MazF7 (Rv2063A) Possible toxin MazF7

File  Statistics Tools

Control Followup ResultBrowser

SpecFDR: 0/0=NaN% PepFDR: 0/0=NaN% ProtFDR: 0/0=MNaN% #Prot(Max Parsimony): 1635 Unique Prot: 1634 Unlabeled Decoys: 0/0

Viewmode: (7 Proteins (@) Proteins Max Pars (™) Peptides () Scans w mazf7|
Locus Group GroupType Length #UniquePeptides MolWt  SequenceCount SpectrumCount NSAF Coverage Protein Score  Description

1 POCL62 |958 |Unique |136 |8 |14208.? |6 &l 0.000572660475457528 | 0.7426 26.2139 Probable endoribonuclease MazF 7 OS=Mycobacterium tuberculasis (strain ATCC 25618 f H37Rv) GN=mazF7 PE=1 SV=1

4 Sequence Explorer - O X

Fasta Coverage Protein Coverage Group view

All peptide labels Infer Domains

fa )

AIENALTLILGLPTGPERGEAATHSPVR — e
AIENALTLILGLPTGPER— ]
TPLRPPVAPSEGVAADSVAVCR— O
SRTPLRPPVAPSEGVAADSVAVCR — B
AGEPGKHRPAVVVSVDELLTGIDDELVVVVPVSSSR— ]
RGDLWLVSLGAAR— [ |
POCL62T I I I =
0 100
Amino Acid Number
[ Protein [] Coverage [ Domains
A S
File Name ScanMo Z Unigue MeasuredMH TheoreticalMH PPM PrimaryScore SecondaryScore  DeltaCN  PeaksMatched BayesianScore PeptideSequence

1 171213_PT_H37Rv_1-5.sqt 13269 |3 |True 2250.169346 |2249.170674 |-2.07895|3.4005 10.5847061622308 | 0.5406 |25 053012 R.TPLRPPVAPSEGVAADSVAVCR.G
2 171213_PT_H37Rv_1-5.5qt | 23449 |4 |True 2834 563864 |2883.568682 |-2.83162|3.1984 8.36447210439857|0.5229 |33 051318 R.AIENALTLILGLPTGPERGEAATHSPVR.W
3 171213_PT_H37Rv_1-5.sqt | 20081 2 |True 1413.797537 | 1413.796109 | 1.01005 |3.4682 7.93777477618463 |0.4941 |19 0.50733 R.RGDLWLVSLGAAR.A
4 171213_PT_H37Rv_1-5.sqt [ 27111 3 |True 1878.06699 | 1875.06949 -1.33116|3.1224 7.56360667479839 |0.4876 |24 0.49616 R.AIENALTLILGLPTGPER.G
5 171213_PT_H37Rv_1-5.sqt| 20067 |3 |True 1413.793899 | 1413.796109 |-1.56317|2.9076 6.08797544748883|0.4237 |22 0.45541 R.RGDLWLVSLGAAR.A
g 171213_PT_H37Rv_1-5.sqt| 26207 [4 |True 3726.988669 |3726.007231 |-5.87928|2.6753 5.17787121347217|0.4821 |25 0.45319 R.AGEPGKHRPAVVVSVDELLTGIDDELVVVVPVSSSR.S
7 171213_PT_H37Rv_1-5.sqt| 11824 |4 |True 2492.295193 |2492.303813 |-3.45866|3.1656 4.45675018086982 |0.3782 |39 0.41881 R.SRTPLRPPVAPSEGVAADSVAVCR.G
g 171213_PT_H37Rv_1-5.sqt|23502 |3 |True 2884 564427 |2883.568682 |-2.63645|1.9313 1.78379129957388 | 0.3476 |18 0.39683 R.AIENALTLILGLPTGPERGEAATHSPVR.W
9 171213_PT_H37Rv_1-5.sqt|27125 |2 |True 1878.061626 |1875.06949 -4.1873 |2.3446 4.21990778519745|0.3623 |17 0.39378 R.AIENALTLILGLPTGPER.G

>Mycobacterium tuberculosis H37Rv|Rv2063A|mazF7
LAEPRRGDLWLVSLGAARAGEPGKHRPAVVVSVDELLTGIDDELVVVVPVSSSRSRTPLRPPVAPSEGVAADSVAVCRGVRAVARARLVERLGALKPATMRAIENALTLILGLPTGPERGEAATHSPVRWTGGRDP

In bold and red: Peptide spectra shown in next slides



MazF7 (Rv2063A) Possible toxin MazF7

File Operations

#MS2: 16220 File: 171213PT_H37Rv_1-5.1aw.

MS2 event disposition | LC-MS iop view | LC-MS side view

ScanNumber ChargedPrecursor  Charge
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MS/MS Fragmentation of RGDIWLVSLGAAR
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113.05943 2203.1355
114.06619 10599.63672
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116.07061 8663 70996
120.08096 8078.2002
127.08681 1789 57629
129.06566 10993 55371
129.10196 3276.80444
130.06457 54992 53125
130.09712 2247 1814
130.94769 1459 41284
131.06857 2403 41968
132.08101 3469 638
136.07567 2205 57357
141.10191 2529 69263
143.08148 3849 82227
14311742 2829 75146

122555

Found in WP_003410654.1 in NCBIprot, MULTISPECIES: mRENA interferase MazF7 [Mycobacterium]

Match to Query 1: 1412 787375 from(1413.794651.1+) index(2)
Data file Scans MazF7.txt
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File 171213_PT_H37Rv_1-5.sqt
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#MS2 - 16220 File: 171213PT_H37Rv_1-5 raw

ScanNumber ChargedPrecursor  Charge

11824 |623.83 |4 |
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27111 6266938 B
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MS2 event dispasition

MazF7 (Rv2063A) Possible toxin MazF7

LC-MS top view | LC-MS side view
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Peptide: AIENALTLILGLPTGPER
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MS/MS Fragmentation of AIENAITLILGLPTGPER
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Found in WP_003410654.1 in NCBIprot, MULTISPECIES: mENA interferase MazF7 [Mycobacterium]

Match to Query 3: 1877.059714 from(1878.066990.1+) index(4)

Data file Scans MazF 7 txt
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File 171213_PT_H37Rv_1-5.sqt




MbtL (Rv1344) Acyl carrier protein (ACP) MbtL

File  Statistics Tools

Control Followup ResultBrowser

SpecFDR: 0/0=MNaN% PepFDR: 0/0=MaN% ProtFDR: 0/0=MNaN% #Prot(MaxParsimony): 1642 Unique Prot: 1643 Unlabeled Decoys:

View mode: (@) Proteins () Proteins Max Pars (™) Peptides (™) Scans @ mibtl
Rty L R .

Locus Group GroupType Length #UnigquePeptides MolWt SequenceCount SpectrumCount NSAF Coverage Protein Score Description

1 POWQF1 |890 |Unique |84 |4 |E-945.5 |4 5 0.000556871453134169 | 0.869 12.5988 Acyl carrier protein Mbtl OS=Mycobacterium tuberculosis (strain ATCC 25618 | H37Rv) GN=mbtL PE=1 5V=1

£ Sequence Explore - O X

Fasta Coverage Protein Coverage Group view

All peptide labels Infer Domains

4 - )

LGVALSEEELLTCDTVGELEAAIAAK — /]
LVDDVGLDSVAFAVGM(+15.994900)VAIEER — I
LVDDVGLDSVAFAVGMYAIEER — |
TSSPSTVSTTLLSILRDDLMIDLTR-[— |
POWQF 1 [ =
0
Amino Acid Number
[ Protein [_| Coverage
k . r
File Name ScanNo £ Unique MeasuredMH TheoreticalMH PPM PrimaryScore SecondaryScore  DeltaCN  PeaksMatched BayesianScore PeptideSequence

1 171213_PT_H37Rv_2-6.sqt| 24157 |3 |True 2719449503 | 2718451981 |-2.03276) 3.3616 6.400937676613658 (04721 |32 0.79142 M.TSSPSTVSTTLLSILRDDLNIDLTR.Y
2 171213_PT_H37Rv_2-6.sqt| 24052 |3 |True 2703.379917 | 2702380451 | -1.43672) 24312 4.66810998576197 (0.5038 |18 0.46376 R.LGVALSEEELLTCDTVGELEAAIAAKLY
3 171213_PT_H37Rv_2-G.sqt (24412 |3 |True 2306.1582957 | 2305174425 | 2247 2.4455 6.57845153153954 (0.4686 |19 0.44444 R.LVDDVGLDSVAFAVGMVAIEER.L
4 171213_PT_H37Rv_2-6.sqt| 24067 (3 |True 270337723 | 2702380451 | -2.43066|2.4948 6.96644427533082 (04436 |22 04220 R.LGVALSEEELLTCDTVGELEAAIAAKLY
5 171213_PT_H37Rv_2-6.sqt (22115 |3 |True 2321169416 |2321.169325 | 0.0392 | 1.8657 2.46275384514687 (0.3764 |19 0.3838 R.LVDDVGLDSVAFAVGM(+15.994900)VAIEER L

>Mycobacterium tuberculosis H37Rv|Rv1344|mbtL
MWRYPLSTRLALPNTPGVASFAMTSSPSTVSTTLLSILRDDLNIDLTRVTPDARLVDDVGLDSVAFAVGMVAIEERLGVALSEEELLTCDTVGELEAAIAAKYRDE

In bold, red and green: Peptide spectra shown in next slides




File Operations

#MS2 - 10506 File: 171213PT_H37Rv_2-6 raw

MbtL (Rv1344) Acyl carrier protein (ACP) MbtL

MS2 event disposition | LC-MS top view | LC-MS side view

ScanNumber ChargedPrecursar Charge 7 S o
2115 774395 3
24067 ‘901.7968 ‘3 | IS 0 ° o & @ ° °
24412 769.3976 3 B o ®o 5 oo 8 O ° o . o
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10004 ° .
g 7 00@@O 00 © © o8 o o Peptlde:
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| cRopo 008000 00 8
] o ° . ° . ° R.LVDDVGLDSVAFAVGMVAIEER.L
500 - o; ocoo o ©
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Operations (Sen No) {o0g ° go ° g
24412
g?ﬁz - T T T T T T T T T 2 T T ‘g T
20 20 40 50 60 70 80 90 100 110 120 130
Retention time
Spectrum MS Peaks
s 24412 24412 7693976
i RetTime 30.17512
I InstrumentType 1
z 3 2306 17819609144
904454 160.38821 1526 03101
17511854 3024 13281
185 16444 7658 94629
19496112 1251 17773
= 205 05785 1234 02515
3 21315913 1625 78235
H 21911415 1978 96606
; g%g?g%g]ggé;gg;g Monoisotopic mass of neutral peptide Mr(calc): 2384.1672
;5 304.16174 832177344 Fixed modifications: Carboxymethyl (C) (apply to specified residues or termini only)
< 817327 igg;gﬁzgggggggg% Ions Score: 94 Expect: 3.5e-@5 (help)
gsigs  SoA1e2 716395 s 4432112173 21704
617 32793 8762 9105 4 a b [Seq| ¥ v |#
546,268 51832083 2339.67578
‘ 433202 525043 | 1221.642 1974514 ;}gggg%f;‘g;fsgiz 1 86.0964( 1140913 L 22
0 Hiulhy : I I I | I 225 |02000942 1625 87913 2| 185.1645( 213.1595| V |2192.0904|2175.0638(21
miz 847434755914 9817 2. -1 =152 =172
PRI 3[ 300.1918] 328.1867| D [2093.0219]2075.9954|20
MSMS F on of VDDV CLDSYAFAVGAVATEER 4| 4152187( 443.2136( D |1977.9950|1960.9685(19
M5/ ragmentation o sLDSVAF: N[V = < - - - -
Found in Q73ZP6.1 in NCBIprot, RecName: Full=Acvl carrier protein MbtL; Short=ACP; AltName: Full=Mycobactin syvnthase protein L 5| 514.2871] 542.2821| V |1862.9681)1845.9415)18
B 7 6| 571.3086( 5993035 G |1763.8996|1746.8731(17
Match to Query 1: 2304.170920 from(2305.178196.14) index(2) - - ~ ~ =
Data file Seans MbiL txt 7| 6843927 7123876| L |1706.8782|1689.8516|16
8| 799.4196( 8274145 D |1593.7941|1576.7676(|15
R N 9| 886.4516( 914 4466 S |1478.7672|1461.7406(14
o |/ ( ( ( ' 10| 9855201[1013 5150 V [1391.7351|1374.7086[13
- VAD DJ,V € LD S VAFIAIVIGMIVIALTTE[EIR 11|1056.5572|1084. 5521 A [1292.6667|1275.6402|12
ool o —
® z 1211203.6256(1231.6205 F |1221.6296|1204 603111
=] F- 20004 13|1274.6627(1302.6576 A |1074.5612|1057 534710
o] F . 14|1373 7311(1401 7260 V |1003.5241| 9864975| 9
% ] 15|1430.7526(1458.7475| G | 904.4557| 8874291 §
2 =] 2 8 16(1561.7931[1589.7880| M | 847.4342| 8304077| 7
@ i - fal
§ ] a n _ |15 5 17|1660.8615({1688 8364 V | 716.3937| 6993672 6
[ - = = 0 . - m
2 ] . = T = = o F oo ™ 18|1731.8986(1759.8935 A | 617.3253| 6002988 5
o -5 Ll e L
2] _ = = g — i 19|1844 9826(18729776| I | 546.2882| 529.2617| 4
= ) = = o oo
] |% = | T = = 20[1974.0252[2002.0202| E | 433.2041[ 416.1776] 3
8 ST N | N | Sy ¥ 21(2103.0678[2131.0628| E | 304.1615| 287.1350( 2
200 4 600 800 1000 1200 1400 observed - 4 Y A
- Scan 24412 Mass 2305.178196 (Z=3) 22 R [ 175.1190) 138.0924] 1
File 171213_PT_H37Rv_2-6.sqt




. Utils :: Mass Spectra File Browser

MbtL (Rv1344) Acyl carrier protein (ACP) MbtL

File Operations

#MS2 :- 10606 File: 171213PT_H37Rv_2-6.raw

ScanNumber ChargedPrecursor  Charge
24067 901.7968 3
24412 | 7693976 [3 |

Operations {Scn Noj

24412
24067
22115

Spectrum

Relative Intensity
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MS2 event disposition | LC-MS top view | LC-MS side view
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miz 242788

MS/MS Fragmentation of LVDDVGLDSVAFAVGMVAIEER
Found in Q73ZP6.1 in NCBIprot, RecName: Full=Acyl carrier protein MbtL: Short=ACP: AltName: Full=Mycobactin svnthase protein L

Match to Query 2: 2320.163230 from(2321.170506.1+) mdex(0)
Data file Scans MbtL.txt

\H’A&\\ &\Q LELLLLDDD
VRV ., )
L V|D [ﬂ\f’ G LJD S V|A|F|A|V|GIM|V|A|T|E[E|R
& F F
100 - 30s+2
a0 572.5544
® 200 =
Er ™~ — N S
@ = o [ 0
i - . [ 15004 €
o — o =
5w a = = E g £
3 = = |- 1044
= s
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. ..'||||'.|.‘. \l‘ll_ BRI T S O A
200 400 €00 800 1000 1200 1400 observed
mfz Scan 22115 Mass 2321.170506 (Z=3)
File 171213_PT_H37Rv_2-6.sqt

T T
120 130

MS Peaks

S 22115 22115 774.39
i RetTime 82 32223
| InstrumentType 1
z 3 2321.17050566175
169.09776 1710.92505
17511868 7781.07471
185.16409 12694.98047
187.10854 2041,96301

205 0630 266331274
21315961 3138 78052
21911226 3353.66772
230.12132 1618.60608
23106143 1537.85168
290.15097 1867 26025
304.16104 6873.7124
30508789 1402 5647
330.12872 2324 41016
43320508 3463.21509
44321054 1864.12512
500.23361 2560 81665
546.28662 743446191
617.32166 11975.90332
61833801 2502 43359
712.38568 2351 43018
716.14441 1670.83606

Peptide:
R.LVDDVGLDSVAFAVGM(+15.994900)VAIEER.L

Monoisotopic mass of neutral peptide Mr(calc): 2320.1621
Fixed modifications: Carboxymethyl (C) (apply to specified residues or termini only)
Variable modifications:

mie : Oxidation (M), with neutral losses 63.9983(shown in table), ©.002@
Ions Score: 77 Expect: 9.881%
Matches : 18/126 fragment ions using 29 most intense peaks (help)
# a b Seq. y v* #

1| 86.0964| 114.0913| L 22

2| 185.1648| 213.1598| V |2144.0870(2127.0604|21

3| 300.1918| 328.1867| D |2045.0186(2027.9920|20

4| 415.2187| 443.2136| D |1929.9916(1912.9651|19

5| 514.2871| 342.2821| V |1814.9647(1797.9381|18

6| 571.3086| 599.3035| G |1715.8963|1698.8697|17

7| 684.3927| 712.3876| L |1658.8748|1641.8483|16

8| 799.4196| 827.4145| D |1545.7908|1528.7642|15

9| 886.4516| 914.4466| S |1430.7638[1413.7373|14

10| 985.5201
11{1036.53372
12]1203.6256

10135150 V
1084.3521 A
1231.6203( F

1343.7318|1326.7052]13
1244.6634(1227.6368|12
1173.6263|1156.5997]11

13|1274.6627(1302.6576| A |1026.5578]1009.5313|10
14|1373.7311|1401.7260| V | 955.5207| 938.4942| 9
15]1430.7526(1458.7475| G | 836.4523| 839.4258| §
16]1513.7897|1341.7846| M | 799.4308| 782.4043| 7
17|1612 8381|1640 8530 V | 716.3937| 6993672| 6
18|1683.8952|1711.8901| A | 617.3253| 600.2988| 3
19]1796.9793(1824.9742| I | 346.2882| 329.2617| 4
2011926.0219(1954.0168| E | 433.2041| 416.1776| 3
21)2055.0645|2083.0594| E | 304.1615| 287.1350| 2
22 R | I75.1190] 158.0924] 1




File Operations

#MS2 - 10506 File 171213PT_H37Rv_2-6 raw
ScanNumber = ChargedPrecursor  Charge

22115 774.385 3
24067 901.7968 3
24412 769.3976 3

Operations (Scn No)
24412
24067
22115

Spectrum
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Relative Intensity
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MS2 event disposition
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MbtL (Rv1344) Acyl carrier protein (ACP) MbtL

LC-MS top view | LC-MS side view
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Retention time
MS Pesks
5 24067 24067 9017968
i RefTime 88 86188
1 InstrumentType 1
z 3 2703.37570585706
972532 20112325 1966 03503
218.14899 621526758
22813333 2678 50293
24313339 2646 2417
248 08165 1459 82629
25616498 1775 8772
262.08609 3023 99463
270 17966 2576 29028
276 06509 3466 73535
286.10434 2111 9126
2891871 13337 43845
290 18945 1735 82202
300.15833 1790 54858
78647 31322321 213290112
34121854 9160.99805
673.389 071612 1155 620 359.10199 9760.72559
1531.74 2204.021 360.10355 1752.99329
I N 25 sl e
|
miz 242788 407272719311 7666
403.27356 2114.43848
MS/MS Fragmentation of LGVALSEEELLTCDTVGELEAATAAK
Found in KBE54844.1 in NCBIprot. acyl carner protein MbtL [Mycobacterium tuberculosis H2102]
Match to Query 2: 2702.368430 from(2703.375706,1%) index(1)
Dara file Scans MbtL txt
A.\A’A.\\ 4\Q DEHLELDD
LG ALSEJEELLTCDT(VEEFLFE(AA(I(A(AK
e e SF
< < R R
=
100 —
2544
80 —1 F
] 208+
s -4 -
g ] A
r o
= o o [osers 3
B H S
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5 0] o oo 5
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] = ] . r
20 = 1;—_ = 3 I
] | L1 i _
o} |” I J“l — [ 00er0
1000 1500 2000 observed
mfz  Scan 24067 Mass 2703.375706 (Z=3)
File 171213_PT_H37Rv_2-6.sqt

Peptide:
R.LGVALSEEELLTCDTVGELEAAIAAK.Y



