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comments for Sample AE06589 - Analysis $GCMS

NYC-WTC_000039835

'he GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
ompounds. However there is an identifible TIC at a trace level at RT 31.02
ninutes.

VVestchester Dept. of Labs & Research
Jser: Vinci, David L
Jate: 04-18-2002 Time: 12:30:54
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(QT Reviewed)Quantitation Report

Inst Instrumen
Multiplr: 1.00

Quant Results File: 5080402BBC.RES

Internal Standards

0.00 244
10.000

27.27 235
10.000

Qvalue

94
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NYC-WTC_000039836

40.00 ug/L
40.00 ug/L
40.00 ug/L
40,00 ug/L
40.00 ug/L
40.00 ug/L

System Monitoring Compounds
28) TCMX (SURR)

152
136
164
188
240
264

387112
1812899
994098

1418126
1139208
716878

9.41
12.88
17.99
22.34
30.14
34.01

0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00

30.77
0.00

74
93

146
146
146
45
70

117
77
82
93

180
128
225
237
162
163
165
152
153
165
149
204
166
77

169
248
284
178
178
149
202
202
149
228
149
228

1) 1,4-Dichlorobenzene-d4
10) Naphthalene-d8
17) Acenaphthene-dlO
30) Phenanthrene-diO
39) Chrysene-dl2
45) Perylene-dl2

Spiked Amount
38) 2,4-DDD (SURR)
Spiked Amount

0.0 0
0.00
0.00
0.00

-0.01
0.00

0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0
0

7156
0

0
Recovery

120592
Recovery

N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D. d
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D. d
0.25 ug/L
N.D. d

(#) = qualifier out of range (m) = manual integration

Vial: 13
Operator: Bohik

R.T. Qlon Response Cone Units Dev(Min)

6589.D 5080402BBC.M

0.00 ug/L
0.00%

11.42 ug/L 0.0C
= 114.20%

Quant Method : C:\MSDCHEM\1\5973N\5080402BBC.M (RTE Integrator)
Title : Quantitation For Method 508gcscan
Last Update : Tue Apr 16 18:27:45 2002
Response via : Initial Calibration
DataAcq Meth : 508SCAN

• Data File : C:\MSDCHEM\1\DATA\041502\6589.D
Acq On : 15 Apr 2002 7:55 pm
Sample : SAMPLE 6589 3/20/02
Mise :
MS Integration Params: BENZO.P
Quant Time: Apr 17 17:54:47 2002 1

Target Compounds
2) N-nitroso-dimethyl amine
3) bis(2-chloroethyl) ether
4) 1,3 - Dichlorobenze
5) 1,4 - Dichlorobenzene
6) 1,2 - Dichlorobenzene
7) 2,2 ' - oxybis (l-Chloropr
8) N-Nitroso-di-n-propylamine
9) Hexachloroethane

11) Nitrobenzene
12) Isophorone
13) bis(2-Chloroethoxy) methan
14) 1,2,4-Trichlorobenzene
15) Naphthalene
16) Hexachlorobutadiene
18) Hexachlorocyclopentadiene
19) 2-chloronaphthalene
20) Dimethylphthalate
21) 2,6-Dinitrotoluene
22) Acenaphthylene
23) Acenaphthene
24) 2,4-Dinitrotoluene
25) Diethylphthalate
26) 4-Chlorophenyl-phenyl ethe
27) Fluorene
29) Azobenzen/ 1,2-Diphenylhyd
31) N-Nitrosodiphenylamine
32) 4-Bromophenyl-phenyl ether
33) Hexachlorobenzene
34) Phenanthrene
35) Anthracene
36) Di-n-butylphthalate
37) Fluoranthene
4 0) Pyrene
41) Butylbenzylphthalate
42) Benzo (a) antracene
43) Bis (2-ethylhexyl) phthala
44) Chrysene
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(QT Reviewed)Quantitation Report

: InstrumenInst
Multiplr: 1.00

Compound

(#) = qualifier out of range (m) = manual integration
Wed Apr 17 17:55:54 2002 Page 2

NYC-WTC_000039837

0.00
0.00
0.00
0.00
0.00
0.00
0.00

0
0
0
0
0
0
0

149
252
252
252
276
278
276

Mise :
MS Integration Params: BENZO.P
Quant Time: Apr 17 17:54:47 2002

46)
47)
48)
49)
50)
51)
52)

Di-n-Octylphthalate
Benzo (b) fluoranthene
Benzo (k) fluoranthene
Benzo (a) pyrene
Indeno (1,2,3-cd) pyrene
Dibenz (a,h) anthracene
Benzo (g,h,i) perylene

. Data File
Acq On
Sample

N.D.
N.D.
N.D.
N.D.
N.D.
N.D.
N.D.

Quant Results File: 5080402BBC.RES

vial: 13
Operator: Bohik

6589.D 5080402BBC.M

Quant Method : C:\MSDCHEM\1\5973N\5080402BBC.M (RTE Integrator)
Title : Quantitation For Method 508gcscan
Last Update : Tue Apr 16 18:27:45 2002
Response via : Initial Calibration
DataAcq Meth : 508SCAN

R.T. Qlon Response Cone Unit Qvalue

: C:\MSDCHEM\l\DATA\041502\6589.D
: 15 Apr 2002 7:55 pm
: SAMPLE 6589 3/20/02



Inst : Instrumen
Multiplr: 1.00

Quant Results File: 5080402BBC.RES

TIC: 6589.D
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Mise :
MS Integration Params: BENZO.P
Quant Time: Apr 17 17:55 2002

Data File
Acq On
Sample
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Response via : Initial Calibration
Abundance —

O

5O1
4

“O
C
CT

5'
“O
O—
9

ooo
C
3
CD

Z
Ko
3o

1oooo
C
CD
00
GO
00

110
32.00

Vial: 13
Operator: Bohlk

28.00

6589.D 5080402BBC.M

W1 I ]
6.00

V
16.00 18.00 20.00

--

22.00 24.00 26.00

—

12.00 14.00

-..............—

34.00 36.00 38.008.00 10.00

Method : C:\MSDCHEM\l\5973N\5080402BBC.M (RTE Integrator)
Title : Quantitation For Method 508gcscan
Last Update : Tue Apr 16 18:27:45 2002

: C:\MSDCHEM\l\DATA\041502\6589.D
: 15 Apr 2002 7:55 pm
: SAMPLE 6589 3/20/02

OT—T
Time—> 4.00
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LSC Area Percent Report

Inst Instrumen
Multiplr: 1.00

Signal : TIC

4264026 100.00%

Sum of corrected areas: 22512184

Wed Apr 17 17:56:03 2002 Page 1

NYC-WTC_000039839

: C:\MSDCHEM\1\5973N\5080402BBC.M (RTE Integrator)
: Quantitation For Method 508gcscan

% of
total

Method
Title

corr.
% max.

4094161
646145

3648688
2709708

22.339
27.281
30.142
34.014

18.186%
2.370%
16.208%
12.037%

16.25%
61.75%
1.10%

88.57%

corr.
area

96.02%
15.15%
85.57%
63.55%

5.424
9.407

10.259
12.88 0
17.986

3.077%
11.697%
0.208%

16.776%
18.941%

6
7
8
9

1
2
3
4
5

221703
858834
16958

1744598
2085861

692722
2633208

46931
3776595

Vial: 13
Operator: Bohlk

Smoothing : OFF
Sampling : 1
Start Thrs: 0.2
Stop Thrs : 0

Filtering: 5
Min Area: 1 % of largest Peak

Max Peaks: 100
Peak Location: TOP

6589.D 5080402BBC.M

396 399 428 rBV
1071 1077 1110 rBV
1214 1222 1228 rBV3
1661 1668 1687 rBV
2528 2537 2561 rBV

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

3269 3278 3300 rBV2 1739893
4112 4119 4133 rBV 323224
4596 4606 4629 rBV2 1540621
5255 5265 5290 rBV2 1073001

peak R.T. first max last PK peak
# min scan scan scan TY height

Data File : C:\MSDCHEM\1\DATA\041502\6589.D
Acq On : 15 Apr 2002 7:55 pm
Sample : SAMPLE 6589 3/20/02
Mise :
MS Integration Params: LSCINT.P
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Integrated ChromatogramLSC Report

: C:\MSDCHEM\1\DATA\041502\6589.D

7:55 pm using AcqMethod 508SCAN

13
Quant File :5080402BBC.RES (RTE Integrator)

TIC: 6589.D

12.88

1500000

1000000
9.41

500000

5.42

10.26

9.00 10.00
TIC: 6589.D

17.99

22.34

| 1500000

1000000

500000
27.28

TIC: 6589.D

30.14
1500000

34.01
1000000

500000

31.00
Wed Apr 17 17:56:04 2002

NYC-WTC_000039840

: Bohlk
: 15 Apr 2002

Abundance
2000000

Instrument :
Sample Name:
Mise Info
Vial Number:

File
Operator
Acquired

5.004.00 7.006.00 8.00

17.00
V

18.00

15.00

16.00

37.0033.00

11.00

24.00 27.00

38.00 39.00
Page 2

26.00

35.00

25.00

29.00

19.00 22.0020.00 21.00

34.00

12.00

32.00 36.00

0
’ime->
bundance
2000000

5589.D 5080402BBC.M

I O—
Time-> 28.00 30.00

——
23.00

Instrumen
SAMPLE 6589 3/20/02

— ■ I '

13.00 14.00
0

Time->
Abundance
| 2000000
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Library Search Compound Report

Inst Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\5973N\5080402BBC.M (RTE Integrator)

Relative to ISTDEstConc R.T.AreaR.T.

1,4-Dichlorobenzene-d4 9.41692722

Tentative ID CAS# Qual

Abundance

5000

43

5000 TA
5.00 5.20 5.40 5.60 5.80

8.58%43

174O' TTTngu TIT TTTT r " ■ I"1' i1" ■ i ■1" i ”

5.00 5.20 5.40 5.60 5.80
7.96%5000

43

O'

6.35%

5000

87

20 30 40 50 60 70 80 90 100110120130140150160170180 5.00 5.20 5.40 5.60 5.80
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NYC-WTC_000039841

Title
Library

Data File
Acq On
Sample
Mise

: Quantitation For Method 508gcscan
: C: \DATABASE\WILEY7N. L

Scan 399 (5.424 min): 6589 D (-)
73

rr... .

87
-

27
’I"" l"

20 30 40 50 60 70 80 90 100110120130140150160170180
#78238: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester

73

MS Integration Params: LSCINT.P

AAAAMM

Vial: 13
Operator: Bohik

\

A 4 AAA

27
-

-P

MW MolForm

6589.D 5080402BBC.M

I Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H14O4
2 3-(CYCLOHEX-3 1-EN-YL)PROPANOL $$... 174 C8H1404
3 Butane, 2-methoxy-2-methyl- $$ E... 102 C6H140
4 Silane, tetramethyl- $$ Tetramet... 88 C4H12Si

55 .1
TTITTTT

TTPPTTPT

m/ z 41.10

"" r "1 r1" r " ■ r1 ■ ■ r " ’ i" " r " ’ i" " i" " i" " I"

113 131

174
I" "I

Hit# Of 5

Peak Number 1 Acetic acid, 3-[1,3]dioxola... Concentration Rank 1

m/z-> 20 30 40 50 60 70 80 90 100110120130140150160170180
Abundance #9702: Butane, 2-methoxy-2-methyl- 38 Ether, methyl tert-p...

73

r "11
55T... n

I I 55.... -ml

113 131TOIIITTT

000000-00-0 36
015745-87-6 36
000994-05-8 28
000075-76-3 9

m/z 73.10 100.00%

..............................................................—01
m/z->
Abundance

m/z—> 20 30 40 50 60 70 80 90 100110120130140150160170180
Abundance#36138: 3-(CYCLOHEX-3‘-EN-YL)PROPANOL $S 2-Cyclohexene-1-p...

73
i

0
m/z->

—।-T
5.00 5.20 5.40 5.60 5.80

: C:\MSDCHEM\l\DATA\041502\6589.D
: 15 Apr 2002 7:55 pm
: SAMPLE 6589 3/20/02

i"' 'i" "i"" i"

5.00 5.20 5.40 5.60 5.80
m/z 43.10 22.51%

43 55

m/z 45.10

m/z 71.10

29l' 1111 ‘1111 'pii 11TT

5.42 10.52 ug/L
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Tentatively Identified Compound (LSC) summary

.Operator ID: Bohik

--Internal Standard--
TIC Top Hit name

Wed Apr 17 17:56:06 2002 Page 4

NYC-WTC_000039842

5589.D 5080402BBC.M

Resp ConeRT EstConc Units Response

Data File: C:\MSDCHEM\l\DATA\041502\6589.D
Name: SAMPLE 6589 3/20/02
Mise :
Method: C:\MSDCHEM\l\5973N\5080402BBC.M (RTE Integrator)
Title: Quantitation For Method 508gcscan
Library Searched: C:\DATABASE\WILEY7N.L

10.5 ug/L 692722 1 9.41 2633210 40.0

Date Acquired: 15 Apr 2002 7:55 pm

# RT

Acetic acid, 3-[l... 5.42
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Library Searched : C:\Database\wiley7n.l

Scan 4756 (31.024 min}: 6589. D (-)Abundance
91

8000
119

6000

4000 \
43 57 143

105
69

2000

91 1 9

8000

6000

4000
64

2000
39

—H

NYC-WTC_000039843

Quality
ID

99
-PPP

32
TT

30

: 4
: Benzonitrile, 2-hydroxy- (CAS) $$ o-Cyanophenol $$ 2-Cyanophenol $$ Sa
licylnitrile $$ Salicylonitrile $$ o-Hydoxybenzonitrile $$ 2-Hydroxybe
nzonitrile $$ o-Hydroxybenzonitrile $$ Benzonitrile, o-hydroxy- $$ 2-H
YDROXYBENZONITRIL 

150 160 170 180 190 200 210 22090 100 110 120

75+
70 80

X
221 \

52
46l— - |

40 50 60
0

m/z-> 130 140

0-
m/z->
Abundance

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220
#18326: Benzonitrile, 2-hydroxy- (CAS) $$ o-Cyanophenol $$...
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Library Searched : C:\Database\wiley7n.l

Abundance

9000
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119 221
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43 57 1433000 105
69
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0

9000
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7000
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119
5000

4000
64

3000

382000

52
1000

NYC-WTC_000039844

Scan 4756 (31.024 min): 6589.D (-)
91

: 4
: Benzonitrile, 2-hydroxy- $$ Salicylonitrile $$ o-Cyanophenol $$ o-Hydo

xybenzonitrile $$ o-Hydroxybenzonitrile $$ Benzonitrile, o-hydroxy- $$
Salicylnitrile $$ 2-Cyanophenol $$ 2-Hydroxybenzonitrile

Quality
ID

#18327: Benzonitrile. 2-hydroxy- $$ Salicylonitrile $3 o-C...
91

TT
60

190 200 210 220m/z->
Abundance

O'
m/z->

99........—.................-........................................
100 110 120 130 140 150 160 170 180 190 200 210 220

75
I1' l + I ' ' +
70 80 90

26 |+1444145 lL
10 20 30 40 50

......... ............ I ......
' ' I ’ ' • * I ' '' ’ I' 1 1 ' I ’1 '1 1 * 1,1 1 ' ‘"II"
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

i •1 ' ’ i
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Library Searched : C:\Database\wiley7n.1

Abundance Scan 4756 (31.024 min): 6589.D (-)
91
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NYC-WTC_000039845

Quality
ID

: 4
: [1,2,3]Triazolo[1,5-a]pyridine (CAS) $$ 2,3-Diazaindolizine $$ Triazol
o[1,5-a]pyridine $$ v-Triazolo[1,5-a]pyridine

■ ' ITT
40 90 100 110 120 130 140 150 160 170 180 190 200 210 220

#18274: [1,2,3]Triazolo[1,5-a]pyridine (CAS) $$ 2,3-Diazai...
91

50 60 70 80
01

rn/z->
Abundance

0
m/z—> 100 110 120 130 140 150 160 170 180 190 200 210 220

' i ' ' ' ' i ' ' • ' i ‘ ' ■ ■ i ■ ■ ■ ■ l' 1 II11
40 50 60 70 80 90

| 1____ _____________________________________________________ ______TL1t11E—TI"EE-1-111-OICTITTTE1111IET1111T11111111111IIITITTIITTTLIXUILTITTTTTI-TTT’III"IIT
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Library Searched : C:\Database\wiley7n.1

Abundance Scan 4756 (31.024 min): 6589.D (-)
91
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119 221
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43 57 1433000 105

69
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1 9
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4000 6027
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T‘IrI1‘111 T"‘11T TT • । > ■ > ■ । ■

NYC-WTC_000039846

Quality
ID

■ ■ i' ■
50

: 4
: Carbamothioic acid, O-isopropyl ester $$ 0-(2-Methylethyl) ester of ca

rbamothioic acid $$ Carbamothioic acid, O-(1-methylethyl) ester $$ Car
bamic acid, thio-, O-isopropyl ester

80 90 100 110 120 130 14030 40

0—
m/z-> 20
Abundance

150 160 170 180 190 200 210 22060 70

.................... —................ | _.................................._ ....................... . , , , , n-r-r-r

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220
#18172: Carbamothioic acid, O-isopropyl ester $$ O-(2-Meth...

O-TT
m/z-> 20
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9

Scan 4756 (31.024 min): 6589.D (-)Abundance
91
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119 221

7000

6000

5000

4000

43 57 1433000
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77 191

I’ ■ i ■ ■ ■ ■ i ■ > ■ • |" "r " ■ r ■" iIu 1' i" " i" "i" " r" t "
40 50 60 70 80 90 100110120130140150160170180190 200210 220230 240 250260 270 280290300 310 320 330 340 350360

NYC-WTC_000039847

Quality
ID

40 50 60 70 80 90 100110120130140150160170180190200210220230240250260270280290300310320330340350360
#302139: 4,4-dimethy!-1,6,6-triphenylhex-4-en-3-one $$ 5-H...

221

Library Searched : C:\Database\wiley7n.l
: 4
: 4,4-dimethyl-l,6,6-triphenylhex-4-en-3-one $$ 5-Hexen-3-one, 4,4-dimet
hyl-1,6,6-triphenyl- (CAS)

307
"I'"''I1I " i

i" " r "' i"" r "11" " r i

354
TWUIPTg0

m/z->

i" " i"" i"" r "' r ‘" r " 'r ■" i ""r "' r "

105
93

0
m/z->
Abundance

165
.......... I.......

i" "r " ’i" ■' r " 'r "' i

.... II...... ll...... ..................
r "' r "' i" " I" " i" " I" " i" "r "' I

r " 'i"" I


