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4-(1-phenylethyl)-1,1'-biphenyl (3a)
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Figure 52

4-methyl-4'-(1-(p-tolyl)ethyl)-1,1'-biphenyl (3b)
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Figure 54
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Figure S5

4-methoxy-4'-(1-(4-methoxyphenyl)ethyl)-1,1'-biphenyl (3¢c)
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Elemental Composition Report Page 1

Tolerance = 1.0mDa / DBE: min =-1.5 max = 50.0
Element prediction: Off

Monoisotopic Mass, Odd and Even Electron lons

25 formula(e) evaluated with 1 results within limits (up to 70 best isotopic matches for each mass)
Elements Used:

C.0-50 H:0-100 0©O:0-5

GCT Premier ZJU 26-Jun-2015 gn-h21 874 (4.158)
TOF MS El+
1.67e+003

100 318.1620

%

L NN B e B B e e e s e B B s e B sy e e 1174

317.900 318.000 318.100 318.200 318.300 318.400
Minimum: -1.5
Max imum: 1.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
318.1620  318. 1620 0.0 0.0 12.0 5546847. 5 (€22 H22 02
Figure S8

4-fluoro-4'-(1-(4-fluorophenyl)ethyl)-1,1'-biphenyl (3d)
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Tolerance =1.0 mDa / DBE: min=-1.5 max =50.0
Element prediction: Off

Monoisotopic Mass, Odd and Even Electron lons

44 formula(e) evaluated with 1 results within limits (up to 70 best isotopic matches for each mass)
Elements Used:

C:0-50 H:0-100 ©:0-5 F:1-2

GCT Premier ZJU 26-Jun-2015 gn-h22 594 (3.131)
TOF MS El+
1.51e+003
100 2941222
%
O B s e e e e L e e e e e o e e T s s e M SN 0 EES S e e s e el 1174
293.900 294.000 294.100 294.200 294.300 294.400
Minimum: -1.5
Maximum: 1.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Formula
294.1222  294.1220 0.2 0.7 12.0 5546765.0 €20 H16 F2
Figure S11

4-(trifluoromethyl)-4'-(1-(trifluoromethyl)phenyl)ethyl)-1,1'-biphenyl (3e)
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Elemental Composition Report Page 1
Tolerance=1.0mDa / DBE: min=-15 max=50.0
Element prediction: Off
Monoisotopic Mass, Odd and Even Electron lons
44 formulale) evaluated with 1 results within limits (up to 70 bestisotopic matches for each mass)
Elements Used:
C:0-50 H:0-100 O:0-5 F:5-6
GCT Premier ZJU 26-Jun-2015 gn-h23 554 (2 984)
TOF MS El+
8.04e+002
100 394.1160
%
o T T T T T T T T T T T T T T T T Mz
393.800 393900 394.000 394.100 394.200 394300 394.400 394.500
Einimum: -1.5
Faximum: 1.0 10.0 50.0
Facs Calc. Faszs mDa FFE IEE 1-FIT Formla
394.1160  394.1156 0.4 1.0 12.0 5546415.5 €22 Hi6 Fé

Figure 514
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4-propyl-4'-(1-(4-propylphenyl)ethyl)-1,1'-biphenyl (3f)
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Elemental Composition Report

Tolerance =1.0mDa [/ DBE: min=-1.5 max=50.0
Element prediction: Off

Monoisotopic Mass, Odd and Even Electron lons

27 formula(e) evaluated with 1 results within limits (up to 70 bestisotopic matches for each mass)
Elements Used:

C:0-50 H:0-100 ©:0-5

Page 1

GCT Premier ZJU 26-Jun-2015 gn-h24 785 (3831)
TOF MS El+
5.05e+002
100 3422345
%
0 T T T T T T T miz
341900 342.000 342100 342.200 342.300 342400 342.500
Kinimum: -1.5
Eaximum: 1.0 10.0 50.0
Facs Calc. Fass mDa FFE DEE 1-FIT Formla
342.2345  342.2342 -0.3 -0.9 12.0 5546268.5 (26 HS0
Figure 517
3-methyl-4'-(1-(m-tolyl)ethyl)-1,1'-biphenyl (3g)
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Figure 519
Elemental Composition Report Page 1
Tolerance=1.0mDa [/ DBE:min=-15 max=50.0
Element predidion: Off
Monoisotopic Mass, Odd and Even Electron lons
23 formulae) evaluated with 1 results within limits (up to 70 bestisotopic matches for each mass)
Elements Used:
C:0-50 H:0-100 ©O:0-5
GCT Premier ZJU 26-Jun-2015 gn-h25 625 (3246)
TOF MS El+
1.00e+003
100 2861721
%
T T T T T T T T T T miz
285.900 286.000 286.100 286.200 286.300 286.400
Kinimum: -1.5
FEaximum: 1.0 10.0 50.0
Koz Calc. Fass mba FFE IEE 1-FIT Formula
286.1721 286.1722 0.1 -0.3 12.0 55d6513.5 (22 H22

Figure 520
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3-methoxy-4'-(1-(3-methoxyphenyl)-1,1'-biphenyl (3h)
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Elemental Composition Report Page 1

Tolerance=1.0mDa [/ DBE:min=-1.5 max=50.0
Element predidion: Off

Monoisotopic Mass, Odd and Even Electron lons

25 formulale) evaluated with 1 results within limits (up to 70 bestisotopic matches for each mass)
Elements Used:

C:0-50 H:0-100 ©O:0-5

GCT Premier ZJU 26-Jun-2015 gn-h20 777 (3802)
TOF MS El+
15624003
a0 318.1616
%
0 ‘ miz
317.900 " 318’000 " 1800 ' 318200 T 31ghoo " 318900 !
Kinimum: -1.5
Feesimun: 1.0 0.0 50.0
Koz Calc. Fass mba FFE LEE 1-FIT Formla
518.1616  518.1620 -0.4  -1.3 1.0  5546796.5 (22 E22 02
Figure 523
3,4,5-trifluoro-4'-(1-(3,4,5-trifluorophenyl)ethyl)-1,1'biphenyl (3i)
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Elemental Composition Report Page 1

Tolerance=1.0mDa /7 DBE: min=-15 max=50.0

Element predicion: Off

Monoiotopic Mass, Odd and Even Electron lons

40 formulale) evaluated with 1 results within limits (up to 70 bestisotopic matches for each mass)

Elements Used:

C:0-50 H:0-100 0:0-5 F:56

GCT Premier ZJU 26-Jun-2015 an-h26 567 (3032)

TOF MS El+

76124002
100 366 0844
%
"7 ese00 | 365800 | 366.000 | 386100 | 366200 | 366300 | 366400

Kinimum: -1.5

Eaximum: 1.0 10.0 50.0

Koz Calc. Facs mDa FFE IEE 1-FIT Formula

366.0844  366.0843 0.1 0.3 12.0 55d6391.5 €20 Hi1Z2 Fe

Figure 526
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2-methyl-4'-(1-(o-tolyl)ethyl)-1,1'-bipheny]l (3j)
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Elemental Composition Report Page 1

Tolerance=1.0mDa f DBE:min=-15 max=50.0
Element predidion: Off

Monoisotopic Mass, Odd and Even Electron lons

23 formulale) evaluated with 1 results within limits (up to 70 bestisotopic matches for each mass)
Elements Used:

C: 050 H:04100 ©O:0-5

GCT Premier ZJU 26-Jun-2015

TOF M$ El+

100 286.1724
%

an-h27 464 (2 554)

2.67e+003

285000 286,000 ' 286100 " 2861200 " 2860300 286400
Kinimum: -1.5
Feximam: 1.0 0.0 5000
Facz Calc. Fass mDa FFE IEE 1-FIT Formula
286,172 286.1722 0.2 0.7 12.0  S5475d7.5 €22 E22

Figure 529

2-(4-(1-(naphthalene-2-yl)ethyl)phenyl)naphthalene (3k)
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Elemental Composition Report

Tolerance=10mDa J DBE: min=-15 max=350.0

Element prediction: Off

Monoisotopic Mass, Odd and Even Electron lons

28 formulale) evaluated with 1 results within limits (up to 70 bestisotopic matches for each mass)

Elements Used:
C:0-50 H:0-100 ©O:0-5

Page 1

GCT Premier ZJU 26-Jun-2015 an-h30 1027 (4719)
TOF MS El+
1.13e+003

100 358.1718

%

0 T T T T T T T T

357.900 358.000 358.100 358200 358300 358400 358 500

Kinimum: -1.5
Eaximum: 1.0 10.0 50.0
Fasz Calc. Fass mDa FFE DEE 1-FIT Formla
358.1718 358.1722 -0.4 -1.1 12.0 5546580.0 (€28 HZ2

Figure 532

3-methyl-3-(1-(m-tolyl)ethyl-1,1-biphenyl (31)
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Elemental Composition Report

Tolerance =07 mDa J DBE:min=-15 max=50.0
Element prediction: Off

Monoisotopic Mass, Odd and Even Electron lons

23 formulale) evaluated with 1 results within limits (up to 70 bestisotopic matches for each mass)
Elements Used:

C:0-50 H:04100 ©0:0-5

Page 1

GCT Premier ZJU 26-Jun-2015 gn-h54 471 (2 520)
TOF MS El+
1.01e+003
100 286.1724
%
0 miz
I T T T T I I T T
285.900 286.000 286.100 286.200 286.300 286400
Kinimum: -1.5
Faximum: 0.7 10.0 50.0
Facs Calc. Fass mDa FFE IEE i-FIT Formla
286.1724  286.1722 0.2 0T 12.0 5546520.0 (€22 H22
Figure S35
4 4 2
3-methyl-4’-(3-methylbenzyl)-1,1’-biphenyl (3m)
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Figure 536

521




NCITATANAT O ONMO— ™ b~ o ~ ~©
e e e S\ et ~— | p
CH;
HsC O O O
I
I
IIII . \
I | |
200 170 140 110 80 60 40 20 0
f1 (ppm)
Figure S37
Elemental Composition Report Page 1

Tolerance=1.0mDa / DBE: min=-15 max=50.0
Element predidion: Off

Monoisotopic Mass, Odd and Even Electron lons

23 formulade) evaluated with 1 results within limits (up to 70 bestisotopic matches for each mass)
Elements Used:

C:0-50 H:0-100 ©:0-5

GCT Premier ZJU 26-Jun-2015 gn-h44 620 (3220)
TOF MS El+
9.87e+002
100 2721560
%
T T T T T T T T T T T
271.900 272.000 272100 272200 272300 272400
Kinimum: -1.5
Eaximum: 1.0 10.0 50.0
) ST Calc. Fass mDa FFE DEE i-FIT Formula
272.1560  272.1565 -0.5 -1.8 12.0 5546506.0 €21 H20

Figure 538

S22




3'-methyl-2-(2-methylbenzyl)-1,1'-biphenyl (3n)
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Elemental Composition Report

Tolerance = 0.7 mDa f DBE: min
Element predicion: Off

=-15 max=50.0

Monoisotopic Mass, Odd and Even Electron lons
23 formulale) evaluated with 1 results within limits (up to 70 bestisotopic matches for each mass)

Elements Used:
C:0-50 H:0-100 ©O:0-5

Page 1

GCT Premier ZJU 26-Jun-2015 an-h§1342 (2207)
TOF MS El+
1.96e+003
100 2721566
%
T T T T T T T T T miz
271800 272000 272.100 272.200 272.300 272.400
Kinimum: -1.5
Eaximum: 0.7 10.0 50.0
sz Calc. Fass mDa FFE IEE 1i-FIT Formla
272.1566  272.1565 0.1 0.4 12.0 55d6994.0 €21 H20
Figure S41
4-methoxy-4'-(1-(p-tolyl)ethyl)-1,1'-biphenyl (30)
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4-propyl-4'-(1-(p-tolyl)ethyl)-1,1'-biphenyl (3p)
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Figure S47

4-flouro-4'-(1-(p-toly)etyl)-1,1'-biphenyl (3q)
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4-(1-(p-tolyl)ethyl)-4'-(trifluoromethyl)-1,1'-biphenyl (3r)
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Elemental Composition Report

Tolerance=10mDa / DBE: min=-1.5 max=50.0
Element prediction: Off

Monotsotopic Mass, Odd and Even Electron lons

29 formulale) evaluated with 1 results within limits (up to 50 bestisotopic matches for each mass)
Elements Used:

C: 0-500 H:0-1000 F:0-6

Page 1

12-Mar-2015 GCT Premier ZJU 18 695 (3553)
TOF MS El+
1.44e+003
100 340,144
%
0 T T T T T T T T T T T mz
339.900 340.000 340.100 340.200 340.300 340 400
M4 nimum: -1.5
Max imum: 1.0 10.0 50.0
Mass Calc. Mass mDa PPM DEE i-FIT Formula
340.1441 340.1439 0.2 0.6 12.0 5546733.5 {22 H19 F3
Figure S53
2,4-difluoro-4'-(1-(p-tolyl)ethyl)-1,1'-biphenyl (3s)
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Figure 556

9-(4-(1-([1,1'-biphenyl]-4-yl)ethyl)phenyl)-9H-carbazole (3t)
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4'-methoxy-3-(1-(p-tolyl)ethyl)-1,1'-biphenyl (3u)
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4-methoxy-4'-(4-methylbenzyl)-1,1'-biphenyl (3v)
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Elemental Composition Report

Tolerance = 0.7 mDa / DBE:min=-1.5 max=50.0
Element prediction: Off

Monoisotopic Mass, Odd and Even Electron lons

24 formulale) evaluated with 1 results within limits (up to 70 bestisotopic matches for each mass)
Elements Used:

C:0-50 H:0-100 ©O:0-5

Page 1

GCT Premier ZJU 26-Jun-2015 gn-h4s 801 (3290)
TOF MS El+
4.03e+002
100 2881513
%
0 —— — — — — — miz
287900 288.000 288.100 288200 288.300 288.400
Kinimum: -1.5
FEaximum: 0.7 10.0 50.0
Facs Calc. Fass mDa FFE IEE 1-FIT Formla
288.1513 283.1514 -0.1 -0.3 12.0 5546214.0 €21 E20 0
Figure 565
4’-methoxy-2-(4-methylbenzyl)-1,1'-biphenyl (3w)
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Elemental Composition Report

Tolerance =07 mDa [/ DBE:min=-15 max=50.0
Element predidion: Off

Monoisotopic Mass, Odd and Even Electron lons

24 formulale) evaluated with 1 results within limits (up to 70 bestisotopic matches for each mass)
Elements Used:

C:0-50 H:0-100 0O:0-5

Page 1

1.40e+003

GCT Premier ZJU 26-Jun-2015 gn-h52 467 (2628)
TOF MS El+
100 288.1519
%
T T T T T T T T T T
287.900 283 000 288.100 288.200 288.300 288400
Kinimum: -1.5
Faximum: 0.7 10.0 50.0
Fasz Calc. Fass mDa FFE IEE 1i-FIT Formla
288.1519 288.1514 0.5 1.7 12.0 5546711.5 €21 H20 0
Figure S68

4-(1-([1,1'-biphenyl]-4-yl)ethyl)pryidine (3x)
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4-(1-(4'-methoxy-[1,1'-biphenyl]-4-yl)ethyl)pyridine (3y)
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