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General experimental methods:

Unless otherwise stated, all commercial reagents were used as received. All
solvents were dried and distilled according to standard procedures. Flash column
chromatography was performed using silica gel (60-A pore size, 32—63um, standard
grade). Analytical thin—layer chromatography was performed using glass plates
pre-coated with 0.25 mm 230—400 mesh silica gel impregnated with a fluorescent
indicator (254 nm). Thin layer chromatography plates were visualized by exposure to
ultraviolet light. Organic solutions were concentrated on rotary evaporators at ~20
Torr at 25-35°C. Nuclear magnetic resonance (NMR) spectra are recorded in parts
per million from internal tetramethylsilane on the & scale. 'H and *C NMR spectra
were recorded in CDCl; on a Bruker DRX-400 spectrometer operating at 400 MHz
and 100 MHz, respectively. All chemical shift values are quoted in ppm and coupling
constants quoted in Hz. High resolution mass spectrometry (HRMS) spectra were

obtained on a micrOTOF II Instrument.

General experimental procedure for the palladium-catalyzed reaction of

1-[2-(2,2-dibromoethenyl)phenyl]-1H-pyrrole 1 with polyfluoroarene 2.

Br Br
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Polyfluoroarene 2 was added to a solution of

1-[2-(2,2-dibromoethenyl)phenyl]-1H-pyrrole 1 (0.4 mmol), Pd(OAc), (5 mol %),
Ru-Phos (10 mol %), and Cs,CO3 (3.0 equiv) in toluene (2.0 mL). The mixture was
stirred at 90 °C for 12 hours. After completion of the reaction as indicated by TLC,
the residue was purified directly by flash chromatography on silica gel to afford

products 3.
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4-(Perfluorophenyl)pyrrolo[1,2-a]quinoline (3a)

'H NMR (400 MHz, CDCl3) 6 6.23 (s, 1H), 6.78 (t, J = 3.2 Hz, 1H), 6.99 (s, 1H), 7.32
(t, J =73 Hz, 1H), 7.54 (t, J = 7.3 Hz, 1H), 7.63 (d, J = 7.8 Hz, 1H), 7.86-7.88 (m,
2H); *C NMR (100 MHz, CDCl3) ¢ 102.8, 112.8 (m), 112.9, 113.0, 114.2, 117.2,
121.8, 122.9, 123.9, 129.0,129.1, 129.3, 133.2, 137.7 (dm, Jg = 247.5 Hz), 141.1 (dm,
Jp = 250.8 Hz), 144.3 (dm, Jr = 247.9 Hz); "’F NMR (378 MHz, CDCl3) § -138.9 (s,
2F), -154.1 (d, Jg = 23.2 Hz, 1F), -161.4 (t, Jr = 23.2 Hz, 2F); Elem. Anal. Calcd for
CisHgFsN : C, 64.87; H, 2.42; N, 4.20; Found: C, 64.61; H, 2.28; N, 4.20; HRMS (ESI)
calcd for CgHgFsN: 334.0650 (M + H), found: 334.0663; calcd / found : 0.999996.

4-(2,3,5,6-Tetrafluoro-4-methoxyphenyl)pyrrolo[ 1,2-a]quinoline (3b)

'H NMR (400 MHz, CDCls) § 4.14 (s, 3H), 6.26 (s, 1H), 6.78 (s, 1H), 6.99 (s, 1H),
7.29 (t, J = 7.3 Hz, 1H), 7.50 (t, J = 7.3 Hz, 1H), 7.62 (d, J = 7.8 Hz, 1H), 7.84-7.86
(m, 2H); °C NMR (100 MHz, CDCl3) 6 62.1, 102.9, 110.9 (t, Jg = 19.1 Hz), 112.7,
112.9, 114.1, 118.0, 121.6, 123.0, 123.8, 128.7, 128.9, 129.6, 133.1, 138.1 (m), 141.1
(dm, Jr = 246.0 Hz), 144.9 (dm, Jr = 245.9 Hz); "’F NMR (378 MHz, CDCls) ¢
-140.8 (d, Jr = 23.2 Hz, 2F), -157.5 (d, Jr = 23.2 Hz, 2F); Elem. Anal. Calcd for
CioH1F4uNO : C, 66.09; H, 3.21; N, 4.06; Found: C, 66.19; H, 2.94; N, 4.02; HRMS
(ESI) calcd for CoH;F4NO: 346.0850 (M + H"), found: 346.0854; calcd / found :
0.999999.
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4-(2,3,5,6-Tetrafluoro-4-methylphenyl)pyrrolo[1,2-a]quinoline (3c)

'H NMR (400 MHz, CDCl3) ¢ 2.35 (s, 3H), 6.27 (s, 1H), 6.78 (s, 1H), 7.01 (s, 1H),
7.32 (t, J =7.3 Hz, 1H), 7.52 (t, J = 7.3 Hz, 1H), 7.64 (d, J = 7.3 Hz, 1H), 7.87-7.89
(m, 2H); °*C NMR (100 MHz, CDCl5) § 7.07, 102.9, 112.7,112.9, 114.1, 114.7 (t, Jr
= 17.2 Hz), 116.0 (t, Jg = 19.1 Hz), 118.5, 121.5, 123.0, 123.8, 128.7, 129.0, 129.5,
133.2, 144.2 (dm, Jg= 256.5 Hz), 145.2 (dm, Jr = 246.0 Hz); '°F NMR (378 MHz,
CDCl3) 6 -141.3 (s, 2F), -143.4 (d, Jr = 23.2 Hz, 2F); Elem. Anal. Calcd for
CioH;EsN : C, 69.30; H, 3.37; N, 4.25; Found: C, 69.21; H, 3.55; N, 4.33; HRMS
(ESI) calcd for CioH;1F4N: 330.0900 (M + H"), found: 330.0918; calcd / found :
0.999995.

4-(2,3,5,6-Tetrafluoro-4-(trifluoromethyl)phenyl)pyrrolo[1,2-a]quinoline (3d)

'H NMR (400 MHz, CDCl3) 6 6.25 (s, 1H), 6.79 (s, 1H), 7.02 (s, 1H), 7.32 (t, J = 7.3
Hz, 1H), 7.54 (t, J = 7.3 Hz, 1H), 7.64 (d, J = 7.8 Hz, 1H), 7.86-7.88 (m, 2H); "°C
NMR (100 MHz, CDCl3) ¢ 102.9, 109.2-109.6 (m), 113.1, 113.2, 116.9, 120.9 (q, Jr
=272.7 Hz), 121.7, 121.9 (q, Jr = 27.7 Hz), 122.6, 124.0, 128.5, 129.2, 129.3, 133.3,
144.3 (dm, Jg = 259.3 Hz), 144.8 (dm, Jg = 246.0 Hz); "°F NMR (378 MHz, CDCl3) §
-56.1 (d, Jg = 23.2 Hz, 3F), -136.8 (s, 2F), -140.0 (s, 2F); Elem. Anal. Calcd for
CioHsFsN : C, 59.54; H, 2.10; N, 3.65; Found: C, 59.65; H, 2.26; N, 3.79; HRMS
(ESI) caled for CioHgF7N: 384.0618 (M + HY), found: 384.0624; calcd / found :
0.999998.
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2,4,5-Trifluoro-3-(pyrrolo[1,2-a]quinolin-4-yl)benzonitrile (3e)

'H NMR (400 MHz, CDCl3) 6 6.21 (s, 1H), 6.79 (s, 1H), 7.01 (s, 1H), 7.33 (t, J = 7.3
Hz, 1H), 7.49-7.57 (m, 2H), 7.64 (d, J = 7.8 Hz, 1H), 7.87-7.89 (m, 2H); °C NMR
(100 MHz, CDCl3) 6 97.4-97.6 (m), 102.7, 112.2, 113.0, 113.1, 114.2, 116.9, 119.0
(m), 119.8 (d, Jg = 21.0 Hz), 121.7, 122.6, 123.9, 128.7, 129.1, 129.2, 133.2, 147.1
(dm, Jg = 249.8 Hz), 152.1 (dm, Jg = 256.5 Hz), 157.6 (dm, Jg = 256.5 Hz); '’F NMR
(378 MHz, CDCl3) 6 -107.7 (s, 1F), -121.4 (d, Jg = 23.2 Hz, 1F), -137.0 (s, 1F); Elem.
Anal. Calcd for Ci9HoF5N, : C, 70.81; H, 2.81; N, 8.69; Found: C, 70.72; H, 2.97; N,
8.77; HRMS (ESI) calcd for C19HoF3N»: 323.0791 (M + HY), found: 323.0792; calcd /
found : 0.999999.

4-(2,3,6-Trifluoro-5-nitrophenyl)pyrrolo[ 1,2-a]quinoline (3f)

'H NMR (400 MHz, CDCl3) 6 6.22 (s, 1H), 6.79 (s, 1H), 7.04 (s, 1H), 7.34 (t, J = 7.3
Hz, 1H), 7.57 (t, J = 7.3 Hz, 1H), 7.66 (d, J = 7.8 Hz, 1H), 7.89-7.91 (m, 2H), 8.05 (q,
J = 8.3 Hz, 1H); *C NMR (100 MHz, CDCl3) ¢ 102.7, 113.1, 113.2, 113.8 (d, Jr =
22.9 Hz), 114.3, 116.9, 119.8 (t, Jr = 20.9 Hz), 121.9, 122.7, 124.0, 128.8, 129.2,
129.3, 133.3, 146.0 (dm, Jr = 250.7 Hz), 150.4 (dm, Jr = 266.0 Hz), 152.2 (dm, Jr =
251.7 Hz); "’F NMR (378 MHz, CDCl5) 6 -117.3 (s, 1F), -120.8 (d, Jr = 23.2 Hz, 1F),
-136.5 (s, 1F); Elem. Anal. Calcd for C;sHoF3N,O, : C, 63.16; H, 2.65; N, 8.18;
Found: C, 62.96; H, 2.45; N, 8.24; HRMS (ESI) calcd for C;gHgF;N,0,: 343.0689 (M
+ H"), found: 343.0701; calcd / found : 0.999996.
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4-(2,3,5,6-Tetrafluorophenyl)pyrrolo[1,2-a]quinoline (3g)

'H NMR (400 MHz, CDCl3) d 6.26 (s, 1H), 6.79 (s, 1H), 7.02 (s, 1H), 7.11-7.16 (m,
1H), 7.32 (t, J = 7.3 Hz, 1H), 7.53 (t, / = 7.3 Hz, 1H), 7.64 (d, J = 7.8 Hz, 1H),
7.87-7.89 (m, 2H); °C NMR (100 MHz, CDCl3) § 102.9, 105.7 (t, Jr = 21.9 Hz),
112.8, 113.0, 114.2, 118.2, 118.4 (m), 121.5, 122.9, 123.9, 128.9, 129.1, 129.3, 133.2,
144.3 (dm, Jg = 246.9 Hz), 146.1 (dm, Jg = 246.0 Hz); "°F NMR (378 MHz, CDCl3) §
-138.4 (s, 2F), -139.5 (s, 2F); Elem. Anal. Calcd for CigHoF4N : C, 68.58; H, 2.88; N,
4.44; Found: C, 68.45; H, 2.67; N, 4.47; HRMS (ESI) calcd for CigHgF;N: 316.0744
(M + H"), found: 316.0752; calcd / found : 0.999997.

4-(Perfluoropyridin-4-yl)pyrrolo[1,2-a]quinoline (3h)

'H NMR (400 MHz, CDCls) 6 6.29 (s, 1H), 6.84 (s, 1H), 7.10 (s, 1H), 7.25 (s, 1H),
7.39 (t, J = 7.3 Hz, 1H), 7.63 (t, J = 7.3 Hz, 1H), 7.71 (d, J = 7.8 Hz, 1H), 7.93-7.96
(m, 2H); C NMR (100 MHz, CDCl3) § 102.9, 113.2, 113.3, 114.3, 116.7, 121.7,
122.4, 124.1, 127.8, 129.3, 129.6, 130.8 (m), 133.4, 140.0 (dm, Jr = 259.0 Hz), 143.8
(dm, Jp = 245.0 Hz); "’F NMR (378 MHz, CDCls) 6 -89.9 (d, Jg = 23.2 Hz, 2F),
-140.0 (s, 2F); Elem. Anal. Calcd for C;HgFsN, : C, 64.56; H, 2.55; N, 8.86; Found:
C, 64.48; H, 2.21; N, 8.80; HRMS (ESI) calcd for C;7HsF4Ny: 317.0696 (M + H"),
found: 317.0705; calcd / found : 0.999997.
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7-Chloro-4-(perfluorophenyl)pyrrolo[ 1,2-a]quinoline (3i)

'H NMR (400 MHz, CDCl3) d 6.26 (s, 1H), 6.80 (s, 1H), 6.92 (s, 1H), 7.51 (d, J =9.2
Hz, 1H), 7.64 (s, 1H), 7.83 (d, J = 9.2 Hz, 1H), 7.87 (s, 1H); °C NMR (100 MHz,
CDCls) ¢ 103.5, 110.2, 112.1-112.3 (m), 113.3, 113.5, 115.7, 120.6, 122.3, 124.1,
128.1, 128.9, 129.2, 131.7, 137.8 (dm, Jr = 252.7 Hz), 141.2 (dm, Jr = 264.1 Hz),
144.7 (dm, Jr = 249.8 Hz); '°’F NMR (378 MHz, CDCl3) ¢ -138.9 (d, Jg = 23.2 Hz,
2F), -153.5 (t, Jr = 23.2 Hz, 1F), -161.5 (t, Jr = 23.2 Hz, 2F); Elem. Anal. Calcd for
CisH;CIFsN : C, 58.80; H, 1.92; N, 3.81; Found: C, 58.61; H, 2.16; N, 3.72; HRMS
(ESI) calcd for CgH;CIFsN: 368.0260 (M + H"), found: 368.0271; calcd / found :
0.999997.

4-(Perfluorophenyl)-[1,3]dioxolo[4,5-g]pyrrolo[1,2-a]quinoline (3j)

'H NMR (400 MHz, CDCls) 6 6.06 (s, 2H), 6.18 (s, 1H), 6.78 (s, 1H), 6.89 (s, 1H),
7.02 (s, 1H), 7.34 (s, 1H), 7.70 (s, 1H); °C NMR (100 MHz, CDCl3) 6 95.1, 101.6,
101.8, 106.6, 111.9, 111.4-111.6 (m), 113.0, 114.9, 117.3, 121.5, 129.2 (d, Jg = 4.7
Hz), 137.7 (dm, Jg = 252.7 Hz), 140.9 (dm, Jr = 257.4 Hz), 144.7 (dm, Jr = 248.8 Hz),
144.8, 149.3; F NMR (378 MHz, CDCl3) 6 -138.9 (d, J¢ = 23.2 Hz, 2F), -154.4 (d,
Jg = 23.2 Hz, 1F), -161.6 (s, 2F); Elem. Anal. Calcd for C19HgFsNO,: C, 60.49; H,
2.14; N, 3.71; Found: C, 60.26; H, 2.03; N, 3.92; HRMS (ESI) calcd for C;gHgFsNO,:
378.0548 (M + H™), found: 378.0565; calcd / found : 0.999995.
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4-(2,3,5,6-Tetrafluoro-4-(trifluoromethyl)phenyl)-[1,3]dioxolo[4,5-g]pyrrolo[ 1,2-a]qu
inoline (3K)

'H NMR (400 MHz, CDCl3) ¢ 6.08 (s, 2H), 6.21 (s, 1H), 6.80 (s, 1H), 6.93 (s, 1H),
7.04 (s, 1H), 7.36 (s, 1H), 7.72 (s, 1H); °C NMR (100 MHz, CDCL3) ¢ 95.1, 101.7,
101.9, 106.7, 108.9-109.7 (m), 112.1, 113.2, 114.6, 117.1, 120.9 (q, Jr= 271.7 Hz),
121.5, 122.0 (q, Jr = 18.1 Hz), 128.5, 129.5, 144.2 (dm, Jr = 256.5 Hz), 144.8 (dm, Jr
=244.1 Hz), 144.9, 149.7; "’F NMR (378 MHz, CDCl5) 6 -56.0 (d, J¢ = 23.2 Hz, 3F),
-136.9 (s, 2F), 140.1 (s, 2F); Elem. Anal. Calcd for C,0HgF;NO, : C, 56.22; H, 1.89;
N, 3.28; Found: C, 56.28; H, 1.87; N, 3.35; HRMS (ESI) calcd for CyyHgF7NO,:
428.0516 (M + H"), found: 428.0520; calcd / found : 0.999999.

6-(Perfluorophenyl)indolo[1,2-a]quinoline (31)

'H NMR (400 MHz, CDCl3) 6 6.49 (s, 1H), 7.13 (s, 1H), 7.31 (t, J = 7.8 Hz, 1H), 7.36
(t, J =7.3 Hz, 1H), 7.43 (t, J = 7.3 Hz, 1H), 7.61-7.65 (m, 2H), 7.79 (d, J = 7.8 Hz,
1H), 8.45 (d, J = 8.3 Hz, 1H), 8.57 (d, J = 8.7 Hz, 1H); C NMR (100 MHz, CDCl3)
097.1,112.1-112.6 (m), 114.3, 115.4, 117.5, 121.4, 122.2, 122.4, 123.1, 126.9, 129.4,
129.9, 133.3, 134.5, 136.6, 137.8 (dm, Jr = 246.9 Hz), 141.2 (dm, Jr = 257.4 Hz),
144.9 (dm, Jr = 248.9 Hz); '°’F NMR (378 MHz, CDCl3) ¢ -138.8 (d, Jp = 23.2 Hz,
2F), -153.5 (t, Jr = 23.2 Hz, 1F), -161.0 (t, Jr = 23.2 Hz, 2F); Elem. Anal. Calcd for
Cx»H;oFsN : C, 68.93; H, 2.63; N, 3.65; Found: C, 68.97; H, 2.62; N, 3.53; HRMS
(ESI) calcd for C»nH;oFsN: 384.0806 (M + H"), found: 384.0809; calcd / found :
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0.999999.

6-(2,3,5,6-Tetrafluoro-4-(trifluoromethyl)phenyl)indolo[1,2-a]quinoline (3m)

'H NMR (400 MHz, CDCl3) 6 6.51 (s, 1H), 7.14 (s, 1H), 7.30 (t, J = 7.3 Hz, 1H), 7.36
(t, J = 7.3 Hz, 1H), 7.43 (t, J = 7.3 Hz, 1H), 7.61-7.65 (m, 2H), 7.79 (d, J = 7.8 Hz,
1H), 8.43 (d, J = 8.3 Hz, 1H), 8.55 (d, J = 8.7 Hz, 1H); *C NMR (100 MHz, CDCl3)
§97.2,109.5-110.0 (m), 114.3, 115.4, 117.2, 120.8 (q, Je= 277.6 Hz), 121.4, 121.5 (q,
Jr = 27.6 Hz), 122.3, 122.6, 122.9, 123.2, 126.8, 129.6, 129.8, 130.2, 133.3, 133.7,
136.8, 144.4 (dm, Jr = 257.4 Hz), 144.9 (dm, Jr = 247.9 Hz); "°’F NMR (378 MHz,
CDCl3) 6 -56.0 (d, Jg = 23.2 Hz, 3F), -136.7 (s, 2F), -139.6 (s, 2F); Elem. Anal. Calcd
for Co3H oF7N : C, 63.75; H, 2.33; N, 3.23; Found: C, 63.84; H, 2.09; N, 3.34; HRMS
(ESI) calcd for CpHoF7N: 434.0774 (M + H"), found: 434.0774; caled / found :
1.000000.

3-Fluoro-6-(perfluorophenyl)indolo[ 1,2-a]quinoline (3n)

'H NMR (400 MHz, CDCl3) § 6.51 (s, 1H), 7.05 (s, 1H), 7.31-7.38 (m, 3H), 7.43 (t, J
= 7.3 Hz, 1H), 7.79 (d, J = 7.3 Hz, 1H), 8.35 (d, J = 8.3 Hz, 1H), 8.49-8.51 (m, 1H);
C NMR (100 MHz, CDCl3) 6 97.5, 112.1-112.2 (m), 113.8, 114.6 (d, J¢ = 22.9 Hz),
116.6, 116.7, 116.9, 119.0, 121.6, 122.3, 122.8, 124.6 (d, Jr = 8.6 Hz), 125.7, 129.6,
133.1, 134.1, 137.8 (dm, Jg = 246.9 Hz), 141.3 (dm, Jg = 254.6 Hz), 144.8 (dm, Jg =
247.9 Hz), 158.0 (d, Jp = 242.2 Hz); ’F NMR (378 MHz, CDCl3) 6 -119.2(s, 1F),
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-138.7 (d, Jg = 23.2 Hz, 2F), -153.1 (d, Jr = 23.2 Hz, 1F), -160.8 (t, Jr = 23.2 Hz, 2F);
Elem. Anal. Calcd for CHoF¢N : C, 65.84; H, 2.26; N, 3.49; Found: C, 65.92; H,
2.17; N, 3.72; HRMS (ESI) calcd for CoHoFgN: 402.0712 (M + H"), found: 402.0718;
calcd / found : 0.999998.

2-Fluoro-6-(perfluorophenyl)indolo[1,2-a]quinoline (30)

'H NMR (400 MHz, CDCl3) 6 6.50 (s, 1H), 7.08-7.13 (m, 2H), 7.41 (t, J = 7.3 Hz,
1H), 7.48 (t, J = 7.3 Hz, 1H), 7.66 (t, J = 7.3 Hz, 1H), 7.80 (d, J = 7.8 Hz, 1H), 8.31
(d, J = 11.4 Hz, 1H), 8.39 (d, J = 8.7 Hz, 1H); °C NMR (100 MHz, CDCl3) 6 97.5,
103.0 (d, Jg=27.6 Hz), 110.8 (d, JF = 22.9 Hz), 112.0-112.2 (m), 114.0, 116.7, 119.7,
121.5, 122.7 (d, Jg= 10.5 Hz), 126.1, 130.0, 131.0 (d, Jr = 10.5 Hz), 133.2, 134.3,
137.6 (d, Jg = 13.5 Hz), 138.2 (dm, Jr= 254.6 Hz), 141.3 (dm, Jr = 255.8 Hz), 144.9
(dm, JF = 249.8 Hz), 163.4 (d, Jr = 247.9 Hz); "’F NMR (378 MHz, CDCls) 6 -107.2
(s, 1F), -138.8 (s, 2F), -153.4 (s, 1F), -161.0 (t, Jr = 23.2 Hz, 2F); Elem. Anal. Calcd
for C»HgFgN : C, 65.84; H, 2.26; N, 3.49; Found: C, 65.76; H, 2.17; N, 3.35; HRMS
(ESI) caled for CpHoFgN: 402.0712 (M + HY), found: 402.0719; caled / found :
0.999998.
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J1246-3-C-0,
{ ¢ \Users\delta/Docum entsAiles/data/Y SQ/ 1 /1246-3-C -mo-

---- PROCESSING PARAMETERS ----
dc_balance : 0 : FALSE

seXp : 2.0[Hz] : 0.0[s]
trapezoid3 : 0[%] : 80([%] : 100[%]
zerofill : 1

£ft : 1 : TRUE : TRUE
machinephase

ppm

reference : 77.127(ppml : 77 [ppm)

Derived from: 1246-3-C-1.jdf

Filename 1246-3-C-6. jAf
Author delta

Experiment single_pulse_dec
Sample id C:\Users\delta/Docume
Solvent CHLOROFORM-D

] Creation_time
Revision_time
Current_time

Comment = C:\Users\delta/Docume
E Data_format = 1D COMPLEX
Dim size = 26214
Dim_title = 13c
Dim_units = [ppm]
Dimensions =X
Site = ECA400
= Spectrometer = DELTA2_NMR
Field strength = 9.389766(T] (400 [MHz]
X_acq_duration = 1.04333312[s]
X_domain = 13¢
X_freq = 100.52530333 [MHz]
] X_offset = 100 [ppm]
X_points = 32768
X_prescans =4
X_resolution = 0.95846665[Hz]
X_sweep = 31.40703518 [kHz]
1] Irr_domain = 1H
Irr_freq = 399.78219838 [MHz]
Irr offset = 5[ppm]
Clipped = FALSE
Mod_return =1
Scans = 252
1 Total_scans = 252
X_90_width 9.15[us]
X_acq_time 1.04333312(s]
30 [deg]
7 [dB]
d 3.05[us]

25.20784 [dB]
25.20784 [dB]

Irr_atn dec
Irr_atn_noe

z_ Il s
il ok " H Kl " | X atn
= ¥ . o a4 s s YA WM < pulse
T
ﬁv

T T T T T T T T T E= T T T T T T T T T ™ Irr noise WALTZ
2000 190.0  180.0 170.0 160.0 150.0 40.0 1300 j.: 00.0  90.0 80.0 70.0 60.0 50.0 400 300 200 10.0 0 [ pecoupling TRUE
| | Initial wait 1ls]
Noe TRUE
Noe_time 2[s]
To O omomtSTmE®o W oo Recvr_gain 60
AG TS Do TATAOM®D U - ¢ Relaxation delay = 2[s]
EILR SRR SBRa 828 & nae Repetition time 3.04333312(s]
Sevd paadinnesag o e Temp_get 23.61dC1
IILE SEEOSANEARR S

X : parts per Mil

| is © The Royal Society of Chemistry 2012
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1.0

abundance

1246-1-7.
C:\WUsers\del

Documents/files/datasy SQf

. AJEOL

~--- PROCESSING PARAMETERS ----
de_balance : 0 : FALSE

sexp : 0.2[Hz] : 0.0[s]
trapezoid3 : 0[%] : 80[%] : 100[%]
zerofill : 1

£ft : 1 : TRUE : TRUE

ppm

machinephase

reference : -0.006[ppml : 0 [ppm]

Derived from: 1246-1-1.jdf

Filename 1246-1-7.3jdf

Author delta

Experiment single_pulse.ex2
Sample_id C:\Users\delta/Docume
Solvent CHLOROFORM-D

11-0CT-2011 18:11:05
11-0CT-2011 18:23:59
11-0CT-2011 18:24:26

Creation_time
Revision_time
Current_time

Comment = C:\Users\delta/Docume
Data_format = 1D COMPLEX

Dim size = 13107

Dim_title = 1H

Dim_units = [ppm]

Dimensions =X

Site = ECA400

Spectrometer = DELTA2 NMR

Pield strength
X_acq_duration

9.389766 [T] (400 [MHz]
2.18365952[s]

X_domain = 1H
X freg = 399.78219838 [MHz]
X_offset = 5(ppm]
o o X_points = 16384
- B I _ X_prescans =1
eSS ST S 8 X resolution = 0.45794685[Hz]
X_sweep = 7.5030012 (kHz]
Irr_domain = 1H
Irr freq = 399.78219838 [MHz]
Irr offset = 5[ppm]
Tri_domain = 1H
Tri_freq = 399.78219838 [MHz]
Tri_offset = 5[ppm]
Clipped = FALSE
- Mod return =1
Scans =8
: Total_scans =8
f _ , 7 j , 7_ _ X 90 width = 10.6[us]
UL TR \ X_acq_time = 2.18365952(s]
J (; . CCCK J A - F X_angle = 45[deg]
X _atn = 4.5[dB]
T T T T T T T X pulse = 5.3 [us]
6.0 5.0 4.0 3.0 2.0 [ K1) Irr mode = Off
Tri mode = Off
Dante_presat = FALSE
Initial wait = 1[s)
a Recvr_gain = 44
S mwumxmmmouwnmug = 5[s)
3 Repetition time = 7.18365952(s]
CJ Temp_get = 23.6[dc]
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1305 1-H-7.jdf
o 1CH\Userside Documentsfiles/data/y SQ/ 125/1305-1-H
2
%2
-
[ ---- PROCESSING PARAMETERS ----
- dc_balance : 0 : FALSE
sexp : 0.2[Hz] : 0.0([s]
- trapezoid3 : 0[%] : 80[%) : 100[%]
2 zerofill : 1
£ft : 1 : TRUE : TRUE
F PpPm
" machinephase
- = = reference : -0.004(ppm] : O [ppm]
- Derived from: 1305-1-H-1.jdf
—
L} = F
F Filename = 1305-1-H-7.34f
«] F N7 ™ Author = delta
- Experiment = single_pulse.ex2
Sample id = C:\Users\delta/Docume
- Solvent = CHLOROFORM-D
- Creation_time = 25-NOV-2011 21:
Revision_time = 25-NOV-2011 2
o Current_time = 25-NOV-2011 2
30 Comment = C:\Users\delta/Docume
Data_format = 1D COMPLEX
2 Dim size = 13107
Dim_title = 1H
im units = [ppm]
o] Dimensions =x
s Site = ECA400
Spectrometer = DELTA2_NMR
~
< o o o Field strength = 9.389766 [T] (400 (MHz]
] 2 n -] X_acq_duration = 2.18365952(s]
. __skd rggksfa _—a X domain Cin
2 X_freq = 399.78219838 [MHz]
X_offset = 5 [ppm]
X_points = 16384
n X_prescans =1
= X_resolution = 0.45794685[Hz]
X_sweep = 7.5030012 [kHz]
-] Irr_domain = 1H
s Irr freq = 399.78219838 [MHz]
Irr offset = 5[ppm]
Tri_demain = 1E
Tri_freq = 399.78219838 [MHz]
Tri offset = 5 [ppm]
Clipped = FALSE
Mod return =1
Scans =8
| 7 Total scans e
| _ ! i j X_90_width = 10.6(usl
I \ X_acqg_time = 2.18365952(s]
AR s e ) A, N xu!.wf? = 45[deg]
X_atn = 4.5[dB]
T T T T T T X_pulse = 5.3 [us)
6.0 5.0 4.0 30 2.0 ITr_mode = Off
| Tri mode - off
Dante presat = FALSE
Initial_wait = 1[s]
o s n Recvr_gain = 46
2 S g Relaxation delay = 5[s]
" " S Repetition time = 7.18365952(s]
LJ = & Temp_get = 22.8[dc]

| is © The Royal Society of Chemistry 2012
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