NS 40
DS 4
SWH 113636.367 Hz
FIDRES 0.866977 Hz
AQ 0.5767168 sec
RG 119.07
DW 4.400 usec
NNt O DE 6.50 usec
238N TR 297.7 X
;' : ; ;' D1 1.00000000 sec
SRR ™0 :
| | l I ======== CHANNEL fl =s====sc=
SFO1 470.5453180 MHz
NUC1 19%
Pl 13.50 usec
1 PLW1 40.00000000 W
) F2 - Processing parameters
i SI 65536
SF 470.5923770 MHZ
WDW EM
8SB 0
LB 0.30 Hz
GB 0 °
PC 1.00
T
-144.5 ppm
T T T T T T T T T T T T T T T T
-80 -70 -80 -80 -100 -110 -120 -130 -140 -150 -160 170 -180 -190 ppm

Figure S21: 'F NMR spectrum of compound 4 recorded in CDCl;. Inset shows the expansion
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\_ o

=23 Current Data Parameters
oo NAME MR-SK-ABP-CN-11B
RXPNO - 7
W PROCNO 1
F2 - Acquisition Parameters
Date 201406620
Time 21.50
INSTRUM : spect
PROBHD 5 wmm PABBO BB/
PULPROG zg
TD 65536
SOLVENT €DCl3
NS 14
DS 8
SWH 32051.281 Hz
FIDRES 0.489064 Hz
AQ 1.0223616 sec
RG 197.27
DW 15.600 usec
DE 6.50 usec
TE 297.6 K
D1 1.00000000 sec
TDO 1
-] ====z=== CHANNEL £1 sesss===
N -8 SFO1 160.4615792 MHz
oo NUC1L 11B
Pl 12.2S usec
‘ I | PLW1 100.00000800 W
F2 - Processing parameters
ST 32768
SF 160.4515372 MHz
WDW EM
| SSB 0
LB 1.00 Hz
GB 0 :
PC 1.40 °
T T T T
2.0 15 1.0 ppm
T T T T T T T T T T T T T T T T T T T T
90 80 70 80 50 40 30 20 10 0 -10 -20 ~30 40 50 -60 -70 -80 ppm

Figure S22: ''B NMR spectrum of compound 4 recorded in CDCl;. Inset shows the expansion
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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
lAcquisition 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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Current Data Parameters

NAME mr-sk-ab-pno2-1h
e / [ Ve - EXPNO 1
PROCNO 1
F2 - Acquisgition Parameters
Date_ 20140616
Time 19.49
T T I T T INSTRUM Bpect
9.0 8.5 8.0 7.5 7 0 ppm PROBHD 5 mm PABBO BB/
PULPROG . zg3l
TD 65536
OLVENT cpel3
oo} | || <t [l w0 ~|own|m 0 WS . 11
e I O O 1 1 4 B 2
. . o . . . . WH 15000.000 Hz
o IR =] o o] aolo | |o|o o FIDRES | 0.228882 Hz
AQ 2.1845334 sec
RG 177.33
DW 33.333 usec
DE . 6.50 usec
TE . 297.6 K
b1l 1.00000000 sec
TDO 1
gms=s=== CHANNEL £l ========
SPOL 500.1330885 MHz
FUCL 1H
P1 13.00 usec
PLW1 13.00000000 W
F2 - Processing parameters
$I 65536
F 500.1300135 MHz
WDW EM
SB ]
1B 0.30 Hz
B a
/ ' { \_/R—) /l i pC 1.00 {
k LJ ,LJL —

o -
-]

263 -
22~
138 =

Figure S24: '"H NMR spectrum of compound 5 recorded in CDCl;
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NAME MR-SK-ABP-NO2-13C
EXPNO 4
oono H - oNS N
- O LR L LA EEE R RE R R 388 ex g2 8 8 @
- o~ ] 2 2
Do o oweer SBBIINTIAAIIILSRENESEICCE rEE g3 g 8 3 b
PULPROG 2gpg30
™ 65536
SOLVENT c€pell
NS 3094
DS 4
SWH 26041.666 Hz
FIDRES 0.397364 Hx
AQ 1.2583412 sec
RG 2050
oW 19.200 usec
DE 6.50 usec
TE 295.4 K
D1 1.00000000 sec
D11 0.03000000 sec
™0 1
CHANNEL £1 memmmeme
NUC1
P1 8.50 usec
PL1 -2.00 dB
PLIW 56,53121948 W
SFO1 100.6238364 MHz
PDPRG2 c L-é; 16
[ tz!
NUC2 i
PCPD2 80.00 usec
PL2 -1.00 dB
PL12 13.69 dB
PL13 » 14,50 dB
PL2W 10.56200695 W
PL12W 0:35871249 %
PL13W 0.297677681 W
SFO2 400.1316005 MHz
81 32768
SF 100.6127517 Mz
WDN ]
558 [
LB 1.00 Hz
GB 0
BC 1.40
™ T T ¥ T T 1 T T ) T T T T T T
180 180 140 130 120 110 100 90 80 70 60 30 10 L] nom

T T T
20 200 190 180 170

Figure S25: 3C NMR spectrum of compound 5 recorded in CDCl;
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Current Data Parameters

NAME mr-sk-ab-pno2-19F
EXPNO 3

W PROCNO 1

F2 - Acquisition Parameters

-144.56
-144.62
-144.68
-144.75

Date_ 20140616
Time 19.54
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgflgn
TD 131072
SOLVENT cDCl3
NS 29
DS 4
SWH 113636.367 Hz
FIDRES 0.866977 Hz
AQ 0.5767168 sec
RG 119.07
W 4.400 usec
<D DR 6.50 usec
TE 297.4 K,
"3_ g 3 ~ D1 1.00000000 sec
I33% ™o 1
L~ -
Py =az===== CHANNRL fl ========
‘ l I ' SFO1 470.5453180 MHz
NUC1 19F
! | Pl 13.50 usec
PLW1 40.00000000 W
! F2 - Processing parameters
| sI 65536
SF 470.5923770 MHz
WDW ) EM
SSB [
LB 0.30 Hz
GB 0
PC 1.00
T
-144.5 ppm
T T T T T T T T T T T T T T T T
-60 -70 -80 -90 -100 110 -120 130 -140 150  -160 -A70 -180 -190 ppm

Figure S26: '°F NMR spectrum of compound 5 recorded in CDCl;. Inset shows the expansion
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Current Data Parameters

NAME mr-sk-ab-pno2-11B
EXPNO 2
PROCNO 1

1.16
0.99
0.81

F2 - Acquisition Parameters
Date 20140616
Time 19.51

INSTRUM spect
PROBHD 5 wm PABBO BB/
PULPROG zg
TD 65536
SOLVENT CDCl3
NS 12
DS . 8
SWH 32051.281 Hz
FIDRES 0.489064 Hz
AQ 1.0223616 sec
RG 197.27
DW 15.600 usec
DE 6.50 usec
TB 297.4 K
D1 1.00000000 sec
TDO 1
g 0 @
e 2 g  ==mmzmeze CHANNEL £1 ==c=====
- o o SFO1 160.4615792 MHz
NUCl 11B
| I l Pl 10.25 usec
PLW1 100.00000000 W
F2 - Processing parameters
ST 32768
SF 160.4615372 MHz
WDW . EM
SSB 0
LB 1.00 Hz
1 GB 0
PC 1.40
T T T T T T T
16 14 12 1.0 038 ppm
- o siavaun bbbl
T T T T T T T T T T T T T T T T T T T T
80 80 70 60 50 40 30 20 10 0 -10 -20 -30 -40 -50 -60 -70 -80 ppm

Figure S27: ''B NMR spectrum of compound 5 recorded in CDCl;. Inset shows the expansion



31

Analysis Info Acquisition Date  6/30/2014 12:24:44 PM
Analysis Name  D:\Data\JUNE 14\MRK-SK-ABP-BR-1.d
Method Tune_pos_Standard_NAI-1500.m Operator mrk-in
Sample Name  MRK-SK-ABP-BR-1 : Instrument maXis impact 282001.00081
Comment C56H40BBrF2N603
Acquisition Parametsr ‘
Source Type ESI lon Polarity Positive Set Nebulizer 0.3 Bar
Focus Active Set Caplilary 3700V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset 500V Set Dry Gas 4.0 Umin
Scan End 1500 m/z Set Collision Cell RF ~ 1200.0 Vpp Set Divert Vaive Source
'“:"0‘43 MRK-SK-ABP-BR-1.d: +MS, Q2HDMIA 5, 1009%=248676
i
3]
2.
1' 947.5117
891.4972 l 987.1870
0 877.3516 desdadhp ?08.1 TIITRTI. gzsdﬁ'.n porraind Ij.;. - avaaiy I I , ulu‘.h T e
860 880 900 920 940 960 880 miz
Intens. 975.2493 +MS, 0.0-0.3min #2-15, 100%=22063
x104 973.2497]
3.
2.
1 -
987.1869 f
S PORS .72, SDUOUR.... .8 § 6 X N WPl wis o A
950 955 960 965 970 975 280 985 950 995 1000 miz
Meas.miz # lonFormuls m/z err{ppm] mSigma #Sigma Score rdb e Conf N-Rule
975.2493 1 CS56H41BBrF2N603 973.2488 1.3 227 1 100.00 385 even ok

Figure S28: HR mass spectrum of compound 6
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NAME MR-SK-ABP-BR-1-1H
EXPNO 8
PROCNO 1
Date_ 20140628
Time
INSTRUM spect
PROBHD 5 mm SEI 1H/D-
PULPROG 2g30
™D 65536
SOLVENT cpcl3
T T T T I NS 19
9.0 8.5 8.0 15 7.0 ppm DS 0
SWH 12019.230 Hz
FIDRES 0.183399 Hz
AQ 2.7263477 sec
RG 362
W 41.600 usec
DE 6.50 usec
TE 295.7 K
D1 1.00000000 sec
DO 1
s===a=== CHANNEL fl ===sc===
NUC1 1H
Pl 6.75 usec
PL1 -3.00 dB
PL1W 16.73965454 W
SFO1 400.1324710 MHz
SI 32768
SF 400.1300099 MHz
WDW EM
8SB 0
LB 0.30 Hz
GB 0
PC 1.00
] I IS 1l | ,(
T T T ErY: it S i T T T T : el
10 9 8 5 3 2 1 -1 -2 -3 ppm

0= o

groS

L
=

L
_Qb—a‘r

:

e—
1.30
A0

S

Figure S29: '"H NMR spectrum of compound 6 recorded in CDCl;
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OCH;
Current Data Parameters
o 6 oBVNMEAO W @R NAME MR-SK-ABP-BR-13C
in ~ ® ¥oo@rR®@H i nw won @ aan w - EXPNO ¥ 1
- - TeRens - = 3 - Qo SR How o - “
3o T Tmmmman Qo Crw soo oG W o FROCHO 1
e A Adddddd 4 LA o n w0 maN N ~ -
13 ) 2 F2 - Acquisition Parameters
I [ | l // | Date_ 20140919
Time B.28
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 2066
DS 4
SWH 29761.904 Hz
FIDRES 0.454131 Hz
AQ 1.1010048 sec
RG 197.27
DW 16.800 usec
DE 6.50 usec
TE 298.7 K
D1 2.00000000 sec
Dl1 0.03000000 sec
TDO 1
CHANNEL £1
SFO1 125.7703637 MHz
NUC1 ~ 13
P1 * 8.90 usec
PLW1 103.00000000 W
= CHANNEL f2 =
500.1320005 MHz
1H
waltzlé
80.00 usec
13.00000000 W
0.34327999 W
0.219699%9% W
F2 - Processing parameters
s8I 32768
SF 125.7577667 MHz
WDW EM
88B 0
LB 1.00 Hz
GB 0
PC 1.00
T T T T T T T T T T T T T T T T T 1
160 150 140 130 120 110 100 30 80 70 60 50 40 30 20 10 0  ppm

Figure S30: >*C NMR spectrum of compound 6 recorded in CDCl;
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Current Data Parameters
D=~ NAME MR-SK-ABP-Br-19F
0 © o~ EXPNO 7
; : ; : PROCNO 1
TSy st b
F2 - Acquisition Parameters
\V Date_ 20140725
Time 23.42
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgflgn
D 131072
SOLVENT CDC13
NS 100
DS 4
SWH 113636.367 Hz
g © 3 g FIDRES 0.866977 Hz
AQ 0.5767168 sec
b 8 oen RG 197.27
I3FI W 4.400 usec
S RS w DE 6.50 usec
TB 298.2 K
D1 1.00000000 sec
TDO 1
sc====== CHAMNEL £l ====sa==
| i SFO1 470.5453180 MHz
NUC1 19F
| P1 13.50 usec
| PLW1 40.00000000 W
F2 - Processing parameters
SI 65536
SF 470.5923770 MHz
WDW EM
SSB 0
LB 0.30 Hz
Mo GB 0 )
T T T PC 1.00
1444 1446 ppm
j ——.
T T T T T T T T T T T T T T T T
80 70 80 -90 100 410 420 130 -140 150 160 170  -180. -190 ppm

Figure S31: 'F NMR spectrum of compound 6 recorded in CDCl;. Inset shows the expansion
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Current Data Parameters

NAME MR-SK-ABP-Br-11B
BXPNG 6
~Oo N PROCNO 1
wea
o F2 - Acquisition Parameters
Date_ 20140725
\V Time 23.36
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg
TD 65536
SOLVENT CDC13
NS 83
Ds 8
SWH 32051.281 Hz
FIDRES 0.489064 Hz
AQ 1.0223616 sec
RG 197.27
DW 15.600 usec
DE 6.50 usec
TR 298.2 X
D1 1.00000000 sec
DO 1
==m====== CHANNEL fl coom=ss==
© o SFOL1 160.4615792 MHz
NUC1 118
'; 3 > Pl 10.25 usec
oo PLW1 100.00000000 W
\ | I F2 - Processing parameters
s1 ) 32768
1 SF 160.4615372 MHz
WDW
SS8B 0
LB 1.00 Hz
| GB o
PC 1.40
T T T T
20 15 10 ppm
f T T T T ARAM T T T T T T T T T T T T T T
90 80 70 60 50 40 30 20 10 0 -10 -20 -30 -40 -50 60 -70 -80 ppm

Figure S32: ''B NMR spectrum of compound 6 recorded in CDCl;. Inset shows the expansion
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Analysis Info
Analysis Name D:\Data\JUNE 14\WMR-SK-ABP-|.1.d

Acquisilion Date  6/18/2014 6:13:56 PM

Method Tune_pos_Standard_NAI!-1000.m Operator MR-RS-IN
Sample Name  MR-SK-ABP-| Instrument maXis impact 282001.00081
Comment C568H40BF203!
Acquisition Parameter
Source Type ESI lon Polarity Posltive Set Nebulizer 0.3 Bar
Focus Active . Set Caplllary 3roov Set Dry Heater 180 *C
Scan Begin 50 miz Set End Piate Offset  -500V Set Dry Gas 4.0 Umin
Scan End 1200 miz - Set Collision Cell RF  400.0 Vpp Set Divert Vaive Source
Intens. MR-SK-ABP-1.1.d: , 0. 3 =
o 102552348 d: +MS, 0.2min #14, 100%=71482
1.257
1.007
0.753 764.5762

750 800 850 900 850 1000 1050 1100 1150 maz
Intens. ] +MS, 0.1-0.3min #4-16, 100%=62870
x104 1021,2349
1.251
1,004
0.75:
0,507
0.259 1043.2175
0.00] 993'16318} 10057039, , 10157155 l L ., 1033,7307 oL
T e90 1000 " 1010 1020 1030 1040 1050 miz
Meas.m/z # lonFormula: miz err[ppm] mSigma #Sigma Score rdb e Conf N-Rule
1021.2349 1 C56H41BF2INBO3  1021.2350 €00 74 1 10000 385 even ok

Figure S33: HR mass spectrum of compound 7




37

STy
Current Data Parameters
NAME MR-SK-ABP-I-1H
EXPNO

L}
PROCNO 1
F2 - Acquisition Parameters
Date 20140618
Time 23.12
INSTRUM apect
PROBHD 5 mm PABBC BB/
PULPROG 2930
— Ve TD 65536
SOLVENT CDC13
NS 20
T . ! ! ! y ! ! . ! T g:n : 10000 ooczs Hz
9.0 8.8 8.6 8.4 8.2 8.0 7.8 7.6 7.4 7.2 7.0 ppm PIDRES 0.152588 Hz
AQ 3.27679%9 sec
o) [ni]ar|ov|ofoy o o (o b= bl A oo RG 30.72
EI e B < (3 o] A = DH 50.000 usec
Al lelslHlele ol el |le ailioli o DE 6.50 usec
TB 2%6.6 K
D1 1.00000000 sec
- TDO 1
==e=e==== CHANNEL f1 ========
SFO1 $00.1330885 MHz
Nucr 1H
Pl 13.00 usec
PLW1 13.00000000 W
F2 - Processing parameters
SI 65536
SF 500.1300121 MHz
WDW EM
SSB Q
LB . 0.30 Hz
GB Q
PC 1.00

) i J ﬂ_; i L JL

T T T T

T
7 6 5 4 3 2 1
~

8
bt edihey 4
QIQIvOIoIMivIvIiQINIv~IQIvIO % i

Figure S34: 'H NMR spectrum of compound 7 recorded in CDCl;
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Current Data Parameters

oW NAME MR-SK-ABP-I-19F
0w EXPNO 8
; : : : PROCNO 1
- -
ey S F2 - Acquisition Parameters
W Date_ 20140618
Time 23.11
INSTRUM spect
PROBHD S mm PABBO BB/
PULPROG zgflqn
TD 131072
SOLVENT CDC13
NS 23
DS. 4
SWH 113636.367 Hz
FIDRES 0.866977 Hz
AQ 0.5767168 sec
RG 119.07
W 4.400 usec
DE 6.50 usec
TE 296.5 X
D1 1.00000000 sec
easn D0 1
n©oN
IISE ======== CHANNEL fl s=aca==s
M) SFO1 470.5453180 MHz
NUC1 19F
‘ [ | | Pl 13.50 usec
PLW1 40.00000000 W
F2 - Processing parameters
SI 65536
1 SF 470.5923770 MHz
| WDW EM
| SSB 0
LB 0.30.Hz
{ GB 0
PC 1.00
Aooboal
T T
-144.5 ppm
T T T T T T T T T T T T T T T T
-80 -70 -80 -90 -100 -110 120 -130 -140 -150 -160 -170 -180 - -190 ppm

Figure S35: 'F NMR spectrum of compound 7 recorded in CDCl;. Inset shows the expansion
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Current Data Parameters

NAME MR-SK-ABP-I-11B
EXPNO 7
© 0 PROCNO 1
. ®«Q
oo F2 - Acquisition Parameters
Date_ 20140618
N% pete
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg
TD 65536
SOLVENT €DC13
NS 26
DS 8
SWH 32051.281 Hz
FIDRES 0.489064 Hz
AQ 1.0223616 sec
RG 197.27
DwW 15.600 usec
DE 6.50 usec
TE 296.5 K
D1 1.00000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 160.4615792 MHz
NUC1l 11B
Pl 10.25 usec
% g ls PLW1 100.00000000 W
] ;
- o o F2 - Processing parameters
ST 32768
| | | SF 160.4615372 MHz
WDW EM
SSB 0
1 LB 1.00 Hz
GB 0 .
PC 1.40
|
T T T
15 1.0 ppm
s
T T T T T T T T T T T
90 80 70 60 50 40 0 60 -70 -80 ppm

Figure S36: ''B NMR spectrum of compound 7 recorded in CDCl;. Inset shows the expansion
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Elemental Composition Report

Single Mass Analysis
Tolerance = 100.0 PPM / DBE: min = -1.5, max = 500.0
Selected filters: None

Monoisotopic Mass, Odd and Even Electron lons

257 formula(e) evaluated with 1 results within limits (up to 50 closest results for each mass)
Elements Used:

C:0-57 H:0-42 B:0-1 N:0-6 O:0-3 F:0-2 84Zn:0-1

Q-Tof MICROMASS (YA-105) DEPARTMENT OF CHEMISTRY, LI.T.(8) 18-Aug-201418:48:14
C57H41BF2N603zZn
MR-8K-PB-CHAZN 82 (1.523) AM (Top,4, Ht,5000.0,556.28,1.00); Sm (Mn, 2x4.00)Cm (76:100) TOF MS ES+
971.2670 579
100-
] o73.2797
: 974.2712975.2785
%—.
970.2777 a76.2712
] 966.2772 968.2690 g 7530 ‘977.2794 76.2731 ga0.2822 542913 990.2560 987,200 §98.2553
N | i /7 |
e AU PR vt MNPSOS S Y ZSONN Alusuniivhbuiie SR N R S
9640 9660 9680 700 9720 @ G740 @ 9760  97B.0  880.0 | 0820 | 084D | OBB.O | 98RO | 9000
Minimum: -1.5%
Maximum: 500.0  100.0  500.0
Massa Calc. Mags mba PPM DBE i-FIT Formula
971.2679 971.2671 0.8 0.8 39.5 0.4 C57 H42 B N6 03 F2 64Zn

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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NAME MR-SK-ABP-CH3-ZN-1
o EXPNO 9
0 8 N % PROCNO 1
JIII Date_ 20140821
TTTY Time 21.51
INSTRUM spect
W PROBHD 5 mm PABBO BB-
PULPROG zgflgn
TD 131072
SOLVENT CcDC13
NS 48
Ds 4
SWH 89285.711 Hz
FIDRES 0.681196 Hz
aQ 0.7340532 sec
RG 724
DW 5.600 use:
DE 6.50 used
TE 297.6 K
Dl 1.00000000 sec
TDO 1
=====m== CHANNEL f]l =====s=d
N ¢ N M NUCl 1!
3 8 ,! o Pl 13.00 used
g ; : ;' PL1 -3.00 dB
PL1W 17.04036522- W
T v W% SFO1 376.4607164 MHz
| ‘ | SI 6553
SF 376.4983660 MHz
WDwW N EM
. S8SB 0
1 LB 0.30 Hz
- GB 0
| PC 1.00
T
-144.5 ppm
[N o .
T T T T T T T T T T T
0 -20 -40 60 80 -100 -120 -140 -160 -180 -200 ppm

Figure S39: '"F NMR spectrum of compound Znl recorded in CDCl;. Inset shows the
expansion
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Current Data Parameters

NAME MR-SK-ABP-CH3ZN-11B
EXPNO 9
0 oN E t
we® igiti
--o F2 - Acquisition Parameters
Date_ 20140822
W Time 23.25
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FIDRES 0.489064 Hz
AQ 1.0223616 sec
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DE 6.50 usec
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N® ¢ NUCL 11B
0 o N P1 10.25 usec
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-0 0o
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Figure S40:
expansion

NMR spectrum of compound Znl recorded in CDCl;. Inset shows the
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NAME MR-SK-ABP-CH3-NI-1H
EXPNO 4
PROCNO 1
Date_ 20140821
Time 21.28
INSTRUM spect
PROBHD 5 mm PABBO HB-
PULPROG 2930
™ 54274
SOLVENT cpel3
NS 30
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SWH 12019.230 Hz
FIDRES 0.221455 Hz
; . —— Y | : aQ 2.2578485 sec
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Figure S41: '"H NMR spectrum of compound Nil recorded in CDCl;



45

NAME MR-SK-ABP-CH3-NI-19F
@ -0 w EXPNO 5
©NN® PROCNO 1
; ; ; ; Date_ 20140821
- e Time 21.33
S INSTRUM spect
V PROBHD 5 mm PABBO BB-
PULPROG 2gflqgn
TD 131072
SOLVENT CDC13
NS 73
DS 4
SWH 89285.711 Hz
FIDRES 0.681196, Hz
AQ 0.7340532 sec
RG 4
DwW 5.600 usec
DE 6.50 usec
TE 297.7 K
-0 oo Dl 1.00000000 sec
8 X3 TDO 1
L]
# : : : ======== CHANNEL f]l ========
SRR NUC1 9F
Pl 13.00 usec
l | | PLL -3.00 dB
PL1W 17.04036522 W
SFO1 376.4607164 MHz
SI 65536
| SF 376.4983660 MHz
WDW N EM
S$sB 0
LB 0.30 Hz
GB [
BC 1.00
-144.5 pPpm
T T T T T T T T T T T
0 -20 40 -60 -80 -100 -120 -140 -160 -180 -200 ppm

Figure S42: 'F NMR spectrum of compound Nil recorded in CDCls. Inset shows the expansion
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\ b,

Curxent Data Parameters

NAME MR-SK-ABP-CH3NI-11B
EXPNQ 8
PROCNO 1

1.08
0.89
0.70

F2 - Acquisition Parameters

Date_ 20140822
Time 23.19

INSTRUM spect
PROBHD 5 mm PABBO BB/
PULFROG zg
TD €5536
SOLVENT CDC13
NS 43
Ds 8
SWH 32051.281 Hz
FIDRES 0.489064 Hz
AQ 1,0223616 sec
RG 187.27
DW 15.600 usec
DE 6.50 usec
TE 297.0 K
D1 1.000600000 sec
mo < TDO . 1
N E=] )
S ®K s======= CHANNEL fl =s=s=ss==
-oo SFO1 160.4615792 MHz
NUC1 11iB
\ l / Pl 10.25 usec
PLW1 100.00000000 W
F2 - Processing parameters
t 58I 327868
| SF 160.4615372 MHz
WDW EM
SsB 0
LB 1.00 Hz
GB Q0
PC 1.40
T T
2 1 0 ppm
T T T T T T T T T T T T T T T T T T T T
90 80 70 60 50 40 30 20 10 0 -10 -20 =30 -40 -50 -60 -70 -80 ppm

Figure S43: ''B NMR spectrum of compound Nil recorded in CDCl;. Inset shows the expansion
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Figure S44: LR mass spectrum of compound 8
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Current Data Parameters
IAM] MR-SK-ABP-DYAD-1H

EXPNC 3

PROCNO 1

F2 - Acquisition Parameters
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PULPROG zg30
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Ds 2
/ / S Mr A I i SWH 12500.000 Hz
i FIDRES 0.190735 Hz
AQ 2.6214399 sec
RG 30.72
DW 40.000 usec
: X ¥ T T T T T T T T T DE §.50 usec
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Figure S45: 'H NMR spectrum of compound 1 recorded in CDCl;
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Current Data Parameters

W NAME MR-SK-ABP-DYAD-19F
e a EXPNO F]
= ROCNG
I2eN @ = &
_IQLD_F: b‘. F2 - Acquisition Parameters
gggg =] Date_ 20140706
< Time 2.13
TR = INSTRUM spect
PROBHD 5 mm PABBO BB/
\\// PULPRCG zgFlgn
TD 131072
SOLVENT <DCls
NS 205
DS 4
SWH 113636.367 Hz
FIDRES 0.866977 Hz
AQ 0.5767168 sec
RG 119.07
DwW 4.400 usec
DE u £.50 usec
TE 257.1 K
D1 1.00000000 ‘sec
i TDO 1
\ ! s====s== CHANNEL f1 ========
SFO1 470.5453180 MHz
NUC1 19F
P1 13,50 usec
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f | I- T F2 - Processing parameters
s 65536
-146 -148 ppm SF 470.5923770 MHz
WOW EM
SSB 0
LB 0.30 Hz
B 0
BC 1.00
L »
I ’ I " I ’ T T T I T T I T T
o -20 -40 -60 -80 -100 -120 -140 -160 -180 -200 ppm

Figure S46: '°F NMR spectrum of compound 8 recorded in CDCl;. Inset shows the expansion
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Current Data Parameters
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~ EXFNO 2
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-0 o~
o - F2 - Acquisition Parameters
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- ® o ==o=s==== CHANNEL fl ====sa==
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Figure S47: ''B NMR spectrum of compound 8 recorded in CDCl;. Inset shows the expansion
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Figure S48: Comparison of Emission spectrum of compound 8 and compound 9 (5 uM)

recorded in CHCIl; solvents. Excitation wavelength used was 488 nm.



