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Experimental

General experimental

Chemicals and reagents were purchased from commercial suppliers and used without special instructions.
Pd/C (5 wt%), Pd(acac), and Pd(OAc), were purchased from Alfa Aesar. gem-Dibromoalkenes were
prepared using typical Corey-Fuchs reaction conditions. For product purification, flash column
chromatography was performed using silica gel (300-400 mesh). Analytical thin-layer chromatography
was performed using glass plates pre-coated with 200-300 mesh silica gel impregnated with a fluorescent
indicator (254 nm). NMR spectra were recorded in CDC]l; on a Varian Inova-400 NMR spectrometer (400
MHz) with TMS as an internal reference. HRMS were measured on a Waters EI-TOF-MS at the
Department of Chemistry, Zhejiang University, Zhejiang, China.
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Scheme S1. Elimination-dehalogenation reaction of gem-dibromoalkene 1a.
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Scheme S2.Investigation of the effect of Cul in the coupling reaction of 1a and bromobenzene.

Synthesis of gem-dibromoalkene 1a

To a solution of PhsP (5.246 g, 20 mmol) in CH,Cl, (15 mL) at 0 °C was added CBr, (3.316 g, 10 mmol).
The reaction mixture was stirred for 10 min before aldehyde 1a (0.601 g, 5 mmol) was added. The
reaction was stirred at room temperature for 1 h. After removal of solvent, hexane (30 mL) was added and
filtered through Celite. The filtrate was concentrated under reduced pressure. The crude product was
purified by flash column chromatography to afford gem-dibromoalkene 1a as a yellow oil (1.325 g, 96%).

General procedure for Pd-catalyzed cross coupling reaction between gem-dibromoalkene and iodobenzene

A mixture of gem-dibromoalkene 1 (0.68 mmol), Cs,CO; (2.4 mmol) and DMSO (2 ml) was stirred at 115
°C for 15 h. After 1 was completely consumed, iodobenzene (0.4 mmol) and Pd/C (5 mol%) were added
and the reaction was deaerated with nitrogen gas and stirred at 80 °C for 25 h. After finished, the reaction
was cooled down to room temperature and diluted with ethyl acetate and water for extraction. The
combined organic phase from three time extraction was dried over anhydrous MgSQO,. After removal of
the solvent, the residue was subjected to column chromatography on silica gel to obtain alkyne 3 in high
purity.

General procedure for Pd-catalyzed cross coupling between gem-dibromoalkene and bromobenzene or
p-chloronitrobenzene

A mixture of gem-dibromoalkene 1 (0.68 mmol), Cs,CO5(2.4 mmol) and DMSO (2 ml) was stirred at 115
°C for 15 h. After 1 was completely consumed, bromobenzene 4 or p-chloronitrobenzene (0.4 mmol),
Pd(OAc), (5 mol%) and PPh; (10 mol%) were added, and the reaction was deaerated with nitrogen gas
and stirred at 60 °C or 80 °C for 25 h. After finished, the reaction was cooled down to room temperature
and diluted with ethyl acetate and water for extraction. The combined organic phase from three time
extraction was dried over anhydrous MgSQO,. After removal of the solvent, the residue was subjected to
column chromatography on silica gel to obtain alkyne 3 in high purity.

Product characterization

1-methyl-4-(phenylethynyl)benzene (3a) '*: '"H NMR (400 MHz, CDCl3)  7.58 — 7.51 (m, 2H), 7.49 —
7.43 (m, 2H), 7.40 — 7.31 (m, 3H), 7.19 (d, J = 7.9 Hz, 2H), 2.40 (s, 3H). *C NMR (101 MHz, CDCl3) &
138.4,131.6,131.5, 129.1, 128.3, 128.1, 123.5, 120.2, 89.6, 88.7, 21.5.
1-methyl-3-(phenylethynyl)benzene (3b) ': "H NMR (400 MHz, CDCl3) & 7.59 — 7.44 (m, 2H), 7.40 —
7.25 (m, 5H), 7.23 — 7.16 (m, 1H), 7.12 (t, J = 8.2 Hz, 1H), 2.31 (d, J= 9.9 Hz, 3H). *C NMR (101 MHz,
CDCly) 6 138.1,132.2, 131.7, 129.2, 128.7, 128.4, 128.3, 128.2, 123.4, 123.1, 89.6, 89.1, 21.3.
1-methyl-2-(phenylethynyl)benzene (3c) *: 'H NMR (400 MHz, CDCl;) & 7.60 — 7.39 (m, 3H), 7.38 —
7.26 (m, 3H), 7.24 — 7.09 (m, 3H), 2.49 (d, J= 11.1 Hz, 3H). >*C NMR (101 MHz, CDCl;)  140.1, 131.8,
131.4,129.4,128.3, 128.2, 128.1, 125.5, 123.5,123.0, 93.3, 88.3, 20.7.
1-(tert-butyl)-4-(phenylethynyl)benzene (3d) *: '"H NMR (400 MHz, CDCl;) & 7.55 — 7.40 (m, 4H), 7.39
—7.20 (m, 5H), 1.35 — 1.27 (m, 9H). *C NMR (101 MHz, CDCl;) & 151.6, 131.7, 131.4, 128.4, 128.1,
125.4,123.6, 120.3, 89.6, 88.8, 34.8, 31.3.

1,2-diphenylethyne (3e) *: '"H NMR (400 MHz, CDCl,):  7.60 (dt, J = 5.1, 3.8 Hz, 4H), 7.44 — 7.35 (m,
6H). *C NMR (101 MHz, CDCl;) & 131.6, 128.3, 128.2, 123.3, 89.4.

1-(phenylethynyl)naphthalene (3f) >: "H NMR (400 MHz, CDCL;) & 8.45 (d, J = 8.3 Hz, 1H), 7.87 — 7.71
(m, 3H), 7.68 — 7.28 (m, 8H). *C NMR (101 MHz, CDCl3) & 133.2, 133.2, 131.6, 130.3, 128.7, 128.4,
128.3,128.3, 126.7, 126.4, 126.2, 125.2, 123.4, 120.8, 94.3, 87.5.

1-methoxy-4-(phenylethynyl)benzene (3g) ': '"H NMR (400 MHz, CDCl;)  7.58 — 7.48 (m, 2H), 7.48 —
7.38 (m, 2H), 7.37 — 7.23 (m, 3H), 6.90 — 6.79 (m, 2H), 3.79 (s, 3H). *C NMR (101 MHz, CDCl;) § 159.5,
132.9,131.4,128.5,127.9, 123.4, 115.2, 113.8, 89.3, 88.2, 55.1.



1-methoxy-3-(phenylethynyl)benzene (3h) *: '"H NMR (400 MHz, CDCl;) & 7.62 — 7.42 (m, 2H), 7.38
—7.27 (m, 3H), 7.27 — 7.19 (m, 1H), 7.13 (d, /= 7.6 Hz, 1H), 7.06 (d, J = 1.7 Hz, 1H), 6.88 (dd, J = 8.3,
2.6 Hz, 1H), 3.79 (s, 3H). *C NMR (101 MHz, CDCl3) & 159.2, 131.5, 129.3, 128.2, 128.2, 124.1, 124.0,
123.0, 116.2, 114.8, 89.2, 89.1, 55.1.

1-methoxy-2-(phenylethynyl)benzene (3i) ': "H NMR (400 MHz, CDCl;) § 7.69 — 7.60 (m, 2H), 7.56 (dt,
J=18.7,4.4 Hz, 1H), 7.46 — 7.25 (m, 4H), 7.04 — 6.89 (m, 2H), 3.94 (d, J = 7.1 Hz, 3H). *C NMR (101
MHz, CDCl;) 6 159.9, 133.5, 131.6, 129.7, 128.2, 128.0, 123.5, 120.4, 112.4, 110.6, 93.4, 85.7, 55.7.
1-chloro-4-(phenylethynyl)benzene (3j) *: '"H NMR (400 MHz, CDCl3) & 7.62 — 7.53 (m, 2H), 7.53 —
7.44 (m, 2H), 7.44 — 7.30 (m, 5H). *C NMR (101 MHz, CDCl;) & 134.1, 132.7, 131.5, 128.6, 128.4,
128.3,122.8,121.7,90.2, 88.1.

1-chloro-3-(phenylethynyl)benzene (3k) *: '"H NMR (400 MHz, CDCl3) & 7.60 — 7.46 (m, 3H), 7.38 (t, J
= 6.1 Hz, 1H), 7.36 — 7.18 (m, 5H). *C NMR (101 MHz, CDCl;) § 134.1, 131.6, 131.4, 129.6, 129.5,
128.5, 128.4, 128.3, 124.9, 122.7, 90.5, 87.8.

1-chloro-2-(phenylethynyl)benzene (31) ': 'H NMR (400 MHz, CDCl;) & 7.67 — 7.46 (m, 3H), 7.46 —
7.39 (m, 1H), 7.39 — 7.29 (m, 3H), 7.29 — 7.16 (m, 2H). *C NMR (101 MHz, CDCl;) & 135.8, 133.1,
131.6, 129.2, 129.1, 128.5, 128.3, 126.3, 123.1, 122.8, 94.4, 86.1.
1,2-dichloro-4-(phenylethynyl)benzene (3m): '"H NMR (400 MHz, CDCl;) § 7.60 (t, J = 5.6 Hz, 1H),
7.54 — 7.48 (m, 2H), 7.43 — 7.27 (m, 5H). *C NMR (101 MHz, CDCl;) & 133.1, 132.5, 132.5, 131.6,
130.6, 130.3, 128.7, 128.3, 123.2, 122.4, 91.2, 86.9. HRMS (EI): caled. for C;HgCl, [M]" 246.0003,
found 246.0012.

1-bromo-4-(phenylethynyl)benzene (3n) *: 'H NMR (400 MHz, CDCl3) § 7.55 — 7.49 (m, 2H), 7.46 (t, J
= 8.3 Hz, 2H), 7.40 — 7.29 (m, 5H). *C NMR (101 MHz, CDCl;) § 133.0, 131.6, 131.6, 128.5, 128.4,
122.9, 122.5,122.3,90.5, 88.3.

1-fluoro-4-(phenylethynyl)benzene (30) ': 'H NMR (400 MHz, CDCl3) & 7.59 — 7.40 (m, 4H), 7.39 —
7.25 (m, 3H), 7.03 (t, J = 8.7 Hz, 2H). *C NMR (101 MHz, CDCl3) § 162.6(Jcy= 249.2 Hz), 133.5(Jcr=
7.6 Hz), 131.6, 128.4, 128.4, 123.2, 119.4(Jcg= 3.0 Hz), 115.7(Jce= 22.7 Hz), 89.1, 88.4.
3-(phenylethynyl)pyridine (3p) ': "H NMR (400 MHz, CDCl;) & 8.86 — 8.65 (m, 1H), 8.54 (dd, J = 4.8,
1.0 Hz, 1H), 7.80 (d, J= 7.9 Hz, 1H), 7.55 (dd, J = 6.6, 3.0 Hz, 2H), 7.39 — 7.32 (m, 3H), 7.27 (dd, J= 7.9,
4.9 Hz, 1H). *C NMR (101 MHz, CDCl;) § 152.4, 148.7, 138.6, 131.9, 129.0, 128.6, 123.2, 122.7, 120.6,
92.8, 86.1.

2-(phenylethynyl)furan (3q)*: '"H NMR (400 MHz, CDCl;) & 7.55 (dt, J = 6.2, 3.2 Hz, 2H), 7.47 — 7.42
(m, 1H), 7.39 — 7.34 (m, 3H), 6.68 (d, J = 3.4 Hz, 1H), 6.45 (dd, J = 3.1, 1.9 Hz, 1H). >*C NMR (101 MHz,
CDCl;) 6 143.6, 137.2, 131.4, 128.7, 128.4, 122.3, 115.2, 111.1, 93.2, 79.4.
1-nitro-4-(phenylethynyl)benzene (3r) ?: '"H NMR (400 MHz, CDCl) & 8.23 (d, J = 8.7 Hz, 2H), 7.67
(d, J = 8.7 Hz, 2H), 7.57 (dd, J = 6.5, 3.0 Hz, 2H), 7.43 — 7.35 (m, 3H). *C NMR (101 MHz, CDCl3) &
147.0, 132.3, 131.9, 130.3, 129.3, 128.6, 123.7, 122.1, 94.7, 87.6.

but-1-yne-1,4-diyldibenzene (3s) *: '"H NMR (400 MHz, CDCl3) § 7.41 — 7.33 (m, 2H), 7.33 — 7.14 (m,
8H), 2.91 (t, J = 7.5 Hz, 2H), 2.68 (t, J = 7.5 Hz, 2H). *C NMR (101 MHz, CDCl;)  140.8, 131.6, 128.6,
128.4,128.2, 127.7, 126.4, 123.9, 89.5, 81.4, 35.2, 21.7.

1-methoxy-4-(p-tolylethynyl)benzene (3t) ': '"H NMR (400 MHz, CDCl;) & 7.49 — 7.42 (m, 2H), 7.38
(dd, J = 16.6, 7.2 Hz, 2H), 7.12 (d, J = 8.1 Hz, 2H), 6.84 (t, J = 7.8 Hz, 2H), 3.81 (d, J = 13.0 Hz, 3H),
2.36 —2.30 (m, 3H). >*C NMR (101 MHz, CDCl;) § 159.4, 137.9, 132.9, 131.2, 129.0, 120.4, 115.5, 113.9,
88.6, 88.1,55.2,21.4.

methyl 4-(p-tolylethynyl)benzoate (3u)’: '"H NMR (400 MHz, CDCl;) § 8.11 — 7.89 (m, 2H), 7.66 — 7.32
(m, 4H), 7.26 — 7.03 (m, 2H), 3.89 (s, 3H), 2.32 (d, J = 23.0 Hz, 3H). '*C NMR (101 MHz, CDCl;) §
166.7,139.2, 131.8, 131.6, 129.7, 129.4, 129.4, 128.4, 119.8, 92.8, 88.2, 52.4, 21.7.
1,2-bis(4-methoxyphenyl)ethyne (3v) ®: '"H NMR (400 MHz, CDCl3) & 7.47 (dd, J = 18.0, 8.5 Hz, 4H),
6.85 (t, J = 7.7 Hz, 4H), 3.81 (s, 6H). >C NMR (101 MHz, CDCl3) & 159.3, 132.8, 115.6, 113.8, 87.8,
55.2.

methyl 4-((4-methoxyphenyl)ethynyl)benzoate (3w) ’: 'H NMR (400 MHz, CDCls) 6 8.00 (d, J = 8.3
Hz, 2H), 7.56 (d, J = 8.2 Hz, 2H), 7.47 (dd, J = 11.6, 6.4 Hz, 2H), 6.89 (t, J = 8.0 Hz, 2H), 3.92 (s, 3H),
3.84 —3.80 (m, 3H). *C NMR (101 MHz, CDCl;) & 166.6, 160.0, 133.3, 131.3, 129.5, 129.1, 128.4, 114.8,
114.1, 92.6, 87.5, 55.3, 52.2.

1-chloro-4-((4-methoxyphenyl)ethynyl)benzene (3x): 'H NMR (400 MHz, CDCl3) 8 7.50 — 7.36 (m,
4H), 7.32 — 7.25 (m, 2H), 6.92 — 6.77 (m, 2H), 3.83 — 3.69 (m, 3H). *C NMR (101 MHz, CDCl;) & 160.0,
133.2, 132.8, 131.8, 128.8, 128.5, 122.3, 114.2, 90.5, 87.2, 55.5. HRMS (EI): caled. for C;sH,;0CI [M]"
242.0498, found 242.0506.



methyl 4-((4-chlorophenyl)ethynyl)benzoate (3y): '"H NMR (400 MHz, CDCl;) & 8.10 — 7.96 (m, 2H),
7.61 — 7.50 (m, 2H), 7.44 (t, J = 13.1 Hz, 2H), 7.36 — 7.27 (m, 2H), 3.98 — 3.83 (m, 3H). *C NMR (101
MHz, CDCl;) & 166.6, 134.9, 133.0, 131.6, 129.8, 129.7, 128.9, 127.7, 121.3, 91.2, 89.6, 52.3. HRMS (EI):
caled. for C¢H;,0,C1 [M]" 270.0448, found 270.0459.

1-fluoro-4-((4-methoxyphenyl)ethynyl)benzene (3z): 'H NMR (400 MHz, CDCl3) § 7.53 — 7.35 (m, 4H),
7.06 — 6.95 (m, 2H), 6.85 (d, J = 8.5 Hz, 2H), 3.81 (d, J = 14.4 Hz, 3H). *C NMR (101 MHz, CDCl;) §
162.3(Jcr = 249.2Hz), 159.7, 133.3(Jcg= 7.6 Hz), 133.0, 119.7(Jcr= 3.0 Hz), 115.7, 115.4(Jcr= 22.7Hz),
114.1, 89.1, 87.0, 55.3. HRMS (EI): calcd. for C;sH;;OF [M]" 226.0794, found 226.0800.

methyl 4-((4-fluorophenyl)ethynyl)benzoate (3za): 'H NMR (400 MHz, CDCl;) § 8.01 (d, J = 8.2 Hz,
2H), 7.64 — 7.41 (m, 4H), 7.05 (t, J = 8.6 Hz, 2H), 3.90 (d, J = 12.0 Hz, 3H). *C NMR (101 MHz, CDCl;)
6 166.5, 162.8(Jcr= 250.7Hz), 133.7(Jcr= 9.01Hz), 131.5, 129.6, 128.4, 127.8, 118.8(Jcr= 3.0Hz),
115.8(Jep= 22.7Hz), 91.3, 88.4, 52.2. HRMS (EI): caled. for C¢H,;,0,F [M]" 254.0743, found 254.0750.
(E)-but-1-en-3-yne-1,4-diyldibenzene (3zb) 3: '"H NMR (400 MHz, CDCl3) & 7.47 (dd, J = 7.2, 2.2 Hz,
2H), 7.42 (d, J = 7.4 Hz, 2H), 7.38 — 7.27 (m, 6H), 7.04 (d, J = 16.3 Hz, 1H), 6.39 (d, J = 16.2 Hz, 1H).
3C NMR (101 MHz, CDCl;) & 141.3, 136.4, 131.6, 128.8, 128.7, 128.4, 128.2, 126.3, 123.4, 108.2, 91.8,
88.9.

1-methyl-4-((4-nitrophenyl)ethynyl)benzene (3zc) °: '"H NMR (400 MHz, CDCl;) & 8.24 — 8.20 (m, 2H),
7.67 —7.63 (m, 2H), 7.46 (d, J = 8.4 Hz, 2H), 7.20 (d, J = 8.4 Hz, 2H), 2.39 (d, J = 4.2 Hz, 3H). °C NMR
(101 MHz, CDCl;) § 146.8, 139.7, 132.2, 131.8, 130.5, 129.3, 123.6, 119.0, 95.1, 87.1, 21.6.
1-methoxy-4-((4-nitrophenyl)ethynyl)benzene (3zd) : "H NMR (400 MHz, CDCl;) & 8.19 (d, J = 8.4
Hz, 2H), 7.62 (d, J = 8.4 Hz, 2H), 7.49 (d, J = 8.4 Hz, 2H), 6.90 (d, J = 8.4 Hz, 2H), 3.84 (s, 3H)."*C
NMR (101 MHz, CDCl;) 6: 159.1, 145.4, 132.1, 130.7, 129.4, 122.3, 112.9, 112.8, 93.8, 85.3, 54.1.
1-chloro-4-((4-nitrophenyl)ethynyl)benzene (3ze): "H NMR (400 MHz, CDCl;) & 8.22 (d, J = 8.4 Hz, 2H), 7.65
(d, J = 8.4 Hz, 2H), 7.48 (d, J = 8.4 Hz, 2H), 7.36 (d, J = 8.4 Hz, 2H). *C NMR (101 MHz, CDCl;) & 147.1, 135.4,
133.0, 132.3, 129.8, 128.9, 123.7, 120.6, 93.4, 88.4. HRMS (EI): calcd. for C4HgCINO, [M]" 257.0244, found

257.0251.
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BC-NMR Spectra
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Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min=-1.5, max =50.0
Element prediction: Off

Maonoisotopic Mass, Odd and Even Electron lons
3 formulale) evaluated with 1 results within limits (up to 50 best isotopic matches for each mass)
Elements Used:

C:017 H: 012 Cl0-3

default file
HR-XC-A 1538 {12.317) Cm (1837: 1830 1822-1528+1851:1866)) TOF MS El+
2 40es003
. 248.0012
247 9080
&
“l,!;_
176.0631
175,050 240.0072
123.004p |OERSE1TT0637 o0
s7.0230,, \L I T & 33T aqsgazn 030843 5&6.4’&54614.D25D535_1ﬁ3ﬁu i
RN RALAE R ALY AL BARLS LA LAALE AL

50 100 150 200 250 300 350 400 450 500 550 600
Minimum: -1.3
Mo i mum: 3.0 10.0 30.0
Mazsz Calc. Mass mlla PPM DBE 1i-FIT Formula

246. 0012 246.0003 0.9 3T i0.0 -] Ci4 HB Cl2



Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min=-1.5, max =50.0
Element prediction: Off

Monoisotopic Mass, Odd and Even Electron lons
21 formulale) evaluated with 1 results within limits {up to 50 best isotopic matches for each mass)
Elements Used:

c:0-18 H:015 03 Cho-3

default file
HR-XC-B1 1838 (12.818) Cm (1938: 1844-(1943:-1857+1823:1028)) TOF M5 El+
4 53e+003
100~ 242 0508
37 0260
o
244 0482
/
199.0322
163.0538
2450517
..1.21;0?42:1138'94:13 I 460575 320.Ur33414.3-ll]£_-|ﬂﬁ.014ﬁ 504 1050 ﬁB.EﬁQﬁEBB'UZE .
S AR LAY LS LAY LARLS LARAY LA LAY LA ALY SAAS RALAS LAY LSS LAY LA LAY RS MARA) AL LARRE LAY RARRS LA |
50 100 150 200 250 aoa 350 400 450 500 550 aoa 650
Minimum: -1.3
Masimum: 5.0 10.0 30.0
Maz= Calc. Mass ala PFY DBE 1i-FIT Formula

24203506  242. 04093 0.8 3.3 0.0 1.2 Ci5 Hi1 0 C1



Elemental Composition Report

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min=-1.5, max =50.0

Element prediction: Off

Maonoisotopic Mass, Odd and Even Electron lons
17 formulale) evaluated with 1 results within limits {up to 50 best isotopic matches for each mass)

Elements Used:

c:0-18 H:015 0O:0-3 CL:0-3
default file

HR-¥C-3 2087 (13.586) Cm (2067-2096-{2124:2130+2062-2071})

100
178.0627
-l,a_
211.0324
175055
1185121 R
?5|-}1'|I|ILL' AR AR L LA
150 200 250
Minimum:
Mavwimm: 3.0 10.0
Maz= Calc. Mass mla PFY
270. 0435  ZT0. 0443 1.1 4.1

g pze7 2700458
b

2720437
2730484

740558 3TEI yongms  aa0q117  548.p4E0

00 250 0 400 450 SO0 580
-1.3

50.

I3E i-FIT Formula

1o 28 c16 HI1 02 ¢l

Page 1

TOF M3 El+
1.21e:004

524 8165 miz
200 650



Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Maonoisotopic Mass, Odd and Even Electron lons
& formula(e) evaluated with 1 results within limits (up to 50 best isctopic matches for each mass)
Elements Used:

C017 H012 003 FA

default file
HR-XC-A 1722 (11.728) Cm (1722 AT2-{1728:1737+1701:1711)) TOF M5 El+
1.18e:003
100 2260800
211.0571
Sy
“:'Q_
1830614
277,084
161.0485
1570474
450701 158.0320 2280812 4322055 4485437 5517080
i, 44 hens L ZT0A0T4 4050256 - ﬁm.ﬁﬁgﬁgﬁ.ﬂﬁnzg
B MY RS SRR RS RN RS SRR RSN AR RARAY SALRE RALS SAREE RARAY IS RS BARE MU MARES RARAH MRAS R L m
50 100 150 200 250 a0n 350 400 450 500 550 600 850
Minimum: -1.35
Mo fmom: 5.0 10.0 50.0
Mazz Calc, Ma== alla PPM DBE 1-FIT Formula
226.0800 226 0794 0.6 2.7 10.0 0.8 €15 Hi1 0 F



Elemental Composition Report Page 1

Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min=-1.5, max = 50.0
Element prediction: Off

Monoisotopic Mass, Odd and Even Electron lons

& formulale) evaluated with 1 results within limits (up to 50 best isctopic matches for each mass)
Elements Usad:

C:0-18 H:0-15 O:0-3 F: 041

defauit file
HR-XC-B1 1876 {12.504) Crn (1373: 1831-{1358- 1867+ 1806:1008)) TOF MS El+
2 16e:004
. 273 0585
254 0750
“l,!;_
104.0531
255 0780
175.0545
800453
1115268 e 0e1
§7.0214 hasvis | O ' 30T apsa7oe V7212 5412443 seacone ez 7Tl
e et e e e e e e T T T A T A O I e T MU
20 250 300 250 400 450 500 0 S50 800 650
Minimam: -1.3
Maximum: 50 0.0 50.0
Maz= Cale. Ma=zs zla PPM DBE 1-FIT Formula
2540730 254.0743 0.7 2.8 1.0 9.7 C16 Hil 02 F



