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Chart S1 A summary of all compounds prepared.
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Fig. S1 5-(2-methoxyphenyl)-1,2,4-triazolidin-3-one 'H NMR spectrum
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Fig. S2 5-(2-methoxyphenyl)-1,2,4-triazolidin-3-one '*C NMR spectrum
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Fig. S3 5-(2-methoxyphenyl)-1,2,4-triazolidin-3-one '"N-HSQC NMR spectrum
Single Mass Analysis HN NH
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 100.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3 " o
Monoisotopic Mass, Even Electron lons "
20 formula(e) evaluated with 1 results within limits (up to 20 closest results for each mass)
Elements Used: OMe
C:510 H:10-15 N:0-5 0:0-5 Na:1-1
3a 56 (1.855) Cm (1:61)
TOF MS ES+
8.91e+004
100= 216.0748
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R LR 1 T TR L R SR ) SR RN LI SRR IR NN SR R T D S B
2100 2120 2140 216.0 218.0 2200 2220 2240

Fig. S4 5-(2-methoxyphenyl)-1,2,4-triazolidin-3-one HRMS spectrum
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Fig. S5 5-(3,4-methoxyphenyl)-1,2,4-triazolidin-3-one 'H NMR spectrum
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Fig. S6 5-(3,4-methoxyphenyl)-1,2,4-triazolidin-3-one '3C NMR spectrum
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Fig. S7 5-(3,4-methoxyphenyl)-1,2,4-triazolidin-3-one "N-HSQC NMR spectrum
Elemental Composition Report i e Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 100.0 N o
Element prediction: Off
Number of isotope peaks used for i-FIT =3
Monoisotopic Mass, Even Electron lons MeO
22 formula(e) evaluated with 1 results within limits (up to 20 closest results for each ma:
Elements Used: OMe
C:5-10 H:10-15 N:0-5 0©:0-5 Na:1-1
3b 11 (0.338) Cm (1:61)
TOF MS ES+
9.03e+004
1004 246.0856
o
247.0886
2459533
241.0565 2471580 244 1278.245.1415_ » | 247.9471 248.9300  250.1798 2511789 253.0707 s
2400 @ 2410 @ 2420 2430 = 2440 2450 2460 2470 @ 2480 @ 2490 2500 = 2510 = 2520 = 2530
Mass Calc. Mass mDa pEM DBE i-FIT i-FIT (Norm)
246.0856 246.0855 1 4 55 621.6 10 H13 N3 O Ia

Fig. S8 5-(3,4-methoxyphenyl)-1,2,4-triazolidin-3-one HRMS spectrum
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Fig. S9 5-(2-fluorophenyl)-1,2,4-triazolidin-3-one '"H NMR spectrum
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Fig. S10 5-(2-fluorophenyl)-1,2,4-triazolidin-3-one 3C NMR spectrum
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Fig. S11 5-(2-fluorophenyl)-1,2,4-triazolidin-3-one "’N-HSQC NMR spectrum
Elemental Composition Report i i Page 1
Single Mass Analysis
Tolerance =5.0 PPM / DBE: min =-1.5, max = 100.0 N o
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons F
35 formula(e) evaluated with 1 results within limits (up to 20 closest results for each mass)
Elements Used:
C:5-10 H:5-10 N:0-5 0:0-5 F:0-1 Na:1-1
3c 2 (0.034) Cm (1°61)
TOF MS ES+
6 82e+004
RO 204.0550
%_
] 205 0578
1194.1176 196.9809 1991054 2020813 203.1023 | 2060604 2089485 2110035 2130175 2151255
1940 = 1960 = 1980 = 2000 2020 = 2040 2060 = 2080 = 2100 = 2120 = 2140
Mass Calc. Mass mDa PEM DBE i-FIT i-FIT (Norm) Formula
204.0550 Z204.0549 U::1 0.5 3.3 €36.7 8 HB N3 O F Na

Fig. S12 5-(2-fluorophenyl)-1,2,4-triazolidin-3-one HRMS spectrum
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Fig. S13 5-(2-chlorophenyl)-1,2,4-triazolidin-3-one '"H NMR spectrum
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Fig. S14 5-(2-chlorophenyl)-1,2,4-triazolidin-3-one 3C NMR spectrum
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Fig. S15 5-(2-chlorophenyl)-1,2,4-triazolidin-3-one SN-HSQC NMR spectrum
Elemental Composition Report - - Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 100.0 N o
Element prediction: Off H
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons cl
37 formula(e) evaluated with 1 results within limits (up to 20 closest results for each mass)
Elements Used:
C:5-10 H:5-10 N:0-5 0:0-5 Na:1-1 Cl:0-1
3d 48 (1.586) Cm (1:61)
TOF MS ES+
9.31e+004
00 220.0254
o
E 222 0224
221.0283
2130166 2151250 21980 2189741 || 228.0288 5950505 2267924 9290439 2310500 2330801 2349185
2120 = 2140 | 2160 | 2180 2200 & 2220 2240 2260 = 2280 | 2300 = 2320 2340 |
Mass Calc. Mass mDa PEM LBE i-FIT i-FIT (Morm) Formula
220.0254  220.0254 0.0 e 5.5 1.0 CcB HB N3 © Na cCl

Fig. S16 5-(2-chlorophenyl)-1,2,4-triazolidin-3-one HRMS NMR spectrum
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Fig. S17 5-(4-chlorophenyl)-1,2,4-triazolidin-3-one '"H NMR spectrum
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Fig. S18 5-(4-chlorophenyl)-1,2,4-triazolidin-3-one '3C NMR spectrum

11

[rel]

25 [rel]

05 1.0 15 2.0

-0.0



|

|

4-ClIN GHSQC FROTON 01-10-16

HN

NH

Cl

-]

200 100 0 F1 [ppm]

300

F;

Fig. S18 5-(4-chlorophenyl)-1,2,4-triazolidin-3-one ’'N-HSQC NMR spectrum

Elemental Composition Report HN

NH

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min = -1.5, max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

o]

Monoisotopic Mass, Even Electron lons ¢l
37 formula(e) evaluated with 1 results within limits (up to 20 closest results for each mass)
Elements Used:

C:5-10 H:5-10 N:0-5 0O:0-5 Na:1-1
Je 41 (1.351) Cm (1:61)

TOF MS ES+

Cl: 01

220.0252

2220222

217.1053 221.0282
218.1042 [ 223.0251 2258156 556 9634

229.1412

215.1261
f
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Fig. S19 5-(4-chlorophenyl)-1,2,4-triazolidin-3-one HRMS spectrum
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Fig. S20 5-(4-bromophenyl)-1,2,4-triazolidin-3-one 'H NMR spectrum
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Fig. S21 5-(4-bromophenyl)-1,2,4-triazolidin-3-one '*C NMR spectrum
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Fig. S22 5-(4-bromophenyl)-1,2,4-triazolidin-3-one "N-HSQC NMR spectrum

Elemental Composition Report Sid

NH

Single Mass Analysis

Tolerance =5.0 PPM / DBE: min =-1.5, max = 100.0
Element prediction: Off H
Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons Br
42 formula(e) evaluated with 1 results within imits (up to 20 closest results for each mass,
Elements Used:

C:510 H:510 N:0-5 0O:0-5 Na:1-1 Br:0-1

31 56 (1.856) Cm (1:61)
TOF MS ES+

263.9751 2659733

259.0284 264.9783 266.9758

| 261.1317  262.1369

271.1501 275.1483

F2 [ppm]

Page 1
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Fig. S23 5-(4-bromophenyl)-1,2,4-triazolidin-3-one HRMS spectrum
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Fig. S24 5-(4-methoxyphenyl)-1,2,4-triazolidin-3-one 'H NMR spectrum
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Fig. S25 5-(4-methoxyphenyl)-1,2,4-triazolidin-3-one 3C NMR spectrum
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Fig. S26 5-(4-methoxyphenyl)-1,2,4-triazolidin-3-one ’N-HSQC NMR spectrum
Elemental Composition Report ik i Page 1
Single Mass Analysis
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 100.0 N 0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3 MeO
Monoisotopic Mass, Even Electron lons
20 formula(e) evaluated with 1 results within limits (up to 20 closest results for each mass)
Elements Used:
C:5-10 H:10-15 N:0-5 0O:0-5 Na:1-1
3nh 51 (1.687) Cm (1:61)
TOF MS ES+
5.78e+004
e 216 0747
H/O_
7 217 0902
N 2089510 511 48g7 2130183 2151272 218.0872 2189741514 4704 2224735 553 2957 23 8525225 0004
e o o S e e e L Lo i e S R e S S S S S
2100 2120 2140 2160 218.0 2200 2220 2240 2260
Minimum: =185
Maximum: 50 5.0 100.0
Mass Calc. Mass mDa EPM DEE FE g i-FIT (Norm) Formula
216.0747 216.0749 -0.2 -0.9 5.5 645.3 0. c9 H11 N3 02

Fig. S27 5-(4-methoxyphenyl)-1,2,4-triazolidin-3-one HRMS spectrum
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Fig. S28 5-(4-ethylphenyl)-1,2,4-triazolidin-3-one 'H NMR spectrum
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Fig. S29 5-(4-ethylphenyl)-1,2,4-triazolidin-3-one '3C NMR spectrum
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Fig. S30 5-(4-ethylphenyl)-1,2,4-triazolidin-3-one YN-HSQC NMR spectrum

Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min=-1.5, max = 100.0

Element prediction: Off

Number of isotope peaks used for i-FIT =3

HN

i Page 1

1.01e+005

Et
Monoisotopic Mass, Even Electron lons
20 formula(e) evaluated with 1 results within limits (up to 20 closest results for each mass)
Elements Used:
C:5-10 H:10-15 N:0-5 0:0-5 Na: 11
3i 60 (1.990) Cm (1:61)
TOF MS ES+
100, 214.0951
%
7 215.0985
e 208.5835 2109552 21391% 2171048 2181060 3200474 5550007 505 4087 226.9532227 555
ot S e S e e g e g e R e e S e e e R
2080 210.0 2120 2140 216.0 2180 2200 2220 2240 2260 2280
Minimum: e 5
Maximum: S 5.0 100.0
calc. Mass mba PPM DBE i-FIT i-FIT (Norm)
214.095¢6 =05 =243 Hirh 81. 0 N3 O =3

Fig. S31 5-(4-ethylphenyl)-1,2,4-triazolidin-3-one HRMS spectrum
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Fig. S32 5-(2,3-methoxyphenyl)-1,2,4-triazolidin-3-one 'H NMR spectrum
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Fig. S33 5-(2,3-methoxyphenyl)-1,2,4-triazolidin-3-one '*C NMR spectrum
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Fig. S34 5-(2,3-methoxyphenyl)-1,2,4-triazolidin-3-one "'N-HSQC NMR spectrum

Elemental Composition Report

Single Mass Analysis

Tolerance = 5.0 PPM / DBE: min=-1.5 max = 100.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

22 formula(e) evaluated with 1 results within limits (up to 20 closest results for each mass)
Elements Used:

C:5-10 H:10-15 N:0-5 0:0-5 Na:1-1

3j2 (0.034) Cm (1:61)

TOF MS ES+

246.0849

1 247.0883

] 241.0567 242 9365 244 1105 2459501 248.0912  249.0989

_250.1206

HN

OMe

OMe

253.0104

NH

F2 [ppm]

Page 1

1.33e+005

255.2097 556 0852

B e S st e S AR L S S

240.0 2420 2440 246.0 248.0 250.0

Fig. S35 5-(2,3-methoxyphenyl)-1,2,4-triazolidin-3-one HRMS spectrum
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Fig. S36 5-(3-hydroxyphenyl)-1,2,4-triazolidin-3-one '"H NMR spectrum
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Fig. S37 5-(3-hydroxyphenyl)-1,2,4-triazolidin-3-one '3C NMR spectrum

21



A i . M A

30OH 26/08/2016 IN DMSQ PROTON F
HIN NH I
— - :
N o] -
OH [
O : : : : : : : : : : : — T
10 8 6 4 F2 [ppm]
Fig. S38 5-(3-hydroxyphenyl)-1,2,4-triazolidin-3-one SN-HSQC NMR spectrum
Elemental Composition Report HN ny  Page 1
Single Mass Analysis " "
Tolerance = 5.0 PPM / DBE: min=-1.5, max = 100.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons OH
15 formula(e) evaluated with 1 results within limits (up to 20 closest results for each mass)
Elements Used:
C:5-10 H:510 N:0-5 0O:0-5 Na:1-1
3k 8 (0.236) Cm (1:61)
TOF MS ES+
2 13e+004
00 202.0590
9%
1 2030614 2109598
o 1928700 1940753 1969255198 2301 198.9419 504 1950 | 203 8853 206 2513 208 5360 200 0444 % :
T s salpiseuspudegiposfopapupaeusuipuopopbpsipp Lo Ll ppplpp WUl papufgegspepsplpapgagis upepepaper . MYz
194.0 196.0 198.0 200.0 202.0 204.0 206.0 208.0 210.0 2120
Minimum: =] .5
Maximum: 5.0 5l 100.0
Mass Calc. Mass mDa PEM DBE T=FIT i-FIT (Norm) Formula
202.0590  202.0592 -0.2 -1 5.5 542, 8 ) C8 HY N3 02 Na

Fig. S39 5-(3-hydroxyphenyl)-1,2,4-triazolidin-3-one HRMS NMR spectrum
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Fig. S41 5-(2,5-methoxyphenyl)-1,2,4-triazolidin-3-one '*C NMR spectrum
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Fig. S42 5-(2,5-methoxyphenyl)-1,2,4-triazolidin-3-one "’N-HSQC NMR spectrum
Elemental Composition Report HN NH Page 1
Single Mass Analysis et " n
Tolerance = 5.0 PPM / DBE: min =-1.5, max = 100.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3 OMe
Monoisotopic Mass, Even Electron lons
22 formula(e) evaluated with 1 results within limits (up to 20 closest results for each mass)
Elements Used:
C:5-10 H:10-15 N:0-5 0:0-5 Na:1-1
3151 (1.687) Cm (1:61)
TOF MS ES+
2 71e+005
o 246 0855
Ofu;
247 0886
2300080 2010587 _zupgaes  POSEN| | oenooos O ZHNT  oosomsa  asoasse
2380 240.0 242.0 2440 246.0 248.0 250.0 2520 254.0 256.0
5 B 10
Calc. Mass mDa EPM DEE i-FIT i-FIT (Norr
246.0855 G 685.5 ) N3 03 Na

Fig. S43 5-(2,5-methoxyphenyl)-1,2,4-triazolidin-3-one HRMS spectrum
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Fig. S44 5-(2-nitrophenyl)-1,2,4-triazolidin-3-one "H NMR spectrum
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Fig. S45 5-(2-nitrophenyl)-1,2,4-triazolidin-3-one 3C NMR spectrum
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Fig. S46 5-(2-nitrophenyl)-1,2,4-triazolidin-3-one YN-HSQC NMR spectrum
Elemental Composition Report oY ny Page
Single Mass Analysis
Tolerance =5.0 PPM / DBE: min =-1.5, max = 100.0 b o
Element prediction: Off
Number of isctope peaks used for i-FIT = 3 NO;
Monoisotopic Mass, Even Electron lons
19 formula(e) evaluated with 1 results within limits (up to 20 closest results for each mass)
Elements Used:
C:5-10 H:510 N:0-5 0:0-5 Na:1-1
3g 10 (0.304) Cm (1:61)
TOF MS ES+
8.50e+004
i 231.0492
D/O_
i 232.0520
0,225, 0505 2260588 226.9526 9079575 2291421 230.1182 233 0554 234 0746 234 9343 235 8501 2369785
e o a R T ATt s ks o R A=To R
2250 2260 2270 2280 2290 2300 2310 2320 2330 2340 2350 2360 2370
-1.5
51,10 5. 100.0
lass “alc. Mass mDa PEM DEE 1-FIT 1-FI (Norm) Formula
231.0492  231.0494 -0.2 -0.9 5 672 cg H 4 03 Na

Fig. S46 5-(2-nitrophenyl)-1,2,4-triazolidin-3-one HRMS spectrum
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