Calibration and Data Evaluation
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Reprocessing Data
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Navigate to the Database window of MagIC Net.

Select a series of calibration standards that had
been previously analyzed

Right-click on the selection.

Choose Reprocessing in the pop-up menu.



Reprocessing: Peak Integration
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In the Reprocessing table select the lowest
standard.

Select the Integration button under the
Evaluation section.

Left-click and drag on the Chromatogram to
zoom in on the baseline integrations of all the
peaks.

Increase or decrease Smoothing to increase
or decrease the integration start and end
lines on each peak.

Click Update after any change to see it
applied to the chromatogram.

Increase or decrease the Sensitivity to have
smaller peaks integrated or excluded from
integration.

Click the Peak detection tab to use Minimum
Height and Minimum Area to further adjust
the height/area of peaks included or excluded
from Integration.



Reprocessing: Component Labeling/ Retention Times
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Reprocessing =
Reprocessingtable %] Resuts 0
Determination start Method Ident | Sampletyp Results |
B 1| 2018:04-1019:24:30UTC-4 930 Compact,..| Standerd1 | Standard | Anlons -
2| 20180410 19:46:50 UTC-4 930 Compact... Standard2 | Standard 2 Componentname  Retentiontime  Height  Area Concentration
| 3| 2018-04-1020:09:11 UTC-4 930 Compact...| Standard3 | Standard3 [min) (wsfem]  [(uSfem) xmin)  [ppm)
4| Z018.04-102031:32 UTC-4 (930 Compact...| Standardd | Standard{ L1 Fluoride 4.28 0278 0,080 0,109
§| 201804-1020:53:52UTC-4 930 Compact...  StandardS | Standard§ (g Chioride 6.04 0.721 0.144 0512
6| 2018-04-1021:16:13 UTC-¢ 930 Compact... Standard6 | Standard Nitrite 7.08 0472 0.040 0.218
Bromide .84 0126 0.037 0.320
Nitrate 10.04 0095 0032 0.215 [~
Edit ¥ ] [c ] ] 3 d ] lﬂ
- Chro -ams - Standard 1 L
Anions |
® Chromatogram = 0.63 min
O calb oiuve [Clvomatogram B% 1.60 pSfem

Component table | Identification

Components —-Me_hwnbjw"ﬂ I-RML WLAL]W kj‘L
| Fuoide | 4.282 5.0 none
2T Choride | 6.045 | 50 | none |
Standards 3| nite | 7.084 5.0 none
4| Bromide 8.843 5.0 none
! S| HNitrate 9.762 50 none
Cakrdin 6| Phosphate | 11,990 5.0 none
+* 7| Sufste | 13.439 10 none
= *
Results —
wyws |~ T ¢ :
Update retention time JVoidti'ne [Mamal B][ 2.3} n
/]

method... ¥ | | Reprocessing

EWIIMI

11.

12.

13.

14.

15.

16.
17.

18.

In the Components button of Evaluation
parameters Components labeling and
retention times can be updated.

Click on the line of the component table for
an ion.

Left-click on the peak for that ion. This
centers the retention time on the apex of the
peak.

Click the update retention time button. The
time on the Component table will be
updated.

Click the Update button to see these changes
reflected on the chromatogram.

Repeat steps 12-15 for each component ion.

If a peak is mislabeled, relabel the
unidentified peak first, then hit Update.

Now update the retention times for the peak
which was mislabeled.



Reprocessing: Calibration Concentrations
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Click the Standards button to enter the
concentrations of standards, check standards,
and matrix spikes.

To edit existing concentrations for a particular
standard, double-click on that standard to edit.

Update the calibration concentrations,
pressing the tab key to move from one
concentration to the next.

If all component ions have the same
concentration, enter the value in the first field,
then click Filling.

Use the single arrow to advance through
standard levels, and update these standard
concentrations.

At the end of the list use the single right arrow
to add another standard level.

Once completed, click the OK button.

Repeat steps for Check standards and Spiking
Solutions as needed.



Reprocessing: Calibration curves
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To edit the Calibration type utilized, click
the Calibration button.

Double left-click on the line for a
particular ion to edit the Response type
used, the Curve type, and the Weighting.

Use the single arrows at the bottom of
the window to advance to the settings
for each ion, making changes as
appropriate.

Click OK once complete.



Reprocessing: From standards of table
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Reprocessing: Evaluate calibration curves

e =)
— = 35. Now select the last standard in the
|l. e - Reprocessing table, which is usually the
! e st i St i R = highest calibration standard. All
B Shcnnievic e s e men e s calibration points should be represented
| oA 0 oo St i s i ity in this standard.
% w96 7 i : o
! I i = = 36. Click the Calibration Curve button.
| : 37. Use the up and down arrow to scroll
| Ochonstogan (o S @l through the calibration graph for each
g [ [eosmoom [eew | S (e [o= sosis s wwmwrazvd] | 1 analyte, or use the pull-down menu to
CW@W ::‘::i: il Re”ﬁifﬂ:iﬁiﬂ[[ﬁ 38 select the calibration graph for a
[ === | e ] ikl T particular analyte.
@EL i A | 38. Evaluate the calibration for Relative
= T Ta v e ||| Standard Deviation and Correlation
™ o s [+ {omr [ mo 15 T 10 Tome Coefficient, based on the criteria of your
- o s T oo [ ae o | o Tose application.
I ] B
vetec... | [ reprecesng_| [ upate E3]E o[ o




Reprocessing: From selected determination

Reprocessing

2018-04-10 19:24:30 UTC-4 | 930 Compact...

1

2| 2018-04-10 19:46:50 UTC-4 930 Compact...
3| 2018-04-10 20:09:11 UTC-4 930 Compact...
4 | 2018-04-10 20:31:32 UTC-4 930 Compact...
S | 2018-04-10 20:53:52 UTC-4 930 Compact...
6

2018-04-10 21:16:13 UTC-4 930 Compact...

Standard 1
Standard 2
Standard 3
Standard 4
Standard 5
Standard 6

3
| Resuts ... &
Results
Stand Anions |~}
Stand Component name  Retentiontime  Height Area Concentration
Stand [min] [BSfem]  [(pSfem) xmin]  [ppm]
| Stand Fluoride 428 294% 5549 9,984 -
Stand g Chloride 6.02 89.53¢  17.220 48,984
39 &3 7.02 19217 4.69 19.789
- Bromide 8.73 15830  4.579 29.421
Nitrate 9,86 12339 3916 19.787
phosphate 12.97 14308 5510 48.792
Sedea. 44,72 61338 25.642 97.422

(®) From selected determination

O From standards of reprocessing table
Keep manual integration

.~ ysfem

ate 12,97

%
Sulfate 14.72 >

00 20 40 6.0

80 100 120

T T
60 180

Reprocessing l I Update

J|

Reset

39. Highlight the last standard,
40. Click Reprocessing
41. Choose from Selected Determination

42. Press OK. This will apply the full
calibration to all standards.



Reprocessing: Save calibration to method

Reprocessi - — =) . . .
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2 no .
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13 |Example Gradient 13:42:3... cbazan
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4

Method name | 930+858_Anions

chosen when running the next
Determination series.

45. Click Save.

Import calibration points
Export calibration points




Reprocessing: Save to data
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The Reprocess window is a “Sand Box”. If
the changes made are not saved to the data,
they will be discarded.

46. Clicking the red “X” button, or Cancel,
will discard the changes.

47. Clicking OK saves these calibration
changes to the determinations shown in
the Reprocessing table (e.g. the
standards).



Reprocessing:

Filter | All determinations
Determination start ¥ Ident

22 |2018-06-21 15:54:00 UTC-4¢ IC Blank
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27 |2018-04-11 12:58:13UTC-4  Check Standard _R2

Batch
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35 |2018-04-10 19:24:30 UTC-4  Standard 1 m v
A Reprocess, ..

36 |2018-04-10 19:02:10 UTC-4  Blank

namnlaste

Apply new calibration to samples

To apply a new calibration generated in
reprocessing to a series of samples already
run:

48. Highlight the highest calibration
standard, then select along with it a
block of data to apply it to. It is best to
choose blocks of 20 determinations or
less at a time to reprocess.

49. Select Reprocess.



Reprocessing: Apply new calibration to samples
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