Supplementary information

Supplementary data: The 'H,'3C NMR and LC-MS spectra of compound 3 and 'H
NMR and LC-MS spectra of compound 2.
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Figure S2. 3C NMR spectrum of compound 3



Mexpeax: 1oo.00% | T T~ 0 AR AT T
Ret Time: 1.364 min DAD1T A, 5ig=215,16 Ref=off (D\DATADT 00265 D6BR\SAMPLDDO01 2.0}
Al |1.3e-4
400
300 |
200 ||
100 [ S —_—
o T T —— — . T T T T T T . — .
0.5 1 15 i
DAD1 B, Sig=254.18 Ref=off (D:\DATA\0708\L 265968 R\SAMPLDD0012.D}
mAll 3 I
200 3 |
100 3 |
] i
e — 4 —
}.Iul ""-'t U T T T T |5 T T T T !l T T T T 1|5 T T T rlnln
Exact '\-IHSS MS01 TIC, MS File (0\DATADT 09 2650668 SAMPLOO00T3 D) ES-AFI, Scan, Frag: 100, "FOS
#1381
1000000 i\
750000 e |I \
I| — — ]
500000 ." ——e e \1__‘_ —
250000 |
T T T T T T T | T T T I.. I T T T T
0’5 1 15 mir]
MSDZ TIC, MS File (D\DATA\DTOS\L 265065 R\SAMFLO0DD13.D) ES-AFI, Scan, Frag: 100, "MEG"
p1.381
150000 ;ﬂ
i
100000 I| |
1
50000 o — -
- I J— k \-—-.._
—_— . - . .
.5 1 1.5 miry
BDC1 A, ELSD (D DATAWDT 0¥ 205005 RSAMPLODDDT 3.0
my J fi
E i
100 3 [ |I
a0 3 || '
g0 P
4D 3 [
T T T T ; : — : T T T T T T T — T
0.5 1 15 mir|
"MSD1 SFC, time=1.382 of D\DATADTOS\ 26566ERSAMFPLOO0013 D ES-AFI, Scan, Frag: 100, "POS"
38.2
- 50
RT 1.381 157.2 5402
D I... .I.._I..._.T_.. I. —_ - e -I.. . _.I.. .I.. . I... ..I .- I... I. . .I.. - - .I
100 200 300 400 500 m
"MSDZ SPC, time=1.378 of D-\DATAD7OS\ 2658BBRSAMPLDO0013 D ES-AFI, Scan, Frag: 100, "MEG"
536.2
- 50
RT 1.3381
D . T . : . I. . T ; . |" . : + . | . - I. . .I. I. | I.. .I I| I. - .I
100 200 300 400 500 m
Me
H
N

HN—4 |

I
N

Molecular Weight: 537,68

Figure S3. LC-MS spectrum of compound 3
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Figure S4. '"H NMR spectrum of compound 2



— e w

Ret Time: 0.985 min DADT &, Sig=215.16 Ref=off [DIDATAIID0E L2027 B2 SAMPLDO0032.0)
mAU |0.935
600
400 ||
200 {
0 - A
——— —
0.5 1 1.5 i
DAD1 B, 5ig=254, 16 Ref=off (D\DATAV1D06\L 202782 R\SAMPLO00032.D)
mAl 4 l
200 ||
] |
o . f JI \ -
1"[01 ""‘t U T T T T Cllfr T T T T |1 T T T T 1'5 T T rlnln
Exact Mass MED1 TIC, ME File (D DATAVI008L 202702 AiSAMPLO00032.0) ES-AFL, Scan, Frag: 100, 'FOS
o 2 5 ] +0.807
£ Lreak 800000 II \
—— . o
] P j !
1 400000 3 / T | |
] —— | e
200000 /-»-"f T -___4,‘ |'- — —— |
- )
- T T T T I T T T T I T T T T I T T T
0.5 1 1.5 i
MSDZ TIC, M5 File [DDATAV 0081 282782 RSAMPLO00032.0) ES-AFI, Scan, Frag: 100, "NEG"
00000 Iﬁlu.gg?
400000 I| II
200000 f '.I
] R . \-._I R _— ——
0 — —_—
.5 1.5 mir|
ADC1 A, ELSD (D DATAVI008L 202 702 SAMPLO00032.0)
mY J M
3 I\
3 |t
150 3 I
100 3 II |
3 1
503 /L
————————— —
0.5 1 1.5 i
"MSD1 SPC, time=0.098 of D:ADATAL D0S\L202792R\SAMPLO00032.0 ES-API, Scan, Frag: 100, "POS"
220.0
50
RT 0.9%7
157.2 —_
D - .I._._.._ e s B e e I TR - - . I. e I T - T
100 200 300 400 500 m'z
"MSD2Z SPC, ime=0.094 of DDA TA\ D0B\L 2027 B2R\SAMPLON0032.0 ES-API, Scan, Frag: 100, "NEG"
318.0
50
RT 0.9%7
320.0
o T '_'|"| T T T T' B T T "|_ S e S T T T T T |' T LEm— "|"'|
100 200 300 400 500 m'z
Me
Me.
N
N NH
S
o N’r /J\
'\N_/"
SH
2

Molecular Weight: 319,40

Figure S5. LC-MS spectrum of compound 2



