Raw Data (I)

Experiments at a total pressure of 1000 mbar

Run

no.
Internal

code
t

(0C(
ptot

(mbar(
pN2

(mbar(
pO2

(mbar(
(O2(
(1018(
(X( (X)

(1013(
( RI

(1013(
butan-one

(1013(
acetal-dehyde

(1013(
ethyl

nitrite

(1013(
ethyl

nitrate

(1013(
*

(%(
CH2O

(1013(
PAN

(1013(
butyl nitrite

(1013(
butyl

nitrate

(1013(
(C

(%(
NO0/t

(1013(
kd/kO2

(1018(

1
b.38
6.7
1000
    0
1000
25.98
-
4.38
3.188
0.512
0.028
0.014
8
0.117
0.007
0.081
0.457
92
22/14
2.26

2
b.39
6.7
1000
    0
1000
25.98
-
4.87
3.494
0.592
0.005
0.005
2
0.111
0.017
0.079
0.481
90
21/13
2.42

3
b.40
6.6
1000
150
  850
22.09
-
4.43
3.204
0.599
0.028
0.063
13
0.105
0.021
0.087
0.420
92
21/14
2.38

4
b.37
6.7
1000
300
  700
18.19
-
4.33
3.061
0.480
0.003
0.069
13
0.105
0.021
0.104
0.409
90
22/15
1.64

5
b.36
6.7
1000
450
  550
14.29
-
4.42
3.024
0.590
0.029
0.100
18
0.107
0.021
0.084
0.407
89
20/12
1.70

6
b.34
6.4
1000
500
  500
12.99
-
2.63
1.796
0.315
0.000
0.051
14
0.053
0.010
0.087
0.247
89
23/18
1.32

7
b.35
6.2
1000
500
  500
12.99
-
3.88
2.711
0.571
0.005
0.126
19
0.110
0.022
0.101
0.311
91
23/17
1.68

8
b.44
6.7
1000
650
  350
  9.09
-
4.64
3.005
0.727
0.044
0.089
15
0.103
0.020
0.202
0.491
90
22/14
1.30

9
b.41
6.7
1000
800
  200
  5.20
-
4.68
2.807
1.068
0.088
0.074
13
0.107
0.021
0.343
0.520
92
24/16
1.14

10
b.42
6.7
1000
800
  200
  5.20
-
4.60
2.787
1.035
0.061
0.020
7
0.114
0.023
0.371
0.553
94
24/16
1.04

11
b.43
6.7
1000
800
  200
  5.20
-
4.56
2.831
1.086
0.046
0.069
10
0.108
0.021
0.357
0.511
95
25/17
1.10

12
b.33
6.4
1000
900
  100
  2.60
-
2.46
1.321
0.711
0.116
0.004
14
0.042
0.008
0.309
0.321
97
25/21
0.82
















0.070






13
b.  9
25.0
1000
    0
1000
24.29
-
5.68
3.786
1.367
0.005
0.005
1
0.183
0.070
0.081
0.417
89
13/02
4.42

14
b.13
25.0
1000
    0
1000
24.29
-
5.52
3.754
1.330
0.003
0.051
4
0.186
0.060
0.022
0.395
89
15/04
4.48

15
b.47
25.0
1000
150
  850
20.65
-
4.39
2.696
1.093
0.010
0.038
4
0.124
0.037
0.073
0.316
84
24/14
4.37

16
b.46
25.0
1000
300
  700
17.00
-
4.12
2.474
1.168
0.009
0.073
7
0.122
0.046
0.081
0.278
85
23/14
4.29

17
b.  6
25.0
1000
500
  500
12.15
-
5.42
3.154
1.689
0.070
0.073
8
0.155
0.038
0.132
0.405
86
23/12
3.53

18
b.  7
25.0
1000
500
  500
12.15
-
5.31
3.307
1.671
0.009
0.083
5
0.179
0.062
0.039
0.383
88
13/03
3.24

19
b.14
25.0
1000
500
  500
12.15
-
5.66
3.460
1.847
0.010
0.082
5
0.225
0.058
0.079
0.404
88
15/05
3.40

20
b.45
25.0
1000
650
  350
  8.50
-
4.57
2.460
1.678
0.035
0.093
7
0.122
0.029
0.180
0.347
86
24/14
3.12

21
b.  3
25.0
1000
800
  200
  4.86
-
5.78
2.588
2.897
0.028
0.128
5
0.177
0.035
0.332
0.480
86
25/14
2.87

22
b.10
25.0
1000
800
  200
  4.86
-
5.61
2.813
2.941
0.011
0.098
4
0.186
0.055
0.132
0.489
90
13/02
2.63

23
b.11
25.0
1000
800
  200
  4.86
-
5.24
2.561
2.850
0.015
0.115
4
0.272
0.078
0.090
0.463
90
13/03
2.83

24
b.18
25.0
1000
800
  200
  4.86
-
5.87
2.229
2.462
0.019
0.118
5
0.132
0.003
0.284
0.384
87
25/16
2.83

25
b.19
25.0
1000
800
  200
  4.86
-
4.94
2.369
2.670
0.018
0.149
6
0.152
0.038
0.124
0.363
88
16/06
2.91

26
b.20
25.0
1000
800
  200
  4.86
-
5.20
2.180
2.802
0.024
0.113
5
0.155
0.042
0.245
0.407
84
20/11
3.27

27
b.48
25.0
1000
900
  100
  2.43
-
4.14
1.172
2.472
0.309
0.063
13
0.100
0.039
0.340
0.387
81
27/17
2.95

28
b.54
25.0
1000
900
  100
  2.43
-
4.60
1.505
2.783
0.233
0.192
13
0.124
0.051
0.284
0.418
84
19/09
2.59























29
b.26
39.8
1000
    0
1000
23.08
-
6.85
3.785
2.786
0.088
0.039
4
0.288
0.060
0.073
0.041
80
23/10
8.88

30
b.30
40.6
1000
    0
1000
23.08
-
7.14
3.856
2.650
0.007
0.146
5
0.293
0.058
0.059
0.400
82
20/07
8.39

31
b.29
40.6
1000
150
  850
20.65
-
7.04
3.743
3.084
0.008
0.119
4
0.346
0.073
0.067
0.352
84
21/08
8.86

32
b.28
40.6
1000
300
  700
16.16
-
6.88
3.510
3.281
0.008
0.196
6
0.285
0.074
0.090
0.347
84
19/06
8.02

33
b.25
39.8
1000
500
  500
11.54
-
6.72
3.384
3.712
0.135
0.057
5
0.326
0.064
0.129
0.466
90
22/08
6.66

34
b.27
40.6
1000
500
  500
11.54
-
7.94
3.109
3.810
0.026
0.310
8
0.330
0.053
0.141
0.322
82
21/10
7.70

35
b.31
40.7
1000
800
  200
  4.62
-
6.73
2.066
5.108
0.384
0.356
13
0.308
0.057
0.135
0.407
84
22/09
6.53

36
b.21
40.6
1000
800
  200
  4.62
-
6.66
1.961
5.149
0.189
0.362
10
0.279
0.057
0.171
0.266
80
24/11
6.71

37
b.22
39.8
1000
900
  100
  2.31
-
7.32
1.301
6.332
0.681
0.493
16
0.249
0.051
0.256
0.419
79
24/10
6.66

X = added scavenger of OH radicals, * = ((ethyl nitrate( + (ethyl nitrite()/ ((acetaldehyde( + (ethyl nitrate( + (ethyl nitrite(), concentrations and rate constant ratios in molecular units

Raw Data (II)

Experiments at different total pressures

Run

no.
Internal

code
t

(0C(
ptot

(mbar(
pN2

(mbar(
pO2

(mbar(
(O2(
(1018(
(X( (X)

(1013(
( RI

(1013(
butan-one

(1013(
acetal-dehyde

(1013(
ethyl

nitrite

(1013(
ethyl

nitrate

(1013(
*

(%(
CH2O

(1013(
PAN

(1013(
butyl nitrite

(1013(
butyl

nitrate

(1013(
(C

(%(
NO0/t

(1013(
kd/kO2

(1018(

28
b.54
25.0
  1000
  900
  100
  2.43
-
4.61
1.505
2.783
0.232
0.192
13
0.124
0.051
0.284
0.418
84
19/09
2.59

27
b.48
25.0
  1000
  900
  100
  2.43
-
4.16
1.172
2.472
0.309
0.063
13
0.100
0.039
0.340
0.387
81
27/17
2.95

38
b.53
25.0
    800
  700
  100
  2.43
-
4.67
1.552
2.926
0.307
0.058
11
0.143
0.040
0.261
0.417
84
20/10
2.57

39
b.52
25.0
    400
  300
  100
  2.43
-
4.63
1.657
2.760
0.353
0.078
14
0.207
0.026
0.273
0.300
84
21/12
2.34

40
b.51
25.0
    200
  100
  100
  2.43
-
4.96
1.949
2.630
0.245
0.129
12
0.338
0.022
0.405
0.272
85
21/12
1.87

41
b.50
25.0
    100
    0
  100
  2.43
-
4.98
1.965
2.354
0.294
0.081
14
0.406
0.017
0.391
0.236
82
17/10
1.69























13
b.  9
25.0
  1000
    0
1000
24.29
-
5.68
3.786
1.367
0.005
0.005
1
0.183
0.070
0.081
0.417
89
13/02
4.42

14
b.13
25.0
  1000
    0
1000
24.29
-
5.52
3.754
1.330
0.003
0.051
4
0.186
0.060
0.022
0.395
89
15/04
4.48

42
b.  5
25.0
    505
    5
  500
12.15
-
5.26
3.060
1.641
0.028
0.062
5
0.240
0.022
0.183
0.245
84
24/14
3.44

43
b.  8
25.0
    500
    0
  500
12.15
-
5.24
3.282
1.872
0.059
0.042
5
0.299
0.062
0.079
0.236
89
13/03
3.65

44
b.15
25.0
    500
    0
  500
12.15
-
6.08
3.606
2.124
0.103
0.032
6
0.323
0.073
0.081
0.356
87
16/04
3.80

45
b.  4
25.0
    206
    6
  200
  4.86
-
5.42
2.727
2.678
0.254
0.006
9
0.460
0.017
0.377
0.294
92
20/12
2.62

46
b.12
25.0
    200
    0
  200
  4.86
-
5.24
3.282
1.872
0.089
0.117
10
0.512
0.090
0.163
0.222
93
13/03
3.65

41
b.50
25.0
    100
    0
  100
  2.43
-
4.98
1.965
2.354
0.294
0.081
14
0.406
0.017
0.391
0.236
82
17/10
1.69

X = added scavenger of OH radicals, * = ((ethyl nitrate( + (ethyl nitrite()/ ((acetaldehyde( + (ethyl nitrate( + (ethyl nitrite(), concentrations and rate constant ratios in molecular units

Experiments with OH scavenger added

Run

no.
Internal

code
t

(0C(
ptot

(mbar(
pN2

(mbar(
pO2

(mbar(
(O2(
(1018(
(X( (X)

(1013(
( RI

(1013(
butan-one

(1013(
acetal-dehyde

(1013(
ethyl

nitrite

(1013(
ethyl

nitrate

(1013(
*

(%(
CH2O

(1013(
PAN

(1013(
butyl nitrite

(1013(
butyl

nitrate

(1013(
(C

(%(
NO0/t

(1013(
kd/kO2

(1018(

47
b.59
25.0
  1000
      0
1000
24.29
12.59 (I2)
4.21
2.637
0.854
-
-
0
0.066
0.007
0.146
0.332
85
39/31
3.93

48
b.60
25.0
  1000
      0
1000
24.29
25.00 (I2)
4.36
2.623
0.875
-
-
0
0.063
0.004
0.160
0.331
82
41/33
4.05

49
b.64
25.0
  1000
  300
  700
17.00
10.66 (I2)
4.74
2.656
1.134
0.027
0.076
8
0.058
-
0.222
0.341
82
43/34
3.96

50
b.63
25.0
  1000
  600
  400
  9.72
13.05 (I2)
4.61
2.233
1.498
0.105
0.096
12
0.044
-
0.284
0.368
76
39/31
3.70

51
b.61
25.0
  1000
  800
  200
  4.86
12.59 (I2)
4.44
1.589
1.627
0.138
0.084
12
0.059
-
0.433
0.379
71
43/36
2.90

52
b.62
25.0
  1000
  800
  200
  4.86
21.50 (I2)
4.77
1.352
1.631
0.138
0.084
12
0.047
-
0.391
0.437
66
43/36
3.20

53
b.71
25.0
  1000
  900
  100
  2.43
? (I2)
4.52
1.032
1.699
0.365
0.015
18
0.052
-
0.593
0.351
66
46/39
2.47























54
b.65
25.0
  1000
  800
  200
  4.86
5076 (CO)
4.44
2.120
1.499
-
0.099
6
0.103
0.030
0.402
0.306
83
46/34
2.02

55
b.66
25.0
  1000
0
1000
24.29
4892 (CO)
4.63
2.892
1.049
-
0.095
8
0.128
0.021
0.138
0.328
86
41/27
4.81























56
b.55a
25.0
  1000
0
1000
24.29
1.182 (CH)
(9.53)
3.054
1.169
-
0.106
8
0.138
0.037
0.065
0.320
(43)
20/11
5.07

57
b.56a
25.0
  1000
0
1000
24.29
49.06 (CH)
(9.31)
2.979
1.143
-
0.021
2
0.160
0.024
0.059
0.511
(45)
18/06
4.75

X = added scavenger of OH radicals, * = ((ethyl nitrate( + (ethyl nitrite()/ ((acetaldehyde( + (ethyl nitrate( + (ethyl nitrite(), concentrations and rate constant ratios in molecular units, CH = cyclohexane

