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NMR spectrum of 2,3-dibenzyloxybenzaldehyde and 3,4-dibenzyloxybenzaldehyde

— o
0 0 CANVLMOVIOTATOTAMAVANNE I DM MY OO
INES DOVVOYWOHNANNAOCOONAXE-=-VOANWVWLMMO M- AN®
R FESIISISISIISIOONNONOONNNNAAAAD O A
— e i i e e e e e e S e e e o S S e e s

b

CHO
OBn

OBn

1.563

Current Data Parameters
NAME

AM_ALARL
EXPNO 1
PROCNO, 1

F2 - Acquisition Parameters
20111

Time

INSTRUM

PROBHD 5 mm PABEO BB

PULEROG 2930
65536

SOLVENT cpel3

§s 16

DS 2

swl 6410.256 Hz

FIDRES 0.097813 Hz

aQ 5.1118078 sec

RG 25,

bW 78.000 usec

DE 6.50 usec

TE 298.2 K

b1 1.00000000 sec

TDO 1

CHANNEL f£1

P1

PL1 -a.

PL1W 30.28595161 W

sFol 400.1524009 MHZ

F2 - Processing parameters

sP 400.1500102 MHZ
wow EM
sse 0

1B 0.30 Hz
= 0

BC 1.00

-0.000

T T T T T T T T

10 9 8 7 6 5 4 3
- al<sldlol~ <

Figure S1. '"H NMR spectrum (400.15 MHz, CDCl;) of 2,3-dibenzyloxybenzaldehyde.
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Figure S2. 'H NMR spectrum (400.15 MHz, CDCls) of 3,4-dibenzyloxybenzaldehyde.
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Figure S3. 'H NMR spectrum (400.15 MHz, CDCls) of 1.
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NMR spectra of rosamine 2

o
NTOOODVANINNOVEMNMMOENOLANNCENONTAIAMIN N O N O coa-H® ® O o o
I N N N N N N N N N NP RE R Sr S e Rr e Se o 3 03 03 Sad ?
T
1B 0.30 Hz 2
T T T T T T T T T T T T T T T T
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5 1.0 0.5 ppm
Bl ARd =454 =353 ~ o
SNBSS QAUS «Q =
N[N ||| N =t NN ~ o~
g
. 1 1
Figure S8. 'H NMR spectrum (400.15 MHz, CDCls) of 2.
oo ew  moesesssnegaoec
Bom e8  2gaREIIYRIYELLS 5 P — . o
3 E Pt g 8
SEd dw  eesesaciicedien 59389 :
258 59 gfaddssaNsgssad : Echy 5 .
358 B3 SANSISNNN8§R5aY g R - g

Current Data Parameters
NAME AM_R3_F2_1

2
PROCNO 1

F2 - Acquisition Parameters
Date_ 20111031

e 17.49
INSTROM

PROBHD 5 mm PABEO BE-
PULPROG 2gpg30

™ 65536
SOLVENT cpc13

NS 10240

s 4

sw 23148.148 Hz
FIDRES 0.353213 He
AQ 1.4155777 sec
RG 50

oW 21,600 usec
DE 20,00 usec
TE 298.4 K
b1 2.00000000 sec
p11 0.03000000 sec
D0 1

= CHANNEL £1

o
00 usec
-2.20 4B
63.78101730 W
100.6278588 Mz

me= CHANNEL £2 mmmmmm==

CPDPRG(2 waltzlé
1
PCPD2 80,00 usec
-4.00 dB
PL12 14.51 dB
PL13 17,00 de
PL2W 30.28595161 W
PL1ZW 0.42681652 W
PL13W 0.24056987 W
sE02 400.1516005 MHz

F2 - Processing parameters
st 2

SE 100.6177896 MHz
WOW EM
sSE 0

Le 1.00 Hz
GE o

ec 1.40

H )

T
170 160 150

T T T T T T T T T T T
140 130 120 110 100 90 80 70 60 50 40

Figure S9. 3C NMR spectrum (100.63 MHz, CDCl5) of 2.

T
30

20

T T
10 ppm



I

| ppm

2

Figure S10. COSY spectrum of 2.

[

100

120

140

160

ppm
Figure S11. HSQC spectrum of 2.

ppm

Current Data Parameters
NAME AM_R3_F2_1

EXPNO
PROCNO

1

F2 - Acquisition Parameters
Date, 20

sFo1

cez2
cpz3
P16

GRADIENT CHANNEL
GPNAM(1]
GPNAM(2]
GPNAM(3]
cez1

101

43

S nm PABBO BB
cosygpngs
2048

cpe13

16

8
5341,280 Hz
2.608340 Hz

01916928 sac

2050
93.600 usec

6.50 usec
298.3 K

0.00000300 sec

1.48689198 sec

0.00000400 sec

0.00020000 sec

0.00018720 sec

CHANNEL £1
11
9.50 usec
.00 dB
30,285951

595161 W
400,1524058 MHz

SINE.100

SINE.100

SINE.100
16.00 +
12.00

100000 usec

F1 - Acquisition paramcters

be
sFo1
FIDRES

sw
FnMODE

s
B3
WoH
ssB
18

cB
BC

400.1524 MHz

41,735527 Hz

13.350 ppm
oF

F2 - Processing parameters
1

o
400.1500005 MHz
SINE

1.00

F1 - Processing parameters
T 1024

Hcz
SF
WDH
ssB
1B
cB

GepeRe(z
ez

ra
Peenz
512

11z

iz

oF
400.1500005 Mz
SINE

0 Hz
0

ARoquisition Paransters

20111101
a1

= GRADIENT CHANEL ==s==

swo1
FIDRES

s

7 SINE.100

Beho-Ratsache

B2 - Processing parametess

s
o
ss8
15

400.1500008 1tz
esmE
2
o us
o

1.00

FL - Processing paramsters
1024

st
nez
s




Current Data Parameters
wAUE RU_R3_F2_1
5

PROCNO 1

ppm

£2 - Acquisition Parameters
2

L 55 &
L :
- =B 0.00000300 sec
- 60 o 0.00002160 2ec
— . . PLIW 30.28595161 W
- 80 Seot 306°1524005
-
* 9
120
aa
s - ™ 256
- o £ e
L 440
@ o 4 sF 400.1500005 MHz
LI - w SINE
3 .. - T
s 2
T T T T T T T T T s 0 Hz
9 8 7 6 5 4 3 2 1 0 ppm =0
i S12 C f2
Figure . HMBC spectrum of 2.
NMR spectra of rosamine 3
. . S —— — oo
g 5 Renymrenaanas S
2 : SRR REER £833¢8
3 5 auaddadidi it

Current Data Parameters
NAME AL

A_RLE_1
EXPNO 1
PROCNO. 1
F2 - Acquisition Parameters
Date_ 20120305
me 17,41
INSTROM spact
PROBHD 5 mm PABEO BE—
PULPROG 2930
65536
SOLVENT Diso
NS 16
s 2
sn 6410.256 Hz
FIDRES 0.097813 Hz
AQ 5.1118078 sec
RG 25
bW 78,000 usec
DE 6.5 o
e 298.2
D1 1.00000000 sec
D0 1

- CHANNEL f1

Pl
PL1 -

PLw 30.28595161 W
sFo1 400.1524009 MHz

F2 - Proceseing parametars
s1 32768

58 400.1500105 MHz
WOW B

ssE o

1B 0.30 Hz
GE o

e 1.00

s

<

10

Figure S13.

T 6 5 4 3 2 1

st

"H NMR spectrum (400.15 MHz, DMSO-dy) of 3.

2.00
2.05
1.09
1.92
1.14,
1.04
8.90
12.01

ppm



——157.37
—145.79
—143,03

o Ho o0 o
P Temdmo ~
o oo o wq .
= Qe 0
~ [RRSREEERaRS) S

40.15

45.31
39.94

2973
39.52

39,31
39.10

38.90

12.46

Current Data Parameters
NAME Al

LA_R12_1
EXPNO 2
PROCNO 1
F2 - Acquisition Parameters
Date_ 20120305
Time 17.46
INSTRU!
PROBHD 5 mm PABBO BB-
PULPROY 29pg30
65536
SOLVENT DMSO
s 12800
Ds 1
swH 23148.143 Hz
FIDRES 0.353213 Hz
a9 155777 sec
RG 2050
oW 21.600 usec
DE 20.00 usec
TE 3
D1 2.00000000 sec
p11 0.03000000 sec
™0 1
CHANNEL £1
13¢
8.00 usec
0 dB

63.78101730 W

sFo1 100.6288660 MHz
CHANNEL £2

CPDPRG (2 waltzl6
Nuc2 1H
PCED2 80,00 usec
PL2 -4.00 B
PL12 14.51 dB
PL13 7.00 dB
PL2W 30.28595161 W
PL12W 0.42681652 W
PL13W 0.24056987 W
sFo2 400.1516005 MHz

F2 - Processing parameters
ST 68

SF 100.6178471 MHz
wow EM
ssB

1B 1.50 Hz
cB

BC 1.40

T T T T
170 160 150 140

T T T T T T T T
130 120 110 100 90 80 70 60

50

40 30

Figure S14. 3C NMR spectrum (100.63 MHz, DMSO-dy) of 3.

b

ppm

Figure S15. COSY spectrum of 3.

20 10

ppm

Current Data Parameters
NAME 2]

EXPNO
PROCNO

LA _R13_2
2

1

F2 - Acquisition Paramsters
20

NocL

PL1
PL1W
sFo1

CHANNEL £1

GRADIENT CHANNEL
GPNAM[1]

306

5 nm PABBO BB-

s
5341.880 Hz
2.608340 Hz

0.1916328 sec

93,600 usac

6.50 usec

2 K

0.00000300 sec
1.48689198 sec
0.00000400 sec
0.00020000 sec
0.00018720 sec

1H
9.50 usec
-4.00 B

30.28595161 W

400.1524058 MHz

SINE.100

0.00 %
1000.00 usec

F1 - Acquisition parameters
™ 256

SFo1
FIDRES

sw
FnMoDE

400.1524 MHz

41.738527 Hz

13.350 ppm
oF

F2 - Processing parameters

ST
SF

WoW
ssB

4001500105 MHz
SINE

Hz

1.00

sssing parameters
1024

oF
400.1500105 MHz
SINE

Hz



ppm

120

140

160

T T T T T
80 75 7.0 65 6.0 55

i

1 T T

T T T T T T T T
50 45 4.0 35 3.0 25 20 15 1.0 05 0.0 ppm

Figure S16. HSQC spectrum of 3.

L

E |
— “ g
—— R
—3 o . &
= -

100

120

140

160

T T T T T
80 75 70 65 6.0 55

T T il T T T T T T T

T

5.0 45 4.0 35 3.0 25 20 15 1.0 05 0.0 ppm

Figure S17. HMBC spectrum of 3.

Curzent Data Paramaters

o 3
H
2 - Reguisition Paranaters
Da. 20120306
e 6.08
NETR spact
PROBED 5 mm PAESO BB-
‘hageatgpeiz
Zoas
soLvenT Dmso
s 24
I is
s 530,490 Bz
s1oRs 2.602278
£ 01921024 see
re 050
o 93.800 uass
o2 5.50 uase
= 2681 K
enstz 145.0000000
50, 0.60000300 sse
o1 1150000000 sae
24 0100172414 sse
511 0:03000000
p13 0100000400 =
016 0100020000 sss
24 0100086207 aac
™o 0100002385 20e
zcopTNS

smo1

FaMoDE

300,
Eeho-Ratiacho

B2 - Processing paransters
st

3 400.1500108 Mz
o qsun

15 0 uz

S o

re 1.00

Current Data Parameters
NAME A

ExPNO
PROCHO

1A_R18_2
2

1

£2 - Acquisition Parameters

PROBHD
PULPROG

™
soLvenT
ns

20120306
5 mm PABEO BB-
babegplpndgf
4096

DHsO
9

CHANNEL £1 =

CHANNEL £2 ===
130
.00 usec
2,20 dB
63.78101730 W
100.6288660 MHz

0 e
1000.00 usec

F1 - Acquisition parameters
™ 254

FIDRES

sw
FnMODE

230.000 ppm
or

F2 - Processing paramsters
st

sF
o
558
18
B
rC

2048
400.1500105 MHz
SmE

1.00

F1 - Processing parameters
st 1024

or
100.6178471 iz
sme

10



Current Data Parameters
NAME ALA_I

i
EXPNO 1
PROCNO 1
F2 - Acquisition Parameters
te_ 20120227
Time 17.36
INSTROM ect
PROBHD 5 mm PABEO BB—
PULPROG 293
65536
SOLVENT DMSO
ns 16
Ds 2
swn 6410.256 Hz
FIDRES 0.097813 Hz
A 5.1118078 sec
G 256
DH 78.000 usec
DE 6.50 usec
™ 298.2 K
b1 1.00000000 sec
0 1
CHANNEL f1
18
9.50 usec
~4.00 dB

0.2859516:

3 1w
400.1524009 MHZ

F2 - Processing parameters
ST 2

sE 400.1500000 MHZ
WDW EM
ssB o

LB 0.30 Hz
GB 0

B 1.00

NMR spectra of rosamine 4

@ FMOTVORRT ST AT omwan CNDmo T o
S L R R R, B - - dAorinTo ER SRR -
~ TSTHAHHOCR A ®® N~ ©© 000N D000 n o &
o N S TR R RN Bnnnnn N ENESENENEN] =

——3.185

<
€
=

1.232
1.214

0.024
0.016
0.008

<

1

158.82
158.72
156,27

-~

Current Data Parameters
ALA_R:

171
ExaNO

PROGNO.

£2 - Requisition Parameters
Date_ 20120227
Time §
INSTRUM

PROBHD S mm PABEO BE-
PULPRC 290920

™ assa6
SoLVENT DHso

N5 12288

s s

B 23148148 He
FIDRES 0.353213 Hz
a0 4155777 sec
RG 050

ou 21,600 usec
DE 20.00 usec
1

b1

298.3 K
2.00000000 sec
030,

T

10 9

—149.14

1.07
2.90
1.00,
9.31

o

Figure S18. '"H NMR spectrum (400.15 MHz, DMSO-dy) of 4.

© m ao omay

= - Co mMmn o o MO o~
: x G e ) VI MmA®©0T A
© o Mo onn 0 -
- " NN A N VWA HH0000
- - RS S R S a1 o sTTTTTTT

12.79

—13.84

ppm

—1.48

sFo1 100.6288660 MHz
- caROEL £z
cEDRRG (2
ez
pcrpz
PLz
PL1z
PL1z
Frau
rLiaw
130
sroz 400.1516005 Mz
F2 - Processing parameters
s1 768
s 100.6177074 MHz
wa Y
sse o
I 1.00 Bz
an o
v 140
e ” H \‘ i i i :
VI o 0 Wy v

T
170 160

T

150

T T T T T T T
20 80 70 60 50 40 30

T
140 130 120 110 100

Figure S19. 3C NMR spectrum (100.63 MHz, DMSO-dy) of 4.

20

T T
10 ppm

11



L,

ppm

o e
® %%

Figure S20. COSY spectrum of 4.

ppm

-

| bl

|

120

140

160

5 4 3 2 1 0 ppm

Figure S21. HSQC spectrum of 4.

Current Data Parameters
NAME ALA_R17_2
EXPNO 2
PROCNO 1

F2 - Acquisition Paramsters
Date_ 201202:

Time 17.25
INSTRUM spect
PROBHD 5 mm PABBO BB~
PULPROG cosygpmEqE
™ 2048
SOLVENT DMso
ns 16
DS s
SwH 5341.280 Hz
FIDRES 2.608340 Hz
20 0.1516928 sec
RG 2050
W 93,600 usec
DE 6.50 usec
TE 298.2
Do 0.00000300 sec
D1 1.48689198 sac
D13 0.00000400 sec
D16 0,00020000 sec
o 0.00018720 sec
CHANNEL £1
10
9.50 usec
-3.00 4B
30.28595161 W
spo1 400,1524058 MHz
GRADIENT CHANNEL
GPNAM[1] ST 0
ceNaM(2] SINE.100
GENAM[3] SINE.100
cez1 16.00 %
cez2 12.00 %
cez3 10,
P16 1000.00 usec

F1 - Acquisition paramcters
™ 256

sPo1 400.1524 MHz
FIDRES 41.735527 Hz
sw 13.350 ppn
FnMODE oF

F2 - Processing parameters
s1

B3 400.1500000 MHz
WDW SINE
ssB o

1B 0 Hz

ce 0

BC 1.40

F1 - Processing parameters
st 1024

oF
400.1500000 MHz
SINE

Pl 30.28598161 W

svo1 4061524058 1=
camomL £

pr—s

ez &

e “o

s 16,00 usee

Ecen2 80.00

srz 22

r112 12,50 48

2w 62.78101720 W

P12 0. 68342590 W

svo2 1066273567 iz

srRaprENT

FL - Requisition pasansters
™ 256

100,627 wiz
s1oRes 187,230240 s
s 300,000 ppn
EaMoDE  Boho-Antiacha

£2 - Procsssing paranetass
&1 1024

) 400.1500000 1=
o esne

seo H

by 0us

@ o

re 1.40

nez acha-.
S it
s ons
E b

12



Current Data Parameters
NAME ALA_R

1 ppm

— BIE F2 - Aequisition paraneters
i
— - T I
L 20 B
— 0 HEC P
— e ° GoTis  7iisessss
- 60 e 5:00002160 sec
~ 80
3 100 sFoz 100.6285 660 MHz
G e oo
B i
g el
— > craz 30.00 %
= - F120 & L
| 140
= . "
I a g - s om
~160 i 140
S 1005177580 e
T T T T T T T T T B om
9 8 7 6 5 4 3 2 1 0  ppm
Figure S22. HMBC spectrum of 4.
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Figure S23. MS spectrum of 1
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Figure S24. MS spectrum of 2
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Figure S25. MS spectrum of 3
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Figure S26. MS spectrum of 4

The influence of pH variation in the fluorescence intensity of rosamine 4.
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Figure S27. The influence of pH variation in the fluorescence intensity of rosamine 4. A — Absorption
spectra for pH < 7; B — Absorption spectra for pH > 7); C — Graphical representation of the pH in
function of the maximum in absorbance; D — Graphical representation of the pH as a function of the

maximum in fluorescence intensity; E — Structures and pK,’s of rosamine 4 deprotonation.

Detection study of rosamine 4 with different biogenic amines in solution (preliminary study)
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Figure S28. Samples with 2, 4 and 8 equiv. of 1-histamine, 2-tyramine, 3-cadaverine, 4-putrescine, 5-
phenylethylamine, 6-spermidine, 7-spermine, 8-butylamine, 9- rosamine 4, observed under visible
(top) and UV light (bottom).
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Detection study of rosamine 4 with different amines in solution (CH3CN)
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Figure S29. Absorption (left) and emission (right) spectra of 4 upon addition (0 — 8 equiv.) of n-
butylamine (A), t-butylamine (B) and cadaverine (C) in CH3CN (the inset graphs represent the
variation in absorbance (right) and fluorescence intensity (left) for the wavelengths that present more
variation in intensity. [4| = 35 uM and Aexe = 551 nm.
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Figure S30. Absorption (left) spectrum of 4 upon addition (0.1-40 equiv.) of cadaverine in CH3CN
and graph representing the variation in absorbance (right) intensity at 533 nm [4| =5 pM.
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Figure S31. Emission (left) spectrum of 4 upon addition (0.1-40 equiv.) of cadaverine in CH;CN and
graph representing the variation in emission (right) intensity |[4| =5 pM and Aexe = 533 nm.

Detection study of rosamine 4 with different biogenic amines in gas phase

Figure S32. Commercial biogenic amine samples subjected to heat
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NMR spectra of aminopyronin 5
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Figure S33. '"H NMR spectrum (600.13 MHz, MeOD-d,) o
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Figure S34. APT spectrum (150.90 MHz, MeOD-d,) of 5.



'"H NMR spectrum comparison between rosamine 4 and aminopyronin 5
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Figure S35. '"H NMR spectra of 4 (A) and 5 (B).



NMR spectrum of aminopyronin 6a
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Figure S36. 'H NMR spectrum (600.13 MHz, MeOD-d,) of 6a.
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Figure S37. 'H NMR spectrum (600.13 MHz, MeOD-d,) of 7a.
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Figure S38. 'H NMR spectrum (400.15 MHz, MeOD-d,) of 7b.

MS spectra of 5, 6a, 7a and 7b
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Figure S39. MS spectrum of 5.
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Figure S40. MS spectrum of 6a.
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Figure S41. MS spectrum of 7a.
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Figure S42. MS spectrum of 7b.



