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Bioluminescent properties
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Figure S1: (Left): Kinetic profile of bioluminescence of A series derivatives with Renilla luciferase; (Right):

Kinetic profile of bioluminescence of T series derivatives with Renilla luciferase.
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Figure S2: The comparison of bioluminescence intensities of T series derivatives and DeepBlueC in ES-2 cells

expressing Renilla luciferase (Rluc) at various concentrations.

Chemiluminescent and fluorescent properties

Table S1: Chemiluminescence maximum wavelength and fluorescence properties of novel compounds.

Chemiluminescence Fluorescence Excitation Fluorescence Emission

Compounds Emission (nm) (nm) (nm)
DeepBlueC 486 455 535

Al 477 420 530

A2 480 420 520

T1 490 335 405

T2 493 410 535

A6 482 420 545

T3 494 415 530
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A3 484 415 545
A4 476 410 535
A5 479 330 400
Mass solubility
Table S2. Mass solubility data of compounds.
DeepBlueC A4 A6
Mass Solubility in Water (3.25+0.03) x10-3 (6.64+0.02) x10-2 (4.45+0.01) x102

(g/L, 25°C)

HPLC spectra, NMR spectra and HR-MS spectra

HPLC spectra
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o] =t oo nonMm i
‘ ‘—‘—'L‘-;\ e ) \ \ ‘——&_I_A—-' 1 Origin Bruker BioSpin GmbH
2 Owner nmr
3 Spectrometer spect
4 Author
5 Solvent MeOD
6 Temperature 293.6
7 Pulse Sequence 2g30
8 Experiment 1D
9 Number of Scans 16
[ / j J 10 Receiver Gain 203
11 Relaxation Delay 1, 0000
) 12 Pulse Width 13. 4000
13 Spectrometer Frequency 400. 13
i 14 Spectral Width 8223.7
N N 15 Lowest Frequency -1640.9
f 16 Nucleus 1H
_— / 17 Acquired Size 32768
= H 18 Spectral Size 65536
F
1
1
L__JLJL I\ 1 Al
¥ P*Fi**‘r"ﬁ o |
| g SN n N o
e =S 0 —
S e e
T T T T = T fr T T T T & T T T T T T T T T T
11.0 95 8.5 i 6.5 o 4.5 3.5 2.5 15 0.5 -0.5
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40000

35000

30000

25000

20000

~15000

~10000

5000

88 828MFaaYamEnw NTOod=Q o 0
—_
T G000 000e 0TSt — A38FT I8 R &
\O O N O AN ANANANNANANAN N OV 0 VO
—— —_—— = = = =~ — — — —00 00 T ITTFITITTT NN
N/ e el | ——--
Farameter Value
1 Origin Bruker BioSpin GmbH
2 Owner nmr
3 Spectrometer spect o)
4 Author
5 Solvent MeQD \
NN
6 Temperature 294.3
7 Pulse Sequence zgpeg30 /’ /
8 Experiment i) ’//; N
9 Number of Scans 14336 H
10 Receiver Gain 203
11 Relaxation Delay 2.0000 F
12 Pulse Width 8. 5000
13 Spectrometer Frequency 100. 61
14 Spectral Width 24038.5
15 Lowest Frequency -1958. 4
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65336
1
I
1
|
1
I \ 1
| | 1
! ]
T 1 .
T T T T T T T T T T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0
f1 (ppm)
CoQWnNn——O oW — b+ 0o I ¥ —— =
ETTFTanmnnnmnn AN~ o - ...
ol Sl vl vl Sl ol Sl ol Yol S il vl ol ol v M M N s el [Ft s S
L S S T S S S el Tt S T— \/ | er root
e 3 Spectrometer spect
4 Author
5 Solvent MeOD
6 Temperature 297.4
7 Pulse Sequence zg30
8 Experiment 1D
9 Number of Scans 8
10 Receiver Gain 112
| f J [ 11 Relaxation Delay 1. 0000
12 Pulse Width 9. 9000
0] 13 Spectrometer Frequency 400. 13
14 Spectral Width 8012.8
N \N 15 Lowest Frequency -1535.4
f f 16 Nucleus 1H
e 17 Acquired Size 32768
== N 18 Spectral Size 65536
H
]
|
1
|
|
J J L "
¥ A i
=
o~ F o < <
D o [ )3 o))
T T T T T T T O.I‘_ T T T T T ‘.I_: ,_; T T \('\i T T T T T T T
11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0.0 =10
1 (ppm)

1700

1600

1500

1400

1300

1200

1100

1000

900

800

F700

600

400

300

F200

100

=100
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~10000

9000

8000

~7000

6000

5000

4000

3000

2000

~1000

--1000

1200

1100

1000

900

800

700

600

500

400

300

=100

T ~oounaAaTTunU~oaaNvCVODTANANA T o \O 1 I~ oo
(1 Nosn e OGN o) (S Gvilnien 00 B T n s eancs Gl Gl Dol G ap Gl S G 6, O
R A B RS R = R R K A R R R RN R R - E=E=E i
TS enmmaonen Mmool LAl GLGHEL ey ]I NANANN— W~
— o e e e e e e e e e e e e e e e e e e e e il — — — — — O\ [~ NN
N T - | —— N _J _—1 bl o ol = b e — -l o ]
Parameter Value
1 Origin Bruker BioSpin GmbH :
2 Owner nor 0
3 Spectrometer spect
4 Author m
5 Solvent MeOD NN
6 Temperature 294.5 / f/
7 Pulse Sequence zgpg30 == N
8 Experiment 10 H
9 Number of Scans 12288
10 Receiver Gain 203
11 Relaxation Delav 2. 0000
12 Pulse Width 8. 5000
13 Spectrometer Frequency 100.61
14 Spectral Width 24038. 5
15 Lowest Frequency -1938. 4
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536
|
I
T T T T T T T T T T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0
f1 (ppm)
A6
ATV N = O RV TN = O N KR q
\Dﬂmmmmﬂt\!mmmc\!(\!mw?m— C’? Parameter Value
= b= B e D I 0 B B BB B B B =k P o ; —
L e e e e e e e ——t [ 1 Origin Bruker BioSpin GmbH
2 Owner root
3 Spectrometer spect
4 Author
5 Solvent MeOD
6 Temperature 297.2
7 Pulse Sequence zg30
8 Experiment 1D
9 Number of Scans 8
’ f ,‘ 10 Receiver Gain 89
11 Relaxation Delay 1. 0000
0 12 Pulse Width 9. 9000
13 Spectrometer Frequency 400.13
W 14 Spectral Width 8012.8
N N 15 Lowest Frequency -1535. 4
/ / 16 Nucleus 1H
— 17 Acquired Size 32768
= I'N{ 18 Spectral Size 65536
OH
|
1
|
|
L .
B P
=]
L~ O \O
I = ey
T T T T T T T O T ot T T T T T — " p— T T T T T T T T T
10.5 9.5 9.0 85 80 7.5 7.0 6.5 6.0 55 50 45 40 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0 -0.5
f1 (ppm)

200
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e e e e et | — | \ N
Parameter Value
1 Origin Bruker BioSpin GmbH
2 Owner nmr
3 Spectrometer spect 0
4 Author
5 Solvent MeOD N !
6 Temperature 295.7 f
7 Pulse Sequence zgpg30 .
8 Experiment 1D == N
9 Number of Scans 14032 H
10 Receiver Gain 203
11 Relaxation Delay 2. 0000 OH
12 Pulse Width 8. 5000
13 Spectrometer Frequency 100. 61
14 Spectral Width 24038.5
15 Lowest Frequency -1958. 4
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 635536 i

180

160 140 120 100 80 60 40 20

200
fl (ppm)
4
ORI~ MO (o)} W =0
Oy ol Al AN O] b G, M v n
-~~~ 0 o o ol N Y
| op—— I —
Parameter Value
1 Origin Bruker BioSpin GmbH
2 Owner nmr N NHZ
3 Spectrometer spect ‘ =
4 Author 2
5 Selvent DNSO J - N
6 Temperature 293.2 /Si
7 Pulse Sequence zg30 ‘
8 Experiment 1D
9 Number of Scans 16
10 Receiver Gain 203
11 Relaxation Delay 1. 0000
12 Pulse Width 13. 4000
13 Spectrometer Frequency 400. 13
14 Spectral Width 8223.7
15 Lowest Frequency -1640.9
16 Nucleus 1H
17 Acquired Size 32768
18 Spectral Size 65536

41.00]
4.97]
1.984

12,059 L

~13000
~12000
11000
10000
9000
8000
~7000
6000
5000
4000
3000
~2000
~1000

1000

~13000

~12000

r11000

~10000

9000

8000

-7000

6000

5000

4000

3000

2000

~1000

r-1000

S17
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S ch oo, M m OY 00 O A ZER9RE L (=] 12000
el O gy f o R 00 A0 S IOy b ) O e
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e e A e | | ey e—— I 11000
Parameter Value
1 Origin Bruker BioSpin Cubli 10000
2 Owner root N NH2
3 Spectrometer spect ~
4 Author ‘ > 9000
5 Solvent DMSO o N
6 Temperature 303. 3 \Si
7 Pulse Sequence 2gpg30 /‘ 8000
8 Experiment 1D
9 Number of Scans 1024
10 Receiver Gain 210 7000
11 Relaxation Delay 2. 0000
12 Pulse Width 9. 9000
13 Spectrometer Freguency 100.61
14 Spectral Width 24038. 5 [eaca
15 Lowest Frequency -2044.9
16 Nucleus 13C
17 Acquired Size 32768 5000
18 Spectral Size 63536
4000
3000
I
2000
|
i 1 o | 1000
L -
I o
F—1000
T T T T T T T T T T T T T T T T T T
180 170 160 150 140 130 120 110 100 90 80 70 50 40 30 20 10 0 -10
f1 (ppm)
5
0 OV NAN—O 0N un —_— O -
9 @AAANNANA—E=a § ©nin9 Paramcter aie
o~ L N e N S S N A S Y I s s o HEa S ey Bruker BioSpin Cautif 10000
| L — N/ ~J—" |2 Owner nmr
3 Spectrometer spect
4 Author
5 Solvent DMSO "9000
6 Temperature 293.3
‘ N\ NH; 7 Pulse Sequence 230
8 Experiment 1D I
= N/ 9 Number of Scans 16 8000
= 10 Receiver Gain 203
f J 11 Relaxation Delay 1. 0000
12 Pulse Width 13. 4000 ,7000
13 Spectrometer Frequency 400.13
14 Spectral Width 8223.7
15 Lowest Frequency -1640.9
16 Nucleus 1H '6000
17 Acquired Size 2768
18 Spectral Size 65536
5000
I
4000
3000
2000
i ~1000
u I, i _0
BT L et
g8 & 8§ 3 &
— vy — o
T T T T T T T T T T T T T T T T T T T T T T
10.5 95 8.5 1.5 6.5 5:5 3.5 2.5 15 0.5 -0.5
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W oo v N 14000
i T 08006 e VT NSRS
wy < <™ NN o O QOO ® .
e i il e o 00 0 ITIT T T OAANMN 13000
| Nt N/ TN e——
12000
Paraneter Value
1 Origin Bruker BioSpin
GnbH 11000
2 Owner root
3 Spectrometer spect
4 Author N\ 10000
5 Solvent DHSO |
6 Temperature 304. 1 N/
7 Pulse Sequence zgpg30 // 9000
8 Experiment 1D
9 HNumber of Scans 1024
10 Receiver Cain 210 8000
11 Relaxation Delay 2. 0000
12 Pulse Vidth 9. 9000
13 Spectrometer 100. 61 7000
Frequency
14 Spectral ¥idth 24038.5
15Lovest Frequency — -1958.4 6000
16 Hucleus 13C
17 Acquired Size 32768
18 Spectral Size 65536 5000
4000
3000
! 1 2000
| 1l !
! 1000
F0
F=1000
T T T T T T T T T T T T
70 160 150 140 90 80 0 60 50 40 30 20
£1 (ppm)
7-1
O OTNORWYUITA VT AWM — = — oo
r‘- = "! N (\! N (\! W '{) l/\ v T R 1 Origin Bruker KﬁSpin GmbH
[oo] oo~ | gl ol el ool o b e R i el e T ] FO000
_‘g_:.a_-——-' 2 Owner root
I I ‘—\_\E‘“/ ‘——ﬁ—\/ 3 Spectrometer spect I
4 Author
5 Solvent CcDC13
6 Temperature 298.0 8000
7 Pulse Sequence zg30
8 Experiment 1D
9 Number of Scans 16 L
J 10 Receiver Gain 89 7000
11 Relaxation Delay 1.0000
12 Pulse Width 9. 9000
13 Spectrometer Frequency 400. 13 L
N 14 Spectral Width 8012. 8 6000
3 15 Lowest Frequency -1544.2
| 2 16 Nucleus 1H
N 17 Acquired Size 32768 -5000
HOIN‘ N 18 Spectral Size 65536
N=
L4000
3000
1
1
\ 1000
TR I ")
% S
# 883
S — S o +-1000
T T T T T T T T T T T T T T T
10.5 9.0 0.0



40000

-35000

~30000

25000

~20000

15000

10000

5000

N — > =0t 00
N =t 0%~ 0 = <+ TN N = D 0
8 S od s Y088 o U e e Bl e
N T TN AN < o O AN ]
— o o o — — \O it < < < M
B e My | | Te—
Parameter Value
1 Origin Bruker BioSpin GmbH
2 Owner root N NH
3 Spectrometer spect = 2
4 Author ‘
- = N/
5 Solvent DMSO
6 Temperature 301.2 HOJ‘N‘ =N
& N=
7 Pulse Sequence zgpg30
8 Experiment 1D
9 Number of Scans 2000 I
10 Receiver Gain 210
11 Relaxation Delay 2.0000
12 Pulse Width 9. 9000
13 Spectrometer Frequency 100. 61
14 Spectral Width 24038.5
15 Lowest Frequency -1958. 4
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 63536
1
I
1 ! |
i | i “ | ‘ J ‘ |
I [ 1 de A
T T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
f1 (ppm
7-2
O TN =00 O TN —m— ARV TNOADN — N0 O I o]
Do 0o ol icligl Bonann Ssr i i DigL Gl sl el &
Lok Sttt Ffeannm Al Gl e~ (=]
e i T Y TS |
Parameter Value
1 Origin Bruker BioSpin GmbH
2 Owner root
3 Spectrometer spect
4 Author
5 Solvent CDC13
6 Temperature 295.8
7 Pulse Sequence zg30
8 Experiment 1D
9 Number of Scans 16
10 Receiver Gain 82
11 Relaxation Delay 1. 0000 N\ NH2
12 Pulse Width 9. 9000 ‘
13 Spectrometer Frequency 400, 13 =38 N
14 Spectral Width 8012.8 /‘/“N‘
15 Lowest Frequency -1543. 4 N:N
16 Nucleus 1H HO
17 Acquired Size 32768
18 Spectral Size 65536
|
|
| |
]
|
1 \~Ag)\A, i
L A — L T, Ry T
<t v O — €f) =l =k AD e
i el B i B R e
S o o = N N o
T T T T T T T T T T T T T T T T T T T T T T T T T T
L0 11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0 0.0 =1.10
1 (ppm)

4000

3500

-3000

2500

2000

1500

1000

500
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Parameter Value
1 Origin Bruker BioSpin GmbH
2 Owner root N NH2
3 Spectrometer spect | =
4 Author o
5 Solvent DYSO NS N
6 Temperature 301.0 /\—/\ ‘N:N
7 Pulse Sequence zgpg30 HO
8 Experiment 1D
9 Number of Scans 2000
10 Receiver Gain 210
11 Relaxation Delay 2. 0000
12 Pulse Width 9. 9000
13 Spectrometer Freguency 100.61
14 Spectral Width 24038.5
15 Lowest Frequency -1958. 4
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 63536
I
! |
1 . 1 1 [
mi
T T T T T T T T T T T T T T T
170 160 150 140 130 120 100 90 80 70 60 50 40 30 20 10
f1 (ppm)
7-3
v O " — O 00 nNnoN— OGN N = O
=t "} 0 "} (") (\Kf Q) Q0 i\' P: - an "r} Parameter Value
00 00 il el ol e @ I I I e s s ot o] - A
1 Origin Bruker BioSpin
N ~—=1 | I 5 preke =
2 Owner root
3 Spectrometer spect
4 Author
5 Solvent DMSO
6 Temperature 294.8
7 Pulse Sequence zg30
8§ Experiment 10
U } } 9 Number of Scans 16
10 Receiver Gain 89
11 Relaxation Delay 1. 0000
12 Pulse Width 9. 9000
N NH2 13 Spectrometer 400. 13
R Frequency
‘ 14 Spectral Width 8012.8
I N/ 15 Lowest Frequency -1536.8
‘_/“N\ 16 Nucleus 1H
F N=N 17 Acquired Size 32768
18 Spectral Size 63336

-22000
~21000
~20000
~19000
-18000
~17000
~16000
~15000
~14000
~13000
~12000
~11000
~10000
~9000
~8000
~7000
~6000
~5000
~4000
3000
~2000
~1000

~=1000

~=2000

3500

3000

2600

2000

1500

F1000




-l8uuy

CERI2R32T2BE nwn g oo o
— — — —
GO W M2 %G 8§ BYIpEAESxBAY s
wistTTnonnacda O QOO POCOO 0
— o o e \O VWV ST
eSS SN I N S ————— 16000
= 15000
Parameter Value
1 Origin Bruker BioSpin GmbH
2 Owner root 14000
3 Spectrometer spect
4 Author N NH> 13000
5 Solvent DMSO | ¥
6 Temperature 300.9 - IE
7 Pulse Sequence 2gpg30 NS N 12000
8§ Experiment 1D Ff =N
9 Number of Scans 2000 N 11000
10 Receiver Gain 210
11 Relaxation Delay 2. 0000 10000
12 Pulse Width 9. 9000
13 Spectrometer Frequency 100. 61 L
14 Spectral Width 24038. 5 9000
15 Lowest Frequency -1938. 4
16 Nucleus 13¢ 8000
17 Acquired Size 32768
18 Spectral Size 65536 ~7000
6000
5000
4000
3000
[}
1y | 2000
1 | |
! |
l L | ! 1000
a l A . _0
T T T T T T T T T T T T T T T T T T T
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0
f1 (ppm)
T1
v o N O ITAVD O TN T O T D 5000
0 o CUClL = ve e S5 . S mlien©) 0000000 Parameter Value
uf °|° l\\‘[\ B O m mﬁw P 1 Origin Bruker BioSpin GmbH
Ll —
[® 2 Owner root 4500
3 Spectrometer spect e
4 Author
5 Solvent Me0OD
6 Temperature 297.4 L1000
7 Pulse Sequence zg30
8 Experiment 1D
9 Number of Scans 16
[J‘ fj 10 Receiver Gain 82 13500
il 11 Relaxation Delay 1. 0000
12 Pulse Width 9. 9000
13 Spectrometer Frequency 400. 13
14 Spectral Width 8012. 8 3000
0 15 Lowest Frequency -1587.3
16 Nucleus 1H
N \N 17 Acquired Size 32768
f / 18 Spectral Size 65536 L2500
HO— Ny
N=N H
2000
1500
|
| 1000
|
| ’ !
500
I L&AA______.JLk_fd_/J
Rl o o]
-0
ol & i s B
—_ \D =) Ao Q
=2 S Qe
—_ — ALy~ N
T T T T T T T T T T T T T T T T T T T T T T T T
1.0 10.5 10.0 9.5 9.0 85 80 75 70 65 60 55 50 45 40 35 30 25 20 1.5 1.0 05 0.0 -0.5 -1.0
£1 (ppm)
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FTOOUWTHXRN M — % DN NG9 o ®
00 €1 00 \O W1 N 00 06 00 90 \O \O T & T oo 0o r9000
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— e v e e e Tt <t o0 A
e e s — | —_— D
v 8000
Parameter Value
1 Origin Bruker BioSpin GmbH
2 Owner nmr (@]
3 Spectrometer spect —7000
4 Author \
: NN
5 Solvent MeQD w /
6 Temperature 296.3
7 Pulse Sequence zgpg30 HO\/\N. b N '6000
8 Experiment 1D N=N H
9 Number of Scans 1576
10 Receiver Gain 203
11 Relaxation Delay 2.0000 F5000
12 Pulse Width 8. 5000
13 Spectrometer Frequency 100.61
14 Spectral Width 24038.5
15 Lowest Frequency -1958. 4 _4000
16 Nucleus 13C
17 Acquired Size 32768
18 Spectral Size 63336
3000
2000
|
(T 1000
| | |
‘ | Ih‘ |
T T T T T T T T T T T T T T
200 180 160 140 120 20 0
T2
I n vyt S~ = g oY oo
e gl Lol oy ol ol st et [ i SeuD Mlin ne s e .
o6 o6 N N N M fene]en claiciad Parameter Value 1900
|| e e —— IS 1 Origin Bruker
BioSpin GmbH 1800
2 Owner root
3 Spectrometer spect L1700
4 Author
5 Solvent CD30D_SPE 1600
6 Temperature 295.1
T Pulse Sequence zg30 12
8 Experiment 1D 1500
9 Number of Scans 16 y
j / 10 Receiver Gain 89 100
11 Relaxation Delay 1.0000
12 Pulse Width 9. 9000 1300
13 Spectromet 400. 13
Q Freasency 1200
I 14 Spectral Width  8012.8
N N 15 Lowest Frequency -1547.0 1100
f' 16 Nucleus 1H
N f 17 Acquired Size 32768 1000
HO Vo N 18 Spectral Size 65536
N=N H 900
800
F700
600
500
400
300
200
100
e Lo
F—100
r T T T T T T T T T
11.0 10.0 9.0 1.0 0.0 -1.0



AN —=RANTWVHOLOCXRXONO k24000
TOSMIHR OO =X D =G aa | tan
05 0 O Wi 00 08 0B \O O T A 0 9 o 23000
T oA ANANAANANANNCOC vy I~ >~ Oy L
S PO e O N i R RS IR S SN B
S — e = el SN 121000
Parameter Value 20000
1 Origin Bruker BioSpin GmbH [
2 Owner nmr 19000
3 Spectrometer spect 0 —18000
4 Author i
5 Solvent MeOD \ 17000
6 Temperature 294.3 / N N -16000
7 Pulse Sequence zgpg30
8 Experiment 1)) /\/‘NN/L/N / F15000
9 Kumber of Scans 7104 HO N=N H L14000
10 Receiver Gain 203
11 Relazation Delay 2.0000 13000
12 Pulse Width 8. 5000
13 Spectrometer Frequency 100. 61 _12000
14 Spectral Width 24038.5 F11000
15 Lowest Frequency -1958. 4
16 Nucleus 13C ’10000
17 Acquired Size 32768 L
18 Spectral Size 65536 9000
8000
-7000
6000
-5000
, 4000
1 | -
. , . 3000
T |1 r2000
L
! J ) L0
1000
2000
T T T T T T T T T T T T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0
f1 (ppm)
T3
>~ \O A ANORN®W 0= wnn OO — 13200
=& N 0. o0 en) N [ B o)) 03. CD. t\ ﬂ' <!_ ! Parameter Value
%0 co Lo e Tl ol Sl R M S s s s 52 1 Origin Bruker BioSpin GubH | |
N Ne——— e J == i s 3000
3 Spectrometer spect
4 Author 2800
5 Solvent MeOD
6 Temperature 297.1 2600
7 Pulse Sequence zg30
8 Experiment D
9 Number of Scans 16 r2400
T f J j 10 Receiver Gain 89
11 Relaxation Delay 1. 0000 2200
12 Pulse Width 9. 9000
13 Spectrometer Frequency 400. 13
14 Spectral Width 8012.8 2000
O 15 Lowest Frequency -1535. 4
16 Nucleus 1H 1800
N \ 17 Acquired Size 32768
/ / N 18 Spectral Size 65536 11600
PN TN 1400
N=N H
1200
1000
800
I !
600
| 400
[
| J 200
L_,_._JL_ GEe i
Pl "‘é‘“ i B R 9
O ey (=] 00 — <t -200
T T T T T — ,_:| | T T T ,_"r (-(\‘ ;_: ('\i T T T T T T T T T
10.5 9.5 9.0 8.5 80 7.5 7.0 65 60 55 50 45 40 8.5 3.0 25 20 1.5 1.0 0.5 0.0
f1 (ppm)
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Parameter Value -45000
1 Origin Bruker BioSpin GmbH
2 g;::zrometer ::zct O\ S~ = '40000
4 Author >_7\\‘/ \\ />
5 Solvent MeOD ”(N\y/,N G
6 Temperature 294.3 I / B
7 Pulse Sequence 2gpg30 F‘\/\NAYA\NA\
S iii‘s:im;t&an; 12360 N=N H 7
10 Receiver Gain 203 = 30000
11 Relaxation Delay 2. 0000 Lo
12 Pulse Width 8. 5000 BN
13 Spectrometer Frequency 100.61 F25000
14 Spectral Width 24038.5
15 Lowest Frequency -1938. 4
hewived size 57760 20000
18 Spectral Size 65536
15000
|
10000
: |
T | T . { 5000
Al
‘ l J ILJ Jl H e L )
I - . ; ; . ~-5000
200 180 160 140 120 100 80 60 40 20 0
fl (ppm)
HRMS
2-1
%10 % |+ESI Scan [0.866 min) Frag=125.00 SDUL--061-001.d Subtract [3)
a4 2861341
T4
E-
A4
4
24
24
14
D T 1 1 I| 1 T T T 1 1 T 1 1 1 1 1 1
200 400 00 g00 1000 1200 1400 1600 1800 2000 0 2200 2400 2600 2800 3000 3200
Counts vz, Mazs-to-Charge [m/z]
2-2
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w10 & |+ES] Scan [0.868 min) Frag=125.00 SDUL--061-24.d Subtract
2 * 3041244

1.8+
1.64
1.4+
1.2

14
0.8+
0.6
0.44
0.2+

200 400 GO0 800 1000 1200 1400 1600 1800 2000 2200 2400
Counts vz, Mazs-to-Charge [m/z]

2-3

2600

2800

2000

3200

w103 |+ES] Scan [0.745 min] Frag=125.0% SDUL--061-84.d Subtract
£ 041253
55
5
4.5
44
354
34
254
o
1.54
14
0.5
D 2 || ; : L

200 400 GO0 800 1000 1200 1400 1800 1800 2000 2200 2400
Counts ws. Mazs-to-Charge [m/z]

2600

2800

3000

3200

w103 |+ES] Scan [0.827 min] Frag=125.00 SDUL--061-73d Subtract
304.1242

2754
254
225+
24
1.754
1.54
1.254
14
0754
0.5
025+

200 400 GO0 800 1000 1200 1400 1600 1800 2000 2200 2400
Counts vz, Mazs-to-Charge [m/z]

2-5

2600

2800

2000

3200
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®106

1.84
1.6
1.44
1.24

14
0.8+
0.6+
0.4+
0.24

+E5I Scan [0.730 min) Frag=125.00 SDUL-061-71.d

b ok

* 3001500

L .

2-6

205 250 275 300 325 30 375 400 425 450 47

Counts vz, Mazs-to-Charge [m/z]

5 GO0 K25 550 G675 GO0 E25 ES0 G675 700 725 70 FAS B00 825

#1008

1.8
1.64
1.4
1.24

14
0.6
0.6
0.4
0.2

+E5| Scan [0.977 min] Frag=125.0% SDUL--061-72.d Subtract
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w103 |+ES] Scan [0.827 min] Frag=125.00 SDUL--061-33.d Subtract
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w10 & |+ES] Scan [0.877 min] Frag=125.00 SDUL--061-28.d Subtract

29 * 299 1405
184

1.6
1.4
1.2+
14
0.8
g 3211173
0.4
0.2

230 240 B0 ZE0 270 2380 290 300 310 320 330 340 3B0 380 IF0 O3B0 [0 400 490 420 430

Counts vz, Mazs-to-Charge [m/z]

Al

SDUL-061-003 #19-21 RT: 0.18-0.20 AV: 3 SB: 10 1.82-1.89 NL: 3.28E6
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SDUL-081-027 #52-55 RT: 0.60-0.63 AV:4 SB: 6 1.71-1.77 NL: 1.39E6
F: FTMS + ¢ ESI Full ms [100.00-2000.00]
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SDUL-061-080 #26-29 RT- 0.31-0.34 AV: 4 SB: 10 1.84-1.91 NL: 1.08E7
F: FTMS + ¢ ES! Full ms [100.00-800.00)
434.1662
u:\o3
95—
80|

85

75-
70+
85
' 80°

55

Relative
E
T

1 470.1423
424.3638 i| | AT 5ep 4147
T T B T T T T

456.1474
o |
1
T

212.1181 257.0736 mfrnz 319.2841 336-}109 3803371
e , :

o

o :

200 250 300 350 400 450
mz

556.4410 600.4732 618.2736 6452765 669.7193 684.2059
Py i v e 1

600

700

A5

SDUL-061-092 #44-45 RT: 0.47-048 AV:2 SB: 9 1.51-1.57 NL: 5.05E6
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F: FTMS + ¢ ESI Full ms [100.00-900.00]
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SDUL-061-082#32 RT: 026 AV: 1 SB: 28 1.38-152 NL: 1.66E7
F: FTMS + ¢ ESI Full ms [100.00-1000.00]
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T3

SDUL-061-053- #64-69 RT: 0.53-0.56 AV:
F: FTMS + ¢ ESI Fuli ms [100.00-2000.00]
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