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MuScatt: Input files

“Control” File: “data” File [Q | dI]:

" e parPolyRes.dat.txt 3
HataPolyRes.dat filename of data file ‘ ' @ ® _ dataPolyRes.dat.txt
1 switch for lowQ extrapolation: @ automatic, 1 guinier, 2 power law, 3 constant 0.00775 441.15 4.4115 A
-1 switch for incoherent background subtraction: -1 none, @ automatic, (real)value>0 0.00861 428.668 4.28668
gives exact level to be subtracted 0.00947 415.23 4.1523
5.0 lambda (Angstroem), negative or zero will set lambda to 5.0 0.01033 400.932 4.00932
0.1 d, sample thickness in cm, negative or zero will set d to 0.1 0.01119 385.878 3.85878
0.900 experimental transmission as measured
. : : . . 0.01205 370.172 3.70172
0.001 sigma due to incoherent scattering and absorption, calculated from table (will be
el : 0.01291 353.922 3.53922
divided by 4pi for full 3d angle)
: : 0.01377 337.236 3.37236
0 high q extrapolation (@ for off, 1 for on)
0.0689 g range from which pure power law is achieved 0.01463 320.224 3.20224
0 resolution mode #n (-1 is off, @ for no combination), combines with DEMUX/MUX 0.01549 302.995 3.02995
calculation of type #n (1-6) :10.01635 285.655 2.85655
0.1 fraction of lambda resolution at fwhm, i.e. delta lambda / lambda 1 0.01721 268.309 2.68309 Q
8.0 detector distance [m] for lowest Q measurements 1 0.01807 251.056 2.51056
0.01 sample aperture [m] 0.01893 233.992 2.33992
8.0 collimation distance [m] for lowest Q measurements, negative values if not 0.01979 217.207 2.17207
specified (symmetric setting) 3 i i
0.03 enttance aperture [m], negative values if not specified (symmetric setting) g ggggg igg ;gg i gg;gg
2.0 resolution cutoff (in terms of multiples of sigma) 0.02238 169.326 1.69326
/] thickness correction mode #n {<=0 is off,. combines \yith DEMUX/MUX calculation of 0'02324 154'422 1'54422
type #n (1-6) and (7-12) for (1-6) with resolution correction Lo 8503 Ada - 1an 4 shiak

A
v

3



MuScatt: Output file

@ e outPolyRes.txt

| 7.7500e-03 4.3412e+02 4.3145e+00 6.0344e+02 4.2775e+00 4.3209e+02 4.2775e+00 4.4481e+02 4.5130e+00 6.2426e+02 4.5541e+00 4.4699%e+02 4.5541e+00 4.4457e+02 1.2965e+01 0.0000e+00 0.0000e+00
8.6100e-03 4.2163e+02 4.1924e+00 5.8604e+02 4.1565e+00  4.1963e+02 4.1565e+00 4.3214e+02 4.3853e+00 6.0651e+02 4.4252e+00 4.3429e+02 4.4252e+00 4.3178e+02 1.6524e+01 0.0000e+00 0.0000e+00 A
9.4700e-03 4.0822e+02 4.0610e+00 5.6737e+02 4.0262e+00 4.0626e+02 4.0262e+00 4.1854e+02 4.2478e+00 5.8746e+02 4.2865e+00 4.2065e+02 4.2865e+00 4.1805e+02 1.8835e+01 0.0000e+00 0.0000e+00
1.0330e-02 3.9394e+02 3.9211e+00 5.4748e+02 3.8876e+00 3.9202e+02 3.8876e+00 4.0406e+02 4.1015e+00 5.6718e+02 4.1389e+00 4.0612e+02 4.1389%9e+00 4.0341e+02 1.9854e+01 0.0000e+00 0.0000e+00
1.1190e-02 3.7894e+02 3.7739e+00 5.2659e+02 3.7416e+00 3.7706e+02 3.7416e+00 3.8884e+02 3.9475e+00 5.4587e+02 3.9835e+00 3.9086e+02 3.9835e+00  3.8802e+02 1.9943e+01 0.0000e+00 0.0000e+00
1.2050e-02 3.6330e+02 3.6203e+00 5.0482e+02 3.5893e+00 3.6147e+02 3.5893e+00 3.7297e+02 3.7869e+00 5.2364e+02 3.8214e+00 3.7495e+02 3.8214e+00 3.7196e+02 1.9221e+01 0.0000e+00 0.0000e+00
1.2910e-02 3.4715e+02 3.4614e+00 4.8233e+02 3.4317e+00 3.4537e+02 3.4317e+00 3.5658e+02 3.6206e+00 5.0068e+02 3.6536e+00 3.5851e+02 3.6536e+00 3.5537e+02 1.8469e+01 0.0000e+00 0.0000e+00
1.3770e-02 3.3058e+02 3.2982e+00 4.5925e+02 3.2700e+00 3.2884e+02 3.2700e+00 3.3976e+02 3.4499%¢e+00 4.7711e+02 3.4814e+00 3.4163e+02 3.4814e+00 3.3835e+02 1.7691e+01 0.0000e+00 0.0000e+00
1.4630e-02 3.1370e+02 3.1318e+00 4.3574e+02 3.1050e+00 3.1201e+02 3.1050e+00 3.2261e+02 3.2759%e+00 4.5309e+02 3.3057e+00 3.2443e+02 3.3057e+00 3.2100e+02 1.6891e+01 0.0000e+00 0.0000e+00
1.5490e-02 2,9662e+02 2.9633e+00 4.1196e+02 2.9379%e+00 2,9498e+02 2.9379%e+00 3.0526e+02 3.0996e+00  4.2879e+02 3.1279e+00 3.0703e+02 3.1279e+00  3.0345e+02 1.6075e+01 0.0000e+00 0.0000e+00
1.6350e-02 2,7944e+02 2.7937e+00 3.8804e+02 2.7698e+00 2,7785e+02 2.7698e+00 2.8780e+02 2.9223e+00  4.0433e+02 2.9489%e+00 2.8951e+02 2.9489%e+00 2.8579e+02 1.5247e+01 0.0000e+00 0.0000e+00
1.7210e-02 2.6227e+02 2.6241e+00 3.6414e+02 2.6016e+00 2,.6074e+02 2.6016e+00 2.7035e+02 2.7448e+00 3.7988e+02 2.7698e+00 2.7201e+02 2.7698e+00 2,6811e+02 1.4407e+01 0.0000e+00 0.0000e+00
1.8070e-02 2.4520e+02 2.4553e+00 3.4038e+02 2.4343e+00 2,4373e+02 2.4343e+00 2.5300e+02 2.5683e+00 3.5557e+02 2.5917e+00 2.5460e+02 2.5917e+00 2,5052e+02 1.3563e+01 0.0000e+00 0.0000e+00
1.8930e-02 2.2833e+02 2.2885e+00 3.1690e+02 2.2689e+00 2,2691e+02 2.2689e+00 2.3584e+02 2.3937e+00  3.3152e+02 2.4155e+00 2.3738e+02 2.4155e+00 2,.3315e+02 1.2720e+01 0.0000e+00 0.0000e+00
1.9790e-02 2,1180e+02 2.1243e+00 2.9389e+02 2.1061e+00 2,1044e+02 2.1061e+00 2.1902e+02 2.2220e+00  3.0794e+02 2.2423e+00 2.2050e+02 2.2423e+00 2,1620e+02 1.1887e+01 0.0000e+00 0.0000e+00
2.0660e-02 1.9555e+02 1.9637e+00 2.7127e+02 1.9469e+00 1.9424e+02 1.9469%e+00 2.0247e+02 2.0540e+00 2.8474e+02 2.0727e+00 2.0389%e+02 2,0727e+00 1.9958e+02 1.1060e+01 0.0000e+00 0.0000e+00
2.1520e-02  1,7980e+02 1.8073e+00 2.4936e+02 1.7919e+00 1,7855e+02 1.7919e+00 1.8643e+02 1.8905e+00 2.6226e+02 1.9077e+00 1.8779e+02 1.9077e+00 1,8342e+02 1.0259e+01 0.0000e+00 0.0000e+00
2.2380e-02 1.6456e+02 1.6560e+00 2.2815e+02 1.6418e+00 1.6336e+02 1.6418e+00 1.7089e+02 1.7322e+00  2.4047e+02 1.7480e+00 1.7219e+02 1.7480e+00 1.6771e+02 9.4781e+00 0.0000e+00 0.0000e+00
2.3240e-02 1,4988e+02 1.5103e+00 2.0773e+02 1.4973e+00 1.4875e+02 1.4973e+00 1.5593e+02 1.5797e+00  2.1949e+02 1.5941e+00 1.5717e+02 1.5941e+00 1.5258e+02 8.7174e+00 0.0000e+00 0.0000e+00
2.4100e-02 1.3585e+02 1.3706e+00 1.8820e+02 1.3589e+00 1.3476e+02 1.3589e+00 1.4160e+02 1.4337e+00 1.9940e+02 1.4467e+00 1.4278e+02 1.4467e+00 1.3812e+02 7.9794e+00 0.0000e+00 0.0000e+00
2.4960e-02 1.2248e+02 1.2376e+00 1.6961e+02 1.2270e+00 1.2145e+02 1.2270e+00 1.2794e+02 1.2945e+00 1.8025e+02 1.3063e+00 1.2907e+02 1.3063e+00 1.2436e+02 7.2647e+00 0.0000e+00 0.0000e+00
2.5820e-02 1.0982e+02 1.1115e+00 1.5200e+02 1.1020e+00 1.0884e+02 1.1020e+00 1.1500e+02 1.1626e+00 1.6210e+02 1.1732e+00 1.1607e+02 1.1732e+00 1.1135e+02 6.5803e+00 0.0000e+00 0.0000e+00
2.6680e-02 9.7895e+01 9.9260e-01 1.3543e+02 9.8410e-01 9.6974e+01 9.8410e-01 1.0 + +00 1.4499%e+02 1.0477e+00 1.0382e+02 1.0477e+00  9.9100e+01 5.9284e+00 0.0000e+00 0.0000e+00
2.7540e-02 8.6730e+01 8.8116e-01 1.1991e+02 8.7362e-01 8.5860e+01 8.7362e-01 9.1 01 1.2894e+02 9.3010e-01 9.2327e+01 9.3010e-01 8.7632e+01 5.3108e+00 0.0000e+00 0.0000e+00
2.8400e-02 7.6336e+01 7.7733e-01 1.0546e+02 7.7067e-01 7.5516e+01 7.7067e-01 8.0 01 1.1398e+02 8.2050e-01 8.1616e+01 8.2050e-01 7.6961e+01 4.7291e+00 0.0000e+00 0.0000e+00
2.9260e-02 6.6720e+01 6.8112e-01 9.2102e+01 6.7529e-01 6.594%e+01 6.7529e-01 7.0 01 1.0012e+02 7.1895e-01 7.1691e+01 7.1895e-01 6.7094e+01 4.4067e+00 0.0000e+00 0.0000e+00
3.0120e-02 5.7874e+01 5.9255e-01 7.9815e+01 5.8748e-01 5.7151e+01 5.8748e-01 6.1 01 8.7350e+01 6.2546e-01 6.2547e+01 6.2546e-01 5.8025e+01 3.8816e+00 0.0000e+00 0.0000e+00
3.0980e-02 4,9795e+01 5.1154e-01 6.8595e+01 5.0716e-01 4.9117e+01 5.0716e-01 5.3 01 7.5663e+01 5.3994e-01 5.4178e+01 5.3994e-01 4.9750e+01 3.3948e+00 0.0000e+00 0.0000e+00
3.1840e-02 4.2468e+01 4.3794e-01 5.8425e+01 4.3419%e-01 4.1834e+01 4.3419%e-01 4.5 01 6.5040e+01 4.6226e-01 4.6571e+01 4.6226e-01 4.2255e+01 2.9466e+00 0.0000e+00 0.0000e+00
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MuScatt@QtiSAS integration :

* Instead of ,,Control” file

-> parameters of function

1

Input

<>

Name Initial Value Vary?From..To Info
17 lowQ 0 switch for lowQ extrapolation: 0 automatic 1 guinier 2 power |...
2 A | bgksub 0 incoherent background subtraction: -1 none 0 automatic (rea...
37 | lambda 5 lambda (Angstroem)
447 \d 0.1 sample thickness in cm
5A | transm 0.554 experimental transmission as measured
6 7 | sigmia 3.6442 sigma due to incoherent scattering and absorption calculate...
7 A | hggmod 0 high q extrapolation (0 for off 1 for on)
8 A | hggeut 0.0689 g range from which pure power law is achieved
9 A | resmod 0 resolution mode #n (-1 is off;; O for no combination);; combin...
10 A difwhm 0.1 fraction of lambda resolution at fwhm;; i.e. delta lambda / la...
11 A| detlen 20 detector distance [m] for lowest Q measurements
12 A| sampap 0.01 sample aperture [m]
13 A| collen 20 collimation distance [m] for lowest Q measurements;; negati...
14 A| entrap 0.03 enttance aperture [m];; negative values if not specified (sym...
15 "‘ reswdt 2 resolution cutoff (in terms of multiples of sigma)
16 A| thkmod 0 thickness correction mode #n (<=0 is off;; combines with DE...
17 A| activeOutput | 1 0..8: 0 input data;; 1 Eq.1;; 2 Eq. 3;; 3 Eq. 2...

00 COMPILE
° 1D f(x) 2D f(x,y,...) | @ new § save ol delete :] compile
Categories Functions
Instrumentation muscatt-example-12t1
Integrals Test muscatt-example-12t2
Lipoproteins muscatt-example-5t1
Liposome-Scattering-SMA muscatt-example-5t2
Liposomes muscatt-example-kugel
AMAD/SADITA 28. 2 L)
HF muscatt
Dependent variable |
Independent variable(s) Q
2 Name Initial Value Vary?From..To Info
1 17| lowQ 0 switch for lowQ extrapolation: 0 automatic 1 guinier 2 pow...
- 2 M | bgksub 0 incoherent background subtraction: -1 none 0 automatic (r...
37 | lambda 5 lambda (Angstroem)
47| d 0.1 sample thickness in cm
57 | transm 0.554 experimental transmission as measured
6 * | sigmia 3.6442 sigma due to incoherent scattering and absorption calculat...
7 * | haamod (4] hiah a extranolation (0 for off 1 for on)
+Included +Fortran Info Fit.Control Files Options
sasview || qtikws/qtisas || fortran
290 /" gtisas initial part: start */
291
292 int activeCol=int(activeOutput*2-2); // what to show after pressing "Simulate"
293 int numberPointsReal=currentLastPoint-currentFirstPoint+1;
294
295 if ( \beforeFit && lafterFit && !beforelter && lafterlter) if (calculated)
296
297  if (activeCol>=0 && activeCol<15) return In[orderQ[currentPoint-currentFirstPoint]][activeCol];
298  else return YYY[currentPoint];
299 )
300

301 if ( afterlter) { calculated = false; return 1.0;};

302 if (currentint!=0) { calculated = false; return 1.0;};

303

304 if (afterFit && calculated ) { saveToTable(numberPointsReal, ParaM ); return 1.0;};
305

306 /* gtisas initial part: finish */

307

308

ang if (niimharPninteRaals3NN) niimharPainteRaal=230N"

muscatt




MuScatt@QtiSAS integration: input

* Instead of “data file” [Q.| dI] -> ,, data table” in gtisas project: Q[X], I[Y], dI[yErr

A QTISAS - /L ioh/D: PRy VR MuScatt: I y ple-PolyRes,qti * 1
s X ALALG #zF 8 NPRRRORR zEFHE & S89% JA ¢ s @D = R QL. z »
L Helvetica Bo :8 n u « x. o r [ ooy A i We -4
} ¢ ‘
A La
pip olyf olyfies.dat.bdt 00 COMPILE
dify€Er] |
1 0.00775 441.15 4415 O 101(x) 2D fxy. a @) delete o) |
2 0.00861 428.668 4,28668 ‘
3 0.00947 41523 41523 Categories Functions b
| | | Form Factors muscatt-example-5t2
a 0.0‘033‘ 400.932. 4.00962. Form Structure muscat-example-kugel
5 0.01119 385.878 3.85878 General muscatt-example-polyres
| -————
8 0.01205 370.172 370172 e prgpn
7 001291 353.922 353922
8 0.01377 337.236 3.37236 De { variabi | +
9 0.01463 320.224 3.20224 o
10 0.01549 302.995 3.02995
5 oD1038 prmp— 2 85688 . Name | Initial Value [From..To] Vary? Info
2 v 208.300 = 1 " lowQ \ 0 | | switch for lowQ extrapolation: 0 automatic 1 ...
13 0.01807 251.056 251056 7id |10 1 = !
| ~ lambda |5 lambda (Angstroem)
14 0.01893 233.992 233992 | I }
T ald 0.1 sample thickness in cm
15 001979 217.207 217207 ‘
16 0.02066 200783 200783 BT +included +Fortran info Fit.Control Files Options
17 0.02152 184.790 1.84799 - s
18 0.02238 169.326 1.69326 301  F qtisas initial pan: start */
1 Il ] 302
19 0.02324 154.422 1.54422 303  Int activeCol=int(activeOutput*2-2); // what to show after pressing *Simulate*
304 int numberPointsReal=currentLastPoint-currentFirstPoint+1;
20 0.0241 140.145 1.40145 305
T 1 1 306 if ( IbeforeFit 8& lafterFit & Ibeforelter && lafteriter) if (calculated)
21 0.02496 126,541 1.26541 307
1 1 308 (activeCol>=0 && activeCol<15) return InforderQ[currentPoint-currentFirstPoint]j{activeCol];
22 0.02582 13,647 1.13847 308 else return YYY[currentPoint];
310
2 0.02668 101.492 1.01492, n !
T T 1 312 if ( afteriter) { calculated = false; return 1.0;};
24 0.02754 90.0983 0.90098 313 i (currentinti=0) { calculated = false; return 1.0:};
1 | 314
25 0.0284 79.4807 0.79481 315 H (aterFit && ) { saveToT: , ParaM ); return 1.0}};
! 4 316
26 0.02926 69.6441 0.69644 317 I qtisas initial part: finish */
! AR
27 0.03012 60.5877 0.60588 185 = a
| o V18.29.102018 CNS
Q06 Project Explorer
| &Qsample-PolyRes 1 Name Type  View Created Label
|gmdataPolyRes Table  Maximized 29.10.19 18:17 1 q ple-PolyF oly...
l
By ® © By 8 & & . }



MuScatt@QtiSAS integration: output

* Instead Output file -> output Table ,muscatt”
e 1-3 column: input data; 1,4-19 columns == “Output File”

‘muscatt” table generated after pushing button “Script: After Fit”

A QTISAS - A p PolyR ati*
G | SO O AALE mzE 0 DRRRRDEBR < H& HAE @ rBD R . »
o Helvetica Blo :8 & u -« ~ e ] s s A e 2
. Mymuscatt - Matsx Fit : Matrix-to-Table o COMPIE
m anyen Eatiy) aEaityn) EQNYEr) Eqnyes)
|t 0.00775 44115 44115 434123 431447 603,445 427754 432092 427754 £ ' \ﬂ i d ?
2 0.00861 428 658 428668 421629 41924 586 043 4.15651 419631 4.15651 43
|3 0.00847 4523 41523 408219 406097 567.366 402821 406258 402621 @ *
: 4 001033 400,932 400032 39394 agens 547.481 388757 392,019 388757 40 : :;m’ xﬂ:g:mxi’fw
5 0018 385,878 385678 378.943 377391 526,505 e 377,084 e 3 Gfperal muscatt-exampio-polyres
L] 0.01208 .72 3072 363.308 3.6208 504817 358931 36147 358831 k14 [':;— muscatt
|7 001291 353922 353922 347.153 346138 482,325 349174 345365 343174 35
8 0.01377 337.236 337236 330.584 329819 459.253 326995 328 844 326995 3 sSor 2 1 +
] 001463 320.224 320224 313697 313181 435730 3105 312,008 3105 3 : .
10 001540 302,995 302005 206,618 296331 411,950 293794 204.98 293704 )
|n 0.01635 285655 285655 279.435 279072 388,097 276981 27785 276981 2 Nara | Vciet Vikoe [Fvom T 1 ey ki
12 0.01721 268,309 268309 262267 262408 364.136 260161 260737 260161 o | 1] w0 o il ccni i il bssnriast
| 13 001807 261,056 251086 245,204 248534 340,383 243432 243729 243432 2 | 7] ° Do O noohereat background subtracton: -1 nane
| 14 001893 23992 233092 228,333 228845 316,899 226886 226913 226896 2 . el amtc (Angssosn)
| s 001679 217.207 217207 211801 21243 293,880 210611 210437 210611 2 C o T
|EA 002000 200783 200789 e +.90%67] 271200 194808 10420 P | 2 BCZI  vincluded +Fortran Info Fit.Control Files Options 4
| v 002152 184.798 184798 179.808 1.80734 249,381 179187 178,553 179187 1
18 0.02238 169.326 166326 164,557 165602 228.147 164184 163.363 164184 % IR " -1
19 0.02324 154,422 154422 149,884, 151026 207.733 149733 148.746 149733 15 i B ImactrvaCol InA(RciveOUlpW2-2); /7 what to show “"F"Dwssm
|20 0.0241 140,145 140145 135,845 137083 188.204 135889 134.762 1.35889 14 | 3B i beloreFn &5 laterFit &5 tbeforelter &4 laferiier) if (calculated)
2 0.02496 126,541 126541 122477 123758 169.611 122696 121.449 122696 12 8 b (aciveCobed 88 activeCol<18) retum InforderC| - ol
2 002582 1aser 113647 100816 111147 152.004 110196 108841 110196 11| R $io0 vetm YYVicumendoil
| 23 002668 101,482 101432 97.8055 0992597 13543 0.9841 96.9736 0.9841 10 | 515 it aterivo) ( caloutoted = false:; return
24 0.02754 90,0083 0.90098 86.7301 0881163 119.909 087362 858598 087362 8 RE ¥ (cumentintis0) { calculated = felee; """""0)
| 28 0.0284 79.4807 0.79481 76.33%6 0777328 105,463 0.770674 75,5157 0.770674 ) I (e as (=i eFisal, ParsM ); retum 1.03:
| 28 002026, 69,6441 069644 667198 0681122 921018 0675291 659487 0675201 0 S/ qteas inklal part: fish -/
z 003012 60,5877 060588 57.8742 0592554 798146 0587481 57.1506 0587481 & —
00 Project Explorer
~ €qsample-PolyRes-res | Name Type  View Created Label
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MuScatt@QtiSAS: how to use

Download muscatt.fif and place it in ./qgtisas/FitFunctions/ folder;

Download muscatt-included-h-files.zip archive and unzip it in ./qgtisas/FitFunctions/IncludedFunctions/ folder

Compile ,muscatt” function in QtiSAS | Compile interface

In QtiSAS|FitTable: select function ,muscatt”

In QtiSAS | FitTable | Data: select table with SA(N)S data

In QtiSAS | FitTable | Parameters: input correct parameters values
In QtiSAS: activate plot with SA(N)S data

In QtiSAS|FitTable: push button ”"Simulate” -> in active plot you will see output curve [parameter
“activeOutput” control dataset to show]

In QtiSAS|FitTable: push button “Script: After Fit” -> “muscatt” table will be generated with all output data;
"muscatt” table will be overwrited if you will push “Script: After Fit” second time


https://www.qtisas.com/_media/qtisas/compile/muscatt/muscatt.fif
https://www.qtisas.com/_media/qtisas/compile/muscatt/muscatt-included-h-files.zip
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MuScatt@QtiSAS vs MuScatt

,MuScatt” Sample Name | MuScatt@QtiSAS results Fitting Function in QtiSAS with MuScatt Output File [generated by
correct parameters (eFit ready) H. Frielinghaus]

5t1 sample-5tl.zip muscatt-example-5t1.fif out5tl.txt

5t2 sample-5t2.zip muscatt-example-5t2.fif out5t2.txt

12t1 sample-12tl.zip muscatt-example-12t1.fif outl12tl.txt

12t2 sample-12t2.zip muscatt-example-12t2 fif outl12t2.txt

Kugel sample-kugel.zip muscatt-example-kugel.fif outKugel.txt

PolyRes sample-polyres.zip muscatt-example-polyres.fif outPolyRes.txt

a a

This example will be shown In next pages

Results of comparison in QtiSAS.

Zip files contain:
example-XXX.qti.

Sample Name example-XXX-res.qti Download muscatt-included-h-files.zip archive
[in MuScatt manual ] and unzip it in ./gtisas/FitFunctions/IncludedFunctions/ folder



https://www.qtisas.com/_media/qtisas/compile/muscatt/sample-5t1.zip
https://www.qtisas.com/_media/qtisas/compile/muscatt/muscatt-example-5t1.fif
https://www.qtisas.com/_media/qtisas/compile/muscatt/out5t1.txt
https://www.qtisas.com/_media/qtisas/compile/muscatt/sample-5t2.zip
https://www.qtisas.com/_media/qtisas/compile/muscatt/muscatt-example-5t2.fif
https://www.qtisas.com/_media/qtisas/compile/muscatt/out5t2.txt
https://www.qtisas.com/_media/qtisas/compile/muscatt/sample-12t1.zip
https://www.qtisas.com/_media/qtisas/compile/muscatt/muscatt-example-12t1.fif
https://www.qtisas.com/_media/qtisas/compile/muscatt/out12t1.txt
https://www.qtisas.com/_media/qtisas/compile/muscatt/sample-12t2.zip
https://www.qtisas.com/_media/qtisas/compile/muscatt/muscatt-example-12t2.fif
https://www.qtisas.com/_media/qtisas/compile/muscatt/out12t2.txt
https://www.qtisas.com/_media/qtisas/compile/muscatt/sample-kugel.zip
https://www.qtisas.com/_media/qtisas/compile/muscatt/muscatt-example-kugel.fif
https://www.qtisas.com/_media/qtisas/compile/muscatt/outkugel.txt
https://www.qtisas.com/_media/qtisas/compile/muscatt/sample-polyres.zip
https://www.qtisas.com/_media/qtisas/compile/muscatt/muscatt-example-polyres.fif
https://www.qtisas.com/_media/qtisas/compile/muscatt/outpolyres.txt
https://www.qtisas.com/_media/qtisas/compile/muscatt/muscatt-included-h-files.zip

MuScatt@QtiSAS: sample 12t1
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1 0.00287 530.63148 4.22951

2 0.00323) 488.14237) 338612
3 0.00359 471.82243 3.02934
4 0.00394| 47168147 2.86387
s oooes  desosris[ayous
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4 [ 47319098 1.34761
42 483.02506 1.36054
43 486.80214 1.37755

“ 49260371 1.37506
45 498.12925

46 50486167 |
47 514.22251 1.3531
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Results Log

,muScatt-Eq1“ -> ,active” dataset

“out12t1”: dataset generated by Muscatt Program
[H. Frielinghaus]; for comparison

,muscatt” table, generated in QtiSAS




ene # QTISAS - /Users/pipich/ Scatt/sample-12t1/sample-12t1.qti *

LIElo 8 80600 |@8ls %, 8 5w AAAM = =)@ DPR DEBR ¢ 6§88 % 855 QM 9¢ 3 ® » <> 0>z
I L';EAJL:’E:J Helveioa 0 SBa it il s 7 L, ) e | Sy oy Ay iyl ® =, v, By @
'. o0 F@muscatt - Matrix Fit :: Matrix-to-Table Q0 FITTABLE(s)

Q[x] ] difyEr] Eqi[Y] dEq1[yEr] Eqa[Y] dEq3[yEr] Eqa[Y] dEq2[yEr] EqireversallY] dEq IlyEr] Eq3

1 287000E03| 5.30631E+02] 4.22051E+00 297342E+02 2.42774E+00 299687E+02 2.41201E400| 2.04835E+02| 241201E+00|  1.03409E+03 1.17305E+01 10831 e

2 323000E03 4.85142E+02 338612E+00 263190E+02 1.94364E:+00 264985E+02 1.03176E+00 2.60604E+02 1.93176E+00|  9.98439E+02 9.30850E+00  1.0271

3 350000E-03 4.71822E+02 302934E+00 2.51045E:02 1.73884E+00 252653E+02 1.72822E+00 2.48562E+02 1.72822E+00  9.84661E+02 BAGBIIEWD 10131 | | | 1T A Q|

4 394000E-03 A4.71681E+02 286387E+00 250033E+02 1.64386E+00 251637E+02 1.63382E+00 2.47562E+02 1.63382E+00  9.81928E+02 7.94902E400  1.0101 - s :

5  4.30000E-03 4.68257E+02 2.70481E+00 247913E+02 1.55256E+00 249496E+02 15430BE+00 245457E+02] 1.5430BE+00  9.77922E+02) 750753E+00 10061 |

6  4.66000E-03 4.65639E+02 2.59009E+00 247262E+02 148671E+00 2.48850E+02 147763E+00 244821402 1.47763E+00  9.75261E402 7.18911E+00,  1.004( | “Alegones ey

7 5.02000E-03 4.67409E:02 246438E+00 246772E+02 141456E+00 248367E+02 1.40501E+00 244346E+02 1.40501E+00  9.72619E+02 6.84019E+00  1.001: S‘sfeackmeﬁng
8  538000E-03 4.57181E:02 234500E+00 239922E+02 1.34655E+00 241422E+02 1.33832E+00 237513E+02 1.33832E+00|  9.63516E+02 651133E400 9920 | pioci Copolymer Micelles 'm"““um_e“'m"’:ﬂm

9 5.74000E-03) 4.52442E+02 2.23230E+00 2.36643E+02 1.28134E+00 2.38106E+02 1.27351E+00 234251E+02 1.27351E+00]  9.57886E+02 6.19602E+00  9.862 | Core::Shell muscatt-example-5t1

10 6.10000E-03| 4.51202E+02] 2.18190E+00 2.35062E+02 1.25241E+00 2.37433E+02 1.24476E+00 2.33580E+02 1.24476E+00]  9.54764E+02 6.05613E+00  9.8301 | Density Profile muscatt-example-5t2

11 6A5000E-03| 4.48374E+02 2.11513E+00 240658E+02 121409E+00 242224E+02 1.20667E+00 2.38302E+02 1.20667E+400]  9.57004E+02 5.87080E+00  9.853 | Distribution muscatt-example-kugel

12 675000E03 4.72536E+02 1.63254E+00 2.42560E+02 9.37080E-01 244174E+02 031354E-01 240220E+02] 9.31354E01  9.56749E+02 4531326400 osso | EGOR-FUNCTIONS fiacal Cxample PolyTes

13 6.81000E03 4.50306E+02 205879E+00 2.40582E+02 1.18175E+00 2.42167E+02 1.17453E+00 2.38246E+02 1.17453E+00  9.54333E+02 5714426400 9828 | Eny o thomas

14 7.17000E03 4.43368E+02 1.96855E+00 2.35607E+02 1.12095E+00 2.37129E+02 1.12305E+00 2.33200E+02 1.12305E+00  9.46678E+02 5.46395E:00 9747 | Fo

15 7.50000E-03] 4.55568E+02 1.43665E+00 241138E+02  B8.24639E-01 2.42769E+02  8.19600E-01 2.38839E+02 B.19600E-01)  9.49695E+02 398760E+00  9.778 | Form Factors

16 7.53000E-03 4.49744E+02 1.91330E+00 241195E+02 1.09824E+00 2.42829E+02 1.09153E400 2.38897E+02] 1.09153E400  9.49521E+02 531060E+00  9.7761 | Form Structure

17 7.89000E03] 4.50846E+02 1.87523E+00 2.39746E+02 1.07638E+00 2.41377E+02 1.06981E+00 237469402 1.06981E+00  9.45273E+02 5204936400  9.733 | (Ceneral

18 825000E03 4.38710E+02 1.78848E+00 2.39632E:02 1.02650E+00 2.41282E+02 1.02032E+00 2.37376E+02 1.020326+00  9.42312E+02 4964156500 9702 P

19 825000E-03 453416E+02 1.34031E+00 2.39632E+02  7.69339E-01 2.41282E+02  7.64639E-01 2.37376E+02 7.64639E-01)  9.42312E+02 3.72020E+400 9702 | |ntegrals Test

20  B61000E-03 4.43387E+02 1.77802E+00 2.37969E+02  1.02110E+00 2.39613E+02 1.01486E+00 235733E+02 1.014B6E+00  9.37756E+02 493761E+00  0.656 | Liposomes

21 B.96000E-03] 4.41354E+02 1.73094E+00 2.39221E+02  9.93562E-01 240906E+02  9.87491E-01 237006E+02 9.87491E-01|  9.36162E+02 4.80444E400 96391 | MARGARITA

22 9.00000E-03 4.48674E+02 1.28465E+00 2.39644E+02 7.37391E-01 241339E+02  7.32885E-01 237431E+02  7.32885E-01  9.36258E+02 356570E+00  9.6401 iisaivises

23 032000E-03 4.42541E+02 169348E+00 238675E:02 9.72050E-01 240372E+02 9.66120E-01 236481E+02 9.66120E-01  9.32656E+02 4.70046E+00 9603 | | [Instrumental Fit SANS

24 9.68000E-03 4.41451E+02 168109E+00 240227E+02  9.64948E-01 241971E+02 9.50052E-01 2.38054E+02 9.50052E-01  9.31213E+02) 4.66607E+00  9.588' > :

25  0.75000E-03 4.46555E+02 1.22714E+00 2.40623E+02  7.04380E-01 2.42379E+02  7.00076E-01 2.38454E+02 7.00076E-01|  9.31025E+02 340608E+00  9.586' (Global Fit} g
26 1.00400E-02 4.39321E+02 1.71162E+00 2.38318E+02  9.82472E-01 240053E+02  9.76460E-01 2.36166E+02 9.76469E-01|  9.26291E402 4.75081E400 9538 [Superpositional Function] 1 2
27 1.04000E-02 4.38891E+02 1.73804E+00 2.41743E+02 0.07637E-01 243555E+402 9.91542E-01 239612E+02 9.91542E-01|  9.26685E402 4.82414E+00 95420

1.05000E02] 4.47934E+02 1.17414E+00 243437E+02  6.73958E-01 2.45283E+02  6.69840E-01 241312E+02] 6.69840E-01)  9.27534E+02 325897E+00  9.5501 [show GhLY ofR funclions] e-FIT e-Fite++
20 1.07600E-02 4.40155E+02 167613E+00 242750E+02 9.62101E-01 244610E+02 9.56222E-01 2.40650E+02 9.56222E-01  9.24657E+02 4.65230E+00  9.521 S

je name=muScatt-Eq1 no-log

1.11200E-02 4.40473E+02 1.62208E+00 244141E+02  9.31076E-01 246037E+02  9.25387E-01 2.42053E+02 9.25387E-01  9.229B4E+02 4.50228E+00  9.503i
1.12500E-02| 4.44850E+02] 1.12660E+00 244514E+02  6.46670E-01 2.46423E+02  6.42719E-01 2424336402 6.42719E-01  9.22252E402 3127026400 9.496;
1.14700E-02] _4.36580E+02 1.56530E+00 _2.42291E+02 _ B.9B484E-01  2.44177E+02 _ B.92994E-01 240223402 B.92994E-01)  9.18160E+02 4.34468E+00  9.454

bE+02  8.83764E-01|  9.16557E+02 429977E+00  9.4374

2 “ i i PE+02  6.13447E-01)  9.16605E+02 298460E+00 9438
12 ”muscatt table' genera In QtISAS bE+02|  B.71555E-01)  9.14830E+02 4.24037E+00 94191
1.25500E02T IGUSNER2] TAUSSEEIU0]  ZACONTEWEL 508 STIUZEF0Z — BEIITEDT—ZATOIE 2 B5IIOIED1|  8.15716E402 4152008400 9,428
1.27500E-02] 4.43650E+02 1.04775E400  2.54443E+02 2.56604E+02  5.97735E-01 252449E402] 5.97735E01  9.19417E402 290816E+00  9.4661
1.29100E02] 4.48104E+02 1.48278E+00  2.59477E+02 261730E+02]  8.45017E-01) 2574926402 B8.45017E01  9.23003E+02 4.11564E400  9.503;
39 1.32700E-02 4.55368E+02 1.46628E+00 2.63347E+02  8.41646E-01 685E+02  B.36504E-01 261383E+02 B.36504E01  9.23912E+02 4.06984E+00 9511
40  1.35000E-02 4.45342E+02 101401E+00 261260E+02  5.82043E-01 5.78487E-01 2.50308E+02  5.78487E-01)  9.19879E+02 281451E400 94701
41 1.36200E-02 4.48890E+02 144355E400 2.62417E+02  8.28599E-01 QQ3SITE-01|  2.60473E+02 B.23637E-01)  9.20028E+02] 4.00675E+00 9471

42 1.39800E-02] 4.53118E+02 1.43637E+00 2.66003E+02 B.2447BE-01  2.69330E+02  B.190MWagll 264978E+02] B.19441E-01|  9.21476E+02 3.98682E400  9.485I
43 142500E-02 4.52466E+02 1.00461E+00 2.67035E+02  5.76647E-01 2.60488E+02 5. ™NQG5125E+02|  5.73124E-01)  9.19340E+02 2.78842E400  9.463 Info :: Function _ Info :: Parameters [ISRal
44 1.43400E-02] 4.50116E+02 1.41356E+00 267113E+02  8.11385E-01 2.69572E+02  8.06428E-01) 8.06428E01  9.18663E+02 3.92351E+00  9.456! _

45  1.47000E-02] 4.53648E+02 1.40556E+00 2.70570E+02  8.06793E-01 2.73107E+02  8.01864E-01) NG 9.19110E+02 3.90130E+00  9.461 Fit Curve [1D fit } v.18-29.10.2019 \ Vitaliy Pipich @ JCNS
46  1.50000E-02] 4.56915E+02 9.75160E-01 2.72621E+02 5.59743E-01 2.75207E+02  5.56323E-01 2.70751E+02 9.18661E+02 2.70668E+00)  9.456; | ‘ ‘

COMPILE ERZIRF:IRIE)

00 Project Explorer
Lysample-12t1 Type  View Created Label
1 Table Normal  29.10.19 17:35 /Users/pipich/Dc nts/s /gt di ion/MuS ple-12t1/data12t1. DAT.txt
[~]Graph- Graph Normal ~ 29.10.19 17:36
Emuscatt Table Maximized 30.10.19 14:09 Matrix Fit :: Matrix-to-Table
EmuScatt-Eq1 Table Hidden  30.10.19 14:09 Fitting Curve
Eout12t1 Table Normal  29.10.19 11:54 /Users/pipich/D s/ /qti documentation/MuS ple-12t1/out12t1.txt
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4 QTISAS - [Users/pipich/Doct ) It d IMuUS, / le-12t1/ le-12t1.qti *

J AAAM = og ® DPRARDER c 6 E R & 26052 LE 9¢ s & »=> 0> =
Helvetica <0 28 U ¥ x o /s L H,.M@® = ¥y By @y
'. 2 e [@out12t1 - /Users/pipich/Documents/sans/qtisas-documentation/MuScatt/sample-12t1/out12t1.txt ‘o (5] FITTABLE(s)
Q[x] Eql[Y] dEq1[yEr] Eqa[Y] dEqQ3[yEr] Eqa[Y] dEq2[yEr] Eqireversal[Y] dEq L\
1 0.00287| 207.34| 24277 299.60| 2.4129| 294.84| 24129 1034.1) Load Eiling Seesion
2 0.00323 263.19 1.9436 264.99 1.9318| 260.69 1.9318 998.44 &
3 0.00359 251.05 1.7388 252.65 1.7282| 248.56 1.7282 984.66 | ) @ I Fitting Session
4 0.00394 250.03| 1.6439 251.64) 1.6338| 247.56| 1.6338 981.93 o<
5 0.0043 247.91 1.5526 2495 1.5431 245.46 1.5431 977.92
6 000466 247.26 1.4867 248.85) 1.4776| 244,82 1.4776) 97526 TL‘E“""ES i‘:‘;:;‘
7 0.00502| 246.77 1.4146 248.37, 14059, 244.35| 1.4059. 972,62, e i
8 0.00538| 239.92 1.3465 241.42) 1.3383 237.51| 1.3383 963.52 Block Copolymer iioslies m""'m““_:"‘m"’:ﬂ o0
9 .0.00874) 230.64 1.2813 258.11 1.2735) A5 1.2735) 967.80, Core::Shell muscatt-example-5t1
10 0.0061 23596 1.2524, 237.43 1.2448| 233,59 1.2448 954.76| Density Profile muscatt-example-5t2
1 0.00645| 240.66 1.2141 242.22| 1.2067| 2383 1.2067 957 Distribution muscatt-example-kugel
12 0.00675 24256 0.93708 24417 0.93135 24022 093135, 956.75 e NG fiacal Cxample PolyTes
13 0.00681] 240.58 1.1817 242.17| 1.1745| 238.25| 1.1745 954.33 Eridhcip Thovs
14 000717, 235.61 1.1299) 237.13 1.123] 233.20 1.123] 946.68 Flo
15 0.0075| 241,14 0.82464. 242.77) 0.8196| 238,84 0.8196 949,69 Form Factors
18 0.00753 241.19 1.0982 24283 1.0915 2389 1.0915 949.52 Form Structure
- “ ” e ol | e ————————
18 outl2tl”: dataset generated by Muscatt Program 1.0203 94231 e
19 0.76464 942.31 Integrals Test
20 inli . H 1.0149 937.76 Liposomes
2 [H. Frielinghaus]; for comparison o =k VARGARITA
22 Uo0e] 23954 U737397 ZAT34] U 73289 sl 0.73289 936.26| onbsiieiviars
23 0.00932 238.67 0.97206 0.96612 932.66 | [Instrumental Fit} SANS o
24 0.00968 240.23 0.96495 0.95905 931.21
25 10.00975| 24062 0.70438 0.70008| 931.02 (Global Fit} # Curves: 1 S
26 0.01004, 238.32 0.98247 0.97647 926.29 [Superpositional Function) # Functions: 1 S
27 0.0104 241.74 0.99764 0.99154 926.68
0.0105 243.44 0.67396 0.66984 92753 [show ONLY eFit functions) e-FIT e-Fits++
29 0.01076 242.76 0.9621 0.95622 924.66 no-fit yes-simulate color=blue name=muScatt-Eq1 no-log
30 001112 244,14 0.93108 092539 922.98
31 0.01125| 24451 0.64667 064272, 922.25
32 001147, 242.29 089848 089299 918.16
33 001183 243.75 0.8892 088376 916.56
34 0.012| 245.25 061722 0.61345 916.6
35 001219 245.09 0.87691 0.87156 914.83
36 0.01255| 249,04 0.85064} 0.85339) 915.72
a7 001275, 254,44 060141 059774 919.42
38 001291 250.48 085112 0.84592 923.09
39 001327, 263.35 0.84165 08365 923.91
00135 261.26 0.58204 057849 919.88
41 10.01362 262.42, 0.8286 082354 920.02
42 001398 2669 082448 81944/ 081944 921.48
43 0.01425| 267.03 0.57665 _ 057312 | 057312 919.34 Info :: Function  Info :: Parameters LSS
44 0.01434 267.11 081139 269.57 0.80643 265.21| .
45 00147| 270.57, 0.80679. 273.11) 0.80186| 268.68| Fit Curve [1D fit] v.18-29.10.2019 | Vitally Pipich @ JCNS
46 0.015| 272.62 0.55974 275.21 0.55632| 270.75 ' '
compite GIREEET)
00
Qsample-12t1 Type  View Created Label
Table Normal ~ 29.10.19 17:35 Users/pipich/D nts/sans/qtisas-d ion/MuScatt/sample-12t1/data12t1 DAT.txt
Graph Normal ~ 29.10.19 17:36
Table Normal ~ 30.10.19 14:09 Matrix Fit :: Matrix-to-Table
Table Hidden  30.10.19 14:09 Fitting Curve
Table Maximized 29.10.19 11:54 Users/pipich/D nts/sans/qtisas-d tation/MuS ple-12t1/out12t1.txt
Resuls Log
by @ & [y B & i z w § ? ¢ o o



4 QTISAS - /Users/pipich/Doct /sans/qtisas-d Scatt/sample-12t1/sample-12t1.qti *
1 @B T @ x 8 AAAM =@ » NPRPRRODER « 6 8B &% 2852 [JM ¢ 8 d »=> 0> x>
- IF',T.“ "" Helvetica <0 28t yu ® x € /oo s B Sy Yy By By
. @ FmuScatt-Eq1 - Fitting Curve Q0 FITTABLE(s)
x[X] ylY] weight[yEr]  sigma([xEr] [Y] Ch Conditions Parameters Values Errors[Y]
1 2.870000E-03| 2.973418E+02| 1.000000E+00] 0.000000E+00 2.332892E+02|Fitting Function > muscatt-example-12t1 lowQ 0 Load Eitting Session
2 3.230000E-03| 2.631898E+02 1.000000E+00| 0.000000E+00| 2.219522E+02 Number of Parameters > 17 baksub 27—
3 3.590000E-03| 2.510454E+02| 1.000000E+00 0.000000E+00 2.207766E+02 Time of Simulation > 60ms lambda 12|~ | 1 ) @ [ Fitling Session
4 3.940000E-03| 2.500328E+02 1.000000E+00| 0.000000E+00| 2.216482E+02 x-Range Source > Same x as Fitting Data_d 0.1|— R :
5  4.300000E-03) 2.479130E+02 1.000000E+00 0.000000E+00| 2.203440E+02 x-min > 0.00287 {ransm 0179~ = )
6  4.660000E-03 2.472624E+02 1.000000E+00| 0.000000E+00  2.183766E+02 x-max > 0.17821 ‘sigmia 36442 ?“AL‘EQ"' = F“”;:;S
7 5.020000E03| 2467716E+02 1.000000E+00| 0.000000E+00 2.206374E+02 Number Points > 21 hggmod 1| BS-BackScattering
8  5.380000E-03| 2.399218E+02| 1.000000E+00| 0.000000E+00| 2.172592E+02 Logarithmic Step > Yes Ihgacut 0.0689|— mw“s"" Micelles mm_:’m""':,_,m
9 5.740000E-03| 2.366429E+02 1.000000E+00| 0.000000E+00| 2.157991E+02 Dataset > datat2ti_| resmod |- Core::Shell muscatt-example-5t1
10 6.100000E-03 2.359625E+02] 1.000000E+00 0.000000E+00 2.152395E+02 SANS mode > No |ditwhm 01| Density Profile muscatt-example-5t2
11 6.450000E-03| 2.406579E+02| 1.000000E+00| 0.000000E+00 2.077161E+02/N > 2n detien 20|~ Distribution muscatt-example-kugel
12 6.810000E-03| 2.405824E+02| 1.000000E+00 0.000000E+00 2.098136E+02 np > 1 sampap 0,01/~ EEEEEANTIONS Do PCVEs
13 7.170000E-03 2.356072E+02| 1.000000E+00| 0.000000E+00 2.077608E+02 DoF=N-np > 210 collen 20— Edcap-Thoras
14 7.530000E-03] 2.411947E+02| 1.000000E+00 0.000000E+00| 2.085493E+02 chi*2 > 4.0622074087E+06 entrap 0.03/— Flo
15  7.890000E-03) 2.397456E+02 1.000000E+00| 0.000000E+00  2.111004E+02 chi*2/DoF > 1.9343844803E+04  reswdt 2| Form Factors
16 8.250000E-03 2.396323E+02] 1.000000E+00] 0.000000E+00 1.990777E+02/TSS > 1.3202282506E407 thkmod | 0/— Form Structure
17 8.610000E-03| 2.379691E+02| 1.000000E+00| 0.000000E+00 2.054179E+02 R"2=1-chi*2/TSS > 6.9439353949E-01  activeOutput | 1 Genaral
18 8.960000E-03 2.392214E+02| 1.000000E+00 0.000000E+00, 2.021326E+02 R=1-Sqi(chi*2/TSS)  -> 4.4718315826E-01 [Emmmn_
19 9.320000E-03) 2.386750E+02 1.000000E+00| 0.000000E+00  2.038660E+02 .megmls Test
20  9.680000E-03| 2.402268E+02| 1.000000E+00| 0.000000E+00 2.012242E+02 Liposomes
21 1.004000E-02 2.383182E+02 1.000000E+00 0.000000E+00| 2.010028E+02 pahasas
22 1.040000E-02| 2.417426E+02| 1.000000E+00| 0.000000E+00 1.971484E+02
23 1.076000E-02| 2.427592E+02 1.000000E+00| 0.000000E " | (Instrumental Fit} SANS
24 1.112000E-02| 2.441411E+02 1.000000E+00 0.000000E i
e e e oo ,,muScatt Eq1 -> ,active” dataset (Global P Yy
26 ‘190005'02 24375235‘02, 1.000000E+00 0.000000E [Superpositional Function) # Functions: 1
27  1.219000E-02, 2.450917E+02 1.000000E+00 0.000000E+00
28 1.255000E-02| 2.490411E+02) 1.000000E+00] 0.000000E+00 [show GhEYefiR sunctionsl e-Fites+
20 1.291000E-02] 2.504766E+02 1.000000E+00| 0.000000E+00 e name=muScatt-Eq} no-log
30  1.327000E-02| 2.633474E+02) 1.000000E+00| 0.000000E+00
31 1.362000E-02| 2.624172E+02) 1.000000E+00| 0.000000E+00 |
32 1.398000E-02] 2.669028E+02 1.000000E+00| 0.000000E+00  1.862152E+02
33 1.434000E-02| 2.671127E+02 1.000000E+00| 0.000000E+00  1.830033E+02
34 1.470000E-02| 2.705703E+02 1.000000E+00| 0.000000E+00| 1.830777E+02
35 1.506000E-02| 2.729435E+02| 1.000000E+00| 0.000000E+00 1.790065E+02
36 1.542000E-02 2.786750E+02 1.000000E+00| 0.000000E+00 1.811510E+02
37 1.577000E-02| 2.859170E+02| 1.000000E+00| 0.000000E+00 1.808680E+02
38 1.613000E-02| 2.907818E+02 1.000000E+00| 0.000000E+00| 1.788202E+02
39 1.649000E-02| 2.942295E+02  1.000000E+00| 0.000000E+00, 1.749405E+02
40  1.685000E-02| 2.969455E+02| 1.000000E+00 0.000000E+00 1.758185E+02
41 1.721000E-02| 3.048406E+02 1.000000E+00| 0.000000E+00| 1.683504E+02
42 1.757000E-02| 3.104705E+02| 1.000000E+00| 0.000000E+00 1.725545E+02,
43 1.792000E-02| 3.185644E+02| 1.000000E+00| 0.000000E+00. 1.682376E+02 Info :: Function  Info :: Parameters [JETTUCR
44 1.828000E-02| 3.213258E+02 1.000000E+00| 0.000000E+00| 1.712782E+02 _
45  1.864000E-02 3.317225E+02| 1.000000E+00 0.000000E+00 1.664065E+02 Fit Curve [1D fit] v.18-29.10.2019 [ Vitally Pipich @ JCNS
46  1.900000E-02] 3.373121E+02 1.000000E+00 0.000000E+00| 1.675499E+02 ‘ '
[IYCTE  FITTABLE(s)
00 Project Explorer
Lsample-12t1 Name Type  View Created Label
data12t1 Table Normal ~ 29.10.19 17:35 Users/pipich/D nts/sans/qtisas-d ion/MuScatt/sample-12t1/data12t1 DAT.txt
h-res Graph Normal  29.10.19 17:36

gmu Table Normal ~ 30.10.19 14:09 Matrix Fit :: Matrix-to-Table

Emu Table Maximized 30.10.19 14:09 Fitting Curve

ERout12t1 Table Normal  29.10.19 11:54 Users/pipich/D ts/sans/qtisas-d tation/MuS ple-12t1/out12t1.txt

Results Log
by ® & E,H & & =T ® 3§ 3 o



E-Fit mode explanation

e-FIT e-Fit+++

no-fit ves-simulate color=blue name=musScatt-£aq1 no-log

e-Fit Options:

-, no-fit” : we use just Fitting interface for calculations;

- “yes-simulate”: we calculate & plot active dataset;

- ,color=blue”: just selection of color;

- ,name=miScatt-Eql”: instead of classical name of fitting
curve we use given name;

- “no-log”: we show no output in log window

'Type

006 FITTABLE(s)

[ Soloci Funcion _ Ji(5)

ALL muscatt
BS-BackScattering | muscatt-example-12
Block Copolymer Micelles muscatt-example-12t2
Core::Shell muscatt-example-5t1
Density Profile muscatt-example-5t2
Distribution muscatt-example-kugel
EGOR-FUNCTIONS muscatt-example-polyres
EMBL

End-cap-Thomas

Flo

Form Factors

Form Structure

General

Wk

Instrumentation

Integrals Test

Liposomes

MARGARITA

NND_funrtinne

e-FIT e-Fite++

1 Ecript :: Before Fit

E-Fit options
o

|| [ 4] simulate

Table
Graph
Table
Table
Table

bntation/MuScatt/sample-12t1/data12t1.DAT.txt

bntation/MuScatt/sample-12t1/out12t1.txt

T T




