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XCMS ONLINE

WHAT IS XCMS ONLINE?

» A Cloud based graphical interface to xcms
» Allows for multiple types of job analysis
» Multiple statistical analysis on the back end

» Additional tools to interact with data from just xcms
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New User Registration

Note: All new users require e-mail verification. A verification e-mail will be sent to the e-malil address you provide. Please add "scripps.edu” and
"“xemsonline@gmail.com® to your whitelist.

You can check your system compatibility with our System compatibility test

N.B.: TSRI users already have accounts (via LDAP).

This will be your permanent e-

mail address to be used for:

registration

password resets

job alerts (errors, completed)

technical support

system notifications (e.g. maintenance)

@ Participate in anonymous usage statistics (View Detalls




View Results

View Jobs

Job Count: 43
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Pos-Notpre (#73124)

0_QC4 (#77616)
0_QC3 (#77615)
L)

0_CAR-Symp (¥77606)
0_CAR-Asym (877605)

servier_SU (#126053)
servier_SU (#126052)
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Pos-Notpre (#73124)
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XCMS Public XCMS Institute Stored Datasets Account Help ~

Created

2016-056-1

10052
100

09

Logout [ hpb ]

Parameters (1D#)

HPLC/Q-T (1)
HPLC/Q-T (1)
HPLC/Q-T (1)
UPLC - Hig (11025)
UPLC - Hig (14955)
HPLC /Q-T (1)
HPLC/Q-T(1)
HPLC/Q-T (1)
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UPLC Water (9354)
HPLC/Q-T (1)
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View Results XCMS Public XCMS Institute Stored Datasets Account Help ~ Logout [ hpb ]
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(Load New Dataset) OR (Select Datase:|

(See File Formats for more information)

Dataset 11D Not Defined
Dataset 1 no. of files 0

Not Defined

OR

(See File Formats 1or more information)

Dataset 2 1D:  Not Defined

:_/.‘ 11aset ./:‘: NO. ( f :‘ es o
’_jl' B s\ }
Not Defined

Select Parameters

a

XCMS Institute Stored Datasets Account Help ~

Job ID: 1116917

User: hpb (42)
Job Name: pair_2016-07-04 | Edit
Dataset 1: Not Defined (control)

Dataset 2: |Not Defined

Parameter Set: 0

4

Click here to complete your job




Upload Dataset 1

@ https://xecmsonline.scripps.edu/upload
D:198709

Save Dataset & Proceed

1. Select only .mzXML, .mzData, mzData. XML, mzML, .netcdf, .cdf, .d.zip, .wiff/.wiff.scan files
(More info: )

1.10% 2. After samples are uploaded you can close this window. (button above)

3. For ABSciex files, please upload the both the wiff and the wiff.scan

Storage Quota Usage (2.86 TB):

p Uataset Name: Dataset_1 Save

04 || Edit
'Lood New Data:
- (control)
(See File Form

')

DROP HERE BROWSE

Not Definel




Upload Dataset 1

& https://xecmsonline.scripps.edu/upload/index.php?datasetorder=1&action=newjob&runuser=undefined&jobid=11186...
ID:198709
Save Dataset & Proceed

Storage Quota Usage (2.86 TB): 1. ?f‘frcetiz?é).- .szMlT, .m’z.'Data, mzData. XML, mzML, .netcdf, .cdf, .d.zip, .wiff/.wiff.scan files

1.10% 2. After samples are uploaded you can close this window. (button above)
3. For ABSciex files, please upload the both the wiff and the wiff.scan

Dataset Name:

Dataset_1 Save

P

@

DROP HERE  BROWSE wl

(control)

(See File Formats

Not Defined




(Load New Dataset) OR [ Seiect Dataset (Load New Dataset) OR [ Seiect Dataset)

File Formats | File Formats

Dataset 2 1D:

XCMS Institute Stored Datasets Account Help ~

® ‘

3

v Select Parameters

HPLC / UHD Q-TOF

UPLC / UHD Q-TOF

HPLC / UHD Q-TOF (HILIC, neg. mode)
HPLC / Bruker Q-TOF neg
UPLC / Bruker Q-TOF pos
UPLC / TripleTOF pos

UPLC / Orbitrap

UPLC-high res

UPLC Waters IC set-up

Waters matchedFilter

Waters UPLC - norm
For_MS_vs_MSMS_tripleTOF
Water_IC neg

hv test

HPLC / TripleTOF pos- HPB
UPLC - High Res POS (Waters) -with mummi
UPLC - High Res POS (Waters)
HPLC - UHD Qtof pairs

HPLC / Single Quad

UPLC ] Q-Exactive

HPLC / lon Trap

HPLC | Waters TOF

HPLC / Orbitrap Il

HPLC / Orbitrap
Custom-2015-06-17_08:31:53
GC / Single Quad (centWave)

GC / Single Quad (matchedFilter)
GC / TOF

Logout [ hpb ]

Job ID: 1116917

User: hpb (42)

Job Name: pair_2016-07-04 | Edit
Dataset 1: | 1_KO (control)

Dataset 2: |2 WT

Parameter Set: 0

4




View Results XCMS Public XCMS Institute Stored Datasets Account Help ~ Logout [ hpb )

- N Job ID: 1116917
9 User: hpb (42)
o (oaew oowr) OR (Sacrowse) Job Name: (pair_2016-07-04 | Edi
_ . HPLC /| Q-TOF :
File Formails File Formatls
optimized for HPLC with ~60 min Dataset 1:|1_KO (control)
gradient, ESI-QTOF-MS (e.g. Agilent Q-
Confirm Job Specifications x Dataset2: 2. WT
Job Details: Parameter Set: 1
Name: pair_2016-07-04_20:57 (ID# 1116917)
69912 Dataset 1 (control): 1_KO (ID# 69912), Files: 6
6 Dataset 2: 2_WT (ID# 69914), Files: (uploading)

Parameter Set: HPLC / Q-TOF (ID# 1)
Polarity: positive

Statistical Testing: Unpaired parametric t-test (Welch t-test) 4
1.KO 2\ Job will begin once all datasets have completed the upload
i |
> process. Please do not close any windows! R e Bl T -!|II|

Submit Job Cancel




Home Croate Job ~ View Rosults XCMS Public XCMS Institute Stored Datasets Account Holp ~ Logout [ hpb ]

View Jobs ’ - C X

Share Job(s) Job Grouping Rosubmit Job(s) Deloto Job(s)

Job Count: 44

Search Clear

Datasets (ID#) [*control] Created Parameters (ID#) Group Shared
- GROUP - 35

1_KO (#69912) 2016-07-04

2 WT (#69914) 20:57-31 HPLC/Q-T(1)




You recently submitted job (#1116917) on XCMS Online.

Hi Hpb,

We started processing your recently submitted job with the following details:

Job Name: pair_2016-07-04_20:57

Create Date: 2016-07-04 20:57:31 (Server Timezone)
Experiment Type: Pairwise Comparison

Parameter Name: HPLC /Q-TOF (#1)

Polarity: positive

Datasets: 1_KO (control)
2 WT

If these are not the correct parameters for this job, please log in to XCMS Online
(% FORMS_RETURN_URL%) to cancel this job. Otherwise you do not have to take any other
action; the system will continue processing.

We will send another e-mail if an error occurs or when this job is finished.
If you have any questions about this job you may contact the system administrator at
xcmsonline@gmail.com.

XCMS Online Administrators say:

Computer Source IP: 137.131.17.212

Regards,
XCMS Online Administrator
xcmsonline@scripps.edu




XCMS Institute Stored Datasets Account Holp ~

Logout [ hpb ]

Pairwise Results Summary:

Submit Date

2013-04-01 17:04:44

View Results Table

View Interactive Cloud Plot

View Interactive Heatmap
Y

Datasets Used

Finish Date Paired Samples Total Aligned Features Parameter 1D#

2013-04-01 17:29.53 False 4352

The finished job has the following notes:

2013-04-01 17:27:11 : There are regions with poor chromatographic resolution. Feature ann

otatons (CAMERA) were omitted for these regions
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XCMS Institute Stored Datasets Account Help ~

Pairwise Results Summary: coke vs hash: Not Availabl

Submit Date Finish Date Paired Samples Total Aligned Features Parameter ID# Log Shared
20130401 17:04:44 2013-04-01 17:29:53 Fase 4352 P ) 2) (2919 View Log NOT SHARED

The finished job has the following notes:
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Quick Compound Search:

ya

featureidx
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63801406 DOWN
8.20524e-6 [50'»’-’\!

000001 DOWN
00001 DOWN
000002 DOwN
000002 0w
000002 DN
0.00004 DOWN
0 COOO; DOu’-‘J
) CUOO; DOWN

0.00005 DOWN

0.00006 DOWN

updown

Search

maxmed

167.0146

5261777

233.9691

351.1643

379.1736
263.0550

431.1704

490.8187

‘5S¢ 4

463.1478

View Resuits

Clear

12.24

1.26

XCMS Public XCMS Institute Stored Datasets Account Help ~

677

1175

919

7,236

dataset! mes

31,930

1,482

23,925

dataset2 mes

11,532 [30](M]+

B804 [389)[M+3]2+

1,373

845 [178)M+1]+

“

976 [95][M+1)2+

1,400 [113)M])+

Isotopes

adducts
[M+Na]+ 14443

[AM+H+KI2+ 1
\J<

[3M+Na+K+NI3
[M+H-CH3)+ 416

70

™

[M+2K-H]+ 27 84

a4
il

70

216
(M+H-H20}+ 4 16
[(M+K)+ 451.8¢3

WHMS + 48

16

peakgroup

4
43

usernotes

Please click on a row to view feature details

Feature #1

m/z . 167.0146

Retention Time (min): 0.84
EIC
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a
S
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coke x 10 b (0.84 min)
p- 4
. 014
532 |
E 3 1
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§ T T T 1
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mZ
PPM Name Adduct COMPOSI
2 N, N-bis(2-chioroethyl M+H-H20 648
20 3 4-Dinydroxy-2-butar M+H-H20 63860




+ XCMS Cascade

File Connect Job

Run Type Online
Email Address

Machine Type AB-Sciex
Password

URL hitps://xcmsonline3.scripps. edu/ Job Type Single

Job Parameters 1:HPLC /Q-TOF Refresh
Local Directory Ci\src-data-streaming-folder-2

1
#Valid Data

XOCloud Directory C/\dst-data-streaming-folder
File Check Timeout

Post Run Timeout

Add New File Mask Add

Choose file mask from here File mask thatwill be used

GG
URA_*
VNG_*
cic_r
B1B_"
AlA_"

10:54:20 AM - - 72977
J10:54:20 AM - - 72988
10:54:20 AM - - 72959
10:54:20 AM - - 730110
10:54:20 AM - - 7302-1
10:54:20 AM - 730312
10:54:20 AM - 4573-aal

Version: 1.0.0b00 Compile Date: 6/13/2016 10:54:10 AM UserID: 16 Job ID Status: Logged In




we. ownCloud

3 h O N

ari isporna+10... ar
X0 scripps.edu BRGI

Activity  General Network

&, Connected to h_tt_gs_,_ as aries.aisporna@gmail.com.

492 MB of 20 GB in use ™

ownCloud

Syncing selected files in your account with

0:\aries. S

Add Folder Sync Connection




