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Fig. S1. Fluorescence response of OB-MUS (10 pM) towards different analytes (200 pM) at 25 °C, 20
min after addition of analytes in 50 mM HEPES buffer (1% acetonitrile, pH 7.4) (Aex' 323 nm, Aem:
447 nm). Analyte 1: blank, 2: ammonia, 3: hydroxylamine, 4: ethylenediamine, 5: S2-, 6: aniline, 7:
methylamine, 8: piperidine, 9: p-tolylhydrazine, 10: lysine, 11: glycine, 12: SO3s2-, 13: S20s27, 14: Cu*,
15: Cu?+, 16: Zn2+, 17: Fe?+, 18: Fe3*, 19: Mn2+, 20: Ni2*, 21: Co?*, 22! hydrazine.
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Revision_Time
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Comment = single_pulse
Data_Format = 1D COMPLEX
Dim_size = 13107

X Domain = Proton
Dim_Title = Proton

Dim Units [ppm]
Dimensions =X
Spectrometer = JNM-ECZ400S/L1

Field_strength
X Acq_Duration
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/ 3 ‘ Dim Units = [ppm]
// — } Dimensions =X
/ Spectrometer = JNM-ECZ400S/L1
/ Field_Strength = 9.389766([T] (400[MHz]
X_Acq_Duration = 2.18628096([s]
X_Domain = Proton
/ X _Freq = 399.78219838[MHz]
/ X offset = 5[ppm]
/ X_Points = 16384
f X_Prescans =1
S X_Resolution = 0.45739775[Hz]
[ X_Sweep = 7.4940048[kHz]
| X_Sweep_Clipped = 5.99520384 [kHz]
[ Irr Domain = Proton
[ Irr_Freq = 399.78219838[MHz]
[ Irr_offset = 5[ppm]
[ Tri_Domain = Proton
/ Tri_Freq = 399.78219838 [MHz]
Tri_offset = 5[ppm]
[ Blanking = 2.0[us]
/ Clipped = FALSE
/ Scans =8
V) Total_Scans =8
‘//// | Relaxation_Delay = 5[s]
l ) J Recvr_Gain = 46
| I Temp_Get = 19.5[dC]
‘ X_90_Width = 6.6[us]
- - | Ul L‘bl [ X_Acq_Time = 2.18628096([s]
X_Angle = 45[deg]
L B e B L L B B B L L N R R SRS EsREEEa e e s nen e b 3 = 6.5[dB]
11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0 ’;_Publdsg = g;lusl
gy rr jode =
X : parts per Million : Proton : 13107 Tri Mode = Off
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==== PROCESSING PARAMETERS ----

sexp( 2.0[Hz], 0.0[s] )
trapezoid( 0[%], O[%],

zerofill( 1, TRUE )
££ft( 1, TRUE, TRUE )
machinephase

ppm

phase( -2, 0, 50[%] )

80[%], 100([%] )

LIS I I L N O O A L

T T LA I L O [ O

180.0 170.0 160.0 150.0 140.0 1300 1200 110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0

. 159.715
137.598 —

X : parts per Million : Carbon13 : 26214

97.150

0 s N

AN — O N0
NN — O 0000~ <
T AN AS Y
TOAADAADO 0N
I NN oA

10.0

9.889 —

0

Filename

Author
Experiment
Sample_Id
Solvent
Actual_start_Time
Revision_Time

Comment
Data_Format
Dim_size

X Domain
Dim Title
Dim Units
Dimensions
Spectrometer

Field_strength
X_Acq_Duration
X_Domain

X _Freq

X Offset
X_Points
X_Prescans
X_Resolution
X_Sweep
X_Sweep_Clipped
Irr Domain

Irr Freq
Irr_offset
Blanking
Clipped

Scans
Total_Scans

Relaxation_Delay
Recvr_Gain
Temp_Get
X_90_Width
X_Acq_Time
X_Angle

X Atn

x_Pulse

Irr_Atn Dec

Irr Atn Dec Calc

Irr_Atn_Dec_Default_Calc

Irr_Atn_Noe
Irr_Dec_Bandwidth_ Hz

16ATA3-50-4-13C_Ca
delta
carbon_auto.jxp
16ATA3-50-4-13C
DMSO-D6
6-MAR-2022 21:55:
7-MAR-2022 18:54:

single pulse decou
1D COMPLEX

26214

Carbonl3

Carbonl3

[ppm]

X

JNM-ECZ400S/L1

9.389766[T] (400[M
1.03809024([s]
Carbonl3
100.52530333[MHz]
100 [ppm]

32768

4

0.96330739[Hz]
31.56565657 [kHz]
25.25252525[kHz]
Proton
399.78219838 [MHz]
5[ppm]

5.0[us]

FALSE

1024

1024

2[s]

50

19.8[dC]
10.5[us]
1.03809024([s]
30[deg]
8.2[dB]
3.5[us]
31.323[dB]
31.323[dB]
31.323[dB]
31.323[dB]
4.7826087 [kHz]




C:\Xcalibur\..\YY16ATA3-93-3-2 11/8/2022 9:07:22 AM

YY16ATA3-93-3-2 #35-37 RT: 0.78-0.83 AV: 2 SB: 3 0.41-0.562 NL: 6.72E4
T: FTMS {1,1} + p ESI Full ms [50.00-300.00]

—_— 161.04768
] OH
B 80—_ H'\Il AN
= 1 Nx
5 o]
c 60+
3 - Me
2 A 6
2 40
g
S ]
m -
20 183.02967 _—
] 219.07406
. r.05285 || . 2004105 7 19817
c T [ T 1 ] ] ) ] 1 | 1 1 1 | i ; L | 1 T 1 ] I 1 1 | ] 1) ] | 1 1 1 | 1 1 1 | 1 1 ] | ] 1 1] | 1 1 I |
60 80 100 120 140 160 180 200 220 240 260 280 300
milz
YY16ATA3-93-3-2 #35-37 RT: 0.78-0.83 AV: 2 SB: 3 0.41-0.52 NL: 6.72E4
T: FTMS {1,1} + p ESI Full ms [50.00-300.00]
161.04768
100‘:
P
(3]
5
2 60
b= -
< ]
[+
2 40 163.04465
= 7
m -
20: 183.02967
] 164.05091 _ 185.02666
0 T T | T T I T T 1 I T ] Ll | 1 ] 1 [ 1 L] ) | 1 1 T | T 1 1 | 1 1 1 | T ] 1 | 1 T T | T 1 1 | 1 ] lJ | ] II T | I ] 1 |

160 162 164 166 168 170 172 174 176 178 180 182 184 186 188
mJ/z

YY16ATA3-93~-3-2#35-37 RT: 0.78-0.83 AV: 2

SB: 30.41-0.52

T: FTMS (1,1} + p ESI Full ms [50.00-300.00]
m/z= 158.54604-188.46439

m/z Intensity Relative Theo. Mass Delta Composition
_ (ppm)
161.04768 68974.2 100.00 161.04762 0.38Ce6H10O0N2C1
163.04465 23587.0 34.20 163.04467 -0.08 CeH100ON237C1

YYL6ATAZ~98~-3-2%35~37 RI: 0,78-0.83 &V: 2

SB: 30.41-0.52

T: FTMS {1,1} + p ESI Full ms [50.00-300.00]
m/z= 182.62485-185.30855

m/z Intensity Relative Theo. Mass Delta Composition
(ppm)
183.02967, 1072C.1: 100.00. 183.029586 0.60 CeH9ON2Cl Na

185.02666 2779.6 25.93 185.02661 = 0.25 CgH9ON237Cl Na



