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pH Titration Spectra
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Quantum yield studies: pMeO-AnMR and pMeO-AnMR6G were tested using rhodamine
B as the standard. Each compound was prepared at 0.5, 0.75, & 1.0 uM concentration
with the AnMR compounds in water (pH 1.5) and rhodamine B in ethanol. The quantum
yield of rhodamine B in ethanol is 0.49. The quantum yields found for pMeO-AnMR and
pMeO-AnMRG6G are 0.14 and 0.65 respectively.

B Rhodamine B

2.5E+07 - y = 2E+08x - 674444
pMeO-AnMR R*=0.999
2.08+07 1 pMeO-AnMR6G Y = 3E+08x + 801
. R2=0.9
)
=
= 1.5E+07 -
LL
°
w R2 = 0.9966
Q
)
£
5.0E+06 - /
0.0E+00 T T T T )
0.02 0.04 0.06 0.08 0.1 0.12

Absorbance

S5



NMR Experiment for AMR

0.5Eq 8 Eq
D2S04 D2S04

Figure 1. 'H-NMR titration of a 0.5 mM solution of AMR in d6-DMSO with D2SO4.
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NMR Spectra of Compounds

7 6 5 4 3 2 1 ppm
sEmE MmE 9 ‘ 3 i

220 200 180 160 140 120 100 80 60 40 20 0  ppm

S7



1200

220 200 180

S8



mMe-AnMR

~N
)

o Tl

Fl_
s

| I 1 I L | | | L
7 6 5 4 3 2 1 ppm
Byl g g om iy o W e
53 3 o5y g 2 5 2 2
S B8 ~ ~Sm = - % ~N o
Qg
/\)N O o) O {\
mMe-AnMR
II|IIII|IIIIIIIII|IIlllIIII|IIII|IIII|IIIIIIIII|llll||lll|l||l|lll||llll|||II|IIII|IIII|IIIIIIIII|IIII|IIII|IIIIIIIII|II
220 200 180 160 140 120 100 80 60 40 20 4] ppm

S9



O N /Q/ocm,
N O o O NS
) N

pMeO-AnMR

—
-

220 200 180 160 140 120 100 80 60 40 20 0 ppm

S10



. N/@\OCH;,
SN 0 o O N
J N

mMeO-AnMR

T T T I T T T T | T T | T T T | T T T | T T T | T T T I T T T |
7 6 5 4 3 2 1 ppm
b e o s e e S s = i S
£ 3% 3 § ¥ 2 I 8 2
S gS -~ o~ 3 = Now =

mMeO-AnMR

‘ | ‘.u | “ | | l-l i 1
IIIIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIIIIIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|II
220 200 180 160 140 120 100 20 60 40 20 0 ppm

S11



195 e

512



1.97 €Tn

513



N

AL
\

) pCl-AnMR

i

T
5 ppm
Lo T g Bt st
5 N2 Rg 834 3 L g
o
Sy
IO
) pCl-AnMR I\
Aospesesiten
220 200 180 160 140 120 100 60 20 ppm

S14



T T T I T T T | T T T T | | T | T T T
7 6 4 3 2 ppm
S T e b e o e
385 ® 8RS 8§ g
O N : "Cl
AT
mCl-AnMR K
II|IIII|IIIIIIIII|IIII|IIII|IIII|IIII|IIIIIIIII|IIII|IIII|IIIIIIIII|llll||||||ll||||lll|IIIIIIIII|IIII|IIII|IIIIIIIII|II
220 200 180 160 140 120 100 80 60 40 20 0 ppm

S15



O N/@CF3
AL~
J 4

pCF3-AnMR

Y O
| | | I | | | ! |
6 5 4 3 2 1 ppm
e A I y e e
IS 2 |/HR o 8 3 3
i e b o ; w ﬁ m
/@/CFB
e
/\)N O 0 O h(k\
pCF3-AnMR
r T [T FrrTTTTTTT ; e BEARAREsmSRESECS
220 200 180 160 140 120 100 80 60 40 20 0 ppm

S16



CF3

g
f’“N['ilo ul: N
) ~

mCF3-AnMR

P |

mCF3-AnMR

60

II|Illl|||IIIIIII|IIlllIIII|IIII|IIII|IIIIIIIIIllllllllllllllllllll|llll|||II|IIII|IIII|IIIIIIIII|IIII|IIII|IIIIIIIII|II
40 20 0 ppm

220 200 180 160 140 120

100 80

S17



Cn-C

/’\N ‘ O N/‘\
H H
AnMR6G [
mhb” / Jj
JL ) A S
L e e
8 7 6 5 4 3 2 1 ppm
Lt iy e s et e
& g3 I 2

uy o Dl I ]
285 8 g7 aR

oA

N
H
AnMR6G

092

4 ) (0l B . i s
40 20 0 ppm

i il o i L L s |.|J|uuuu.l.-...uhmulul.| o e uﬁilulm.-u.

220 200 180 160 140 120 100 80 60

518



O OCH,
N
H H

pMeO-AnMR6G

L
| T T T T | T T T T [ T T T T [ T T T I T T T T I T T T T I T T T T '| T
8 7 5 4 3 2, o ppm
oy T L e i
5 88 8§ &803 g R8s 2 3
S do - e - 2] = w i

O OCH;,
N
H H

pMeO-AnMR6G

TI P TI AP [ IO T T T T T et

220 200 180 160 140

120 100 80 60 40 20 0  ppm

519



Ny¥en
N
~SN o) NN
H H

pCI-AnMR6G

Nl

| T I
7 . & 5 .
L ey G Coia L -
£ gesn ©g g g~ g g
P B S i - - I I
O cl
N
/\‘N O 0O O N/\
H H
pCI-AnMR6G
T T T T T T TTT T T T T T T T T T T T TTT T T T
220 200 180 160 140 120 100 80 60 40 20 0 ppm

S20



O CF,

N

O
H H

PCF3-AnMR6G

.
T T | T T T | T | T T T | T T | T | T T | T T T |
7 6 5 4 3 2 1 ppm
e e s o R L o
=82 B9 & < S 3 = g
O CF,
N
H H
pCF3;-AnMR6G
II|IIII|IIIIIIIII|IIII|IIII|IIII|IIII|IIIIIIIII|llll||lll|l||l|lll||llll|||II|IIII|IIII|IIII|IIII|IIII|IIII|IIIIIIIII|II
220 200 180 160 140 120 100 80 60 40 20 4] ppm

S21



8 7 5 4 3 2 1 ppm
T L . T T
=
a E 5§ 8 R° g A ]
=] i S < m “ri & i o

220 200 180 160 140 120 100 80 60 40 20 0 ppm

S22



7 5 4 3 2 1 m
T e e e L PP
3 5 585 949358 g o =
= o~ - = @ oA =
ci©\
N CHs
T T T T T T TT T T T T T T T RS R R R R R R EEERY| T
220 200 180 160 140 120 100 80 60 40 20 0 ppm

S23



gl

M

S

A

ppm

L4 00TL

208

| & e

L0F

a9

¥ol

oTT

0Tl

ppm

20

100 80 60

120

200 180 160

220

S24



A

T | T I T |

I.|8I l:. ‘|‘?' :II‘II.. 4 IIII:. Ir:l ppm

2 g oe 2RE g2 g

=1 3] - = ] M o -

i ciO\
N OCH;

e v SR e il uatidd susimitealbl oo s bl i
220 180 160 140 120 100 80 60 40 20 ppm

S25



‘_--—\
\‘___'_'\
—
N—
L‘—‘——ﬁ
| —

[ e
T T T T T T T LI I B B N LA B
[} tpe 'r'? PP g 6 5 4 - 3 2 L |‘I ppm
o~ ~ o A P ™~ e on 2
= S @ oms og 4]
= ~ = ——ri P ] =

220 200 180 160 140 120 100 80 60 40 20 0  ppm

S26



- ra Py i
et o I
I T T I I T T T T
:S:l [ IIJ\_{ (IS 6 5 4 [ 3 2 |.|11 ppm
5 8 33 388 3 3 :
T T T T T T T IREERERERRER T TTTrTT T T T T T T TTTTTTT T
220 200 180 160 140 120 100 80 60 40 20 0 ppm

S27



p—

T T T | T L B '

:BI. ] 1 lell?I I[.l T 4L r 1 5 4 1 r L 1 ] ppm

§ 5 3 85 2 g g

(=] - —— Ll & | -t o0 -

O C/)O/CI

Spaaasmmnany I T . RERRRREEEEmEEREmazey T T nw EEpazaan
220 200 180 160 140 120 100 80 60 40 20 0 ppm

S28



oot

I

LI eus

N .

Waig\
N Cl

L I w6t

FT oesl
L F ool
I seo
I oot
SRRl

M

u 1 el

I

JLIJL

I 560

0 ppm
S29

20

40

140 120 100 80 60

| H |Mm H' ‘1

160

W igN
N Cl
AL
200 180

220




ppm

- F wn

ppm

20

60

120

140

160

200

220

S30



[ | I T ]
9 8 7 6 5 4 3 1
|r| rlrlIF ‘r- l‘- ' |r- IF.
5 2323 &5 & g 5
(=] - oy - — — o =
i CjO\
N CF4
| | RRRERERERERRELY [ T Bassamaansus T SRARRERE
220 200 180 160 140 120 100 80 60 20 0 ppm

S31



Ppm

oLe

I ess

6L

4491

0oL

BLL

89t

I e

ppm

40

80

140

160

180

220

S32



L 1 | L | | L 1 | L |

8 7 6 5 4 3 2 1 ppm

e L e S

] E 5 ARG 3 B Y g

=] - =1 Mo - o L w "]

) UOCH3
N

N E 0 E N7
H 15 H
l|||ll||||||‘ll|||||ll|||\||l|||||ll||\IIIIIII\'IIII'IIII'I\|l|lll||||ll||||||ll\|||lll||||l||l|||lll||||ll|l||||l|l|||l
220 200 180 160 140 120 100 80 60 40 20 4] ppm

S33



Cl
N

y

ppm

F [V ]

- L’ 9

— ™.
F _y 20
I ._. T

TolEl

]

F s
.
.I_;,_._. 6T
I F ooz

B 8% 160

Cl

ppm

20

100 80

120

160

200

220

S34



W

Lo

o0o'e

£5°E

oLe

LFT

18l
£6°1

Y]

CF;

s
L

ZTI

P

17

S35



AMR6G

T T | T T | T T T | T | T T | T T T | T T | T |
7 _ 5 4 3 2 o ppm
L 1 III I.I\' f L T T 1| '.'I
2o = = ] a A g 4 3
O NH
<N ‘ o ‘ N7
H H
AMRG6G
||||||||||||l||||||||||||||llllllllllllllll||||||l|||||||lll||||||||||||||l|ll|||||||
160 140 120 100 80 60 40 20 ppm

S36



File: exp TN T T T N
Pulse Sequence: DEPT H H
(CH3 carbons
CH2 carbons
" L.J -
- y W ™ y e - ™
CH carbons
all protonated carbons
I 1 .
L DL L L L L L L B L L L L L L O L BB IR LI LR
220 200 180 160 140 120 100 80 60 40 20 0  ppm

S37



A e

Ppm

F €09

I~ 2._; 86's

— M

g. Ty
b ost

Wi

=

Z T

o ©0

ZT

ppm

20

200 180 160 140 120 100 80

220

S38



