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NMR spectra of 1,2-bis-tert-butyl peroxides

[1,2-Bis(zert-butylperoxy)ethyl]benzene, 2a

Acquisition Time (sec) 1.32518 Date 16 Apr 2013 10:22:56

File Name

Frequency (MHz) 300.13 Nucleus 1H Number of Transients 1 Original Points Count 8124
Paints Count 8142 Pulse Seguence s Solvent CHLOROFORM-D Sweep Width (Hz) 6009.62
Temperature (degree C) 27.000
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Chemical Shift (ppm)
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[1,2-Bis(zert-butylperoxy)ethyl]benzene, 2a

Acguisition Time {sec) 0.9006 Date 16 Apr 2013 13:24:16 |

File Name

Frequency (MHz) 75.48 Nucleus 13C Number of Transients 159 Original Points Count 16316
Points Count 16384 FPulse Seguence zgpg30 Solvent CHLOROFORM-D Sweep Widih (Hz) 18115.94

Temperature {degree C) 28.200

o

—126.97

-—128.19

—138.62

—B3.29
80,52

Chl orqform—d

7742
47700 .
7858 T8.77

26.28

85

80 75 70 65 60

Chemical Shift (ppm)

140 135 130 125 120 115 110 105 100 95 90
No. | (ppm) (Hz) Height | | No. | (ppm) (Hz) Height No Annotation (ppm})
1 2628 | 19835 | 1.0000 8 8052 | 6077.0 | 0.1818 1 | Chiloroform-d | 77.00
2 2637 | 19901 | 0.B546 ] 8320 | 62B6.0 | 02238
3 | 7658 | AT796 | D194 10 | 126.97 | 95835 | 05385
4 7677 | 57940 | 02950 || 11 | 127.85| 96495 | 02951
5 | 7700 | 58117 | 01864 || 12 | 12819 | 96752 | 04435
G 7742 | 58437 | 01813 || 13 | 138.62 | 10462.6| 0.1193
7

80.36 | G064.9 | 0.1318
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[1,2-Bis(fert-butylperoxy)-1-methylethyl]benzene, 2b

Acquisition Time {sec) 1.0832 Comment Avance-300. 1H CDCI3 | Date 01 Feb 2014 07:49:20
File Name
Frequency (MHz) 30013 Nucleus 1H Number of Transients 1 QOriginal Points Count 8124
Points Count 8192 Pulse Seguence g Solvent CHLOROFQRM-D Sweep Width (Hz) 7500.00
Temperature (degree C) 24.300
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80 75 70 6.5 6.0 55 50 45 40 35 30 25 20 15 1.0 05
Chemical Shift (ppm)
MNo. (ppm) Yalue | Absolute Value

1 [1.16 .. T7.62] | 0.796 | 1.57952e+9
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[1,2-Bis(fert-butylperoxy)-1-methylethyl]benzene, 2b

Acquisition Time {sec) 0.7045 Comment Dare 01/02/2014 11:18:28
File Name Frequency (MHz) 50.32
Nucleus 13C Original Points Count 8192 Points Count 8192 Solvent CHLOROFORM-D
Sweep Width (Hz) 11627.91 Temperature {degree C) 24.000
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II|IIIIIIIII|IIIIIIIII|IIIIIIIII|IIIIIIIII|IIIIIIIII|IIIIIIIII|IIIIIIIII|IIIIIIIII|IIIIIIIII|IIIIIIIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|III
145 140 135 130 125 120 115 110 105 100 a5 a0 85 80 5 70 65 60 55 50 45 40 35 30 25 20 15
Chemical Shift (ppm)
No. | (ppm) | (Hz) | Height || No. | (ppm) | (Hz) | Height No. | Annotation | (ppm)
1 21.85 | 10996 | 0.3610 3 7945 | 30984 | 02123 1 | Chloroform-d | 77.00
2 2628 | 13225 1.0000 9 8053 | 40524 | 0.1150
3 | 26.59 | 1338.1| 07070 || 10 | 82.90 | 4171.6 | 0.0975
4 76.35 | 3842307299 (| 11 | 126.08 | 6345.0 | 0.5209
5 7700 | 38749 | 0.8136 12 | 12713 | 6397 .5 | 0.3486
B T7.62 | 3906.1| 07217 || 13 | 127.81 | 64316 | 0.5956
7 79.20 | 39856 | 0.1062 14 | 14301 | 7196.8 | 0.0975
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1-[1,2-Bis(tert-butylperoxy)ethyl]-4-methylbenzene, 2¢

Acguisition Time {sec) 1.3518 Dare 28 Jan 2014 13:07:12 |
File Name
Frequency (MHz) 300.13 Nucleus 1H Number of Transients 1 Original Points Count___ 8124
Points Count 8182 Pulse Sequence zq Solvent CHLOROFORM-D Sweep Width (Hz) 6009.62
Temperature (degree C) 27.000
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0.84
| |
II|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|III
: i 30 25 20 15 10
Chemical Shift (ppm)
MNo. (ppm) Value | Absolute Value

1 [[1A3..7.34] | 0.836 | 1.53903e+9
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1-[1,2-Bis(tert-butylperoxy)ethyl]-4-methylbenzene, 2¢

Acqguisition Time (sec) 0.9006 Dare 28 Jan 2014 13:09:20 |

File Name

Frequency (MHz) 75.48 Nucleus 13C Number of Transienis 372 Qriginal Points Count 16316
Points Count 16384 Pulse Sequence zgpg30 Solvent CHLOROFORM-D Sweep Width (Hz) 15115.94
Temperature (degree C) 24.600
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140 135 130 125 120 115 110 105 100 a5 an a5 B0 75 70 65 60 55 50 45 40 35 30 25 20 15
Chemical Shift (ppm)
No. | (ppm) (Hz) Height | [ MNo. | (ppm) (Hz) Height No. | Annotation (ppm)
2118 | 1598.6 | D.2140 8 8043 | 60704 | 01380 1 | Chloroform-d | 77.00
2631 | 19857 | 06135 ] 8056 | 60804 | 0.2082
2638 | 19912 | 05565 || 10 | B315 | 62761 [ 02773
76.58 | 5779.6 | 1.0000 || 11 | 126.99| 95846 | 0.6598
76.81 | 57973 | 01804 || 12 | 12895 97327 | 0.4788
77.00 | 58117 | 09655 || 13 | 13554 | 10230.3| 0.1463
7742 | 58437 | 08717 || 14 | 137.60| 10385.1| 0.1644
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1-[1,2-Bis(tert-butylperoxy)ethyl]-4-tert-butylbenzene, 2d

Acguisition Time {sec) 1.3518 Dare 06 May 2013 09:38:08 |
File Namme
Frequency {MHz) 300.13 Nucleus 1H Number of Transients 1 Criginal Points Count 8124
Points Count 8182 Fulse Sequence Zg Solvent CHLOROFORM-D Sweep Width (Hz) 6009.62
Temperature (degree CJ) 24.600
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75 70 6.5 6.0 55 50 45 40 35 a0

Mo. {ppm) Yalue | Absolute Value

1 [ [114 . 7.49] [ 0856 | 1.66265e+9

Chemical Shiﬁ (ppm)
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1-[1,2-Bis(tert-butylperoxy)ethyl]-4-tert-butylbenzene, 2d

Acguisition Time {sec) 0.9006 |Dare 06 May 2013 DQ:4D:1E|
File Name
Freguency (MHz) 75.48 Nucleus 13C Number of Transienis 212 Original Points Count 16318
Points Count 16384 Fulse Sequence zgpg30 Solvent CHLORCFORM-D Sweep Width (Hz) 1811594
Temperaiure (degree C) 24.600
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|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|I
155 150 145 140 135 130 125 120 115 110 105 100 a5 a0 80 75 70 65 60 50 40 35 30 25 20
Chemical Shift (ppm)
No. | (ppm) | (Hz) | Height [] No. | {ppm) | (Hz) | Height No. | Annotation | (ppm)
1 26.29 | 1984.6 | 1.0000 ] 80.38 | 60671 | 0.0886 1 | Chloroform-d | 77.00
2 2638 | 19912 | 05626 || 10 | B0.60 | 60837 | 01383
3 31.33 | 23649 | 06875 | 11 | 8318 | 62783 | 0.2314
4 34.50 | 2603.8 | 0.0867 || 12 | 125.16| 9446.3 | 0.3642
5 7658 | 57796 | 02156 || 13 | 126.65| 95591 | 0.2649
B 76.91 | 58050 | 01876 || 14 | 135.46| 10223.7| 0.1254
7 77.00 | 58117 | 02238 || 15 | 150.68 | 11372.6| 0.0810
3 77.42 | 58437 | 02256
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1-[1,2-Bis(tert-butylperoxy)ethyl]-4-methoxybenzene, 2e

Acquisition Time (sec) 1.0832 | Comment Avance-300, 1H CDCI3 | Date 05 Mar 2014 15:21:36
File Name

Frequency {MHz) 300.13 Nucleus 1H Number of Transients 1 Original Points Count 8124

Paoints Count 8182 Pulse Sequence s | Solvent CHLOROFORM-D Sweep Width (Hz) 7500.00
Temperaiure (degree C) 26.200
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L |
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75 70 6.5 6.0 55 50 45 40 35 30 25 20 15 1.0 05 0
Chemical Shift (ppm)
No. (ppm) Value | Absolute Value

1 | [1.10..7.44] | 0.859 | 1.87518e+9
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1-[1,2-Bis(tert-butylperoxy)ethyl]-4-methoxybenzene, 2e

Acquisition Time (sec) 08643 Comment adil,cdcl3,c13 | Date 05 Mar 2014 15:28:00 |

File Name

Frequency (MHz) 75.48 Nucleus 13C Number of Transienis 295 Original Points Count 163038
Points Count 16384 Pulse Sequence zgpg6lbase Solvent CHLOROFORM-D Sweep Width (Hz) 18867 .92
Temperature {degree C) 27.000
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Chemical Shift (ppm)
No. | (ppm) (Hz) Height || No. | (ppm) (Hz) Height Mo. | Annotation (ppm})
26.31 | 19858 | 0.7943 8 8043 | 60708 | 0D.1545 1 | Chloroform-d | 77.00
26.39 | 199815 | D.6550 9 | B052 | 6O77.7 | D.OT16

55.21 | 4167.0 | 0.3348 || 10 | B2.83 | 6251.6 | 0.4547

76.57 | 57794 | 0.5879 || 11 | 113.68 | 8580.3 | 0.549

76.65 | 57851 | 0.2376 || 12 | 128.39 | 9690.5 | 1.0000

77.00 | 5811.6 | 0.6600 || 12 | 130.65| 9860.9 | 0.0936

| | | e | | B b

7743 | 58439 | 0.6050 || 14 | 159.38 | 12029.5] 0.0979
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1-[1,2-Bis(tert-butylperoxy)ethyl]-2-methoxybenzene, 2f

Acquisition Time (sec) 1.3518 Darte 27 Feb 2014 18:27:12 |

File Name

Freguency (MHz) 30013 Nucleus 1H Number of Transients 8 Original Points Count 8124

Poinis Count 8182 Pulse Seguence Zg Solvent CHLORQFORM-D Sweep Width (Hz) 5009.62

Temperature {degree C) 30.100

SO0 00 )
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L o e T L I B L B A B o B B L L B e T L B B B B e e LA B B i e o
75 70 6.5 6.0 55 50 45 4.0 35 30 25 20 15 1.0
Chemical Shift (ppm)

MNo. (ppm) Yalue | Absolute Value

1 | [1.05..7.51] | 0.861 | 1.49323e+10
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1-[1,2-Bis(tert-butylperoxy)ethyl]-2-methoxybenzene, 2f

BCNMR (101 MHz CDCL) & 156.66, 128.66, 127.79, 126.69, 120.43, 110.36, 80.55, 80.38, 78.76, 77.32,

TTO0, 77.00, 76.68, To.04, 55.30, 26.40, 26.28.
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[1,2-Bis(zert-butylperoxy)-1-phenylethyl]benzene, 2g

Acquisition Time {sec) 13518 Darte 02 Apr 2014 09:33:52 |

File Name

Frequency (MHz) 30013 Nucleus 1H Number of Transients 1 Criginal Points Count 8124

Foints Count 8182 Pulse Seguence zg Solvent CHLORCFORM-D Sweep Width {Hz) 6009.62

Temperature (degree C) 27.000
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75 7.0 6.5 6.0 55 50 45 40 35 30 25 20 15 1.0

Chemical Shift {ppm)

Mo. (ppm}) Yalue | Absclute Value

1 | [1.03.751]| 0842 | 2.14884e+9
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[1,2-Bis(zert-butylperoxy)-1-phenylethyl]benzene, 2g

Acquisition Time {sec) 09006 Date 02 Apr 2014 09:42:24 |

File Name

Frequency (MHz) 7548 Nucleus 13C Number of Transienis 847 Original Poimis Count 16316
Foints Count 16384 FPulse Sequence zgpg30 Solvent CHLORCFORM-D Sweep Width (Hz) 18115.94
Temperature (degree C) 27.200
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145 140 135 130 125 120 115 110 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20
Chemical Shift (ppm)

No. [ (ppm) (Hz) Height || No. | (ppm) (Hz) Height No. | Annotation (ppm)
2625 | 19812 | 05887 8 8046 | 60726 | 0.1252 1 | Chloroform-d| 77.00
26.62 | 2008.9 | D.6534 9 85.72 | 64696 | 0.1135
7658 | 57796 | 0.8341 10 | 127.31 | 9608.9 | 0.4389
77.00 | 58117 (08834 || 11 | 12749 | 96222 | 1.0000
Tr42 | 58437 (09089 (| 12 | 12781 | 96465 | 0.7877
7764 | 58603 (01845 (| 13 | 14205 | 10721.3| 0.2187
79.61 | 6008.5 | 01257
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1-[1,2-Bis(tert-butylperoxy)ethyl|naphthalene, 2h

Acquisition Time (sec) 1.3518 Comment Avance-300, 1H CDCI3 | Dare 07 Jun 2014 12:35:12
File Name

Freguency (MHz) 30013 Nucleus 1H Number of Transients 1 Qriginal Points Count 8124

Points Count 8192 Pulse Seguence zq Solvent CHLOROFORM-D Sweep Wiath (Hz) 6009.52
Temperature {degree C) 27.200

- —
Y,
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” |Jﬂ{lhloroform—d | [
[ ] X
e, AN N B A U
0.82
L ]
T T T T [ T T [ T [ [ e [ e [ e
8.5 8.0 75 T.0 6.5 6.0 55 50 45 40 35 30 25 20 15 1.0
Chemical Shift (ppm)
No. | Annotation | (ppm) | [ No. tppm) | value | Absolute Value
1 | Chloroform-d| 7.25 1 [1.20 ..8.33] | 0817 | 1.43951e+9
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1-[1,2-Bis(tert-butylperoxy)ethyl|naphthalene, 2h

Acquisition Time (sec) 08643 Comment adil cdcl3 c13 | Date 07 Jun 2014 12:39:28 |

File Name

Frequency (MHz) 75.48 Nucleus 13C Number of Transients 122 Original Points Count 16308
Points Count 16384 Pulse Sequence zgpg60base Solvent CHLOROFQRM-D Sweep Width (Hz) 18867.92
Temperaiure (degree C) 27.700
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135 130 125 120 115 110 105 100 a5 a0 85 80 75 70 65 60 55 50 45 40 35 30 25 20
Chemical Shift (ppm)
No. | (ppm) (Hz) Height || No. | {(ppm) (Hz) Height MNo. | Annotation (ppm)
1 26.34 | 19881 | 1.0000 10 (12320 | 9298.9 | 0.2093 1 Chloroform-d | 77.00
2 | 2645 | 19961 | D637 (| 11 | 12438 | 93876 [ 01935
3 76.57 | 57794 | 01167 12 [ 12539 | 94636 | 0.3162
4 76.95 | 58082 | 0.1984 || 13 | 12597 | 95074 | 0.2464
5 7700 | 58116 |D1367 || 14 | 12819 | 96755 | 0.2504
] 7743 | 58439 (01174 || 15 | 12877 | 9719.3 | 0.2326
7 5049 | 60754 | D.0B0B || 16 | 13088 | 9878.2 | 0.0607
8 5069 | 60903 | 0D.0795 || 17 | 133.78 [ 10097.0] 0.0888
] 8080 | 60984 |D2881|| 18 | 13418 [ 10127.0| 0.0831
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1-[1,2-Bis(tert-butylperoxy)ethyl]-4-chlorobenzene, 2i

Acquisition Time (sec) 1.3518 | Comment Avance-300, 1H CDCI3 Date 05 Jul 2014 09:42:24
File Name Frequency (MHz) 30013
Nucleus 1H Number of Transients 1 | Original Points Count 8124 Points Count 8192
Pulse Sequence zq Solvent CHLOROFORM-D Sweep Width (Hz) 6009.62
Temperature (degree C) 24.400
O(;
s
I
9] |
Cl
/;_'_‘J
Chl Ilorm-d b\
M M
| 131.84
|
‘Il||||II\II|I||III|IIII|III||I|II|II|I|||I||I|‘I||I||||‘I||II|I|‘II||IIII|IIII|I|II|II|I|||I||I||I||I|||||I||II|I||II||IIII|IIII|\III|II|I‘|II||I||\||
7.5 7.0 65 6.0 55 5.0 4.5 4.0 35 30 25 20 1.5 1.0 0.5
Chemical Shift (ppm)
No. | Annotation (ppm) No. (ppm) Value | Absolute Value
1 Chloroform-d| 7.25 1 [1.15.. 7.42] | 131.836 1.45295e+9
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1-[1,2-Bis(tert-butylperoxy)ethyl]-4-chlorobenzene, 2i

Acquisition Time {sec) 0.8643 | Comment adil,cdcl3,c13 | Date 05 Jul 2014 09:46:40

File Name Frequency (MHz) 75.48

Nucleus 13C Number of Transients 115 Original Points Count 16308 Points Count 16384

Pulse Sequence zgpgbObase Solvent CHLOROFORM-D | Sweep Width (Hz) 18867.92 Temperature (degree C) 25.000
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LR R R L L I L L L L L I L I L L L I L L L I L L L L L L L LR L RN L LN R L R L LR RN LN LR LR LR LR LR L LA
140 135 130 125 120 115 110 105 100 95 20 85 80 75 70 65 60 55 50 45 40 35 30 25
Chemical Shift (ppm)

MNo. | (ppm) (Hz) Height || No. | (ppm) (Hz) Height No. | Annoctation | (ppm)
26.26 | 19823 | 0.8604 || 8 | 80.72 | 6092.6 [0.1206 1 | Chloroform-d | 77.00
26.34 | 1988.1 | 0.8882 || 9 | 82.58 | 6233.1 [ 0.3051
76.44 | 5769.0 | 0.2835 || 10 | 128.41 | 9691.6 | 1.0000
76.57 | 57794 | 0.2135 || 11 | 12847 | 9696.2 | 0.0543
77.00 | 5811.6 | 0.2189 || 12 | 133.63 | 10085.5] 0.0751
77.43 | 58439 | 0.1698 || 13 | 137.23 | 10357.3| 0.1296
80.52 | 6077.7 | 0.1131
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2-Phenyloxirane

Acquisition Time (sec) 1.3518 |Date
File Name Frequency (MHz) 300.13
Nucleus 1H Number of Transients 1 Original Points Count 8124 Points Count 8192
Pulse Sequence Zq Solvent CHLOROFORM-D | Sweep Width (Hz) 6009.62 Temperature (degree C) 28.200
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| k
1.00
| |
T T e e e e e e e o e e e e e
9.0 8.5 8.0 7.5 7.0 6.5 6.0 55 50 45 4.0 35 3.0 25 2.0 15 1.0 0.5 0
Chemical Shift (ppm)

11.0 105 10.0 9.5
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2-Phenyloxirane

Acquisition Time (sec) 0.9006 |Date
File Name Freguency (MHz) 7548
Nucleus 13C Number of Transients 108 Original Points Count 16316 Points Count 16384
Pulse Sequence zqpg30 Solvent CHLOROFORM-D | Sweep Width (Hz) 18115.94 Temperature (degree C) 28.200
<
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S28 S
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LI L L L I I I I I L I I L L L R L LN LR RN L LN N LR RN RN LR LN RN RN R RN RN RR RN
200 192 184 176 168 160 152 144 136 128 120 112 104 96 88 80 72 64 56 48 40 32 24 16 8 0 -8
Chemical Shift (ppm)
No. | (ppm) | Height No. | Annotation (ppm)
51.05 | 0.3078 1 Chloroform-d | 77.00
52.24 | 0.2033
76.58 | 0.1969
77.00 | 0.2086
77.42 | 0.2103

125.42 | 0.7030
128.09 | 0.3792
128.41 | 1.0000
137.57 | 0.1358
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HRMS of 1,2-bis-tert-butyl peroxides

[1,2-Bis(tert-butylperoxy)ethyl]benzene, 2a

Display Report

Analysis Info
Analysis Name

Method

Sample Name

Comment

D:\Data\Kolotyrkina\2013\Sharipov\0515  006.d
tune_low.m

/TERN
C16H2604 mw 282 calibrant added

Acquisition Date  16.04.2013 17:47:25

Operator BDAL@DE
Instrument/ Ser#  micrOTOF 10248

Acquisition Parameter

Source Type
Focus

Scan Begin
Scan End

ESI

Not active
50 m/z
3000 m/z

lon Polarity

Set Capillary
Set End Plate Offset

Positive

4500V
-500V

Set Nebulizer 0.4 Bar
Set Dry Heater 180T
SetDry Gas 4.01/min
Set Divert Valve Waste

Intens. |
x10 5j
2.0

15
1.0

0.5

300.2167

305.1720

+MS, 0.1-1.0min #(3-58)

+
o}

321.1461

I

0.0 1

2000
1500
1000

500 1

300.2169

C16H2604, M+nNH4 ,300.22

2000
1500
1000

500

305.1723

C16H2604, M+nNa ,305.17

2000
1500
1000

500

C16H2604, M+nK,321.15
321.1463

305

Bruker Compass DataAnalysis 4.0

310

printed:
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[1,2-Bis(fert-butylperoxy)-1-methylethyl]benzene, 2b

Display Report

Analysis Info
Analysis Name
Method
Sample Name
Comment

tune_wide.m
/TERN M-235

D:\Data\Chizhov\Nikishin\Terentiev\Sha

CH3CN 100 %, dil. 200, calibrant added

ripovim-235_&clb.d

Acquisition Date  28.07.2014 16:26:33

BDAL@DE
micrOTOF

Operator

Instrument / Ser# 10248

Acquisition Parameter

Source Type ESI
Focus Not active
Scan Begin 50 m/z
Scan End 3000 m/z

lon Polarity Positive

4500V
-500V

Set Capillary
Set End Plate Offset

Set Nebulizer 0.4 Bar
Set Dry Heater 180T
Set Dry Gas 4.01/min
Set Divert Valve Waste

Intens.
360.3230

8000

6000

4000

2000

0 A
500

751.3607

1559.9279

+MS, 0.0-1.0min #(1-59)

+
o+

2159.8880

l l 2497.2260 2759'f527
1 Lk TP . "

1000 1500

L s L
T T T y T t u T u T

2000 2500 m/z

Intens. J
2500 ’
2000 '
1500 *
1000 ,

500%

0]

319.1876

320.1907

N

+MS, 0.0-1.0min #(1-59)

2000
1500
1000 1

500

319.1880

3201913

C17H2804, M+nNa,319.19

321.1947

T T
319.0

T T T T T T T
3195 320.0

T T T T T T T
3205 321.0

T : T
3215 m/z

Bruker Compass DataAnalysis 4.0

printed:
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1-[1,2-Bis(tert-butylperoxy)ethyl]-4-methylbenzene, 2¢

Display Report

Analysis Info Acquisition Date  29.01.2014 17:38:51
Analysis Name  D:\Data\Kolotyrkina\2014\Sharipov\0129  030.d

Method tune_low.m Operator BDAL@DE

Sample Name  /TERN M-240 Instrument/ Ser#  micrOTOF 10248
Comment C17H2804 mw 296 calibrant added

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180T
Scan Begin 50 m/z Set Capillary 4500V Set Dry Gas 4.01/min
ScanEnd 3000 m/z Set End Plate Offset -500V Set Divert Valve Waste

Intens. ] +MS, 0.0-1.0min #(2-59)
X105 ]

25 ] 3142324
20 0
15
] O
1.0
1 319.1873
0.5 ]

] h 3220481
0.0 1 & A i 4

314.2326

C17H2804, M+nNH4 ,314.23
2000 -

1500 -
1000 -

500 A

C17H2804, M+nNa,319.19

2000 1 319.1880

1500 -
1000 -

500

—— 7 — — ———— T
307.5 310.0 3125 3150 317.5 3200 3225 325.0 3275 m/z

Bruker Compass DataAnalysis 4.0 printed: 29.01.2014 17:41:26 Page 1o0f1
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1-[1,2-Bis(tert-butylperoxy)ethyl]-4-fert-butylbenzene, 2d

Display Report

Analysis Info Acquisition Date  06.05.2013 15:14:37
Analysis Name  D:\Data\Kolotyrkina\2014\Sharipov\0116  002.d

Method tune_low.m Operator BDAL@DE

Sample Name  /TERN M-226 Instrument/ Ser#¥  micrOTOF 10248
Comment C20H3404 mw 338 in CH3CN calibrant added

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Mot active Set Dry Heater 180 C
Scan Begin 50 m/z Set Capillary 4500V Set Dry Gas 4.01/min
Scan End 3000 m/z Set End Plate Offset -500V Set Divert Valve Waste

Intens.; +MS, 0.0-1.0min #(1-57)
X107

361.2335

o%
356.2788

377.2080
Il

Ll e
(=] L
M AT I AT I A B

in

=1

(=] (=]

(=] L
L1l

b

=

[—

b

C20H3404, M+nNH4 ,356.28

2000 E 356.2795

1500

1000

500

C20H3404, M+nNa,361.24

2000 E 361.2349

1500
1000 1

500

01 .

C20H3404, M+nK ,377.21

2000 ] 377.2089

1500

1000 1

500

D-I'"'I""I'"'I""I'"'I""I""I""I""I"'l'l
355.0 357.5 360.0 362.5 365.0 367.5 3700 3725 3750 3775 m/z

Bruker Compass DataAnalysis 4.0 printed:  06.05.2013 15:17:35 Page 1of1
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1-[1,2-Bis(tert-butylperoxy)ethyl]-4-methoxybenzene, 2e

Display Report

Analysis Info

Analysis Name 010.d
Method
Sample Name

Comment

D:\Data\Kolotyrkina\2014\Sharipov\0305
tune_low.m

/TERN M-256
C17H2805 mw 312 calibrant added

Acquisition Date

Operator
Instrument / Ser#

05.03.2014 13:56:13

BDAL@DE

micrOTOF 10248

Acquisition Parameter
Source Type

Focus

Scan Begin

Scan End

ESI

Not active
50 m/z
3000 m/z

lon Polarity Positive

4500V
-500V

Set Capillary
Set End Plate Offset

0.4 Bar
180T

4.0 1/min

Waste

Set Nebulizer
Set Dry Heater
Set Dry Gas

Set Divert Valve

Intens.
x10°

0.8 1

330.2275
0.6 1

0.4 1

3351826
l 338.3h407

0.2 1

+MS, 0.0-1.0min #(1-58)

o+

351.1567

0.0 1

2000 _ 330.2275

1500
1000

500

C17H2805, M+nNH4 ,330.23

2000 - 3351829
1500

1000 1

500

C17H2805, M+nNa,335.18

2000
1500
1000

500

C17H2805, M+nK,351.16
351.1568

T T T T T T T T
325 330 335 340 345

35‘0 I 35‘5 mllz

Bruker Compass DataAnalysis 4.0 printed:  05.03.2014 13:59:45
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1-[1,2-Bis(tert-butylperoxy)ethyl]-2-methoxybenzene, 2f

Display Report

Analysis Info Acquisition Date  05.03.2014 13:45:00
Analysis Name  D:\Data\Kolotyrkina\2014\Sharipov\0305 009.d
Method tune_low.m Operator BDAL@DE
Sample Name  /TERN M-255 Instrument / Ser#  micrOTOF 10248
Comment C17H2805 mw 312 calibrant added
Acquisition Parameter
Source Type ESI lon Polarity Paositive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180T
Scan Begin 50 m/z Set Capillary 4500V Set Dry Gas 4.01/min
Scan End 3000 m/z Set End Plate Offset -500V Set Divert Valve Waste
Intens. +MS, 0.0-1.0min #(1-57)
x104
6 -
"0 O
41 330.2277
O
2 4
331.2307 335.1827
332.2331 336.1860
07 C17H2805, M+nNF4 33023
2000 1 330.2275
1500 A
1000 A
5007 331.2308
] 332.2342
A
0 C17H2805, M+nNa,335.18
2000 1 335.1829
1500 A
1000 A
5007 336.1863
0 L — T T T T T — T T T T T
330 331 332 333 334 335 336 m/z
Bruker Compass DataAnalysis 4.0 printed:  05.03.2014 13:48:44 Page 1o0of1
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[1,2-Bis(tert-butylperoxy)-1-phenylethyl]benzene, 2g

Display Report
Analysis Info Acquisition Date  07.04.2014 12:39:28
Analysis Name  D:\Data\Chizhov\Nikishin\Terentiev\Sha  ripovim-259_low.d
Method tune_low.m Operator BDAL@DE
Sample Name  /TERN M-259 Instrument/ Ser#  micrOTOF 10248
Comment CH3CN 10 %, dil. 200, no calibrant added
Acquisition Parameter
Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180T
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.01/min
Scan End 3000 m/z Set End Plate Offset -500V Set Divert Valve Waste
Intens. | +MS, 0.0-1.0min #(1-59)
381.2031
oy
6000
4000
2000 -
739.4166
0 l“l "l W , ‘ — ‘ ‘ i : i ‘ ‘ i : i ‘ i ‘ : ‘ i ‘ i :
500 1000 1500 2000 2500 m/z
Intens. J +MS, 0.0-1.0min #(1-59)
X104 381.2031
0.50 376.2478
0.25 * 3971765
0.00 I | 2
] C22H3004, M+nNH4 ,376.25
2000 7 376.2482
1000 1
0 i i
b C22H3004, M+nNa ,381.20
2000 381.2036
1000 J
0 : 1
] C22H3004, M+nK ,397.18
2000 7 3971776
1000
0 1 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 l A T T T
375 380 385 390 395 400 m/z
Bruker Compass DataAnalysis 4.0 printed: 07.04.2014 12:42:35 Page 1of1
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1-[1,2-Bis(tert-butylperoxy)ethyl|naphthalene, 2h

Display Report

Analysis Info Acquisition Date  09.06.2014 17:38:34
Analysis Name  D:\Data\Chizhov\Nikishin\Terentiev\Sha  ripov\m287_&clb.d

Method tune_wide.m Operator BDAL@DE

Sample Name  /TERN M-287 Instrument / Ser#  micrOTOF 10248
Comment CH3CN 100 %, dil. 200, calibrant added

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180T
Scan Begin 50 m/z Set Capillary 4500V SetDry Gas 4.01/min
ScanEnd 3000 m/z Set End Plate Offset -500V Set Divert Valve Waste

Intens. +MS, 0.0-1.0min #(1-59)
x104

360.3228

0.8 1 O O
0.6 O 00

0.4 1

692.5218

0.2 1

2179.9830

2779.9487

0.0 -

500 1000 1500 2000 2500 m/z

Intens. | +MS, 0.0-1.0min #(1-59)
6000 1 355.1869

5000 ]
4000 1
3000 7

2000 ]
] 356.1907

1000 ]
] 357.1932
07

355.1880

] C20H2804, M+nNa,355.19
2000 1

1500 1
1000 1

500 ] 356.1913

] /\ 357.1947
0 T r —r — T T — T T

‘3521.5‘ I35‘5.0‘ ‘35‘5.5I I3Sé.0‘ I3Sé.5l I35|7.0I ‘35|7.5‘ o I35§|3.0I o IBSé.SI o rﬁfz

Bruker Compass DataAnalysis 4.0 printed:  09.06.2014 17:41:34 Page 1o0f1
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1-[1,2-Bis(tert-butylperoxy)ethyl]-4-chlorobenzene, 2i

Display Report

Analysis Info Acquisition Date  07.07.2014 17:00:33
Analysis Name  D:\Data\Kolotyrkina\2014\Sharipov\0707  018.d

Method tune_low.m Operator BDAL@DE

Sample Name  /TERN M-295 Instrument / Ser#  micrOTOF 10248
Comment C16H25CI04 mw 316 calibrant added

Acquisition Parameter

Source Type ESI lon Polarity Positive Set Nebulizer 0.4 Bar
Focus Not active Set Dry Heater 180T
Scan Begin 50 m/z Set Capillary 4500 V Set Dry Gas 4.01/min
Scan End 3000 m/z Set End Plate Offset -500V Set Divert Valve Waste

Intens. | +MS, 0.8-0.8min #(47-49)
x103 |

1.0
0.8 3341774 @]

06 - 339.1326

0.4 Cl 0
g 336.1748 355.1068

341.1297
0.2 357.1043

1 J | 360.3223
0.0 1 L A ) h A

C16H25CI04, M+nNH4 ,334.18

2000 7 334.1780

1500 A
1000

] 336.1751
500 |

C16H25CI04, M+nNa 339.13

2000 _ 339.1334

1500 A
1000

] 341.1305
500

C16H25CI04, M+nK ,355.11
355.1073

2000 1
1500
1000 79 357.1045

500

I330‘ - I335I o I340‘ o I345I o ‘350‘ o ‘355I I I360I o ‘36‘5Im/.;_

Bruker Compass DataAnalysis 4.0 printed: 07.07.201417:04:10 Page 1of1
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