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JlomomHUTEIRHBIE MaTEPHAIBI K cTaThe «CHHTE3 B OMoIorndeckas akTHBHOCTH 2,3,16,17,18,19-rexcaruapooauroMuIimHa

A»
Compound Spectrum List Report
Analysis Info Acquisition Date  16.06.2016 10:00:54
Analysis Name  D:\Data\Q0\OO-14_CHCI3+EtOH_pos_tune_wide d
Method tune_wide.m Operator Korolev
Sample Name Instrument / Ser# micrOTOF-Q II 10225
Comment

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500V Set Dry Gas 4.0 Umin
Scan End 3000 miz Set Collision Cell RF 550.0 Vpp Set Divert Valve Source
Intens .3
x10°73
1.503
1253
1007 ™
0757 e
0.05 0.10 015 0.20 0.25 0.30 0.35 0.40 0.45  Time [min]
# RT[min] Area Int. Type Intens. S/N  Chromatogram  Max. m/z
n.a. 02 na.  Average spectrum na. na na 797.5593
+MS, 0.1-0.4min #(5-24)
Intens.g +MS, 0.1-0.4min #(5-24) Intens,: +MS, 0.1-0.4min, Deconvoiuted
x104] x104]
207 2.02
] 1+ (A) 1 1+ (A)
1.5 gl R 15 e@y 7975607
] 1522.5782
1.0 1.0
3 1+(G) ]
0'5: 1611.1538 0'52
0.0- 0.0 ; . ; ‘ ; .l
500 1000 1500 2000 2500 miz 600 800 1000 1200 1400 miz
# miz Res. SN I % 2 miz Res. S/N I 1%
1 4945480 8905 960 2991 227 T 4144128 2013 153
2 5225782 9812 3280 10927 830 2 4945474 2990 227
3 5235818 9290 1179 3947 300 3 5225782 10926 83.0
4 5506088 9792 272t 9519 723 4 550.6086 9518 723
5 5516118 8942 1059 3719 282 5 7975607 13167 100.0
6 7975593 11327 3456 13168 100.0 6 8125727 2866 218
7 7985655 10075 1826 6963 529 7 814.5848 8062 612
8 8125740 8492 759 2866 218 8 1611.1531 2693 205
9 8145848 10111 2153 8062 612
10 8155889 10417 1128 4233 321

Puc. J110. Macc-criektp obpasiia 3
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Compound Spectrum List Report

Analysis Info Acquisition Date  21.03.2016 11:45:14
Analysis Name  D:\Data\OO\MS_MS_(797.61_CE_20_eV) 0O0-9_CHCI3+EtOH_pos_tune_wide.d
Method tune_wide.m Operator Korolev
Sample Name Instrument / Ser# micrOTOF-Q Il 10225
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500V Set Dry Gas 4.0 imin
Scan End 3000 m/iz Set Collision Cell RF~ 550.0 Vpp Set Divert Valve Source
Intens.
X105
267
253, o
24._:: \‘\\~\ __________________ /’_‘,”
237 B I e
002 004 0.06 ' 0.08 C 010 012 014 ' Time [min]
# RT[min] Area Int.Type Intens. S/IN  Chromatogram  Max. miz
na. 0.1 na. Average spectrum na. na.na. 451.3977

+MS2(797.6100), 0.0-0.2min #(2-10)

Intens +MS2(797.6100), 0.0-0.2min #(2-10)| Intens - +MS2(797.6100). 0.0-0.2min, Deconvoiuted
x104] x104]

4 4

] 1+ (A ] 1+ (A)

31 451307 3 451.3965

2 2]

15 1+ (E) 1_:

] 797‘.5.059 1 1+ (G) 1+{0)
ol—st O | O BB Y
500 1000 1500 2000 2500 miz 400 500 600 700 miz

# miz Res. S/IN I 1% # m/z Res. SIN I 1%

1 3912981 5192 3354 3724 140 1 391.2988 3723 140

2 4333863 6516 16465 20293 762 2 4193698 1637 6.2

3 4343837 5742 4488 5544 208 3 433.3850 20292 762

4 4373797 5664 2576 3204 120 4 4373780 3204 120

5 4513977 6457 20716 26614 1000 5 4513965 26614 100.0

6 4523964 6091 6562 8449 317 6 563.4566 1674 6.3

7 5634558 5411 109.7 1675 6.3 7 7435785 1609 6.0

8 7796040 4908 147.7 1753 6.6 8 7775836 1522 57

9 7976059 5400 2882 3102 117 9 7796058 1753 66

10 7986068 6914 2254 2412 91 10 7976035 3101 117

Puc. I11. ESI-MC/MC cnektp o6pa3ua 3npu suepruu coyaapenuii 20 5B.

12 Maxkpozemepoyurnel / Macroheterocycles 2016 9(4) 000-000



JlomroTHUTEIHHBIE MAaTEPHAIBI K CTaThE CHHTE3 M OMOJIOTHYECcKast akTHBHOCTE 2,3,16,17,18,19-rexcarunpooaiuroMuinaa A

Compound Spectrum List Report

Analysis Info

Acquisition Date 21.03.2016 11:45:52

Analysis Name  D:\Data\OOWMS_MS_(797.61_CE_25_eV) 0OO0-9_CHCI3+EtOH_pos_tune_wide.d
Method tune_wide.m Operator Korolev
Sample Name Instrument / Ser# micrOTOF-Q Il 10225
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 V Set Dry Heafer 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500V Set Dry Gas 4.0 imin
Scan End 3000 m/z Set Collision Cell RF 550.0 Vpp Set Divert Valve Source
Intens. |
x1
2.6
2.4 .-
224 ot /,»"" R sy R
2.0' T - \.'_4.;“.-..‘.;_.-’”,| T T T T T T T T T
0.02 0.04 0.06 0.08 0.10 0.12 0.14 0.16 0.18 0.20 Time [min]
# RT[min] Area Int. Type Intens. S/N  Chromatogram  Max. m/z
n.a. 0.1 na. Average spectrum na. na na 451.3975
+MS2(797.6100), 0.0-0.2min #(2-13)
|nten$4j +MS2(797.6100), 0.0-0.2min #{2-13)| Intens. 1 +MS2(797.6100), 0.0-0.2min, Deconvoitited
x10% 105
3] 3]
] 1+ {A) ] 1+ (A)
1 4513975 1 451.3963
21 21
1 1
1 1+ (H) ] 1+ (L) 1+ (H)
] 743.5860 ] 563.4550 7435801
0- ———— 0“.“.,.[“1!,, ——— —h Ay
500 1000 1500 2000 2500 miz 400 500 600 700 miz
# m/z  Res. SIN | 1 % * miz Res. SIN | 1%
1 3332880 5454 1496 1473 6.7 1 311.1956 953 44
2 3913038 5410 2163 2438 11.1 2 329.2066 1401 64
3 4153695 6233 1683 1982 9.1 3 333.2890 1472 6.7
4 4193707 6877 2148 2547 116 4 391.3043 2438 111
5 4333864 6296 17675 21473 982 5 4153710 1981 9.1
6 4343842 5651 5229 6364 291 6 419.3695 2546 116
7 4373794 5344 2614 3197 146 7 433.3851 21472 982
8 4513975 6472 17465 21875 100.0 8 437.3793 3197 146
9 4523962 6229 5400 6774 310 9 451.3963 21874 100.0
10 7435860 7518 1417 1423 6.5 10 7435801 1423 6.5

Puc. 112. ESI-MC/MC cnektp o6pa3ua 3npu sHepruu coyaapenuii 25 5B.
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Compound Spectrum List Report

Analysis Info Acquisition Date  21.03.2016 11:46:37
Analysis Name  DAData\OOWMS_MS_(797.61_CE_35_eV)_00-9_CHCI3+EIOH_pos_tune_wide.d
Method tune_wide.m Operator Korolev
Sample Name Instrument / Ser# micrOTOF-Q II 10225
Comment
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Active Set Capillary 4500 V Set Dry Heater 180 °C
Scan Begin 50 m/z Set End Plate Offset  -500 V Set Dry Gas 4.0 I/min
Scan End 3000 m/z Set Collision Cell RF 550.0 Vpp Set Divert Valve Source
Intens.
X105
1.8+
16 e ey w3 B Jienyg
1 '4- i =
"005 “o10 R g 0 ose 00 T,ime'[min]
# RT[min] Area Int. Type Intens. S/N  Chromatogram  Max. m/z
na. 02 na. Average spectrum na. na na. 433.3852

+MS2(797.6100), 0.0-0.4min #(2-22)

Intens. ] +MS2(797.6100), 0.0-0.4min #{2-22)| Intens - +MS2(797.6100), 0.0-0.4min, Deconvoluted
%1041 %1041
15 1.5
] 1+ (A) 1 1+ (A)
1 433.3852 ] 433.3843
1.04 1.0
057 051
] ] 1+ {R) 1+(v) 1+(0)
Y R G A — o.oilul, l.A.ﬂ,ul! l Mot ,61‘3'5314,1679'?0?6. :
500 1000 1500 2000 2500 miz 400 500 600 700 m/z
# m/z Res. S/IN I 1% # miz Res. SI/N I 1%
1 317.2926 5293 2029 1551 145 1 311.1945 933 838
2 3332876 5579 3320 2753 258 2 317.2886 1550 145
3 3973624 6389 1167 1000 94 3 333.2893 2753 258
4 4153684 6164 3855 3299 310 4 3913222 871 8.2
5 4163769 6011 117.7 1008 95 5 397.3625 1000 94
6 4193690 5970 1954 1672 157 6 4153692 3299 310
7 4333852 5996 1247.1 10659 100.0 7 419.3683 1671 157
8 4343844 5591 3537 3023 284 8 4333843 10658 100.0
9 4513967 6122 4816 4111 386 9 4373785 995 93
10 4523953 5864 148.1 1264 119 10 451.3956 4110 386

Puc. [113. ESI-MC/MC cniextp 06pasifa 3npu 3Heprun coyaapenuii 35 sB.
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JlonoHUTENTHLHBIE MaTepUalbl K CTaThe CHHTE3 U OMOJIOrHIeckast akTUBHOCTH 2,3,16,17,18,19-rekcarunpoonmuroMunaa A

Puc. J116. CpaBHEeHHE TeOMETPUH PACIIOJIOKEHNS JIyHIIeH 10 SHEPTUH CBA3BIBAHNUS KOH(OPMAIIMH OJMTOMHIIHA A
(BBIKpAIICHHOH B YE€PHBIH LBET), TOTYICHHON B pe3yibTaTe JOKHHTa ¢ moMoIibio ICM—Pro, u cTpyKTypsl OJHTOMUIIIHA A

(BBIKpaIIEHHOIT B roiy6oif BeT), B3sToi 13 Kommmiekca 44,

Puc. J117. Jlokanu3amust neprujipooauromMuita 3 B komriekce ¢ Fo-cyobenunuueit AT®-cunrassl (PDB: 4f4S) o pesynbratam
JokuHra ¢ nomouisro ICM-Pro.
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