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Kinetic studies of GSK-3β inhibition by compound 62 

 

Figure S1. Lineweaver−Burk (A) and Cornish−Bowden (B) plots revealing ATP-competitive 

type of GSK-3β inhibition by compound 62; V = initial velocity rate, S = ATP concentration, 

I = inhibitor concentration. 

 

Figure S2.  Determination of Ki value for ATP-competitive inhibitor 62. Data replot from 

Lineweaver-Burk plots. Determined Ki = 2.2210-9, pKi = 8.65; I = inhibitor concentration, Km 

= Michaelis-Menten constant.  
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Selectivity studies for compound 62 

Selectivity studies were performed at Eurofins in Kinase Enzymatic Radiometric [Km ATP] 

Kinase Profiler Lead Hunter Assay. The percentage of enzymatic activity was measured at 1 

µM of compound 62 in duplicate for 17 selected kinases. 

Table S1. Inhibitory activity of compound 62 against panel of selected CMGC kinases. 

kinase % of enzyme activity at 1 μM of compound 62±SD* 

CDK1/cyclinB 33±1 

CDK2/cyclinA 26±2 

CDK4/cyclinD3 83±5 

CDK6/cyclinD3 88±0 

CDK7/cyclinH/ MAT1 57±1 

CDK9/cyclin T1 16±2 

DYRK1A 1±1 

DYRK1B 1±1 

GSK-3α 0±0 

GSK-3β 1±1 

JNK2α2 89±14 

JNK3 21±2 

MAPK1 37±2 

MAPK2 73±7 

SAPK2a(T106M) 80±1 

SAPK2b 98±1 

SAPK3 22±3 

*Where n = 2, the value reported here is actually range / √ 2. 
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Cytotoxic effects of selected inhibitors in HT-22 mouse hippocampal neuronal cells and 

BV-2 mouse microglial cells 

Table S2. Cytotoxic effects of selected inhibitors in HT-22 mouse hippocampal neuronal cells 

and BV-2 mouse microglial cells. 

 neurotoxicity in HT-22 cellsa immunotoxicity in BV-2 cellsa 

C [µM] 0,1  1  10  50  100  IC50
b 

[µM] 

0,1  1    10  50  100  IC50
b 

[μM] 

log C -7 -6 -5 -4.3 -4  -7 -6 -5 -4.3 -4   

Cmpd 

39 91% 
±1 

84% 
±2 

55% 
±3 

35% 
±11 

29% 
±6 

8.4 
±5.3 

105% 
±4c 

107% 
±1c 

105% 
±3c 

73% 
±3c 

14% 
±0c 

4.5 
±1.9 

40 100% 
±3 

105%
±5 

71% 
±4 

28% 
±10 

21% 
±3 

19.9 
±4.1 

106% 
±10 

109% 
±11 

9%   
±2 

2% 
±0 

2% 
±0 

3.6 
±0.7 

41 94% 
±8 

83% 
±8 

62% 
±4 

36% 
±5 

49% 
±9 

>100 104% 
±9 

94%  
±1 

8%   
±0 

1% 
±0 

0% 
±0 

6.1 
±3.1 

48 92% 
±7 

89% 
±11 

77% 
±12 

52% 
±17 

nt 36.6 
±4.3 

103% 
±3 

97% ±4 66% 
±9 

20% 
±8 

nt 21.8 
±3.8 

49 95% 
±1 

102%
±8 

101% 
±4 

88% 
±12 

76% 
±8 

>100 107% 
±3d 

106% 
±2d 

107% 
±3d 

100%
±9d 

74% 
±10d 

>100 

50 112%
±9 

112%
±16 

96% 
±11 

94% 
±18 

70% 
±15 

>100 101% 
±11 

107% 
±11 

114% 
±9 

96% 
±13 

50% 
±0 

>100 

58 94% 
±7 

92% 
±8 

89% 
±9 

54% 
±8 

45% 
±6 

67.1 
±14.5 

106% 
±0 

107% 
±5 

97% 
±2 

52% 
±6 

13% 
±2 

51.4 
±0.8 

60 101%
±3 

105%
±8 

62% 
±3 

36% 
±9 

31% 
±6 

9.7 
±5.8 

108% 
±5 

101% 
±4 

9%   
±1 

3% 
±0 

3% 
±1 

3.0 
±0.0 

62 106%
±5 

108%
±9 

105% 
±7 

35% 
±12 

29% 
±9 

58.3 
±10.0 

105% 
±11 

106% 
±7 

105% 
±10 

5% 
±1 

2% 
±0 

54.8 
±1.9 

Ref.                       

II  107%
±14 

104%
±20 

87% 
±20 

77% 
±13 

64% 
±10 

>100 97% 
±6 

102% 
±9 

60% 
±9 

27% 
±12 

4% 
±1 

15.4 
±0.6 

a 
% of cell viability at the given concentration of tested compound; mean value ± standard deviation (SD) of triplicates; b half 

maximal inhibitory concentration of the tested compound; mean value ± standard error of the mean (SEM) of triplicates; c data 

obtained in log C of 39 of -8.5; -7.5; -6.5; -5.5; -5, respectively; d data obtained in log C of 49 of -7.5; -6.5; -5.5; -4.5; -4. 

respectively; nt, not tested. 
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LCMS chromatograms and 1H and 13C NMR spectra of final compounds  

 

N-(4-(2,2-dimethyl-4-oxo-1,2,3,4-tetrahydrothieno[3,2-d]pyrimidin-6-yl)pyridin-2-

yl)acetamide (38) 
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N-(4-(2,2-dimethyl-4-oxo-1,2,3,4-tetrahydrothieno[3,2-d]pyrimidin-6-yl)pyridin-2-
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N-(4-(2,2-dimethyl-4-oxo-1,2,3,4-tetrahydrothieno[3,2-d]pyrimidin-6-yl)pyridin-2-yl)- 

cyclopropanecarboxamide (40) 

 

Retention Time (min)1110987654321

3.64; 95.21%3.64; 95.21%3.64; 95.21%3.64; 95.21%3.64; 95.21%3.64; 95.21%3.64; 95.21%3.64; 95.21%3.64; 95.21%3.64; 95.21%3.64; 95.21%3.64; 95.21%3.64; 95.21%3.64; 95.21%3.64; 95.21%3.64; 95.21%3.64; 95.21%3.64; 95.21%3.64; 95.21%3.64; 95.21%3.64; 95.21%3.64; 95.21%

3.16; 4.79%3.16; 4.79%3.16; 4.79%3.16; 4.79%3.16; 4.79%3.16; 4.79%3.16; 4.79%3.16; 4.79%3.16; 4.79%3.16; 4.79%3.16; 4.79%3.16; 4.79%3.16; 4.79%3.16; 4.79%3.16; 4.79%3.16; 4.79%3.16; 4.79%3.16; 4.79%3.16; 4.79%3.16; 4.79%3.16; 4.79%3.16; 4.79%

TAC

Retention Time:  3.637 Ion Mode: ES+

m/z95090085080075070065060055050045040035030025020015010050
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N-(4-(2,2-dimethyl-4-oxo-1,2,3,4-tetrahydrothieno[3,2-d]pyrimidin-6-yl)pyridin-2-yl)- 

cyclobutanecarboxamide (41) 
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N-(4-(2,2-dimethyl-4-oxo-1,2,3,4-tetrahydrothieno[3,2-d]pyrimidin-6-yl)pyridin-2-yl)- 

cyclohexanecarboxamide (42) 

 

Retention Time (min)1110987654321

5.17; 100.00%5.17; 100.00%5.17; 100.00%5.17; 100.00%5.17; 100.00%5.17; 100.00%5.17; 100.00%5.17; 100.00%5.17; 100.00%5.17; 100.00%5.17; 100.00%5.17; 100.00%5.17; 100.00%5.17; 100.00%5.17; 100.00%5.17; 100.00%5.17; 100.00%5.17; 100.00%5.17; 100.00%5.17; 100.00%5.17; 100.00%5.17; 100.00%

TAC

Retention Time:  5.170 Ion Mode: ES+

m/z95090085080075070065060055050045040035030025020015010050

770.563770.563770.563770.563770.563770.563770.563770.563770.563770.563770.563770.563770.563770.563770.563770.563770.563770.563770.563770.563770.563770.563769.366769.366769.366769.366769.366769.366769.366769.366769.366769.366769.366769.366769.366769.366769.366769.366769.366769.366769.366769.366769.366769.366387.342387.342387.342387.342387.342387.342387.342387.342387.342387.342387.342387.342387.342387.342387.342387.342387.342387.342387.342387.342387.342387.342
386.279386.279386.279386.279386.279386.279386.279386.279386.279386.279386.279386.279386.279386.279386.279386.279386.279386.279386.279386.279386.279386.279
385.814385.814385.814385.814385.814385.814385.814385.814385.814385.814385.814385.814385.814385.814385.814385.814385.814385.814385.814385.814385.814385.814

385.282385.282385.282385.282385.282385.282385.282385.282385.282385.282385.282385.282385.282385.282385.282385.282385.282385.282385.282385.282385.282385.282

ES+
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N-(4-(2,2-dimethyl-4-oxo-1,2,3,4-tetrahydrothieno[3,2-d]pyrimidin-6-yl)pyridin-2-

yl)benzamide (43) 
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N-(4-(2,2-dimethyl-4-oxo-1,2,3,4-tetrahydrothieno[3,2-d]pyrimidin-6-yl)pyridin-2-yl)- 

methanesulfonamide (44) 

 

Retention Time (min)1110987654321

3.03; 100.00%3.03; 100.00%3.03; 100.00%3.03; 100.00%3.03; 100.00%3.03; 100.00%3.03; 100.00%3.03; 100.00%3.03; 100.00%3.03; 100.00%3.03; 100.00%3.03; 100.00%3.03; 100.00%3.03; 100.00%3.03; 100.00%3.03; 100.00%3.03; 100.00%3.03; 100.00%3.03; 100.00%3.03; 100.00%3.03; 100.00%3.03; 100.00%
TAC

Retention Time:  3.048 Ion Mode: ES+

353.184353.184353.184353.184353.184353.184353.184353.184353.184353.184353.184353.184353.184353.184353.184353.184353.184353.184353.184353.184353.184353.184
352.985352.985352.985352.985352.985352.985352.985352.985352.985352.985352.985352.985352.985352.985352.985352.985352.985352.985352.985352.985352.985352.98581.21581.21581.21581.21581.21581.21581.21581.21581.21581.21581.21581.21581.21581.21581.21581.21581.21581.21581.21581.21581.21581.215

80.08680.08680.08680.08680.08680.08680.08680.08680.08680.08680.08680.08680.08680.08680.08680.08680.08680.08680.08680.08680.08680.086
79.62179.62179.62179.62179.62179.62179.62179.62179.62179.62179.62179.62179.62179.62179.62179.62179.62179.62179.62179.62179.62179.621

79.02379.02379.02379.02379.02379.02379.02379.02379.02379.02379.02379.02379.02379.02379.02379.02379.02379.02379.02379.02379.02379.023

ES+  
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N-(4-(2,2-dimethyl-4-oxo-1,2,3,4-tetrahydrothieno[3,2-d]pyrimidin-6-yl)pyridin-2-yl)- 

ethanesulfonamide (45) 

 

Retention Time (min)5.55.04.54.03.53.02.52.0

3.62; 1.89%3.62; 1.89%3.62; 1.89%3.62; 1.89%3.62; 1.89%3.62; 1.89%3.62; 1.89%3.62; 1.89%3.62; 1.89%3.62; 1.89%3.62; 1.89%3.62; 1.89%3.62; 1.89%3.62; 1.89%3.62; 1.89%3.62; 1.89%3.62; 1.89%3.62; 1.89%3.62; 1.89%3.62; 1.89%3.62; 1.89%3.62; 1.89%3.49; 1.77%3.49; 1.77%3.49; 1.77%3.49; 1.77%3.49; 1.77%3.49; 1.77%3.49; 1.77%3.49; 1.77%3.49; 1.77%3.49; 1.77%3.49; 1.77%3.49; 1.77%3.49; 1.77%3.49; 1.77%3.49; 1.77%3.49; 1.77%3.49; 1.77%3.49; 1.77%3.49; 1.77%3.49; 1.77%3.49; 1.77%3.49; 1.77%

3.37; 96.34%3.37; 96.34%3.37; 96.34%3.37; 96.34%3.37; 96.34%3.37; 96.34%3.37; 96.34%3.37; 96.34%3.37; 96.34%3.37; 96.34%3.37; 96.34%3.37; 96.34%3.37; 96.34%3.37; 96.34%3.37; 96.34%3.37; 96.34%3.37; 96.34%3.37; 96.34%3.37; 96.34%3.37; 96.34%3.37; 96.34%3.37; 96.34%

TAC

Retention Time:  3.381 Ion Mode: ES+

369.333369.333369.333369.333369.333369.333369.333369.333369.333369.333369.333369.333369.333369.333369.333369.333369.333369.333369.333369.333369.333369.333
368.270368.270368.270368.270368.270368.270368.270368.270368.270368.270368.270368.270368.270368.270368.270368.270368.270368.270368.270368.270368.270368.270
368.137368.137368.137368.137368.137368.137368.137368.137368.137368.137368.137368.137368.137368.137368.137368.137368.137368.137368.137368.137368.137368.137

367.273367.273367.273367.273367.273367.273367.273367.273367.273367.273367.273367.273367.273367.273367.273367.273367.273367.273367.273367.273367.273367.273

251.314251.314251.314251.314251.314251.314251.314251.314251.314251.314251.314251.314251.314251.314251.314251.314251.314251.314251.314251.314251.314251.314

79.15679.15679.15679.15679.15679.15679.15679.15679.15679.15679.15679.15679.15679.15679.15679.15679.15679.15679.15679.15679.15679.156
78.82378.82378.82378.82378.82378.82378.82378.82378.82378.82378.82378.82378.82378.82378.82378.82378.82378.82378.82378.82378.82378.823

ES+  
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S21 

 

5-(2-isobutyramidopyridin-4-yl)-3-ureidothiophene-2-carboxamide (48) 

 

Retention Time (min)1110987654321

3.62; 3.59%3.62; 3.59%3.62; 3.59%3.62; 3.59%3.62; 3.59%3.62; 3.59%3.62; 3.59%3.62; 3.59%3.62; 3.59%3.62; 3.59%3.62; 3.59%3.62; 3.59%3.62; 3.59%3.62; 3.59%3.62; 3.59%3.62; 3.59%3.62; 3.59%3.62; 3.59%3.62; 3.59%3.62; 3.59%3.62; 3.59%3.62; 3.59%

3.36; 96.41%3.36; 96.41%3.36; 96.41%3.36; 96.41%3.36; 96.41%3.36; 96.41%3.36; 96.41%3.36; 96.41%3.36; 96.41%3.36; 96.41%3.36; 96.41%3.36; 96.41%3.36; 96.41%3.36; 96.41%3.36; 96.41%3.36; 96.41%3.36; 96.41%3.36; 96.41%3.36; 96.41%3.36; 96.41%3.36; 96.41%3.36; 96.41%

TAC

Retention Time:  3.364 Ion Mode: ES+

m/z95090085080075070065060055050045040035030025020015010050

349.396349.396349.396349.396349.396349.396349.396349.396349.396349.396349.396349.396349.396349.396349.396349.396349.396349.396349.396349.396349.396349.396
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348.001348.001348.001348.001348.001348.001348.001348.001348.001348.001348.001348.001348.001348.001348.001348.001348.001348.001348.001348.001348.001348.001

331.122331.122331.122331.122331.122331.122331.122331.122331.122331.122331.122331.122331.122331.122331.122331.122331.122331.122331.122331.122331.122331.122

79.02379.02379.02379.02379.02379.02379.02379.02379.02379.02379.02379.02379.02379.02379.02379.02379.02379.02379.02379.02379.02379.023

ES+
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5-(2-(cyclopropanecarboxamido)pyridin-4-yl)-3-ureidothiophene-2-carboxamide (49) 

 

Retention Time (min)1110987654321

3.10; 100.00%3.10; 100.00%3.10; 100.00%3.10; 100.00%3.10; 100.00%3.10; 100.00%3.10; 100.00%3.10; 100.00%3.10; 100.00%3.10; 100.00%3.10; 100.00%3.10; 100.00%3.10; 100.00%3.10; 100.00%3.10; 100.00%3.10; 100.00%3.10; 100.00%3.10; 100.00%3.10; 100.00%3.10; 100.00%3.10; 100.00%3.10; 100.00%

TAC

Retention Time:  3.099 Ion Mode: ES+

m/z95090085080075070065060055050045040035030025020015010050
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S23 
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S24 

 

5-(2-(cyclobutanecarboxamido)pyridin-4-yl)-3-ureidothiophene-2-carboxamide (50) 

 

Retention Time (min)1110987654321

3.60; 100.00%3.60; 100.00%3.60; 100.00%3.60; 100.00%3.60; 100.00%3.60; 100.00%3.60; 100.00%3.60; 100.00%3.60; 100.00%3.60; 100.00%3.60; 100.00%3.60; 100.00%3.60; 100.00%3.60; 100.00%3.60; 100.00%3.60; 100.00%3.60; 100.00%3.60; 100.00%3.60; 100.00%3.60; 100.00%3.60; 100.00%3.60; 100.00%

TAC

Retention Time:  3.611 Ion Mode: ES+

m/z95090085080075070065060055050045040035030025020015010050
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5-(2-(cyclohexanecarboxamido)pyridin-4-yl)-3-ureidothiophene-2-carboxamide (51) 
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5-(2-benzamidopyridin-4-yl)-3-ureidothiophene-2-carboxamide (52) 
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N-(3-(2,2-dimethyl-4-oxo-1,2,3,4-tetrahydrothieno[3,2-d]pyrimidin-6-

yl)phenyl)cyclopropanecarboxamide (53) 

 210705_TW156A_2_DAD

Retention Time (min)10987654321

4.51; 100.00%4.51; 100.00%4.51; 100.00%4.51; 100.00%4.51; 100.00%4.51; 100.00%4.51; 100.00%4.51; 100.00%4.51; 100.00%4.51; 100.00%4.51; 100.00%4.51; 100.00%4.51; 100.00%4.51; 100.00%4.51; 100.00%4.51; 100.00%4.51; 100.00%4.51; 100.00%4.51; 100.00%4.51; 100.00%4.51; 100.00%4.51; 100.00%

TAC

Retention Time:  4.609 Ion Mode: ES+

m/z96088080072064056048040032024016080

684.156684.156684.156684.156684.156684.156684.156684.156684.156684.156684.156684.156684.156684.156684.156684.156684.156684.156684.156684.156684.156684.156

683.292683.292683.292683.292683.292683.292683.292683.292683.292683.292683.292683.292683.292683.292683.292683.292683.292683.292683.292683.292683.292683.292
343.150343.150343.150343.150343.150343.150343.150343.150343.150343.150343.150343.150343.150343.150343.150343.150343.150343.150343.150343.150343.150343.150

342.220342.220342.220342.220342.220342.220342.220342.220342.220342.220342.220342.220342.220342.220342.220342.220342.220342.220342.220342.220342.220342.220

341.821341.821341.821341.821341.821341.821341.821341.821341.821341.821341.821341.821341.821341.821341.821341.821341.821341.821341.821341.821341.821341.821

ES+

TW301A_2_DAD210429
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S32 

 

N-(5-(2,2-dimethyl-4-oxo-1,2,3,4-tetrahydrothieno[3,2-d]pyrimidin-6-yl)-2-fluorophenyl)- 

cyclopropanecarboxamide (54) 

 

Retention Time (min)1110987654321

4.69; 95.48%4.69; 95.48%4.69; 95.48%4.69; 95.48%4.69; 95.48%4.69; 95.48%4.69; 95.48%4.69; 95.48%4.69; 95.48%4.69; 95.48%4.69; 95.48%4.69; 95.48%4.69; 95.48%4.69; 95.48%4.69; 95.48%4.69; 95.48%4.69; 95.48%4.69; 95.48%4.69; 95.48%4.69; 95.48%4.69; 95.48%4.69; 95.48%

4.49; 2.67%4.49; 2.67%4.49; 2.67%4.49; 2.67%4.49; 2.67%4.49; 2.67%4.49; 2.67%4.49; 2.67%4.49; 2.67%4.49; 2.67%4.49; 2.67%4.49; 2.67%4.49; 2.67%4.49; 2.67%4.49; 2.67%4.49; 2.67%4.49; 2.67%4.49; 2.67%4.49; 2.67%4.49; 2.67%4.49; 2.67%4.49; 2.67%
4.07; 1.85%4.07; 1.85%4.07; 1.85%4.07; 1.85%4.07; 1.85%4.07; 1.85%4.07; 1.85%4.07; 1.85%4.07; 1.85%4.07; 1.85%4.07; 1.85%4.07; 1.85%4.07; 1.85%4.07; 1.85%4.07; 1.85%4.07; 1.85%4.07; 1.85%4.07; 1.85%4.07; 1.85%4.07; 1.85%4.07; 1.85%4.07; 1.85%

TAC

Retention Time:  4.694 Ion Mode: ES+

m/z95090085080075070065060055050045040035030025020015010050

362.462362.462362.462362.462362.462362.462362.462362.462362.462362.462362.462362.462362.462362.462362.462362.462362.462362.462362.462362.462362.462362.462
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361.399361.399361.399361.399361.399361.399361.399361.399361.399361.399361.399361.399361.399361.399361.399361.399361.399361.399361.399361.399361.399361.399
361.266361.266361.266361.266361.266361.266361.266361.266361.266361.266361.266361.266361.266361.266361.266361.266361.266361.266361.266361.266361.266361.266

360.202360.202360.202360.202360.202360.202360.202360.202360.202360.202360.202360.202360.202360.202360.202360.202360.202360.202360.202360.202360.202360.202

343.122343.122343.122343.122343.122343.122343.122343.122343.122343.122343.122343.122343.122343.122343.122343.122343.122343.122343.122343.122343.122343.122
ES+
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N-(3-(2,2-dimethyl-4-oxo-1,2,3,4-tetrahydrothieno[3,2-d]pyrimidin-6-

yl)phenyl)ethanesulfonamide (55) 

 

Retention Time (min)1110987654321

4.38; 95.85%4.38; 95.85%4.38; 95.85%4.38; 95.85%4.38; 95.85%4.38; 95.85%4.38; 95.85%4.38; 95.85%4.38; 95.85%4.38; 95.85%4.38; 95.85%4.38; 95.85%4.38; 95.85%4.38; 95.85%4.38; 95.85%4.38; 95.85%4.38; 95.85%4.38; 95.85%4.38; 95.85%4.38; 95.85%4.38; 95.85%4.38; 95.85%

4.00; 4.15%4.00; 4.15%4.00; 4.15%4.00; 4.15%4.00; 4.15%4.00; 4.15%4.00; 4.15%4.00; 4.15%4.00; 4.15%4.00; 4.15%4.00; 4.15%4.00; 4.15%4.00; 4.15%4.00; 4.15%4.00; 4.15%4.00; 4.15%4.00; 4.15%4.00; 4.15%4.00; 4.15%4.00; 4.15%4.00; 4.15%4.00; 4.15%

TAC

Retention Time:  4.378 Ion Mode: ES+

m/z95090085080075070065060055050045040035030025020015010050

731.281731.281731.281731.281731.281731.281731.281731.281731.281731.281731.281731.281731.281731.281731.281731.281731.281731.281731.281731.281731.281731.281367.206367.206367.206367.206367.206367.206367.206367.206367.206367.206367.206367.206367.206367.206367.206367.206367.206367.206367.206367.206367.206367.206
367.073367.073367.073367.073367.073367.073367.073367.073367.073367.073367.073367.073367.073367.073367.073367.073367.073367.073367.073367.073367.073367.073
366.675366.675366.675366.675366.675366.675366.675366.675366.675366.675366.675366.675366.675366.675366.675366.675366.675366.675366.675366.675366.675366.675

366.143366.143366.143366.143366.143366.143366.143366.143366.143366.143366.143366.143366.143366.143366.143366.143366.143366.143366.143366.143366.143366.143

ES+
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S35 

 

N-(3-(2,2-dimethyl-4-oxo-1,2,3,4-tetrahydrothieno[3,2-d]pyrimidin-6-

yl)phenyl)cyclohexanesulfonamide (56) 

 

210429_TW308A_2_DAD

Retention Time (min)10987654321

5.68; 100.00%5.68; 100.00%5.68; 100.00%5.68; 100.00%5.68; 100.00%5.68; 100.00%5.68; 100.00%5.68; 100.00%5.68; 100.00%5.68; 100.00%5.68; 100.00%5.68; 100.00%5.68; 100.00%5.68; 100.00%5.68; 100.00%5.68; 100.00%5.68; 100.00%5.68; 100.00%5.68; 100.00%5.68; 100.00%5.68; 100.00%5.68; 100.00%

TAC

...

Retention Time:  5.682 Ion Mode: ES+

m/z95090085080075070065060055050045040035030025020015010050
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2,2-dimethyl-6-(3-(piperidin-1-ylsulfonyl)phenyl)-2,3-dihydrothieno[3,2-d]pyrimidin-4(1H)-

one (57) 

 

Retention Time (min)1110987654321
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TAC

Retention Time:  5.792 Ion Mode: ES+
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5-(3-(cyclopropanecarboxamido)phenyl)-3-ureidothiophene-2-carboxamide (58) 

 

Retention Time (min)1110987654321

4.04; 100.00%4.04; 100.00%4.04; 100.00%4.04; 100.00%4.04; 100.00%4.04; 100.00%4.04; 100.00%4.04; 100.00%4.04; 100.00%4.04; 100.00%4.04; 100.00%4.04; 100.00%4.04; 100.00%4.04; 100.00%4.04; 100.00%4.04; 100.00%4.04; 100.00%4.04; 100.00%4.04; 100.00%4.04; 100.00%4.04; 100.00%4.04; 100.00%

TAC

Retention Time:  4.105 Ion Mode: ES+

m/z95090085080075070065060055050045040035030025020015010050

690.271690.271690.271690.271690.271690.271690.271690.271690.271690.271690.271690.271690.271690.271690.271690.271690.271690.271690.271690.271690.271690.271
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5-(3-(cyclopropanecarboxamido)-4-fluorophenyl)-3-ureidothiophene-2-carboxamide (59) 

 

Retention Time (min)1110987654321

4.79; 4.87%4.79; 4.87%4.79; 4.87%4.79; 4.87%4.79; 4.87%4.79; 4.87%4.79; 4.87%4.79; 4.87%4.79; 4.87%4.79; 4.87%4.79; 4.87%4.79; 4.87%4.79; 4.87%4.79; 4.87%4.79; 4.87%4.79; 4.87%4.79; 4.87%4.79; 4.87%4.79; 4.87%4.79; 4.87%4.79; 4.87%4.79; 4.87%

4.12; 95.13%4.12; 95.13%4.12; 95.13%4.12; 95.13%4.12; 95.13%4.12; 95.13%4.12; 95.13%4.12; 95.13%4.12; 95.13%4.12; 95.13%4.12; 95.13%4.12; 95.13%4.12; 95.13%4.12; 95.13%4.12; 95.13%4.12; 95.13%4.12; 95.13%4.12; 95.13%4.12; 95.13%4.12; 95.13%4.12; 95.13%4.12; 95.13%

TAC

Retention Time:  4.122 Ion Mode: ES+

m/z95090085080075070065060055050045040035030025020015010050

727.395727.395727.395727.395727.395727.395727.395727.395727.395727.395727.395727.395727.395727.395727.395727.395727.395727.395727.395727.395727.395727.395

726.309726.309726.309726.309726.309726.309726.309726.309726.309726.309726.309726.309726.309726.309726.309726.309726.309726.309726.309726.309726.309726.309

725.291725.291725.291725.291725.291725.291725.291725.291725.291725.291725.291725.291725.291725.291725.291725.291725.291725.291725.291725.291725.291725.291

364.345364.345364.345364.345364.345364.345364.345364.345364.345364.345364.345364.345364.345364.345364.345364.345364.345364.345364.345364.345364.345364.345
364.142364.142364.142364.142364.142364.142364.142364.142364.142364.142364.142364.142364.142364.142364.142364.142364.142364.142364.142364.142364.142364.142

363.192363.192363.192363.192363.192363.192363.192363.192363.192363.192363.192363.192363.192363.192363.192363.192363.192363.192363.192363.192363.192363.192

346.364346.364346.364346.364346.364346.364346.364346.364346.364346.364346.364346.364346.364346.364346.364346.364346.364346.364346.364346.364346.364346.364

ES+
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IG40_909_08_CARBON-2-1
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N-(4-(4'-oxo-3',4'-dihydro-1'H-spiro[cyclopentane-1,2'-thieno[3,2-d]pyrimidin]-6'-yl)pyridin-

2-yl)cyclopropanecarboxamide (60) 

 

Retention Time (min)1110987654321

4.32; 99.05%4.32; 99.05%4.32; 99.05%4.32; 99.05%4.32; 99.05%4.32; 99.05%4.32; 99.05%4.32; 99.05%4.32; 99.05%4.32; 99.05%4.32; 99.05%4.32; 99.05%4.32; 99.05%4.32; 99.05%4.32; 99.05%4.32; 99.05%4.32; 99.05%4.32; 99.05%4.32; 99.05%4.32; 99.05%4.32; 99.05%4.32; 99.05%

3.19; 0.95%3.19; 0.95%3.19; 0.95%3.19; 0.95%3.19; 0.95%3.19; 0.95%3.19; 0.95%3.19; 0.95%3.19; 0.95%3.19; 0.95%3.19; 0.95%3.19; 0.95%3.19; 0.95%3.19; 0.95%3.19; 0.95%3.19; 0.95%3.19; 0.95%3.19; 0.95%3.19; 0.95%3.19; 0.95%3.19; 0.95%3.19; 0.95%
TAC

Retention Time:  4.319 Ion Mode: ES+
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S43 

 

N-(4-(4'-oxo-3',4,4',5-tetrahydro-1'H,3H-spiro[furan-2,2'-thieno[3,2-d]pyrimidin]-6'-

yl)pyridin-2-yl)cyclopropanecarboxamide (61) 

 

Retention Time (min)1110987654321

3.43; 100.00%3.43; 100.00%3.43; 100.00%3.43; 100.00%3.43; 100.00%3.43; 100.00%3.43; 100.00%3.43; 100.00%3.43; 100.00%3.43; 100.00%3.43; 100.00%3.43; 100.00%3.43; 100.00%3.43; 100.00%3.43; 100.00%3.43; 100.00%3.43; 100.00%3.43; 100.00%3.43; 100.00%3.43; 100.00%3.43; 100.00%3.43; 100.00%

TAC

Retention Time:  3.432 Ion Mode: ES+
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N-(4-(4'-oxo-3',4,4',5-tetrahydro-1'H,2H-spiro[furan-3,2'-thieno[3,2-d]pyrimidin]-6'-

yl)pyridin-2-yl)cyclopropanecarboxamide (62) 

 

Retention Time (min)1110987654321
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