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File |
1)” Open...
Simple report | Score | Dett.Scare | (Loc.1) Peptide 1 | (Loc.2) Peptide 2 |Peptide Mass (err Da,p...l Matched ions (total) | Matched pairs (total) |Rep0rter masses(matc...| Assighment
2)—> ETI_MSMS_TO0A mat... 19.52 049 (BS37) TADVSGHER (=) MO 1004 50 (-0.22) a016) 017} 0.00,0.00¢false] correct
A13_MSMS_1TET mat... 10,80 014 (B463) PYNMKEALMN... (B431) nght*R 178789 (0.70) 2(63) 0(3) 0.00,0.00¢false] incorrect
A3 _MSMS_TTamatc... 1454 0.00 (B537) DVSGHER (=1 WACRC T75.39 (-0.16) 312 1043 0.00,0.00(false) correct
A5 MSMS_1004 mat... 2433 0.59 (B537) TADYSGHER (-1 WO 100450 (-0.22) 5(16) 1(5) 0.00,0.00 false) correct
A1E_MSMS_1003mat... 4246 0.67 (A81) AAMGHEPGRK (== WO 100353 (-0.19) B(18) 2(5) 195.26,0.00itrue) ciorrect
A1E6_MSMS_1004 mat... 3653 0.65 (&81) AANGHEPGRK (== WO 100353 (-1.19) S(18) 102) 195.25,0.000true) ciorrect
A18_MSMS_1003 mat.. 40,75 057 [881) BANGHAPGEH (-] MONOD 1003 .53 (-0.19) 7018 1011 198 27 0000t rue) correct
A13_MSMS_1004 st 40.70 0Es [8E1) BANGHAPGFH (-] MONO 100353 (-1.19) B18) 204] 198 25,0000t rue) correct
out file
pepseql | pepSe2 | calcPephdH |precursorMH |'1umMatchedIo...| nutn Tatallons |numMatchPair| nun TotalPair |'eporterlonMassI'natchedRepor..l Score |'1umTDtaIPepSI...| Locationi | Location2 deftScore | Agsignment
TODVESGHER MO 1004 .50 100472 a3 16 1 3 0.00,0.00 falze 24 .33 3 E5357 - 0.9 carrect
AANGHEPGEH | WO 1003.53 100472 1 15 u] 3 0.00,0.00 falze 10.05 3 A1 - 019 unazsigned
ke PGFHAGG 1003 57 100472 1} 23 i} B 0.00,0.00 false 530 3 B4a7 A5 073 unassigned
mEss matched annotation
333 falze
1009 44.9 falze
343 falze
100.0 falze
255 false
232 false (IR
2.4 falze
174 falze (l)TQD
28 falze
31 falze
30 true
3.5 true [y ISHER
37 true
R 38 true
TED 245 falze (yISGHAR
MEGIER 4.4 true
13.5 falze [y W SGHER
(ISGHER 27 falze
| | | | T4 falze
I1IJID.DI T I2D|El.l3I ISDID.EII T I413IDDI T ISIJID.DI ' IBDIEI.IJI C IT-'DID.DI IE!DID.EII IQD:J.DI T 28 false
miz

1) Open *OUT™.html and wait for XlinkViewer to load data
2) Select individual MS/MS spectrum to be assigned
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File
Summary
File | Score | Dett.Scare | (Loc.1) Peptide 1 | (Loc.2) Peptide 2 |Peptide Mass (err Da, p| Matched ions (total) | Matched pairs (total) |Rep0rter masses (matc...| Assighment
A13_MSMS_1004mat... 1962 049 (B53T) TRV SGHAR -1 WG 1004 50 {-0.221 018 017 0.00,0.00¢ Talze] correct
A13_MSMS_1TE7 mat... 10,80 014 (B4E3) PYRMIEALNA .. (B4 ndhitR 1767 59 (0.70) 2063 [ilec)] 0.00,0.00¢Talze] incorrect
A3 _MSMS_TTamatc... 1454 0.00 (B537) DVSGHER (=1 WACRC T75.39 (-0.16) 312 1043 0.00,0.00(false) correct
A5 MSMS_1004 mat... 2433 0.59 (B537) TADYSGHER (-1 WO 100450 (-0.22) 5(16) 1(5) 0.00,0.00 false) correct
A1E_MSMS_1003mat... 4246 0.67 (A81) AAMGHEPGRK (== WO 100353 (-0.19) B(18) 2(5) 195.26,0.00itrue) ciorrect
A1E6_MSMS_1004 mat... 3653 0.65 (&81) AANGHEPGRK (== WO 100353 (-1.19) S(18) 102) 195.25,0.000true) ciorrect
A1E_MSMS_1003 mat... 4075 057 (A51) BANGKEPGEK (-] MONG 1003 .53 (-0.19) 7(18) 1013 198.27 0.00¢true) carrect
A1E_MEMS_1004 mat.. 40,70 065 (AE1) BANGKEPGEK (-] MONG 1003 .53 (-1.19) B(18) 2(4) 198.25,0.00¢true) correct
out file
pepseql | pepSe2 | calcPephdH | precursorhH |'1umMatchedIo...| nutn Tatallons | numiistchPair | nun TotalPair |'eporterlonMassI'natchedRepor..l Score |'1umTDtaIPepSI...| Locationi | Location2 | deftScore | Agsignment
TEDYSG correct 1004 .50 100472 a3 16 1 3 0.00,0.00 falze 24 .33 3 E5357 - 0.9 carrect
AANGHET 1003.53 100472 1 15 u] 3 0.00,0.00 falze 10.05 3 A1 - 019 unazsigned
Kh IREETEE 1003.57 1004.72 0 23 0 5 0.00,0.00 false 5.30 3 B457 A5 0.75 unassigned
4|. ambiguoLs
unassigned
mEss int matched annotation
701 33.3 falze
1009 721 44.9 falze
GCAl 34.3 false
; i 4.1 100.0 false
Blue glgnal. y-ion fragment =x Y b
Red signal: b-ion fragment 1752 232 false (R
Green signal*: signal shifted by isotope mass difference, not assigned gjg: 12;‘4 :a:se 10
. . . . . . . . alze
Green annotation*: assigned signal shifted by isotope mass difference s 25 el
400.5 31 falze
4373 30 true
474 5 I8 trie (Y IGHER
S2GT 37 true
s z e
byTaD R ; alse [y
MEGIER 5298 4.4 true
660.5 13.5 falze [y W SGHER
NS GIER 6558 27 false
| | | | 5911 7.4 falze
100.0 2000 "3oho | 4000 's00.0 " aobo | 7000 ‘sobo ‘aob.a 961.2 28 false
miz

Select one ore more assignment
and label as either correct, incorrect, ambiguous, or leave unassigned

* Green signals or annotations indicate peptide fragments that most possibly contain the isotope label of the cross-linking reagent,
modified residues marked as e.g. K# or n# (N-terminus)




- Every assigned entry labeled as either correct, ambiguous or incorrect is
monitored in a file named xlink.res, see example below.

B13_MSMS_1349.match.txt.out 0 correct
. B3_MSMS_1045.match.txt.out 0 correct
xlink.res C18_MSMS_1002.match.txt.out 0 correct
C18_MSMS_1046.match.txt.out 0 correct
C24_MSMS_1202.match.txt.out 0 correct
D11_MSMS_718.match.txt.out 0 correct
D15_MSMS_1333.match.txt.out 0 correct
D20_MSMS_1045.match.txt.out 0 correct
D20_MSMS_870.match.txt.out 0 correct
D22_MSMS_1045.match.txt.out 0 correct
D22_MSMS_1046.match.txt.out 0 correct
D22_MSMS_870.match.txt.out 0 correct
D23_MSMS_1045.match.txt.out 0 correct
D23_MSMS_1045.match.txt.out 1 ambiguous
D24 _MSMS_1046.match.txt.out 0 correct
D5 MSMS_1012.match.txt.out 0 correct
D5 MSMS_1046.match.txt.out 0 correct
D7_MSMS_1012.match.txt.out 0 correct
D7_MSMS_1046.match.txt.out 0 correct
D7_MSMS_1047.match.txt.out 0 correct
D9_MSMS_1012.match.txt.out 0 correct
D9_MSMS_1046.match.txt.out 0 correct
E17_MSMS_1362.match.txt.out 0 correct
E21_MSMS_1016.match.txt.out 0 correct
E22_MSMS_1877.match.txt.out 0 ambiguous
E22_MSMS_1877.match.txt.out 1 ambiguous
E23 MSMS_1016.match.txt.out 0 correct
E2_MSMS_676.match.txt.out 0 correct
E3_MSMS_1015.match.txt.out 0 correct
E5_MSMS_1905.match.txt.out 1 correct
F3_MSMS_1571.match.txt.out 0 correct
F5_MSMS_1571.match.txt.out 0 correct
F9_MSMS_1571.match.txt.out 0 correct
G11_MSMS_1894.match.txt.out 0 ambiguous
G11_MSMS_1938.match.txt.out 0 correct
G11_MSMS_1938.match.txt.out 1 ambiguous
G11_MSMS_1970.match.txt.out 0 incorrect
G9_MSMS_1938.match.txt.out 0 correct

- Therefore every change in XlinkViewer is kept in memory. The user can start
working on a data set, stop and continue at any given time.
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File |
Open...

5)—} Simple report | Score | Dett.Scare | (Loc.1) Peptide 1 | (Loc.2) Peptide 2 |Peptide Mass (err Da,p...l Matched ions (total) | Matched pairs (total) |Rep0rter masses(matc...| Assighment
ET3_MSMS_TO0A mat... 19.52 049 (BS37) TADVSGHER (=) MO 1004 50 (-0.22) a016) 017} 0.00,0.00¢false] correct
A13_MSMS_1TET mat... 10,80 014 (B463) PYNMKEALMN... (B431) nght*R 178789 (0.70) 2(63) 0(3) 0.00,0.00¢false] incorrect
A3 _MSMS_TTamatc... 1454 0.00 (B537) DVSGHER (=1 WACRC T75.39 (-0.16) 312 1043 0.00,0.00(false) correct
A5 MSMS_1004 mat... 2433 0.59 (B537) TADYSGHER (-1 WO 100450 (-0.22) 5(16) 1(5) 0.00,0.00 false) correct
A1E_MSMS_1003mat... 4246 0.67 (A81) AAMGHEPGRK (== WO 100353 (-0.19) B(18) 2(5) 195.26,0.00itrue) ciorrect
A1E6_MSMS_1004 mat... 3653 0.65 (&81) AANGHEPGRK (== WO 100353 (-1.19) S(18) 102) 195.25,0.000true) ciorrect
A18_MSMS_1003 mat.. 40,75 057 [881) BANGHAPGEH (-] MONOD 1003 .53 (-0.19) 7018 1011 198 27 0000t rue) correct
A13_MSMS_1004 st 40.70 0Es [8E1) BANGHAPGFH (-] MONO 100353 (-1.19) B18) 204] 198 25,0000t rue) correct
out file

pepseql | pepSe2 | calcPephdH |precursorMH |'1umMatchedIo...| nutn Tatallons |numMatchPair| nun TotalPair |'eporterlonMassI'natchedRepor..l Score |'1umTDtaIPepSI...| Locationi | Location2 | deftScore | Agsignment
TODVESGHER MO 1004 .50 100472 a3 16 1 3 0.00,0.00 falze 24 .33 3 E5357 - 0.9 carrect
AANGHEPGEH | WO 1003.53 100472 1 15 u] 3 0.00,0.00 falze 10.05 3 A1 - 019 unazsigned
ke PGFHAGG 1003 57 100472 1} 23 i} B 0.00,0.00 false 530 3 B4a7 A5 073 unassigned
mEss int matched annotation
333 falze
1009 44.9 falze
343 falze
100.0 falze
255 false
232 false (IR
2.4 falze
174 falze (l)TQD
28 falze
31 falze
30 true
3.5 true [y ISHER
37 true
R 38 true
TED 245 falze (yISGHAR
MEGIER 4.4 true
13.5 falze [y W SGHER
(ISGHER 27 falze
| | | | T4 falze
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5)  After having manually selected all MS/MS spectra, export results to file “report.xls”



