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Introduction

INTRODUCTION

The Community Resource for Innovation in Polymer
Technology (CRIPT) provides a platform for researchers
working in polymer science and engineering to capture
and share data. CRIPT is hosted by a team at the
Massachusetts Institute of Technology (MIT) along with
collaborators in academia, industry, and government,
with support from the Convergence Accelerator Program
of the National Science Foundation (NSF).

7\

Community Resource for Innovation in Polymer Technology

£ test_synthesis1

@ RAFT networks toughe.

CRI0001

PREREQUISITES

Before attempting to access the CRIPT platform, users
must verify their identity. Verification consists of obtaining
a unique identification number from two third-party
organizations. This ensures the user’s identity while
protecting their work.

The two organizations are: Open Researcher and
Contributor ID (ORCID) and Globus ID.

ORCID

Open Researcher and Contributor ID (ORCID) is a
global, not-for-profit organization. ORCID provides a
persistent digital identifier (ORCID iD) that distinguishes
one user from all other researchers.

To obtain an ORCID iD, visit the official ORCID website at
www.orcid.org.

GLOBUS

Globus is a group at the University of Chicago that
develops and operates a non-profit service for use by the
research community.

Globus products and services are developed and
operated by the University of Chicago and Argonne
National Laboratory to assist researchers in sharing their
work with universities, laboratories, and companies
around the world.

A Globus ID allows users the ability to share research
without providing private organizational or personal
contact information or credentials.

To obtain a Globus ID, visit the Globus ID website at
www.globusid.org. If the user does not have a Globus
ID, they may create one as part of the CRIPT account
creation process.

EDUCATIONAL/GOVERNMENTAL
ORGANIZATIONS

Some unique identification credentials provided by
universities and governmental agencies can be used to
access the CRIPT platform. These must be obtained
from the user’s institution.

CONTACT TECHNICAL SUPPORT

This manual was created to instruct users on the proper
usage of the CRIPT platform. Additional support may
also be found using the following resources:

» The CRIPT blog can be found on the CRIPT platform
home page at blog.criptapp.org. It contains helpful
usage tips.

» “Share a Thought” links are featured on many CRIPT
platform pages. Clicking on these links allow users to
comment and voice their concerns regarding CRIPT
platform usage.

» Email requests for help can be sent to
CRIPT@mit.edu.

CRIPT Operation Manual
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Chapter 1

Initial Setup

INITIAL SETUP
REGISTRATION WITH CRIPT

Before registering with CRIPT, the user will require an ORCID identification number (ID). For more information, see

“Prerequisites” on page i-i in the Introduction.

1. Navigate to the CRIPT website, https://criptapp.org.
2. Select Login/Register (1) on top right corner of page.

CRIPT

What is CRIPT? Mission & vision Benefits of CRIPT Team Docs & more

Accelerator Program of the National Science Foundation (NSF). Learn more...

The Community Resource for Innovation in Polymer Technology (CRIPT) provides a platform for people working in
polymer science and engineering to capture and share data. CRIPT is led by a team at the Massachusetts Institute of
Technology (MIT) along with collaborators in Academia, Industry, and Government, with support from the Convergence

Network. Transform.

ol

Figure 1-1

CRI0002

3. Use drop-down (2) to select institution. If institution is not listed, the consent form can be downloaded from the link
(3). The link to the form can be downloaded from the hyperlink, Institutional consent form.

4. Complete the form and email back to cript@mit.edu.

¢RIPT
Account verification
I will use CRIPT on behalf of | My institution is not listed here ~
The Terms of Use must be agreed and signed by an authorized representative of
your institution.
Please download and complete the institutional consent and signature form below
and email it to cript@mit.edu.

¥ Download the institutional consent form
. CRI0084
Figure 1-2
. >
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INITIAL SETUP

5. CRIPT will automatically launch Globus, which will offer several ways to enter the user’s unique ID.
6. Select Sign in with ORCID iD (4) to launch the ORCID sign-in page.

Log in to use CRIPT

Use your existing organizational login

rsity, national lab, facility, project

o
o

g.. univ

Look-up your organization..

By selecting Continue, you agree to Globus terms of service and privacy policy.

o

‘ @/») Sign in with ORCID iD

G Sign in with Google

Figure 1-3 CRI0003
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INITIAL SETUP

7. Enter the users Email or 16-digit ORCID iD (5) and Password (6), and select SIGN IN (7).

8. Iflacking an ORCID iD, select Register now (8).

i;/(:\': m 1;/;:2‘3 i

Connecting research and researchers

ABOUT  FOR RESEARCHERS MEMBERSHIP DOCUMENTATION RESOURCES

Signiin

Email or 16-digit ORCID iD

com or 0000-0001-2345-6789

Password

Forgot your password or ORCID ID?

Don’t have an ORCID iD yet? Register now

e

ﬁl Access through your institution
G Sign in with Google

Sign in with Facebook

NEWS & EVENTS

SIGN IN

i

English v

Figure 1-4

CRI0004
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INITIAL SETUP

9. Enter user information and select NEXT (9).

o o ©

Personal data Security and notifications Visibility and terms

Create your ORCID iD

This is step 1 of 3

Per ORCID's terms of use, you may only register for an ORCID iD
for yourself. Already have an ORCID iD? Sign In

First name

Sample @

anyuser@sample.com

Confirm primary ema

anyuser@sample.com

ACdItional ema

anyuser@sample.com @

-+ Add another email @\
=

Figure 1-5

CRI0036
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INITIAL SETUP

10. Verify that there is not an ORCID iD associated with user name by using the scroll bar (10) to scan through names.
11. Once confirmed, select NONE OF THESE ARE ME, CONTINUE WITH REGISTRATION (11).

Could this be you?

We found some accounts with your name, which means you may have already created an ORCID iD using a different email address. Before creating an
account, please confirm that none of these records belong to you. Not sure if any of these are you? Contact us.

First Name Last Name Affiliations View Record

Sample User Newcastle University, University of View Record
Aberdeen, University of
Birmingham, University of California
Davis, University of California San
Francisco, University of Glasgow,
University of Leeds Faculty of
Biological Sciences, University of

Surrey

Auckland District Health Board, New  View Record
Zealand Institute of Medical
Radiation Technology

I ALREADY HAVE AN ID, GO BACK TO SIGN IN NONE OF THESE ARE ME, CONTINUE WITH REGISTRATION

CRI0037

Figure 1-6
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INITIAL SETUP

12. Create ORCID iD by entering a Password (12), Confirm password (13) by entering it again.
13. An optional check box (14) can be selected for quarterly notifications.
14. Select NEXT (15) to continue.

o (2] ©

Create your ORCID iD

This is step 2 of 3

& s or more characters
& 1 letter or symbol
& 1 number

q@\ Confirm password

Notification settings

ORCID sends email notifications about items related to your
account, security, and privacy, including requests from ORCID
member organizations for permission to update your record, and
changes made to your record by those organizations.

You can also choose to receive emails from us about new features

and tips for making the most of your ORCID record.

[[] Please send me quarterly emails about new ORCID features
and tips.To receive these emails, you will also need to verify
your primary email address.

After you've registered, you can change your notification settings

2

Personal data Security and notifications Visibility and terms

at any time in the account settings section of your ORCID record. /€5>

Figure 1-7

CRI0038
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INITIAL SETUP

15. Set visibility settings (16) and Terms of Use (17).
16. Select the reCAPTCHA box (18) and then select REGISTER (19).

o o ©

Personal data Security and notifications Visibility and terms

Create your ORCID iD

This is step 3 of 3

Visibility settings

Your ORCID iD connects with your ORCID record that can contain
links to your research activities, affiliations, awards, other versions
of your name, and more. You control this content and who can see
it.

By default, what visibility should be given to new items added to
your ORCID Record?

() s8¢ Everyone (87% of users choose this)

(O) ¢ Trusted Organizations (5% of users choose this)
(O B Only me (8% of users choose this)

Please choose a default visibility setting.

More information on visibility settings

Terms of Use

[J 1 consent to the privacy policy and terms of use and agree to
my data being publicly accessible where marked as "Visible to

Everyone".

[] I consent to my data being processed in the United States.
More information on how ORCID process your data.

To continue creating your ORCID iD you must accept the terms of
use and consent to your data being processed in the United
States.

I'm not a robot

Please check the recaptcha box

CRI0039

Figure 1-8
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INITIAL SETUP

17. The globus site will launch. Select Continue (20).

Welcome - You've Successfully Logged In

This is the first time you are accessing Globus with your ORCID login

If you have previously used Globus with another login you can link it to your ORCID login. When
lmked. both logins will be able to access the same Globus account permissions and history.

© 2010-2022 University of Chicago. Argonne National Laboratory  Legal ~ Privacy

CRI0040

Figure 1-9
18. Enter Email address (21) and Organization (22).
19. Select which purpose the account will be used for (23).
20. Select Terms of Service (24) to accept Privacy Policy and then select Continue (25).

Complete Your Sign Up For 0000-0000-0000-0000@orcid.org

Name  Sample User /@D

Email

@\ e
Account will be used for O non-profit research or educational purposes

O commercial purposes

.\ O 1 have read and agree to the Globus Terms of Service [ and

Privacy Policy (@

O o

© 2010-2022 University of Chicago. Argonne National Laboratory ~ Legal ~ Privacy

Figure 1-10

CRI0041
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INITIAL SETUP

21. The ORCID Authorize access page will open, displaying the user's ORCID credentials. Selecting Authorize access
(26) will launch the CRIPT home page.

O RC 1D Authorize access

You are currently signed in as:

User
https://orcid.org/0000-0000-0000-000X

Sign out

Globus Auth 0

has asked for the following access to your ORCID record:

@ Get your ORCID iD

Authorize access

Deny access

If authorized, this organization will have access to your ORCID record, as
outlined above and described in further detail in ORCID’s privacy

policy.

You can manage access permissions for this and other Trusted
Organizations in your account settings.

Figure 1-11

CRI0005
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INITIAL SETUP

LOGIN TO CRIPT

The CRIPT home page allows the user to create new projects, search for existing projects, and find helpful tips on the

CRIPT platform.

CRIPT HOME PAGE

CRIPT Name v

HeIIo, user! 0000-0000-0000-000x
Quick Tips for Getting Started

With the brand new user interface of CRIPT, you can:

To upload you own dat

How You Can Help

ly Adopter Community

you can use our Excel template + parser or Python SDK. Please visit the [§ Docs Hub to leam more about these and other resources.

From the CRIPT blog..

Love ChemDraw? Hate ChemDraw?
Either way, CRIPT will work for you!

If 1 Can CRIPT, So Can You

<
{CRIPT}

Collaboration at MONET, an NSF
Center

"o 5
<
¥ +CRIPT

o-

CREATE A PROJECT

The first step in working with user data in CRIPT is to create a project. A project is an organizational tool that will

contain a collection of thematically related work that is typically a collaboration between a number of individuals and

Figure 1-12

CRI0006

can lead to a series of scientific publications. The project will hold a set of collections, which are publishable groupings
of research (i.e. papers) as well as a set of materials that are used between research performed within the project. By
default, the user project will be non-public when first created. Therefore, it can only be viewed and modified by
collaborators that are added to the project.

1. Select Browse drop-down (1) and select Projects (2).

CRIPT Name v
@ Projects _@
1B Collections

Experiments

o

Materials

Data

oSrr

References

222 Users

Q  Advanced Search

B Featured

B Hep

Hello, user!

Quick Tips for Getting Started

With the brand new user interface of CRIPT, you can:

o Set display name + visibility in the CRIPT user directory in
lleag

ccount Settings

borators

nts, and more

From the CRIPT blog.

Love ChemDraw? Hate ChemDraw?
Either way, CRIPT will work for you!

I | Can CRIPT, So Can You

<>
{CRIPT}

Collaboration at MONET, an NSF
Center

ot ey
4
Ly +CRIPT

Figure 1-13

CRI0007
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INITIAL SETUP

2. Select New project (3).

CRIPT  tome v sac

aterials.

88 Collections

o~ Q @ st O~

Files %

O wycwr @ Projects

i Browse - My recent projects

Q Advanced search & sample ®

B3 Featured

B Hep

Showing 1-15 of 22 Projects

Name 1
Sample
SDK test project
Test Project Almon
DMREF-Redox
CRIPT Examples.
Expo2022
CRIPT_1
waldow_lab

strong-weak
OlsenLab_rubberrecycling
Alexis private project test
olsenlab

AFRL-VaiaProject

L TS T, T, B S R B, B T S O R B I )

¥ Share a thought

CRIPT Test

Weak bond network toug...

© Tutorial Examples

© Almon Collection

© Tutorial

© Expo2022

© CRIPT test

t synthesist
FT networks toughe...

© strong-weak test colle...

© rolyethylene Grafting
© Polyethylene Grafting ...
© sans

@ Binary Polymer Solutio...

@ sectxt, nmraxt

© example_template vo-...

@ LLoPEmysample.tri

@ F127_merged.txt

3. Enter a valid project Name (4).

4. Enter a Description (5) for the project.

5. Select Create (6).

Figure 1-14

CRI0008

NOTE: New projects are private by default and can only be viewed and modified by collaborators that are associated

with the project.

CRIPT Editor

@  New project

Description

#¢> Share a thought

8 non-public

4

e o

Figure 1-15

CRI0070
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INITIAL SETUP

ADD COLLABORATORS TO A PROJECT

Once a project is created, specify which users can contribute to that project. Add all collaborators, including principal
investigators. If a collaborator is not added, they will not be able to view any data in the project until it is public, and will
not be able to modify any data.

1. Select Browse drop-down (1) and select Users (2).
2. Check box (3) allows user to add or remove name from the CRIPT directory.
3. Locate the user name (4) for collaboration and copy their ORCID iD (5).

CRIPT

@ My CrRPT
B Browse ¥

Projects
Collections
Experiments
Inventories

Materials

FDCr-meReE

Q Advanced Search

B3 Featured

B Hep

2 Display name .

:2: User directory

Showing 1-5 of 5 Members

e o~ Q @ rout O~
Remove me from the CRIPT directory

sheld
0000-0002-5937-7721
Monthly Meeting Staff

Data
References avdh
Users

ardiana

0000-0003-4419-249x
0000-0002-5937-7721
0000-0002-8098-1026
0000-0001-5015-5279

0000-0002-5532-0285

Figure 1-16

4. Select Browse drop-down (6), select Projects (7), and select project name (8).

CRI0085

i srowse -

Projects
Collections
Experiments
Materials
Data

References

N el SN ]

Users

Q Advanced Search

B3 Featured

B Help

® Shareathought

ECRIPT Name v | search materials

& Projects

My recent projects

& sample

@e

°|

Showing 1-15 of 22 Projects

Name

88 Collections

o~ Q @ rbot O~

© New project

ag
a6

@ Files %

(S 2 TS B T S S, B S S L B I I )

sample

SDK test project
Test Project Almon
DMREF-Redox
CRIPT Examples
Expo2022

CRIPT_1

waldow_lab

Weak bond network toug..

Strong-weak
OlsenLab_rubberrecycling
Alexis private project test
olsenlab
AFRL-VaiaProject

CRIPT Test

@ Tutorial Examples

@ Almon Collection

@ Tutorial
© Expo2022

© CRIPT test

© test_synthesis1

© RAFT networks toughe...
© strong-weak test colle...
© Polyethylene Grafting
© Polyethylene Grafting ..
© sans

@ Binary Polymer Solutio

@ sectxt, nmrtxt

© example_template_v0-...

@ LLOPEmysample.tri

@ F127_merged.txt

Figure 1-17

CRI0011

CRIPT
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INITIAL SETUP

5. Select Edit (9) and select Edit collaborators (10).

(: RIPT Name v | Search materials... o~ Q @ sboit O~

@ My CRIPT

@ Sample manual

CRIPT ID d877eecc-c2b7-4b7f-8aca-62c40ce3b70b 0

i Browse ¥

/" Edit project

Q_  Advanced Search verification for instruction manual &+ Edit collaborators
. . " W Delete this project

B3 Featured 1B Collections @) & Materials & Files e
B Help oo

Showing 1-1 of 1 Collection e og

O Name & Experiments % B Inventory 1, @ Project

O a8 Sample manual Sample manual

&% sample manual Created Nov. 16, 2022, 9:25 p.m. by sheld

Updated Nov. 16, 2022, 9:25 p.m. by sheld

© 2022 MIT | All Rights Reserved

9% Share a thought

CRI0074

Figure 1-18

6. Name (11) will be autogenerated from the Project or user can enter a new name for the group.

7. Check the Public option box (12) if user wishes to make this access group visible to the community. For more
information, see “Non-public change” on page 1-16.

8. Description (13) allows user to specify details about the project.

9. Enter ORCID iD (14) of the collaborator to be added, select add user icon (15), and select Submit (16).
NOTE: If the ORCID iD contains any letters, they must be in lowercase.

/" Edit group

Name*

Sample

Valid group name
Public ®
Description (optional)

Add a description to this access group...

Search for user by ORCID

@ 0003000300000

Enter 3 valid 16-digit ORCID

Group members (1)

@ 0000-0003-4419-249x  (me)

o
.

CRI0013

Figure 1-19
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INITIAL SETUP

EDIT PROJECT

1. Select Browse drop-down (1) and select Projects (2).

Wezk bond network toug..
strong-weak
OlsenLab_rubberrecycling
Alexis private project test

olsenlab

(@ RAFT networks toughe.
© strong-weak test colle...
© Polyethylene Grafting
© rolyethylene Grafting ...

© sans

© LLoPEmysample.tri

© F127_mergedixt

CRIPT Name v o~ QA | @mot O-
Hello, user! 0000-0000-0000-000x From the CRIPT blog...
Brow - - - - Love ChemDraw? Hate ChemDraw?
Browse Quick Tips for Getting Started ~ Either way, CRIPT will work for you! /
& projects With the brand new user interface of CRIPT, you can:
1B Collections
N o Set display name + visibility in the CRIPT user directory in @ 1t Settings
& Experiments » Create and manage 22« Access Groups with your colleagues and collaborators 1£1/Cah CRIPT, So Caii You
A Materials ® Use the sidebar to browse B3 Collections, & Experiments, and more .
© e o Tell us what you think using the built-in feedback channels <
ata {CrIPT}
B3 References To upload you own data, you can use our Excel template + parser or Python SDK. Please visit the [§ Docs Hub to leam more about these and other resources.
282 Users
R How You Can Help o
Q. Advanced Search Collaboration at MONET, an NSF NSRS
B Center 7 ”
A Note to Our Early Adopter Community ¥ | &
- LI+ CRIPT
In the Pipeline v
B Hep sharing data
visit the blog
F_ 1 2 0 CRI0007
CRIPT  wme  ~ s o~ Q| @wr O
@ wycReT " | Projects New project
Browse ~ My recent projects
Q. advanced search & sample 3 8| | @ sample 2 8| | @ sample1 a
e & No fies s
IR
B3 Featured
B Help
Showing 1-15 of 24 Projects e 88 - 2
Name 7 183 Collections Files %
a8 Sample 3
a sample 2
a sample 1
() SDK test project @ Tutorial Examples sectxt, nmrtxt
© Test Project Almon © Almon Collection
® DMREF-Redox
© CRIPT Examples © Tutorial
® Expo2022 @ Expo2022 © example_template_v0-...
) CRIPT_1 © CRIPT test
) waldow_lab @ test_synthesis1
©
®
©
®
©

Share a thought

Figure 1-21

CRI0014
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INITIAL SETUP

3. Select Edit (4).
4. Select Edit project (5).

CRIPT Name v | Search materias.. o QA @aon O~

@ My CRIPT o
@ Sample manual a(melz]+0] + i P

£2 Browse ~
CRIPT ID d877eecc-c2b7-4b7f-8aca-62c40ce3b70b 0

/" Edit project

Q_  Advanced Search verification for instruction manual 2+ Edit collaborators
. = . . W Delete this project
B3 Featured B8 Collections @) & Materials @ Files J
B Help
" " oo
Showing 1-1 of 1 Collection e og
Name & Experiments % & Inventory % @ Project %
a Sample manual Sample manual
&% sample manual Created Nov. 16, 2022, 9:25 p.m. by sheld

Updated Nov. 16, 2022, 9:25 p.m. by sheld

9% Share a thought

CRI0074

Figure 1-22
5. Users can edit the manual Name (6), project description (7), and non-public change (8). For more information on
non-public change, see “Non-public change” on page 1-16.
6. Select Save (9) to save changes.

NOTE: New projects are private by default and can only be viewed and modified by collaborators that are associated
with the project.

CRIPT Editor EDED: o0

@ sample manual @ non-public (change) ah Sample manual i Delete
Sample manual
verification for instruction manual

1B Collections (0) A Materials (0) Files (0) @ New Collection

Name Description Contents

%6 Share a thought

CRI0072

Figure 1-23
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INITIAL SETUP

NON-PUBLIC CHANGE

Navigate to Edit project. For more information, see “Edit project” on page 1-14.
Select public (1) to make project visible to public.

Select Check box (2) to accept permission to continue.

Select Confirm (3) to save choice.

-_—

oD

Edit node visibility

<node-name>'s visibility:
@\ non-public
O public
@\ | understand that | am requesting the CRIPT Platform
to make the Data | have selected Public CRIPT Data
(as that term is defined in the Terms of Use to which |
have previously agreed to). By requesting that this
Data become Public CRIPT Data | re-confirm that | have
all appropriate permissions necessary for this Data to
be made public to the CRIPT research community and,
to the extent published by the CRIPT research
community, the general public, and | re-confirm that all
such Public CRIPT Data may be made public without

violation of any applicable law or any third party's
rights

CRI0076

Figure 1-24
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INITIAL SETUP

DELETE A PROJECT

1. Select Browse drop-down (1) and select Projects (2).

Wezk bond network toug..
strong-weak
OlsenLab_rubberrecycling
Alexis private project test

olsenlab

(@ RAFT networks toughe.
© strong-weak test colle...
© Polyethylene Grafting
© rolyethylene Grafting ...

© sans

© LLoPEmysample.tri

© F127_mergedixt

CRIPT Name v o~ QA | @mot O-
Hello, user! 0000-0000-0000-000 From the CRIPT blog...
Brow - - - - Love ChemDraw? Hate ChemDraw?
Browse Quick Tips for Getting Started ~ Either way, CRIPT will work for you! /
@ rrojects With the brand new user interface of CRIPT, you can: S
1B Collections
N « Set display name + visibility in the CRIPT user directory in @ Account Settings
& Experiments . anage sx Access Groups with yo laborator
reate and manage 124 Access Groups with your colleagues and collaborators T —
A Materials ® Use the sidebar to browse B3 Collections, & Experiments, and more
© b5 o Tell us what you think using the built-in feedback channels s ‘)
RIPT.
B3 References To upload you own data, you can use our Excel template + parser or Python SDK. Please visit the [§ Docs Hub to leam more about these and other resources.
22 Users nced that leaming B
I How You Can Help v
Q. Advanced Search Collaboration at MONET, an NSF NSRS
B Center 7 ”
pter Community v 5, 8 z
- LI+ CRIPT
v
B Hep snaring dsta
visit the blog
F_ 1 2 5 CRI0007
CRIPT  wm ov Q| @ O
@ wycReT " | Projects New project
Browse ~ My recent projects
Q. advanced search & sample 3 8| | @ sample 2 8| | @ sample1 a
o e & Nofies
.1
B3 Featured
B Help
Showing 1-15 of 24 Projects e 88 - 2
Name 7 183 Collections Files %
a8 Sample 3
a sample 2
a sample 1
() SDK test project @ Tutorial Examples sectxt, nmrtxt
© Test Project Almon © Almon Collection
® DMREF-Redox
© CRIPT Examples © Tutorial
® Expo2022 @ Expo2022 © example_template_v0-...
) CRIPT_1 © CRIPT test
) waldow_lab @ test_synthesis1
©
®
©
®
©

Share a thought

Figure 1-26

CRI0014
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INITIAL SETUP

3. Select Edit (4).
4. Select Delete this project (5).

(: RIPT Name v | Search materials... o~ Q @ sboit O~

@ My CRIPT

5 e @ Sample manual YEOBEBEECEN - - -

CRIPT ID d877eecc-c2b7-4b7f-8aca-62c40ce3b70b 0 Ry N -
/' Edit project

Q_ Advanced Search verification for instruction manual & Edit collaborators
W Delete this project

B3 Featured 1B Collections @) & Materials & Files
B Help oo
Showing 1-1 of 1 Collection e og
O Name & Experiments % B Inventory 1, @ Project
O a8 Sample manual Sample manual
&% sample manual Created Nov. 16, 2022, 9:25 p.m. by sheld

Updated Nov. 16, 2022, 9:25 p.m. by sheld

© 2022 MIT | All Rights Reserved

9% Share a thought

CRI0074

Figure 1-27
5. Enter ORCID iD (6) and select Confirm (7). For more information, see “Locate ORCID iD” on page 1-19.
NOTE: If the ORCID iD contains any letters, they must be in lowercase.

B Delete project

To confirm, please enter your ORCID iD.

@ XOOOK-XOOK-XIHNK-XKX

Cancel

CRI0016

Figure 1-28
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LOCATE ORCID ID
1. Select Account drop-down (1) and select Account Settings (2).

¢RIPT Name v | search materials QVM o-
£ Account Settings

@ MyCrIPT

@ security settings

@ Sample manual a8 nh.ed +E

2 Browse ~ [> Logout
CRIPT ID d877eecc-c2b7-4b7f-8aca-62c40ce3b70b

@ Projects verification for instruction manual
B Collections
A i ) -~ . "
& Bperiments B8 Collections @ & Materials @ Files
B Inventories -
A Materials

: 3 oo
€3 pata Showing 1-1 of 1 Collection e oo

References - .
8 Name * & Experiments % & Inventory %, @ Project %,
&2 Users
a Sample manual @ sample Sample manual

Q' Advanced Search

B3 Featured

Help

ah Sample manual Created Nov. 16, 2022, 9:25 p.m. by sheld

Updated Nov. 16, 2022, 9:25 p.m. by sheld

MIT | Al Rights Reserved

95 Share a thought

. CRI0088
Figure 1-29
2. ORCID iD (3) location is shown.
CRIPT Name v " o QA @ O~
© My Rt O Account settings
i Browse v Sample User
Q Advanced Search sampleluser
B3 reatured @ Visible in CRIPT user directory (default)
B Hep R
0000-0000-0000-000x
ﬁser@domain.org
CRI0089

Figure 1-30
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CREATE A COLLECTION

Each project within CRIPT holds both materials and collections. Collections are groupings of data that represent
publishable units of research (i.e. one paper). Collections are the organizational level used to make data viewable to
the public. All collections are by default non-public; the general public cannot view the users collection until it is made

public at the project level. For more information, see “Non-public change” on page 1-16.

1. Select Browse drop-down (1) and select Collections (2).

@ Projects Q
1B Collections

& Experiments

A Materials
{3 Data
B3 References

222 Users

Q  Advanced Search

Hello, user!

Quick Tips for Getting Started

parser or Python SDK. Please visit the [§ Docs Hub to leam more about these and other resources.

From the CRIPT blog.

Love ChemDraw? Hate ChemDraw?
Either way, CRIPT will work for you!

I | Can CRIPT, So Can You

<>
{CRIPT}

Collaboration at MONET, an NSF
Center

ot oyt
4
¥+ CRIPT

Figure 1-31

2. Select New collection (3).

A Note to Our Early Adopter Community
B Featured
In the Pipeline
B Hep trom sharing data
visit the blog >
CRI0007

@ My cRPT
i Browse -

Q Advanced Search

B3 Featured

B Hep

B8 Collections

My recent collections

You have no recent collections to view.

Showing 1-14 of 14 Collections

@/ © new collection

oo
88

Name 2 Experiments " & Inventory " @ Project "
Tutorial Examples © Anionic Polymerization... © Tutorial Materials SDK test project

Almon Collection Test Project Almon
MK Test Upload © ATRP of PBMA Katsumata Project
Practice Atom Transfer Ra.. © Synthesis of Polymeth... Katsumata Project
Binary Polymer Solution P... © linear_polymer_3pdb (... AFRL-VaiaProject

MuckleyTestCollection © MuckleyTestExperiment MuckleyTestProject

Tutorial © Anionic Polymerization... © Tutorial Materials

CTV_rubber recycling 2 t1, expt 2, expt 3.
CTV_rubber_recycling_1 t1, expt.2, expt_3...
CTV_rubber_recycling t1, expt 2, expt 3.

8lock Copolymer Phase Be...

Polyethylene Grafting_take2 @ Polymer Grafting via B...

Polyethylene Grafting

(S 25 T B S B TS S R B 5 B B A B )

Original_Polyester

CRIPT Examples

cv

av

cav

OlsenLab_BCDB

Alexis private project test
Olsentab_rubberrecycling

OlsenLab_sustainablepoly.

Figure 1-32

CRI0017

CRIPT
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3. Enter Name (4) for New Collection.

4. Enter Description (5) for New Collection and select Create (6) to save.

ZRIPT Editor EEEgly

» @ New Collection

Name

@\ Description

ﬁnon-public

Content:

Cancel Create

EDIT A COLLECTION

Figure 1-33

1. Select Browse drop-down (1) and select Collections (2).

CRI0071

Hello, user! oo

# erowse -

From the CRIPT blog...

Love ChemDraw? Hate ChemDraw?

Quick Tips for Getting Started - Either way, CRIPT will work for you!
& projects With the brand new user interface of CRIPT, you can: .
1B Collections
. « Set display name + visibility in the CR rectory in @ Accou
& Experiments o Create and manage s colleagues and collabo T —
A Materials * Use the sidebar t periments, and more :
€)1 . feedback channels <>
ata {CrIPT}
B3 References To upload you own data, you can use our Excel template + parser or Python SDK. Please visit the [§ Docs Hub to learn more about these and other resources.
2% Users cnvinced that learning BigSh
Q How You Can Help o
Q Advanced search Collaboration at MONET, anNSF =, = _*
Center "
A Note to Our Early Ac v 2
B3 Featured 3
In the Pipeline v
B Hep

Figure 1-34

CRI0007
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2. Select collection to be edited (3).

¢RIPT Name v

@ MyCrPT

Browse ~

Q Advanced Search

o Q @ rot O~

Block Copolymer Phase Be...
Polyethylene Grafting_take2 @ Polymer Grafting via B.
Polyethylene Grafting

Original_Polyester @D R R3, R4, RS, R6, R..

®: Share a thought

B3 Featured
Showing 1-15 of 15 Collections e &
B Hep
Name % & Experiments @ Project
8 sample sample
) Tutorial Examples @ Anionic Polymerization... @ Tutorial Materials SDK test project
© Almon Collection Test Project Almon
® MK) Test Upload © ATRP of PBMA Katsumata Project
© Practice Atom Transfer Ra... © Synthesis of Polymeth... Katsumata Project
) ginary Polymer Solution P... © linear_polymer_3pdb (.. AFRL-VaiaProject
® MuckleyTestCollection € MuckleyTestexperiment MuckleyTestProject
® Tutorial @ Anionic Polymerization... @ Tutorial Materials CRIPT Examples
® CTV_rubber_recycling_2 €D expt_1, expt 2, expt 3... v
® CTV_rubber_recycling_1 € expt_1, expt 2, expt_3... v
® CTV_rubber_recycling @ expt 1, expt 2, expt 3... v
®
©
®
©

Olsentzb_BCDB
Alexis private project test
OlsenLab_rubberrecycling

Olsentab_sustainablepoly...

Figure 1-35
3. Select Edit (4) and select Edit collection (5).

CRI0019

ERIPT Name v | Search materias.

@ wycreT Sample manual » Sample manual

Browse - B8 Sample manual

CRIPT ID d74c015e-bb25-4ef5-a4c8-1757e7e476e6 0

Q_ Advanced Search
verification for instruction manual

B3 Featured
¢ Experiments @) & Inventories

B Hep
Showing 1-1 of 1 Experiment

Name % =] Processes %

() Data %

o~ Q @ ot O~

Z  Edit collection

B Delete this collection

B3 Collection 7

a8 Sample @ sample

2% sample manual

© 2022 MIT| Al Ri

- Share a thought

Sample manual

Created Nov. 18, 2022, 4:12 p.m. by sheld
Updated Nov. 18, 2022, 4:12 p.m. by sheld

Figure 1-36

CRI0086
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4. Users can edit the collection name (6) and collection description (7).

5. Select Save (8) to save changes.

CRIPT Editor

» @ Sample manual

Sample manual

verification for instruction manual

B Experiments (1) A Inventories (0)

Name Description

& non-public

Contents

ah Sample manual

e o

ﬁ Sample verification for manual

¢ Share a thou,

1 process, 0 data

Figure 1-37
DELETE A COLLECTION

1. Select Browse drop-down and select Collections.

CRI0087

CRIPT Name v

You Can Hel|
Q  Advanced Search fou Car p

0 wycrer Hello, user! 0000-0000-0000-000K
Browse = Quick Tips for Getting Started
& projects With the brand new user interface of CRIPT, you can:
B Collections .
N o Set display name + visibility in the CRIPT user directory in @ Ac as
& Experiments o Create and manage s2: Access Groups with your colleagues and collaborat
A Materials * Use the sidebar to browse (88 Collections, & Experiments, and more
) e B s what you think using the buil
B3 References To upload you own data, you can use our Excel template + parser or Python SDK. Please visit the [§ Docs Hub to leam more about these and other resources.
282 Users

From the CRIPT blog...

Love ChemDraw? Hate ChemDraw?
Either way, CRIPT will work for you!

I | Can CRIPT, So Can You

Collaboration at MONET, an NSF SR g

“—
¥+ CRIPT

A Note to Our Early Adopter Col
B3 Featured
In the Pipeline
B Hep m sharing data
visit the blog >
CRI0007

Figure 1-38
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2. Select Collection to be deleted (3).

ERIPT v

@ MyCrPT

Browse ~

Q Advanced Search

@ ot O

o Q

Tutorial Examples

Almon Collection

MK) Test Upload

Practice Atom Transfer Ra...
ginary Polymer Solution P...
MuckleyTestCollection
Tutorial
CTV_rubber_recycling 2
CTV_rubber_recycling_1
CTV_rubber_recycling

Block Copolymer Phase Be...
Polyethylene Grafting_take2

Polyethylene Grafting

® O &6 6 &8 & O 600 6 O&D

Original_Polyester

@ Anionic Polymerization...

@ ATRP of PBMA

© Synthesis of Polymeth...

© MuckleyTestExperiment
@ Anionic Polymerization...
@ expt 1, expt 2, expt 3..
€ expt_1, expt 2, expt_3...

@ expt 1, expt 2, expt 3...

@ Polymer Grafting via B.

@D R2,R3, R4, RS, R6, R..

© Tutorial Materials

© linear_polymer_3pdb (..

@ Tutorial Materials

B Featured
Showing 1-15 of 15 Collections e =
B Hep
Name * 2 Experiments % & Inventory @ Project
Sample Sample

SDK test project
Test Project Almon
Katsumata Project
Katsumata Project
AFRL-VaiaProject
MuckleyTestProject

CRIPT Examples

Olsentzb_BCDB
Alexis private project test
OlsenLab_rubberrecycling

Olsentab_sustainablepoly...

. CRI0019
Figure 1-39
3. Select Edit (4).
4. Select Delete this collection (5).
CRIPT Name v v QA @ O-
O© My creT Sample manual » Sample manual
rowse Sample manual
Q Advanced Search CRPLID sl o /' Edit collection
verification for instruction manual
W Delete this collection
B Featured
& Experiments € & Inventories
B Hep
Showing 1-1 of 1 Experiment e 88
Name 1, ] Processes () Data % | Collection *,
a Sample Sample Sample manual
Sample manual Nov. 18, 2 2 p.m. by sheld
No p.m. by sheld
CRI0086

Figure 1-40

CRIPT
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5. Enter ORCID iD (6) and select Confirm (7). For more information, see “Locate ORCID iD” on page 1-19.
NOTE: If the ORCID iD contains any letters, they must be in lowercase.

HELP MENU

B Delete collection

Deleting this collection will remove all of its contents
(Experiments, Data, and Files) permanently. Are you sure you wish
to proceed?

To confirm, please enter your ORCID iD.

@) | 000XX00X0X-X00K

Cancel

Figure 1-41

CRI0023

1. Help menu (1) provides many different resources to assist users in getting the most out of the CRIPT platform.
Most features of the help menu can be accessed from the CRIPT Home Page or the CRIPT Landing Page.

(:RlPT Name v | search materials.

@ wmycreT HeIIo, user! © 0000-0000-0000-000x
H srowse - Quick Tips for Getting Started
W Projects ‘With the brand new user interface of CRIPT, you can:
B Collections . —
« Set display name + visibility in the CRIPT user directory in @ Account Settings
& Experiments o Create and manage s« Access Groups wiith your colleagues and collaborators
A Materials  Use the sidebar to browse | Collections, & Experiments, and more
{3 pata o Tell us what you think using the built-in feedback channels
B3 References o upload you own data, you can use our Excel template + parser or Python SDK. Please visit the [ Docs Hub to learn more about these and other resources.
& Users

Q Advanced Search How You Can Help

A Note to Our Early Adopter Community
B3 Featured

in the Pipeline
B Hep

o~

From the CRIPT blog...

Love ChemDraw? Hate ChemDraw?

Either way, CRIPT will work for you! %~

Q @ st O~

4

<

If1Can CRIPT, So Can You """ """

<

Collaboration at MONET, an NSF
Center

vincad that learning BIGSMILES and using

<
{CrIPT}

P 'c' .
" + CRIPT

can bansit

visit the blog >

Figure 1-42

CRI0007
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€RIPT B Docs hub
<> Python SDK 2 Excel Uploader
instructions and examples for programmatic integration with CRIPT plo
< Browsable API ?  Frequently asked questions (FAQs)
Self enting JSON-bat RIPT da vers to commor lestions about the CRIPT
Controlled vocabulary = Data model
of controlled vocabula ised in the CRIPT data model
2 Ingestion tools & CRIPTblog
I Navigating CRIPT X Terms and Conditions
Tips and videos for getting a terf hts and obligations of CRIPT and its community of us
CRI0024

Python SDK

Figure 1-43

Instructions and examples for programmatic integration with CRIPT via the CRIPT python package cript.py. For more

information, see Python SDK.
Browsable API

Self-documenting JSON-based CRIPT data explorer (requires login).

Controlled vocabulary

List of controlled vocabulary used in the CRIPT data model.

Ingestion tools

Repository of software for organizing and uploading data to CRIPT.

CRIPT Manual

Tips and videos for getting around the CRIPT application interface.

Excel Uploader

Upload user data to CRIPT in tabular form using the Excel template. For more information, see “Excel Uploader” on

page 2-2.
Frequently asked questions (FAQs)

Answers to common questions about the CRIPT platform.

Data model
Manuscript that describes the CRIPT data model.
CRIPT blog

Community-driven educational content for polymer informatics.

Terms and Conditions

Rights and obligations of CRIPT and its community of users.

CRIPT
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SHARE A THOUGHT

1. The Share a thought button (1) allows the user to provide user feedback on the CRIPT platform. The feedback
collected is used to refine the CRIPT platform experience to better serve the users. Any feedback is greatly
appreciated by the CRIPT platform administrators and programmers. The Share a thought button can be found in
the lower left of most pages while navigating through the CRIPT web app.

Select the type of feedback from the drop-down (2).
Optional: you can select how you feel, rate the importance, and urgency.
Optional: you can describe your feedback in more details.

Optional: you can choose to submit your feedback anonymously, or uncheck it if you wish to be contacted and
discuss your suggestions with the CRIPT team.

6. Select Submit (3) to send feedback.

Al

%% Share a thought

Which type of feedback would you like to share?

Interface layout

How does this item make you feel? (optional)

@

neutral content excited

How would you rate its importanee? (optional)

minor

How would you rate its urgency? (optional)

eventual immediate

How does this item align with your expectations for it? (optional)
|

far below far above

Description (optional)

Describe your feedback in more detail...

Keep my feedback anonymous (uncheck if you are open to

being contacted by the CRIPT team)

CRI0025

Figure 1-44
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Chapter 2

Excel Uploader

USING EXCEL UPLOADER

REQUIRED DOWNLOADS
Uploading data to CRIPT using the Excel Uploader requires the following:

+ Download the Excel Template.
» Download the CRIPT Excel Uploader executable.

» Locate and record the user specific API token.

EXCEL TEMPLATE

1. Navigate to CRIPT Home > Help > Excel Uploader > CRIPT Excel Template, or use the following hyperlink "CRIPT
Excel Template”.

2. Download file and save to a known working location.
3. Forinformation on using the template, see “Excel Template” on page 2-12.

CRIPT EXCEL UPLOADER EXECUTABLE

1. Navigate to CRIPT Home > Help > Excel Uploader > CRIPT Excel Uploader executable or use the following
hyperlink "CRIPT Excel Uploader executable”.

2. Download file and save to a known working location.
3. For information on using the Excel Uploader, see “Excel Uploader” on page 2-2.

CRIPT Operation Manual 241 (: RIPT


https://github.com/C-Accel-CRIPT/cript-excel-uploader/releases/download/v0.4.2/example_template_v0-4-2.xlsx
https://github.com/C-Accel-CRIPT/cript-excel-uploader/releases/download/v0.6.0/CRIPT_template.xlsx
https://github.com/C-Accel-CRIPT/cript-excel-uploader/releases/download/v0.6.0/CRIPT_template.xlsx
https://github.com/C-Accel-CRIPT/cript-excel-uploader/releases/download/v0.4.2/main.exe
https://github.com/C-Accel-CRIPT/cript-excel-uploader/releases/download/v0.4.2/main.exe
https://github.com/C-Accel-CRIPT/cript-excel-uploader/releases/download/v0.6.0/CRIPT.Excel.Uploader.exe

EXCEL UPLOADER

EXCEL UPLOADER

1. Locate the saved CRIPT Excel Uploader file and run the file.
NOTE: All fields must be filled out before upload can begin.

HOST

Host (1) indicates the CRIPT instance that you want to upload your data to, whether that is CRIPT or a private instance.

For most users, the Host will be criptapp.org.

NOTE: This field will need to be entered.

Example: Host: criptapp.org

However, if any user wants to connect to their own private instance of CRIPT, they can easily do that by changing the
host to whatever URL they are using.

Example: Host: myPrivateWebsite.com

(D—

\_
om

Ow

{€} CRIPT Excel Uploader - version 0.6.0

Host:

API Token:

Project Name:

Collection Name:

BB  Excel File: Excel absolute file path

Your data will be uploaded as non-public

Upload

documentation

= [m} X
CRIPT Excel Uploader
criptapp.org
Token 012345e678910b111213a14151617181b9202122 ©

My Project Name

My Collection Name

Figure 2-1

CRI0029
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API TOKEN
The API Token is needed to authenticate the user before saving data.

1. On the CRIPT home page, select the user icon (1) and Security settings (2).

CRIPT  weme v

materials. Q o O ~
@ My CRIPT Hello, User! 0000-0000-0000-000x

From the CRIPT b

@ Security settings

e NIk ip onGettny Ay e B> Logout

Q Advanced Search With the brand new user interface of CRIPT, you can:

o Set display name + visibility in the CRIPT user directory in € Account Settings

B3 Featured * Create and manage 2 ess Groups with your colleagues and collaborators 1f1 Can CRIPT, So Can You
o Use the sidebar to browse (B Collections, & Experiments, and more

B Hep o Tell us what you think using the built-in feedback channels

<>
{CrIPT}

To upload you own data, you can use our Excel template + parser or Python SDK. Please visit the [§ Docs Hub to learn more about these and other resources.

ning Big

How You Can Help v
Collaboration at MONET, an NSF S gl
AN Our Earl 4 G & Center ca © .
lote to Our Early Adopter Community v PR 4
¥ + CRIPT
In the Pipeline “

from sharing dits

visit the blog >

Share a thought

. CRI0028
Figure 2-2
2. Select the Copy button (3) next to the API Token (4) to copy it to the clipboard.

ERIPT Name v

o~ Q @ 2ot O~

O wy CRIPT

@ Security settings

Browse ~ Manage your API token and access groups.

Q Advanced Search

API Token
B reatured Always keep your AP token private!
s Use your APl token to connect to CRIPT using the CRIPT SDK or through tiz#equests By mcluding the full token in your Authorization HTTP header. f your token is compromised, you can generate a new one.
Help

Access Groups

Use access goups to control who can make changes to objects in the CRIPT database.

Shoiwing'1:8/6F 3 Access grolips (=
Name 2 Members
a Sample 2_1 sheld, tzurcher
a sample 1 Id, tzurcher
® sample

@ sheld, tzurcher

CRI0032

Figure 2-3
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3. Paste API Token into the API Token field (5).
NOTE: The word “Token” in front of the random characters is part of the token as well.

Example: API| Token: Token 4abc478b25e30766652f76103b978349c4c4b214

S —— |
{€} CRIPT Excel Uploader - version 060 - o X

CRIPT Excel Uploader

om Host: criptapp.org

Ow APl Token: Token 012345e678910b111213a14151617181b9202122 ®
/

M Project Name: My Project Name

B Collection Name: My Collection Name

BB  Excel File: Excel absolute file path

Your data will be uploaded as non-public

Upload

documentation

CRI0029

Figure 2-4

CRIPT
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PROJECT

A Project can be thought of as a bunch of folders with each containing experiments that contribute to a single project. A
Project is needed for the software to know which project these experiments are for, and each Collection belongs to a
Project. For more information, see “Create a Project” on page 1-10.

1. Navigate to the Projects tab within CRIPT.

2. Locate and select the project associated with the data to be uploaded.

3. Copy the Project name (1).

CRIPT Name v | search materils o~ QA @mor O-
@ MyCRIPT
@ Upload Sample o Mm% @ebic i
CRIP 050-bffo-4165-8d!
Test
B Featured B Collections @) & Materials @) & Files
B Help oo
Showing 1-1 of 1 Collection e ]
Name ™ 2 Experiments & Inventory % @ Project
® sample collection Upload sample
2% sampl

CRI0031

Figure 2-5
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4. Paste Project name into the Project Name field (2).

Example: Project Name: Upload Sample

{€} CRIPT Excel Uploader - version 0.60 - (] X

CRIPT Excel Uploader

om Host criptapp.org
Ow= API Token: Token 012345e678910b111213a14151617181b9202122 ©

@ _— @ Project Name: My Project Name

B Collection Name: = My Collection Name

BB  Excel File: Excel absolute file path

Your data will be uploaded as non-public

documentation

Figure 2-6 cRi00z9
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COLLECTION

A Collection can be thought of as a binder filled with experiments. The entire Excel file will become a collection within

the CRIPT Platform. For more information, see “Create a Collection” on page 1-20.

1. Navigate to the Collections tab within CRIPT.

2. Locate and select the collection associated with the data to be uploaded.

3. Copy the Collection name (1).

CRIPT — v | search meteriats o Q| @- e
O wycrieT Sample » Sample /@
ero 2 Sample © m ¥ Breiste i
Q Advanced i Search CRIFTID GO310677-28020190 948,09 7281078 /' Edit collection
@ Cre
& Fesina & Experiments & Inventories ) st v ety
B Hep No experiments, @ Delete this collection
&% sample_2 t. 19, 2022, 6:59 sheld
t. sheld
- CRI0020
Figure 2-7
. ‘4
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4. Paste Collection name into the Collection Name field (2).

Example: Collection Name: Sample

{€} CRIPT Excel Uploader - version 0.6.0 - (m] X

CRIPT Excel Uploader

& Host: criptapp.org
Ow APl Token: Token 012345e678910b111213a14151617181b9202122 ®
M Project Name: My Project Name

@ _— B Collection Name: My Collection Name
BB  Excel File: Excel absolute file path

Your data will be uploaded as non-public

Upload

documentation

CRI0029

Figure 2-8
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EXCEL FILE
This field allows the user to search for the file to upload.

1. Select Excel File (1).

I ——
{€} CRIPT Excel Uploader - version 0.6.0 — o X

CRIPT Excel Uploader

&8 Host: criptapp.org
Ow API Token: Token 012345e678910b111213a14151617181b9202122 ©®
M Project Name: My Project Name

B Collection Name: My Collection Name

@ | BB Excel File: Excel absolute file path

Your data will be uploaded as non-public

Upload

documentation

CRI0029

Figure 2-9
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2. Locate file (2) to be uploaded and select.

3. Select Open (3) and the Excel File location will auto populate the field.

@ Select your CRIPT Excel file X
™ > ThisPC > Desktop > MIT software v o Search MIT software
Organize v New folder == v @ Q
B This PC Name Date A B E
f _ & P —— ol 1 relation attribute
i SHChiets e = ol *experiment *name
[ Desktop 3
| Documents nionic Polymerization o rene rude of polystyrene S€
4 A Pol t fS Crude SEC of pol
3 Downloads 5 |Anionic Polymerization of Styrene  |[NMR of polystyrene n
6
Music
J’ 7
[&] Pictures 3
B Videos 9
‘s Windows (C:) 10 L
== owners (0:) 11
12
== programs (P:
= PV 9 (P) 13
== clients (R:) 14
== shared (S:) . 15 (]
o alwichoentepise o > material ’ mixture ... [ [*]
7N\
File name: | example_template_v0-4-2 (3 v | | Excelfile N
mm Cancel
. CRI0033
Figure 2-10
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4. Select the Upload button (4).

{€} CRIPT Excel Uploader - version 0.6.0

Host:

API Token:

Project Name:

Collection Name:

CRIPT Excel Uploader

criptapp.org
Token 012345e678910b111213a14151617181b9202122
My Project Name

My Collection Name

BB  Excel File: Excel absolute file path

Your data will be uploaded as non-public

T

documentation

= o X

Figure 2-11

CRI0029
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EXCEL UPLOADER

EXCEL TEMPLATE
COLUMN SETUP

There are two different methods for creating the column structure for data entry.

AUTOFILL

1. Open Excel Template.

2. The Excel Template will have some of the columns started for reference points.
3. Create new columns by using the drop-downs (1).

NOTE: Creating columns requires an understanding of the structure of the individual sheet, see Chapter 2, “Structure
of Excel Sheets”.

Data Review View Help Acrobat
| Bl OO o DI ER B B2
t ! }
P | =2 } } } 8 ) / E Y-
slate New Show Notes Protect Protect Allow Edit Hide
Comment Comments x Sheet Workbook Ranges Ink v
puage Changes Comments Notes Protect Ink
D E F G |
identifiers identifiers identifiers prege
names smiles bigsmiles ~7 phase
density:strain A
— density:structure r paste
additional names nplified molecular-input line-entry system (SMILEETR T s risual ¢
hylbenzene; toluene Ccleceecl density:temperature_rate = color
density:time_delay
Ibenzene; phenylethylene; ethenylbenzene; styrei C=Cclccceccl density:time_duration
itanol; n-butyl alcohol; 1-butyl alcohol; nBuOH; 1-b1 OCCCC g::::gfgr;:_pomt v |e do not
hyl alcohol; CH30H; MeOH; methanol co “’Plf_‘l'lw‘ék""? O Ic_ir’ag: color
{cturene) nolvlvinvlhenzene): nolusturene [HS1L (OS] guconitorbnngirs a K, Ahonto calor
. CRI0046
Figure 2-12
1. Open Excel Template.
2. The Excel Template will have some of the columns started for reference points.
3. Unlock the Excel Template by selecting Review (1), and then Unprotect Sheet (2).
NOTE: The sheets do not require a password and are locked to prevent accidentally deleting formulas within the
individual cells.
File Home  Insert  Pagelayout  Formulas  Data  Review  View  Help  Acrobat I Comments & Share ~
B & B OO0 0 DD BB P R|E
Thesaurus Workbook Check New Show Notes Unprotec\ Protect Hide
Statistics Accessibility v Comment Comments v Sheet  WN\kbook Ink v
brooting Accessvity Lenguage! lcranes Comments Hotes ok »
H8 ¥ £« v
A B | & D E F G H 1 =]
1 attribute | attribute | identifiers | identifiers [ identifiers | identifiers | property | property. | property
2 | *name | notes | s | names | smiles | bigsmiles | phase | color [ ‘molar_mass
3 [ [ [ [ [ [ [ o/mol
4 CAS number additional names nplified molecular-input line-entry system (SMILE__bigSMILES line notation __ >hase of matteisual appearance of substanc of one mole of a compound; computed from the standard atomic weights
5 |toluene 108-88-3 methylbenzene; toluene Celeceeel liquid colorless
6 styrene 100-42-5 styrel C=Cclecccccl
7 | 1-butanol 71-36-3 n-butanol; n-butyl alcohol; 1-butyl alcohol; nBUOH; 1-b1 OCCCC
8 [methanol 67-56-1 Methyl alcohol; CH30H; MeOH; methanol co liquid colorless .
9 |polystyrene i [HI[>)[<IC(CI>])cleceeed [<]3C(C liquid colorless
10 |mixture
11 |componentl
12 |component2
13 |intermediate_material_1
CRI0049

Figure 2-13

« To prevent Data validation problems, do not copy, cut, paste, or drag cells with drop-down data validations into any
other cell.
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EXCEL UPLOADER

« There are input messages on cells that contain drop-downs to alert the user not to accidentally change.

| v

¥

Please do not copy or paste

This cells contain data
validations.

To avoid issues please do not
copy from, paste on, drag,
autofill or bring its validation to
any other cell to avoid i1ssues

CRI0050

Figure 2-14

STRUCTURE OF EXCEL SHEETS

The first (3) rows define the type of data that will input into a column. Row 4 is used for user instructions and is not used
by the program. Row 5 and beyond is used for data input.

file  Home Inset  Pagelayout  Formulas  Data  Review  View  Help  Acrobat & Comment ts 5 Share v
?C“’ Calibri Jn VAR | =EE= o Bwepte General fi==i] @ Good Neutral | & = F‘.‘"‘Lw : }Z\v /O @
Copy ~ - TIFil v 4
" Srmarie | DL B [0 A | SEIZIZE Buesncos - | § <% 3|5 4| S e TN ooy, | mostn ]| o Do for | G ot ot | e | e
Clipboard Font. Alignment Numb Styles Cells. Editing. Analysis Adobe ~
A4 e
4 A B c D E | F | G | H | I [2]
1 attribute. attribute | _identifiers identifiers identifiers | identifiers | property | property | property
a *name notes cas names smiles | bigsmiles | phase color | ‘molar_mass
3 ‘mol
4 CAS number additional names nplified molecular-input line-entry system (SMILE __bigSMILES line notation __ >hase of matteisual of substanc of one mole of a compound; computed from the standard atomic weights
5 [tol 108-88-3 methylbenzene; toluene Celeceecl liquid colorless
6 | 100-42-5 styrel C=Cclcececl
7 |1 71-36-3 n-butanol; n-butyl alcohol; 1-butyl alcohol; nBUOH; 1-b1 OCCCC
8 | 67-56-1 Methyl alcohol; CH30H; MeOH; methanol co liquid colorless
9 [HHE)RIC(CE]eleccect (<IC(C liguid colorless
10|
11c
12c
13 |intermediate_material_1
1)
15|
16|
17

CRI0034

Figure 2-15
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EXCEL UPLOADER

ROW 1: CATEGORY
Row 1 (1) defines the characteristic of row 2 (2).

C

f /@ A B
' (@ attribute quantity | identifiers

4 *name volume

cas

m/

toluene

n U b W N =

cturanao

A . ——
C "—J _K_’ 1’? Ll' 1’77 n‘_) A'

10 108-88-3

1N 1NN AD S

Figure 2-16
All possible options are:
* attribute
+ Defines the nomenclature of the column.
* condition

» The condition under which the property was found.

CRI0035

» Some examples include: temperature, mixing_rate, stirring, and time_duration.

+ Afull list of conditions can be found at the CRIPT Docs hub. Navigate to CRIPT Home > Help > Controlled
vocabulary > Condition key, or use the following hyperlink “Condition controlled vocabulary”.

* identifier
* Provides the naming method for material in the column.

» Some examples include: smiles, bigSmiles, cas, and name.

A full list of material identifiers can found at the CRIPT Docs hub. Navigate to CRIPT Home > Help > Controlled

vocabulary > Material identifier key, or use the following hyperlink “Material

* property

identifier controlled vocabulary”.

» Describes the characteristic or unit combinations for the property in the column.

» Some examples include: phase, color, density, and molar_mass.

CRIPT
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EXCEL UPLOADER

¢ relation

« Allows column row to reference another row in a different sheet.

» An example would be to relate attribute (3) *name (4) to relation (5) *mixture (6) on another sheet. For more
information on sheets, “See “Individual Excel Sheets” on page 2-17".

e quantity

» Column specifies the amount or combinations of quantities.

* The numerical value can be combined with a unit of measure.

ROW 2: COLUMN NAME

Defines the name of the Column and can be edited by the user.

» Columns beginning with “ * “ are required (eg. *name).

» Columns beginning with “ # “ will be ignored (eg. #storage).

1 I attribute attribute | identifiers identifiers identifiers identifiers
2 *name nowSS_ [ cas names smiles bigsmil
3 AN 13)
4 AS number additional names nplified molecular-input line-entry system (SMILE bigSMILES line notation )
5 |toluene @ 108-88-3 methylbenzene; toluene Cclcceecl !
6 |styrene 100-42-5 vinylbenzene; phenylethylene; ethenylbenzene; styrei C=Cclcccecl
7 |1-butanol 71-36-3 n-butanol; n-butyl alcohol; 1-butyl alcohol; nBuOH; 1-b1 OCCCC
8 |methanol 67-56-1 Methyl alcohol; CH30H; MeOH; methanol co |
9 |polystyrene poly(styrene); poly(vinylbenzene); polystyrene [HI{[>][<]C(C[>])clcceecl[<]}C(C |
10 |mixture
11 \componentl
12 |component2
13 |intermediate_material_1
14
15
Figure 2-17 oo
1 relation relation
2 *mixture N \/\ *material
3 \/‘\@
4 | Pick a value from *name column of material sheet that repersents the mixture @ Pick a value from *name column of material sheet
5 'mixture componentl
6 |mixture component2
7
8
9
Lo
11
L2
Figure 2-18 cRicofe

* The # columns are a good idea to use if you want to have some notes but don't want them necessarily read or
uploaded to CRIPT.

» Some sheets have drop-downs’ for row 2. After selecting an option, row 1, row 3, and row 4 are automatically
populated with the correct information.

NOTE: Some sheets have drop-downs for row 2. After selecting an option, row 1, row 3, and row 4 are automatically
populated with the correct information.

NOTE: As the controlled vocabulary is updated, it is very possible that the drop-down options and autofill can become

outdated.

» Each Excel sheet has rows 1, 3, and 4 locked for protection.

» Thisis because rows 1, 3, and 4 contain formulas that if accidentally deleted or overwritten would break the autofill

feature.

* The sheets are protected without a password and can be easily unprotected.

CRIPT Operation Manual
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EXCEL UPLOADER

Nesting Headers in Row 2
Nesting can be defined as having a combination of names.
Combined names are separated by a colon “: .
+ Example: density at a certain temperature.
+ density:temperature
» Example: uncertainty of a material property condition.
+ density:temperature:uncertainty

NOTE: Nesting “data” column values should derive from the “ *name “ column of the data sheet. For more information,
see “Individual Excel Sheets”.

NOTE: Nesting “citation”, column values should derive from the “ *name “ column of the Citation sheet. For more
information,See “Individual Excel Sheets” on page 2-17.

ID

The Id feature is used to allow for multiple measurements through time. With Id it is possible to take several
measurements through an experiment, and later use nesting to record more details.

If there are multiple densities throughout time and we want to show each of their temperatures (or any other condition),
we can use an Id field to differentiate between the different temperatures. We denote an Id with brackets and a number
inside such as [1] or [2]. The Id is used to identify distinct properties/conditions of the same type.

1. To identify two density measurements at two different temperatures, we could create the following column headers:
[1]density (1), [1]density:temperature (2), [2]density (3), [2]density:temperature (4).

D E F G
_® _@ PO PO
[1]density [1]density:temperature [2]density [2]density:temperature
0.87 20 1 30
Figure 2-19 CRIo0AT
ROW 3: UNITS

Defines the units used in the column.
+ Some examples include: Celsius, g/ml.

« Afull list of supported units can be found at: https://github.com/hgrecco/pint/blob/master/pint/default_en.txt, or
use the following hyperlink “supported units”.

ROW 4: INSTRUCTIONS

Many columns contain instructions on row 4. These clarify the data that should go in that column after the value for row
2 is picked.

(: RI PT 2-16 CRIPT Operation Manual
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EXCEL UPLOADER

ROW 5 AND BEYOND: USER INPUT
These rows are used to enter user data.

» Some columns allow for more than a single value. List values must use a semicolon “; “ as a separator.

» Example of inputting multiple funders.

attribute
funding

F

" - - - o ’ - : ’ " C. ’ . - o ’ . "
st Of }'/OLII' ,’u’f?C‘E‘f:» (€.4, fu"'TGG.'i, ,'L/'.'?Ct“"2, ,'u’f?GQ"J}

funder 1; funder 2; funder 3; funder4|

Figure 2-20

CRI0048

INDIVIDUAL EXCEL SHEETS

The Excel Template is comprised of 10 individual sheets in the sheet line (1) for specific characteristics. These are
separated into two colored categories. Orange categories (2) are required and Grey categories (3) optional.

NOTE: Sheets can not be renamed, but can be removed. The optional column’s not needed can be left blank or deleted.

: material | mixture component experiment | process || prerequisite process | process ingredient process product |  process equipment data citation
MATERIAL SHEET

The material sheet is used to input the materials at the beginning of the experiment (ingredients), and the material that
occurs as a result of the experiment (process product).

CRI0051

Figure 2-21

1. Enter material's unique name in the first available row (1).
NOTE: Each material entered must be unique and can not be duplicated.

2. Generate new column category (2) as needed for additional information. See “Column setup” on page 2-12.

File Home  Insert  Pagelayout  Formulas  Data  Review View  Help  Acrobat I Comments & Share ~
= B M | B 0900 0 (D BB® R &
23 Dﬁ' /® ax — L ‘/J \/J &) Eg ‘>7 2
Thesaurus Workbook Check Smart Translate New Show Notes Unprotect  Protect Hide
Statistics Accessibility v Lookup Comment Comments = Sheet  Workbook Ink v
Proofing Accessibility | Insights | Languag) s Comments Notes Protect nk 28
H8 X 5 colorless. >
A B m D | E F | G H 1 =]
1 attribute | attributd ifiers | identifiers [ identifiers | identifiers | property | property | property
2 | *name | notes s | names | smiles | bigsmiles | phase | color [ ‘molar_mass
3 [ /1 [ [ [ [ [ [ ofmol
4 / CAS number additional names nplified molecular-input line-entry system (SMILE __bigSMILES line notation __ >hase of mattersual appearance of substanc of one mole of a compound; computed from the standard atomic weight
5 |toluene 108-88-3 methylbenzene; toluene Celeceeel liquid colorless
6 |styrene 100-42-5 styrel C=Cclccceel
7 |1-butanol 71-36-3 n-butanol; n-butyl alcohol; 1-butyl alcohol; nBUOH; 1-b1 OCCCC
8 [methanol 67-56-1 Methyl alcohol; CH30H; MeOH; methanol co liquid colorless .
9 |polystyrene i [HI[>)[<IC(CI>])cleceeed [<]3C(C liquid colorless
10 | mixture
11 |componentl
F . 2 2 2 CRI0052
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MIXTURE COMPONENT SHEET (OPTIONAL)
This sheet defines the components of the mixture materials.

1. The mixture value (1) is derived from the “ *name” column of the material sheet that represents the mixture.
2. The material value (2) is derived from the “ *name” column of the material sheet.

A4 ¥ fe Pick a value from *name column of material sheet that repersents the mixture ¥
A B | A
1 relation A~ relation
2 | ( 1 )Y *mixture (9) H i
3 >/ )i
4 I Pick a value fZm *name column of material sheet that repersents the mixture 7k a value from *name column of material sheet
5 |mixture / componentl /
6 |mixture component2
y {
8
9
10
11|
12 [+
» | material | mixture component | experiment | process \ prerequisite process process ingredient process pr¢ ... () [ |
. CRI0053
Figure 2-23

EXPERIMENT SHEET
This sheet defines the experiment.

1. Attribute name (1) should be a unique name to describe the experiment.

2. Notes (2) are used to add additional information regarding the experiment.

3. Funding (3) lists the funders for the project.

NOTE: When entering more then 1 funder, a semicolon “ ; “ must be used to separate the names.

cs v fe funder 1; funder 2; funder 3 v
A B e [2]

1 attribute ] attribute )\ attribute |
2 *name ( 1 Y notes ( 2 ) funding ( 3 ) I
3 Y\./ >\-/ |
4 reqular text list of your funders (e.q, funderl; funder?, :’,./J‘ |
5 |Anionic Polymerization of Styrene Ifunder 1; funder 2; funder 3 / |
6 [t~
7
8
9
10
11
12 B

» material mixture component experiment | process = prerequisite process | process ingredient process pr¢ ... (+) [« ] []
Ready P& Accessibility: Investigate ] 0 -—F——+ 100%

. CRI0054
Figure 2-24
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PROCESS SHEET
Define the processes of each experiment.

1. Experiment value (1) is derived from the “ *name” column of the experiment sheet.

2. Name (2) is a unique name for the process.

3. Type (3) is selected from the name column of Process Type file found at CRIPT Home > Help > Controlled
vocabulary > Process type, or use the following hyperlink “Process Type”.

4. Keywords (4) is selected from the name column of Process keywords found at CRIPT Home > Help > Controlled
vocabulary > Process keyword, or use the following hyperlink “Process keywords”.

5. Description (5) describes the process.
6. Notes (6) allows user to enter notes regarding process.

File Home  Insert  Pagelayout  Formulas Data  Review View Help  Acrobat 3 Comments 12 Share ~
< - & — = — —
B2 E??’f /G) 52 | B v 3 T L [J ] B B OE B 22
Thesaurus Workbook Check Smart | Translate New Show. Notes | Unprotect Protect Hide.
Statistics | Accessibility~ | Lookup Comment Comments |~ Sheet  Workbook Ik~
Proofing Accessibility Insights | Language | Changes Comments Notes Protect Ink ~
AS v fe || Anionic Polymerization of Styrene v
A B @ D E F [
1 relation attribute attribute 7\ | attribute 4\ attribute 7\ attribute
2 i (1) *name (2) e 3 ) keywords {4 ) ipti (5) otes [
3 N/ \=/ N VAl | N/ \
o | Pickavalue from “name column ofexperipht sheet pick from Name column oﬁem pe this column allows for a list of keywords from Pro/£ss keywords /
5 [Anionic Polymerization of Styrene  / |Anionic of Styrene - 1 no_op / polymerization; living_poly; anionic; solulion/ In an argon filled glovelZX, a |
6 [Anionic Polymerization of Styrene ‘Anionic of Styrene - 2 mix polymerization; living_poly; anionic; solution The solution of secBuli was added
7 |Anionic Polymerization of Styrene Anionic of Styrene - 3 quench polymerization; living_poly; anionic; solution After 30 min, the reaction was
8 |Anionic Polymerization of Styrene sample prep for Crude SEC of polystyren multistep Prepared materials for SEC trace.
9
10
1
12 ]
» material || mixture process ite process || process ingredient | process product || process equipment ) |
Ready  $% Accessibility: Investigate i:2) O -——+ 100%
- T r—uey it

Figure 2-25

CRI0055

7. Equipment (7) is selected from the list of equipment found at CRIPT Home > Help > Controlled vocabulary >

Equipment key, or use the following hyperlink “equipments”.

8. Columns H and beyond are customizable. Some examples would include.

* Process property temperature (8) is selected from the list of Process property found at CRIPT Home > Help >
Controlled vocabulary > Process property key, or use the following hyperlink “process property”.

» Condition time_duration (9), is selected from the list of Condition Keys at CRIPT Home > Help > Controlled
vocabulary > Process property key, or use the following hyperlink “process property”.

1 attribute property condition property
equipment temperature time_duration enthalpy_activation
3 degC min J/mol

remperature

you can have a list of equipments

In:haipy oj activation, moiar bq

5 25
6| 25 30
7 25 30
8
9
10
. CRI0062
Figure 2-26
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PREREQUISITE PROCESS SHEET

Define the immediate prerequisites for each process.

1. Process (1) is derived from the “ *name” column of the process sheet.

2. Prerequisite (2) is derived from the “ *name” column of the process sheet.
NOTE: Each prerequisite must be from the previous process.

File Home Insert Page Layout Formulas Data Review View Help Acrobat
*EE| G (o8B0 0 0JER® B |E
> 123 ¢ ax | & — b= = 8 By BZ E s
Spelling Thesaurus Workbook Check Smart Translate New Show Notes Protect Protect Allow Edit Hide
Statistics Accessibility v | Lookup Comment Comments v Sheet Workbook Ranges Ink v
Proofing Accessibility Insights | Language | Changes Comments Notes Protect Ink
B9 M fe
A B
1 relation relation
2 K]\ *process fé\ *prerequisit
3 L/
4 k Alue from *name column of process sheet Pick vofie from *name column of process sheet
5 |Anionic of Styrene - 2 Anionic of Styrene - 1
6 |Anionic of Styrene - 3 Anionic of Styrene - 2
7 i
8
. CRI0056
Figure 2-27

PROCESS INGREDIENT SHEET

Define the ingredients for each process and their respective quantities.

1. Process (1) is derived from the “ *name” column of the process sheet.
2. Material (2) is derived from the “ *name” column of the material sheet.

3. Keyword (3) is selected from the list of ingredients found at CRIPT Home > Help > Controlled vocabulary >
Ingredient keyword, or use the following hyperlink “Ingredient keyword”.

4. Columns D and beyond are customizable. Some examples would include.

* Quantity mole (4) is selected from the list of quantity values found at CRIPT Home > Help > Controlled vocabulary
> Quantity key, or use the following hyperlink “Quantity key”.

ca . fe =HYPERLINK("https://criptapp.org/keys/ingredient-keyword/","pick from Name column of ingredients") v
A B C D E E G 2
1 relation 7\ relation /7 \ attribute N\ quantity ¥ Nauantity quantity
2 *process ( 1 ) *material ( ) *keyword ( 3 ) mole \ 4 ) mass volume
3 /\/ )\/ N mmole /\/ kg ml
4 [ Pick value from *name mtu»%cess sheet _pick value from v:amaw of material sheet pick from Name column_# ingredients
5 |Anionicof Styrene - 1 toluene solvent / 10
6 |Anionic of Styrene - 2 styrene monomer 0.455
7 |Anionic of Styrene - 3 methanol workup
8 |Anionic of Styrene - 3 intermediate_material_1 workup
9 |
10
11
12 i i ; i =
» material mixture component experiment | process | prerequisite process | process ingredient | process product || p ... ® (K1}
. CRI0057
Figure 2-28
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PROCESS PRODUCT SHEET
This sheet describes the resulting product after completing a process.

1. Process (1) is derived from the “ *name” column of the process sheet.
2. Material (2) is derived from the “ *name” column of the material sheet.

AS ~ fc | Anionicof Styrene - 2 v
A B 3
il relation f-\ relation
2 *process \ 1 ) *material \ 2
3 ~
4 | _Ppick value from *name column ojfffocess sheet Pick value from *name column g/faterial sheet
5 |Anionic of Styrene - 2 / lintermedlats_material_l
6 |Anionic of Styrene - 3 polystyrene
7
8
9
10
1
12 ]
» material mixture component experiment  process  prerequisite process process ingredient | process product || p .. (& [« ] O
. CRI0058
Figure 2-29

PROCESS EQUIPMENT SHEET
Define the equipment used in a process.

1. Process (1) is derived from the “ *name” column of the process sheet.

2. Key (2) is selected from the list of equipment found at CRIPT Home > Help > Controlled vocabulary > Equipment
key, or use the following hyperlink “Equipment key”.

3. Description (3) describes the type of equipment.
4. Citation (4) is derived from the “ *name” column of the citation sheet.

5. Condition temperature (5) is selected from the list of conditions found at CRIPT Home > Help > Controlled
vocabulary > Condition key, or use the following hyperlink “Condition key”.

A5 B fe || Anionicof Styrene - 1 ¥
A 8 c D E [=]
1 relation attribute attribute | relation Condition
*process 7\ *key 7\ ipti Ve 4 citation 7\ 7\
(1) ) (3) (4) (5) degC
Pick value from *name column %Wf pick from Name col '/}/ ts // Pick value from *name columy/of citation sheet \.\ Temperature e
4
5 |Anionic of Styrene - 1 / glass_rbf / Glass round bottom flask / Refl / \
6
7
8
9
10
i i =
< ... | process | prerequisite process | process ingredient | process product | process equipment | data | citation ‘ ©) (K1}
. CRI0059
Figure 2-30
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EXCEL UPLOADER

DATA SHEET

This sheet defines the data files you want to upload to CRIPT, such as a CSV file from a robot, an image, or any other
type of file.

1. Experiment (1) is derived from the “ *name” column of the experiment sheet.

2. Name (2) is a unique name for the experiment.

3. Type (3) is selected from the list of data types found at CRIPT Home > Help > Controlled vocabulary > Data type,
or use the following hyperlink “Data type”.

4. Source (4) can either be a path to a local file on your computer or a url to a website.
5. Sample_preparation (5) is derived from the “ *name” column of the process sheet.

E9 = fe v
A B C D E =
1 relation attribute mnribute m attribute relation
2 \ 1 ] *name \ 2 ] *type \ 3 ] *source \ 4 5 ] sample_p
3 2 o~
4 | Pick value from *namecolumn ofexperimen/heet pick from *name column of process sheet
5 |Anionic Polymerization of Styrene / Crude SEC of polystyrer/Z sec_trace A)s://googlacom / \ample prep for Crude SEC of polystyrene
6 |Anionic Polymerization of Styrene NMR of polystyrene nmr C:\Users\myUsername\example_template_v0-3-1.xIsx =
7
8
9 [ |
10
1
12 [+]
<« » .| experiment | process | prerequisite process | process ingredient | process product | process equipment = data | citatio) ... (+) [0 ]
. CRI0060
Figure 2-31
This sheet can be used to reference any sources used in the experiments that you want to cite in CRIPT.
1. Required columns are the title (1) and Digital object identifier (doi) (2). Optional information can be added in the
additional columns.
B G |0 %8 4080800 0|0 EBEBEB R, E
Thesaurus Workbook Check Smart Translate New Show Notes Unprotect  Protect Hide
Statistics Accessibility v | Lookup Comment Comments Y Sheet  Workbook Ink v
Proofing Accessibility | Insights | Language | Changes Comments Notes Protect Ink ~
A5 - fe Ref1 v
A B © D E F G H 1 J [
1 attribute 7\ attribute / \ attribute attribute attribute attribute attribute | attribute | attribute | attribute | |
7) *title \ 1 } *doi ( 2 ) authors journal blish: year volume issue pages issn
3 o~ IN~
4 /
5 |Refl / |doi:/1 / Brad; journal o'reilly media 2022 11 943 test te:
6 L
7
8
9
10
11
12 =
< \ process | prerequisite process \ process ingredient \ process product \ process equipment data ‘ citation ‘ ©) [« 0]
. CRI0061
Figure 2-32
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Chapter 3
Python SDK

QUICKSTART

PREREQUISITES:
« Python version 3.9 or higher

* Internet access

* API Token. For more information, See “API Token” on page 2-3

INSTALLATION

1. Download and install Python version 3.9 or higher.

2. Open the command prompt by selecting the Windows icon and type “CMD”.
3. Enter “pip install cript” to the command line (1) and press enter.

Command Prompt — a X

Microsoft Windows [Version 10.0.19045.2130] A
(c) Microsoft Corporation. All rights reserved.

C:\WINDOWS\System32>pip install cript

\a

CRI0063

Figure 3-1
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CONNECT TO CRIPT
1. Enter “python” at cursor (1) and press enter.

Command Prompt - O X

C: \WINDOWS\System32>pip install cript
Requirement already satisfied: cript in c:\users\sheld\appdata\local\programs\python\python310\lib\site-packages (©.6.0)

Requirement already satisfied: beartype>=0.10.4 in c:\users\sheld\appdata\local\programs\python\python31@\lib\site-packa
ges (from cript) (©.11.0)

Requirement already satisfied: pint>=0.19.2 in c:\users\sheld\appdata\local\programs\python\python310\lib\site-packages

(from cript) (0.20.1)

Requirement already satisfied: requests>=2.27.1 in c:\users\sheld\appdata\local\programs\python\python31@\lib\site-packa
ges (from cript) (2.28.1)

Requirement already satisfied: globus-sdk>=3.7.0 in c:\users\sheld\appdata\local\programs\python\python310\1lib\site-pack
ages (from cript) (3.14.0)

Requirement already satisfied: pyjwt[crypto]<3.0.0,>=2.0.0 in c:\users\sheld\appdata\local\programs\python\python310\1lib
\site-packages (from globus-sdk>=3.7.0->cript) (2.6.0)

Requirement already satisfied: cryptography!=3.4.0,>=3.3.1 in c:\users\sheld\appdata\local\programs\python\python310\1lib
\site-packages (from globus-sdk>=3.7.0->cript) (38.0.

Requirement already satisfied: charset-normalizer<3, in c:\users\sheld\appdata\local\programs\python\python310\1ib\si
te-packages (from requests>=2.27.1->cript) (2.1.1)

Requirement already satisfied: idna<4,>=2.5 in c:\users\sheld\appdata\local\programs\python\python310\lib\site-packages

(from requests>=2.27.1->cript) (3.4)

Requirement already satisfied: urllib3<1.27,>=1.21.1 in c:\users\sheld\appdata\local\programs\python\python310\lib\site-
packages (from requests>=2.27.1->cript) (1.26.12)

Requirement already satisfied: certifi>=2017.4.17 in c:\users\sheld\appdata\local\programs\python\python310\lib\site-pac
kages (from requests>=2.27.1->cript) (2022.9.24)

Requirement already satisfied: cffi>=1.12 in c:\users\sheld\appdata\local\programs\python\python310\1lib\site-packages (f
rom cryptography!=3.4.0,>=3.3.1->globus-sdk>=3.7.0->cript) (1.15.1)

Requirement already satisfied: pycparser c:\users\sheld\appdata\local\programs\python\python310\1lib\site-packages (fr|

om cffi>:1.12->cryptOgFaPh%;;i;:;i;;ééﬁé globus-sdk>=3.7.0->cript) (2.21)

C : \WINDOWS\System32>python

CRI0068

Figure 3-2

2. Open text editor (Microsoft Notepad shown).
3. Copy and paste the example code into notepad to modify.

host = "<endpoint_hostname>" # e.g., criptapp.org

token = "<your_api_token>"

cript.API(host, token)
4. Modify the host line (1) with the application programming interface (API) destination.
5. Modify the token line (2) with the user token. See “API Token” on page 2-3.

File Edit Format View Helj
inport cript ,,///CD
host = "criptapp.org™
token = "Token 5d357051969ef9f4390dc1896affOcff44852bcc”
cript.API(host, token)
CRI0069

Figure 3-3

(: RI PT 3-2 CRIPT Operation Manual



PYTHON SDK

Copy and paste modified host line from Notepad to the command prompt cursor (3) and press enter.
Copy and paste modified token line from Notepad to the command prompt cursor (4) and press enter.
Copy and paste cript.API line from Notepad to the command prompt cursor (5) and press enter.

. Confirm connected to API site (6).

NOTE: Each line must be entered individually.

© ® N

Command Prompt - python - O X

Requirement already satisfied: globus-sdk>=3.7.0 in c:\users\sheld\appdata\local\programs\python\python310\1lib\site-packjQ
ages (from cript) (3.14.0)

Requirement already satisfied: requests>=2.27.1 in c:\users\sheld\appdata\local\programs\python\python310\lib\site-packa
ges (from cript) (2.28.1)

Requirement already satisfied: cryptography!=3.4.0,>=
\site-packages (from globus-sdk>=3.7.0->cript) (38.0.
Requirement already satisfied: pyjwt[crypto]<3.0.0,>=
\site-packages (from globus-sdk>=3.7.0->cript) (2.6.0
Requirement already satisfied: urllib3<1.27,>=1.21.1 in c:\users\sheld\appdata\local\programs\python\python310\1lib\site-
packages (from requests>=2.27.1->cript) (1.26.12)

Requirement already satisfied: idna<4,>=2.5 in c:\users\sheld\appdata\local\programs\python\python310\lib\site-packages
(from requests>=2.27.1->cript) (3.4)

Requirement already satisfied: certifi>=2017.4.17 in c:\users\sheld\appdata\local\programs\python\python310\1lib\site-pac
kages (from requests>=2.27.1->cript) (2022.9.24)

Requirement already satisfied: charset-normalizer<3,>=2 in c:\users\sheld\appdata\local\programs\python\python310\1lib\si
te-packages (from requests>=2.27.1->cript) (2.1.1)

.3.1 in c:\users\sheld\appdata\local\programs\python\python310\1ib

3
3)

2.0.0 in c:\users\sheld\appdata\local\programs\python\python310\1ib
)

Requirement already satisfied: cffi>=1.12 in c:\users\sheld\appdata\local\programs\python\python310\1lib\site-packages (f
rom cryptography!=3.4.0,>=3.3.1->globus-sdk>=3.7.0->cript) (1.15.1)

Requirement already satisfied: pycparser in c:\users\sheld\appdata\local\programs\python\python310\1lib\site-packages (fnr|
om cffi>=1.12->cryptography!=3.4.0,>=3.3.1->globus-sdk>=3.7.0->cript) (2.21)

C: \WINDOWS\System32>python

Python 3.10.8 (tags/v3.10.8:aaaf517, Oct 11 2022, 16:50:30) [MSC v.1933 64 bit (AMD64)] on win32
Type "help”, "copyright", "credits" or "license" for more information.

>>> import cript

>>> host = "criptapp.orgl_—— o

>>> token = "Token 5d357051970ef9f4390db1896affocff44852bcc ="

>>> cript.API(host, token)

Connected to https://criptapp.org/api 6

>>>

CRI0067

Figure 3-4

SAMPLE TASKS

The sample tasks are excellent templates to be used to record data. Replace sample tags in quotes with the name that
applies to the project.

Create a node:

Create a Project and Collection node.

proj = cript.Project(name="MyProject")proj.save()
coll = cript.Collection.create(project=proj, name="MyCollection")

Create an Experiment node.

expt = cript.Experiment(
collection=coll,
name="Anionic Polymerization of Styrene with SecBuLi"

)

expt.save()

NOTE: The use of create() here, instantiates and saves the object at the same time.
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Update a node:

Update the Project and Collection node created above.

proj.name = "OurProject"
proj.save()

coll.update(name="OurCollection")

NOTE: The use of update() here, updates and saves a node at the same time.
Delete a node:

Delete the Collection node created above.

coll.delete()

Get an existing node:
Get the official CRIPT Project node.

proj = cript.Project.get(name="CRIPT")

Get the official styrene Material node via name.

styrene = cript.Material.get(project=proj.uid, name="Styrene")

Get the official styrene Material node via UID.

styrene = cript.Material.get(uid="<material_uid>")

Get the official styrene Material node via URL.

styrene = cript.Material.get(url="<material_url>")

Get Material nodes:
Get an existing Inventory node from the database.

uid = "134f2658-6245-42d8-a47e-6424aa3472b4"
inv = cript.Inventory.get(uid=uid, get_level=1)

NOTE: Get level is set to 1 so that the Material nodes are auto-generated. This parameter defaults to 0, but can be set

to any integer.

Notice that the Material node objects have been auto-generated.

type(inv.materials[0])
# <class 'cript.data_model.nodes.material.Material'>
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Run a search query:
Search for Material nodes with a molar mass of less than 10 g/mol.
res = cript.Material.search(

properties = [

{

"key": "molar_mass",
"value__It": 10,
"unit": "g/mol"

)

Page through the results.

res.json() # View the raw JSON for the query
res.objects() # Generate objects for the current page
res.next_page() # Flip to the next page
res.previous_page() # Flip to the previous page

Upload a file:

User will need a Project and Data node to upload a file.
proj = cript.Project.get(uid="<project_uid>")
data = cript.Data.get(uid="<data_uid>")

Create a File node that points to a local file.

path = "path/to/local/file"
f = cript.File(project=proj, source=path)
file.save()

Download a file:

Download the file that was uploaded above.

path = "path/to/local/file"
f.download_file(path=path)

NOTE: The default path for a download is in the current directory.
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Create a Process node:

prcs = cript.Process(

experiment=expt,

name="Anionic of Styrene",

type = "multistep”,

description = "In an argon filled glovebox, a round bottom flask was filled with 216 ml of dried toluene. The
"solution of secBuLi (3 ml, 3.9 mmol) was added next, followed by styrene (22.3 g, 176 mmol) to "
"initiate the polymerization. The reaction mixture immediately turned orange. After 30 min, "
"the reaction was quenched with the addition of 3 ml of methanol. The polymer was isolated by "
"precipitation in methanol 3 times and dried under vacuum."

)

prcs.save()

Add Ingredient nodes to the Process node:

Get the Material nodes from the Inventory node.

solution = inv['SecBuLi solution 1.4M cHex']
toluene = inv['toluene']

styrene = inv['styrene']

butanol = inv['1-butanol']

methanol = inv['methanol']

Define Quantity nodes indicating the amount of each Ingredient.

initiator_qty = cript.Quantity(key="volume", value=0.017, unit="ml")
solvent_qty = cript.Quantity(key="volume", value=10, unit="ml")
monomer_qty = cript.Quantity(key="mass", value=0.455, unit="g")
quench_qty = cript.Quantity(key="volume", value=5, unit="ml")
workup_qty = cript.Quantity(key="volume", value=100, unit="ml")

(: RI PT 3-6 CRIPT Operation Manual



PYTHON SDK

Create Ingredient nodes for each:

initiator = cript.Ingredient(
keyword="initiator",
material=solution,
quantities=[initiator_qty]

)

solvent = cript.Ingredient(
keyword="solvent",
material=toluene,
quantities=[solvent_qty]

)

monomer = cript.Ingredient(
keyword="monomer",
material=styrene,
quantities=[monomer_qty]

)

quench = cript.Ingredient(
keyword="quench",
material=butanol,
quantities=[quench_qty]

)

workup = cript.Ingredient(
keyword="workup",
material=methanol,
quantities=[workup_qty]

)

Add Ingredient nodes to the Process node:

prcs.add_ingredient(initiator)
prcs.add_ingredient(solvent)
prcs.add_ingredient(monomer)
prcs.add_ingredient(quench)
prcs.add_ingredient(workup)

Add Condition nodes to the Process node:

temp = cript.Condition(key="temperature", value=25, unit="celsius")
time = cript.Condition(key="time_duration", value=60, unit="min")
prcs.add_condition(temp)

prcs.add_condition(time)

Add Property node to the Process node:

yield_mass = cript.Property(
key="yield_mass",
value=0.47,
unit="g",
method="scale"

)
prcs.add_property(yield_mass)
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Create a Material node (process product):

Instantiate the node.

polystyrene = cript.Material(project=proj, name="polystyrene")

Add Identifier nodes.

names = cript.ldentifier(
key="names",
value=["poly(styrene)", "poly(vinylbenzene)"]

)
bigsmiles = cript.ldentifier(
key="bigsmiles",
value="[H|{[>][<]C(C[>])c1ccccc1[<]}C(C)CC"
)

chem_repeat = cript.ldentifier(key="chem_repeat", value="C8H8")

polystyrene.add_identifier(names)
polystyrene.add_identifier(chem_repeat)
polystyrene.add_identifier(bigsmiles)

Add Property nodes.

phase = cript.Property(key="phase", value="solid")
color = cript.Property(key="color", value="white")

polystyrene.add_property(phase)
polystyrene.add_property(color)

Save the Material and add it to the Process node as a product.

polystyrene.save()
prcs.add_product(polystyrene)

Save the Process node.

prcs.save()

Create a File node and upload a file:

Instantiate a File node and associate it with the Data node created above.
path = "path/to/local/file"

f = cript.File(project=proj, source=path)

NOTE: The source field should point to a file on the local filesystem.
NOTE: Depending on the file size, there could be a delay while the checksum is generated.

Upload the local file by saving the File node. Follow all prompts that appear.

api.save(f)

CRIPT

CRIPT Operation Manual



PYTHON SDK

Create a Data node:

sec = cript.Data(
experiment=expt,
name="Crude SEC of polystyrene",
type="sec_trace",
)
Add the uploaded File to the Data node.
sec.add_file(f)

sec.save()

Associate a Data node with a Property node:
Create one more Property node for polystyrene.

mw_n = cript.Property(key="mw_n", value=5200, unit="g/mol")

Add the Data node to the new Property node.

mw_n.data = sec

Add the new Property node to polystyrene, then save it.

polystyrene.add_property(mw_n)
polystyrene.save()
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