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What’s New !

2017.07 v1.0.1 release
 [File] Add loadable text file format
* LabSolutions : .txt file
* LabSolutions Insight : .csv file

Release Note:
2017.06 v1.0 release
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PREPARE INPUT DATA
* LabSolutions (.txt)
* LabSolutions Insight (.csv, .txt)

Shimadzu MS data (.Icb or .Icm and .lcd)

LabSolutions - Quant browser
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Data] on Menu

':ﬂ;LQ i o
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(@) Output File: C:¥Temp¥Test. txt =
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Height
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Delimiter

Except Time

N/

LabSolutions Insight - Summary display

< 14{ 153 Table Style - Fxed Columns
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- : Quick Introduction
_L: Shimadzu MSdata Import

“Shimadzu MSdata Import” gadget can import and

merge multi-omics datasets in Shimadzu format for .~ IDs Sample names
downstream analyses and calculate mean values across Meta data (replicates & etc.)
replicates for each of the time points. "
= Metabol-
INPUT s ome data
(%]
* Metabolite data %
* Proteomics data — % e
) -+ o
Flux data T data
— (.csv,.txt) kG
v 8 Fluxome
= data

f
e Merge dataset Merge dataset
~ s <~ Merg

e Normalize data

»  Average timecourse data . IDs | Sample name
* Imputate data Meta data
* Select compounds g Metabol-
T = ome data
OUTPUT 7!; é Proteome
* Metabolite data o 2 data
* Proteomics data lczs
* Flux data
* Mixed data (Metabolite, Proteomics, Flux)

* List of compound ids

(.szf)
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¥ Shimadzu MS data Import - O x

“Shimadzu MSdata Import” gadget can import and

merge multi-omics datasets in Shimadzu format for - Ea———
| |
downstream analyses and calculate mean values & Show : Dose Row [ Nomalize by Selected Rows  [] Merge by Sample No.

File(F)  Data(D)  Filter

(@) Table
i H t DS‘hw:-Z‘ Sows ] Merge by Sample
across replicates for each of the time points. , Eihom _
[ Hide 1D Columns [ Awg. of timecourse () List
Deselect Deselect Load Initial
INPUT Select Al Al Colums Dats Clear Dat=
o .
MetabOIIte data zelect | Mame ZHEEI Inchi kege S2BBCS! A
. Prote0m|cs data b (Sample Mame) [ |(Sample Mame) % * * 52880
(Sample 100 [ |(Sample 1D} * ¥ * I
°
FI ux data {time course) [ (itime course) * # * 0
( . csv' .txt) {replicate) [ |ireplicate) * * * i
{doss) [ |idoss) * * * 0
1 bGP 4170 MESCGHQHZLS .. (C0oog2 0.255
2 1 |R&P h2T42 KTWPHOYAEDP.. (G00117 0.007
Clear Load Data
Shimadzu MS data Import - @ %
. FileF) DataD) Filter
Edlt Data \S'sm Dose Fom (] Nomaize by Selected Fows (] Merge by Same o 0;:: |“'Dfm'
O Show 2122 [ Merge by Sl
Imputate data i Sjuprimali
Average timecourse data = =
select Name CHEBI Tnchi | keee S26005200C_1_m S20BCSINEC 2 m SIICSIBHC_Im pik Ideltapfi] L pik Idehaptk 1 2 p1 A
b (Sample Name) B (Sample Name) |+ . . S289C S288C 5280C ik Idelta Idelta ]
Merge dataset S 3 : : ; : i 2 ;
time coursel &1 [(tims course) [+
Select output Style C:!ph:m) g :;::hm) 1170 |NESCHORELSJ. COnos
2 B RsP san42 KTVPROYAKDP.. (Co0117
3 =] _E"’ 48153 ;um:du: T _ a %
4 g sw LE121] FiletFl  Deta(D)  Fikter
5 & PR s201t —
[ B oHAp 16108 1 St Oone Row ] Mometis by Seected ows (] Mare by Sl N | ¥ Discover
7 B amp 16027 0 Show: 22 Foms
1] £ FBP 16905 ] ¥ide 1D Cobamnz
9 EREER 17838 o e =
] =G 18021 L]
OUTPUT I CRC— .
(7 & Ao 761 T Corpla Tem) | 7 [(Sarle Mamw? 10 5 5 St
. ] B atP 16422 (Sample ) \ [=] :cs.mrm . :. . 0
Metabolite data . O a— T R T I S ——
% B e 1 (= T {0 |NBSCHORZLSJ.. €002 (s
. d t = e e ENGE s K. oot loeminn.
Proteomics data L A — A
1 WADP [ . =R s Loommcamvu_ connz2 s
FIUX data : I E s fi T T TS
. . . . o T T T—
Mixed data (Metabolite, Proteomics, Flux) e |- 1 A g o R e
5 ENCD it e T T
List of compound ids - =
0 ERr o assssees.
(.szf) EoiBae o memmonm e
19 ‘ =] ‘NADF 18008 IXJIHKUBM ©00006 IHBJHEEEEEEH,
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Shimadzu MS data Import

INPUT Click to select, load, and merge multi-omics data files ~ *
d Metabolite data Add Protein quant File(.csv) Output Style & o
- " te [[] Meree by Sample No. = Discover
*  Proteomics data Add etabolte qurt Fe(ce)_| ClMusebysangie || BT
Add Flux quant File(.csv) )
) [] Ave. of timecourse O List
* Flux data Exit
Load Initial
alums Data
.csv .txt
( ’ ) select| Name GHEBI Inchi kege S5268C:5286C_1_m S288C:5288C_2_ mi S288C:5288C _3_mi pfk Ideltapfk 1_1_m| ptkic A
(Sample Name) (Sample Name) % * * 5288C 5288C S288C pfk Idelta pfk 1
(Sample ID) (Sample ID) * * * 1 0 0 0 0
1. Click to select, load, and merge multi-omics data (time course) (ime corse) |+ . : 0 0 0 0 0
replicate, replicate.
i (replicate) (replicate) * * * 0 0 0 0 0
files » 1 GEP 4170 NBSCHQHZLS... |(G00092 0255 0315 0288 0813 0721
“« . ” 2 RSP 52742 KTVPXOYAKDP.. |G00117 0007 0 0008 0022 0017
¢ Add Protein quant 3 E4P 48153 NGHMDNPXVRF.. G00279 0046 0053 0047 0263 0263
. “Add Metabolite quant" ] S7P 15721 JDTUMPKOJBQ.. C05382 0.029 0033 0032 0234 024
“ ) 5 PYR 32816 LOTONWGANYL... (G00022 0806 0425 0763 1092 0812
® 'Add Flux quant 6 DHAP 16108 GNGAGRATGGD.. 00111 0042 0081 0.068 0.054 0041
. . 7 AMP 1RNIT HNMPROSSI THH MANNIN nnaa nni? nnt 0.015 nois
to select data files for protein abundar?ce, - e 1 A imported data table is displayed here o e
metabolome abundance, flux, respectively). s 3PG+2PG i 0201 0206
10 PEP 18021 DTBNEXW.WCW.. C00074 0029 0038 0026 0043 0046
1 6PG 48928 BIRSGZKFKXLS.. 00345 0073 0075 0073 0092 0078
Note: if you select and load two different data files 12 ADP 16761 HKTWAYTFMLZFPY.. G00008 0012 0.054 0034 0053 0044
. ’ 13 ATP 15422 ZKHOWZAMYRW... G00002 0399 0633 0313 0609 0434
the gadget merges the two selected files to make a 14 AcCoh 15351 ZSLZBFODGING.. (C00024 0.028 0.045 0.02¢ 0.043 0031
single data table 15 FeP 61553 BGWGKPAPYGQ... C00085 0031 0025 003 0061 0058
. 16 5P 00231 0008 0013 0012 0023 002
Loadab|e columns < about 650 columns 17 RubP 17363 FNZLKWVNUWIPS... 00199 0002 0.005 0.008 0012 0008
18 NAD 15846 BAWF JGJZGIEF... C00003 0.112 0.169 0112 0.144 0162
1n A |mano 10000 VUV DN | ~annne nnsn nae nnoa nnaa ans ¥
< >

Sample File:
Sample file to test is available under Samples >
Shimadzu MSdata Import

The gadget can import and merge data files for
metabolome abundance, proteome abundance, and
flux (e.g.,
Sample_multi_omics_metabolome_data.csy,
Sample_multi_omics_proteome_data.csv, and
Sample_multi_omics_metabolic_flux.csv,
respectively).
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Shimadzu MS data Import - [m} x
File(F) Data(D) Filter

View Output Style
[] Show : Dose Row [] Normalize by Selected Roms [ ] Merge by Sample No.

Dm:m [] Meree by Sample ® Table
D t P . [] Hide ID Golumns Oa
ala rOCESSIng I&m“"Hm"."mH Doseloct l ‘LoliD;:!inl
select| Name CHEEI S28905269C_|_m 5288052880 2 mi S2B6C52860_8m pik Idelapik 1_1_ piklc ~
° Clear Load Data (Sample Name) B |(Sample Name) |+ 52880 5288G |s288C pik Idelta pfk Id:
. (Sample ID) [ |(Sample ID) * 0 0 0 0 0
b Edlt Data (time course) B4 |(time course) * a n In 0 0
licate) & trepl . sl ” = .
« Imputate data s % e . Click “Clear Load Data” to clear : oo om
«  Average timecourse data ; B v W the data uploaded on the gadget = o
g ' =S 15721 JDTUMPKOJBG.. [CO5352 0029 0038 0032 0234 024
5 B | 32816 LOTONWGANYL. 00022 0906 0825 0763 1092 0912
¢ Merge dataset § & |oHap 16108 GNGACRATGGD.. CO0111 042 0081 0068 0054 0081
7 B awp 16027 UDMBGSSLTHH.. |C00020 0023 0017 001 0015 0018
* Select OUtpUt StYIQ 0 ERES 16905 XPYBSIWDXOFN.. 000354 5428 5214 4901 1916 1758
9 B [spavepa 17835 o017 00631 0164 0205 017 0201 0208
10 & |rer 18021 DTBNEXW.WCW..|C00074 0029 0038 0026 0043 0086
n & |sra 48528 BIRSGZKFKXLS. |GO0345 0073 0075 0073 0092 0078
12 2 |aop 18761 XTWYTFMLZFPY.. | GO000 012 0054 0034 0053 0084
1. Select “Clear Load Data” to clear the data 18 & |atp 15422 ZKHQWZAMYRIW.. | GO0002 0399 0638 0313 0509 0434
1 B |Accon 15851 Z5LZBFGOCING.. |G00024 0028 0085 0024 0043 0031
up|Oaded on the gadget. 15 B4 |Fep 61553 BGWGXPAPYGO_. | GO0085 0031 002§ 003 0061 0058
16 =T 00231 0008 0018 0012 0023 002
17 B |ruse 17363 FNZLKVNUWIPS..|G00189 0002 0005 0005 0012 0008
18 2 |naD 15046 BAWF JGZGIEF _ |CO0003 0112 0.169 0112 014 (T
M in A Imano 1000n VILVTMK LDV (S nnnng nnaa nne nna? nnat nﬂl)
Shimadzu MS data Import - O X

File()) Data(D Filter

View Output Syl .

[[] Show : Dose Row [] Normalize by Selected Rows [] Meree by Sample No. ® Table
DW:RUM [] Merge by Sample

[] Hide ID Columns: [] Ave. of timecourse O List

(s | [P |1 | oo o
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File() Data(D) Filter
View Output Style .
0o Cose Row (] Nrnatize by Selcted Foms [ Mere by Samgle o ™ Discover
] Show : 2[+ Rows [ Meree by Sample
. [] Hide ID Columns [ Ave.of timecourse O List
D t P Deselect | | Deselect Load Itial
ata Processing o o T | g | oneow
Tselect | Hame | GHEBI Tinchi Tkeee Mﬁmzm,a_mszsmzm_n_m\ pk Idetapfk|_m § ~
e (Clear Load Data (Sample Name) | [ (Sample Name) |+ . . 52490 56 S8 ik Idetts b
(Sample ID) | F |[(sample 0 * * * ] i ] [
° b (time course) ] |(time course) [* I* * o |0 ju 0
Edlt Data (replicate) }imm:e) * - - [ o o ]
1 =S 47 NESCHOHZLSJ. 00082 0288 01813 0
b Imputate data 2 =] |Rsp l6o719 lkTupMavakDe  cant? lo00s lo022 0
. 3 N=REG . 0047 10263 [}
* Average timecourse data : @ =» Select cells to edit ez azae ]
5 | & |pm h . 0763 1092 0
e the data in the cells - ‘
* Merge dataset 0 & [ouar v
7 & |awp e UumBuaoL A [Vese 01 0015 ]
° 8 =HER 16905 [XPYBSWDHOFN.. |GO0354 4981 1916 1
SeIeCt OUtpUt Style 9 [ ] '3PG‘2PG .”835 'CUUIQT ‘G““ESI .UI? '“201 0
10 & |pep 13021 DTBNEXWJIWCW.. GO0074 0026 0043 ]
1 | @ Jsra 15328 |BIRSGZKFKKLS. GO0345 0078 0092 0
12 M .ADP .15?61 _XTWTFMLZFPY..‘G““UW lU[ls‘ _“053 0
13 & |am 15422 ZKHOWZAMYRW.. G00002 (EE 0509 ]
. . 1 & |AcCoh 15351 ZSLZBFCOCING.. GO0024 0024 0043 0
1. Select cells to edit the data in the cells. 15 4 [Fep |p1553 | BGWGXPAPYGO.. G005 |00 0061 [}
16 M P | [ con2s1 o012 0023 [
< >
EA shimadzu MS data Import - =] X
File(() Data(D) Filter
View Output Style -
] Show: Dese Fow ] ormlize by Sokectd Rows (] Meres by Sonpl o,  Discover |
[]Show : 213/ Rows [[] Meree by Sample
[] Hide ID Columns [] Ave. of timecourse O List
Deselect || Deselect Load hnitial
Select All 1 Colame. Data | | Clear Data
| select| Name GHEBI | Inchi kege e pik deltaptk 11w | ~
(Sample Name) [ (Sample Name) |+ . x 5208C ok Idelta b
(Sample ID) | B |(sampleln)  + * * 0 0 0
# (time course) | EA |(time course) | I 1 I 2 0
e & el : E n i 5 3
1 | & |aop [0 |NBSGHQHZLSJ. |C00092 0208 0918 0
2 | & e 52n42 KTVPXOYAKDP.. G017 0008 (0922 ]
3 N=RES 48158 NGHMDNPXVRF. 10279 [oner 0268 ]
' & s 15721 JDTUMPKOJBQ.. |G05382 0032 0234 0
5 =REG |s2816 [LOTONWGANYU.. G00022 o783 1092 0
] | E4 | DHAP _|Elllﬂ ‘GmﬂORﬂmD_.CUMH IIJ.OGB .II.USIl 0
7 & |amp 16027 UDMBCSSLTHH.. |G00020 001 0015 0
8 | & |ree 16908 XPYBSIWDXOFN.. G10354 4301 11916 1
. | & sPavera 17835 conie? [co0s31 017 0201 ]
10 =R 18021 DTBNBXW.WCW. | G00074 0026 0043 0
1 | & e 48028 BIRSGZKFIS.. |C0345 007 0092 0
12 | & aop 16761 XTWYTFMLZFPY._| CI0008 003y 0053 ]
13 =G 154022 ZKHOWZAMYRW._| G002 0313 {0508 0
1 & |AcCon 15351 ZSLZBFCOCING... CO0024 002¢ 0043 0
15 =RED 61558 |BGWGXPAPYG.. GOD0E |00s {0061 ]
1 B P (0231 0012 0028 (™
< >
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Data Processing

* C(Clear Load Data

* Edit Data

* Imputate data

* Average timecourse data
* Merge dataset

* Select Output Style

“All data” and “Selected” indicate
target data cells to impute missing-data

1. Select “Imputate Missing-data” to impute
missing-data (e.g., NA) in the imported omics
data. By clicking the button, a window (see
dialog @) comes up.

2. “All data” and “Selected” indicate target data
cells (all cells and selected cell respectively) to
impute missing-data.

“Static val”,

“Minimum val”, and

“Random val”,

indicate a value (user defined value, minimum
value in the data, value selected randomly from
the data, respectively) that are used to impute
missing-data.

3. After the setting, click “OK” to impute missing
data.

Shimadzu MS data Import

File(F)  Data(D)
View Imputate Missing-data utp
[[] Show : Dose
s [21a] by Sampl
[ Show: [21e] Merge by Sample & y A
[] Hide ID Golum . of timecourse e
Avg. of timecourse per data

De | |
Select All Al Caline Data Clear Data

After the setting, click “OK”

to impute missing data

Missing-data imputa... <

target data
@ All data
() Selected

Imputation Val

(® Static val D R

(O Minimum val
(O Random val

 Discover

Cancel

“" H H ”

Select “Imputate Missing-data” t0  raprKi-1. pikideiaPFKi-1.] S200CWid-1mel S2BCWId-1mel 52 ~
g1t impute missing-data (e
350 - -
31 I |Pdch WAGNANE..|
352 1 |PdcbWGLKPYLF..
363 1 |Pde] TEDPELIA.. |
354 [ Pi1_AVLEFTPE.. ‘
355 M P2 GWSAEGG.. 12335
366 M |Pik2 NAVSTKPT.. 21618

Shimadzu MS data Import - O x
File(F) Data(D) Filter
View Qutput Style .
[[] Show : Dose Row [] Mormalize by Selected Rows [_] Merege by Sample No. I\ Discover
(@) Table
[] Show : 2/4-| Rows [[] Merge by Sample
[[] Hide ID Columns [] Ave. of timecourse O List

Select All Deiellect %eoslaligi LoaSaI‘naiiial
select| Name IelaPFKI-1 | ofk deltaPFK1-1 | ofk delt=PFK1-1_ pfk IdeNaPFK 1- 1 52880 Wild-1_met] S28BCWild-1_met] 52 A
349 ] decl_YGGVY\ MNAHS are imputed by 12472
350 & |pacsiioabi | .
351 M |Pdch WAGNA 0 (|n this example)
352 & | PdcBWGLKPYLF..
353 4 |Pdel TEDPELIA. |
354 [ |PikIAVLEFTPE. | .
355 & |Pfk2 GWSAEGG. 12335
866 [ Pik2NAVSTKPT. | 21618
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Data Processing

Shimadzu MS data Import

File(E) Data(D) Filter

View Output Style
] Show : Dose Row [] Normalize by Se g )

[]Show : 2/3] Rows
(] Hide ID Columns

Deselect Deselect
oo | Dot [ G

cover

Click check box of “Average of Time course
per data” to calculate mean value

select| Name
e Clear Load Data (o )| 1 [(aroh oo ,
(Sample ID) o —— =
*  Edit Data AT ICNCTTN . —" ] : — : : i
U L .
1 1 |asp 0255 0815 0288 0813 0.721 0967 0247 0.266 0257
i ImpUtate data 2 4 |Rsp | | 0007 .l'l.lll 0.008 0022 0017 0025 008 0014 0009
. 3 M |eew 0046 0053 0047 0.263 0263 0347 0048 0066 0055
b Average tlmecourse data L) M |sw 0029 0038 0032 0234 024 0312 0051 0057 0053
§ M |pR 0806 0825 0763 1082 0812 1078 0818 0952 0856
° Merge dataset 6 1 DHAP 0042 0081 0068 0054 0041 0075 0098 0098 0083
7 B amp 0023 0017 001 0015 0015 0012 03 onte 0012
8 B |FeP 5428 5214 4981 1916 1758 241 5219 4383 1747
° SeIeCt OUtpUt Style 9 B |3pGe2prG 0164 0225 017 0201 0.206 02n 0169 0184 0.176
10 B |Pep 0029 0038 0026 0043 0.046 0061 0037 0033 0036
1 M 6PG 0073 0075 0073 0092 0078 0.121 0082 0069 0071
12 ADP 0012 0054 0034 0.053 0044 0054 0021 0028 002
13 ATP 0399 0633 0313 0609 0434 0806 0218 022 0.185
1. Click check box of “Average of Time course per " T I 004 0024 0043 0031 0045 0013 0018 0013
15 B |Fsp 0031 _nnzs 003 0.061 0058 0071 0.182 0.184 0.144
data” to calculate mean value (e.g.,. Mean value (0 R ) | WO Joats osi2 oizs osz Joaas 03¢ 013 one .
17 M |rusp 0002 0.005 0.005 0012 0008 0014 0008 0,008 0011 v
for metabolome abundance, proteome g

abundance, and flux) among replicates for each
of the time points.

Shimadzu MS data Import

File(E) Data(D) Filter

View Output Style
[[] Show : Dose Row [] Normalize by Selected Rows [[] Merge by Sample No. @ Toble

DM:.ZH‘M [ Meree by Sample
] Hide ID Columns [ Ave. of timecourse O List
ot | (O] | [ ommom
select| Name | CHEBI | Inchi | keee | ave 5288C5288C | avepfk Ideltapfk 1| avezwfideltazwil
b (Sample Name) [ (Sample Name) * .
(Sample ID) [ I l l \I
(time course) [ (time cowse) " .
S~ | e = = =
1 M |GéP 4170 NBSCHQHZLSJ.. G00092
2 M Rsp 52742 KTVPXOYAKDP.. (G00117
k) M e 40153 NGHMDNPXVRF . G00279
[ =RE 15721 JDTUMPKOJBQ.. |G05382 £
5 M PvR 32815 LGTONWGANYL.. |G00022 0674333333333
] 4 DHAP 16108 GNGAGRATGGD.. [G00111 . 0093
7 =R 16027 UDMBGCSSLTHH.. (G00020 0013
] =G 16905 XPYBSMWDXQFN_ [G0035¢ 3783
] 4 3PG+2PG 17835 G00197 G00631 01
10 4 PEP 18021 DTBNBXWIWCW.. G0007¢
" ] 48928 BIRSGZKFKXLS.. G00345
12 4 a0P 16761 XTWYTFMLZFPY.. G00008
13 [~ 16422 ZKHOWZ AMYRW_ G00002
" [ AcCoA 15351 ZSLZBFGDCINB.. |(C00024
15 B4 Fep 61553 BGWGKPAPYGQ.. G00085
16 B usp C00231
7 & RusP 17363 FNZLKVNUWIPS.. G00199
18 [ [NAD 15846 BAWF JGJZGIEF .. G00003
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Data Processing

* Clear Load Data

* Edit Data

* Imputate data

* Average timecourse data
* Merge dataset

* Select Output Style

1. Click check box of “Merge by Sample” to merge
columns using a common sample name.

Shimadzu MS data Import
File() Data(D

View

Filter

[[] Show : Dose Row [[] Normalize by Selected Rogssi S,
EEE
[] Hide ID Columns O List

Deselect Deselect Load Initial
Select All Al Colums

Qutput Style

Click check box of “Merge by Sample” to

merge columns using a common sample name

——— e L e e o e P T T R
(Sample Name) E(s.mph Name) 1 52680 |pfkideita zwfIdelta pikIdetta |S286C zwiIdelta 152660 |ptkidelta 2 ldeita
(Sample I0) = e . 8 - . o 8 ~ . .

(time course) B4 (time course) 1 2 3 4 5 6§ ] 8 ]
(replicate) M (replicate) 0 |0 iU L 0 0 0 0 0
1 B asp 0286 |08336666666666.. |0 2666666666666
2 & [P 0.0083333333333.. 001 E
3 =R 0 - [0201 0.0666666666666..
[ &2 s 0033 |0262 |0.0536666666666..
5 =HEE 0798 0934 |08743333333333...|
3 A oHap 0.0636666666666.. 0.0566666666665.. 0083
7 M |amp 00 0014 0013
8 M Fer 520 7 2034 3783
9 B |apae2prG 0.1863333333333.. |0.226 0.1763333333933.. |
10 B pep 0031 005 00373333333333.. |
1" [=REE 0.0736666666666..|0.097 0074 |
12 & 0P 0.0333939333353..|10503338333383._ 0021835933383
13 & atp 0.4483333333333.. | 0.6168333333333...|0.2076666666666..
1 & AcCoh 0 oo
15 & [Fep 0 | o |
16 = 0011 0024 0 5
17 M RusP ® o004 00113333333333. | 0.008
<
Shimadzu MS data Import
File(f) DatalD) Filter
View Output Style
[] Show : Dase Row [] Normalize by Selected Rows [] Merge by Sample No.
[0 Show : 2121 Rows B Meree by Sample. © 10
[] Hide ID Columns Ave.of timecourse O List
Selct All | | Oosslect | | Desslect Losd sl | Giear Data
—= — — = = = -
(Sample Mame) | 1 |(Sample Neme) | * [+ * I* g * 152590 pik Idehta 2w Ideita 1=
(Sample ID) o peampewy i ” - - - v . Bt
{time course) B (time course) * . . . . d 1 2 3
(replicate) B (replicate) * [* [ = [+ [+ 0 0 0
1 =T 0286 0836666666666 0256666666666
H = 0008333393333 002 0017
3 M e 00486666666666.. |0.291 0.0566666666666
' @ sw 0033 0.262 0.0536666666666
5 M PR 0798 0894 08743333333333..
6 B4 oHAP 0.0636666666665... 0066666666665 0.093
7 =R 00165666666665.. 0014 0018
0 & [rep 520766666666667 2034 3788
9 B spae2pa 0.1863333333333...|0.226 0.1763933333333..
10 = 0031 005 0.0373833338333..
1" =R 00736666666666. 0097 0078
12 (A aop 00333339333333.. |0 0021333333
13 =t 4483333333333 |06 0.2076666666666
" M | AcGoh 0 0 001
15 B [Fep 0 0 0l
15 = 0011 0024 0.0286666666666..
17 & Rusp 000¢ 00113333333833.. 0.008 v
<
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f Shimadzu MSdata Import e o e
~ View - = Output Style e
[] Show : Dose Row [] Normalize by Selected Rows (] Meree by Sample No . .
0] Show: ] Fows [ Moree by Sarnole. [l © TR Click “List” at “Output Style” to
[[] Hide ID Colus [ Ave. of timecourse Li . .
" ° oL output list of compound ids
Solctall| [Dsseiscti| || Deselect Load Initial | | Glear Data |
e —|
. | select [|Name | CHEBI | Tnchi [kese [Uusid | Peptide _| Prefered name | UniProt A
Data Process‘n (Sample Name) | %] |(Sample Name) % [+ S * n *
(time course) | &1 |(time course) |+ * = * * * *
(replicate) M |(replicate) [* [* * “« ”
® Clear Load Data 1 | & losp a0 |NBSCHaHZLSJ_ | cant Enter the “kegg” column
. 2 | & |rsp 52742 [KTvPXOYAKDP_ (GO0 ¢ : . 4
® Edit Data 3 | & |ew 48153 |NGHMDNPXVRF . (G00279
' | & [sw 15721 |JDTUMPKOJBQ.. |G05382
] |mputate data 5 | @ |pr 32816 |LCTONWGANYL.. (GO0022
8 | & |oHap 16108 |GNGAGRATGGD.. G001
* Average timecourse data ] L2 awe ] JUOMEDSSLTIM, o0
8 | & [rep 16905 [XPYBSMWDXQFN.. (C00354
° 9 | M |3pae2pG 17835 [co01g7 [coos31
Merge dataset 10 | & [pep 18021 | DTBNBXWJWOW.. 00074
" M wpa | 48028 BIRSGZKFKALS.. | CO0345
¢ Select OUtPUt Style 12 | & |aop 16761 | XTWYTFMLZFPY.. 00008
13 & At 15422 ZKHQWZAMYRW.. G00002
1 | & [AcCon 15351 Z5LZBFODOING.. (G0002¢
15 & Fep 51553 BGWGXPAPYGQ.. (C00085
e 3 .v. cn I | AAnn«ln v
. . . < >
1. Click “List” at “Output Style” to output list of
compound ids.
2. Enter the “kegg” column.
Shimadzu MS data Import - [m] x
Filef) Data(D) Filter
View Output Style
(] Show - Dose Row [] Normalize by Selected Rows [] Merge by Sample No. . « Discover
[ Show 23] Rows (] Meree by Sample O Table
[[] Hide ID Columns [] Ave. of timecourse ® List
| Select Al Demiecl [Cecec losd Iitial | Glear Data
jsebﬁrName \'OHEBI | Inchi ;] | Peptide | Prefered name !LhiPrul -~
b (Sample Name) B |(Sample Name) '+ * [* * *
(Sampie ID) | [somplem)  x [« |« [+ |+
(time course) =] |time course) * * | * * ®
(replicate) =] lreplicate) * » [* ‘- * m
1 M ate 4170 NBSCHHZLSf. |cooos2 ]
2 ERGE sam42 KTVPXOYAKD |CO0117
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' B s 15721 JDTUMPKOJBY.. CO5382 [ | ‘
5 =REE 32816 LOTONWGANY.. (CO0022 N | | | |
8 & |pHar 16108 (GNGAGRATGGD. GODI 11
7 =G 16027 |UDMBCSSLTHN.. |C00020 ] |
8 & Fep 16905 XPYBSWOXQHY.. GO035¢ [ ] | |
9 | & |spavpa [17835 Co0197 |Goosan [ [ [ |
1 & |rer 18021 [DTBNEXW.WA.. G007E 3 [ [
1" | & [wa 48028 ‘BRsazkFill. |co0ses [ | | |
1 SRS 16761 XTWYTFMLZFI. | GO000s Il | | |
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Shimadzu MSdata Import

Click “Discover” to list up

OUTPUT

* Metabolite data

* Proteomics data

*  Flux data

*  Mixed data (Metabolite, Proteomics, Flux)
* List of compound ids

(.szf)

1. Click “Discover” to list up downstream
analysis gadgets that can handle the data
imported (merged) in Shimadzu MSdata
Import.

2.  Select and double click the gadget to send the
imported (merged) data to the gadget.

Shimadzu M5 data Import

downstream analysis gadgets

- O X

File(F)  Data(D)  Filter

Wiew Output Style -

[ Show : Dose Row [_] Normalize by Selected Rows [ Merge by Sample No. [  Discover ]]

Table
1 Show : ws Merge by Sample ® ey
) ; ) Multiomics Data M
[] Hide ID Columns Awg. of timecourse O Lst m\rc'm G::
Deselect Deselect Load Initial
‘ Select All | Al ‘ ‘ Colums ‘ Data ‘ Clear Data
zelect | Mame Eptide | Prefered name | UniProt | map1
(Sample Mame) (Sample b *

(Sample 107

sme1 S€lect and double click the gadget to send

b (time courze)

time cowr the imported data to the gadget

(replicate)

(replicate) :
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