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mple 1

tal glucose in ' L0

Reference ¢ompound can be anything, but for
TMS, TSP and DSS ChemAdder sets H’s (3
no. of protops in integral) and MW
automatically
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integrate A-glucose a- and [TSP-signal

tlbold, Mm & A ’%{J

o

Left [ppm] Right [ppm] Absolute Mormalized RRMS B/L Correction
1 GLUCOSE- 5.27308 521358 345229 1 E
ﬂ TSP EO.DG?IZB -0.0617864 21,2682 616059 | X

| S'tegl 4: define 'glulco'lse 'int'egfal:' His = O.'40*, MW = 180

Distance: 0,1289 ppm /77.37Hz  L: 0.06712 bR 0086179 B

Step 3. give TSP mmol

Step 2. Name integrals, use 'TSP’

*Only 40% of glucose is A-glucose



lucose in m

Baseline correction:

— 1.5

Use baseline correction option (B/L)
for glucose signals, otherwise
integral gets value 1.00 !

— 0.5

A-glucose a-proton




RL1 D20 .dx

...toward completeness:

The glucose signal is in fact composed of doublet and another smaller
doublet (X), which can be fitted by using gQMSA - or gMSA (for

glucose) + TLS (for X and Y):

A-glucose: 0.074 mg/m|

X: 0.012 mg/ml (assuming hexose MW)

Y: 0.014 mg/ml (assuming hexose MW)

A-glucose-a + X

A-glucose-a

glucose in [0

0.8

— 0.6

0.4

e L S B S |
5.35 5.3 5.25



y novel traditional integration

e volume of reference (here TSP) is the same
all the spectra.

nd (if not TMS, TSP or DSS), name it, give no.

P) and molarity of it (MMOL).

Step 2: select the signals to be integrated, name them, give no. of protons in each
signal (for example, 3 for CH;) and the MW of the corresponding compound.
Step 4: Integrate all the spectra in stacked mode.

Step 5: Show concentrations by ChemAdder tool, or transfer to EXCEL.

Easy, works well if signals well separated.

ChemAdder integration tool allows (spline polynomial) baseline fitting and
therefore also small signals sitting on large broad signal can be safely integrated.




2d.dx

Size.

1,05 Mit
1,05 Mit
1,05 Mit
1,05 Mit
1,05 Mit
1,05 Mit
1,05 Mit
1,05 Mit

Type

dx File
dx File
dx File
dx File
dx File
dx File
dx File
dx File

-and-drop to EXCEL or use the
lI data with same click!
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T§P (mmol)

10.0055
T

T oo & W e

Title

PRODUCT4_CH2
COMPND_B B2

PRODUCTI_MEL
COMPND_A_A2
PRODUCT2_ME2
PRODUCT3_ME3
TSP [reference]

Left [ppm]
33832
28027
22561
18863
1.4014
13478
0.0291

Right [ppm]

33541
27548
22399
1.8395
13578
13168
-0.0299

35.910
0.616139
24272
1.07305
443,449
45,6104
152.545

Normalized RRMS  B/L Correction
0.215011
0.00363309
0145327
0.00642484
255512

0.273083
0813351

= quantitative reference

- Nuclel

Slope
-0.0020284

1.0125e-05

000328556
0000157283
-0.000515492°
000682421
0000357596

T T T
Tall 2 0
I n I n te gn[;@')lsz ppm (6188.23Hz  L: 10.00553 |5 R: -0.30072

mg/m!
061441

0011269
10305499
0024690

313957
1263097
0625

ol

mg/ml
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gQMSA

ctrum to make QMSA model for the
extra the signals.

spectra with QMSA.

tep 3: show the concentrations by ChemAdder tool or transfer to EXCEL.

Spectral parameters needed but works also if signals not separated.




cromolecular material
by Yrj06 Hiltunen)

IEXTRAQ_PREPARED.QMT T — |

Impurity spectrum, after removal of backgrounc
(one click after impurity signal ranges|have been defi

Ready for QMSA !

Y, VN ] LW

— T
EXTRAQ_DECONVOLUTED.QMT

TSP ||

TLS simulation (deconvolution),
excluding impurties

Observed
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Deconvolution (TLS) analysis

Can be used to model signals which are not described by QM models — together with
QMSA signals
The spectrum (not explained by QM model) can be composed from extra lines or regular
multiplets (doublets, triplets, etc.), which can be also named and grouped.
If one sets a signal range and the number of lines in it, SpinAdder creates a model
assuming equidistant lines with same line-width — the positions and line-widths can then
be optimized.

'\ EXIT(ESC) VIEW ZOOM  100% < R < »3 2X Xi2 HZ/PPM HELP(H) L RMS = 0.2648
FILES(F2,F5.FT) Prepare(F3) PROFILE(F6) SYSTEM(G) LOCAL{*G) ] InterChange Equalize Integrate(A) Broadening(F11)
TABLE(TAB) ( I WeightRange("WV) SEARCH("Q) AddLines+it("INS) AddLine(INS) Rem line(DEL & "DEL) ShiftStructure ReadOriginal(F4)
Simulate(F8) QMTLS(*F8) CTLS(shft-F8) Regression ("R) AutoFit(*F9) Make ASL(*7) Lock & Fix("L) IgnareRange(U) remaved

The shapes display is available in

SpinAdder only, yet

Acet_ate, TSP,
QM signal QM signal

o
2}

Small molecule impurities are
ignored from the TLS model
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search and forms mathematical
olite chemical shifts

er HOLISTICS







