Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S1 of S48

Supplementary Materials: Proteome and Peptidome
of Vipera berus berus Venom

Aleksandra Bocian, Malgorzata Urbanik, Konrad Hus, Andrzej Lyskowski,
Vladimir Petrilla, Zuzana Andrejcakova, Monika Petrillova and Jaroslav Legath

Selected MS and MS/MS Annotated Spectra used for Protein and Peptide Identification



Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398

Area 1. Annotated MS/MS spectrum of ion 1046.574 m/z.

52 of 548

Spectrum Analysis Report
Sequence Name: Parentmass: 1046.574 Mass Error: 0.032 MH+ (mone): 1046.542
MH+ (avg): 1047,189 Theeshold (a. i) 0.000 e (Da): 0.700 Number of Peaks: 62
Abov e Threshold: 62 Assigned Peaks 35 Not assigned Peaks: 27
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Display Parameter
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Threshold (a.i.): 0.000 Tolerance (Da): 0.700 Number of Peaks 62 Abov e Threshold: 62
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DRVYIHPF

N-Term.[ Ton a8 b+18
2] —-mm
R m
v -mm -E!ﬂil
bz -Emmmn-mmm‘m
I | 630325  529.341) -m
H — 3 EUI 393
L _

[ F 1000.53! -!J!EEE

&% BioTools Version 3.2 Copyright © 1999-2008 Bruker Daltonik GmbH Page -2-



Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398

S3 of 548

Area 1. Annotated MS/MS spectrum of ion 1046.574 m/z.

Spectrum Analysis Report
Sequence Name: Parentmass: 1046.574 Mass Error: 0.032 MH# (mono): 1046.542
MH*+ (avg) 1047.189 Threshold (a. i) 0.000 Tolerance (Da): 0.700 Number of Peaks: 62
Above Threshold: 62 Assigned Peaks 35 Not assigned Peaks: 27
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Spectrum Analysis Report
Display ameter:
Parentmass: 1046.574 Mass Error: 0.032 MH-+ (mono): 1046.542 MH* (avg): 1047.189
Threshold .1} 0.000 Tolerance (Da) 0.700 Number of Peaks: 62 Above Threshold: 62
35 Not assigned Peaks: 27
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S4 of S48

Area 2. Annotated MS/MS spectrum of ion 1311.723 m/z.

rum Analysis Report

Sequence Name: Parenimass: 1311.723 Mass Error 0.107 MH+ (mano). 1311.616
MH* (avg): 1312.477 Threshold (a. i) 0.000 Tolerance (Da): 0.500 Number of Peaks: 33
Above Threshold: 33 Assigned Peaks 22 Not assigned Peaks: 11
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Spectrum Analysis Report

Parentmass: 1311.723 Mass Error: 0.107 MH+ (mono): 1311.616 MH+ (avg) 1312477
THMSHOW (a.0.) 0.000 Tolerance (Da) 0.500 Number of Peaks: 33 Above Threshold: 33
22 Not assigned Peaks: 1

N-Te

a-is b b-17 b-18 b+ig c i x z

[ 69.045] 115.050] 98024  67.040]  133.061]  132.077|  87.055  201.088]  175.118] _ 156.092]

[ e7.0s2]  186.007|  212.403]  195.076]  194.092[  250.114] 729.130]  70.085] 208151  272.172]  255.145]
-amn-mm-zm
‘9 255
-ﬂm‘zm-zmm—
776.340] -Féﬂ'lilm

E] -mm———-mm—
1012.456
1109,595 71194 -mm—-nm-m 197572

1 R 1265610 T24B.583[  1247.508] 1203.604] 7276578 1275504 A311.615] 1310631  ¥20.193[ 1357.504] A311.615] 1204 .588] N

&% BioTools Version 3.2 Copyright © 1899-2008 Bruker Daltonik GmbH Page 2-



Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398

Area 3. Annotated MS/MS spectrum of ion 1252.585 m/z.

S5 of 548

Sequence Name: Parentmass:

Mass Error. -0, + (mono).
MH*+ (avg) 1253.341 Threshold (a. i) 0.000 Tolerance (Da): 0.700 Number of Peaks:
Above Threshold: 64 Assigned Peaks 36 Not assigned Peaks: 28
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S rum Analysis Report

Display ameter:

Parentmass: 1252.585 Mass Error: -0.032 MH-+ (mono): 1252.617 MH* (avg):

Threshold .1} 0.000 Tolerance (Da) 0.700 Number of Peaks: 64 Above Threshold:
Not assigned Peaks: 28
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S6 of S48

Area 3. Annotated MS/MS spectrum of ion 1064.508 m/z.

Sequence Name: Parenimass: i Mass Error. . + (mono):
MH*+ (avg): 1065.184 Threshold (a. i) 0.000 Tolerance (Da): 0.700 Number of Peaks: 83
Above Threshold: 8 Assigned Peaks 32 Not assigned Peaks: 51
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Spectrum Analysis Report

Display ameter:
Parentmass: 1064.508. Mass Error: 0.024 MH-+ (mono): 1064.484 MH* (avg): 1065.184
Threshold .1} 0.000 Tolerance (Da}: 0.700 Number of Peaks: 83 Above Threshold: 8

32 Not assigned Peaks: 51

Calculated Ma
NPLEEGFR

[N-Term.
1ssw1 T5z7T 37055
| 228130 70.065] aAs |sv mw
awn 819, -EZEE

-ﬂm 5 7 -m
T a72240] 471256]  02.085] 637040 611261
“-lmﬂ““
[ 761.313] 3|3
um =0 [ sa4.366] —-EI!E

355 890. 37 873, 3‘5 a?z 361 976.419
7000.467] 1046472 1029.446] 1028 462 -EZ!!E Too doal 1581151 i0h 457 | 064.483 1047.456

&% BioTools Version 3.2 Copyright © 1899-2008 Bruker Daltonik GmbH Page 2-



Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S7 of S48

Area 3. Annotated MS/MS spectrum of ion 1137.599 m/z.

Sequence Name: Parenimass: 8 Mass Error. + (mono):
MH*+ (avg) 1138.200 Threshold (a. i) 0.000 Tolerance (Da): 0.700 Number of Peaks: bl
Above Threshold: 7 Assigned Peaks 28 Not assigned Peaks: 43
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S rum Analysis Report

Display Parameter:
Parentmass: 1137.599 Mass Error: 0.077 MH+ (mono): 1137.522 MH+ (avg) 1138.209
Tmsnow (@) 0.000 Tolerance (Da}: 0.700 Number of Peaks: 7 Abowe Threshold: il
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Area 3. Annotated MS/MS spectrum of ion 1493.766 m/z.

S8 of 548

Sequence Name:

MH+ (avg)
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Display Parameter:
Parentmass:
THMSHOW (a.i)

1493.766.
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Mass Eror: 0.097
Tolerance (Da). 0.700
Not assigned Peaks: 40

S rum Anal:

MH-+ (mono):
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Area 3. Annotated MS/MS spectrum of ion 1260.623 m/z.

59 of 548

rum Analysis Report
Sequence Name: Parenimass: 1260.623 Mass Error. 0.058 MH*+ (mano). 1260.565
MH*+ (avg): 1261.322 Threshold (a. i) 0.000 Tolerance (Da): 0.700 Number of Peaks: 39
Above Threshold: 39 Assigned Peaks: 28 Not assigned Peaks: 11
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Spectrum Analysis Report
Display ameter:
Parentmass: 1260.623 Mass Error: 0.058 MH-+ (mono): 1260.565 MH* (avg): 1261.322
Threshold .1} 0.000 Tolerance (Da}: 0.700 Number of Peaks: 39 Above Threshold: 39
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S10 of S48

Area 3. Annotated MS spectrum 1.

Spectrum Analysis Report

iper
Mass Error: (1 1.008 MH+ (avg): 1.008 0.000
Tolerance (Da): 0.500 Number of Peaks: 67 Above Threshold: Assigned Peaks:

Not assigned Peaks:
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Spectrum Analysis Report

L-amino-acid cxidase (Fragments) OS=Macravipera lebetina PE=1 SV=2 OXLA_MACLE

Intensity Coverage: 21.5 % (131184 cnts) Sequence Cov
Sequence Cov erage MS/MS. 0.0%

age MS: 51.4%
pl (isoelectric paint): 44
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St e e

Display Parameter:
Sequence Name: L-amino-acid oxidase (Fragments) OS=Macrov ipera lsbetina PE=1 Sv=2 OXLA_MACLB MH+ (mono): 1,008
MH* (avg): 1.008 Threshold (a.i.): 0.000 Tolerance (Da): 0.500 Number of Peaks: 67
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S11 of S48

Area 3. Annotated MS spectrum 2.

im Analysis Report

Sequence Name: L-amino-acid oxidase (Fragments) OS=Macrov ipera lebetina PE=1 SV=2 OXLA_MACLB Parentmass:
Mass Error: MH:+ (mor 1.008 MH+ (avg): 1.008 Threshold (a
Tolerance (Da): 0.500 Number of Peaks: 66 Above Threshold: Assigned Peaks:
Not assigned Peaks:
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Spectrum Analysis Report

L-amino-acid cxidase (Fragments) OS=Macravipera lebetina PE=1 SV=2 OXLA_MACLE

Intensity Coverage: 23.1 % (134117 cnts) Sequence Coverage MS: 51.4%
Sequence Cov erage MS/MS. 0.0% pl (isoelectric paint): 44
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S12 of S48

Area 3. Annotated MS spectrum 3.

Sequence Name: L-amino-acid oxidase (Fragments) OS=Macrov ipera lebetina ] entmass.
Mass Error: 1.008 MH+ (avg): 1.008 Threshold (a
Tolerance (Da): 0.500 Number of Peaks: 20 Above Threshold: Assigned Peaks:
Not assigned Peaks:
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S rum Analysis Report

L-amino-acid cxidase (Fragments) OS=Macravipera lebetina PE=1 SV=2 OXLA_MACLE

Intensity Coverage: 4.1 % (1659 cnts) Sequence Cov
Sequence Cov erage MS/MS. 0.0%

age MS: 40.2%
pl (isoelectric paint): 44
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Display Parameter:
Sequence Name: L-amino-acid oxidase (Fragments) OS=Macrov ipera lsbetina PE=1 Sv=2 OXLA_MACLB MH+ (mono): 1,008
MH* (avg): 1.008 Threshold (a.i.): 0.000 Tolerance (Da): 0.500 Number of Peaks:

[ Intensity [Peak| Mass | intensity [Peak]| Mass | Intensity |
11 1 17—

53 706 75508

14 1252.718]  25956.20%)

965.400] _19] 1948.993] 69.000 20 2975.519)] 36.000)

&% BioTools Version 3.2 Copyright © 1899-2008 Bruker Daltonik GmbH Page 2-



Mole

cules 2016, 21, 1398; doi:10.3390/molecules21101398 S13 of S48

Area 4. Annotated MS/MS spectrum of ion 2250.354 m/z.

Sequence Name: Parenimass: lass + (mono): x
MH*+ (avg): 2251545 Threshold (a. i) 0.000 Tolerance (Da): 0.700 Number of Peaks: 109
Above Threshold: 109 Assigned Peaks 33 Not assigned Peaks: 76
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S rum Analysis Report

Display ameter:
Parentmass: 2250.354 Mass Error: 0.199 MH-+ (mono): 2250.186 MH* (avg): 2251.545
T“NSHOW (a.i.): 0.000 Tolerance (Da): 0.700 Number of Peaks: 109 Abov e Threshold: 1

33 Not assigned Peaks: 76

Calculated Masse:
TSTHIAPLSLPSSPPSVGSVCR 21: Carbamidomethy | (C)

N-Term.[ Ton a a7 ae b b-17 b-18 b+18 < i x z C-Term.
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398

Area 4. Annotated MS/MS spectrum of ion 1174.611 m/z.

S14 of S48

Sequence Name: Parentmass: 1174611 Mass Error: . MH+ (mano).
MH*+ (avg): 1175.384 Threshold (a. i) 0.000 Tolerance (Da): 0.700 Number of Peaks: 39
Above Threshold: 39 Assigned Peaks: 19 Not assigned Peaks: 20
Abs. Int. * 1000
> B - i —
z i w ¥S.
2.4 |
2.2
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L 600.615
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Spectrum Analysis Report
Display ameter:
Parentmass: 174611 Mass Error: 0.007 MH-+ (mono): 1174.604 MH* (avg): 1175.384
Threshold .1} 0,000 Tolerance (Da) 0.700 Number of Peaks: 39 Above Threshold: 39
Not assigned Peaks:
Galculated Masses:
WWCAGIWQGGK 3 Carbamidomethy| (C)
N-Term. Ton Ferm. | on
v 72051 19007 530" “305 117"7? 1471‘ 13005 1 K
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A 402.217 -m-:m
[3 e A sa T ser % o N % 244
T 572.322 —_-}zsm—mm Sz.30r 5'5 SL uu.os 7'4 35
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G G 453578 4835 gs 471 aT1-477—g8i 450 o5 458 mm To0g dsa| 975 4ar 957 44g -
10 G 1000.503 983 47 962.493] mzs 49 1011 472 7010.488] 1086 5u 1045 525  30.034] 1101.515| 1075 53 | 1058.509]
1 1128588 1111572 1710.588] 1156.583] 1139.567| 1138583 1174.604] 1173620]  101.107] 1200.583] 1174.604]
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398

Area 4. Annotated MS/MS spectrum of ion 1235.644 m/z.

S15 of S48

Sequence Name:

MH+ (avg)
Abov e Threshold:

Abs. Int. * 1000

Parentmass: 1235.644 Mass Error. . MH+ (mona):
1236.424 Threshold (a.i.}: 0.000 Tolerance (Da): 0.700 Number of Peaks:
28 Assigned Peaks 19 Not assigned Peaks: 9
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S rum Analysis Report

Display ‘ameter:
Parentmass:
Theshod (o)

1235.644 Mass Error: 0.023 MH-+ (mono): 1235.621 MH* (avg):
0.000 Tolerance (Da) 0.700 Number of Peaks: 28 Above Threshold:
Not assigned Peaks: 9

1236.424
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S16 of S48

Area 4. Annotated MS spectrum 1.

Spectrum Analysis Report

Sequence Name: Snake venom serine prolease nikobin OS=Vipera nikolskil GN=sp-VN PE=2 SV=1 VSP_VIPNI Parentmass:
Mass Error: MH:+ (mor 1.008 MH+ (avg) 1.008 Threshold (a
Tolerance (Da): 0.500 Number of Peaks: 69 Above Threshold: Assigned Peaks:
Not assigned Peaks:

Abs. Int. * 1000

&
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800

S rum Analysis Report

Snake v enom serine protease nikobin OS=Vipera nikolskii GN=sp-VN PE=2 S¥=1 VSP_VIPNI

Intensity Coverage: 26.3 % (254171 cnls) Sequence Cov
Sequence Cov erage MS/MS. 0.0%

age MS: 25.7%
pl (isoelectric paint): a3

MVLIRVLANL LLLOLSYAQK SSELVIGGDE CNINEHFFLA FVTSDRRRCA GTLINQEWVL TAAHCNGKYM RIELGUHDKM VRNEDKQTRV PRQKFFCLSS KEYTMUDKEDT MNLIRLNTPVN NSTHIAPVSL ASRFFUVGSV

160 170 160 150 200 210 220 230 Z40 250 260
CRINGUGTIS SPKVILFDVF HCANIEIIEY SKCQGVHPEL FPAKGRVUCAG IVQGGKDSCH GDSGAPLICN GQLQGLLSVG GDPCAQPLOP GLYTDIFDYS DWIQSIIAGN TTATCPP
e Tt N e—— —

Dis, imeter.

Sequence Nam Snake venom serine pratease nikobin OS=Vipera nikolskil GN=sp-VN PE=2 SV=1 VSP_VIPNI MH+ (mono): 1,008
MH* (avg): 1.008 Threshold (a.1.): 0.000 Tolerance (Da): 0.500 Number of Peaks: )

Mass

s Intensi
12519.786

[—29]
75510.299] 34|
[39]
105096 575] _4d|
] 1953,672 3843261

3882.271] 62 226.133 1423.716 2233.195] 762.453
X 2283.226| 1765.606) 2490.260| 23985.453 69|
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398

Area 4. Annotated MS spectrum 2.

517 of S48

Spectrum Analysis Report
Sequence Name: Snake venom serine protease nikobin OS=Vipera nikolskii GN=sp-WN PE=2 SV=1 VSP_VIPNI| Parentmass:
Mass Error- MH-+ (mor 1.008 MH+ (av gl 1.008 Threshold (a 0.000
Tolerance (Da): 0.500 Number of Peaks: 76 Above Threshold: Assigned Peaks:
Not assignad Peaks:
Abs. Int. * 1000
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186-196
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Spectrum Analysis Report
Snake venom serine protease nikabin QS=Vipera nikolskil GN=sp-VN PE=2 SV=1 VSP_VIPN|
Intensity Coverage: 29.3 % (321607 cnis) Sequence Cov erage MS: 25.7%
Sequence Coverage MS/MS: 0.0% pl (isoelectric point): 9.3
110 120

S0
MVLIRVLANL LLLOLSYAQK SSELVIGGDE CNINEHFFLA FVTSDRRRCA GTLINQEWVL

TARHCNGKYN

RIELGVHDKNM VRNEDKQTRV PRQRFFCLSS KEVTMUDEDT TRLNTPUN NSTHIAFVSL
e

ASRFPVWGSV

150 160 170 160 1 200 z10 Z20 230 Zan 250 260
CRINGUGTIS SPKVILPDVP HCANIEIIKY SKCQGVEPEL PAKGRUV IUCGCEDSCH GDSGAPLICH GQLOGLLSWG GDPCAQPLQP GLYTDIFDYS DWIQSIIAGN TTATCPP
Disj ameter:

Sequence Name: Snake venom serine protease nikobin OS=Vipera nikolskil GN=sp-VN PE=2 SV=1 VSP_VIPN| MH#+ (mena): 1.008

MH+ (avg): 1.008 Thresheld (a.i.): 0.000 Tolerance (Da): 0.500 Number of Peaks: 7%

Peaklist:
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398

Area 4. Annotated MS/MS spectrum of ion 972.471 m/z.

518 of S48

Sequence Name:
MH+ (avg)
Abov e Threshold:

Parentmass: 972.471
Threshold (a. i) 0.000
Assigned Peaks: 19

Mass Error: .
Tolerance (Da): 0.700
Not assigned Peaks: 31

MH+ (mona):

973.083 Number of Peaks: 50
0

Abs. Int. * 1000
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S rum Analysis Report

Display Parameter:

Parentmass: 972.471 Mass Error: 0.058
Tolerance (Da) 0.700

Not assigned Peaks: 31

MH-+ (mono): MH* (avg):
Number of Peaks:

072414
50 Above Threshold:

973.083
50

Tmsnolc fai) 0.000
19

Calculated Masses:
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398

Area 4. Annotated MS/MS spectrum of ion 1831.064 m/z.

519 of S48

Mass Error: X
Tolerance (Da): 0.700
Not assigned Peaks: 46

Sequence Name:
MH*+ (avg) 1832.197
Above Threshold: 8

Parentmass:
Threshold (a. i)
Assigned Peaks: 42

MH+ (mona):

1831.064
0.000 Number of Peaks:

Abs. Int. * 1000
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Spectrum Analysis Report

Display Parameter:

Parentmass: 1831.064 Mass Error: 0.048 MH+ (mono):
Tolerance (Da 0.700 Number of Peaks:

Not assigned Peaks: 45

MH* (avg):

1831.015
88 Above Threshold:

Tmsnow (&) 0.000
42

1832.197
88

Calculated Mas:
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398

Area 5. Annotated MS/MS spectrum of ion 1512.781 m/z.

520 of S48

equence Name: arenimass: R lass . + {maono).
MH+ (avg) 1513.616. Threshold (a.i.}: 0.000 Tolerance (Da): 0.700 Number of Peaks:
Abov e Threshold: 30 Assigned Peaks 19 Not assigned Peaks: 1
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S rum Analysis Report

Display ameter:

Parentmass: 1512.781 Mass Error: 0.004 MH-+ (mono): 1512.687 MH* (avg):
Threshold .1} 0.000 Tolerance (Da) 0.700 Number of Peaks: 30 Above Threshold:
Not assigned Peaks: 11

1513.616
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398

Area 5. Annotated MS/MS spectrum of ion 888.452 m/z.

521 of S48

Sequence Name: Parenimass: . Mass Error. X + (mono):
MH*+ (avg): 889,053 Threshold (a. i) 000 Tolerance (Da): 0.700 Number of Peaks: 53
Above Threshold: 53 Assigned Peaks 18 Not assigned Peaks: 35
Abs. Int. * 1000
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Spectrum Analysis Report
Display ameter:
Parentmass: 888.452 Mass Error: 0.023 MH-+ (mono): 888.420 MH* (avg): 889,053
Threshold .1} 0.000 Tolerance (Da) 0.700 Number of Peaks: 53 Above Threshold: 53
8 Not assigned Peaks: 35
[ Mass | intensity |
[ 1261.505
119.993 1061.29 123.020] 3459.474;
990.236] 15 166.055] 2349084,
202025 1231.880]
N-Term | Ton a a-17 a-is b-1l B+18 y C-Term [ Ton
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&% BioTools Version 3.2 Copyright © 1899-2008 Bruker Daltonik GmbH Page 2-



Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S22 of S48

Area 5. Annotated MS/MS spectrum of ion 1189.656 m/z.

Sequence Name:

Parentmass:

Mass Error. . MH+ (mona):

MH*+ (avg) 1190.439 Threshold (a. i) Tolerance (Da): 0.700 Number of Peaks: 44
Above Threshold: 44 Assigned Peaks Not assigned Peaks: 27
Abs. Int. * 1000
a W
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174.992 888.441
1 v?
12
1
101
545,081
% b4
7
5|
658.167
4 bs
630.170
as
5| 288.058
| ¥2 401,130
158.973 3 |
" Y T 789,178
24 ¥ b6
1
I i I
| ! [ st
o] U WAy
T T T T T T T T T T T T
100 200 300 500 600 700 800 500 1000 1100 1200 1300 miz
&% BioTools Version 3.2 Copyright © 1999-2008 Bruker Daltonik GmbH Page -1-
Spectrum Analysis Report
Parentmass: 1189.656. Mass Error: MH-+ (mono): 1189.640 MH* (avg): 1190.439
Threshold .1} 0.000 Tolerance (Da) Number of Peaks: 4 Above Threshold: 44
7 Not assigned Peaks:
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2377.892] 39 1124 561 8553 726)
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WDKDIMLIR

Calculated Masses:
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S23 of S48

Area 5. Annotated MS/MS spectrum of ion 1208.642 m/z.

Spectrum Analysis Report

Sequence Name: Parentmass. 5 fass Error.
MH* (avg) 1200.430 Threshold (a1} 0.000 Tolerance (Da): 0700 Number of Peaks: 4
Abov e Threshold: 44 Assigned Peaks. 7 Not assigned Peaks: 23
Abs. Int. 1000
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Spectrum Analysis Report
Display ‘ameter:
Parentmass: 1208.642 Mass Error: 0.007 M+ (mono): 1208.635 MH* (avg) 1200.430
Thveshold (6.7) 0.000 Tolerance (Da) 0.700 Number of Peaks: 4 Above Threshold: 4
21 Not assigned Peaks:
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2
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Calculated Masses:
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S24 of S48

Area 5. Annotated MS/MS spectrum of ion 1498.790 m/z.

Sequence Name: Parentmass: R Mass Error. . MH+ (mano). 1
MH*+ (avg): 1499.590 Threshold (a. i) 0.000 Tolerance (Da): 0.400 Number of Peaks: 25
Above Threshold: 25 Assigned Peaks: 18 Not assigned Peaks: @
Abs. Int. * 1000
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Spectrum Analysis Report

Display ameter:

Parentmass: 1498.790 Mass Error: 0.119 MH-+ (mono): 1498.671 MH* (avg): 1499.500

Threshold .1} 0,000 Tolerance (Da) 0.400 Number of Peaks: 25 Above Threshold: 25

5 Not assigned Peaks: 9

ntensit Peak Mass [Poak|  Mass | intensity |
889073 4 174.852] sue 753 198.834) 763.860)

10175.752] o[ . 440,888 2278.247.

8 1 2uu 914 15| 764 sag 201167
:E_mm 227 1471720

Calculated Mass:
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S25 of S48

Area 5. Annotated MS/MS spectrum of ion 1592.776 m/z.

Sequence Name: Parentmass: 1592.776 Mass Error: X MH+ (mona).
MH*+ (avg) 1593.850 Threshold (a. i) 0.000 Tolerance (Da): 0.700 Number of Peaks: a2
Above Threshold: 32 Assigned Peaks 25 Not assigned Peaks: 7
Abs. Int. * 1000
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14
|
13 ‘
12
1"
10
9
| 977.156
¥e
864.029
v8
7
|
61
E
678,946
v6
4 53
1147.322
yit
3
1378.486
393,808 Tl vi3 1502790
2 374.03 621.933 23
b3 1080.226 Ters o
'
306,869 71161 ¥10
1 y2 b10
y | o il
T T T T T T T T T T T T T T T T T T
100 200 300 400 500 600 700 800 500 1000 1100 1200 1300 1400 1500 1600 1700 1800 miz
&% BioTools Version 3.2 Copyright © 1999-2008 Bruker Daltonik GmbH Page 1-
Spectrum Analysis Report
Display ameter:
Parentmass: 1592.776. Mass Error: -0.002 MH-+ (mono): 1502.778 MH* (avg): 1503.850
Threshold .1} 0.000 Tolerance (Da) 0.700 Number of Peaks: 32 Above Threshold: 32
25 Not assigned Peaks: 7

Calculated Masses:
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398

526 of S48

Area 6. Annotated MS/MS spectrum of ion 1537.689 m/z.

Parentmass:

Mass Error.

Sequence Name:

+ {mono).
Number of Peaks:

MH*+ (avg): 1538.664 Threshold (a. i) X Tolerance (Da): 0700
Above Threshold: 42 Assigned Peaks: 22 Not assigned Peaks: 20
Abs. Int. * 1000
b w Y
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Spectrum Analysis Report
Display ameter:
Parentmass: 1537.680 Mass Error: 0.015 MH-+ (mono): 1537.675 MH* (avg): 1538.664
Threshold .1} 0.000 Tolerance (Da) 0.700 Number of Peaks: 42 Above Threshold: 42
22 Not assigned Peaks: 20
Calculated Masses:
MEWYPEARANAER
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398

527 of S48

Area 6. Annotated MS/MS spectrum of ion 1919.083 m/z.

Sequence Name: Parentmass: . Mass Error. X MH+ (mono).
MH+ (avg) 1920.155 Thresheld (a.i.): 0.000 Tolerance (Da): 0.800 Number of Peaks: 64
Abov e Threshold: 64 Assigned Peaks: 47 Not assigned Peaks: 17
Abs. Int. * 1000
a
b KT P E 4 N E I o
b+18 T | ——R—
= |
y — t —
z S — I
14 | |
| |
q
12
11
101
|
H
o]
. |
61 |
’ ‘
4 |
£ I |
2
625.556 1079.871 1919.104
i 374576 4488.542 v8 o | v 9 111208.958 1684973 6
174.6. 7 | 4 0 ¥ ¥ 1693.482
287 5«; 585.566 10,691 a4 1084. BIT 17441790
" EB s?eﬂzz: ;S 5. 3 430.50 ns:s i o 5::::50 by 10 en| ‘79(1:‘7’1372 ok
T TR I I G i 7 WA o Ll |
L Ay J " Al el L L, ) L s A [ PP R
T T T T T T T T
200 400 600 800 1000 1200 1400 1600 1800 2200 miz
&% BioTools Version 3.2 Copyright @ 1999-2008 Bruker Daltonik GmbH Page -1-
Spectrum Analysis Report
Display ameter:
Parentmass: 1919.083 Mass Error: 0.048 MH + {mono): 1919.035 MH+ (avg) 1920.155
Thveshold (6.7) 0.000 Tolerance (Da) 0.800 Number of Peaks: 64 Above Threshold: 64
47 Not assigned Peaks: 17
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S28 of S48

Area 6. Annotated MS spectrum.

Spectrum Analysis Report

_ancs jam IF 2ine-rich v enom pro!a n lm rus F Im!mass

Mass Error: MH:+ (mor 1.008 MH+ (avg) 1.008 Threshold (a 0.000
Tolerance (Da): 0.500 Number of Peaks: 15 Above Threshold: Assigned Peaks:
Not assignad Peaks:

Abs. Int. * 1000
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S rum Analysis Report

Cysteine-rich venom protein O

ipera berus PE=1 SV=1 CRVP_VIPBE

Intensity Coverage: 51.3 % (26768 cnts) Sequence Coverage MS: 24.7%
Sequence Cov erage MS/MS. 0.0% pl (isoelectric paint): 64

140
MIAFLVLPIL AAVLOQSSGN VDFDSESPRE PEL IDL __HNSLERSVNP TASNMLEMEW YPEAAANAER WAFRCILSHS PRDSRVIGGI FKCGENIYMST SPHMRWTAIIH EVHGEEEDFV YGQGASPANA VVGHYTQIVV

S — S—
150 160 170 160 150 200 210 220 730 Zao
VESYRSGCAL AYCPSSEYEY F WHGGKTATPY TSGPFCGDCP SACDNGLCTN PCTHEDEFTN CKDLVKOGCN NNYLETHCPA SCSCHNEIT
———

Display Parameter:
Sequence Name: Cy steine-rich venom protein OS=Vipera berus PE=1 SV=1 CRVP_VIPBE WMH+ {mono) 1.008
MH*+ (avg): 1.008 Threshold (a.i.): 0.000 Tolerance (Da): 0.500 Number of Peaks: 15
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398

Area 7. Annotated MS/MS spectrum of ion 1352.702 m/z.

529 of S48

Spectrum Analysis Report
Sequence Name: Parentmass: 1362.702 Mass Error: -0.048 MH*+ (mano). 1352.747
MH*+ (avg): 1353617 Threshold (a. i) 0.000 Tolerance (Da): 0.700 Number of Peaks: 7
Above Threshold: 7 Assigned Peaks: 38 Not assigned Peaks: 39
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im Analysis R
Display ameter:
Parentmass: 1352.702 Mass Error: MH-+ (mono): 1352.747 MH* (avg): 1353.617
T“MSHOW (a.i.): 0.000 Tolerance (Da): 0. Number of Peaks: w Abov e Threshold: 7
38 Not assigned Peaks: 39
Paal Mass. Intensif [ intensity |
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Mol

ecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S30 of S48

Area 8. Annotated MS/MS spectrum of ion 906.470 m/z.

Sequence Name: Parenimass: . Mass Error. . + (mono):
MH*+ (avg) 906.918 Threshold (a. i) 0.000 Tolerance (Da): 0.700 Number of Peaks: £
Above Threshold: 36 Assigned Peaks 20 Not assigned Peaks: 16
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S rum Analysis Report

Display ameter:
Parentmass: 06.470 Mass Error: 0.074 MH-+ (mono): 906.306 MH* (avg): 906.918
Threshold .1} 0.000 Tolerance (Da}: 0.700 Number of Peaks: 36 Above Threshold: 3%

20 Not assigned Peaks: 16

Galculated Masses:
TWEDAER
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398

Area 8. Annotated MS/MS spectrum of ion 1033.604 m/z.

S31 of S48

Sequence Name: Parenimass: 8 m . + (mono):
MH*+ (avg) 1034.106. Threshold (a. i) 0.000 Tolerance (Da): 0.700 Number of Peaks: 57
Above Threshold: 57 Assigned Peaks: 32 Not assigned Peaks: 25
Abs. Int. * 1000
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Spectrum Analysis Report
Display ameter:
Parentmass: 1033.604 Mass Error: 0.007 MH-+ (mono): 1033.507 MH* (avg): 1034.106
T“MSHOW (a.i.): 0.000 Tolerance (Da): 0.700 Number of Peaks: 57 Abov e Threshold: 57
Not assigned Peaks: 25
Calculated Masses:
TIONQWLR
N-Term.[ Ton a-18 I — €-Torm.[ Ton
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398

532 of S48

Area 8. Annotated MS/MS spectrum of ion 1708.910 m/z.

aquence arentmass:
Threshold (a1}

Assigned Peaks

lass + (mono):
Tolerance (Da): Number of Peaks:
Not assigned Peaks:

0.000
2
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MH+ (avg)
Abov e Threshold:
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Spectrum Analysis Report

Display Parameter:
Parentmass: 1708.910 Mass Error: 0.066 MH+ (mono): 1708.845 MH+ (avg) 1709.882
Tmsnow (@) 0.000 Tolerance (Da}: 0.700 Number of Peaks: 89 Abowe Threshold: 89

Not assigned Peaks: 57

Calculated Masses:
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398

Abs. |

4
N x Low
£

Area 8. Annotated MS/MS spectrum of ion 920.462 m/z.

533 of S48

Sequence Name:

MH+ (avg)

Abov e Threshold:

Int. * 1000

920,945
35

Spectrum Analysis Report

Parentmass: 920.452 Mass Error: 0.050 MH+ (mano). 920,411
Threshold (a. i) 0.000 Tolerance (Da): 0.700 Number of Peaks: 35
Assigned Peaks 22 Not assigned Peaks: 13
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Display ameter:

Parentmass: 620,462

Tmsnolc fai) 0.000
22

S rum Analysis Report

Mass Error: 0.050 MH-+ (mono): 920.411 MH* (avg): 920.945
Tolerance (Da}: 0.700 Number of Peaks: 35 Above Threshold: 35
Not assigned Peaks: 13
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S34 of S48

Abs. |

Area 8. Annotated MS/MS spectrum of ion 1427.645 m/z.

Sequence Name: Parenimass: lass . + (mono):
MH*+ (avg) 1428.550 Threshold (a. i) 0.000 Tolerance (Da): 0.700 Number of Peaks: 55
Above Threshold: 55 Assigned Peaks 27 Not assigned Peaks: 28
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rum Analysis Re

Parentmass: 1427645 Mass Error: 0.018 MH+ (mono): 1427.627 MH+ (avg) 1428.550
Tmsnow (ai) 0.000 Tolerance (Da}: 0.700 Number of Peaks: 55 Above Threshold: 55
7 Not assigned Peaks: 28

N-Term.[ Ton a a7 a-18 b b-11 b+18 ] I X z C-Term.[ Ton
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398

S35 of S48

Area 8. Annotated MS/MS spectrum of ion 2161.931 m/z.

Spectrum Analysis Report
Sequence Name: Parentmass: 2161.931 Mass Error; 0.056 MH+ (mana): 2161.875
MH*+ (avg): 2163.331 Threshold (a.1 ): 0.000 Tolerance (Da: 0.700 Number of Peaks: 83
Abov e Threshold: 63 Assigned Peaks: 18 Not assigned Peaks: 47
Abs. Int. * 1000
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L] rum Analysis Report
Display Parameter:
Parentmass: 2161.931 Mass Eror: 0.056 MH+ (mono): 2161.875 MH+ (avg): 2163.331
THMSHOW (a.0.) 0.000 Tolerance (Da): 0.700 Number of Peaks: 63 Above Threshold: 63

Not assigned Peaks:

Calculated Masses:
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398

Area 8. Annotated MS/MS spectrum of ion 1936.046 m/z.

536 of S48

Spectrum Analysis Report
Sequence Name: B Mass Error: 0.017 MH+ (mano). 1936.029
MH*+ (avg): 1937.184 Threshold (a. i) Tolerance (Da): 0.700 Number of Peaks: 79
Above Threshold: 79 Assigned Peaks: Not assigned Peaks: 55
Abs. Int. * 1000
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Spectrum Analysis Report
Display Paramter:
Parentmass: 1936.046 3 MH-+ (mono): 1036.029 MH* (avg): 1037.184
T“MSHOW (a.i.): 0.000 Tolerance (Da): Number of Peaks: 79 Abov e Threshold: 79
Not assigned Peaks:
55 Mass. Tntensi Paak Mas: Tntensi
85 606 108,62 1862 5 76626} 946
200.504 227.550) 148.958] 10 35,536 167.856/
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635.528 663.520] 390.557] 35 665.576] 303,680,
693568 710.521 487.196) 40 727 544] 384830
802.634 605,857 278.654] 45 830.626] 1425311
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S37 of S48

Area 8. Annotated MS/MS spectrum of ion 1041.686 m/z.

rum Analysis Report

Sequence Name: Parenimass: 1041.686 Mass Error. 0.065 MH+ (mono): 1041.621
MH+ (avg): 1042.257 Threshold (a.i.}: 0.000 Tolerance (Da): 0.700 Number of Peaks: 7%
Abov e Threshold: 76 Assigned Peaks 34 Not assigned Peaks: 4z
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S rum Analysis Report

Display ameter:

Parentmass: 1041.686 Mass Error: 0.085 MH-+ (mono): 1041.621 MH* (avg): 1042.257
Threshold (a.i.): 0.000 Tolerance (Da): 0.700 Number of Peaks: 76 Abov e Threshold: 76

As: 34 Not assigned Peaks: 42

N-Term.[ Ton a 217 218 b b-17 b-18 b+18 < i x z C-Term.[ Ton
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S38 of S48
Area 9. Annotated MS/MS spectrum of ion 1533.641m/z.
] rum Analysis Report
Sequence Name: Parentmass: 1533.641 Mass Error. 0.091 MH+ (mono). 1533.550
MH+ (avg) 1534.750 Threshold (a.i.}: 0.000 Tolerance (Da): 0.700 Number of Peaks: 70
Above Threshold: 70 Assigned Peaks: 40 Not assigned Peaks: 30
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S rum Analysis Report
Display ameter:
Parentmass: 1533 641 Mass Error: 0.001 MH+ (mono): 1533 550 MH+ (avg) 1534.750
T“MSHOW (a.i.): 0.000 Tolerance (Da): 0.700 Number of Peaks: 70 Above Threshald: 70
40 Not assigned Peaks: 30
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S39 of S48

Area 9. Annotated MS spectrum.

Sequence Name:

Acidic phospholipase A2 ammaodytin |1 OS=Vipera ammodyles ammody tes PE=2 S¥=1 PA2A1_}
Mass Error- MH+ (mor 1.008 MH+ (avg): 1.008 Threshold (a. 0.000
Tolerance (Da): 0.500 Number of Peaks: 13 Above Threshold: Assigned Peaks:
Not assigned Peaks:
Abs. Int. * 1000
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S rum Analysis Report
Acidic phospholipase A2 ammody tin 11 0S=Vipera ammody tes ammody tes PE=2 SV=1 PA2A1_VIPAA
Intensity Coverage: 75.4 % (18321 cnts) Sequence Cov erage MS: 30.4%
Sequence Cov erage MS/MS: 0.0% pl (isoelectric point): 49
60 80 50 1 140
Pmn_wnuvc LIGAEGHLSQ FGDMINKKTG IFGIMSYIYY GCYCGWGGKG KPLDATDRCC FWHDCCYGRV v IV CGGDDPCLRA VCECDRVAAL CFGENMNTYD KKYMLYSLFD CKEESEQC
L — e e e
Display Parameter:
Sequence Name: Acidic A2 iy tin 11 OS=Vipera y fytes PE=2 SV=1 PA2A1_VIPAA MH+ (meno). 1.008
MH+ {avg): 1.008 Thresheld (a.i.): 0.000 Tolerance (Da): 0.500 Number of Peaks: 13

[Peak| Mass | intensity [Peak| Mass | Intensity |
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[ 4] 072,551 916.339] 139.60
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398

Area 10. Annotated MS spectrum.

540 of S48

rum Analysis Report

Sequence Name: Neutral phospholipase A2 ZMMWVI in12 OS=Vipera ammnﬂv tes ammodytes PE=1 SV=2 PA2N2_\ VlPM
Mass Error: MH+ (avg) 0,000
Tolerance (Da): 0.500 Numbav of Peaks: 15 Above Threshold: Assigned Peaks:
Mot assignad Peaks:
Abs. Int. * 1000
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S rum Analysis Report
Neutral phospholipase A2 ammodytin 12 0S=Vipera ammady les ammodytes PE=1 SV=2 PAZN2_VIPAA
Intensity Coverage: 76.5 % (14018 cnts) Sequence Cov erage MS: 30.7%
Sequence Cov erage MS/MS: 0.0% pl (isoelectric point): 6.1
] 60 EL) 100 110 40
Pﬂl'ﬂ_wlv;vc LIGVEGNLYQ FGNMIFKMTK KSALLSYSNY GCYCGUGGKG KPQDATDRCC FWHDCCYGRV NGCDPKLSIY IV CGGDDPCLRA VCECDRVAAL CFGENLNTYD KKYKNYPSSH CTETEQC
e —— EES eSS
Display Parameter:
Saquence Name: Neutral A2 12 OS=Vipera v yles PE=1 SV=2 PA2N2_ VIPAA MH+ (mono): 1.008
MH* (avg): 1.008 Threshold (a.i.): 0.000 Tolerance (Da): 0.500 Number of Peaks: 15

| iIntensity [Peak| Mass | intensity |
438,802 987 59 801.886

-3
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- TosT 4T 54.449

&% BioTools Version 3.2 Copyright © 1899-2008 Bruker Daltonik GmbH

Page 2-



Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S41 of S48

Area 11. Annotated MS/MS spectrum of ion 989.439 m/z.

Sequence Name: Parenimass: lass . + (mono):
MH*+ (avg) 90,100 Threshold (a. i) 0.000 Tolerance (Da): 0.700 Number of Peaks: 40
Above Threshold: 40 Assigned Peaks 24 Not assigned Peaks: 16
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S rum Analysis Report

Display ameter:
Parentmass: 80,439 Mass Error: 0.046 MH-+ (mono): 989.303 MH* (avg): 990,100
T“NSHOW (a.i.): 0.000 Tolerance (Da): 0.700 Number of Peaks: 40 Abov e Threshold: 40

24 Not assigned Peaks: 16

Galculated Ma:
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S42 of S48

Area 11. Annotated MS/MS spectrum of ion 2315.846 m/z.

im Analysis R
Sequence Name: Parentmass: 2315.846 Mass Error: -0.030 MH+ (mano). 2315.876
MH*+ (avg) 2317614 Threshold (a. i) 0.000 Tolerance (Da): 0.700 Number of Peaks: 133
Above Threshold: 133 Assigned Peaks 76 Not assigned Peaks: 57
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Spectrum Analysis Report
Display ameter:
Parentmass: 2315.846 Mass Error: -0.030 MH-+ (mono): 2315.876 MH* (avg): 2317.614
T“MSHOW (a.i.): 0.000 Tolerance (Da): 0.700 Number of Peaks: 133 Abov e Threshold: 133
6 Not assigned Peaks:

-EIIE[E
1743.05: Ziz7zs| 2532317
7660.571] 5] 252.705] sm 15:4
-EIE
| 204afse] 25 340741 2178562
ﬂ]m
nnma_m
| 6a5as8| 39|  458691]  5515.320] 40|  467650] 26772775
[ 2773055] 44[  4B6.674|  17511.268] 45| 494.674] 30351 349
| 15501602] 49|  538.721]  4632.675| 50 X
4587260 -
| ___11199.948] 59 3
B[ 15376.515] 64] 5 X . 786} 102545.693)
[ 5991586 9] E T X X
[ 3rimasal 74 538. 10
48188.280] 84|

| 24345546 89]

[ 15068.406] Gd4]

-EZI
[ zssaneny) 55

o
!

7

B
!!
e
et

n
SR8
93 3| & E 2
RIS e D153
1| & B| ) iS40
@@ ali| o=

2512 (8(E[S|8|Bl= |2

218|228\ BI5[2 2|5 |5| Y

3483, 5

NLPDCNPK 1: C: i 1(C) 2: Cs i €7 Ce (C) & Car (C) 15: C: )
N-Term.| ion a n rerm.| Ton
3 'SS-IN
[ mm‘ -Imn
F 440.1 -m-m-mmm—mm
v 539.210]  522.184| 521200  567.205|  550.179|  549.195]  585.216]  584.232|  72.081| 08' il
H §76.269 -zmza
D 791 m—-mn-;zm
c 951.327 6] 979.322]  962.295]  961.311] -Em}]
c 111,358 1094 331 1093 aﬂ -m-mn-mm
Y 1274421 1257.394] 1256470 1302.416] 1285389 1284405 1320.426] 1319.442]  136.076]  1040.447]
[ 1331442 1314.416]  1313.432 1350.437) 1342411 1341427 1377.448] 1376.464|  30.034|
N mmmmm-m-mm L] l
L 1558-509 7 iJ
P 1655622 1608.506]  1657.612  1663.617|  1666.591| 1665607 1701.628] 6« 1595
D 1770‘649
c 7830 680 1913.653] 553 94“ ﬁﬁ" 1975 70' [—tars 701 133.043] 1674.725] 725
N 2044.723 87.055] _2021.794]
P 2141.775] 2124749 2125.765|  2160.770|  2152.744] 2151760 2187.781| 21B6.797(  70.065| 2181.825] 2155.845] 2138.81] [
B | K 2269870 2252 844 —mmmm 2708 04 ° [

&% BioTools Version 3.2 Copyright © 1899-2008 Bruker Daltonik GmbH Page 2-



Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S43 of S48

Area 11. Annotated MS/MS spectrum of ion 1105.502 m/z.

rum Analysis Report

Sequence Name: Parenimass. 1105.502 Mass Error. -0.000 MH+ (mono) 1105.503
MH*+ (avg) 1106.274 Threshold (a1} 0.000 Tolerance (Da): 0.700 Number of Peaks:
Above Threshold: 33 Assigned Peaks: i Not assigned Peaks: 19
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Spectrum Analysis Report

Display Parameter:
Parentmass: 1105.502 Mass Error: -0.000 MH+ (mono): 1105.503 MH+ (avg) 1106.274
THMSHOW (a.0.) 0.000 Tolerance (Da) 0.700 Number of Peaks: 33 Above Threshold: 33

4 Not assigned Peaks: 18

Tntensi Peak Mass Intensil [Peak|  Mass | intensity |
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1182715 135,679 1052.84 156,889 67,867,
T 201.900] 1054.820] 5] 212.877] 1086217,

5t

| 326520] 2064.297] 20|  350.820]  S037.013
| 544.925] 1504.235] IE EST 05 4371.380)
792.151 | 1922.823|

Calculated Mat
YYPDFLCK 7.
N-Term.| ion
Y 136.076| U 8
¥ 310. 107 -xm—zg-:mn 7 il
P 407 160
2] 511.219 539. 2" 87| 521.203] 224 -;'EIIiE
F . -Em
L [—_753.361] 351 -Imm-;m
(5 . _-Z.'EERB -ZEEIE_
K 7059.407] _1042.470] _1041.486] 1087 452 1070 485 1089 481] ¥
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S44 of S48

Area 11. Annotated MS spectrum 1.

Sequence Name:

Basic phospholipase A2 v urloxin OS=Vipera renardi PE=1 SV=1 'B_VIPRE arentmass:
MH-

Mass Error: o 1.008 = MH+ (avg): 1.008 Threshold (a. 0.000
Talerance (Da): 0.500 Number of Peaks: 5 Above Threshold: Assigned Peaks:
Not assigned Peaks:
Abs. Int. * 1000
808.461
107-113
16
15
14
13
12{
1"
10]
B
&
7
&
852383
101-108
5
4
3
2|
823.388
' 94-100
2315.802
5076
L
T T T T T T T T T T T 7 T 7
800 1000 1200 1400 1600 1800 2000 2200 2400 2600 2800 3000 3200 3400 miz
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Spectrum Analysis Report
Basic phospholipase AZ v urloxin OS=Vipera renardi PE=1 SV=1 PAZB_VIPRE
Intensity Coverage: 74.9 % (22721 cnts) Sequence Coverage MS: 27.5%
Sequence Cov erage MS/MS: 0.0% pl (isoelectric: paint): a7

50 &0 i 140
Pmn_nnuvc LIGVEGSLLE FGMMILEETG EKNPLTSYSFY GCYCGUGGKG TPKDATDRCC FVHDCCYGNL PDCNPKIDRY KYHRKNGAIV CGKGTSCENR ICECDRAAAL CFRKNLKTYN HIYKYYPDFL CHKESEK!
e —— o eeeesess—

Display Parameter:
Sequence Nam
MH* {avg):

Basic phospholipase A2 v urtoxin OS=Vipera renardi PE=1 SV=1 PA2B_VIPRE MH+ (mono): 1,008
1.008 Threshald (a.i.): 0.000 Tolerance (Da): 0.500 Number of Paaks:
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S45 of S48
Spectrum Analysis Report
Sequence Name: Parenimass: 1072.570 Mass Error. -0.045 MH+ {mono): 1072.616
MH*+ (avg) 1073.268. Threshold (a. i) 0.000 Tolerance (Da): 1.000 Number of Peaks: 72
Above Threshold: 72 Assigned Peaks 25 Not assigned Peaks: 47
Abs. Int. * 1000
a
a7
a1 |—E—
b —_—
b-18 | I H
b+18 - | - —
c
5.
45
|
4
35
3
2.5
423,871
v
2.
747161
1.5{
212.787 g
y2
|
) 832.338
] a 8360.31
b8
0.5 958.47
718.179 bo
a7 l‘
1072.581
158,741
10
o Llllﬂ%ltlul”\. |! Gk L\ i (e | I aickdlin LMLM."[
T T T T T T T T T T T T
100 200 300 400 500 500 700 800 900 1000 1100 1200 miz
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Spectrum Analysis Report
Display ameter:
Parentmass: 1072.570 Mass Error: 0.045 MH-+ (mono): 1072.616 MH* (avg): 1073.268
T“MSHOW (a.i.): 0.000 Tolerance (Da): 1.000 Number of Peaks: 72 Abov e Threshold: 72
25 Not assigned Peaks: 47
1046.841]
Calculated Masses:
EGLPPRPIPP
:4: ns m 068| mw 170, 04 m ni 20505 —mm-mm-msm
-E!EII_ 3|6 166, 317 15 86.096 352 |B
351 203 | 414.735]  70.085] 445239
448 235 -EEE!] 477.234) 476 25 5|z 271 511 za 70.065 sus 34 579 361 562,335
7] B50.362]  633335]  B32.351]  B6B.A74| B67.380]  128.113]  702.393] 14] 659 338
-xmm-mmm“-im 773 Ll
504 815.477]  814. 493 860.499) 842.488|  876.509|  677.525  86.086|  012.530] nae 524
P 912,530 957.552] uu 525] 939541 975.562] _ 974.578 70.065 saa 55
i F 028 S0A 1005 3331 T008- 895 ToBA ana 037 arel 1038 84 -rmn-mn-mm—-mnﬁ
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S46 of S48

Annotated MS/MS spectrum of peptide 1144.620 m/z.

Sequence Name: Parenimass: i Mass Error. X + (mono):
MH*+ (avg) 1145.291 Threshold (a. i) 0.000 Tolerance (Da): 0.700 Number of Peaks: £
Above Threshold: 80 Assigned Peaks 27 Not assigned Peaks: 53

Abs. Int. * 1000

b-18 — Q" ——— G —t— G —+

45 114,647
y11

2. 212.768
y2 453.820]
va

1.5 158 764
at | 565.042

a6
891.055
340.783 L

A h ill chd _uulbld_” A II Ju16:i?flt.[ |L.\.I||_| & Ll.l

1029.4:
b 10

T
1000 1100 1200 1300 miz

T T
300 400 500 600 700

T
100
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Spectrum Analysis Report

Parentmass: 1144.620 Mass Error: 0.008 MH-+ (mono): 114,611 MH* (avg): 1145.291
Threshold .1} 0.000 Tolerance (Da) 0.700 Number of Peaks: 80 Above Threshold: 80
7 Not assigned Peaks:

ulated Ma:
QGGPPRPQIPP 1: Deamidated (NQ)
N-Term.| Ton a a-w a-18 Y I z [ C-Term [ Ton
o WNSS TP
G 159.076]  142.050  141.066]  167.071]  170.045]  169.061]  205.082]  204.058] g P
G 216.038 198, 071 195 | 03 m -zmm T
313,151 296,124 295, 140 [ 350.156] 155 ]
410203 363177  300.163] 4387168 421170 A0 188]  456.206]  455.225]  70.065] 577 208|
566.005]  549.276|  5a8.204]  504.299]  577.273] LI .
663357  B46.331]  645.347|  691.352]  G74.326] 673342 i 0.065
791.416] __ 774.389] _ 773.405 _ B19.411] _ B02.384] _ 801.400] _ 837.421] £
-IE!EI—-EEE‘EEE -EII-IE G
10 1001.553]  964.526]  963.542]  1029.548]

o[

098 605 S —Tths sta—Tire o0 143 627 . T -
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398

547 of S48

Annotated MS/MS spectrum of peptide 1166.597 m/z.

Sequence Name: Parenimass: . Mass Error. . + (mono). x
MH*+ (avg) 1167296 Threshold (a. i) 0.000 Tolerance (Da): 1.000 Number of Peaks: 141
Above Threshold: 141 Assigned Peaks 30 Not assigned Peaks: 111

Abs. Int. * 1000

a
a7 Q P
a-18 o‘ii—G—

b

b-17 ) —t
b+18  [—f 0 —+
c

x
y | 1 i 1 —
b4 1 il 4 1

926.365 | 166.608
1083.599 y1

ag
0954218
O O A
T T T T

T T T T T T T T
100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 miz

212.239.6267.785 325 1354.753 744,162
v2, a3 b} a4/ b4, n s A
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S rum Analysis Report

Display ameter:
Parentmass: 1166.507 Mass Error: 0.001 MH-+ (mono): 1166.596 MH* (avg): 1167.206
Threshold .1} 0.000 Tolerance (Da) 1.000 Number of Peaks: 141 Above Threshold: 141

0 Not assigned Peaks:

Intensif
67.492] 14.744

035.437] . . | 1063.265] GB.583|
1124 650] 909 122 1137.283] 62,850 1143 502] 9274.172]

Calculated Masses:
QQGPSPRHPIPP N-Term: Gln>py ro-Glu (N-term Q) 1: Deam dated (NQ)

N-Term.| lon a b+18
i 85.028 --msm“
] 742050 125.023]  124.039] 170045
P 2:”.103 -E!!EZ] 70. Ols
326.135) mm—mmm-m—
423, 157 2
579.289 [__s61.278] B 699 394
H 716.347) | 698.357] 33?
813, 4m |24 369| 3ﬂ9 [ 900 505 505
! lﬂ-m
i [P 1023.537]  1006.510] —-E!m | 1033.521] —-nm-nzm
1 F T120.590] 1103.563] 1102.579] 1148.585 1131.558] 1130574 1166.505] X .
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Molecules 2016, 21, 1398; d0i:10.3390/molecules21101398 S48 of S48

Annotated MS/MS spectrum of peptide 1182.573 m/z.

Sequence Name: Parenimass: lass 0. + (mono). x
MH*+ (avg) 1184.350 Threshold (a. i) 0.000 Tolerance (Da): 3.000 Number of Peaks: 14
Above Threshold: 14 Assigned Peaks 40 Not assigned Peaks: 74

Abs. Int. * 1000

a —a w
17 |a t

3 713.088 TN
‘ a6 =

| 165.370
1069.331 10
78,955

P b9
114835 02 2755” 342.577384.:411.219 aa 538870 674,965 | 744.129 94; :‘;59 L 'L i UL
A i "

i u”\'v n'?l Ly a3 b3l il LN y8 1 JulBS
;
lﬂﬂ 200 30D 400

T T T T T T T T
600 700 800 900 1000 1100 1200 1300 mz
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S rum Analysis Report

Display Parameter:
Parentmass: 1182.573 Mass Error: 0.963 MH+ (mono): 1183.536 MH+ (avg) 1184.350
Tmosnolc (@) 0.000 Tolerance (Da}: 3.000 Number of Peaks: 114 Above Threshold: 14

40 Not assigned Peaks:

Calculated Masses:
QNWPHPPMPP N-Term: Gin->py ro-Glu (N-term Q)

N-Term.| ion a 17 a8 b b. b-18 brig c i fon
B4.044|  67.018]  66.034|  112.039] 95013  94.029|  130.050| _ 129.066] _84.044]
198.087] 181061  180.077|  226.082]  209.056]  208.072] 244003 243.109  &7.055|
W 384.167] 367140  366.156]  412.162]  395.135|  384.151]  430.172]  429.186] -HEI!
481.219] 464193 463.209]  509.214] -EIIII
H 616276 601252 600.266]  646.273] _ 629.047] 678 d63| bed.284]  563.300]
715331 698.305|  607.321]  743.326]  726.298]  725315]  761.337| 337 H
812‘364
M 043.424]  026.398]  925.414] 571419  054.393] 053400] 9B0.430|  988.446] [ 064 4a0] _ 955.460]
1040.471
10 1137.530  1120.503]  1119.579]  1165.525]  1148.438] 1183.535] -IEEEE-]E@
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