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Product: 4

Abundance

1.5e+07

1e+07
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Time-->
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0

d

TIC: VA 291 10.D\DATA.MS

7.20

740 760 780 800 820 840 860 880 9.00 920 940 960 980 10.00 10.20 10.40 10.60 10.80 11.00 11.20 11.40 11.60 11.80 12.00 12.20
Signal: VA 291 10.D\FID1A.ch (*)
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Scan 656 (7.910 min): VA 291 10.D\DATA.MS
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Internal standard: Naphthalene
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0
Time-->
Abundance

6000000

5000000

4000000

3000000

2000000

1000000

5,00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00 28.00 29.00 30.00 31.00 32.00 33.00
Scan 1237 (11.297 min): VA 291 10.D\DATA.MS
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Product: 4
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Abundance Signal: VA 323 10.D\FID1A.ch (*)

2000000
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52.0%
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O T T T T T T T T T T T T T T e e e
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Internal standard: Methyl benzoate
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Product: 4

Abundance
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3000000

2000000
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TIC: VA 303 10.D\DATA.MS

Time-->
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800000
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Signal: VA 303 10.D\FID1A.ch (*)
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Scan 808 (8.302 min): VA 303 10.D\DATA.MS
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Product: 4

Abu rﬁjeql_rt??
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Time-->
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Scan 511 (6.565 min): VA 322 10.D\DATA.MS (-457) (-)
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Product:

Abundance
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0
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28.8
14.2

10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00 28.00 29.00 30.00
Signal: VA 369.D\FID1A.ch (¥)

57.0

400 5.00 6.00 7.00 8.00 9.00

40.1 450 479 o1

10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00 28.00 29.00 30.00
Scan 194 (4.218 min): VA 369.D\DATA.MS

109.0

83.0

63.0 86.0 89.0 920 950 105.0 |

0 540 569 659 69.1 750  80Q 11.9
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Product:

Abundance
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Time-->
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3000000

2500000

2000000

1500000
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0

4k

TIC: VA 367.D\DATA.MS

4.00 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00 28.00 29.00 30.00 31.00 32.00 33.00 34.00
Signal: VA 367.D\FID1A.ch (¥)

42.5

57.5
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800000
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Scan 615 (6.672 min): VA 367.D\DATA.MS
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Product: 4

Abundance

1.5e+07

le+07

5000000

1

TIC: VA 292.D\DATA.MS

Time-->
Abundance

2000000

1500000

1000000

500000

14.50

13.00 13.50 14.00

15.00 15,50 16.00

16.50 17.00

7.00

7.50 8.00

8.50 9.00

9.50 10.00 10.50

11.00 11.50 12.00 12.50
Signal: VA 292.D\FID1A.ch (*)

52.7%

47.3%

0
Time-->
Abundance

3000000

2000000

1000000

14.50

16.50 17.00

7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 1150 12.00 12,50 13.00 13.50 14.00
Average of 8.021 to 8.045 min.: VA 292.D\DATA.MS (-)

15.00 15.50 16.00

118.1

89.1

63.0

510 || 750 103.1 2.0 176.7 207.2

m/z-->

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340 350 360 370 380 390 400 410 420 430



Product: 6a, room temperature

Abundance

le+07

5000000

Time--> 3.00 4.00 5.00 6.00 7.00

ARSI

1500000

1000000 55.3

500000

Time-->

Abundance

4000000

3000000

2000000

1000000

TIC: VA 333.D\DATA.MS

-

A S MBI MMM

8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00 28.00 29.00 30.00 31.00 32.00 33.00 34.00
Signal: VA 333.D\FID1A.ch (*)

42.1

2.6

A
LN L LA L L L B B OB N

. :
3.00 4.00 500 6.00 7.00 8.00 9.00 10.0011.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00 28.00 29.00 30.00 31.00 32.00 33.00 34.00

Scan 801 (7.456 min): VA 333.D\DATA.MS
105.1

120.1

77.1 91.1
281.0

m/z-->

O\H\‘H\\\i1H\“1‘\‘\\‘\\H“‘HH“HH‘HH‘HH
40 50 60 70 80 90 100 110 120 130 140 150 160 170

180 190 200 210 220 230 240 250 260 270 280 290




Product: 6a,

Abundance

3e+07

2e+07

le+07

70 oC

TIC: VA 314A.D\DATA.MS

Time-->
Abundance

8000000

6000000

4000000

2000000

65.2%

5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00 28.00 29.00 30.00 31.00 32.00 33.00 34.00

Signal: VA 314A.D\FID1A.ch (*)

0
Time-->
Abundance

4000000

3000000

2000000

1000000

5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00 28.00 29.00 30.00 31.00 32.00 33.00 34.00

51.0 65.0

Scan 586 (7.502 min): VA 314A.D\DATA.MS

195.0207.1 252.7 268.1280.9 327.0 341.1

m/z-->

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340 350 360 370 380 390 400 410 420 430



Product: 6b, room temperature

Abundance TIC: VA 331.D\DATA.MS
le+07

8000000

6000000

4000000

2000000

N

Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 1150 12.00 1250 13.00
Abundance Signal: VA 331.D\FID1A.ch (*)

150000
1.4

34.2
100000 17

50000

L e e e e e N EE————— -

Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 1150 12.00 12.50 13.00
Abundance Scan 25 (2.933 min): VA 331.D\DATA.MS

96.1
2500000

2000000
1500000
1000000

500000 700

50.0

620 | [,,8L0 ] 116.8 207.0 281.0

410 ||
-+ -+ T T T
m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280



Product: 6b, 70 oC

Abhf.rgdea*_rbgf TIC: VA 317 P.D\DATA.MS

le+07

3.9%

5000000
6.3%

Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance Signal: VA 317 P.D\FID1A.ch (*)

800000

600000
49.8%

400000

200000

L o SIS HESSSELELSELE S S SN SaS---———————

Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 1050 11.00 11,50 12.00 12.50
Abundance Scan 59 (2.931 min): VA 317 P.D\DATA.MS
96.0

1500000

1000000

500000

70.0

50.0
431 | 570 630 | 760 840 \ 132.9 207.1

O+ T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T

m/z--> 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215




Product:

AoyEns?

le+07

5000000

T7a,

benzene

TIC: VA 317 P.D\DATA.MS

3.9%

6.3%

Time-->
Abundance

800000

600000

400000

200000

7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 1150 12.00 12.50

Signal: VA 317 P.D\FID1A.ch (*)

3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50

49.8%

0
Time-->
Abundance

1500000

1000000

500000

12.00 12.50

6.50 7.00 7.50 8.00 8.50 9.00
Scan 37 (2.803 min): VA 317 P.D\DATA.MS

9.50 10.00 1050 11.00 11.50

3.50 4.00

4.50 5.00

3.00 5.50 6.00

78.0

51.0

84.0 114.0 207.0

m/z-->

35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215



Product: 6c

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

1.

, room temperature

9

17.2

52.1

27.8

TIC: VA 334.D\DATA.MS

Time-->
Abundance

1500000

1000000

500000

3.00 4.00 5.00 6.00 7.00 8.00 9.00 10.0011.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00 28.00 29.00 30.00 31.00 32.00 33.00 34.00

Signal: VA 334.D\FID1A.ch (¥)

0

Time-->
Abundance
8000

6000

4000

2000

3.00 4.00 5.00 6.00 7.00 8.00 9.00 10.0011.0012.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00 28.00 29.00 30.00 31.00 32.00 33.00 34.00

44

.0

48.9

56‘.9
L \‘

83.9

77.0

Scan 521 (5.824 min): VA 334.D\DATA.MS

111.9

207.1

m/z-->

35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215



Product: 6c, 70 oC

Abundance TIC: VA 326 10.D\DATA.MS

6000000
5000000
4000000
3000000
2000000

1000000

3.00 4.00 5.00 6.00 7.00 8.00 9.00 10.0011.0012.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00 28.00 29.00 30.00 31.00 32.00 33.00 34.00

Time-->
Signal: VA 326 10.D\FID1A.ch (*)

Abundance

500000
400000

300000

0,
200000 30.2% 64.2%
5.6%

100000

R MMM UMEMUMMMMNMMSINSHMMMMNEMSS S S S MMENMMMMMMNHUMMNBIIN St 24+ 4 as 1S 1S =1

3.00 4.00 5.00 6.00 7.00 8.00 9.00 10.0011.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00 28.00 29.00 30.00 31.00 32.00 33.00 34.00

Time-->
Scan 434 (5.317 min): VA 326 10.D\DATA.MS

Abundance
112.0

600000
400000 77.0

200000
51.0

0 . ‘H 630 I, . 970 | 133.1 147.1 207.0 280.8 355.3 429.1
SRS P RS N NS =L S SMS SN 2= 01 BESSSSSHSSSSSMSSS. =11 S S S ———.2—

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340 350 360 370 380 390 400 410 420 430

m/z-->



Product: 6c, room temperature

Abundance TIC: VA 332.D\DATA.MS

8000000

6000000

4000000

2000000

3.00 4.00 5.00 6.00 7.00 8.00 9.00 10.0011.0012.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00 28.00 29.00 30.00 31.00 32.00 33.00 34.00

Time-->
Signal: VA 332.D\FID1A.ch (¥)

Abundance

1200000
1000000

800000
600000 35.1 64.9
400000

200000

0 b e
3.00 4.00 500 6.00 7.00 8.00 9.00 10.0011.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00 28.00 29.00 30.00 31.00 32.00 33.00 34.00

Time-->
Scan 433 (5.311 min): VA 332.D\DATA.MS (-418) (-)

Abundance
112.0

800000

600000

77.0
400000

200000 50.0

280.9

‘H  61.0 , 86.0 97.0 132.7 154.2 207.0 . :
L B e e L L L e LA e e B

O\‘HH‘m\\“m\\‘\‘“lwmm‘uu‘uu‘
m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340




Product: 6c, 70 oC

Abundance TIC: VA 324 10.D\DATA.MS

1.5e+07

le+07

5000000

-
L B I I B

—_— e T T T T e
Time--> 3.00 4.00 500 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00 28.00 29.00
Abundance Signal: VA 324 10.D\FID1A.ch (*)

1000000

500000

L
o————————
Time--> 3.00 400 500 6.00 7.00 800 9.0 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00 28.00 29.00
Abundance Scan 437 (5.334 min): VA 324 10.D\DATA.MS
400000 112.0

300000
200000 77.0

100000
51.0
340.8

L \H 610 I, 87.9 99.0 139.9 206.9

oHH_m it 228
miz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340




Product:

Abundance
3000000

2500000

2000000

1500000

1000000

500000

6d,

70 o

c

TIC: VA 321.D\DATA.MS

Sr—————

Time-->

Abw
250000
200000
150000
100000

50000

0

400 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00 28.00 29.00 30.00 31.00 32.00 33.00

6.1%

19.5%

54.4%

Signal: VA 321.D\FID1A.ch (*)

Time-->
Abundance

80000

60000

40000

20000

400 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00 28.00 29.00 30.00 31.00 32.00 33.00
Scan 716 (7.260 min): VA 321.D\DATA.MS

43.1

63.0

91.

1

126.0

207.1

283.0

341.0

428.7

541.3

m/z-->

40

\
60

80

100

120

140

160

180

200

220

240

260

280

300

320

340

360

380

400

420

440

460

480

500

520

540



Product: 7b, toluene

Abundance TIC: VA 321.D\DATA.MS
3000000

2500000
2000000
1500000
1000000

500000

Sr—————

T o A B e B e o e L R B e B S B
Time--> 4.00 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00 28.00 29.00 30.00 31.00 32.00 33.00
Abw Signal: VA 321.D\FID1A.ch (*)

250000
200000

150000

b6.1% 54.4%
P6.1%
100000 19.5%

50000

R R R R S e e e S I e

Time--> 400 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00 28.00 29.00 30.00 31.00 32.00 33.00
Abundance Scan 167 (4.060 min): VA 321.D\DATA.MS
91.1

250000
200000
150000
100000

50000
430 65.0

Ol il R0 “‘ 770 1 143.2 it

m/z--> 40 50 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340




Product:

7b,

toluene

Dehalogenation of 4-fluorotoluene

Abundance
1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: VA 356 10.D\DATA.MS

Time-->
Abundance

8000000

6000000

4000000

2000000

0

4.00 4.50

58.1

5.00

5.50

6.00

6.50

7.00

7.50

8.00

8.50

9.00

9.50

10.00

Signal: VA 356 10.D\FID1A.ch (*)

10.50

11.00

11.50

12.00

41.9

12.50

13.00

13.50

14.00

Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

4.00 4.50

40.1

5.50

o 50

6.00

6.50

57.0 610 | \

7.00

7.50

8.00

8.50

9.00

5.00

9.50

10.00

10.50

Scan 215 (4.040 min): VA 356 10.D\DATA.MS (-176) (-)

69.0 730 77.0

86.0

91.0

11.00

11.50

114.9

12.00

12.50

13.00

13.50

14.00

m/z-->

35 40

45 50

55

60 65

70 75

80 85

90 95

100

105

110

115

120

125

130

135

140 145



Product: 4h, anisole
Dehalogenation of 4-fluoroanisole

Abundance TIC: VA 355 10.D\DATA.MS

5000000
4000000
3000000
2000000

1000000

-
L B L Lt B B e B B B B B B B B B By B B B

Time--> 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00 28.00 29.00 30.00 31.00 32.00 33.00 34.00
Abundance Signal: VA 355 10.D\FID1A.ch (*)
3000000

2500000

2000000
65.7

1500000

34.3
1000000

500000

S M

Time--> 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00 28.00 29.00 30.00 31.00 32.00 33.00 34.00
Abundance Scan 587 (6.508 min): VA 355 10.D\DATA.MS
1000000 108.0

800000

600000 65.0 78.0

400000

200000 93.0
51.0
40.1 “M 57'1\\ 72'Qu I . \‘\ | :
0 b Horer P o e e o e o T e e R e

m/z--> 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 120 125 130 135 140 145 150 155 160 165 170 175 180 185 190 195 200 205 210 215




