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Addendum 

 

Figure A1. GC-MS chromatogram of active fraction of Leucas indica (AFLI) 
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Figure A2. MS spectra of cyclotetrasiloxane, octamethyl 
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Figure A3. MS spectra of hexadecanoic acid, methyl ester 

 

 

 



Studies on anticoagulant, thrombolytic and platelet aggregation inhibition properties of Leucas indica 

and Momordica charantia collected from Assam, India 
 

Ph.D thesis Page 281 
 

 

Figure A4. MS spectra of β-sitosterol 

 

LC-MS/MS profile 

 

 
Figure A5.1. False discovery rate (FDR) curve. X axis is the number of peptide-spectrum matches (PSM) being kept. Y 

axis is the corresponding FDR. 
 

(a)  (b) 
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Figure A5.2. PSM score distribution. (a) Distribution of PEAKS peptide score; (b) Scatterplot of 

PEAKS peptide score versus precursor mass error. 

 

 

 
 

(a) (b) 

  

Figure A5.3. De novo result validation. Distribution of residue local confidence: (a) Residues in de 

novo sequences validated by confident database peptide assignment, (b)Residues in "de novo only" 

sequences 

 

   (a)                                                           (b)

 

 

Figure A5.4. Precursor mass error of peptide-spectrum matches (PSM) in filtered result. (a) 

Distribution of precursor mass error in ppm; (b) Scatterplot of precursor m/z versus precursor 

mass error in ppm. 

Protein List 

 

Protein 
Group 

Protein 
ID 

Accession -10lgP 
Coverage 

(%) 
#Peptides #Unique PTM 

Avg. 
Mass 

Description 

1 11  gi|15599581 356.78 30 29 14 Y 57086 molecular chaperone GroEL [Pseudomonas aeruginosa PAO1] 

2 79  gi|15599473 227.01 39 22 14 Y 43370 elongation factor Tu [Pseudomonas aeruginosa PAO1] 

5 54  gi|15599955 222.98 35 21 15 Y 68403 molecular chaperone DnaK [Pseudomonas aeruginosa PAO1] 

6 10950  gi|999193 196.34 58 13 12 Y 10267 GroES [Pseudomonas aeruginosa] 

3 10944  gi|71557054 190.65 31 25 10 Y 57196 chaperonin, 60 kDa [Pseudomonas savastanoi pv. phaseolicola 1448A] 
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4 10945  gi|576715139 177.51 30 14 6 Y 43528 translation elongation factor Tu [Pseudomonas sp. GM30] 

11 10952  gi|60549563 123.00 10 7 1 Y 68742 DnaK [Pseudomonas putida] 

9 10946  gi|576714049 121.88 25 8 8 Y 29944 succinyl-CoA synthetase, alpha subunit [Pseudomonas sp. GM30] 

18 10948  gi|320329264 108.84 9 5 5 Y 50101 dihydrolipoamide dehydrogenase [Pseudomonas savastanoi pv. glycinea str. race 4] 

12 10953  gi|68347586 85.83 29 7 5 Y 27546 DNA-binding response regulator AlgR [Pseudomonas protegens Pf-5] 

16 10955  gi|557557463 67.35 8 5 5 Y 66110 pyruvate carboxylase [Pseudomonas aeruginosa VRFPA05] 

51 2499  gi|15599956 64.28 12 2 2 Y 20702 heat shock protein GrpE [Pseudomonas aeruginosa PAO1] 

17 10956  gi|928212666 64.03 18 6 6 Y 43332 acetylornithine/succinylornithine aminotransferase [Pseudomonas fuscovaginae] 

28 10954  gi|787858376 62.26 9 3 3 Y 49444 F0F1 ATP synthase subunit beta [Pseudomonas chlororaphis] 

23 10961  gi|582004101 48.14 14 4 3 Y 48818 glutamate dehydrogenase [Pseudomonas pseudoalcaligenes CECT 5344] 

15 10967  gi|15599529 44.46 4 3 3 N 54763 fumarase [Pseudomonas aeruginosa PAO1] 
          

total 55 proteins 
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Protein 
Group 

Protein 
ID 

Accession -10lgP 
Coverage 

(%) 
#Peptides #Unique PTM 

Avg. 
Mass 

Description 

153 11042  gi|15599917 42.02 7 1 1 Y 17344 suppressor protein DksA [Pseudomonas aeruginosa PAO1] 

26 10974  gi|333113900 40.70 12 4 4 Y 51863 glutamate synthase, small subunit [Pseudomonas fulva 12-X] 

53 10963  gi|213928538 38.16 3 2 2 Y 82656 catalase/peroxidase HPI [Pseudomonas syringae pv. tomato T1] 

33 10968  gi|404302499 32.92 15 2 2 N 20893 GrpE [Pseudomonas fluorescens R124] 

54 10972  gi|1256708 32.40 12 2 2 Y 29144 dihydrodiol dehydrogenase [Pseudomonas fluorescens] 

24 10991  gi|310696647 31.59 6 3 3 Y 47089 RhlB [Pseudomonas aeruginosa] 

25 10999  gi|619865635 30.27 4 2 2 Y 61022 
COG0488 ATPase components of ABC transporters with duplicated ATPase domains 
[Pseudomonas aeruginosa RB] 

52 10985  gi|15600131 29.54 6 2 2 Y 46814 adenylosuccinate synthetase [Pseudomonas aeruginosa PAO1] 

81 10969  gi|928214863 28.98 2 1 1 N 65577 acyl-CoA dehydrogenase [Pseudomonas fuscovaginae] 

30 10984  gi|928214574 27.54 3 2 2 Y 79783 
isocitrate dehydrogenase, NADP-dependent, monomeric type [Pseudomonas fuscov 
aginae] 

144 11179  gi|320330409 27.26 8 1 1 Y 31995 thioredoxin [Pseudomonas savastanoi pv. glycinea str. race 4] 

57 11013  gi|761895334 27.07 7 2 2 Y 43425 dioxygenase [Pseudomonas sp. 10-1B] 

34 10981  gi|768690557 26.99 1 2 2 Y 161593 
putative glutamate synthase [NADPH], large subunit [Pseudomonas sp. HMSC05H0 
2] 

59 11069  gi|6002915 26.75 5 2 2 N 39765 chloromuconate cycloisomerase [Pseudomonas aeruginosa] 

35 7839  gi|15596597 26.74 2 2 2 Y 116878 pyruvate carboxylase [Pseudomonas aeruginosa PAO1] 

80 10966  gi|974971520 26.72 4 1 1 Y 32627 dTDP-4-dehydrorhamnose reductase [Pseudomonas syringae pv. tomato] 

80 10975  gi|992142104 26.72 4 1 1 Y 32940 dTDP-4-dehydrorhamnose reductase [Pseudomonas aeruginosa] 

62 11012  gi|937421302 26.61 8 2 2 Y 27549 putative catechol-o-methyltransferase [Mycobacterium fortuitum] 

64 11148  gi|32967107 26.59 4 2 2 N 58910 LapN [Pseudomonas alkylphenolia] 

40 11024  gi|10764670 25.95 5 2 1 Y 69402 GidA [Pseudomonas syringae pv. syringae] 

88 10970  gi|666690932 25.92 2 1 1 Y 72721 acetyl-CoA hydrolase [Pseudomonas amygdali pv. tabaci str. 6605] 

98 10977  gi|108769013 25.76 3 1 1 N 37213 phthalate 3,4-dihydrodiol dehydrogenase [Mycobacterium sp. MCS] 

55 11006  gi|15599784 25.46 7 2 1 Y 48857 glutamate dehydrogenase [Pseudomonas aeruginosa PAO1] 

50 11018  gi|553897368 25.00 4 2 1 N 69638 
tRNA uridine 5-carboxymethylaminomethyl modification enzyme GidA [Pseudomona 
s aeruginosa PAO1-VE13] 

45 11017  gi|787858374 24.68 4 2 2 N 55366 F0F1 ATP synthase subunit alpha [Pseudomonas chlororaphis] 

27 10965  gi|913661954 24.63 2 1 1 Y 63674 succinate dehydrogenase [Pseudomonas fluorescens NCIMB 11764] 

60 11057  gi|145692874 24.63 6 2 2 N 36331 HCH-reductase LinF [Pseudomonas aeruginosa] 

102 10976  gi|940307717 23.54 5 1 1 Y 32437 
Dihydrodipicolinate synthase/N-acetylneuraminate lyase [Pseudomonas amygdali p 
v. ulmi] 

56 11014  gi|359763600 23.47 8 2 1 Y 27615 AlgR [Pseudomonas fluorescens F113] 

56 11021  gi|426270388 23.47 8 2 1 Y 27656 two-component response regulator AlgR [Pseudomonas sp. UW4] 

141 11169  gi|928211953 21.86 4 1 1 Y 30652 aldo/keto reductase, diketogulonate reductase [Pseudomonas fuscovaginae] 

110 11002  gi|331024675 21.55 3 1 1 N 53948 acetyl-CoA hydrolase [Pseudomonas coronafaciens pv. oryzae str. 1_6] 

116 11071  gi|15598209 21.55 3 1 1 Y 41643 3-ketoacyl-CoA thiolase [Pseudomonas aeruginosa PAO1] 

99 11031  gi|499793935 21.41 2 1 1 Y 48478 cytochrome P450 [Rhodopseudomonas palustris] 

126 11086  gi|15600356 20.97 4 1 1 N 32457 glucose-1-phosphate thymidylyltransferase [Pseudomonas aeruginosa PAO1] 

126 11199  gi|543436230 20.97 4 1 1 N 32086 
glucose-1-phosphate thymidylyltransferase [Pseudomonas alcaligenes NBRC 1415 
9] 

126 11226  gi|514084306 20.97 4 1 1 N 32375 
Glucose-1-phosphate thymidylyltransferase [Pseudomonas syringae pv. syringae S 
M] 

87 11094  gi|957651990 20.79 5 1 1 N 35984 TDP-rhamnosyltransferase 2 RhlC [Pseudomonas aeruginosa] 

89 10996  gi|489230774 20.60 3 1 1 N 40132 muconate cycloisomerase [Pseudomonas aeruginosa] 

total 55 proteins 

gi|15599581   

| P rotein Coverage | 

Supporting Peptides | Protein  

Coverage: 
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Supporting Peptides: 
 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

K.ANDAAGDGTTTATVLAQAIVNEGLK.A Y 131.43 2400.2131 2.6 1201.1169 2 104.68 9240 2 81 105  

             

total 33 peptides 

 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

K.ENTTIIDGAGVQADIEAR.V Y 106.32 1871.9225 1.1 936.9695 2 63.37 5819 5 328 345  

A.NDAAGDGTTTATVLAQAIVNEGLK.A Y 103.73 2329.1760 2.6 1165.5983 2 104.65 9236 2 82 105  

N.KENTTIIDGAGVQADIEAR.V Y 103.24 2000.0173 1.0 1001.0170 2 56.78 5207 2 327 345 
 

I.E(-18.01)GLKGDNEEQNVGIALLR.R Y 102.75 1936.0013 2.6 969.0104 2 79.54 7228 2 427 444 Pyro-glu from E 

I.EGLKGDNEEQNVGIALLR.R Y 89.18 1954.0120 1.7 978.0150 2 68.67 6267 3 427 444  

Q.IEETTSDYDREK.L Y 83.96 1484.6631 0.2 743.3390 2 13.97 823 2 353 364  

K.GDNEEQNVGIALLR.R Y 82.16 1526.7688 1.2 764.3926 2 67.64 6173 4 431 444  

M.AAELDSPLLLLVDKK.I Y 78.74 1623.9447 2.3 812.9815 2 102.83 9095 2 212 226  

V.VPGGGVALVR.A N 66.74 923.5552 -0.2 462.7848 2 28.31 2431 3 412 421 
 

N.DAAGDGTTTATVLAQAIVNEGLK.A Y 62.80 2215.1331 2.8 1108.5769 2 105.53 9316 2 83 105  

G.DEPSVVVDKVK.Q N 60.66 1213.6554 -0.3 607.8348 2 23.33 1890 1 460 470  

M.AAELDSPLLLLVDK.K Y 60.12 1495.8497 0.6 748.9326 2 109.59 9647 1 212 225  

D.SPLLLLVDKK.I N 59.11 1124.7168 -0.6 563.3654 2 64.41 5906 1 217 226 
 

V.PGGGVALVR.A N 56.76 824.4868 -0.2 413.2506 2 51.12 4662 3 413 421  

M.LPVLEAVAK.A N 56.24 938.5800 -0.5 470.2971 2 48.60 4430 9 234 242 
 

K.APGFGDR.R N 50.19 718.3398 -0.9 360.1768 2 14.37 868 1 278 284  

A.GDEPSVVVDKVK.Q N 50.07 1270.6769 0.6 636.3461 2 25.14 2094 3 459 470 
 

K.E(-18.01)NTTIIDGAGVQADIEAR.V Y 41.37 1853.9119 -0.7 927.9625 2 61.86 5683 1 328 345 Pyro-glu from E 

Q.A(+42.01)IEGLKGDNEEQ(+.98)NVGIALLR.R Y 35.84 2181.1277 5.9 1091.5775 2 77.26 7026 1 425 444 Acetylation (N-term), Deamidation (NQ) 

G.DEPSVVVDK.V N 33.80 986.4920 -0.9 494.2528 2 17.29 1220 1 460 468  

L.PVLEAVAK.A N 33.21 825.4960 0.7 413.7556 2 49.18 4482 2 235 242  

K.EN(+.98)TTIIDGAGVQADIEAR.V Y 32.65 1872.9065 -1.4 937.4592 2 87.35 7853 1 328 345 Deamidation (NQ) 

A.AVEEGVVPGGGVALVR.A N 26.27 1507.8358 0.1 503.6193 3 14.55 889 3 406 421  

A.GDEPSVVVDK.V N 26.05 1043.5134 0.6 522.7643 2 16.64 1151 2 459 468  

R.A(+42.01)AVEEGVVPGGGVALVR.A N 23.52 1620.8834 6.0 541.3050 3 24.35 2007 1 405 421 Acetylation (N-term) 

D.AAGDGTTTATVLAQ(+.98)AIVNEGLK.A Y 22.40 2101.0903 -2.4 701.3690 3 103.43 9140 1 84 105 Deamidation (NQ) 

K.A(+42.01)NDAAGDGTTTATVLAQAIVNEGLK.A Y 21.03 2442.2239 2.9 815.0842 3 105.04 9275 1 81 105 Acetylation (N-term) 

A.Q(+42.01)AIVNEGLK.A N 20.78 1012.5553 -0.8 507.2845 2 21.30 1668 1 97 105 Acetylation (N-term) 

L.K(+42.01)DKFEN(+.98)MGAQ(+.98)LVK.D Y 18.06 1550.7650 -5.1 776.3858 2 49.73 4538 1 63 75 Acetylation (N-term), Deamidation (NQ) 

R.AAVEEGVVPGGGV.A N 15.76 1139.5822 3.3 570.8002 2 44.76 4065 2 405 417 
 

R.GIDKATVAIVAQ(+.98)LK.E Y 15.73 1426.8395 7.0 476.6237 3 42.88 3898 1 119 132 Deamidation (NQ) 

V.E(+42.01)EGVVPGGGVALVR.A N 15.00 1379.7408 0.2 690.8778 2 16.39 1121 2 408 421 Acetylation (N-term) 

total 33 peptides 
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gi|15599473  

| P rotein Coverage | 

Supporting Peptides | Protein 

Coverage: 

 

Supporting Peptides: 
 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

N.KPHVNVGTIGHVDHGK.T Y 84.58 1693.9012 1.1 847.9588 2 16.49 1134 5 10 25 
 

G.VPYIVVFLNK.A N 77.22 1190.7063 0.5 596.3607 2 101.53 8989 4 128 137  

K.DDN(+.98)GIGVSAVQK.L Y 72.13 1202.5779 0.8 602.2967 2 19.40 1452 4 183 194 Deamidation (NQ) 

R.NKPHVNVGTIGHVDHGK.T Y 69.10 1807.9441 -1.9 603.6542 3 21.16 1651 10 9 25  

M.PIEDVFSISGRG.T N 59.76 1275.6459 1.4 638.8311 2 70.40 6414 2 217 228 
 

Y.RPQFYFR.T N 52.54 1012.5242 1.1 507.2699 2 35.88 3205 4 331 337 
 

V.GVPYIVVFLNK.A N 50.69 1247.7278 0.3 624.8713 2 101.35 8972 10 127 137  

H.TPFFK.G N 46.30 638.3428 0.5 320.1788 2 30.14 2624 4 324 328  

Q.EEVEIVGIK.A Y 43.72 1014.5597 -0.5 508.2869 2 41.95 3807 2 244 252  

V.RDLLNTYDFPGDDTPIIIGSA.L Y 42.75 2292.1274 2.9 1147.0743 2 102.74 9087 1 155 175 
 

A.I(+42.01)DQ(+.98)PFLMPIEDVFSISGR.G Y 42.41 2106.0342 7.6 703.0240 3 118.01 10174 1 210 227 Acetylation (N-term), Deamidation (NQ) 

M.PIEDVFSISGR.G N 33.76 1218.6244 -0.3 610.3193 2 82.53 7478 3 217 227  

K.VQEEVEIVGIK.A Y 26.75 1241.6866 0.2 621.8507 2 92.19 8266 2 242 252  

R.Q(-17.03)VGVPYIVVFLNK.A N 26.57 1457.8282 1.4 729.9224 2 118.87 10215 1 125 137 Pyro-glu from Q 

A.IDQPFLMPIEDVFSISGR.G Y 26.25 2063.0398 5.8 1032.5332 2 120.84 10328 1 210 227 
 

G.E(+42.01)N(+.98)VGILLR.G Y 26.13 955.5338 2.8 478.7755 2 47.32 4309 2 276 283 Acetylation (N-term), Deamidation (NQ) 

R.GTVVTGRVER.G Y 22.20 1072.5989 3.8 537.3088 2 53.93 4929 1 228 237  

R.A(+42.01)GEN(+.98)VGILLR.G Y 22.19 1083.5924 7.7 542.8077 2 63.21 5806 1 274 283 Acetylation (N-term), Deamidation (NQ) 
             

total 25 peptides 

 

 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

R.EHILLSRQVGVPYIVVFLN.K N 21.18 2195.2466 -1.2 732.7552 3 71.90 6557 1 118 136  

K.D(+42.01)DN(+.98)GIGVSAVQ(+.98)KLVETLDSYIPEPVR.A Y 19.28 2857.4233 -2.3 953.4796 3 76.28 6941 1 183 208 Acetylation (N-term), Deamidation (NQ) 

N.KPHVNVGTIGH.V Y 18.82 1157.6305 0.3 386.8842 3 15.90 1055 2 10 20  

G.E(+42.01)NVGILLR.G Y 17.55 954.5498 -0.8 478.2818 2 40.98 3710 1 276 283 Acetylation (N-term) 

A.G(+42.01)EN(+.98)VGILLR.G Y 15.44 1012.5553 3.2 507.2865 2 46.72 4254 3 275 283 Acetylation (N-term), Deamidation (NQ) 

G.V(+42.01)PYIVVFLNK.A N 15.13 1232.7168 -0.1 617.3656 2 127.96 10708 2 128 137 Acetylation (N-term) 

G.V(+42.01)EMVMPGDNIK.M Y 15.10 1273.6046 2.1 425.5430 3 56.53 5183 1 351 361 Acetylation (N-term) 

total 25 peptides 

gi|15599955  



Studies on anticoagulant, thrombolytic and platelet aggregation inhibition properties of Leucas 

indica and Momordica charantia collected from Assam, India 
 

Ph.D thesis Page 287 
 

| P rotein Coverage | 

Supporting Peptides | Protein 

Coverage: 

 

Supporting Peptides: 
 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

R.DAEANAEEDRKFEELAAAR.N N 86.44 2133.9927 -3.6 1067.9998 2 52.07 4751 3 518 536  

A.GDKATAEDKATIEK.A Y 82.01 1475.7467 1.8 738.8820 2 12.06 604 2 554 567  

T.TPSIIAYTNDGETLVGQPAK.R Y 79.47 2074.0581 1.0 1038.0374 2 76.38 6951 1 36 55  

E.Q(-17.03)AQQGEDAPQGEQAK.A Y 72.79 1566.6910 2.4 784.3547 2 12.53 658 1 606 620 Pyro-glu from Q 

T.NPQNTLYAVK.R Y 67.35 1146.6033 -1.4 574.3081 2 23.76 1936 1 61 70  

T.VPAYFNDSQR.Q Y 64.84 1195.5621 0.4 598.7886 2 26.27 2216 1 142 151  

M.APPQISAEVLKK.M N 31.21 1279.7499 0.2 640.8823 2 34.99 3120 2 111 122  

R.LIDYLVDEFK.K Y 28.78 1253.6543 5.3 627.8378 2 54.97 5027 1 236 245  

M.APPQISAEVLK.K N 25.41 1151.6550 -0.6 576.8345 2 43.47 3956 1 111 121  

R.K(+42.01)DVN(+.98)PDEAVAVGAAIQ(+.98)GAVLAGD 
VK.D 

Y 23.80 2450.2539 -1.8 817.7571 3 44.02 3997 1 363 387 Acetylation (N-term), Deamidation (NQ) 

K.DIQMVPYSIVK.A Y 23.21 1291.6846 3.8 646.8520 2 36.39 3249 5 85 95  

N.EPTAAALAYGLDK.A Y 21.74 1318.6769 -7.5 660.3408 2 25.23 2106 2 171 183  

A.L(+42.01)SQASTPLAQ(+.98)K.M Y 19.10 1185.6241 -1.7 593.8184 2 36.70 3278 1 591 601 Acetylation (N-term), Deamidation (NQ) 

R.N(+.98)Q(+.98)GDALVHATRKMITEAG.D Y 18.48 1912.9313 0.1 638.6511 3 75.01 6830 1 537 554 Deamidation (NQ) 

K.E(+42.01)SGIN(+.98)LKGDPLAM(+15.99)QR.L Y 18.36 1686.8247 -1.6 844.4183 2 96.52 8592 1 247 261 
Acetylation (N-term), Deamidation (NQ), Oxidation 
(M) 

R.KFEELAAAR.N N 17.90 1033.5555 -6.9 517.7815 2 42.91 3902 1 528 536  

I.Q(-17.03)MVPYSIVK.A Y 17.06 1046.5470 4.9 524.2833 2 26.62 2257 1 87 95 Pyro-glu from Q 

K.DVN(+.98)PDEAVAVGA.A Y 16.72 1156.5248 7.8 579.2742 2 32.43 2858 1 364 375 Deamidation (NQ) 

L.E(+42.01)N(+.98)GNVKVIEN(+.98)AEGAR.T N 15.93 1642.7798 1.9 822.3987 2 31.68 2784 1 20 34 Acetylation (N-term), Deamidation (NQ) 

K.GDPLAMQ(+.98)RLK.E N 15.23 1128.5961 5.2 565.3082 2 43.03 3913 1 254 263 Deamidation (NQ) 

K.MN(+.98)ALSQASTPLA.Q Y 15.06 1203.5806 7.4 602.8020 2 28.48 2448 1 588 599 Deamidation (NQ) 

total 21 peptides 

 

gi|999193  
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Supporting Peptides: 
 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

V.GDKVVFGPYSGSNAIK.V Y 89.88 1637.8413 -0.1 819.9279 2 47.41 4318 2 62 77  

             

total 14 peptides 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

A.GGIVLPGSAAEKPNRGEVVAVGTGR.V Y 75.22 2390.3030 2.7 1196.1620 2 52.76 4820 4 23 47  

V.LPGSAAEKPNR.G Y 61.94 1138.6094 -0.9 570.3115 2 12.32 632 2 27 37  

E.KPNRGEVVAVGTGR.V Y 47.44 1438.8004 0.8 720.4081 2 14.78 917 3 34 47  

A.GGIVLPGSAAEKPNR.G Y 42.89 1464.8048 -0.4 733.4094 2 29.83 2590 1 23 37  

L.PGSAAEKPNRG.E Y 38.80 1082.5469 -0.5 542.2805 2 12.83 695 1 28 38  

V.LPGSAAEKPN(+.98)RGEVVAVGTGR.V Y 38.56 2065.0916 0.8 689.3716 3 27.94 2395 1 27 47 Deamidation (NQ) 

A.GGIVLPGSAAEKPNRG.E Y 37.79 1521.8263 -0.3 761.9202 2 30.10 2620 2 23 38  

G.GIVLPGSAAEKPNRGEVVAVGTGR.V Y 31.37 2333.2815 1.4 778.7689 3 52.04 4748 1 24 47  

V.LPGSAAEKPNRGEVVAVGTGR.V Y 30.37 2064.1074 -0.3 689.0429 3 27.16 2312 2 27 47  

T.A(+42.01)GGIVLPGSAAEKPN(+.98)RGEVVAVGTGR.V Y 26.00 2504.3347 5.4 835.7900 3 54.12 4947 3 22 47 Acetylation (N-term), Deamidation (NQ) 

V.LPGSAAEKPNRG.E Y 25.11 1195.6309 -0.2 399.5508 3 12.57 662 2 27 38  

S.N(+.98)AIKVDGEELLVMGESEI.L Y 16.90 1945.9553 2.9 973.9877 2 27.65 2365 1 74 91 Deamidation (NQ) 

A.AEKPNR.G N 16.57 713.3820 5.1 357.7001 2 24.76 2056 1 32 37  

total 14 peptides 

gi|71557054  
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Supporting Peptides: 
 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

V.VPGGGVALVR.S N 66.74 923.5552 -0.2 462.7848 2 28.31 2431 3 412 421  

G.DEPSVVVDKVK.Q N 60.66 1213.6554 -0.3 607.8348 2 23.33 1890 1 460 470  

D.SPLLLLVDKK.I N 59.11 1124.7168 -0.6 563.3654 2 64.41 5906 1 217 226  

V.PGGGVALVR.S N 56.76 824.4868 -0.2 413.2506 2 51.12 4662 3 413 421  

M.LPVLEAVAK.A N 56.24 938.5800 -0.5 470.2971 2 48.60 4430 9 234 242  

L.S(+42.01)PYFINKPDTM(+15.99)VAELDSPLLLLVDKK.I Y 55.37 3003.5879 -4.8 1002.1984 3 107.18 9453 1 201 226 Acetylation (N-term), Oxidation (M) 

L.SPYFIN(+.98)KPDTMVAELDSPLLLLVDKK.I Y 50.75 2946.5664 -7.3 983.1889 3 107.69 9495 1 201 226 Deamidation (NQ) 

K.APGFGDR.R N 50.19 718.3398 -0.9 360.1768 2 14.37 868 1 278 284  

S.GDEPSVVVDKVK.Q N 50.07 1270.6769 0.6 636.3461 2 25.14 2094 3 459 470  

G.DEPSVVVDK.V N 33.80 986.4920 -0.9 494.2528 2 17.29 1220 1 460 468  

L.PVLEAVAK.A N 33.21 825.4960 0.7 413.7556 2 49.18 4482 2 235 242  

R.ISQIRQ(+.98)QIGDTSSDYDKEK.L Y 27.42 2211.0654 -3.4 738.0266 3 69.94 6374 1 346 364 Deamidation (NQ) 

A.AVEEGVVPGGGVALVR.S N 26.27 1507.8358 0.1 503.6193 3 14.55 889 3 406 421  

K.E(-18.01)N(+.98)TTIIDGAGVK.T Y 26.22 1199.6034 -5.6 600.8056 2 15.06 954 1 328 339 Pyro-glu from E, Deamidation (NQ) 

S.GDEPSVVVDK.V N 26.05 1043.5134 0.6 522.7643 2 16.64 1151 2 459 468  

R.A(+42.01)AVEEGVVPGGGVALVR.S N 23.52 1620.8834 6.0 541.3050 3 24.35 2007 1 405 421 Acetylation (N-term) 

A.Q(+42.01)AIVNEGLK.A N 20.78 1012.5553 -0.8 507.2845 2 21.30 1668 1 97 105 Acetylation (N-term) 

L.SPYFIN(+.98)KPDTMVAELDSPLLLLVDK.K Y 19.81 2818.4714 -2.8 940.4951 3 113.14 9881 1 201 225 Deamidation (NQ) 

R.AVEAPLRQ(+.98)IVAN(+.98).S Y 18.05 1281.6929 -0.6 641.8533 2 38.31 3434 1 446 457 Deamidation (NQ) 

N.SGDEPSVVVDK.V Y 17.97 1130.5455 -6.3 566.2765 2 80.54 7314 1 458 468  

S.SIASLMITTEAMIADVPE.D Y 16.33 1890.9319 1.3 946.4745 2 53.76 4912 2 509 526  

R.AAVEEGVVPGGGV.A N 15.76 1139.5822 3.3 570.8002 2 44.76 4065 2 405 417  

R.AVEAPLRQ.I Y 15.29 882.4923 -0.8 442.2531 2 26.59 2254 2 446 453  

K.MLAGVN(+.98)VLAD.A Y 15.13 1002.5056 7.1 502.2636 2 18.41 1346 1 16 25 Deamidation (NQ) 

V.E(+42.01)EGVVPGGGVALVR.S N 15.00 1379.7408 0.2 690.8778 2 16.39 1121 2 408 421 Acetylation (N-term) 

N.M(+42.01)GAQ(+.98)LVKDVASRANDDAG.D Y 15.00 1859.8683 -2.6 930.9390 2 31.56 2772 1 69 86 Acetylation (N-term), Deamidation (NQ) 

total 26 peptides 

 

gi|576715139  

| P rotein Coverage | 

Supporting Peptides | Protein 

Coverage: 

 

Supporting Peptides: 
 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

G.VPYIVVFLNK.A N 77.22 1190.7063 0.5 596.3607 2 101.53 8989 4 128 137  

S.L(+42.01)PHVN(+.98)VGTIGHVDHGK.T Y 63.31 1721.8849 6.3 574.9725 3 22.62 1813 2 10 25 Acetylation (N-term), Deamidation (NQ) 

M.PIEDVFSISGRG.T N 59.76 1275.6459 1.4 638.8311 2 70.40 6414 2 217 228  

Y.RPQFYFR.T N 52.54 1012.5242 1.1 507.2699 2 35.88 3205 4 331 337  

V.GVPYIVVFLNK.A N 50.69 1247.7278 0.3 624.8713 2 101.35 8972 10 127 137  

H.TPFFK.G N 46.30 638.3428 0.5 320.1788 2 30.14 2624 4 324 328  

M.PIEDVFSISGR.G N 33.76 1218.6244 -0.3 610.3193 2 82.53 7478 3 217 227  

R.Q(-17.03)VGVPYIVVFLNK.A N 26.57 1457.8282 1.4 729.9224 2 118.87 10215 1 125 137 Pyro-glu from Q 
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R.EHILLSRQVGVPYIVVFLN.K N 21.18 2195.2466 -1.2 732.7552 3 71.90 6557 1 118 136  

G.KDDN(+.98)EMGTTAVKK.L Y 18.49 1436.6816 -2.6 719.3463 2 41.35 3749 1 182 194 Deamidation (NQ) 

K.TIAM(+15.99)EDGLR.F Y 17.83 1020.4910 -2.8 511.2513 2 20.12 1528 2 369 377 Oxidation (M) 

R.M(+42.01)ALEGKDDN(+.98)EM(+15.99)GTTAVK 
K.L 

Y 16.44 1995.9128 -1.6 666.3105 3 102.76 9090 1 177 194 
Acetylation (N-term), Deamidation (NQ), Oxidation 
(M) 

V.EMVMPGDN(+.98)IQ(+.98)MTVTLIK.T Y 16.41 1920.9247 5.9 961.4753 2 73.54 6700 1 352 368 Deamidation (NQ) 

T.YDFPGDDTPIIIGSARM(+15.99)ALE.G Y 15.59 2196.0408 2.5 1099.0304 2 82.43 7469 1 161 180 Oxidation (M) 

G.V(+42.01)PYIVVFLNK.A N 15.13 1232.7168 -0.1 617.3656 2 127.96 10708 2 128 137 Acetylation (N-term) 

total 15 peptides 

gi|60549563  

| P rotein Coverage | 

Supporting Peptides | Protein 

Coverage: 

 

Supporting Peptides: 
 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

R.DAEANAEEDRKFEELAAAR.N N 86.44 2133.9927 -3.6 1067.9998 2 52.07 4751 3 515 533  

M.APPQISAEVLKK.M N 31.21 1279.7499 0.2 640.8823 2 34.99 3120 2 111 122  

M.APPQISAEVLK.K N 25.41 1151.6550 -0.6 576.8345 2 43.47 3956 1 111 121  

R.KFEELAAAR.N N 17.90 1033.5555 -6.9 517.7815 2 42.91 3902 1 525 533  

L.E(+42.01)N(+.98)GNVKVIEN(+.98)AEGAR.T N 15.93 1642.7798 1.9 822.3987 2 31.68 2784 1 20 34 Acetylation (N-term), Deamidation (NQ) 

K.ESGMN(+.98)LKGDPLAM(+15.99)QR.L Y 15.86 1662.7705 7.8 832.3990 2 94.44 8433 1 247 261 Deamidation (NQ), Oxidation (M) 

K.GDPLAMQ(+.98)RLK.E N 15.23 1128.5961 5.2 565.3082 2 43.03 3913 1 254 263 Deamidation (NQ) 

total 7 peptides 

 

gi|576714049  

| P rotein Coverage | 
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Supporting Peptides: 
 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

I.GPNC(+57.02)PGVITPGEC(+57.02)K.I Y 69.71 1484.6752 0.5 743.3452 2 21.20 1657 1 121 134 Carbamidomethylation 

T.KPVVSYIAGVTAPPGKR.M Y 44.92 1739.0093 0.0 580.6771 3 49.33 4497 3 228 244  

K.FAALQDAGVK.T Y 30.51 1018.5447 -3.9 510.2776 2 25.04 2084 3 263 272  

G.LPVFNTVK.D Y 24.44 916.5382 -1.1 459.2759 2 43.75 3977 2 51 58  

K.RMGHAGAIISGGK.G Y 23.88 1253.6663 7.8 627.8453 2 40.22 3630 2 244 256  

K.RMGHAGAIISGGKG.T Y 22.59 1310.6877 7.9 656.3563 2 40.36 3644 1 244 257  

L.GLPVFNTVK.D Y 20.88 973.5596 -0.2 487.7870 2 40.99 3711 4 50 58  

K.TVRSLADIGK.A Y 15.12 1058.6084 1.9 530.3125 2 66.35 6067 1 273 282  

total 8 peptides 

gi|320329264   

| P rotein Coverage | 

Supporting Peptides | Protein 

Coverage: 

 

Supporting Peptides: 
 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

K.AEGVEVNVGTFPFAASGR.A Y 59.89 1806.8900 2.8 904.4548 2 87.38 7856 1 375 392  

L.IPSVIYTHPEIAWVGK.T Y 55.99 1808.9824 2.3 905.5006 2 89.93 8070 2 353 368  

A.EGVEVNVGTFPFAASGR.A Y 32.25 1735.8529 7.1 868.9399 2 88.03 7906 1 376 392  

K.ASEEGIM(+15.99)VVER.I Y 23.22 1234.5863 -1.7 618.2994 2 29.38 2539 1 330 340 Oxidation (M) 

K.A(+42.01)EGVEVN(+.98)VGTFPFAAS.G Y 21.96 1636.7620 -0.5 819.3878 2 49.70 4535 1 375 390 Acetylation (N-term), Deamidation (NQ) 

total 5 peptides 

 

gi|68347586   
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Supporting Peptides: 
 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

R.TPLGHFQLYLK.G Y 53.40 1315.7288 2.4 439.5846 3 80.64 7324 2 214 224  

A.L(+42.01)TRPAAESGNGPR.S Y 25.49 1366.6953 4.1 684.3577 2 56.34 5162 1 127 139 Acetylation (N-term) 

R.M(+15.99)PGLDGLQ(+.98)VAGK.L Y 22.16 1201.6012 -2.6 601.8063 2 36.51 3261 2 57 68 Oxidation (M), Deamidation (NQ) 

R.MPGLDGLQ(+.98)VAGK.L Y 21.77 1185.6063 -3.3 593.8085 2 49.43 4508 3 57 68 Deamidation (NQ) 

K.AEKPNR.V N 16.57 713.3820 5.1 357.7001 2 24.76 2056 1 116 121  

R.VQLAALTRPAAESGN(+.98)GPR.S Y 16.43 1807.9540 -3.0 603.6568 3 109.42 9632 1 122 139 Deamidation (NQ) 

T.LRHEGGEVLLDEPLK.A Y 15.91 1703.9205 -1.1 568.9802 3 36.66 3274 1 170 184  

K.G(+42.01)LNGDALIVSR.R N 15.40 1155.6248 0.5 578.8199 2 71.40 6512 1 225 235 Acetylation (N-term) 

total 8 peptides 

 

gi|557557463  

| P rotein Coverage | 

Supporting Peptides | Protein 

Coverage: 

 

 

Supporting Peptides: 
 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

M.GEVLEEIPR.V Y 40.26 1040.5502 -2.8 521.2809 2 42.95 3905 1 324 332  

M.PGNIVDVLVK.E Y 24.57 1052.6229 -0.5 527.3185 2 66.07 6044 2 545 554  

K.APGEVNEQLRR.Q Y 22.02 1267.6632 -0.1 423.5616 3 15.91 1057 1 382 392  

R.V(+42.01)QVNQ(+.98)VPGGMISN.L Y 17.31 1384.6656 -7.4 693.3350 2 37.46 3349 1 297 309 Acetylation (N-term), Deamidation (NQ) 

V.N(+.98)QVPGGM(+15.99)ISNLAN(+.98)Q(+.98)LK.E Y 15.68 1701.8243 2.0 851.9211 2 51.84 4728 2 300 315 Deamidation (NQ), Oxidation (M) 

total 5 peptides 
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Supporting Peptides | Protein 

Coverage: 

 

Supporting Peptides: 
 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

A.GDLLAVVDTLER.G Y 54.50 1299.7034 0.3 650.8591 2 100.50 8911 1 72 83  

E.Q(+.98)LAAAQ(+.98)DQALR.M Y 19.54 1185.5989 5.1 593.8098 2 35.19 3140 1 33 43 Deamidation (NQ) 

total 2 peptides 

 

gi|928212666  

| P rotein Coverage | 

Supporting Peptides | Protein 

Coverage: 

 

Supporting Peptides: 
 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

K.TRLEQ(+.98)IGAK.Y Y 31.14 1015.5662 -0.8 508.7899 2 16.53 1139 1 320 328 Deamidation (NQ) 

M.VPNYAPAAFIPVR.G Y 31.03 1413.7769 0.7 707.8962 2 80.89 7346 1 18 30  

M(+42.01)SVEQAPVQ(+.98)R.A Y 21.02 1186.5652 -5.2 594.2868 2 19.89 1500 1 1 10 Acetylation (N-term), Deamidation (NQ) 

K.A(+42.01)AVSDKTC(+57.02)AVVLEPIQG.E Y 18.20 1798.9135 -6.5 600.6412 3 45.03 4095 1 181 197 Acetylation (N-term), Carbamidomethylation 

G.G(+42.01)GFPIAAMLTTEALAK.H Y 16.57 1631.8593 3.0 816.9393 2 33.71 2987 1 259 274 Acetylation (N-term) 

R.TLFTVNVGG.Q Y 15.01 906.4811 -3.3 454.2463 2 10.47 510 1 145 153  

total 6 peptides 

 

gi|787858376  
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Supporting Peptides: 

 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

I.YPAVDPLDSTSR.Q Y 39.06 1319.6357 2.0 660.8265 2 40.79 3688 1 330 341  

V.IDVEFPR.D Y 31.56 874.4548 0.4 438.2349 2 46.25 4207 1 14 20  

R.M(+15.99)PSAVGYQPTLAEEMGVLQ(+.98)ER.I Y 22.25 2322.0872 3.2 775.0388 3 93.28 8349 1 260 280 Oxidation (M), Deamidation (NQ) 

total 3 peptides 

gi|582004101  

| P rotein Coverage | 

Supporting Peptides | Protein 

Coverage: 

 

Supporting Peptides: 
 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

K.RVAISGSGNVAQ(+.98)YAAQ(+.98)K.V Y 26.93 1720.8744 -6.5 861.4389 2 71.68 6538 1 232 248 Deamidation (NQ) 

Y.A(+42.01)PGKASNAGGVATSGLEM(+15.99)SQNAMR.L Y 22.28 2362.1006 -1.3 1182.0560 2 93.06 8331 1 365 388 Acetylation (N-term), Oxidation (M) 

R.F(+42.01)HPSVN(+.98)LGVLK.F N 17.43 1252.6815 -6.6 627.3439 2 56.52 5182 1 95 105 Acetylation (N-term), Deamidation (NQ) 

D.VPAGDIGVGGR.E Y 17.00 996.5352 0.8 499.2753 2 22.95 1849 2 162 172  

total 4 peptides 
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Supporting Peptides: 
 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

R.ASILADPAGAR.K Y 25.99 1040.5614 -1.2 521.2874 2 61.05 5611 4 112 122  

T.LPVDLK.G Y 24.19 683.4218 -0.6 342.7180 2 25.75 2158 2 363 368  

K.GETLPVDLK.G Y 19.11 970.5334 0.2 486.2741 2 38.87 3495 1 360 368  

total 3 peptides 

 

gi|15599917  

| P rotein Coverage | 

Supporting Peptides | Protein 

Coverage: 

 

 

Supporting Peptides: 
 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

A.RPTATLC(+57.02)IDC(+57.02)K.T Y 42.02 1333.6482 1.1 667.8321 2 23.56 1914 1 126 136 Carbamidomethylation 

total 1 peptides 

 

gi|333113900  

Protein Coverage: 
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Supporting Peptides: 
 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

R.V(+42.01)VVLGGGDTAMDCNRTSIR.Q Y 22.96 2004.9720 0.4 669.3315 3 52.18 4763 1 292 310 Acetylation (N-term) 

R.VAVIGAGPAGLGCADVLVR.N Y 17.28 1736.9607 -8.0 869.4807 2 80.94 7350 1 152 170  

R.Q(+.98)GAKAVTC(+57.02)AYR.R Y 15.78 1224.5920 -0.8 613.3028 2 17.64 1256 1 311 321 Deamidation (NQ), Carbamidomethylation 

R.Q(+42.01)PIAIVGEDK.V Y 15.35 1110.5920 0.5 556.3036 2 53.65 4904 1 349 358 Acetylation (N-term) 

total 4 peptides 

 

gi|213928538  

| P rotein Coverage | 

Supporting Peptides | Protein 

Coverage: 

 

Supporting Peptides: 
 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

R.FLAN(+.98)PEQLADAFAR.A Y 25.89 1562.7728 -7.0 782.3882 2 40.60 3668 1 413 426 Deamidation (NQ) 

R.GSDKRGGANGGR.L Y 24.53 1130.5541 2.4 566.2856 2 26.48 2242 1 501 512  

total 2 peptides 

 

gi|404302499  

| P rotein Coverage | 

Supporting Peptides | Protein 

Coverage: 

 

Supporting Peptides: 
 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

K.APAPISPSIDEK.A Y 25.16 1223.6396 -1.2 408.8867 3 36.96 3302 2 176 187  

R.GLELSSPDDESIRPMR.E Y 15.51 1800.8676 -7.9 901.4340 2 40.57 3666 1 86 101  

total 2 peptides 
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gi|1256708  

| P rotein Coverage | 

Supporting Peptides | Protein 

Coverage: 

 

Supporting Peptides: 
 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

R.V(+42.01)N(+.98)GVGVGGIN(+.98)TDLR.G Y 23.60 1413.7100 4.6 707.8655 2 39.71 3584 1 179 192 Acetylation (N-term), Deamidation (NQ) 

R.GTSAPATGALLNYDGGM(+15.99)GVR.G Y 17.60 1922.9156 5.9 962.4708 2 13.02 717 1 239 258 Oxidation (M) 

total 2 peptides 

 

gi|310696647  

| P rotein Coverage | Supporting Peptides | Protein Coverage 

 

 

Supporting Peptides: 
 

Peptide Uniq -10lgP Mass ppm m/z z RT Scan #Spec Start End PTM 

K.LDRTCAPDINAVR.R Y 17.61 1442.7300 4.5 722.3755 2 84.56 7631 1 168 180  

K.FNVPEQM(+15.99)PLAMR.K Y 17.28 1447.6952 6.4 724.8595 2 70.74 6446 1 145 156 Oxidation (M) 

R.TCAPDINAVR.R Y 16.03 1058.5178 6.2 530.2695 2 30.29 2643 1 171 180  

K.LDRTC(+57.02)APDINAVR.R Y 15.17 1499.7515 5.4 750.8870 2 72.67 6622 3 168 180 Carbamidomethylation 

total 4 peptides 

 

 

Prepared with PEAKS ™ (bioinfor.com) 
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Figure A6. MALDI-ToF mass spectra of lunathrombase (5.0 µg).  1.0 µg of the lunathrombase 

was mixed with 1 µg of a-cyano-4 hydroxycinnamic acid matrix dissolved in 50% (v/v) 

acetonitrile containing 0.1 % (v/v) TFA. The mixture was then spotted onto an Opti-TOF-384 

plate (ABSciex), dried, and analyzed in positive linear mode using an acceleration voltage of 25 

kV and laser intensity of 3000. For experimental details see section 3.2.6.1.2. 
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Figure A7. Determination of Km and Vmax values of lunathrombase against fibrinogen by 

Michaelis-Menton plot  
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