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Chromatogram Plot
File: c:\varianws\data\burapau\sample-1 2-28-2007 2-28-37 pm.sms

Sample: sample-1 Operator: somkiat
Scan Range: 1 - 1168 Time Range: 0.00 - 18.50 min. Date: 2/28/2007 2:28 PM
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Chromatogram Plot

File: c:\varianws\data\burapau\sample-1 2-28-2007 2-28-37 pm.sms

Sample: sample-1

Scan Range: 1 - 1168 Time Range: 0.00 - 18.50 min.

Operator: somkiat
Date: 2/28/2007 2:28 PM
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-. Print Date: 25 Apr 2007 09:19:14

Scan 287 from c:\varianws\data\burapau\sample-1 2-28-2007 2-28-37 pm.sms - Page -

Ion Int Norm Ion Int Norm Ion Int Norm Ion : Int Norm
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File: c:\varianws\data\burapau\sample-1 2-28-2007 2-28-37 pm.sms

Sample: sample-1 Operator: somkiat
Scan Range: 1 - 1168 Time Range: 0.00 - 18.50 min. Date: 2/28/2007 2:28 PM
] MCoun RIC Merged sample-1 2-28-2007 2-28-37 pm.sms 2000 CENTROID RAW
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Print Date: 25 Apr 2007 09:22:16

Scan 311 from c:\varianws\data\burapau\sample-1 2-28-2007 2-28-37 pm.sms - Page *

Ion Int Norm Ion Int Norm Ion Int Norm Ion Int Norm
| 60 775 397 52 0] 270 12 0 | 581 12 0 |
S 4061 15 | 98 267 RS2y 507 2 | 629 12 0 |
L 62 6937 26 | 99 151 3 | 282 260 1| 632 12 0|
| 63 15971 60 | 100 6 0 | 283 92 0 | 637 312 0 |
| 64 1745 7 00 Tt o 145 1. 1325 185 1| 642 12 0 |
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File: c:\varianws\data\burapau\sample-2 2-28-2007 2-52-10 pm.sms
Sample: SAMPLE-2
Scan Range: 1 - 781 Time Range: 0.00 - 12.31 min.

Operator: somkiat
Date: 2/28/2007 2:52 PM
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Chromatogram Plot

File: ¢:\varianws\data\burapau\sample-2 2-28-2007 2-52-10 pm.sms
Sample: SAMPLE-2 Operator: somkiat
Scan Range: 1 - 781 Time Range: 0.00 - 12.31 min. Date: 2/28/2007 2:52 PM
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File: c:\varianws\data\burapau\sample-2 2-28-2007 2-52-10 pm.sms
Sample: SAMPLE-2

Operator: somkiat
Date: 2/28/2007 2:52 PM

Scan Range: 1 - 781 Time Range: 0.00 - 12.31 min.
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Sample:

SAMPLE-3 Operator: somkiat

Scan Range: 1 - 3033 Time Range: 0.00 - 47.97 min. Date: 2/28/2007 3:09 PM
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Scan 289 from c:\varianws\data\burapau\sample-3 2-28-2007 3-09-58 pm.sms - Page —

Entry 45499 from MAINLIB NIST Library
R.Match: 951, F.Match: 951

Ion Int Norm Ion Int Norm Ion Int Norm Ion Int Norm
T ~-14 0" 58 2075 5 1) 85 327 R e ) 10687 25
|23 12 0| 60 505 Lisire86 123 2 | 108 165 0
| 26 -9 (o el S $119 12 |- 87 1202 31 k15 13 0
I 2 -33 Q62 9336 22 | 89 10325 24 | 129 91 0
V28 -6 05 163 22705 54 | 90 2555 6 | 207 169 0
] 29 281 1] 64 2803 T 91 422074 999 | 250 11 0
3 2917 7 (A [N 60936 144 | 92 33331 797262 16 0
|- 538 5001 12 | 66 3946 9| 93 937 25101270 14 0
li=—=89 25818 61 | 72 s 0| 98 16 0 | 400 17 0
| 40 1604 4 173 1536 4 99 12 0 | 403 8 0
i 41 585 11 74 7441 18 | 100 7 0 | 405 16 0
a3 169 O 475 3261 8 | 101 261 1| 410 17 0
| 48 14 0 =576 3282 8 | 102 3317 8 | 420 17 0
| 49 3596 9l TT 33874 80 | 103 13988 33 | 434 157, 0
I 80 28840 68 | 78 22907 54 | 104 2762 7 1 %513 27 0
.. 7 7 388550 9T |- 79 17446 41 | 105 19218 45 | 627 1% 0
1igts 162 785% . 18.|° 80, 1087 3 | 106 121043 286 | 649 17 0
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Scan 289 from c:\varianws\data\burapau\sample-3 2-28-2007 3-09-58 pm.sms - Page ®

Entry 45499 from MAINLIB NIST Library

R.Match: 951, F.Match: 951
Int Norm

2nd Spectrum 45499 from MAINLIB Library

Ion

48
49
50
51
52
53
60
61

14
3596
28902
38664
7582
2085
505
5186

Name: Ethylbenzene

Pair Count; 37 MW: 106 Formula: C8H10

0
8
68
91
18
5
1
12

Ion

Int

3297
33973
22994
17494

1087

327
726

CAS No: 100-41-4 Acquired Range: 15 - 107 m/z
NIST No: 114818

Contributor:

Synonyms: 12
Benzene, ethyl-
Ethylbenzol
EB
Phenylethane
Aethylbenzol
Ethylbenzeen
Etilbenzene
Etylobenzen
NCI-C56393
UN 1175
.alpha.-Methyltoluene
Ethyl benzene

NIST Mass Spectrometry Data Center, 1990.

Other Databases: None

Replicates: 3
11531 in REPLIB
11632 in REPLIB
11533 in REPLIB

Difference Spectrum (Straight Subtraction)

Ion
15
26
A
28
i
38
39
40
41
50
51
52
53

-Int Norm

14
9
33
7

6
18
<70
)

8
62
114
31
10

14
9
33
7
6
18
70
g
8
62
114
31
10

|
|

Norm

8
80
54
41

3

1

2

Int Norm

y 7
2

56
15
113

24
15
15

87

7
22
56
15

113

24
15
15

87 |

Ion

101
102
103
104
108
106
107

Ion
79
.86
87
89
91
92
102
103
104
105
106
107

‘

Int Norm

261
3387
14023
2775
19279
121325
10713

Int Norm

48
3

4
32
999
73
10
35
13
61
282
26

1

8
33
7
46
286
25

48

Ion

405
410
420
434
513
627
649

Int Norm

16
17
17
17
17
17
7
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Entry 11550 from REPLIB NIST Library
Entry 11550 from REPLIB NIST Library

R.Match: 1000, F.Match: 1000

%

Search Match 1 of 20

BP 91 (999=100%) 11550 in REPLIB

- o-Xylene
CAS No. 95-47-6, C8H10, MW 106

: 51
33 110 63 65

ITI. =

|
|

»"L Ahisk ,/"‘/—
[ 53)

105
208!

103 ]
68 Ji | b
ol e

[

Match Match 1 of 20
100%

75%|
50%—

25%-

|BP 91 (999=100%) 11550 in REPLIB

o-Xylene

39 51 63 65

o Q

CAS No. 95-47-6, C8H10, MW 106

! 0%

No differences.

EN

__R.Match: 999, F.Match: 999

25

1st Spectrum 11550 from REPLIB Library

Name: o-Xylene

Pair Count: 53 MW: 106 Formula: C8H10
CAS No: 95-47-6 A,cguired Range: 15 - 108 m/z

NIST No: 291483

Contributor: - NIST Mas§ Spectrometry Data Center, 1998.

Synonyms: 10
Benzene, 1,2-dimethyl-
o-Dimethylbenzene
o-Methyltoluene
o-Xylol
1,2-Dimethylbenzene
1,2-Xylene
3,4-Xylene
ortho-Xylene
UN 1307
Benzene,1-2-dimethyl-

Other Databases: None

Replicates: 3
11548 in REPLIB
11549 in REPLIB
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Entry 11550 from REPLIB NIST Library

R.Match: 1000, F.Match: 1000

11550 in REPLIB

Ion Int Norm Ion Int Norm Ion Int Norm
s 3. 3 ue0 S SR -4 4 | :
| 26 2 Y U I o 9 9| 88 117 i
| 2% 22 22 | 62 24 24 | 89 26 26 | et s
| 29 2 [l v W T 63 63 | 91 999 999 | L( z "I,:
b 5 5 51 64 3340 83 81 81 | e ]
s e 14 14 | 65 78 18 | 93 3 g i
- i 78 78 | 66 9 el g7 ; [ Al
| 40 gl R ENET W SRR L 300 3
| 41 R B [l [ 3 31 99 3= 15
| 43 s iy L 19 19 | ‘101 2124
| 45 S R e S 12 12 | 102 155 35 |
| 49 5 S a6 32001251103 68 68 |
| 50 5L 51 ) ¥ ° 133 133 | 104 25" 25
L 110 110 | 78 73 73 | 105 206 206 |
1 52 45 45 | 79 75 75 | 106 501 501 |
{53 26 26 | 80 S. 480107 44 .44 |
| 54 2 2= uBS 2 2 | 108 2 2.
12 e55 1 s O - 3 4 4 |
2nd Spectrum 11550 from REPLIB Library
Name: o-Xylene
Pair Count: 53 MW: 106 Formula: C8H10
CAS No: 95-47-6 Acquired Range: 15 - 108 m/z Z
NIST No: 291483 o
Contributor: NIST Mass Spectrometry Data Center, 1998.
Synonyms: 10
Benzene, 1,2-dimethyl-
o-Dimethylbenzene
o-Methyltoluene
o-Xylol
1,2-Dimethylbenzene
1,2-Xylene
3,4-Xylene
2 ortho-Xylene
UN 1307 2
Benzene, 1-2-dimethyl- R
Other Databases: None &
Replicates: 3
11548 in REPLIB
11549 in REPLIB
11550 in REPLIB
: Ion Int Norm Ion Iht Norm Ion Int Norm
a5 3 30160 1 T} 87 4 -4 i
I- "26 4 461 9 9 | 88 o Mmays o ~J
T S am g 62 24 24| 89 26 26 | s
s 29 1 . | 63 63 63 | 91 999 999 |
i 37 5 5| 64 155 KA 13 ERREY JRS - - 81 81 |
| 38 14 141 65 78 78 | 93 e ikt Jea]
I 39 78 .78 |- 66 9 YR W 1 1
1 40 8 8| 67 1 11 98 3 3
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Print Date: 30 Mar 2007 07.:5:44

Entry 11550 from REPLIB NIST Library - Page 3

Entry 11550 from REPLIB NIST Library
'R.Match: 1000, F.Match: 1000

Difference Spectrum (Straight Subtraction)

Ion

41
43
45
49
50
51
52
53
54
55

Int Norm

11
1

1

5
51
110
45
26
2

1

11
1
ik
5

51

110

45

26
2
1

Ion
73
74
75
76
7
78
79
80
85
86

Int Norm

3
19
12

12

133

73
75
5
2
4

3

Ion

99
101
102
103
104
105
106
107
108

Int Norm

1
2
15
68

25

206
501
44
2

1

2
15
68
25
206
501
44
2
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Entry 11550 from REPLIB NIST Library k“j
Match 1 of 20 o-Xylene
BP 91 (999=100%) 11550 in REPLIB CAS No. 95-47-6, C8H10, MW 106
100% oo -
75% 2
E K \\\\ ’/./’
] Ve
. 10 [ 5 ( E
E \///
25% 54 -
9 51 44 1
. ] 110 B 9
: ] - T 81
: c%: I .i lll] 1” J..Ill L .]mL =
"0 R S ATy 200 if 300 " 400 560 660 r.,m
Spectrum 11550 from REPLIB Library
Name: o-Xylene
Pair Count: 53 MW: 106 Formula: C8H10
CAS No: 95-47-6 Acquired Range: 15 - 108 m/z
NIST No: 291483
Contributor: NIST Mass Spectrometry Data Center, 1998.
Synonyms: 10
Benzene, 1,2-dimethyl-
o-Dimethylbenzene g
o-Methyltoluene (0%)
o-Xylol
1,2-Dimethylbenzene
: 1,2-Xylene
3,4-Xylene
ortho-Xylene
UN 1307
Benzene,1-2-dimethyl-
Other Databases: None
Replicates: 3 f
11548 in REPLIB S
11549 in REPLIB 4
11550 in REPLIB
Ion Int Norm Ion Int Norm Ion Int Norm
[ROELS 3 JEL 60 1 =SB 4 4 | i
| 26 : Vel R T 9 9| 88 s | 1
i ded : 2222 I 162 24 24 | 89 26 26 |
I 29 1 Yl e 6 1e3i-) 9% 999 999 | =
fi= 35 5 5 | 64 2 Uz i ;SR [ 4 81 81|
(=138 14 14 | 65 - VA - I TR K § & S i o
| 39 78 78 | 66 9 91 97 e 3
| 40 8 Bisli " el b 1 1) 198 3 3]
| 41 L AT g 3 3 3] 99 1 ? A |
| 43 i 30 74 1939 | 103 2. 2l
| 45 T g 1% k2 A2 §.-102 i 11 T k0
| 49 S &4 76 12 1274308 68 68 |
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Print Date: 30 Mar 2007 07:17:21
Entry 11550 from REPLIB NIST Library - Page 2

Ion
50
51
52
53
54
55

Int Norm

51

51

110 110

45
26
2
1

45
26
2
1

Ion
77
78
79
80
85
86

o

Int Norm

133 133

73
75
5
2

G

73
75
5
2
4

Ion

104
105
106
107
108

Int Norm
25, 25
206 206
501 501
44 44
2 3
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Entry 11550 from REPLIB NIST Library
R.Match: 972, F.Match: 972

Ion Int Norm Ion Int Norm Ion Int Norm Ion Int Norm
| 48 122 121 El66 1448 10 | 87 471 3 1) 207 96 1=
| 49 173912} %61 10 0| 89 2403 17 | 250 16 0 |
i 50 10939 79 | 69 180 3.k 80 571 41252 24 0 |
R 12540 90 | 70 237 2 59% 139023 999 | 255 5 et |
L 52 3318 24 | 71 150 L il 92 9860 71 | 281 18 0 |
. 853 1207 QE(re= 3 640 LA e e 302 2 | 341 95 S5
| 54 17 0| 74 2358 17 %1 97 38 0 | 434 5 Q.
| ) 191 3 STS 1205 S H98 310 2 | 588 5 O

2nd Spectrum 115650 from REPLIB Library
Name: o-Xylene
Pair Count: 53 MW: 106 Formula: C8H10
CAS No: 95-47-6 Acquired Range: 15 - 108 m/z
NIST No: 291483
Contributor: NIST Mass Spectrometry Data Center, 1998.
Synonyms: 10
Benzene, 1,2-dimethyl-
o-Dimethylbenzene
o-Methyltoluene
o-Xylol
1,2-Dimethylbenzene
1,2-Xylene
3,4-Xylene
ortho-Xylene
UN 1307
Benzene, 1-2-dimethyl-
Other Databases: None
Replicates: 3
© 11548 in REPLIB
) 11549 in REPLIB
J 11550 in REPLIB

Ion Int Norm Ion Int Norm Ion Int Norm
IS 3 3| 60 3 o LS et s 4 4 |
J | 26 4 4l uel 9 9 || 88 1 T
I 2 22 122111 =162 24 24 | 89 26 26 |
I 29 1 - 63 63 631 o1 999 999 |
| 37 5 5 | 64 310192 81 81 |
I 38 14 14 | 65 78T T8 93 3 3 |
=39 & 78 78 | 66 9 IS =97 1 1=}
| 40 8 8167 il Tl 98 3 3
Ji- 4L 3111 ) A3 3 31989 1 14
| 43 o Sy S £ 19 19 ) 101 2 2
| 45 1 T 78 120121 102 350 X51
| 49 5 5 76 Y212~ |—103 68 68 |
150 (=i = K [ 133 133 | 104 25 25
{i° 5] 110 110 | 78 s P VR e ) 206 206 |
| 152 45 45 | 79 75 75 | 106 501 501 |
)53 26 26 | 80 5 5 | 107 44 44 |
| 54 2 2185 2 2 | 108 2 2. i
Ji iS5 1 1] 86 4 4 |
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Print Date: 30 Mar 2007 07:17:47

Scan 322 from c:\varianws\data\burapau\sample-3 2-28-2007 3-09-58 pm.sms - Page —

Entry 11550 from REPLIB NIST Library
R.Match: 972, F.Match: 972

%

Ion Int Norm Ion Int Norm Ion Int Norm Ion Int Norm
e -3 0 i 53 1181 e D £ 1193 9 1 99 4 0 |
AR 1 Q0 . 54 15 01| 76 1283 9 | 100 2 0 |
| 26 -4 Qi %55 "190 iR O 3 | 15138 119 | 101 -2 0 |
1 =27 -22 Q=56 392 < S 8756 63 | 102 1293 9
ji 28 -1 QI nT 1664 12 | 79 11094 80 | 103 7344 53 |
I 31 2 0 ) 58 6 01| 80 745 5 | 104 1855 13 |
A 1401 10 | 60 285 200" 182 14 0 | 105 16713 121 |
" 38 2029155 6L 2134 15 | 84 145 1| 106 47949 347 |
Il 39 FE278 82 ). 562 3847 28 | 85 658 Sl 05 4263 31 |
| 40 900 T 63 7923 ‘87 1 86 541 4 | 108 245 @il
.5 QY 2037 15 | 64 1023 740087 467 3 | 207 96 s ol
| 42 241 20 165 12799 93 | 88 -1 0 .1 250 16 01
17 283 1243 9 | 66 1439 10 | 89 2377 17 | 252 24 0 |
| 45 -1 05} 67 9 01 90 571 4 | 255 ) 0 |
| 48 122 L 69 180 1.0 81 138024 999 | 281 18 0 |
| 49 1734 13 | 70 237 21 92 9779 71 | 341 95 b 1o |
=550 10888. 79 ) . 71 150 a MU T < 299 2 | 434 5 0 |
15251 12430 90 | 73 637 Gy 199 3 0 | 588 S 0|
e 3273 24 | 74 2339" 33 | 98 307 24

A
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