Table S1

Details of the analysis of PAR and PAP in 7 synthetic sample using SANAS and SARAF.

SANAS SARAF
Actual predicted PAR PAP predicted
PARwgmly | PAPugml) | PAR(ugimiy | PAP@gmiy | SANAS e R? SANAS e R? PAR(ug/mn | PAPpug/mi)
q q
Samplel-1 1.0 0.50 1.01 051 | y=0.1429x +0.1443 | 0.9988 y=0.1291x + 0.0662 | 0.997 1.0 0.51
Samplel-2 1.0 0.50 0.97 053 | y=0.141x+0.1362 | 0.9994 y=0.1274x + 0.0679 | 0.9986 0.95 0.52
Samplel-3 1.0 0.50 0.97 053 | y=0.1409x + 01372 | 0.9995 y=01268x +0.0672 | 0.9994 0.97 0.53
Samplel(mean) 10 0-50 | 0 98(+0.02) | 0.53(+0.01) 0.97(x0.03) | 0.52(+ 0.01)
Sample2-1 2.0 0.50 1.937 0.537 | y=0.1416x +0.2743 | 0.9982 y=0.1252x +0.0672 | 0.9979 1.92 0.53
Sample2-2 2.0 0.50 1.987 0.518 | y=0.1431x +0.2845 | 0.9996 y=0.1296x +0.067L | 0.9991 1.99 0.52
Sample2-3 2.0 0.50 1.978 0.524 | y=0.1425x +0.2819 | 0.9993 y=0.1287x +0.0674 | 0.9992 1.98 0.53
Sample2(mean) 2.0 0.50 | 1 97(+0.038) | 0.53(+0.010) 1.96(+ 0.04) | 0.53(+ 0.01)
Sample3-1 1.0 1.0 11 0.9 | y=01487x+0.1628 | 0.9988 y=01237x +0.1117 | 0.9939 1.07 0.9
Sample3-2 1.0 1.0 1.09 0.96 | y=0.1425x+0.1549 | 0.9989 y=01234x+01179 | 0.9954 1.05 0.95
Sample3-3 1.0 1.0 1.03 0.97 | y=01411x+0.1458 | 0.9989 y=0.1295x +0.1259 | 0.997 111 0.94
Sample3(mean) 1.0 1.0 | 1.07(x0.03) | 0.94(+ 0.04) 1.04(x 0.03) | 0.94(+ 0.04)
Sample4-1 4.0 1.0 3.84 1.08 | y=01431x+055 | 0.9992 y=0.1295x + 0.1403 | 0.9983 3.84 1.09
Sample4-2 4.0 1.0 3.98 1.03 | y=0.1455x + 05792 | 0.9998 y=0.1279x+0.1321 | 0.9988 3.99 1.04
Sample4-3 4.0 1.0 3.96 1.05 | y=0.1451x + 0.5745 | 0.9985 y = 0.1266x + 0.133 0.9968 3.96 1.04
Sample4(mean) . 101 '393+0.07) | 1.06(x 0.03) 3.93(x 0.08) | 1.06(+ 0.03)
Sample5-1 3.0 0.75 2.92 0.8 | y=0.1468x +0.4289 | 0.9989 y=0.1224x +0.0978 | 0.994 2.91 0.77
Sample5-2 3.0 0.75 3.04 0.74 | y=0.1426x+04337 | 0.9987 y = 0.129x + 0.0957 0.997 3.04 0.73




Sample5-3

3.0

0.75 2.98 0.78 | y=0.1454x + 04334 | 0.9997 y=0.1277x+00995 | 0.9987 2.98 0.78
Sample5(mean) 3.0 0.75 | 2.98(x0.06) | 0.77(+ 0.03) 2.98( 0.06) | 0.76(+ 0.03)
Sample6-1 6.0 0.50 5.89 052 | y=01478x+ 08701 | 0.9993 y=0.1276x+0.0659 | 0.9986 5.91 0.52
Sample6-2 6.0 0.50 5.88 0.55 | y=0.145x+0.8533 | 0.9992 y=0.1241x +0.0685 | 0.9944 5.9 0.5
Sample6-3 6.0 0.50 5.87 0.55 | y=0.1437x + 08445 | 0.9992 y=01247x+ 00681 | 0.9962 5.89 0.53
Sample6(mean) 6.0 0.50 | 5 88(+0.01) | 0.52(0.02) 5.89(x 0.01) | 0.52(+ 0.02)
Sample7-1 8.0 2.0 8.07 2.06 | y=0.1407x +1.135 | 0.9975 y=01272x+0.2623 | 0.9956 8.04 2.05
Sample7-2 8.0 2.0 8.05 201 | y=01443x+1.162 | 0.9981 y=0.1292x +0.2596 | 0.9967 8.06 1.99
Sample7-3 8.0 2.0 7.94 2.1 | y=0147x+1.1667 | 0.9995 y=0.1287x + 02705 | 0.9989 7.95 212
Sample7(mean) i 20 | 8.02(0.07) | 2.06( 0.05) 8.02( 0.06) | 2.05(x 0.07)

*Sample i-1, Sample i-2 and Sample i-3 are three repeat of i" synthetic sample
“ Mean value of each synthetic sample (+ standard deviation ) (n=3)




Table S2

Details of the analysis of PAR and PAP in pharmaceutical real sample using SANAS and SARAF.

SANAS SARAF
Added PAR PAP PAR PAP
PAP PAR Peredicted 2 Recover Peredicted 2 Recover | Peredicted | Recov | Peredicte | Recover
SANASploteq | R SANASploteg | R
(g/mi) | (ugimi) | (ug/mi) Ploteq (ug/mi) Ploteq y (g/ml) | ery | d (ug/mi)
compl-l 0 0 3.235 Y=ot | ogee0 | 0.042 YOI ogote | 3220 | e 0.000
compl-2 0 0 3.193 y= g.ﬁggx * loggss | T 0.031 y= %‘%J%isx * logera| T 3200 | T 0.000
comp1-3 0 0 3.213 y= 82;551" B IOeY:T: ) f— 0.010 y= 8'&5172" T loges7 | 3220 | - 0.000
e ) ) 324 | || — 0028 | | | — 3213 | 0.000
compl(mean) (+0.021) (+0.016) (£0.012) (+0.000)
=g y = 0.1405x + y =0.122x +
2 comp2-1 0 05 3.153 0.9988 | - 0.532 0996 | 10086 | 3150 | - 0.510
o P 0.4431 0.065
o comp2-2 0 05 3148 | Y70 ST L ogoga | T o531 | YOI |ogo77 | 10056 | 3140 | T 0510
e : .
8 ) y=01432x+ | 1g90en | y=01197x+ | 1o07c | 0ars | 2120 |
- comp2-3 0 05 3.190 . 0.9980 0.523 hpres 0.0976 | 99.04 3.180 0.500
£ [ compzmenn) ) s 366 | | | — 0529 0015 | 3157 | — 0.507
S, P : (£0.023) (+0.005) *0.98) | (x0.021) (0.006)
compa-1 1000 | 0500 4.284 y= géfggx * | 09980 | 106.97 0.492 y= ggszgfx * | 09965 | 9275 4250 | 1037 | o0.460
comp3-2 1.000 0.500 4.237 y= g'jéfgx " 109984 | 10229 0517 y= g'ggjfx " | 09956 | 97.84 4.200 987 | 0480
comp3-3 1000 | 0500 4.225 y= g.iéggx * | 09984 | 101.06 0.558 y= ggggg X* |o9962 | 10601 | 4100 | 977 | 0540
4248 103.44 0522 98.87 4213 | 10003 | 0.493
comp3(mean) 1000 | 0500 | 14031y 319) | (0.033) @6.69) | (x0.032) | @321) | (+0.042)
3 s comp1-1 0000 | 0.000 3.236 YZOASXT 09977 | 0.061 y=oIzomt 109967 | 3270 | e 0.000




comp1-2 0.000 0.000 3.246 y= 8&3;63" | oges | T 0.076 y= g'gggfx T loger | T 330 | T 0000 | T
comp1-3 0000 | 0.000 3.277 Y7o | 0998 | 0.085 Y= 19057 | e 3200 | e 0010 | e
353 || | — ood || | — 3287 | — 0003 | —
compl(mean) 0.000 | 0000 | 501 (£0.012) (+0.015) (0.006)
comp2-1 0000 | 0500 3.267 Yoot |ogest | 0.507 Yoot 109970 | 9317 3250 | e 0490 | 9734
comp2-2 0.000 0.500 3.231 y= 8&;‘%" " looggss | T 0.496 y= 8'&63251" " 109969 | 90.98 3240 | T 0.480 95.34
comp2-3 0000 | 0500 3.265 YIS 09949 | 0.517 y=0IZEx 109972 | 9519 3330 | e 0470 | 9334
354 | | | — 0.507 93.11 32713 | —— 0480 | 9534
comp2(mean) 0.000 | 0500 0o (£0.011) *2.02) | (0.049) (x0.010) | (+1.67)
comp3-1 2000 | 1.000 5.284 y=0Lx* 09087 | 10153 0.989 y=0150%* | 09068 | 949 5280 | 99.65 | 0960 | 9567
comp3-2 2000 | 1.000 5.211 y= 8'71;‘;‘5" * |oggss | 9701 0.997 y= 8'1122;382X * | 0995 | 9559 5200 | 9665 | 0970 | 96.67
comp3-3 2000 | 1.000 5.223 y=02497x* | ogess | 9851 1.034 Y=ol 09049 | 9933 5230 | 9715 | 1020 | 10167
5.239 99.32 1.007 96.57 5243 | 97.82( | 0983 | 9800
comp3(mean) 2000 1000 f /5039 *1.37) | (x0.024) *1.73) | (0.032) | +1.14) | 0032) | (x2.278)
comp1-1 0.000 0.000 4.863 y= g'égfjx R OX:Y:T: ) (— 0.038 y= g'gézg’x B OeT: ) [— 4890 | - 0000 | -
= compl-2 0000 | 0.000 4876 y= gé%gix * loggss | T 0.026 y= g.gggfx T logerr | T 4900 | T 0000 | T
o
? comp1-3 0.000 0.000 4.834 y= g'égfslx " looogy | - 0.060 y= 8 '&5?51" B O XCLE!: 2 p— 4870 | - 0020 | -
[«5} . .
= a8 | || — ar || | — 4887 | — 0007 | ——
= compl(mean) 0.000 | 0000 |10y (+0.018) (+0.015) (£0.012)
3 y = 0.1409x + y =0.125x +
g comp2-1 0000 | 0.500 4.858 o 0.9984 |  --emr 0.539 e 0.9976 | 99.52 4820 | e 0490 | 96.66
E . .
[«5) —N120v+ | | _____ -01265v+ | 1t 1V | .
5 comp2-2 0000 | 0500 4,883 Y=ot | 0.gers 0.570 Y02 109981 | 10585 | 4.860 0570 | 11266
comp2-3 0.000 0.500 4.808 y= %ngx " loggre | - 0.540 y= 8'&59857 X* 109978 | 99.876 4810 | - 0530 | 104.66




ags0 | | | — 0.550 0175 | 4830 | — 0530 | 104.66
comp2(mean) 0.000 | 0500 | 403 (£0.018) 290) | (0.026) (£0.040) | (5.73)
compa-1 1000 | 1.000 5.785 y= gggggx * o3| 9273 1.056 y= gllggx * |o09941 | 10148 | 5760 | 873 | 1050 | 10433
comp3-2 1000 | 1.000 5.929 Yo " | 09sss | 107.14 1131 y=03000x* |ogese | 10003 | 5800 | 2003 | 1000 | 10833
comp3-3 1000 | 1.000 5.877 y=02a3ax* | 0.gess | 10189 1.086 Y=o logos7 | 10446 | 5840 | 953 | 1040 | 10333
5.864 10059 1,001 10499 | 5830 | 943 | 1060 | 10533
comp3(mean) 1000 1 1000 |14 673) *7.29) | (0.038) (+380) | (x0.066) | 6.56) | (+0.026) | (+2.66)
comp1-1 0.000 0.000 6.293 y= g'éfggx " loggsg | - 0.059 y= 8'&5???" " looggss | 6330 | - 0000 | -
comp1-2 0000 | 0.000 6.269 Yot Logger | 7 0.069 y=0I20r 1 ogee2 | 6250 | T 0000 | T
) y=0.1463x+ | 1002 | y=01277x+ | tooc1 !l 0l foen | | a0on |
comp1-3 0000 | 0.000 6.249 Dok 0.9988 0.103 o 0.9961 6.260 0.000
621 || | — oo | | | — 6280 | —— 0000 | —
| compi(mean) 0.000 | 0000 | 1500 (£0.023) (+0.044) (0.000)
5 comp2-1 0.000 0.500 6.189 y =00é12‘;ix " looggss | - 0575 y= 8 373377 X* 109967 | 99536 6180 | - 0510 | 102.00
(@] . .
e —ni22ev - || —o0o1o06x+ | | 1 |
S comp2-2 0000 | 0500 | 6288 | YTOUE* | 09904 0532 | YT OIZXT | 09984 | 91027 | 6300 0520 | 10400
2 - -
=} comp2-3 0.000 0.500 6.274 y g'égﬁx T 109995 [ e 0.504 y %‘ %1725" " 109988 | 103.36 6280 | - 0600 | 120.00
5 6250 | | | — 0.567 97.97 6253 | —— 0543 | 10867
g | compz(mean) 0.000 | 0500 | 14054 (+0.032) (+4.49) | (0.064) (+0.049) | (x9.27)
comp3-1 3000 | 1.000 9.255 YoM | 099 | 9950 1.018 YEOLT" logee7 | o4078 | 9230 | 9833 | 100 | 10100
comp3-2 3000 | 1.000 9.260 YDA 109993 | 9966 1.035 Y0122t 109986 | 95808 | 9300 |[10067 | 1050 | 10500
comp3-3 3000 | 1.000 9.148 y=0.1412x+ 1 9985 | 95.94 1.119 y=01266x+ | 49991 | 104188 | 9150 | 9567 | 1110 | 111.00
12917 0.1416
9.221 98.37 1.057 9803 | 9.227(x00 | 9822( | L1057 | 10567
comp3(mean) 3000 | 1000 | 14063 @2.11) | (x0.054) (5.41) 75 | +250) | 0.050) | (25.03)

“ Mean value of each composition (£ standard deviation ) (n=3)

. comp i-1, comp i-2 and comp i-3 are three repeat of i composition of each real sample







