Tyrosine phosphatase 1B inhibitors.

TerraQSAR-LOGP computed octanol/water partition coefficients (CLOGPs).

For other effect values, such as rat/mouse intravenous LD50, fish (fathead minnow) 96-hr LC50, estrogen receptor binding
affinity (RBA), use TerraQSAR-RMIV, TerraQSAR-FHM, and TerraQSAR-E2-RBA programs, or consult TerraBase Inc.

SMILES
0C(=0)c1c(scci)NC(=0)C(=0)0
0C(=0)c1c(csc1)NC(=0)C(=0)0
0C(=0)c1c(ces1)NC(=0)C(=0)0
0C(=0)c1c(ence1)NC(=0)C(=0)0
0C(=0)c1c(c(C)es1)NC(=0)C(=0)0
0C(=0)c1c(cee(l)cNC(=0)C(=0)0
0C(=0)c1c(cece1)NC(=0)C(=0)0
0C(=0)c1c(ccee1C)NC(=0)C(=0)0
0C(=0)c1c(c(C)ecet NC(=0)C(=0)0
0C(=0)c1c(cece1)N(C)C(=0)C(=0)0
0C(=0)c1¢(sc2CCCe12)NC(=0)C(=0)0
OC(=0)c1¢(sc2CSCCe12)NC(=0)C(=0)O

OC(=0)c1¢(sc2COCCc12)NC(=0)C(=0)0

OC(=0)c1c(sc2CS(=0)CCc12)NC(=0)C(=0)0

OC(=0)c1c(sc2CS(=0)(=0)CCe12)NC(=0)C(=0)O

OC(=0)c1c(sc2CNCCc12)NC(=0)C(=0)0
OC(=0O)c1c(ce(c2escc2)s1)NC(=0)C(=0)0
OC(=0)c1c(cc2neec2c1)NC(=0)C(=0)0

OC(=0)c1c(ccc2eenc12)NC(=0)C(=0)O0

OC(=0)c1c(sc2CC(=0)CCc12)NC(=0)C(=0)O

OG(=0)c1¢(sc2CCCCe12)NC(=0)C(=0)0

OC(=0)c1c(sc2CC(0)CCc12)NC(=0)C(=0)0

OC(=0)c1c(sc2CN(C)CCc12)NC(=0)C(=0)0

OC(=0)c1¢(sc2CCCCCe12)NC(=0)C(=0)0

OC(=0)c1c(ce(c2ecc(Cl)ec2)s1)NC(=0)C(=0)0
OC(=0)c1c(ce(c2ccc(F)ec2)s1)NC(=0)C(=0)0

OC(=0)c1c(ce(c2ee(N(=0)=0)ccc2)s1)NC(=0)C(=0)0

NAME

2-oxalylamino-carboxylic acid
deriv.; T-6571-005
2-oxalylamino-carboxylic acid
deriv.; T-6571-006
2-oxalylamino-carboxylic acid
deriv.; T-6571-007
2-oxalylamino-carboxylic acid
deriv.; T-6571-011
2-oxalylamino-carboxylic acid
deriv.; T-6571-008
2-oxalylamino-carboxylic acid
deriv.; T-6571-009
2-oxalylamino-carboxylic acid
deriv.; T-6571-001
2-oxalylamino-carboxylic acid
deriv.; T-6571-002
2-oxalylamino-carboxylic acid
deriv.; T-6571-003
2-oxalylamino-carboxylic acid
deriv.; T-6571-004
2-oxalylamino-carboxylic acid
deriv.; T-6571-030
2-oxalylamino-carboxylic acid
deriv.; T-6571-034
2-oxalylamino-carboxylic acid
deriv.; T-6571-033
2-oxalylamino-carboxylic acid
deriv.; T-6571-035
2-oxalylamino-carboxylic acid
deriv.; T-6571-036
2-oxalylamino-carboxylic acid
deriv.; T-6571-040
2-oxalylamino-carboxylic acid
deriv.; T-6571-016
2-oxalylamino-carboxylic acid
deriv.; T-6571-013
2-oxalylamino-carboxylic acid
deriv.; T-6571-014
2-oxalylamino-carboxylic acid
deriv.; T-6571-037
2-oxalylamino-carboxylic acid
deriv.; T-6571-031
2-oxalylamino-carboxylic acid
deriv.; T-6571-038
2-oxalylamino-carboxylic acid
deriv.; T-6571-041
2-oxalylamino-carboxylic acid
deriv.; T-6571-032
2-oxalylamino-carboxylic acid
deriv.; T-6571-019
2-oxalylamino-carboxylic acid
deriv.; T-6571-018
2-oxalylamino-carboxylic acid
deriv.; T-6571-025

FORMULA

C7H5NO5S

C7H5NO5S

C7H5NO5S

C8HBN205

C8H7NO5S

C9HBINOS

C9H7NO5

C10HINOS5

C10HINOS5

C10HINOS5

C10HINOS5S

C10HINOS5S2

C10HINO6S

C10HINO6S2

C10HINO7S2

C10H10N205S

C11H7NO5S2

C11H8N205

C11H8N205

C11HINO6S

C11H11NO5S

C11H11NO6S

C11H12N205S

C12H13NO5S

C13H8CINOSS

C13H8FNO5S

C13H8N207S

MW

215.18

215.18

215.18

210.14

229.21

335.05

209.16

223.18

223.18

223.18

2565.25

287.31

271.25

303.31

319.31

270.26

297.31

248.19

248.19

283.26

269.27

285.27

284.29

283.30

325.73

309.27

336.28

TerraQSAR-
CLOGP

1.31

1.31

1.31

0.72

1.39

1.62

1.33

1.36

1.36

1.20

1.43

1.36

1.35

1.21

0.62

1.42

1.93

1.56

1.56

1.35

1.45

1.21

1.44

1.46

1.81

1.77

1.73



0C(=0)cic(cc2eecce2c1INC(=0)C(=0)0
OC(=0)c1c(ce(c2cecee2)s1)NC(=0)C(=0)0
0C(=0)cic(ce(c2eec(0)cc2)s 1)NC(=0)C(=0)0
0C(=0)cic(ce(c2ee(N)cee2)s1)NC(=0)C(=0)0
OC(=0)c1¢(sc2CCC3(OCCO3)Ce12)NC(=0)C(=0)0
0C(=0)c1c(ce(c2eec(OC)ce2)s 1)NC(=0)C(=0)0
0C(=0)c1c(ce(c2ee(0C)cee2)s 1)NC(=0)C(=0)0
0C(=0)cic(cee(c2eccec2)cd INC(=0)C(=0)0
OC(=0)c1c(ce(c2cec(OCC(=0)0)cc2)s 1)NC(=0)C(=0)0
OC(=0)c1c(ce(c2ee(0C)c(OC)ce2)s1)NC(=0)C(=0)0
0C(=0)c1c(ce(c2ec(0C)cc(0C)c2)s1)NC(=0)C(=0)0
OC(=0)c1c(sc2CN(Ce3cceen3)CCe12)NC(=0)C(=0)0
OC(=0)c1c(sc2CN(Ce3ccenc3)CCe12)NC(=0)C(=0)0
OC(=0)c1c(sc2CN(Ce3cenced)CCe12)NC(=0)C(=0)0
OC(=0)c1c(sc2CN(Ce3ccece3)CCei2)NC(=0)C(=0)0
0C(=0)c1c(ce(c2cec(CC(C)C)ee2)s1)NC(=0)C(=0)0
OC(=0)c1c(sc2CN(CCe3ccece3)CCei 2)NC(=0)C(=0)0
OC(=0)c1c(sc2CN(Ce3ec(OC)cce3)CCe12)NC(=0)C(=0)C
C(=C\clcee(cet)ONC@](C=C)(CC\C=C(/C)C)C
0C(=0)c1c(ce(c2eec(Oc3ecece3)ce2)s1)NC(=0)C(=0)0
0C(=0)c1c(ce(c2eec(OCe3ecceed)ce2)s 1)NC(=0)C(=0)0
OC(=0)c1c(sc2CN(Cencdcccceced)CCe12)NC(=0)C(=C
OC(=0)c1c(sc2CN(Ce3ccdcceecdced)CCe12)NC(=0)C(=C
CCcioc2cccee2c c3eec(ced)cdcec(ccd)O
Celoc(c2ece(C(F)(F)F)cc2)neceec(ced)cce(Br)c(O)c(Br
Cctoc(c2cec(C(F)(F)F)ce2)necdecacec(OCC(=0)0)c(Br)c
Celoc(c2ece(C(F)(F)F)ce2)ne1ceec(ced)cdcee(O)ccd
c1cc(OC(F)(F)F)ceed c2nc(c(C)o2)COc3ecce(c3)/C(C)=C/C
CCCCeioc2cceec2eC(=0)c3ecdcce(O)ccec3
CCCCeioc2ccece2e Cedeccee(O)c(Bricdccd

CCCCc1oc2cccec2c1C(0O)c3ccdccc(O)c(Br)cdcc3

2-oxalylamino-carboxylic acid
deriv.; T-6571-012
2-oxalylamino-carboxylic acid
deriv.; T-6571-015
2-oxalylamino-carboxylic acid
deriv.; T-6571-020
2-oxalylamino-carboxylic acid
deriv.; T-6571-026
2-oxalylamino-carboxylic acid
deriv.; T-6571-039
2-oxalylamino-carboxylic acid
deriv.; T-6571-021
2-oxalylamino-carboxylic acid
deriv.; T-6571-027
2-oxalylamino-carboxylic acid
deriv.; T-6571-010
2-oxalylamino-carboxylic acid
deriv.; T-6571-024
2-oxalylamino-carboxylic acid
deriv.; T-6571-028
2-oxalylamino-carboxylic acid
deriv.; T-6571-029
2-oxalylamino-carboxylic acid
deriv.; T-6571-045
2-oxalylamino-carboxylic acid
deriv.; T-6571-046
2-oxalylamino-carboxylic acid
deriv.; T-6571-047
2-oxalylamino-carboxylic acid
deriv.; T-6571-042
2-oxalylamino-carboxylic acid
deriv.; T-6571-017
2-oxalylamino-carboxylic acid
deriv.; T-6571-049
2-oxalylamino-carboxylic acid
deriv.; T-6571-043

bakuchiol; [4-(3-ethenyl-3,7-
dimethyl-1,6-octadienyl)phenol
2-oxalylamino-carboxylic acid
deriv.; T-6571-022
2-oxalylamino-carboxylic acid
deriv.; T-6571-023
2-oxalylamino-carboxylic acid
deriv.; T-6571-048
2-oxalylamino-carboxylic acid
deriv.; T-6571-044

tyrosine phosphatase 1B inhibitor;

T-5652-015

tyrosine phosphatase 1B inhibitor;

T-5652-093

tyrosine phosphatase 1B inhibitor;

T-5652-109

tyrosine phosphatase 1B inhibitor;

T-5652-089

tyrosine phosphatase 1B inhibitor;

T-5652-136

tyrosine phosphatase 1B inhibitor;

T-5652-108

tyrosine phosphatase 1B inhibitor;

T-5652-100

tyrosine phosphatase 1B inhibitor;

T-5652-099

C13H9NOS

C13HI9NOSS

C13H9NO6S

C13H10N205S

C13H13NO7S

C14H11NO6S

C14H11NO6S

C15H11NO5

C15H11NO8S

C15H13NO7S

C15H13NO7S

C16H15N305S

C16H15N305S

C16H15N305S

C17H16N205S

C17H17NO5S

C18H18N205S

C18H18N206S

C18H240

C19H13NO6S

C20H15NO6S

C20H17N305S

C21H18N205S

C22H1802

C23H14Br2F3NO2

C23H15BrF3NO4

C23H16F3NO2

C23H20F3N503

C23H2003

C23H21BrO2

C23H21BrO3

259.22

291.28

307.28

306.30

327.31

321.31

321.31

285.25

365.32

351.33

351.33

361.38

361.38

361.38

360.39

347.39

374.41

390.41

256.39

383.38

397.40

411.44

410.45

314.38

553.18

506.28

395.38

471.44

344.41

409.33

425.33

1.73

1.75

1.55

1.41

1.32

1.66

1.66

3.60

1.78

1.85

1.76

1.69

4.68

3.86

2.93

1.10

2.19

4.96

4.86

3.38

4.46

2.54

5.04

5.06

5.06



CCCCc1oc2cccec2c1Ce3ccdcec(O)c(l)cdcec3

c1c(Oc2cc(Cl)ec(Clyc2)cecec1/C(CCCC)=C/CN20C(=0O)N(C

CCCCc1oc2ccecec2c1Cce3ccdccc(O)ccdcec3
CCCCc1oc2ccecec2c1C(0O)c3ccdcec(O)ccdec3

CCCCc1sc2ccecc2ceic3ccec(ce3)cdcec(ccd)O

¢1¢(OCc2cc(Cl)cc(Cl)c2)ceec1/C(CCCC)=C/CN20C(=0)N
Cc1oc(c2ccc(C(F)(F)F)cc2)ncic3ccc(ce3)cdcc(Br)c(OCC(=
Cc1oc(c2ccc(C(F)(F)F)ecc2)ncic3ccc(ce3)cdcec(OCC(=0)C

Cc1oc(c2ccc(C(F)(F)F)cc2)nc1c3cec(ce3)cdcec(OCe5nnnn

CCCCc1oc2cccec2c1C(0O)c3ccc(cc3)cdec(Br)c(O)c(Br)cd
CCCCcloc2cccec2c1C(=0)c3ccec(ce3)cdcec(O)ccs
CCCCc1oc2ccecec2c1Ce3ccdccc(OCC(=0)0)c(Br)cdcc3
CCCCCcloc2cccec2eic3cec(ce3)cdcec(ccd)O
CCCCc1oc2cccec2c1c3ccec(ce3)cdccc(ccd)OC
CCCCc1oc2cccec2c1Ce3ccc(ce3)cdcec(O)ccd

CCCCc1oc2cccec2c1C(0O)c3ccc(cc3)cdcee(O)ecs

CCCCc1oc2cccec2c1C(=0)c3ccdccc(OCc4nnnnd)c(Br)cdc

CCCCc1oc2cccec2c1Cce3ccdccc(OCc4nnnnd)c(Br)cdcc3

Cc1oc(c2ccc(C(F)(F)F)cc2)nc1COc3ccec(c3)/C(CCC)=C/C

CCCCc1oc2cccec2c1c3ecc(ce3)cdccc(ccd)OCC(=0)0
clccecc1Ce2sc3cccec3c2c4ccc(ce4)c5ec(Br)c(O)c(Br)ch
clccecc1Ce2sc3cccce3c2c4ccc(ced)c5ec(l)c(O)c(l)eh
clcceecc1C(=0)c1oc2ccecc2c1c3ccc(ce3)cdecce(cc4)O
cloc2ccccc2c1c3cecc(ce3)cdcce(ccd)OS(=0)(=0)c5ece(C(
clccecc1Ce2sc3cccce3c2c4ccc(ced)c5ec(Br)c(O)ech
clcceecc1Celoc2ccccc2c1c3cecc(ce3)cdcec(ced)O
clcc(O)cec1Celsc2ccccc2cic3ccec(ce3)cdecc(ccd)O
Ocicc(O)ccc1Celsc2cccec2c1c3ccec(ce3)cdccc(ccd)O
Cc1oc(c2ccc(C(F)(F)F)cc2)nc1COc3ccee(c3)/C(CCCC)=C
CCCCc1oc2ccecec2c1Ce3ccc(ce3)cdcec(OCC(=0)O)cca

CCCCc1oc2ccecec2c1C(0)c3cecc(ce3)cdccc(OCC(=0)0)ce

tyrosine phosphatase 1B inhibitor;
T-5652-101
tyrosine phosphatase 1B inhibitor;
T-5652-134
tyrosine phosphatase 1B inhibitor;
T-5652-097
tyrosine phosphatase 1B inhibitor;
T-5652-098
tyrosine phosphatase 1B inhibitor;
T-5652-004
tyrosine phosphatase 1B inhibitor;
T-5652-135
tyrosine phosphatase 1B inhibitor;
T-5652-094
tyrosine phosphatase 1B inhibitor;
T-5652-090
tyrosine phosphatase 1B inhibitor;
T-5652-092
tyrosine phosphatase 1B inhibitor;
T-5652-085
tyrosine phosphatase 1B inhibitor;
T-5652-083
tyrosine phosphatase 1B inhibitor;
T-5652-102
tyrosine phosphatase 1B inhibitor;
T-5652-001
tyrosine phosphatase 1B inhibitor;
T-5652-014
tyrosine phosphatase 1B inhibitor;
T-5652-082
tyrosine phosphatase 1B inhibitor;
T-5652-084
tyrosine phosphatase 1B inhibitor;
T-5652-107
tyrosine phosphatase 1B inhibitor;
T-5652-106
tyrosine phosphatase 1B inhibitor;
T-5652-127
tyrosine phosphatase 1B inhibitor;
T-5652-007
tyrosine phosphatase 1B inhibitor;
T-5652-041
tyrosine phosphatase 1B inhibitor;
T-5652-042
tyrosine phosphatase 1B inhibitor;
T-5652-003
_tyrosine phosphatase 1B inhibitor;
1T-5652-123
tyrosine phosphatase 1B inhibitor;
T-5652-040
tyrosine phosphatase 1B inhibitor;
T-5652-002
tyrosine phosphatase 1B inhibitor;
T-5652-005
tyrosine phosphatase 1B inhibitor;
T-5652-006
tyrosine phosphatase 1B inhibitor;
T-5652-128
tyrosine phosphatase 1B inhibitor;
T-5652-086
tyrosine phosphatase 1B inhibitor;
T-5652-087

(

/

L

C23H21102

C23H22CI2N206

C23H2202

C23H2203

C24H220S

C24H24CI2N206

C25H16Br2F3NO4

C25H18F3NO4

C25H18F3N502

C25H22Br203

C25H2203

C25H23BrO4

C25H2402

C25H2402

C25H2402

C25H2403

C25H25BrN403

C25H27BrN402

C26H24F3N305

C26H2404

C27H18Br20S

C27H18120S

C27H1803

C27H1807S

C27H19BrOS

C27H2002

C27H2002S

C27H2003S

C27H26F3N305

C27H2604

C27H2605

456.32

493.34

330.43

346.43

358.50

507.37

611.22

453.42

477.45

530.27

370.45

467.36

356.46

356.46

356.46

372.46

509.41

495.43

515.49

400.47

550.32

644.31

390.44

486.50

471.42

376.45

408.52

424.52

529.51

414.50

430.50

5.07

4.34

5.05

5.04

4.91

2.93

3.99

3.78

4.38

5.15

4.92

4.81

5.00

5.00

4.79

2.88

3.00

3.39

4.39

6.25

6.19

5.87

3.18

6.32

5.89

5.91

3.80

3.41

4.40

4.00



CCCCc1oc2cccec2c1Ce3ccc(ced)cdcec(OCc4nnnnd)cc4 tyrosine phosphatase 1B inhibitor;

T-5652-088
_ \tyrosine phosphatase 1B inhibitor;
clccecc1Ce2sc3cccce3c2c4ccc(ced)c5ec(Br)c(OCC(=0)0! T-5652-052
cloc2ccccc2c1c3cecc(ce3)cdcce(ccd)OS(=0)(=0)c5cec(C(= lyrosine phosphatase 18 inhibitor;
T-5652-124
clccecc1Ce2sc3cccce3c2c4ccc(ced)c5ec(Br)c(OCC(=0)0! tyrosine phosphatase 1B inhibitor;
T-5652-051
ccececdct oc(c2eee(C(F)(F)F)ec2)ne1 COc3ecec(c3)/C(C)- tTyg’gg‘ze 1‘?2h6°5phatase 1B inhibitor;
cloc2ccccc2c1c3cecc(ce3)cdcec(ccd)OC(Ceiceecee1)C(=0) tyrosine phosphatase 1B inhibitor;
T-5652-016
Cc1oc(c2ccc(C(F)(F)F)cc2)nc1c3ccdcec(OC(Cebcceec5)Cf 'Elyrgglsr;e 1p1hoosphatase 1B inhibitor;
clccecc1Celoc2cecccc2eic3ccec(ce3)cdcec(ccd)O[C@H](C tyrosine phosphatase 1B inhibitor;
T-5652-019
_ _~ . tyrosine phosphatase 1B inhibitor;
clccecc1Cc2oc3ccccc3c2c4ccc(ccd)c5ec(NC(=0)/C=C/C(- T-5652-078
clccecc1Cc2oc3ccccc3c2c4ccc(ccd)csec(Br)c(O[C@@H]( tyrosine phosphatase 1B inhibitor;
T-5652-068
Cetoc(c2ece(C(F)(F)F)ec2)ne COc3ecee(c3)/C(cAcccocd)- tTyg’gg‘ze 1"3'11°Sphatase 1B inhibitor;
clccecc1Ce2sc3ccccc3c2c4ccc(ced)c5ec(Br)c(OCCCC(=C tyrosine phosphatase 1B inhibitor;
T-5652-063
_ _~ tyrosine phosphatase 1B inhibitor;
clccecc1Cc2oc3ccccc3c2c4ccc(ccd)c5ec(NC(=0)CCC(=0 T-5652-077
clccecc1Ce2ss(C)c(C)c2c3cecc(ce3)cdcee(ccd)OS(=0)(=0] 'Elyrgglsr;e 1;?2h105phatase 1B inhibitor;
Cetoc{c2eec(C(F)(FIF)cc2)nct COcdecce(cd)/C(CCCCCCL Y oa e Prosphatase 18 inhibior
Cetoc(c2ece(C(F) (F)F)ce2)net cBece(ced)cace(Brc(OC(Ce YOSINe Phosphatase 18 inhibitor;
T-5652-095
Cc1oc(c2cec(C(F)(F)F)cc2)nc1c3ccc(ce3)cdcec(OC(Cebece 'Ely_rgglsr;)%r;osphatase 1B inhibitor;
clcceecc1CC(C(=0)0)Oc2ccc(cec2)c3cccc(c3)cdc(C)oc(nd)c tyrosine phosphatase 1B inhibitor;
T-5652-096
tyrosine phosphatase 1B inhibitor;
clce(c3cesc3Ccedcccccd)ccclc2ecc(cc2)O[C@H](Ceiccecct T-5652-038
CCCCcloc2ccecec2c1C(=0)c3ccdccc(OC(Cebeceec5)C(=C tyrosine phosphatase 18 inhibitor;
T-5652-104
cdcccccdcioc(c2cec(C(F)(F)F)ecec2)nc1COc3ccec(c3)/C(CC 'Elyrgglsr;e %hoosphatase 1B inhibitor;
CCCCc1sc2ccecc2c1c3cecc(ce3)cdcee(ccd)O[C@H](c1cece tyrosine phosphatase 1B inhibitor;
T-5652-025
CCCCcloc2ccecec2c1Ce3ccdccc(OC(Ceheceec5)C(=0)0)c 'Elyrgglsr;e 1poh3osphatase 1B inhibitor;
CCCCc1oc2ccecec2c1Ce3ccdccc(OC(Cebeceec5)C(=0)0)c 'Elyrgglsr;e 1poh505phatase 1B inhibitor;
_ tyrosine phosphatase 1B inhibitor;
S1C=CNC1Cc1sc2ccccc2eic3ccc(ce3)cdcec(ccd)O[C@H] T-5652-032
clccecc1Cc2oc3ccccc3c2c4ccc(ccd)csec(Br)c(OC(CCCO): tyrosine phosphatase 1B inhibitor;
T-5652-070
tyrosine phosphatase 1B inhibitor;
CCCCc1oc2ccecec2c1c3ccc(ce3)cdcec(ccd)OC(Celeceect) T-5652-008
CCCCc1oc2ccecec2c1c3ccc(ce3)cdccc(ccd)O[C@H](Celce tyrosine phosphatase 1B inhibitor;
T-5652-023
clccecc1Cc2oc3ccccc3c2c4ccc(ccd)csec(Br)c(O[C@H](C( tyrosine phosphatase 1B inhibitor;
T-5652-069
Cetoc(c2eec(C(F)(FIF)cc2)nct COcdecee(cd)/C(CCCCCCL Y oe e Prosehatase 18 inhibior

tyrosine phosphatase 1B inhibitor;

Cc1oc(c2cec(C(F)(F)F)cc2)nc1COc3ccee(c3)/C(CCCCCCC T-5652-133

C27H36N402

C29H20Br203S

C29H2008S

C29H21BrO3S

C29H22F3N305

C29H2204

C30H22F3NO4

C30H2404

C31H23NO5

C31H24Br204

C31H24F3N307

C31H25BrO3S

C31H25NO5

C31H2606S3

C31H34F3N305

C32H22Br2F3NO4

C32H24F3NO4

C32H24F3NO4

C32H2603S

C32H27BrO5

C32H28F3N305

C32H2803S

C32H29BrO4

C32H29104

C33H27N0O3S2

C33H28Br204

C33H3004

C33H3004

C33H34Br204

C33H36F3N307

C33H36F3N307

448.61

608.36

528.53

529.46

549.50

434.49

517.50

448.52

489.53

620.35

607.54

557.51

491.54

590.73

585.62

701.34

543.54

543.54

490.62

571.47

591.59

492.64

557.49

604.48

549.71

648.40

490.60

490.60

654.45

643.66

643.66

3.70

6.26

3.19

6.35

4.12

5.95

5.13

6.01

5.52

5.99

4.32

6.49

5.61

3.50

3.53

5.78

5.98

5.98

7.12

5.60

4.42

6.55

5.68

5.78

6.18

6.10

6.21

6.21

5.90

3.03

3.03



cbeeeccbC(=0)c1oc2ccccc2c1c3ece(ce3)cdcee(c(N(=0)=C tyrosine phosphatase 1B inhibitor;

~ T T-5652-125
clccecc1Ce2Sc3ccccc3c2c4ccec(ccd)chec(Br)c(c(Br)e5)0S tyrosine phosphatase 1B inhibitor;
T-5652-120
clcceecc1Ce2Sc3ccccc3c2c4ccec(cecd)chece(c(Br)c5)OS(=0 'Elyrgglsr;e 1p1hgosphatase 1B inhibitor;
clccecc1Cc20c3ccccc3c2c4ccec(ced)c5ece(c(N(=0)=0)c5) 'Elyrgglsr;e 1p1h605phatase 1B inhibitor;
clccecc1Cc20c3ccccc3c2c4ccec(cecd)c5ecce(ce5)0S(=0) (=( 'Elyrgglsr;e 1p1h105phatase 1B inhibitor;
clccecc1Cc20c3ccccc3c2c4ccec(ced)ch5ecce(ce5)0S(=0) (=( 'Elyrgglsr;e 1p1h205phatase 1B inhibitor;
clccecc1Ce2Sc3ccccc3c2c4ccec(cecd)chece(ce5)0S(=0) (=C 'Elyrgglsr;e 1p1h805phatase 1B inhibitor;
clccecc1Cc20c3cccce3c2c4ccc(cecd)c5ece(ce5)0S(=0) (=( 'Elyrgglsr;e 1p1h3osphatase 1B inhibitor;
clccecc1Cc20c3ccccc3c2c4ccec(ced)c5ecce(ce5)0S(=0) (=( 'Elyrgglsr;e 1p1t1tosphatase 1B inhibitor;
tyrosine phosphatase 1B inhibitor;
c1ce(c3c(C)c(C)sc3Cc4cccecd)cecic2eec(cc2)O[C@H](Ce T-5652-039
clccecc1Cc2oc3ccccc3c2c4ccc(ccd)c5ec(C6CCCCH)c(OC tyrosine phosphatase 1B inhibitor;
T-5652-074
_ tyrosine phosphatase 1B inhibitor;
clccecc1Cc2oc3ccccc3c2c4ccc(ccd)cs5ec(NC(=0)cbeccecect T-5652-079
clccecc1Ce2sc3cccec3c2c4ccc(ced)c5ec(cbeccect)c(OCC tyrosine phosphatase 18 inhibitor;
T-5652-053
clccecc1Celoc2ccccc2e1c3ccc(ce3)cdcee(ccd)O[C@H](ce tyrosine phosphatase 1B inhibitor;
T-5652-018
tyrosine phosphatase 1B inhibitor;
clccecc1Celoc2cecccc2e1c3cecc(ce3)cdcee(ced)OCce1cec(C T-5652-022
niccccc1Ccelsc2ceccec2c1c3ccc(ce3)cdcce(ccd)O[C@H](C tyrosine phosphatase 1B inhibitor;
T-5652-033
clcc(c3cdceencdoc3Ce5eccec5)ceeic2ecc(cc2)O[C@@H] tyrosine phosphatase 1B inhibitor;
T-5652-036
clccecc1Cn2c3ccccc3nc2c4ccc(ced)c5ecc(ce5)O[C@@H] tyrosine phosphatase 1B inhibitor;
T-5652-137
clccecc1Cc2oc3ccccc3c2c4ccc(ccd)csec(Br)c(OC(CCCCC 'Ely_rgglsriop?r;osphatase 1B inhibitor;
clccecc1Ce2sc3cccce3c2c4ccc(ced)c5ec(Br)c(O[C@H](Cc tyrosine phosphatase 1B inhibitor;
T-5652-044
clccecc1Cc2oc3ccccc3c2c4ccc(ccd)csec(Br)c(O[C@@H]( tyrosine phosphatase 1B inhibitor;
T-5652-065
_ tyrosine phosphatase 1B inhibitor;
clccecc1C(=0)c1oc2ccccc2c1c3cecc(ce3)cdcec(ccd)O[C@ T-5652-020
clccecc1Ce2sc3ccccc3c2c4ccc(ced)c5ec(Br)c(O[C@H](Cc tyrosine phosphatase 1B inhibitor;
T-5652-043
clccecc1Cc2oc3ccccc3c2c4ccc(ccd)csec(Br)c(O[C@@H]( tyrosine phosphatase 1B inhibitor;
T-5652-064
tyrosine phosphatase 1B inhibitor;
clccecc1Ce2sc3cccec3c2c4ccc(ced)c5ec(cbeec(OC)ceh)c| T-5652-058
tyrosine phosphatase 1B inhibitor;
clccecc1Ce2sc3cccec3c2c4ccc(ced)c5ec(cbec(OC)ceeh)c| T-5652-059
clcc(F)cece1Ceisc2ccccc2c1c3ccc(ce3)cdccece(ccd)O[C@H! tyrosine phosphatase 1B inhibitor;
T-5652-026
clccecc1Celoc2ccc(F)ec2eic3ccc(ce3)cdcec(ccd)O[C@@ tyrosine phosphatase 1B inhibitor;
T-5652-034
A tyrosine phosphatase 1B inhibitor;
clccecc1Cc2oc3ccccc3c2c4ccc(ccd)cs5ec(N(=0)=0)c(O[C¢ T-5652-067
clccecc1Ceisc2cccec2c1c3ccc(ce3)cdccc(ccd)O[C@H](C 'Ely_rgglsr;)%r?sphatase 1B inhibitor;

tyrosine phosphatase 1B inhibitor;

clccecc1Celoc2cecccc2e1c3cecec(ce3)cdcee(ccd)OC(Celecc T-5652-009

C34H21NO10S

C34H24Br206S2

C34H25BrO6S2

C34H25N09S

C34H2606S

C34H2606S

C34H2606S2

C34H2607S

C34H2607S

C34H3003S

C34H3004

C35H25N0O5

C35H2603S

C35H2604

C35H2604

C35H27NO3S

C35H27NO4

C35H28N203

C35H32Br204

C36H26Br203S

C36H26Br204

C36H2605

C36H27BrO3S

C36H27BrO4

C36H27BrO4S

C36H27BrO4S

C36H27FO3S

C36H27FO4

C36H27NO6

C36H2803S

C36H2804

635.60

752.51

673.60

623.64

562.64

562.64

594.70

578.64

578.64

518.67

502.61

539.59

526.65

510.59

510.59

541.67

525.60

524.62

676.45

698.48

682.42

538.60

619.58

603.52

635.58

635.58

558.67

542.61

569.61

540.68

524.62

4.98

3.67

3.66

3.74

7.75

7.75

3.67

3.74

3.74

7.25

6.26

6.83

8.41

8.14

7.97

6.68

6.66

7.03

6.22

8.16

8.08

8.12

8.22

8.15

8.39

8.39

8.22

8.14

7.96

8.24

8.17



clcceecc1Celoc2cecccc2eic3ccec(ce3)cdcec(ccd)O[C@H](C tyrosine phosphatase 1B inhibitor;

T-5652-010
clccecc1Celoc2cecccc2eic3ccec(ce3)cdcec(ccd)O[C@@H] 'Ely_rgglsr;oﬁr;osphatase 1B inhibitor;
clcc(c3ocdccceccdc3Cehecceecs)ececetc2eec(cc2)O[C@H](C tyrosine phosphatase 1B inhibitor;

T-5652-037

tyrosine phosphatase 1B inhibitor;
clccccc1Cce2sc3ccccc3c2c4ccece(ced)csec(cbeecc(OC)cceh)cl T-5652-054
clccecc1C(O)ctoc2ccccc2c1c3ecc(ce3)cdcece(cc4)O[C@H tyrosine phosphatase 1B inhibitor;

T-5652-021
Ocicc(O)ccc1Celsc2ccecec2eic3ccec(ce3)cdcec(ccd)O[C@ tyrosine phosphatase 1B inhibitor;

T-5652-030
clccecc1Cc20c3ccccc3c2c4ccec(cecd)c5ec(C)e(c(C)eh)OS(: 'Elyrgglsr;e 1p1h505phatase 1B inhibitor;
clccecc1Ce2sc3cccce3c2c4ccc(ced)c5ec(Br)c(O[C@@H]( tyrosine phosphatase 1B inhibitor;

T-5652-047
clccecc1Ce2sc3cccec3c2c4ccc(ced)c5ec(c6¢(OC)cc(OC)c tyrosine phosphatase 1B inhibitor;

T-5652-060
clccecc1Celoc2cecccc2eic3ccec(ce3)cdcec(ccd)O[C@@H] tyrosine phosphatase 1B inhibitor;

T-5652-012
clccecc1Celoc2cecccc2eic3ccec(ce3)cdcec(ccd)OC(C)(Cet tyrosine phosphatase 1B inhibitor;

T-5652-017
clccecc1Celoc2ecc(C)ec2eic3ccc(ce3)cdccc(cc4)O[C@H tyrosine phosphatase 1B inhibitor;

T-5652-035
c1cc(OC)ceciCeisc2ccecc2c1c3cecc(ce3)cdcee(ccd)O[C@ tyrosine phosphatase 1B inhibitor;

T-5652-027
clccecc1Ce2sc3cccec3c2c4ccc(ced)c5ec(cbeec(OCC)cch) tyrosine phosphatase 1B inhibitor;

T-5652-055
clccecc1Ce2sc3ccccc3c2c4ccc(ced)c5ec(c6¢(OC)c(OC)ce tyrosine phosphatase 1B inhibitor;

T-5652-056
clccecc1Cc2oc3ccccc3c2c4ccc(ccd)c5ec(NCC(=0)0)c(OC tyrosine phosphatase 1B inhibitor;

T-5652-075
clccecc1Cc2oc3ccccc3c2c4ccc(ccd)c5ec(C)c(O[C@H](Ce tyrosine phosphatase 1B inhibitor;

T-5652-072

tyrosine phosphatase 1B inhibitor;
¢1¢(OC)c(OC)ccc1Celsc2ccecc2eic3cec(ce3)cdcec(ccd)C T-5652-028

tyrosine phosphatase 1B inhibitor;
COc1cc(OC)ccc1Celsc2ecccc2eic3ccec(ce3)cdcec(ccd)Ofl T-5652-029
clccecc1Ce2sc3ccccc3c2c4ccc(ced)c5ec(cbec(OC)c(OC)c tyrosine phosphatase 1B inhibitor;

T-5652-057
clccecc1Cc2oc3ccccc3c2c4ccc(ccd)c5ec(NCCC(=0)0)c(C tyrosine phosphatase 1B inhibitor;

T-5652-076

_ tyrosine phosphatase 1B inhibitor;
clccecc1Ce2sc3cccec3c2c4ccc(ced)c5ec(Br)c(OC(C(=0)C T-5652-049
cbeeeccbC(=0)c1oc2ccccc2c1c3ecce(ce3)cdcece(c(C6CCCC tyrosine phosphatase 1B inhibitor;

T-5652-122

_ tyrosine phosphatase 1B inhibitor;
clccecc1Ce2sc3cccec3c2c4ccc(ced)c5ec(Br)c(OC(C(=0)C T-5652-048
¢1c20C(C)(C)Oc2ccc1Ccisc2cccec2c1c3ccc(ce3)cdcce(cc tyrosine phosphatase 1B inhibitor;

T-5652-031
clccecc1Celoc2cecccc2eic3ccec(ce3)cdcec(ccd)O[C@H](C tyrosine phosphatase 1B inhibitor;

T-5652-013
clccecc1Cc20c3ccccc3c2c4ccc(cecd)c5ece(c(C7CCCC7)ct 'Elyrgglsr;e 1p1h7osphatase 1B inhibitor;

_ tyrosine phosphatase 1B inhibitor;
clccecc1Ce2sc3cccee3c2c4ccc(ced)c5ec(Br)c(OC(C(=0)C T-5652-050
clccecc1Cc2oc3ccccc3c2c4ccc(ccd)cs5ec(C6CCCCH)c(OfC tyrosine phosphatase 1B inhibitor;

T-5652-073
clccecc1Ce2sc3cccec3c2c4ccc(ced)c5ec(cbecc(Cl)ees)c(C 'Ely_rgglsr;&hesosphatase 1B inhibitor;

tyrosine phosphatase 1B inhibitor;

clccecc1Cc2oc3ccc(F)ec3c2c4ccec(ced)c5ec(cbeec(OC)cct T-5652-080

C36H2804

C36H2804

C36H2804

C36H2804S

C36H2805

C36H2805S

C36H3007S

C37H28Br203S

C37H29BrO5S

C37H3004

C37H3004

C37H3004

C37H3004S

C37H3004S

C37H3005S

C37H31NO4

C38H3204

C38H3205S

C38H3205S

C38H3206S

C38H33NO4

C39H29Br2NO6S

C39H3008S

C39H31Br2NO3S

C39H3205S

C39H33NO4

C39H3407S

C40H31Br2NO6S

C41H3604

C42H31CIO3S

C43H33FO6

524.62

524.62

524.62

556.68

540.61

572.68

606.69

712.51

665.61

538.64

538.64

538.64

570.71

570.71

586.71

553.66

552.67

600.73

600.73

616.73

567.68

799.54

658.72

753.56

612.74

579.70

646.76

813.57

592.73

651.22

664.73

8.17

8.17

8.17

8.40

8.10

7.72

3.98

8.18

8.38

8.18

8.17

8.18

8.23

8.40

8.39

8.03

8.19

8.21

8.21

8.38

8.05

5.51

5.75

8.14

8.21

8.15

4.40

5.25

8.21

8.45

8.44



clcc(F)cce1Cc2oc3ccecc3c2c4ccc(ced)c5ec(cbeec(OC)cct
clccecc1Ce2sc3cccec3c2c4ccc(ced)c5ec(cbeec(OC)ceh)e|
clccecc1Cc2oc3ccccc3c2c4ccc(ccd)csec(cbecc(OC)ceh)cl
clccecc1Ce2sc3cccee3c2c4ccc(ced)c5ec(cbeec(OC)ceh)c|

clccecc1Ce2sc3cccec3c2c4ccc(ced)c5ec(cbec(OC)ceeh)c|

These data provided free by TerraBase Inc.
Copyright © 2007 by TerraBase Inc.

tyrosine phosphatase 1B inhibitor;
T-5652-081
tyrosine phosphatase 1B inhibitor;
T-5652-045
tyrosine phosphatase 1B inhibitor;
T-5652-066
tyrosine phosphatase 1B inhibitor;
T-5652-061
tyrosine phosphatase 1B inhibitor;
T-5652-062

C43H33FO6

C43H3404S

C43H3405

C43H3405S

C43H3405S

664.73

646.80

630.74

662.80

662.80

8.44

8.45

8.45

8.45

8.45



