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Column name

description

SpectraFile path and file name of mzML file contaning the assessed peptide spectra

ScanNum scan number of assessed spectra

Peptide sequence of assessed peptide with PTM

sub_pos position of the altered amino acid

status status indicating if the spectra was evaluated (checked) or not (skipped) by SpectrumAl
Sequence sequence of assessed peptide without PTM

peptide_length

length of the assessed peptide

ions_support

boolean indicator for presence (YES) or absence (NO) of ion fragments contaning the altered amino acid

support_ions

list ion fragments contaning the altered amino acid

sum.supportions.intensity

sum of the intensity of the ion fragments containing the altered amino acid

iflanking_ions_support

boolean indicator for presence (YES) or absence (NO) of flanking ion fragments neighboring the altered amino acid

iflanking_ions

list of flanking ion fragments neighboring the altered amino acid

sum.flanking.ions.intensity

sum of the intensity of the flanking ion fragments neighboring the altered amino acid

matched_ions

list of fragment ions matched in the MS/MS spectra

sum.matchedions.intensity

sum of the intensity of all fragment ions matched in the MS/MS spectra

sum.fragmentions.intensity

sum of the intensity of all fragment ions in the MS/MS spectra

maxintensity

maximal fragment ion intensity

average_intensity

average fragment ion intensity in the MS/MS spectra

median_intensity

medium fragment ion intensity in the MS/MS spectra
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SpectraFile

f:\data\MSData\2015\COPD_25cm_1D\mzML\150311_3_03.mzML
e:\data\MSData\Lund\MYakovleva\COPD_50cm_1D\mzML\150210_9_01.mzML
e:\data\MsData\Lund\MYakovleva\COPD_25cm_2D\mzML\150330_3_100mM_01.mzML
e:\data\MsData\Lund\MYakovleva\COPD_50cm_1D\mzML\150210_3_01.mzML
f:\data\MSData\2015\COPD_25cm_1D\mzML\150225_2_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150414_10_500mM_01.mzML
f:\data\MSData\2015\COPD_25cm_1D\mzML\150225_8_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_50cm_1D\mzML\150210_3_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150330_6_20mM_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150326_12_500mM_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150326_15_40mM_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150424_18_60mM_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150318_11_40mM_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150505_20_100mM_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_50cm_1D\mzML\150210_13_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150326_14_500mM_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150326_15_40mM_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150424_16_40mM_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150505_20_100mM_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150326_14_500mM_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150424_18_40mM_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150518_15_20mM_03.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150429_17_40mM_01.mzML
f:\data\MSData\2015\COPD_25cm_1D\mzML\150311_19_03.mzML
f:\data\MSData\2015\COPD_25cm_1D\mzML\150311_15_03.mzML
f:\data\MSData\2015\COPD_25cm_1D\mzML\150311_19_03.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150330_6_100mM_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150330_3_100mM_01.mzML
f:\data\MSData\2015\COPD_25cm_1D\mzML(\150311_10_03.mzML
f:\data\MSData\2015\COPD_25cm_1D\mzML\150311_3_03.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150330_3_500mM_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150330_4_40mM_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150422_2_100mM_01.mzML
e:\data\MsData\Lund\MYakovleva\COPD_50cm_1D\mzML\150210_2_01.mzML
e:\data\MsData\Lund\MYakovleva\COPD_25cm_2D\mzML\150422_8_500mM_01.mzML
f:\data\MSData\2015\COPD_25cm_1D\mzML\150311_10_03.mzML
f:\data\MSData\2015\COPD_25cm_1D\mzML\150311_9_03.mzML
e:\data\MSData\Lund\MYakovleva\COPD_50cm_1D\mzML\150210_20_01.mzML
f:\data\MSData\2015\COPD_25cm_1D\mzML\150303_8_02.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150422_8_60mM_01.mzML
f:\data\MSData\2015\COPD_25cm_1D\mzML\150225_4_01.mzML
f:\data\MSData\2015\COPD_25cm_1D\mzM(\150311_10_03.mzML
e:\data\MSData\Lund\MYakovleva\COPD_50cm_1D\mzML\150210_2_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150414_10_500mM_01.mzML
f:\data\MSData\2015\COPD_25cm_1D\mzML\150225_20_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150422_2_60mM_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150422_8_40mM_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150330_6_40mM_01.mzML
f:\data\MSData\2015\COPD_25cm_1D\mzML\150225_19_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_50cm_1D\mzML\150210_15_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150326_13_20mM_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150429_16_500mM_01.mzML
f:\data\MSData\2015\COPD_25cm_1D\mzML\150311_12_03.mzML
e:\data\MSData\Lund\MYakovleva\COPD_50cm_1D\mzML\150210_20_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150505_17_100mM_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150505_17_500mM_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150326_13_500mM_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150422_8_500mM_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_25cm_2D\mzML\150429_16_100mM_01.mzML
e:\data\MSData\Lund\MYakovleva\COPD_50cm_1D\mzML\150210_18_01.mzML
f:\data\MSData\2015\COPD_25cm_1D\mzML\150225_19_01.mzML

ScanNum
26144
12943
12086
27083
18493

2122
7532
22081
12448
4714

Peptide

ISYGPDWKDFYVVEPLAFEGTPEQK
QTLEKENTDLAGELR
ASQSVSSNYLAWYQQKPGQAPR
GGGAGFISGLTYLELDNPAGNK

LLIYWASAR

LHSLTQAKEESEK

LLEDLR

NSLFLQMNSLR
ISNSAAYSGSVAPANSALGQTQPSDQDTLVQR
NVSSNPC+57.02HEAVGIK
ADSQDAGQETEKEGEDPQASAQDETPITSAK
EASQGSSASSAPQSVK

EQQNDTSSELONR

YGFQFLR
TGQEALSQTTISWAPFQDTSEYIISC+57.02HPVGTDEEPLQFR
AEHM+15.99ETNAVGPSQSSDTR

YEDEINR

SDSELNNEVAAR

EPVSGAVEGK

NKYEDEINR

DPAEGTPLEAAGTR
EGEDPQASAQDETPITSAK
TLEGLQVEEEPVYK

DSRPSQAAGDNQGDEVK
ELTVSNNDINEAGVHVLC+57.02QGLK
EQALQEAMEQLEELELER
GATYNIIVEALKDQQR
SDNC+57.02EDTPEAGYFAVAVVKK
VMQVVDEKLPGLLGNFPGPFEEEMK
AVDQSVLLMKPDAELSASSVYNLLPEKDLTGFPGPLNDQDDEDC+57.02INR
DSEDVSERDSDKEMATK
EVQLVESGGGVVQPGGSLR

SYPASDHTTPLSR
ADIDVSGPKVDVDVPDVNIEGPDAK
SAVQGPPDRDLC+57.02GC+57.02YSVSSVLPGC+57.02AEPWNHGK
M+15.99HKSSMPEEVK
SVFKPFIFGVGVAQAPQVLSPTFGAQDPVR
AAQAQGQSC+57.02EYSLMVGYQC+57.02GQVFR
LLIYDASTR

LLIYDTSNR
TPEVTC+57.02VVVDVSHEDPEVQFNWYVDGMEVHNAK
DAMWIGFLTR

LLISWASTR

LLIYDNDKRPSGIPDR

TYYADSVK

GTPVTVSSASTK

EQPGSPEWIQLDK

SMPIPIPK

ASTLESGVPSR

FIEDVK

DLYTNTVLSGGTTMYPGIADR
VDNDEDEHQLSLR
VGEAGLLSVNC+57.02SEAGPGALGLEAVSDSGTK
NALTGLPSGLFQASATLDTLVLK
AEAEDTSKDPVGR

NKYEDEINRR

AEDEENEKETAVSTEDDSHHK
VSYGIGEEEHDQEGR

VLVPSLLHTETTEK

GATYNIIVEALK
DLTGFPGPLNDQDDEDC+57.02INR
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status
checked
checked
checked
checked
checked
checked
skiped
checked
checked
skiped
checked
checked
checked
checked
skiped
checked
checked
checked
checked
checked
skiped
checked
checked
checked
checked
checked
checked
checked
checked
checked
checked
checked
checked
skiped
checked
skiped
checked
checked
checked
checked
checked
checked
checked
checked
skiped
checked
checked
checked
checked
skiped
skiped
skiped
checked
checked
checked
checked
checked
checked
skiped
checked
checked

Sequence
ISYGPDWKDFYVVEPLAFEGTPEQK
QTLEKENTDLAGELR
ASQSVSSNYLAWYQQKPGQAPR
GGGAGFISGLTYLELDNPAGNK

LLIYWASAR

LHSLTQAKEESEK

LLEDLR

NSLFLQMINSLR
ISNSAAYSGSVAPANSALGQTQPSDQDTLVQR
NVSSNPCHEAVGIK
ADSQDAGQETEKEGEDPQASAQDETPITSAK
EASQGSSASSAPQSVK

EQQNDTSSELONR

YGFQFLR
TGQEALSQTTISWAPFQDTSEYIISCHPVGTDEEPLQFR
AEHMETNAVGPSQSSDTR

YEDEINR

SDSELNNEVAAR

EPVSGAVEGK

NKYEDEINR

DPAEGTPLEAAGTR
EGEDPQASAQDETPITSAK
TLEGLQVEEEPVYK
DSRPSQAAGDNQGDEVK
ELTVSNNDINEAGVHVLCQGLK
EQALQEAMEQLEELELER
GATYNIIVEALKDQQR
SDNCEDTPEAGYFAVAVVKK
VMQVVDEKLPGLLGNFPGPFEEEMK
AVDQSVLLMKPDAELSASSVYNLLPEKDLTGFPGPLNDQDDEDCINR
DSEDVSERDSDKEMATK
EVQLVESGGGVVQPGGSLR
SYPASDHTTPLSR
ADIDVSGPKVDVDVPDVNIEGPDAK
SAVQGPPDRDLCGCYSVSSVLPGCAEPWNHGK
MHKSSMPEEVK
SVFKPFIFGVGVAQAPQULSPTFGAQDPVR
AAQAQGQSCEYSLMVGYQCGQVFR
LLIYDASTR

LLIYDTSNR
TPEVTCVVVDVSHEDPEVQFNWYVDGMEVHNAK
DAMWIGFLTR

LLISWASTR

LLIYDNDKRPSGIPDR

TYYADSVK

GTPVTVSSASTK

EQPGSPEWIQLDK

SMPIPIPK

ASTLESGVPSR

FIEDVK

DLYTNTVLSGGTTMYPGIADR
VDNDEDEHQLSLR
VGEAGLLSVNCSEAGPGALGLEAVSDSGTK
NALTGLPSGLFQASATLDTLVLK
AEAEDTSKDPVGR

NKYEDEINRR

AEDEENEKETAVSTEDDSHHK
VSYGIGEEEHDQEGR

VLVPSLLHTETTEK

GATYNIIVEALK
DLTGFPGPLNDQDDEDCINR

peptide_length

25
15
2
2

9
13

6
11
32
14
31
16
13

7
39
18

7
12
10

9
14
19
14
17
2
18
16
20
25
47
17
19
13
25
32
11
30
2

9

9
33
10

9
16

8
12
13

8
11

6
21
13
30
23
13
10
21
15
14
12
20

ions_support support_ions

YES
YES
YES
YES
YES
YES
NO
YES
YES
NO
YES
YES
YES
YES
NO
YES
YES
YES
YES
YES
NO
YES
YES
YES
YES
YES
YES
YES
YES
YES
YES
YES
YES
NO
YES
NO
YES
YES
YES
YES
YES
YES
YES
YES
NO
YES
YES
YES
YES
NO
NO
NO
YES
YES
YES
YES
YES
YES
NO
YES
YES

b12,y14,
b9,y8,y9,y10,y11,
b8,b9,b11,
b11,y12,y13,y14,y15,y16,
¥2,¥3,y4,¥5,¥6,Y7,y8,
b2,b3,b4,b5,b6,b7,

b4,b5,b7,y8,y9,y10,
b6,57,b8,69,610,b11,b12,

b18,y16,y18,y19,
¥5,¥6,y7,y8,y9,y10,y11,y12,y14,
¥8,y9,y10,y11,

¥3,¥4,Y5,¥6,

¥6,y7,y8,¥9,y10,
y1,y2,y3,y4,Y5,¥6,
¥6,y7,y8,y9,y10,

b2,
YLY2,¥3,¥4,Y5,¥6,7,

b4,b6,b7,b8,
¥1,y2,y3,y4,¥5,y6,y7,y8,y9,y10,y11,
¥2,y3,y4,y5,¥6,y7,y8,y9,y10,y11,
b16,y8,y9,y10,y11,y12,y13,y15,y16,
y6,y7,y8,y9,y10,y11,
b6,b7,y11,y12,y13,
v6,y7,y8,y9,y10,y11,y12,y13,y15,
b2,b3,b4,b5,b6,b7,b9,b11,b12,b13,

¥7,y8,y9,y10,y11,y12,y13,y14,y16,y18,y19,y22,

b8,b9,b10,b11,b12,b13,y12,

b11,b12,b13,b16,y9,y10,y11,y12,y13,y14,y15,y16,y17,

¥8,y9,y10,

b9,b10,b11,b13,b14,b15,b18,b19,

b10,b11,b12,b13,b14,
Y2,y3,y4,Y5,¥6,y7,y8,y9,y10,y11,y12,y13,
Y2,¥3,y4,5,¥6,y7,y8,

¥4,¥5,¥6,¥7,y8,

¥8,y9,y10,y11,y12,y13,

b2,b3,b4,b5,b6,

b4,b6,y6,y7,y8,

y10,

b3,b4,b5,b7,y10,
Y1,y2,3,y4,y5,¥6,y7,y8,y9,y10,y11,
b5,56,y4,5,y6,
b3,b4,b5,b9,y9,y10,

b10,b11,b13,b14,b15,b18,
b9,b10,b11,y16,y17,
b9,y7,y8,y9,y10,y11,
¥2,y3,y4,y5,¥6,y7,y8,
b3,b4,b7,b9,b10,b11,
b9,y9,y10,y11,y12,

b6,b7,y7,y8,y9,y10,
¥7,¥8,y9,y11,y12,y13,y14,y16,y17,

sum.supportions.intensity
9160.64636
28320.92053
2309.28577
52893.24579
82701.63782
44069.24841
0
191427.00000
22504.91760
[
10019.61511
56476.95392
19230.81787
342169.82031
0
99088.17163
279658.45703
261580.79785
1664.21240
405269.73071

[

7809.22681
187544.99377
60030.32959
458004.09448
42449.44098
29666.84058
339269.45215
68621.99310
326572.97644
21001.29926
454291.62881
39873.89941

0
161269.00684
0

28326.42822
290416.62598
1807302.33984
371939.49023
33430.72107
327177.56946
259908.36505

0

0
68774.10229
86301.03699
435782.90112
54425.57611

[

0

0
11471.69849
22536.27271
7973.38379
144690.29077
6487.33759
256809.13513

[
97304.38531
227925.23511

flanking_ions_support

YES
YES
YES
YES
YES
NO
NO
YES
YES
NO
YES
YES
YES
YES
NO
YES
YES
YES
YES
YES
NO
YES
YES
YES
YES
YES
YES
YES
NO
YES
NO
YES
YES
NO
YES
NO
YES
NO
YES
YES
NO
NO
YES
YES
NO
YES
YES
YES
YES
NO
NO
NO
YES
YES
YES
YES
YES
YES
NO
YES
YES

flanking_ions
b11,y14,b12,y13
b7,y8,y7
b7,b8
y12,b11,y11
y2,y1
b2,y11

b3,y8,b4,y7
b5,b6

y16,y15
y3

v8,y7
b4,y3,y2

¥6,y5
y1
¥6,¥5
9
y1

b3,b4

yl

y2,y1

y8y7

¥6,y5
b5,y11,b6,y10
¥6,¥5

y7,¥6

b10,y9,b11,y8
b5,y8,y7

b9,b10

y2yl

v4y3

y6

b2,y8
b3,y6,b4,y5
y10

b2,y10,b3,y9
yi

v4,b5,y3
b2,y9,b3,y8

b9,b10
b7,y16,y15
Y7,y6
y2,y1
b2,b3
b6,y9,y8

b5,y7,b6,y6
y7,¥6

27973.74451
32680.87012
2043.15613
27326.19159
15535.23376
34688.13922

0
427611.61328
8842.66626

0
42817.76611
4414.00635
15179.80518
76357.45380

0
26080.49121
38967.22656
72925.87109
473.85800
121365.79688

0

2580.99384
8358.89648
15183.24219
181786.45313
19153.50195
63380.91333
86237.01563

0

85466.26953

0
62220.49365
48029.08398

0

0

0
15717.94775

0

196386.56641
106855.98828
1075.40503
194450.03906
180914.74469

0

0

176548.39648

4197.57227
349113.07727
119343.66602

0

0

0

5668.51514
1887.54498
2354.74414
335325.01563
5996.15820
115246.22348
0

118917.76416
82993.81250

sum.flanking.ions.intensity matched_ions

b2,b4,b6,b7,b8,b9,b10,b11,b12,y2,y3,y4,y5,y6,y7,y8,y9,y10,y12,y13,y14
b1,b2,b3,b4,b5,b6,b7,b9,y1,y2,y3,y4,y5,y6,y7,y8,y9,y10,y11
b3,b4,b5,b7,b8,b9,b11,y1,y2,y3,y4,y5,y6,y7,y8,y9,y10,y11,y13
b3,b4,b5,b6,b7,b8,b9,b11,y2,y3,y4,y5,y6,y7,y8,y9,y10,y11,y12,y13,y14,y15,y16
b1,b2,b3,y1,y2,y3,y4,y5,y6,y7,y8

b2,b3,b4,b5,b6,b7,y1,y2,y3,y4,y5,y6,y7,y8,y9,y11

b1,b2,b4,y1,y2,y3,y4,y5

b1,b2,b3,b4,b5,b7,y1,y2,y3,y4,5,y6,y7,y8,y9,y10
b3,b4,b5,b6,b7,b8,b9,b10,b11,b12,y2,y3,y4,y5,y6,y7,y8,y9,y10,y11,y12,y13,y14,y15,y16,y17,y20
b1,b2,b3,b5,y1,y2,y3,y4,y5,y6,y7,y8,y9,y10
b3,b4,b5,b6,b7,b8,b9,b10,b11,b12,b13,b14,b18,y3,y4,y5,y6,y7,y8,y9,y10,y11,y12,y13,y14,y15,y16,y18,y19
b2,b3,b11,y1,y2,y3,y5,y6,y7,y8,y9,y10,y11,y12,y14
b2,b3,y1,y2,y3,y4,y5,y6,y7,y8,y9,y10,y11

b1,b2,b3,b4,y1,y2,y3,y4,y5,y6
b4,b5,b6,b7,b8,b9,b10,b11,b12,b14,b15,y2,y3,y5,y6,y7,y8,y9,y10,y11,y13,y15,y16,y17,y20
b2,b3,b4,b5,b6,b7,b8,b9,b10,y1,y2,y3,y4,y5,y6,y7,y8,y9,y10

b1,b2,b3,y1,y2,y3,y4,y5,y6

b2,b3,b4,b5,y1,y2,y3,y4,y5,y6,y7,y8,y9,y10

b2,y1,y2,y3,y4,y5,y6,y7,y8,y9

b1,b2,b3,b4,b5,b6,y1,y2,y3,y4,y5,y6,y7
b2,b3,b4,b5,b6,y1,y2,y3,y4,y5,y6,y7,y8,y9,y10,y11,y12
b2,b3,b4,b6,b7,b8,y1,y2,y3,y4,y5,¥6,y7,y8,y9,y10,y11,y12,y13
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