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What to know before you begin

1DPH BBBBBBBBBEBBBBBBBEBBBBEBBBEBBEBEBBBBBBBBBBBBBBBBBB
2IlLFH QXPEHU BBBBBBBBBB 7HOHBRRBRRBBBBH BER BB B B)®DE BBEBB B BB B B
BULQFLSOH ,QYHVWLJDWRU $GCBBBBEBBBBBBBBBBESB

B BB B
$FFRXQW WR EH ELOOHG BBBBBBBBBBBBBBBBBBRBBBBB WR B
2ULJLQDO 6DPSOH 1XPEHU BBBB B B@G BEBEBBEBEBEEBBEEBBEH/REBR\BLEB B
§858585858858585588585858585888888888§

&KHPLFDO )RUR#X @D & JRUPXOD ZHLWIRWOH J PROH
§858585858855858585885885858585888888888§
'HQVLW\ BBBBBB"BBBBBBB ZGRBEBRBBBERVHBGQBB BB LW\ BBBBBBBBB

&U\WWDO FRORU BBBBBS8RBBEBBBBIVYV ,V WKH VDP ®KLAKMBEB® RU UDFHPL

‘'UDZ 6WUXFWXUH ODEHO DOO FKLUDO FHQWHUYV

Choosing the crystal

&OHDU
6KDUS HGJH
J)ODW IDRFHV
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Screening the Crystal

,QSXW WKH NQRZQ
Start SMART start new project : LQIRUPDWLR(Q

JRU ZRUNLQJ GILUHFWR
LQSXW
| 2IUDPHV?P\SYURM

FKDQJH | LI QHHGHG
XVH \RXU SUR

Select SMALL MOLECULE when asked
Mounting crystal

Start VIDEO point to File/NEW and GRAB

Point to Goniom and Optical. Goto the external
control. Select B and push AXIS print. Position
the crystal as shown below. Always come from
below. Using the "wrench" adjust the height of the
crystal so that the crystal is near the crosshairs.
Adjust the seldge below the height and adjust the
X axis. Punch A and adjust Y axis. Punch C and
check the height.

A position C position
\\

When finished punch the "esc" key on the keyboard.
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Rotation Photo

Take a rotation photo. Point to Acquire/Rotatiamnpto OK

Determining the Unit Cell. Point to Acquire/Matrix
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Good frame will look like this

An acceptable frame will look like this

A bad frame will look like this
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Unit cell
good cell

Lattice parameters & Standard deviations:
18.0820 18.6483 18.6871 90.050 90.089.958 6301.27

0.0052 0.0055 0.0082 0.029 0349. 0.023 3.94
Standard deviations corrected for GOF:

0.0039 0.0041 0.0061 0.021 2.0 0.017 2.94
Histograms:

.00 .05 .10 .150.225 .30 .35 .40 .45 +Inf

H 57 O 0 0 0O ®m 0o o0 O

K 57 O 0 0 0O ®m o o o

L 57 O 0 0 0 0 O o0 o

Omega 55 2 0 0 O O O O O

acceptable cell

Lattice parameters & Standard deviations:
11.2914 11.1571 15.0720 89.760 109.380.316 1791.07

0.0046 0.0044 0.0055 0.010.010 0.010 2.04
Standard deviations corrected for GOF-:

0.0132 0.0128 0.0159 0.029 8.030.030 5.89
Histograms:

.00 .05 .10 .150.225 .30 .35 .40 .45 +Inf

H 207 0O 0 0 0O ®m 0 o0 o

K 207 O 0 0O 0O ®m O o0 o

L 201 6 0 0 0O M O O O

Omega 87 70 28 17 2 1 1 0 O
a bad cell

Lattice parameters & Standard deviations:
16.9188 16.7568 17.0997 86.145 86.488.316 4818.86
0.6570 0.3144 0.2764 1.543 471 0.801 325.74
Standard deviations corrected for GOF:
5.1056 2.4433 2.1478 11.988 11.47%226 2531.40
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Crystal will not index
o Bad Crystal?
o0 check the distance with the detector distance enrtstrument.
if there not the same the cell will not index prdpe
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Is it the right stuff?
Once you have the unit cell you can guess the bamep and the Lattice. From
this and the unit cell volume you should calcutai density.
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For example our sugar molecule with a formula weafh342 is monoclinic Laue group
of 2/m P. The molecule is chiral so the spacegnill be non-centrosymmetric azd
=2. The cell volume is 715 which affords a deneit1.59 g/ml. The density fits the
range shown in the table.

T|T|TV|TO|T|T
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Data Collection

SRLQW WR $FTXLUH (GLWOXOWL
Generic Data Collection Strategy

2Theta Omega Phi Chi Axis Range # Time
-28 -28 0549 2 -0.3 600 20
-28 -28 90 549 2 -0.3 600 20
-28 -28 180 549 2 -0.3 400 20
-28 -28 270 549 2 -0.3 400 20

BAWNPEF H

About a 12 hour data collection
How fast can you go

Collect a few frames$FTXLUH OXOWLUXQ

If you do not see spots near the right hand edflgfgedrame then

slow the data collection to 30 secs and repeatofiection.

Load the correct dark current for your data coltectime

pointto ' HWHFWRU 'D lahd /EROBJHQW

the look for *****020.*** for 20 secs ***30.*** for 30 etc.
Start Data Collection

pointto$FTXLUH OXOWL5XQ

set the JOB name (normally just DATA) and poinOts.
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