WA R AR

Ha#gsz o D:\msdchem\1\data\FRAE AR \J7 7 E— F LS\
%ﬁi# : 8.D

X © 29 Apr 2014 16:46
(] :

e . 8

HoAh :

ALS FERE: 8 FERIRFIAET: 1

¥rZ . D:\DATABASE\DEMO. L B/NTECEE: 0

C:\DATABASE\NIST11. L B/ NILACE |

ARENTE ] 015
S A TAEuE AR 28 — events. e

%3%6000
1900000
1800000
1700000
1600000
1500000
1400000
1300000
1200000
1100000
1000000

900000
800000
700000
600000
500000
400000
300000
200000

100000

0
I ] —>

TIC: 8.D\data.ms

8.069
3.822
3.165
9.641
8. 863
2. 459
8 451686
4'9%5299 '
4.623 - 482
5 275 5.851 7 9i13
5 o4l 3446

HIAS. M Tue Apr 29 17:12:10 2014

MMLJ 4. 4986409 - 152 W



W RN - e TR 3

%ﬂ ] BT T
Hfl 56 (2.458 43): 8.D\data.ms 8.00 100.00%
68
5000
96. 1
240 2.60  2.80
55.0
O b e e e e e O T 0 810 8T 0 m/z 96.10  30. 60%
m/z—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
FpF #2799: 2-Cyclohexen—1-one
68. 0
5000
39.0 96. 0 240 2.60
m/z 55.00 7 20%
27.0 ‘ 55 0
Ot B30 U a0.0 P2 G20 a0 sLo |
m/z—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
FpF #2800: 2-Cyclohexen—1-one
68. 0
240 2.60
5000 m/z 3. 00 6 19%
96. 0
40.0
27.0 )
0\“\\470550620 L0 890 |
m/z—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
FpF #2801: 2-Cyclohexen—1-one A/\
AN
68.0 9.40 2 60 2. 80
m/z 9.00 4. 55%
5000
96. 0
40.0
27.0
0 180w330Hw 9.0 270 e20 | 140 sLo o A
m/z—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 2.60  2.80
Data File: D:\msdchem\1\data\1g:/E %\ J7 & HE— 5 ML E\S. D
FEah: 8
WS 1 2.458 ZrBhab  THIAR: 3973205 THIAR % 3. 14

AT 3 ADMRILEAIER.

Ref\#

CAS\# UL

2N i

D: \DATABASE\DEMO. L AA 2R B ULALD

C:\DATABASE\NIST11.L
1 2-Cyclohexen—1-one
2 2-Cyclohexen—1-one
3 2-Cyclohexen—1-one

F§.M Tue Apr 29 17:12:11 2014

2799 000930-68-7 90
2800 000930-68-7 90
2801 000930-68-7 90



WERRIRE - A TR 4
R P 2 T
i

Rk 527140 (2.941 4¥): 8.D\data. ms m/z 57.00 100.00%
70. 0
5000 ﬂv\
‘ 82. 1 114. 1 260 2.80 3.00 3.20
ol s L /70,00, 74, 49%
m/z—> 10 20 30 10 50 60 70 80 90 100 110 120 130
FpF #7210: Cyclohexanone, 2-hydroxy—
57,0 70. 0
5000 /\A
440 2.60 2.80 3.00 3.20
28.0 114.0 m/z 55.00 29. 69%
O~ “HHHw““‘!\“‘H“‘H‘\8‘34“‘(‘)‘\‘96"(‘)\“‘w““w“‘w“‘
m/z—> 10 20 30 10 50 60 70 80 90 100 110 120 130
F R #7207: Cyclohexanone, 2-hydroxy-—
70. 0
57.0
2.60 2.80 3.00 3.20
5000 m/z 67.10  20.42%
14.0
99,0 114.0
0 "\‘1‘5“0‘\“‘MM“HMH““w““‘!\“‘H“‘H‘\‘8‘5“‘0‘\‘96“(‘)\“‘w‘!‘w“‘w“‘
m/z—> 10 20 30 10 50 60 70 80 90 100 110 120 130
FpF #6159: 1-(2-Methylallyl)azetidine AU WA e
0.0 2.60 2.80 3.00 3.20
m/z 82.10 14.07%
5000 49.0 .
111.0
970 ‘ 82‘0 91‘0
HHHH‘m‘””““”“l”Hw!‘””u“”HHHH‘MHHH‘H
m/z—> ‘ 10 20 30 40 50 60 70 80 90 100 110 120 130 2.60 2.80 3.00 3.20
Data File: D:\msdchem\1\data\1g:/E %\ J7 & HE— 5 ML E\S. D
FEah: 8
WEgms . 2 2.941 bt TR 1456617 TEIAL % 1.15
FEANREREH 3 AR ILEL D% . Ref\#  CAS\# NS
D: \DATABASE\DEMO. L AR B ILHAD
C:\DATABASE\ANIST11. L
1 Cyclohexanone, 2-hydroxy— 7210 000533-60-8 58
2 Cyclohexanone, 2-hydroxy— 7207 000533-60-8 53
3 1-(2-Methylallyl)azetidine 6159 1000194-99-1 37

FRMIRE. M Tue Apr 29 17:12:11 2014 . 3



WERRIRE - A TR 4
R P 2 T
i

Ejéﬁg %87 (3.164 43): 8.D\data.ms m/z 55.10 100.00%
5000
81.1
2.80 3.00 3.20 3.40
0 H_H“HH_H“HH_H‘\‘_HQ%‘\IHH\ HH‘“9‘8;?‘““““““‘13‘1;9”‘ m/z 81.10 26. 52%
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130
FpF #1381: 1-Pentyn-3-ol
55,0
5000 USSR M. SEN
2.80 3.00 3.20 3.40
83.0 m/z 83.10 26. 23%
27.0 41.0
0 ““‘1‘8{?”1‘1“Hmw:%H“‘:!M_?@f‘?‘ e
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130
FpF #7617: Oxirane, 2-(1, 1-dimethylethyl)-3-methyl-
55,0
BN VASNBUY i HEDAY A S
70.0 2.80 3.00 3.20 3.40
5000 ' m/z 57.00  17.92%
42.0
Oy 0 X0 L4
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130
FpF #2844: 1, 5-Heptadiene
550 2.80 3.00 3.20 3.40
m/z 56.10 6. 58%
5000
81.0
29.0 39.0 67.0
0 ““1‘5"0"H‘““H“i‘” “u‘!l“”“1‘””‘1H“‘?61'9“H“HH‘HH‘HH‘ J‘LJ\”\‘\JN\H‘HH‘HH \
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.80 3.00 3.20 3.40
Data File: D:\msdchem\1\data\1g:/E %\ J7 & HE— 5 ML E\S. D
FEah: 8
. 3 3.164 Jyphab TR 11489845 AR % 9.07
BAEEF 3 AN RIGEL AL Ref\#  CAS\# NS

D: \DATABASE\DEMO. L. AR BILAC
C:\DATABASE\NIST11. L

1 1-Pentyn-3-ol 1381 004187-86-4 33
2 Oxirane, 2-(1, 1-dimethylethyl)-3... 7617 053897-30-6 23
3 1, 5-Heptadiene 2844 001541-23-7 17

FRMIRE. M Tue Apr 29 17:12:11 2014 Tl 4



PR — MO TR

fﬁ%mﬁ% 2T T

Ej%ﬁ% 3179 (3.445 4¥): 8.D\data. ms m/z 55.10 100.00%
73.0
5000 83. 1
128. 1
9.0 o SR S WM
‘ ‘ ‘ . 3.20 3.40 3.60 3.80
ol L L w/z 73.00 73, 24%
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130
FpF #12224: Cyclohexanecarboxylic acid
55,0
73.0
41.0
5000 550 YN S
3.20 3.40 3.60 3.80
97,0 9.0 1100 128.0 m/z 83.10 44.11%
07 120 T ‘M\ T “} R \“‘! . 65'¢) - “\w 1 “‘9\1"0‘ ‘ “i T 1 P
m/z—> 10 20 30 10 50 60 70 80 90 100 110 120 130
FpF #12228: Cyclohexanecarboxylic acid
55,0 A
u 73.0 390 3.40 3.60 3.80
5000 0 m/z 56.10  34.47%
83.0
21,0 99.0  110.0 128.0
ol 150 Il 6.0
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130
FpF #12229: Cyclohexanecarboxylic acid N AVAVNUVY A N 1 W
%50 73.0 3.90 3.10 3.60 3.80
83,0 m/z 128.05 33. 44%
5000 40 128.0
29.0 99.0 110.0
0 18.065'¢)91'0 A SRS U SUSRN SR
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.40 3.60 3.80
Data File: D:\msdchem\1\data\1g:/E %\ J7 & HE— 5 ML E\S. D
e 8
w4 3.445 AyhPkh  THIAR: 2700186  TERIAH % 2. 13
FEANREREH 3 AR ILEL D% . Ref\#  CAS\# NS
D: \DATABASE\DEMO. L AR B ILHAD
C:\DATABASE\ANIST11. L
1 Cyclohexanecarboxylic acid 12224 000098-89-5 97
2 Cyclohexanecarboxylic acid 12228 000098-89-5 91
3 Cyclohexanecarboxylic acid 12229 000098-89-5 87
RIKS. M Tue Apr 29 17:12:12 2014 i 5



PR — MO TR

fﬁ%mﬁ% 2T T

i 502 (3.821 43): 8.D\data.ms m/z 55.10 100.00%
55 1
83. 1
5000
s a
3.40 3.60 3.80 4.00 4.20
0 el el - /Z 83010, 81.08%
m/z——> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
FpF #12847: Cyclohexane, nitro-
55,0
83.0
5000 i A e
3.40 3.60 3.80 4.00 4.20
39,0 m/z 67.10 9. 04%
oL15,0
m/z——> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
FpF #32466: Cyclohexane, bromo—
83,0
“’T/\\T_T/\\‘\\\\‘\\\\‘\\\\/‘\T/\“/\
3.40 3.60 3.80 4.00 4.20
5000 55.0 m/z 54. 10 8. 56%
39./0
olas0 Lol aeso agao we20
m/z——> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
FpF #121389: Phosphonous dibromide, cyclohexyl-
550 83.0 3.40 3.60 3.80 4.00 4.20
m/z 53.00 8. 16%
5000
27.0
ol e Ll w0 awmowsso  ueno eso w0l
m/z——> 20 40 60 80 100 120 140 160 180 200 220 240 260 280  3.40 3.60 3.80 4.00 4.20

Data File: D:\msdchem\1\data\1g:/E %\ J7 & HE— 5 ML E\S. D

FEah: 8
g5 : 5 3.821 ZpEhab  THAR: 15650168 AR % 12.36
BAEEF 3 AN RIGEL AL Ref\#  CAS\# NS
D: \DATABASE\DEMO. L AR B ILHAD
C:\DATABASE\NIST11.L
1 Cyclohexane, nitro— 12847 001122-60-7 83
2 Cyclohexane, bromo— 32466 000108-85-0 83
3 Phosphonous dibromide, cyclohexyl- 121389 086012-32-0 74

IAS. M Tue Apr 29 17:12:12 2014



PR — MO TR

ARG B FE T
P 6(:;?%? 625 (4.196 43): 8.D\data.ms m/z  60.00 100.00%
82. 1
5000
o Lﬁ . o 250 100 1 0
0 ‘w“‘w”‘w””\HH\‘.“H‘ ‘““M““““\‘“““‘\““”“.\“‘w‘“‘\1‘2?"1‘\““\“““\“ w“m/z 55. 00 66. 30%
m/z—> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 150 160
FpF #19653: Cyclohexaneacetic acid
60. 0
83.0
5000 USRI RN
41.0 3.80 4.00 4.20 4.40 4.60
m/z, 82.10 62.17%
27.0
oo [ sl | o Jl 90 oo 2o
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
FpF #19656: Cyclohexaneacetic acid
60. 0 8.0
3.80 4.00 4.20 4.40 4.60
5000 m/z, 83.10  60. 88%
41.0
27.0
o w0 [ Ly s | Lo J1 990 oo MR
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
FpF #27669: 2-Propenoic acid, cyclohexyl ester L
%50 82.0 3.80 4.00 4.20 4.10 4.60
67,0 m/z 61.00  59.67%
5000
27.0  41.0 ‘
obets0 Lol Ll 80 e weo st . L
m/z—> 100 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160  3.80 4.00 4.20 4.40 4.60
Data File: D:\msdchem\1\data\1g:/E %\ J7 & HE— 5 ML E\S. D
e 8
w5 : 6 4.196 Zp%bab TEIAR: 1457115 TEIAE % 1.15
FEANREREH 3 AR ILEL D% . Ref\#  CAS\# NS
D: \DATABASE\DEMO. L AR B ILHAD
C:\DATABASE\ANIST11. L
1 Cyclohexaneacetic acid 19653 005292-21-7 97
2 Cyclohexaneacetic acid 19656 005292-21-7 78
3 2-Propenoic acid, cyclohexyl ester 27669 003066-71-5 27

IAS. M Tue Apr 29 17:12:12 2014



W RN - e TR 3

ﬂ%ﬂl B =
5510 = 679 (4.361 43): 8.D\data.ms m/z 55.00 100.00%
114.1
5000 68. 1
‘ ‘ 811 99.0 400 4.20 4.40 4.60
b ‘\\ N \H HmHm“”wmH_m_m_wwl?‘%al‘H/z 57.00  89.96%
m/z—> 20 30 40 50 60 80 90 100 110 120 130 140 150 160
FRE #7205 Cyclohexanone, 4-hydroxy-—
55,0
29.0
114.0
43.0
5000 68.0 s
400 4.20 4.10 4.60
m/z 114.10  65. 42%
‘ 96. 0
0““‘!‘1‘\}1”\”“;“”‘\“‘“‘ \\‘H‘\\‘!‘\“\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\ —
m/z—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
F R #7209: Cyclohexanone, 4-hydroxy-—
55,0 114.0 A
‘\““\‘A“\““\““\‘
43.0 4.00 4.20 4.40 4.60
5000 29.0 m/z 60.00 65.33%
96. 0
LAl w
obe A L \M O T [
m/z—> 20 30 40 50 60 80 90 100 110 120 130 140 150 160
FpF ++7208 Cyclohexanone, 4-hydroxy—
%50 400 4.20 4.40 4.60
m/z 59. 10 56. 99%
5000 114.0
6.0
0 “8\1‘0“‘\“‘!“‘\”‘w““w“‘w”‘w“‘w“““ /\\HH\HHM‘/\H\HH‘
m/z—> 20 30 40 50 80 90 100 110 120 130 140 150 160 4.00 4.20 4.40 4.60
Data File: D:\msdchem\1\data\1g:/E %\ J7 & HE— 5 ML E\S. D
FEah: 8
WEgms. 7 4.361 ZrBhab THIAR: 1464243 THAR % 1.16
REAERET 3 AR ULEL D% . Ref\#  CAS\# NS
D: \DATABASE\DEMO. L AR B ILHAD

C:\DATABASE\NISTI11. L

1 Cyclohexanone,
2 Cyclohexanone,
3 Cyclohexanone,

4-hydroxy—
4-hydroxy—
4-hydroxy—

TBIAS. M Tue Apr 29 17:12:13 2014

7205 013482-22-

7209 013482-2

2-9
2-9
2-9

7208 013482-22-

97
80
64



W RN - e TR 3

ﬂ%%n b T T A
A 127 (4.% 80 4%): 8.D\data.ms m/z  73.00 100.00%
55.0
5000 /L¥V»
84.0 102. 1 =
‘ ‘ 12,1 4,20 4 40 4.60 4.80
U w“‘w“‘w““\““‘““\“6‘5"9‘1““‘w““‘wg‘g‘.?‘\“‘w“‘w“‘w“‘w““ m/z  55. 00 68. 097
m/z—> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
FpF #13679: 4-Heptanol, 3-methyl—
55,0
73.0
5000 -
2.0 410 4,90 4.40 4.60 4.80
] 87.0 m/z 60.00 29.48%
|
0+ A e e B L A B T e —
m/z—> 10 20 30 40 80 60 70 80 90 100 110 120 130 140
FRE #8390: 3-Pentanol, 2, 3-dimethyl-
73.0
43.0 4.20 4.40 4.60 4.80
5000 87.0 m z 84.00 3. 68%
27.0 55.0
|
0"\"18"\0‘“!\““w“‘w””‘““i‘”‘w‘ “\““\““‘\1‘1‘579\‘ DA
m/z—> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
FpF #17985: 1-Octene, 3,4-dimethyl-
43 4.20 4.40 4.60 4.80
m/z 87.10 19.07%
5000
56.0 84.0
29.0 69. 0 112.0 A ﬁq
s Ll e MY el I
m/z—> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 4.20 4.40 4.60 4.80
Data File: D:\msdchem\1\data\1g:/E %\ J7 & HE— 5 ML E\S. D
e 8
WEgms. 8 4.508 JrERat  THIAR 1741486 AL % 1.38
MEFEH 3 N UL AIE Ref\#  CAS\# ULHC &
D: \DATABASE\DEMO. L AR B ILHAD

C:\DATABASE\NIST11.L
1 4-Heptanol, 3-methyl-
2 3-Pentanol, 2, 3-dimethyl-
3 1-Octene, 3,4-dimethyl-

13679 001838-73-9
8390 000595-41-5
17985 056728-11-1

TBIAS. M Tue Apr 29 17:12:13 2014

38
35
22



W RN - e TR 3

%ﬂ J<EA S Rl

Hi 765 (4.624 4):

7111

5000

8.D\data. ms

m ‘\ 97, ? 13,1 127, 1139 0.152.1 170 L

. m/z 55.10

m/z 71.10 100. 00%

e e
4.20 4.40 4.60 4.80 5.00
15. 95%

0 "H‘““‘W““‘HMH“‘N‘H““ b EREa
m/z—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
FpF #38047: Butanoic acid, 2-hexenyl ester, (E)-
71,0
5000 R A R R i e
4.20 4.40 4.60 4.80 5.00
m/z 83.10  7.06%
82.0
. \‘ M ‘ ‘M ‘ 19? 0 13,0 128.0 1410 155.0 170.0
“H“““‘ e REEEEET
m/z—> 20 30 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
FpF #71509: Dichloroacetic acid, 2-tetrahydrofurylmethyl ester
71.0
P R e R
4.20 4.40 4.60 4.80 5.00
5000 m/z 88. 00 5.03%
0 2\9\' 0 \‘\‘ 55‘\‘\0 ] 83\\0 111 0
e e e : REEEEET
m/z—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
FpF #125658: Sulfurous acid, nonyl 2-pentyl ester . A
R A B RS
.0 4.20 4.40 4.60 4.80 5.00
m/z 72.00 4. 37%
5000
85.0
29 0 127.0
0 ‘ 1 .0 _111.0 179.0 2020 . bl Wl
m/z——> 2 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 4.20 4.40 4.60 4.80 5.00

Data File: D:\msdchem\1\data\1g:/E %\ J7 & HE— 5 ML E\S. D

FEah: 8
WEdwT: 9 4.624 Rt THIAR
REAERET 3 AR ULEL D% .

2774519 T A

% 2.19

CAS\# UL

D: \DATABASE\DEMO. L

C:\DATABASE\NIST11.L
1 Butanoic acid, 2-hexenyl ester,

2 Dichloroacetic acid, 2-tetrahydr...
3 Sulfurous acid, nonyl 2-pentyl e...

TBIAS. M Tue Apr 29 17:12:13 2014

ARAERFIVLHE .

38047 053398-83-7
71509 004697-00-1
125658 1000309-15-8

39
39

39



WERRIRE - A TR 4
R P 2 T
i

9 871 (4.948 43): 8.D\data.ms m/z 73.00 100.00%
5.0 7310
- A
‘ 86. 1 1021 4ﬁ60 4)80 5.50 5.50
0 ‘w‘“w“"\“"\“HH‘H\‘@?"Q‘\‘“!“\““““\"1“\“‘“‘\1‘1%‘0‘\““\“‘w“‘w“‘w m/Z 55. 00 86. 76%
m/z——> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
FpF #14277: Hexanoic acid, 6-hydroxy-—
7310
5000 RSN
110 4.60 4.80 5.00 5.20
41,0 102.0 m/z  60. 00 50. 75%
‘ J ‘ 86. 0 114.0
0 HMWWHM Lt iss gl g L1220 1ss0
m/z——> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
FRE #24044: Xylose
7300
60. 0 kaﬁ‘w‘u“_‘w“
4.60 4.80 5.00 5.20
5000 m/z 68.10  24.23%
43.0
T T R A L £ R X BT R
m/z——> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
FpF #13286: Cyclopentanecarboxylic acid, 2-hydroxy— /\‘ NI S, W W
730 4.60 4.80 5.00 5.20
m/z 70.10 17. 45%
5000 55.0
27.0
39.0 86. 0 102. 0
0“\“‘!‘\“ ‘Hm“ “\H}‘\M \‘1\12‘0\\\\
m/z——> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 4.60 4.80 5.00 5.20
Data File: D:\msdchem\1\data\1g:/E %\ J7 & HE— 5 ML E\S. D
FEah: 8
E9m5: 10 4.948 Zyfhab THIAR: 6431080 THIAR % 5. 08
FEANREREH 3 AR ILEL D% . Ref\#  CAS\# NS
D: \DATABASE\DEMO. L AR B ILHAD
C:\DATABASE\ANIST11. L
1 Hexanoic acid, 6-hydroxy— 14277 001191-25-9 53
2 Xylose 24044 000058-86—6 32
3 Cyclopentanecarboxylic acid, 2-h... 13286 081887-89-0 32

IS M Tue Apr 29 17:12:14 2014 T 11



W RN - e TR 3
%ﬂ J<EA S Rl

3 954 (5.202 43): 8.D\data.ms
103. 1

m/z 103. 10 100. 00%

55. 1 82.1
67. 1
5000
SR B VN | —
‘ ‘ ‘ ‘ 4.80 5.00 5.20 5.40 5.60
bl bl il naizmo o w/p 82,10 76. 88%
m/z——> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
FpF #48488: Pentanoic acid, cyclohexyl ester
41.0 57,0 82. 0 103.0
29.0
5000
480 500 520 540 560
m/z 55.10  73.99%
IR | . e no e ey e
m/z——> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
FpF #48479: Pentanoic acid, cyclohexyl ester
a0 °70 82.0 103. 0
29 0 480500520540560
5000 i 57.10  67.92%
om0 Wl sson I L o wa
m/z——> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 150 160 170 180 190
FpF #48440: Cyclohexyl isovalerate
82.0 103.0 4.80 5.00 5.20 5.40 5.60
57. 0 m/z 85.10 67, 73%
5000 41,0
29.0 ﬂL
oaso 1l 1l m\w el 14,0 127.0 110 I

R I
m/z——> 10 20 30 40 50 70 80 90 100 110 120 130 140 150 160 170 180 190

ggta File: D:\msdchem\1\data\ &/ &\ 77 & HE—EIE\S. D
tih: 8

5. 11 5.202 AyehAb  TEAH. 3273767  THIFR % 2.59
FAREES 3 DR ILELIC S, Ref\# CAS\# LA i

D: \DATABASE\DEMO. L. AR BILAC
C:\DATABASE\NIST11. L

1 Pentanoic acid, cyclohexyl ester 48488 001551-43-5 87
2 Pentanoic acid, cyclohexyl ester 48479 001551-43-5 81
3 Cyclohexyl isovalerate 48440 007774-44-9 80

BIAS. M Tue Apr 29 17:12:14 2014

P R o N
4.80 5.00 5.20 5.40 5.60



fﬁ%mﬁ% 2T T

PR — MO TR

3 978 (5.275 43): 8.D\data.ms
55, 1
100. 1
5000
811 182.2
bl bl 0 L
m/z——> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
FpF #47194: Cyclohexane, 1,1 —oxybis—
100. 0
55.0
5000
182.0
29.0 8110
) Y O . X
m/z——> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
FopE #3660: Tiglic acid
55.0 100. 0
5000
29.0
0 81L
m/z——> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
FpF #223804: Fumaric acid, heptadecyl trans—hex-3-enyl ester
82,0
5000
55.0
P Mm*‘:‘_‘:“hMMW‘l“lz](‘)‘l‘s‘%nq“““1‘8‘1:9"Z‘Q?‘Q_‘2‘3‘%‘0‘“2‘6‘5:9‘_2‘95“9”‘_‘33‘7"9
m/z——> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Data File: D:\msdchem\1\data\1g:/E %\ J7 & HE— 5 ML E\S. D
o |
FEdh: 8
RS 12 5.275 4ykPkt  THIAR: 2493456 TERIAH % 1.97
>t =) N
AEEF 3 AR ILECH 3. Ref\#  CAS\# NS
D: \DATABASE\DEMO. L AR B ILHAD

2N

C:\DATABASE\NIST11. L
1 Cyclohexane, 1,1 —oxybis—
2 Tiglic acid
3 Fumaric acid, heptadecyl trans—h...

F§.M Tue Apr 29 17:12:14 2014

47194 004645-15-2
3660 000080-59-1
223804 1000348-89-7

m/z , 55.10 100. 00%

AR e e e
5.00 5.20 5.40 5.60

~m/z 100.10,  76. 33%
R L R a e

5.00 5.20 5.40 5.60
m/z 82.10  76.21%

Ly

B e e e e I
5.00 5.20 5.40 5.60

83.10  47.88%

m/z

5.0 5.20 5.40 5.60
m/z  57.00  41.47%

5.00 5.20 5.40 5.60

93
38

35



WERRIRE - A TR 4
R P 2 T
i

H}‘Eﬁ% 0136 (5.452 4¥): 8.D\data.ms /7 55.10 100.00%
5000 68. 1
R
‘ g6.1 96.1 e 5.20 5.40 5.60 5.80
ol e L il L P /7 60.00 59.98%
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130
FpF #7169: 4-Hexenoic acid
55.0
114.0
41.0
5000 et e T
68.0 5.20 5.40 5.60 5.80
/2 68.10, 51.61%
96. 0
0‘“H‘“‘H“HH‘““Hi‘:”1‘1““““1‘1““8‘1"‘0”“‘!M“‘ ——r
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130
F R #7208: Cyclohexanone, 4-hydroxy-—
55.0
43.0 e NPt
5.20 5.40 5.60 5.80
5000 68. 0 114.0 /z  73.00  44.06%
, >0"1‘0‘”‘2‘0‘H‘3‘0””4‘0”‘”5}0‘““6‘0‘”“7‘0‘}“‘8‘0‘”‘1‘9‘0”‘!“1‘(‘)0"Hlio“‘wléo‘w‘l:‘io‘
m/z——
R 47197: 3-Hexenoic acid, (F)- A S
10 55 0 SRR (G- A SR _—— S,
5.20 5.40 5.60 5.80
m/z 69.10 16.51%
68. 0 114.0
5000
27.0
96. 0
S T U O S
ol 180l L i J
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.20 5.40 5.60 5.80

ggta File: D:\msdchem\1\data\ &/ &\ 77 & HE—EIE\S. D
tih: 8

5. 13 5.452 Zyghhb  TEIAH: 1610644 THAH % 1.27
REAUEFEF 3 AN RILEC R, Ref\# CAS\# N
D: \DATABASE\DEMO. L AA 2R B ULALD

C:\DATABASE\NIST11.L
1 4-Hexenoic acid
2 Cyclohexanone, 4-hydroxy—
3 3-Hexenoic acid, (E)-

7169 035194-36-6
7208 013482-22-9
7197 001577-18-0

BIAS. M Tue Apr 29 17:12:15 2014



W RN - e TR 3

%ﬂ ] BT T
%3}‘%510146 (5.483 4¥): 8.D\data.ms m/z 85.10 100. 00%
5000 2.1 101. 1 ﬂL JAK
67. 1 ‘
‘ ‘ '5.20 5.10 5.60 5.80
b eeetlle el 110 1261 1AL L1 m/z 56.10  43.79%
mz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
FRE #52033: 2H-Pyran, 2-[(4-chloro—2-butynyl)oxy]tetrahydro—-
85 0
5000 1.0 DS ~//K\*“
101. 0 5.20 5.40 5.60 5.80
99,0 m/z 5b.10 43. 65%
0\\‘\\}‘1“‘\\\‘}‘}“} H ‘\\ H \‘ ;\ 111 0 ; 130 0 . 153 0 187 O‘H
m/z—> 20 30 40 80 90 100 110 120 130 140 150 160 170 180 190
FpF #48449: trans—2-Hexenyl valerate
85, 0
X S 5k b
5000 o m/z 101.10  38.32%
‘ 67.0
01000 11401270 14201550 1690 1840‘“ JL
m/z—> 20 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
FpF #58047: 2H-Pyran, 2-[(1-butyl-2-propynyl)oxy]tetrahydro—- S N S A W
850 5.20 5.40 5.60 5.80
m/z 83.10 19. 94%
5000
41.0 56.0 95.0
67.0
0111'0139.0 I S B U SO
m/z—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 5.20 5.40 5.60 5.80
Data File: D:\msdchem\1\data\1g:/E %\ J7 & HE— 5 ML E\S. D
FEah: 8
5. 14 5.483 Jrphab  TAH: 2943356 AR % 2.32
BAMEES 3 ANMRILE LS. Ref\#  CAS\# NS
D: \DATABASE\DEMO. L AR B UL
C:\DATABASE\ANIST11. L
1 2H-Pyran, 2-[(4-chloro—2-butynyl... 52033 067727-01-9 50
2 trans—2-Hexenyl valerate 48449 056922-74-8 43
3 2H-Pyran, 2-[ (1-butyl-2-propynyl... 58047 000831-83-4 42
RMIRS. M Tue Apr 29 17:12:15 2014 Jif: 15



ﬁﬁ%@%?mﬁ

5000

PR — MO TR

3 1167 (5.852 43): 8.D\data.ms
10

55.0

73.0 87.0

m/z 100. 00

100. 00%

F

L L e e A R
5.60 5.80 6.00 6.20

.. el o R0 m/z 55.00  71.33%
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130
FpF #12119: 2, 7-Oxepanedione
100. 0
45.0
55.0
5000 i it
69. 0 87.0 5.60 5.80 6.00 6.20
m/z 60.00  48.73%
L ‘ ‘ 128.0
ool e L 11000 jiee T
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130
FpF #21803: Hexanedioic acid
100. 0
450 55‘0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
: 5.60 5.80 6.00 6.20
5000 m/z 73.00  26.69%
69.0 87.0
27.0
o150l ‘37“%:_“»1 77.0 10,0 y19.0 RO
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130
FpF #21802: Hexanedioic acid
s
100.0 5.60 5.80 6.00 6.20
m/z 87.00  25.24%
43.0
60. 0
5000
271.0 69.0 87.0
128.0
ow_Hw11‘\‘3‘5‘0“““5}“@1!%\_Hmwuo‘lm_mm‘1‘1?:0“129‘0“‘_”‘ el T
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.60 5.80 6.00 6.20

Data File: D:\msdchem\1\data\1g:/E %\ J7 & HE— 5 ML E\S. D

Fedh: 8

g5 15 5.852 a4k THIAR: 6158234 THIAR % 4. 86

FAMEES 3 ANMRULEFRIC . Ref\#  CAS\# NI
D: \DATABASE\DEMO. L At B ULHC

C:\DATABASE\NISTI11. L

1 2, 7-Oxepanedione
2 Hexanedioic acid
3 Hexanedioic acid

BIAS. M Tue Apr 29 17:12:15 2014

12119 0020357
21803 000124-0
21802 000124-0

5-8
4-9
4-9

64
50
42



ﬁﬁ%@%?mﬁ

PR — MO TR

I 1848 (7.933 4)): 8.D\data.ms m/z 101.00 00. 00%
101.0
5000 55.0
82.1
| 11T'0 7.60 7.80 8.00 8.20
ol bl L weo o m/z 55.00 51.52%
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
FRE #47015: Cyclobutanecarboxylic acid, cyclohexyl ester
55.0 101.0
83.0
7.60 7.80 8.00 8.20
m/z  67.00 37.95%
27.0 ‘
139.0
S | T Y S
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
FpF #152945: Succinic acid, di(cyclohexylmethyl) ester
101.0
S | N L RPN
7.60 7.80 8.00 8.20
5000 83.0 m/z 82.10 | 37.11%
119.0
55.0
0 29.0 \‘ ‘\‘\ ‘\\ 1 Ll Ll | 15(\30 18$020\10
T T A T e T T
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
FpF #154966: 1, 3-Dioxolane, 4, 5-dimethyl-2-pentadecyl—
TR
103.0 7.60 7.80 8.00 8.20
m/z 99.10 ,22.57%
5000
55.0 73.0
200 L A 127.0_151.0168.0 1940 _222.0 _ 2530270.0 _ _ 31L.0
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.60 7.80 8.00 8.20

Data File: D:\msdchem\1\data\1g:/E %\ J7 & HE— 5 ML E\S. D

Fedh: 8

w5 16 7.933 bk THAR: 2045648 AR % 1.62

FAMEES 3 ANMRULEFRIC . Ref\#  CAS\# NI
D: \DATABASE\DEMO. L At B ULHC

C:\DATABASE\NIST11. L
1 Cyclobutanecarboxylic acid, cycl...
2 Succinic acid, di(cyclohexylmeth. ..
3 1, 3-Dioxolane, 4, 5—dimethyl-2-pe...

47015 1000282-60-7
152945 1000325-83-4
154966 056599-61-2

HIAS. M Tue Apr 29 17:12:16 2014

93
45
43



PR — MO TR

ARSI P 2 T T A
FE =i 1893 (18(.)0.710 4¥): 8.D\data. ms m/z 101.10 100. 00%

55.1
5000
83.1
67.1
‘ ‘ ‘ 119.1 7.80 8.00 8.20 8.40
ool i UL o wen m/z 55.10  62.38%
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
FpF #152945: Succinic acid, di(cyclohexylmethyl) ester
101.0
119.0 7.80 8.00 8.20 8.40
55.0 670 m/z 83.10  34.81%
41.0
0 29.0 ] ‘\‘\ ol i _132.0 156.0 172, 0183.0  201.0
R R R e R e R
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
FRE #59549: Heptyl (E)-2-methylbut—-2-enoate
101.0
7.80 8.00 8.20 8.40
5000 830 m/z  67.10  24.15%
55.0
29.0 41.0 70.0
o“‘15a9‘w‘uh“‘wﬂw‘“m:““u“w““‘iw‘““M‘!H‘ﬂ¥419}?§l?“}43;9“15519‘152n9‘}§§mq“¥9519“w
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
FpF #47015: Cyclobutanecarboxylic acid, cyclohexyl ester
5% 0 0 7.80 8.00 8.20 8.40
m/z  82.10Q 19. 45%
83.0
5000
67.0
27.0 41.0
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 7.80 8.00 8.20 8.40
Data File: D:\msdchem\1\data\f&:/u &\ J7 & 1E— L IE\8. D
o |
Fdm: 8
Wedm 5. 17 8.070 Zr#hkt  THAL: 23482636 THIFN % 18.54
>sif = N
A ES 3 AN RILACHIER . Ref\#  CAS\# UNIGYES

D: \DATABASE\DEMO. L. AR BILAC
C:\DATABASE\NIST11. L

1 Succinic acid, di(cyclohexylmeth. .. 152945 1000325-83-4 64
2 Heptyl (E)-2-methylbut—2-enoate 59549 1000373-73-8 42
3 Cyclobutanecarboxylic acid, cycl... 47015 1000282-60-7 37

RIS M Tue Apr 29 17:12:16 2014 T 18



W RN - e TR 3

ﬂQ%ﬂ ¢ ] T T
4 2001 (8.400 43): 8.D\data.ms m/z  55.00 100.00%
55. 0 113.0
5000
131.0 MA¢HJ\
800820840860880
OW_WW\HHM G MONSTO o om/z 113.00  90.51%
m/z—> 20 40 60 120 140 160 180 200 220 240 260 280 300 320
FpF #7680: Silane, dichloromethyl-
13.0
5000
63.0 800820840860880
] m/z 115.10 5. 33%
s o | 8o
e e R L LA T e et
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
FRE #177249: Silane, d1chloromcthvl[3 [1, 2,2, 2-tetrafluoro—1- (trifluoromethyl) ethoxy]propyl]-
13.0
T ST
800 820 840 860 8. 80
5000 m/z 69.10 52.67%
147.0
42.0
ol 15,0 @\ w92 \‘ Ll 169.0 199.0 23,0 283.0 3250
— - : ; T RE ==
m/z—> 2 40 100 120 140 160 180 200 220 240 260 280 300 320
FpF #32362 Silane, dichloro(chloromethyl)methyl—
ST
13.0 800820840860880
m/z , 83.10  49. 06%
5000
63.0
0 ““FTGQ“‘J“ J“u 0.0 131 0 ““H“““““‘““““““““““““““““
m/z—> 20 14 160 180 200 220 240 260 280 300 320 8.00 8.20 8.40 8.60 8.80
Data File: D:\msdchem\1\data\{&#E &\ 77 & - IE\S. D
o |
Fdm: 8
Wedm 5. 18 8.400 Zr%pab  THAR: 5020177 THAR % 3.96
>Sif =] N
AN EEH 3 AN RILACHIE R . Ref\#  CAS\# UL Hc &

D: \DATABASE\DEMO. L AA 2R B ULALD

C:\DATABASE\NISTI11. L

1 Silane, dichloromethyl— 7680 000075-54-7 38
2 Silane, dichloromethyl[3-[1,2,2,... 177249 020006-68-2 38
3 Silane, dichloro(chloromethyl)me... 32362 001558-33-4 35

HIAS. M Tue Apr 29 17:12:16 2014



W RN - e TR 3

%ﬂ P 2 T 0
I 2094 (8.685 4)): 8.D\data.ms m/z 115.00 100.00%
115.0
5000
55. 1 87.0
‘ 1330 840860880900
N ww‘ Sl NS e /2 5510 43, 65%
m/z—> 20 40 60 100 120 140 160 180 200 220 240 260 280 300 320
FpF #7786: 2-Pyrrolidinethione, 1-methyl-
115.0
5000 :
30.0 840860 880 900
82.0 m/z 87.00  38.13%
58.0
OHJWLUU
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
FpF #7684 : Furazan—-3—amine, 4-methoxy—
115.0
840 860 880 900
5000 85.0 m z 67.10 9. 03%
58.0
40.‘0
o"H“HmJM“m“‘w““m“‘w““w“‘w‘“‘_“‘_‘“‘H“‘H““H“‘H““H
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
FpF #224864: Glutaric acid, 2-ethylhexyl tetradecyl ester
1 840860880900
m/z 82.10 4. 56%
5000
57.0 133.0
29,0 ‘ | 80 ‘ 245.0 3110329, 0
ob 20 L L L1100 1960 23602450 81103290 ‘
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 8.40 8. 60 8. 80 9. 00
Data File: D:\msdchem\1\data\f&:/u &\ J7 & 1E— L IE\8. D
FEdh: 8
w5 19 8.685 Zr#hkk  THAL: 4041965 THAL % 3. 19
>Sif =] N
ANREREAFR 3 AN B ILHAC AL 3% - Ref\#  CAS\# INIG9;°3
D: \DATABASE\DEMO. L E N e [N

C:\DATABASE\NIST11.L
1 2-Pyrrolidinethione,
2 Furazan—-3—amine,

1-methyl-
4-methoxy—

3 Glutaric acid, 2-ethylhexyl tetr...

BIAS. M Tue Apr 29 17:12:17 2014

7786 010441-57-3
7684 078350-48-8
224864 1000358-24-6

32
27

25

TUIf: 20



fﬁ%mﬁ% 2T T

PR — MO TR

A 2152 (8.862 43): 8.D\data.ms m/z 115.10 100. 00%
115. 1
55. 1
5000 97.1
82.1
P
‘ ‘ ‘ ‘ 13,1 8.60 8.80 9.00 9.20
0 "H‘“‘JU¢‘Nuwhm‘;HM‘wJ‘Hsh“45?}“‘w“““““w“““““H““ m/z 55.10  80.89%
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
FRE #58455: Cyclohexyl methylphosphonothionofluoridate
115.0
5000 A e
8.60 8.80 9.00 9.20
67.0
41.0 m/z 69. 10 58. 12%
‘ ‘ 82.0 97.0
I | O O O O e .
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
FpF #38259: 1-Nonen—4-ol, 3,4-dimethyl-
115.0
e e
43.0 8.60 8.80 9.00 9.20
5000 m/z 97. 10, 45. 43%
99.0
71.0
1 T | A O 10 0 X
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
FpF #179734: Fumaric acid, di(5-methoxy-3-methylpentyl) ester
e e A
115.0 8.60 8.80 9.00 9.20
45.0 m/z 67.10  43.08%
99. 0
67.0
0 29.0 1] LJ .l 133.0 153.0168.0 187.0 212.0 245. 0 285. 0
R R MRS A O ERSIN TR | BN L€ SRR A B MU L S S LT N—— T A Ean= s SRS
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.60 8.80 9.00 9.20
Data File: D:\msdchem\1\data\1g:/E %\ J7 & HE— 5 ML E\S. D
o |
FEah: 8
w5 20 8.862 Zrfhab THIAR: 7686124 THIAR % 6.07
S ANt =) >
AEEF 3 AR ILECH 3. Ref\#  CAS\# NS

D: \DATABASE\DEMO. L
C:\DATABASE\NISTI11. L

1 Cyclohexyl methylphosphonothiono. ..
3, 4-dimethyl-
3 Fumaric acid, di(5—methoxy-3-met...

2 1-Nonen—4-ol,

BIAS. M Tue Apr 29 17:12:17 2014

ARAERFIVLHE .

58455 004241-34-3
38259 1000164-23-5
179734 1000330-65-7

37
32
32

Tl 21



PR — MO TR

ﬁﬁ%@%?mﬁ

A=l 2407 l(;3.6111 4%): 8.D\data. ms m/z 129.10 100. 00%
55. 1 }/\\
5000 111.0
83. 1
L 1 71 950 1000
ol s henlh o MEY eraasen sz 55100 74.27%
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240
FpF #108909: Hexanedioic acid, mono(2-ethylhexyl)ester
129.0
55.0 70.0
5000 111.0
41.0 " 950  10.00
8.0 m/z 111.00,  46.20%
0 ‘%ﬂﬂ? Al J‘N‘ HL“‘ B “%%5'9 o120 90 ﬁ\J/\\Nﬁ\
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240
FpF #105368: Adipic acid, di(but-2-en-1-yl) ester
129.0
950 1000
5000 _— m/z 83.10  37.58%
‘ 111.0
Lome L0 L e moame
/> 20 40 60 80 100 120 140 160 180 200 220 240
FpF #12918: 2, 3-Difluoroaniline o AN ‘
! 9.50 10. 00
m/z 67.10  33.30%
5000
101.0
0 28\'\0 " 51‘\.\0‘\ 6\\5‘0 \‘82\‘.\0\‘ Ll 1l
mz—> 20 40 60 80 100 120 140 160 180 200 220 240 " 950 1000
Data File: D:\msdchem\1\data\1g:/E %\ J7 & HE— 5 ML E\S. D
e 8
w5 : 21 9.641 p%hab  TEIAA: 18738765 AR % 14.80
REAUEFEF 3 AN RILEC R, Ref\# CAS\# VUHCSE
D: \DATABASE\DEMO. L AR B ILHAD
C:\DATABASE\ANIST11. L
1 Hexanedioic acid, mono(2-ethylhe. .. 108909 004337-65-9 72
2 Adipic acid, di(but-2-en-1-yl) e... 105368 1000324-71-1 40
3 2,3 Difluoroaniline 12918 004519-40-8 38
IR M Tue Apr 29 17:12:17 2014 T 22



