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[Y]5) plate: 9318 H

Details Inspections rCrystaIs mScreen rDrop conditions rFiIes rNotes |
Barcode 9318 1 > 3
Description co-crystallised with 2mM CoA Protein: rpMFE1 - rpMFE1-wt Protein: rpMFE1 - rpMFEL-wt Protein: rpMFE1 - rpMFE1-wt
A short description of s plate
Plate type Greiner 3 Drop square Construct: Full length - The full sequence Construct: Full length - The full sequence Construct: Full length - The full sequence

Chang

Change. Change...
e e  Change._]
e Shruthi

Protein buffer PIPES, 10aM, = Protein buffer RIFES TouM, = Protein buffer RIPES 30aM; <z
The owner of the plate NaCl 5@mi pH NaCl 50mM pH NaCl 5emM pH
Protein concentration 8 [mg/mL v Protein concentration 8 mg/mL v | Protein concentration 8 [mg/mL v

(a)

[YE) iate: 0122 £l

Barcode 912z Choose a standard screen Upload an optimization screen file

Description (no description) Standard screen [ Choose file | No file chosen

A short description of this plate

Plate type TTP Labtech Hanging drop 3 | [ You can either (i) use a standard screen or (i) upload details of an optimization screen. In both cases, the screen will be attached to your plate as a
file.

Project General project

Standard screens:
Owner Rik Wierenga [[§
The owner of the plate

nge. If your plate uses a standard screen, simply click the Choose... button above and choose your screen from the list.
To add more standard screens to Icebear, talk to your administrator.

Optimization screens:

You can upload a file describing your optimization screen. Select your file in “Upload an optimization screen file" above, and it will be uploaded and
attached to your plate automatically.

Icebear understands the following screen file formats

« Two-column CSV: A simple file with well number and description. You can use this Template CSV file;

« Mimer: The output from Mimer*, saved as CSV (not Excel format);

+ Rock Maker XML: A screen XML file in Rock Maker XML format.

+ Tecan CrysScreen: The Microsoft Word document generated by the Tecan robot can be uploaded directly into Icebear; or

+ Rigaku CrystalTrak: A plate or screen XML file generated by CrystalTrak. If Icebear is configured to import from your Rigaku Imagers, these files

should be detected automatically; you shouldn't need to upload them here.
Mark plate as destroyed: Destroy plate You can upload other files, but Icebear won't understand them. Instead, the file will be attached and each condition will read "See screen definition
file.”

* Mimer: an automated spreadsheet-based crystallization screening system. Brodersen DE, Andersen GR, Andersen CB
Acta Cryst F, 2013 (69) pp815-820. PubMed PMID:23832216

(b)

Figure 81 The Protein tab and the Screen tab of the Plate information page. (a) The Protein tab provides
information on the protein buffer(s) used for the experiment. In case of multiple drops per well it is possible
to have different proteins in the respective drops. (b) The Screen tab. This tab visualizes that the screen
information is not yet provided and it allows the project owner to provide this information for this plate

(9122) in various ways.
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Figure S2 The time lapse and plate overview pages of the drop viewer. (a) The time lapse page displays
all available inspections with a user chosen speed (top right, the value +1.1 can be changed to slow down or
increase the speed). In this example, the UV images are shown. (b) The overview of this plate refers to drop
3 (as highlighted top left). It concerns the result of the visible light inspection. The color code visualizes the
scoring results as chosen in the drop viewer menu (for example the red color indicates that the drop contains
crystals). For drop C02 (chosen by where the cursor is) the results of drop-1, drop-2 and drop-3 are

visualized.
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Shipment: Oulu-IceBear-Feb272020 Find by barcode... D

Shipment BIEEIVEEKIN Files | Shipment return
This is the data sent to the synchrotron. Some infermation may have changed since then.
Slot Pin Sample name Protein acronym Spacegroup a b c a B ' Remarks
1 HAOOAV1726 HsMECRMut3_951hD03d2c2 HsMECRMut3 71.94 71.94 1443 90 90 120 Diffracted at 3.58 at Oulu
2 HAOOATE808 HsMECRMut3_951hD03d2c3 HsMECRMut3 Not tested at Oulu
B] HAQ0BA5973 HsMECRMut3_95lhG04d3c1 HsMECRMut3 Not tested at Qulu, very small crystal
4 HA00BD6465 HsMECRMut3_951hG04d3c2 HsMECRMut3 Not tested at Oulu, Arrow shaped big crystal
5 HAOOAV1733 HsMECRMut3_95lhG04d3c3 HsMECRMut3 Not tested at Oulu, small crystal.
6 HAOOAX2990 HsMECRMut3_95lhG04d3c4 HsMECRMut3 Not tested at Oulu, very nice crystal.
7 HAO0AYE292 ProK_94t9G03d2c1_test protK P43212 67 67 101 90 90 90
8 HAO0AK1809 ProK_94t9E02d3c1 protK P43212 67 67 101 90 90 90
9 HAO0AU1941 ProK_94t9H02d2c1 protK P43212 67 67 101 90 90 90
10 HAOOAT3527 ProK_94t9E02d2c1 protkK P43212 67 67 101 90 90 90

Figure S3 The shipment information tab of the shipment module. The information of each sample listed in
this figure present in dewar DLS-MX-0643 is available for a shipment that has been sent successfully to
DLS. The metadata on space group, cell dimensions and remarks can be updated when finalizing the
shipment for uploading. The space group information, cell dimensions can be added also on the crystal
selection page as well as when fishing crystals. The file tab has a link to the shipment manifest PDF file
(Figure S4). The shipment return tab provides information on actions to be taken when the dewar comes

back in the home lab (see Figure 9).
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Dewar DLS-MX-0643, puck CPS-4623

HAO0AV1726 ‘ HsMECRMut3_95IhD03d2c2
lcebear
1 Eﬁ@q Diffracted at 3.5A... at Oulu

HAOOAT6808 ‘ HsMECRMut3_95IhD03d2c3

Icebear Diamond Light Source
[EIZE3[E Not tested at Oulu =g

HAOOBAS973 ‘ HsMECRMut3_95IhG04d3c1

lcebear

3 | EFLAE Not tested at Oulu, very small crystal
Ei.%

HAO0BD6465 ‘ HsMECRMut3 95IhG04d3c2
lcebe:ar
4 @E;EE-I! Not tested at Oulu, Arrow shaped big crystal

Figure S4 The shipping manifest. This PDF file is available from the Files tab of the shipment module.
The PDF file is generated on completion of a shipment. It is generated also when the metadata is not
uploaded to the synchrotron ISPyB. The link on the left side points to the IceBear crystal page of the sample
name. The link on the right side points to the ISPyB page (at the synchrotron) of the sample name.
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Shipment: DiamondShipment

Find by barcode... I:I
Shipment rDLS—MX—0643 rFiIes Data collection
@ CPS-3620
Pin I\IMPMB [’Pin4 rPin 5 rPin 6 rPin7 rPin 8 rPin 9 rPin 10 rPin 11 rPin 12 rPin 13 [’Pin 14 rPin i5 rPin 16 |
protK_94t9C06d2c1 (Protein: ProtK) View crystal in Icebear 2
Puck CPS-3620 position 2 View crystal at Diamond
Data collection notes

Quick notes: Empty pin Not visible

Ice rings

vz
When the shipment is returned...

* Wash the pin. I don't want to keep the crystal.

Keep the crystal in the pin. I want to send it again.

and go to next

Figure S5 The data collection tab of the shipment module. During data collection it is possible to make
notes for each crystal, as identified by its sample name. The “View crystal in IceBear” link opens the
selection page of the IceBear drop viewer of this sample. The “View crystal at Diamond” link opens the
ISPyB page of that sample. The researcher can provide the preferred treatment of the pin when the dewar

returns back to the laboratory: by default, the pin is washed and becomes available for the next shipment, but

it is also possible to activate the “Keep the crystal” preferred treatment.



