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Comments for Sample AE06795 - Analysis $GCMS
. f"‘

Westchester Dept. of Labs & Research

User: Vinci, David L

Date: 04-19-2002 Time: 10:40:12

The GCMS scan, from 35 to 550 amu, reveals the presence of several low level
unidentified compounds in the retention time range of 32 minutes to 33.5
minutes.
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Data File : C:\MSDCHEM\1\DATA\041602\6795.D vial:
Acg On : 16 Apr 2002 6:31 pm Operator:
Sample : SAMPLE 6795 3/21/02 Inst
Misc : Multiplr:
MS Integration Params: BENZO.P

Quant Time: Apr 18 16:29:06 2002 Quant Results File:

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

Internal Standards R.T. QIon
1) 1,4-Dichlorobenzene-d4 9.41 152
10) Naphthalene-ds 12.88 136
17) Acenaphthene-di0 17.99 164
30) Phenanthrene-d1o0 22.34 188
39) Chrysene-dl2 30.14 240
45) Perylene-dl2 34.01 264
System Monitoring Compounds
28) TCMX (SURR) 0.00 244
Spiked Amount 10.000
38) 2,4-DDD (SURR) 27.27 235
Spiked Amount 10.000
Target Compounds
2) N-nitroso-dimethyl amine .00 74
3) bis(2-chloroethyl) ether .00 23

4) 1,3 - Dichlorobenze

5) 1,4 - Dichlorobenzene

6) 1,2 - Dichlorobenzene

7) 2,2 ' - oxybis (1-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

.00 146
.00 146
.00 146
.00 45
.00 70
.00 117
.00 77
.00 82
.00 93
.00 180
.00 128
.00 225
.00 237
.00 162
.00 163
.00 165

[eliejeNoNoololoNeoNolaNeolNoNoReolloeNeNeloNoNoNoNoNoNeNolloNoNoNo o NoNeNeol ool
[=]
o
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13

Bohlk
Instrumen
1.00

5080402BBC.RES

Response Conc Units Dev (Min)

483805 40.00
2146980 40.00
1198552 40.00
1727058 40.00
1435566 40.00

875009 40.00

0 0.00
Recovery =
134087 10.43
Recovery =

ZEZAzz22222224 ZEZZ2Z22222222222222224

o .
U P oo P P =RvivivivivivavivivhivlcRvAviviviclvlvivlcEch-RoNololvRoN o)

.

.

.

.

ug/L 0.00
ug/L 0.00
ug/L -0.01
ug/L 0.00
ug/L
0.00%
ug/L 0.00
104.30%
Qvalue
d
d
d
d
ug/L 96
d

22) Acenaphthylene 152

23) Acenaphthene .00 153

24) 2,4-Dinitrotoluene .00 165

25) Diethylphthalate .00 149

26) 4-Chlorophenyl-phenyl ethe .00 204

27) Fluorene .00 166

29) Azobenzen/ 1,2-Diphenylhyd .00 77

31) N-Nitrosodiphenylamine .00 169

32) 4-Bromophenyl-phenyl ether .00 248

33) Hexachlorobenzene .00 284

34) Phenanthrene .00 178

35) Anthracene .00 178

36) Di-n-butylphthalate .00 149

37) Fluoranthene .00 202

40) Pyrene .00 202

41) Butylbenzylphthalate .00 149

42) Benzo (a) antracene .00 228

43) Bis (2-ethylhexyl) phthala 30.77 149 14122
44) Chrysene 0.00 228

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

6795.D 5080402BBC.M
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Data File : C:\MSDCHEM\1\DATA\041602\6795.D vial: 13

Acg Omn : 16 Apr 2002 6:31 pm Operator: Bohlk

Sample : SAMPLE 6795 3/21/02 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: BENZO.P

Quant Time: Apr 18 16:29:06 2002 Quant Results File: 5080402BBC.RES

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

DataAcqg Meth : 508SCAN

Compound R.T. QIon Response Conc Unit Qvalue
46) Di-n-Octylphthalate 0.00 149 0 N.D.
47) Benzo (b) fluoranthene 0.00 252 0 N.D.
48) Benzo (k) fluoranthene 0.00 252 0 N.D.
49) Benzo (a) pyrene 0.00 252 0 N.D. d
50) Indeno (1,2,3-cd) pyrene 0.00 276 0 N.D.
51) Dibenz (a,h) anthracene 0.00 278 0 N.D.
52) Benzo (g,h,i) perylene 0.00 276 0 N.D.
(#) = qualifier out of range (m) = manual integration
6795.D 5080402BBC.M Thu Apr 18 16:30:27 2002 Page 2
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Data File : C:\MSDCHEM\1\DATA\041602\6795.D vial: 13

Acg On : 16 Apr 2002 6:31 pm Operator: Bohlk

Sample : SAMPLE 6795 3/21/02 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: BENZO.P )
Quant Time: Apr 18 16:30 2002 Quant Results File: 5080402BBC.RES
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

IAbundance TIC: 6795.D
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Time—> 4.00 6.00 8.00 10.00 1200  14.00 16.00  18.00 20.00 22.00 24.00 26.00 28.00 30.00 32.00 34.00 36.00  38.00

6795.D 5080402BBC.M Thu Apr 18 16:30:28 2002 Page 3
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. File
Operator
Acquired
Instrument
Sample Name:
Misc Info :
Vial Number:

LSC Report - Integrated Chromatogram

C:\MSDCHEM\ 1\DATA\ 041602\6795.D

Bohlk

16 Apr 2002
Instrumen

SAMPLE 6795

6:31 pm using AcgMethod 508SCAN
3/21/02

13

Quant File :5080402BBC.RES (RTE Integrator)

Abundance TIC: 6795.D
12.88
2000000
1500000
9.41
1000000
500000 o~
544 /
10.26
. L o 157G A 2 A i e s S o
Time—> 4.00 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00
Abundance TIC: 6795.D
17,99
22.34
2000000
1500000
1000000
500000 - 27.28
. e T T | T T T T T T T T T T T T T T T T T T T T I T T T T T Ll T T T T T T T T 1 7 T T T T T L] T T I T T T
Time—> 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00
Abundance TIC: 6795.D
]
\“ \I
. qm
2000000 30.14 Q\)N\
1500000 /\
y{ 34.01
Vi
1000000 Q&iﬁﬁ
\ b
500000 \4p3 |
30.77 \ 3.23
G T i T T T T T T T T L T T T T T T T T T I T T T T T T T I T T T LJ L4 T L] L) T L] L] T Ll L ] L] T T T
Time—>  28.00 29.00 30.00 31.00 32.0 33.0 34.00 35.00 36.00 37.00 38.00 39.00
"795.D 5080402BBC.M Page 2
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Ddta File : C:\MSDCHEM\1\DATA\041602\6795.D Vial: 13

Acg On : 16 Apr 2002 6:31 pm Operator: Bohlk
Sample : SAMPLE 6795 3/21/02 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.P

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

5000

Title : Quantitation For Method 508gcscan
Library : C:\DATABASE\WILEY7N.L
hkkhkhkhkhkhhhkhhkhkhkhkdhhhkhhkhhkhkkhkhkhhhkkhkhhhkhkhhhhhhkhhhkhkhhkhddddkhkhkhhkhhkhkhkhhkhhhikkk
Peak Number 1 1,3-Dioxolane, 2-pentadecyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.44 7.53 ug/L 575173 1,4-Dichlorobenzene-d4 9.41
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Dioxolane, 2-pentadecyl- $$ ... 284 C18H3602 004360-57-0 38
2 3-(CYCLOHEX-3'-~EN-YL)PROPANOL $$... 174 C8H1404 015745-87-6 36
3 Acetic acid, 3-[1,3)dioxolan-2-y... 174 C8H1404 000000-00-0 36
4 1,3-Dioxolane, 2-methyl- (CAS) §... 88 C4H802 000497-26-7 9
Abundance Scan 401 (5.435 min): 6795.D (-) m/z 73.10 100.00%
3
5000 ’L
43 II|"|III'||I[1"I]III
5.00 5.20 540 5.60 5.80
o 8 103 m/z 43.10 22.52%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #231414: 1,3-Dioxolane, 2-pentadecyl- $$ Hexadecanal cycli...
73

5.00 5.20 540 5.60 5.80
m/z 45.10 8.98%

ZL‘L?' 58 | 99 115 137152167183 222240256 283
R A AR AR RAR S SR L e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 _
Abundance#36138: 3—(CY§LOHEX~3‘ EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
7

5.00 5.20 540 5.60 5.80
m/z 41.20 8.33%

5000
e 4 88 113 131 174
OPTTIIIIT*ITTI llllll]llllr‘rv‘v‘llllll TT 17T Yr TrY llllllllllllll T'T
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #78238: Acetic acid, 3-{1,3]dioxolan-2-ylpropy! ester
m

5.00 520 540 5.60 5.80

(=]

m/z 71.10 6.85%
5000
43
0 27 u L 88 113131 174
L lllrll llllll_l'lllllll_' TTTT IlllllllTlll llll[vllllrlT1llll
—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 5.00 520 540 5.60 5.80
795.D 5080402BBC.M Thu Apr 18 16:30:38 2002
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Data File : C:\MSDCHEM\1\DATA\041602\6795.D

Acg On : 16 Apr 2002 6:31 pm
* Sample : SAMPLE 6795 3/21/02
Misc

MS Integratlon Params: LSCINT.P

A e -

Vial: 13
Operator: Bohlk
Inst : Instrumen

Multiplr: 1.00

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

Title : Quantitation For Method 508gcscan
Library : C:\DATABASE\WILEY7N.L
hkhkhkhkkkhhkhdhkhkhhhhhkhkhkhhhhhhkhhkhkkdhhkhkhkhkhkhthkhkhrkhkdrhhhhkhkkhhddhhkhhhkhhhkhhrkhkhkidkhkk
Peak Number 2 1-Hexanol, 2-ethyl- (CAS) $... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
33.23 5.13 ug/L 419024 Perylene-di2 34.01
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- (CAS) $$ 2-E... 130 C8H180 000104-76-7 38

2 DI (2-ETHYLHEXYL) MALONATE 328 C19H3604 000000-00-0 38
3 Propanedioic acid, hexyl-, dieth... 244 C13H2404 005398-10-7 38
4 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 35
Abundance Scan 5131 (33.227 min): 6795.D (-) m/z 57.05 100.00%
SF 185
5000
112
4 83
143 2 33.00 33.20 33.40 33.60
0 | 166 03 m/z 185.10 96.55%
A RRRAALax
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26920: 1-Hexanol, 2-ethyl- (CAS) $$ 2-Ethylhexanol $$ 2-E...
57
5000
33.00 33.20 33.40 33.60
4 83 m/z 71.10 68.09%
0 It | J L P 129
Illllllll Il!llllll’ llll Trl"T'llrITlllllIlI]l_IllIlllYI"Ill]lTTlllll
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #279110: DI(2-ETHYLHEXYL) MAL.ONATE -
57
i 33.00 33.20 33.40 33.60
5000 ! m/z 70.10 58.17%
4 % g3 112
; i
RN
ol 180 aded s 1[129 149 181199217 238 271
A A i n s a  aAd Riaaana
m/z—> 20 40 B0 80 100 120 140 160 180 200 220 240 260 280
Abundance #178727: Propanedioic acid, hexyl-, diethyl ester (CAS) $$...
& 33.00 33.20 33.40 33.60
m/z 55.10 49.00%
5000
4 gz 112
ol 81, ) [|129 149 181199217 238 271
< Y IIXII llII LoL] L] TY17Y TY TV lll[lllll'llll'lfﬁllll
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 33.00 33.20 33.40 33.60
3795.D 5080402BBC.M Thu Apr 18 16:30:40 2002
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Operator ID: Bohlk Date Acquired: 16 Apr 2002 6:31 pm
Data File: C:\MSDCHEM\1\DATA\041602\6795.D

Name: SAMPLE 6795 3/21/02

Misc:

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

Library Searched: C:\DATABASE\WILEY7N.L

| --Internal Standard---

TIC Top Hit name RT EstConc Units Response [# RT Resp Conc
1,3-Dioxolane, 2-... 5.44 7.5 ug/L 575173 1 9.41 3055950 40.0
1-Hexanol, 2-ethy... 33.23 5.1 ug/L 419024 6 34.01 3267620 40.0

3795.D 5080402BBC.M Thu Apr 18 16:30:40 2002
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Library Searched : C:\Database\wiley7n.1l
* Quality : 36
ID : erythro-N,N-diethyl-3- roxy-2-methylpentanamide

Abundance @72 (19.954 min): 6795.D (-)
58 ‘—’/’//,,/
9000

8000

7000
6000
5000 100
4000 72
3000

2000
1000

o

I’Yll!llllllllll‘llllllll'Il!]r1||'|||llllll‘llIlllIlllllllllllllllllllllil'llll 1

miz—-> 20 30 60 70 80 80 100 110 120 130 140 150 160 170 180 190 200
Abundance #96575; erythro-N,N-diethyl-3-hydroxy-2-methylpentanamide
58

9000
8000

7000
- 100
L , 129

5000{ . 29 72

4000 ’\ //
‘ 44

3000 T

6000

1000
187

|
2000 1
i

-yt e e T T T T T e T R
7 T l I T T T T ] T T 1 T

m/z—> 20 30 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
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Library Searched
*Quality
D

C:\Database\wiley7n.1
36

Hexanamide, N,N-diethyl- $$ Caproic acid diethylamide $$ N,N-Diethylhe

xanamide $$ R 31

Abundance

9000

8000

7000

6000

5000

4000

3000

2000

1000

Scan 2872 (19.954 min): 6795.D (-)

100

72

m/z—-> 10 20

0 A A ALAM A

30

7T

60 70

IR I B R A B N

80 90 100
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LIS L B 0 LB B

130 140

150

LS S TRALELLEN DAL LI L I R

160 170 180 190 200
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15

29

58

100
43
72

#75037: Hexanamide, N,N-diethyl- $& Caproic acid diethylam...

115
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171
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Library Searched : C:\Database\wiley7n.1l
*Quality : 28
ID : Azacyclohexane, 3-methylamino-1-methyl-

Abundance Scan 2872 (19.954 min): 6795.D (-)

9000
8000
7000
6000
100

5000 -
4000 72
3000

2000 K__/

1000

clll'lTlllllll ]"llllllllllllll'rll llllllIllIlltfrl'llll'lrl['flllr1l|Illlrrlll|lll|Illﬁ
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #24668: Azacyclohexane, 3-methylamino-1-methyl-

58 71
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4000 42
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(L — et e e

T N
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Library Searched : C:\Database\wiley7n.1l
*Quality : 9
ID : 3-methyl-perhydro-1,3-oxazine

Abundance Scan 2872 (19.954 min): 6795.D (-)
58

9000
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7000
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5000 100
./—‘

4000 72
3000 198
2000

1000

L A I o B o R A B L AR e o RRRAR RaEa s s L A BARRA R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200
Abundance #8892 3-methyl-perhydro-1,3-oxazine

100
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Library Searched : C:\Database\wiley7n.1l
 Quality : 9
Ip : Piperazine, 1l-methyl-

Abundance Scan 2872 (19.954 min): 6795.D (-)
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4000 72 .
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44
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olllllif‘lllll‘llll'lll lllelﬁ_l_rlllfY_rllrl II'lliﬁllll'ﬁlIIll‘lIlrt"_l'llllllllllT_rlllllllllll‘l—‘lll_l
m/z—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #8145: Piperazine. 1-methyl-
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Library Searched
‘Quality
ID

.
.
.

C:\Database\wiley7n.1

4
1H-Benzotriazole,

1-methyl- $$ 1-Methyl-1,2,3-benzotriazole $$ 1-Methy
lbenzotriazole $$ 1-Methyl-1H-benzotriazole

Abundance
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#28666: 1H-Benzotriazole, 1-methyl- $3 1-Methyl-1,2,3-benz...
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,Library Searched : C:\Database\wiley7n.1l
Quality : 4
ID : 3,4-diaminobenzonitrile P

Abundance Scan 4972 (32.293 min): 6795.D (-)
2?9
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Abundance #28691. 3,4-diaminobenzonitrile
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lerary Searched : C:\Database\wiley7n.l
Quallty : 4
ID : benzaldehyde cyanohydrin .

Abundance Scan 4972 (32.293 min): 6795.D (-)
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Abundance #28742: benzaldehyde cyanohydrin
105 133

9000
77
8000
7000
6000
5000 51 115
4000
3000
2000

1000

OFrrrr e e e e R e e e e e e e e

mz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250

NYC-WTC_000039949












NYC 9/11 Public Portal Document

Library Searched : C:\Database\wiley7n.1l
*Quality : 9
D : 8-Isopropeny1-1,3,3,7-tetramethy1-bicyclo[5.1.0]oct—5—en-2ko;x‘e

\\

Abundance Scan 5008 (32.504 min): 6795.D (-) i N
239

105 133
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8000 \ |
7000 119 N )
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OYTTII TTTT[Trrr[rrorr TTVTT TYVIpvrrr” TYYr[rrrre TTUTUTYYI T VY ITTIT VT VTR proeTT LIRS LR TTTT TTTT llll'!ll TUrT Tr T T LIR IR Y TrTT TTTY VT
T T T T T ] J T T T T T T T ] T T

m/z—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270
Abundance #142079: 8-Isopropenyl-1,3,3,7-tetramethyl-bicyclo[5.1.0]o...
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