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Corfmjlents for Sample AE01141 - Analysis $GCMS

‘Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 02-27-2002 Time: 09:05:46

The GCMS scan, from 35 to 550 amu, reveals the presence of Acrylic acid
octadecanyl ester at an estimated level of 0.44 ug/L and with a fit of 90 out of

100. The recoveries for 16 of the 43 compounds in the LCS Standard were above
their acceptance ranges, while 3 of the 43 compounds were below their acceptance
ranges.
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Data File : C:\MSDCHEM\1\5973N\02FEB25\01141.D Vial: 7

Acg On : 25 Feb 2002 4:11 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 25, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Feb 26 08:28:40 2002 Quant Results File: HP022102.RES
Quant Method : C:\MSDCHEM\1l...\HP022102.M (RTE Integrator)

Title : 508 scan method

Last Update : Mon Feb 25 10:47:59 2002

Response via : Initial Calibration

DataAcg Meth : HP020702

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.72 152 1506257 20.00 ug/L 0.00
10) Naphthalene-ds 13.19 136 6549104 20.00 ug/L 0.00
17) Acenaphthene-dio 18.33 164 3276500 20.00 ug/L 0.00
29) Phenanthrene-d10 22.63 188 5348304 20.00 ug/L -0.01
38) Chrysene-dl2 30.49 240 4185543 20.00 ug/L -0.03
44) Perylene-dl2 34.41 264 2813341 20.00 ug/L -0.04
System Monitoring Compounds
37) 2,4-DDD 27.72 235 335876 4.71 ug/L 0.00
Spiked Amount 5.000 Recovery = 94.20%
Target Compounds Qvalue
20) Dimethylphthalate 18.34 163 528939 2.66 ug/L # 57
21) 2,6-Dinitrotoluene 18.33 165 416677 9.08 ug/L # 27
(#) = qualifier out of range (m) = manual integration
01141.D HP022102.M Tue Feb 26 08:28:41 2002 Page 1
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Data File : C:\MSDCHEM\1\5973N\02FEB25\01141.D Vial: 7
" Acg On : 25 Feb 2002 4:11 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : February 25, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Feb 26 8:28 2002 Quant Results File: HP022102.R
Method : C:\MSDCHEM\1\METHODS\METHODS\HP022102.M (RTE Integrator)
Title : 508 scan method
Last Update : Mon Feb 25 10:47:59 2002
Response via : Initial Calibration
Abundance TIC:01141.D
7500000
7000000 £
£
6500000 _ 3
g ;
6000000 £ ~ ’ 3
3 ) i ;
|
5500000 _ 6
:
50000C0 é
g
4500000 = =
3
4000000 H
3500000
3000000
2500000
2000000
0
1500000 §
1000000 Sé
500000 S\ /
. ol‘lllllnl l)'Tllllll jkgllllll]ll LllI[llTLrT kl]ll‘ll]llllILIIIILIlIII T[T Trrrrprrr
Time—> 400 6.00 800 10.00 1200 14.00 16.00 1800 20.00 22.00 24.00 26.00 28.00 30.00 32.00 3400 3600 38.00
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Data File : C:\MSDCHEM\1\5973N\02FEB25\01141.D Vial: 7

Acg On : 25 Feb 2002 4:11 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 25, 2002 Multiplr: 1.00
MS Integration Params: LSCINT.P

Method : C:\MSDCHEM\1\METHODS\METHODS\HP022102.M (RTE Integrator)
Title : 508 scan method

Smoothing : OFF Filtering: 5

Sampling : 2 Min Area: 100 Area counts
Start Thrs: 0.2 Max Peaks: 20

Stop Thrs 0 Peak Location: TOP

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

Signal : TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.498 7 11 15 rBV 37768 53929 0.38% 0.073%
2 3.622 19 22 33 rVB 42232 66250 0.47% 0.090%
3 5.947 225 228 231 rBV 58024 1381459 0.99% 0.188%
4 6.004 231 233 249 rVvv 55416 127618 0.91% 0.174%
5 9.718 557 562 567 rBV 4150801 8356122 59.62% 11.361%
6 12.540 807 812 817 rBV 135227 227463 1.62% 0.309%
7 13.195 865 870 875 rBV 6413136 12372702 88.28% 16.822%
8 13.375 883 886 895 rvVvB3 13655 39172 0.28% 0.053%
9 18.331 1319 1325 1331 rBV 6339389 13374387 95.43% 18.184%
10 19.923 1461 1466 1469 rBV 26247 46412 0.33% 0.063%
11 21.334 1587 1581 1595 rBV 54633 106215 0.76% 0.144%
12 21.402 1595 1597 1601 rvv2 17133 38789 0.28% 0.053%
13 22.282 1671 1675 1679 rvv2 47562 88340 0.63% 0.120%
14 22.632 1701 1706 1711 rBV2 6185173 14014753 100.00% 19.055%
15 22.768 1715 1718 1739 rVB 90277 403812 2.88% 0.549%
16 24.845 1897 1902 1913 rBV 28297 66372 0.47% 0.090%
17 27.724 2153 2157 2163 rBV 939831 1639868 11.70% 2.230%
18 28.503 2221 2226 2241 rVB 126391 273811 1.95% 0.372%
19 30.489 2397 2402 2443 rBV 5142408 12419300 88.62% 16.886%
20 34.407 2743 2749 2781 rBV 3584984 9696527 69.19% 13.184%
Sum of corrected areas: 73549991
31141.D HP022102.M Tue Feb 26 08:30:25 2002 Page 1
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File
Operator
Acquired
Instrument
Sample Name:
Misc Info :
Vial Number:
Quant File

Loe ASpuL L

25 Feb 2002

Instrumen
508 scan
February 25,
7

LilLTYLALTU il viliiga Loyl atit

: C:\MSDCHEM\1\5973N\02FEB25\01141.D

4:11 pm using AcgMethod HP020702

2002

:HP022102.RES (RTE Integrator)

Abundance
6000000

5000000

4000000

2000000

1000000

3562

HID

TiIC:01141.D
1319

9.72

1254

13.38

A
T T T

T

0

[

Time—> 4.00

T

T

5.00 6.00

T T T

7.00

T T T T 7 T T T

12.00

| L L AL A S

8.00 9.00 10.00 11.00 13.00

T
14.00

LI

15.00

Abundance
6000000

5000000

1000000

1833

-

TIC: 01141.D

2263

19.92 /3B 222%237 2484

27

OF——
Time—> 16.00

1700

T T T T T TT

18.00 19.00

T T T

T T T

24.00

LI R Y e AR S S S SR SN B

2000 2100 22.00 2300

2500 2600

T T ¥

2700

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

30.49

TIC: 01141.D

34.41

Kgﬁm
(o) S
Time-> 28.00\ ,‘!9

LA L B SN S B SR S NN BN SO R N Bt SO ML S RN IR RS S SN SR B B

00 30.00 31.00

T T

3200 33.00 34.00 3500 36.00

T T7 L A

T T T T T

3700 38.00 3900

01141.D HP022I02.M

NYC-WTC_000003548

Tue Feb 26 08:30:25 2002

Page 2



NYC 9/11 Public Portal Document

Data File :

C:\MSDCHEM\1\5973N\02FEB25\01141.D

Acg On : 25 Feb 2002 4:11 pm
Sample : 508 scan

Misc : February 25, 2002

MS Integration Params: LSCINT.P

Quant Method :

Vial: 7

Operator:
Inst :
Multiplr:

Instrumen
1.00

C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
khkhkhkhkhkhkkhkrxkhkhkkkhkkhkhkkhkhkkkhkhhhkhkhkhkhkhkhkhkhhhkkhkhkkhhkhkhhkkhhkhkhhkkhhkhkkkhkkkkkkkk
Peak Number 1 Acetonitrile, dichloro- $$ ... Concentration Rank 8
R.T EstConc Area Relative to ISTD R.T
3.50 0.13 ug/L 53929 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Acetonitrile, dichloro- $$ Dichl... 109 C2HCI2N 003018-12-0 83
2 Acetonitrile, dichloro- 109 C2HC12N 003018-12-0 78

3 Dichloroacetonitrile $$ Acetonit...
4 Thietane (CAS) $$ Thiacyclobutan...

74 C3H6S

109 C2HC12N

003018-12-0 64
000287-27-4 37

m/z 74.00 100.00%

F

350 360 370 380 390

m/z 81.85 44 .41%

[

350 360 3.70 380 390

m/z 83.90 33.24%

)

LIRIR O SRER SR ILEN SLIR SRR IRSRIR A0 IRELELALEN BRIRERAR]

350 360 3.70 380 390

m/z 76.00 31.41%

TITF [T I T [ TP T P[P I T[T TV [ 7vTT

3.50 360 3.70 3.80 3.90

Abundance Scan 11 (3.498 min): 01141.D (-)
74
5000 82
47 l
0 [IET 11 1
1‘!]“!‘lllll]llll]llll[llllllll’llllllllll|ll[ITIII]lTl¥
miz—> 10 20 30 40 50 60 70 80 20 100 110
Abundance #11641: Acetonitrile, dichioro- $$ Dich7loroacetonitrile $8...
4
5000 82
47
i nl
0 I | Lt | 109
e
mfz—-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #11644: Acetonitrile, dichloro-
74
35
5000 82
‘ 47
c s “l N | L I ‘ 4
I T B e o o L L I B o S e A T LI e
m/z--> 10 20 30 40 -50 60 70 80 20 100 110
IAbundance #11642: Dichloroacetonitrile $$ Acetonitrile, dichloro- $$...
74
82
5000
47
35
1|2 | ” i 1‘ | 108
L0 o LA e o o 2 o o 2 LA 2 e 2
m/z—-> 10 20 30 40 50 60 70 80 20 100 110

m/z 47.00 22.84%

9

3.50 360 3.70 3.80 3.20

01141.D HP022102.M
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Data File C:\MSDCHEM\1\5973N\02FEB25\01141.D
Acg On 25 Feb 2002 4:11 pm

Sample 508 scan

Misc : February 25, 2002

MS Integration Params: LSCINT.P

Quant Method

Title : 508 scan method

Library

C:\DATABASE\WILEY7N.L

Vial: 7

Operator:
Inst
Multiplr: 1.00

C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Instrumen

khkkkhhkhkhkhkhkhkhkhkhkhkhhhkhhkhhhhhhhkhkhhkhkhkhhkkhkhkhkhkhhhkkkhkhkhkkhkkhkkkhkkkhkkkhkhkkkkkkkkkk

Peak Number 2

Butanoic acid, methyl ester

Area Relative to ISTD

66250 1,4-Dichlorobenzene-d4

MW MolForm

Concentration Rank 6

1 Butanoic
2 Butanoic

, methyl ester
, methyl ester

102 C5H1002
102 C5H1002

000623-42-7 83
000623-42-7 83

3 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83
4 Butanoic acid, methyl ester (CAS... 102 C5H1002 : 000623-42-7 83
Abundance Scag22(3.622 min): 01141.D () m/z 43.10 100.00%
4 3
5000
59
% | l 3.50 3.60 3.70 3.80 3.90 4.00
ot e T T B an et S m/z 74.00 97.68%
m/z—-> 10 20 30 40 50 60 70 80 20
Abundance #9219: Butanoic acid, methyl ester
43
74
5000 27
15 3.50 3.60 3.70 3.80 3.90 4.00
59 87 m/z 71.00 74.27%
33 38|,
07_l7llllI'Illlllllllllllllll_fllllllllllllllll
> 10 20 30 40 50 60 70 80 90
Abundance #9217: Butanoic acid, methyl ester
43 74
3.50 3.60 3.70 3.80 3.90 4.00
5000 m/z 41.10 34.50%
27 59
87
L0 SN0 N N S S L SIS S S
m/z—> 10 20 30 40 50 60 70 80 90
Abundance #9222: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
4 74 3.50 3.60 3.70 3.80 3.90 4.00
m/z 59.00 31.05%
5000
59 87
O T T I’I Ir l ![llIfﬁﬁ"lll l![Tl]ll
m/z—> 10 20 30 40 50 60 70 80 20 3.50 3.60 3.70 3.80 3.90 4.00
01141.D HP022102.M Tue Feb 26 08:30:25 2002 Page 4
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Data File : C:\MSDCHEM\1\5973N\02FEB25\01141.D
Acg On 25 Feb 2002 4:11 pm

Sample 508 scan

Misc : February 25, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

C:\MSDCHEM\1. .
508 scan method
C:\DATABASE\WILEY7N.L

Vial: 7

Operator:
Inst
Multiplr:

Instrumen
1.00

.\HP022102.M (RTE Integrator)

khkkkkhkkhkhkkhkhkhkhkdkkhkhkhkhkhhhkhkhkhkhkhhhkkhkhkhkhkhhkhkhkhkhkhkkhkkkhkkhkkhkkkhkhkhhkhkkdkkkkkik

Peak .Number 3

3- (CYCLOHEX-3'

-EN-YL) PROPAN. . .

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

5.95 0.33 ug/L 138149 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3- (CYCLOHEX-3'-EN-YL)PROPANOL $S... 174 C8H1404 015745-87-6 42
2 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 000000-00-0 42
3 N-Ethylformamide $$ N-Formylethy... 73 C3H7NO 000627-45-2 9

4 N,N-DIMETHYL-2-BUTOXYISOPROPYLAMINE 159

CO9H21NO

000000-00-0 9

IAbundance Scan7228(5.947min):01141.D(-) /z 73.10 100.00%
B
43 ﬁgéélléééllébélll]l!l!]]
0r|[11|:|||||[-|r:|||'=||v]l§'15'1'11117]1r T 181|7||x||'[103r|lvx|]r”]7rr[xnr||r IRARAREE m/z 43 10 23 80%
m/z—> 10 20 30 40 50 60 70 80 SO 100 110 120 130 140 150 160 170 180
IAbundance #36138: 3-(CYCLOHEX-3-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
73
5000 llll'llll[llllllklll‘l
560 580 6.00 6.20
43 m/z 45.00 10.14%
27 || 55 I 113 174
cl\[IllllllT]'YTTI[IIllllIIIIIlll]!lIllllll[llllllllllllll[lllllllll]lllTIITllIlll\'l’l’lI‘l‘r‘*
m/z--> 10 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180
Abundance #78238: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester
73
l‘llllll]lllllllllllle"[_!
560 580 6.00 6.20
5000 m/z 41.10 9.75%
27 || 55 . 87 13 174
0Lt vvvepredprne ity e e e P e e e
mfz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #1794: N-Ethylformamide $$ N-Formylethylamine $$ Formamide... e  EEEEE e R s e o
3D 560 580 600 620
73 m/z 71.00 6.71%
5000
58
15 I ’
Oll[Il]lllll!l lllT||'II!I]I lIllIIllIl'll]IlllIlllllllll]llll]llll[llll'|lllllllllll’lll lr'Ill’lIll IIlll Illll]l
miz—-> 10 20 30 60 70 80 90 100 110 120 130 140 150 160 170 180 560 580 600 620
21141.D HP022102.M Tue Feb 26 08:30:26 2002 Page 5
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Data File : C:\MSDCHEM\1\5973N\02FEB25\01141.D vial: 7

Acg On : 25 Feb 2002 4:11 pm Operator:

‘Sample : 508 scan Inst : Instrumen
Misc : February 25, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Title : 508 scan method

Library : C:\DATABASE\WILEY7N.L
hkhkhkhkhkkhkhkhkkhkhkkhkkhkhkrdhhhkhkhkhkhkhhkkhkhkdhkhdkhhkdhdhkhkhkhhhkhhkhhhkhkhkhkhkhkkhkhdhkkkhkkhkhkhkhkhkhkhhkk
Peak Number 4 2-Propanone, 1l,1,l-trichlor... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

6.00 0.31 ug/L 127618 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propanone, 1,1,1-trichloro- (C... 160 C3H3C1l30 000918-00-3 83
2 2-Propanone, 1,1,l1-trichloro- $$... 160 C3H3C1l30 000918-00-3 78
3 2-Propanone, 1,1,l-trichloro- (C... 160 C3H3Cl30 000918-00-3 53
4 2-Propanone, 1,1,l-trichloro- (C... 160 C3H3Cl30 000918-00-3 45

lAbundance t3Scan 233 (6.004 min): 01141.D (-) m/z 43.10 100.00%
4
5000
T e
83 97 125 560 580 600 620 640
) I N . SRSy PO U L ¥ m/z 124.90 7.209
m/z-—-> 10 20 30 40 50 60 70 8 SO0 100 110 120 130
IAbundance #59078: 2-Propanone, 1,1,1-trichloro- (CAS) $$ Trichloroac...
43
5000 llllllllllllllllllifll
560 580 6.00 6.20 640
m/z 126.90 6.64%
35 49 61 82 97 117 125
Gl’[llll]II||Il"lllllll']lllllllllflllllllllll[lll‘lllIIII'IIIT'[T‘I\"II'T‘I_r
m/z—-> 10 20 30 40 50 60 70 80 S0 100 110 120 130
Abundance #59081: 2-Propanone, 1,1,1-trichloro- $$ .alpha.,.alpha.,....
43
560 580 600 620 640
5000 m/z 82.90 6.35%
15
0 35 49 85 97 117 125
> o B % 4 5 & T % 8 16 16 1% 1%
Abundance #59082: 2-Propanone, 1,1,1-trichloro- (CAS} $$ Trichloroac... L I o e e o B B
43 560 580 600 620 6.40
m/z 47.00 6.28%
5000
5 27 .49 63 8 9 4017 1?7
OTIIIIITIIIIY‘[‘II'III!II]’IIII]IIII| lllllll ,Illl'llll II‘T—,_I_T T T lllllllllllllfilllll ll
m/fz--> 10 20 30 40 50 60 70 80 ©0 100 110 120 130 560 580 6.00 6.20 640
01141.D HP022102.M Tue Feb 26 08:30:26 2002 Page 6
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Data File : C:\MSDCHEM\1\5973N\02FEB25\01141.D vial: 7

Acg On : 25 Feb 2002 4:11 pm Operator:

Sample : 508 scan Inst Instrumen
Misc : February 25, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method

C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
kdkkkhkkkhkhkhkhkhkhkkkhkhkhkkhkhkhkkhkhhkkkhhkhhkkhkhkkkhkkhkhkkhkhkhkkhkkhkhkhkhkkkkkhkhkkkkkkkkkk
Peak Number 5 Cyclopentasiloxane, decamet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.54 0.37 ug/L 227463 Naphthalene-ds8 13.19
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentasiloxane, decamethyl- C10H30058i5 000541-02-6 80
2 Cyclopentasiloxane, decamethyl- C10H3005815 000541-02-6 53
3 Benzeneacetic acid, .alpha.,3,4-... C20H40055i4 037148-65~5 38
4 Heptasiloxane, 1,1,3,3,5,5,7,7,9... C14H4406S81i7 019095-23-9 36

m/z 73.00 100.00%

T

T [P T T T [T T I T T T T T

1220 1240 1260 12.80

m/z 266.90 40.34%

_\;>

LN BN L S B L B B BN LI S BB S B |

1220 1240 1260 12.80

m/z 355.00 37.43%

->—

TT [P I 7 V[T T T T[T v r T [T 71T

1220 1240 1260 12.80

m/z 356.00 13.30%

LI I S 0 L B B L L SNC N B B

1220 1240 1260 12.80

m/z 268.00 11.03%

Abundance Scan 812 (12.540 min): 01141.D (=)
73
5000 267 355
T ] Ll T T l T T T ] T T T T I T T T [ T LR | I T 177 T l T
mfz—-> 50 100 200 250 300 350
Abundance #313068: Cyclopentasiloxane, decamethyl-
78
355
267
5000
O ....%y,..?r,..,.¥§&l
miz—> 50 100 200 250 300 350
Abundance #313065: Cyclopentasiloxane, decamethyl-
73
5000 267
355
45
C lll Il T T T | T T 7T T l1lgl3| l2I2.3I T ,]L T I 17 T l I3123l T |
m/z—-> 50 100 200 250 300 350 400
Abundance #361625; Benzeneacetic acid, .alpha.,3,4-tris[{trimethylsi...
73
5000 355
0 W m o ws
T T T
mfz—> 50 100 200 250 300 350

TT T T T

SUURAR R
1220 1240 12.60 12.80

01141.D HP022102.M
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Data File : C:\MSDCHEM\1\5973N\02FEB25\01141.D
Acg On : 25 Feb 2002 4:11 pm

Sample : 508 scan

Misc : February 25, 2002

MS Integration Params: LSCINT.P

Quant Method
Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L

Vial: 7
Operator:
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

hkhkdkkhkkkkkkkkhhhkhhkkkkhhkhkkhkkhkkkkkhkkhkhkhhhkhkhkkkhkkkkkkhkkkkkhkhkhkkhkkhhkkkkkkkhkk

Peak Number 6 2-Methoxy-3-hydrazinyl-pyra...

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.38 0.06 ug/L 39172 Naphthalene-ds8 13.19
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual

140 C5H8N40

1 2-Methoxy-3-hydrazinyl-pyrazine

000000-00-0 78

2 4H-Pyran-4-one, 2-ethyl-3-hydrox... 140 C7H803 004940-11-8 56
3 Pyridine, 4-nitro-, l-oxide (CAS... 140 C5H4N203 001124-33-0 50
4 Pyrimidinetetramine- $$ Pyrimidi... 140 C4H8N6 001004-74-6 39
Abundance Scan 886 (13.375 min): 01141.D (-) m/z 140.00 100.00%
140
5000
0 o4 B e e
44 54 84 , 108 13.00 13.20 1340 13.60 13.80
ol e b e e e o et | | M/ 94.00  13.11%
m/z—> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance " #35089: 2-Methoxy-3-hydrazinyl-pyrazine
140
5000 42 A N e R
54 13.00 13.20 13.40 13.60 13.80
68 m/z 69.90 12.79%
| [ T2 3 %
o l Il
I e B e AR B o e S R
m/z—> 30 40 50 60 70 80 80 100 110 120 130 140
Abundance #35346: 4H-Pyran-4-one, 2-ethyl-3-hydroxy- (CAS) $$ Ethyi ...
1300 1320 1340 1360 13.80
5000 97 m/z 141.00 9.88%
71
125
53 84 111
O L I o B o B o B 0 5 B B e LB B e o S A BELmEE mm s
m/iz—> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #35067: Pyridine, 4-nitro-, 1-oxide (CAS) $$ p-Nitropyridi... R I
140 13.00 1320 1340 13.60 13.80
m/z 66.00 9.87%
5000 I 110
45 63
124
94
I
() AN | || N S NSO A N | E—
m/z—-> 30 40 50 60 70 80 S0 100 110 120 130 140 13.00 1320 13.40 13.60 13.80

01141.D HP022102.M Tue Feb 26 08:30:26 2002
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Data File : C:\MSDCHEM\1\5973N\02FEB25\01141.D Vial: 7

Acg On : 25 Feb 2002 4:11 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 25, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
khkhkhkdhkhkhkhhkdhhkhkhkhhhhhkhkrhhkdkhhkhhhhhhkhkhhkhhkhhkhkhkhhkhkhkkhkkhkhkhhhhkkkkhkkhkhhkkhkkkkkkkhik
Peak Number 7 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.92 0.07 ug/L 46412 Acenaphthene-dilo0 18.33
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 64
2 Octacosane 394 (C28H58 000630-02-4 64
3 Dotriacontane 451 C32H66 000544-85-4 64
4 Pentatriacontane 493 C35H72 000630-07-9 64
Abundance Scan 1466 (19.923 min): 01141.D (- m/z 57.10 100.00%
5000 85
UV AR A AR
| 164 19.60 18.80 20.00 20.20
c T T || T ¥ T 'II T T T T l lll T T l T T T T l T T T T l T T T ¥ l'f T T T | T T T T | T m/z 43'10 71'01%
mfz--> 50 100 150 200 250 300 350 400 450
Abundance #288784: Tetracosane
57
5000 A
85 rTrTT YT T T R
19.60 18.80 2000 20.20
m/z 71.10 58.71%
0,33 ,,1|11[3,1‘,” 197 225 204 338 |
T T ] T 1 T T T T T T I T T T T Ll T T T T T T T ] T T T T T T T T l T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #329267: Octacosane
57
1060 19.80 20.00 2020
5000 85 m/z 85.10 46.71%
0 J {113 141 169 197 225 394
miz—> 50 160' 15'0 260 2%0 360 3&130 460 4%0
Abundance #355040: Dotriacontane L B O MEARAEAL AN e o o
57 19.60 19.80 20.00 20.20
m/z 41.10 26.33%
5000 85
LI, e e f\
T T T 1 1 T LENNER SR B | T 1 T 7T LN T T 7T v T 7T 1T T 7T T T 1T 7 T T T llllllllllll lllll
miz—-> 50 100 150 200 250 300 350 400 450 1960 1980 2000 2020
01141.D HP022102.M Tue Feb 26 08:30:26 2002 Page S
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Data File C:\MSDCHEM\ 1\5973N\02FEB25\01141.D
Acg On 25 Feb 2002 4:11 pm

Sample 508 scan

Misc February 25, 2002

MS Integration Params: LSCINT.P

C:\MSDCHEM\1..
508 scan method
C:\DATABASE\WILEY7N.L

Quant Method
Title
Library

Vial: 7
Operator:
Inst : Instrumen
Multiplr: 1.00

.\HP022102.M (RTE Integrator)

kkdkhkhkkhkhkhkkkhhhkkkhdhkkkhkdhhkkhkhkhkkhhkhkhhkhkhkhkhkhkkhkhkhkhkhkhkhkhkkhkhkhkhkhhkhkhkhhhkkkkx

Peak Number 8 Eicosane Concentration Rank 7
R.T EstConc Area Relative to ISTD R.T
21.33 0.15 ug/L 106215 Phenanthrene-di0 22.63
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 BEicosane 282 C20H42 000112-95-8 90
2 Octadecane (CAS) $$ n-Octadecane... 254 C18H38 000593-45-3 90
3 Nonadecane $$ n-Nonadecane 268 C19H40 000629-92-5 87
4 Hexadecane (CAS) S$$ n-Hexadecane... 226 Cl16H34 000544-76-3 86
Abundance . Scan 1591 (21.334 min): 01141.D (-) m/z 57.10 100.00%
5
43 71
5000 85
AN
99 VR VAR A R
‘ | Ll 113 127 2100 21.20 21.40 21.60
0 Il”"l"‘”"l M e e z 71.10 63.44%
m/z—-> 40 60 80 100 120 140 160 180 200 220 240 260 280
IAbundance #228992: Eicosane
43 97
71
5000
85 21.00 21.20 21.40 21.60
I m/z 43.10 56.71%
99 113127
Olll[lll!lll‘lui_‘l]llllllhll lllllll |141 T Illl "'_rTl[ llllllll —I—rfflzlsz

mfz—-> 40 60 80 100 120 140 160

180200220240260280

%

Abundance #193184: Octadecane (CAS) $$ n-Octadecane $$ Octadecan
48 57
7 21.00 2120 21.40 21.60
5000 85 m/z 85.10 39.99%
c..,l...!,lﬁ,]u[...uu AE AT -
niz—> 40 60 80 100 120 140 160 180 200 200 240 260 280
Abundance #211486: Nonadecane $$ n-Nonadecane I B e o e I B
57 2100 2120 2140 21.60
43 71 m/z 41.10 29.01%
5000
99"
3
obd A N 4 TR tesaer 268
m/z—> 40 60 80 100 120 140 160 180 200 220 240 260 280 21.00 21.20 21.40 21.60

01141.D HP022102.M
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Data File : C:\MSDCHEM\1\5973N\02FEB25\01141.D
Acg On : 25 Feb 2002 4:11 pm

Sample : 508 scan

Misc February 25, 2002

MS Integration Params: LSCINT.P

Quant Method

Title

Library

C:\MSDCHEM\1..

.\HP022102.M

508 scan method

C:\DATABASE\WILEY7N.L
khkhkhkhkhkhkhkhkkhkhkhkhkhhkhkhkkkkhkhkhhkhhkhkhkkhkkkkkhkhkkkhhhhkkhkhkkkhkkhkkhkhkhkhkkhkhkxkkhhkdkx

Vial: 7
Operator:
Inst Instrumen
Multiplr: 1.00

(RTE Integrator)

Peak Number 9 Undecane, 3,6-dimethyl- Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T.
'21.40  0.06 ug/L 38789  Phenanthrene-d10 22.63
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual

1 Undecane,
2 Octane,
3 Decane,
4 Undecane,

3,6-dimethyl- 184 C13H28
3,6-dimethyl- 142 C10H22
2,6,8-trimethyl- 184 C13H28
6,6-dimethyl - 184 C13H28

017301-28-9 64
015869-94-0 45
062108-26-3 42
017312-76-4 40

Abundance Scan 1597 (21.402 min): 01141.D (-) m/z 57.10 100.00%
57 71
43
5000
8 98 43 SN . v N —
“ 2100 2120 21.40 2160 21.80
o,]....,....],!..,.,l.. B — m/z 71.10 94.479
m/z-—-> 20 30 50 70 80 90 100 110 120 130 140 150 160 170 180 120
Abundance #93412: Undecane, 3,6-dimethyl-
T4
5000 71 A LRI e o B e B
mmmmzuommmm
m/z 43.10 53.61%
8 98 113 155 184
O ettt e e e e e e
mfz—> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 180
Abundance #38860: Octane, 3,6-dimethyl-
57
71
21.00 2120 2140 2160 21.80
5000 m/z 41.10 42 .88%
113
R T R e S
mfz—> 20 30 40 S50 60 70 80 S0 100 110 120 130 140 150 160 170 180 180
Abundance #93449: Decane, 2,6,8-trimethyl- il B o R RALES I s
57 21.00 21.20 21.40 21.60 21.80
m/z 56.00 32.30%
5000 43
71
0 ]x 1 & N 11:3 155 184 A
lllrllllllllllll llll|llll]IYIY}'IlllIlllllllllll'lr]llll]lllIIIIIIIIII!II[IIIT!lllllll'l llll]lllll!lll T v L
mfz—-> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 21.00 2120 21.40 21.60 21.80

01141.D HP022102.M
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Data File C:\MSDCHEM\1\5973N\02FEB25\01141.D Vial: 7

Acg On 25 Feb 2002 4:11 pm Operator:

Sample 508 scan Inst Instrumen
Misc February 25, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method C:\MSDCHEM\1.

.\HP022102.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
khkkkhkkkhkkhkhkkkhkhhhkhkhkkkhkkkhkhkkhkhkhkkhkhkkhkkhkhhkkhkhkhhhkhhhhkkkkhhkkhkkhkkhhhkkkhkkkhhkkdkdhk*k
Peak Number 10 3-Cyanocarbazole $$ 9H-Carb... Concentration Rank 9
R.T EstConc Area Relative to ISTD R.T
22.28 0.13 ug/L 88340 Phenanthrene-di1o0 22.63
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 3-Cyanocarbazole $$ 9H-Carbazole... 192 C13H8N2 057102-93-9 59
2 N-perdeuteriobenzylideneaniline 192 C13D11N 000538-51-2 58
3 l-amino-2-methyl-4-isopropyl-thi. 192 CS5H13N4PS 107264-54-0 50
4 N-(2-methylprop-2-enyl)-2-nitrob... 192 C10H12N202 000000-00-0 47
Abundance Scan 1675 (22.282 min): 01141.D (-) m/z 192.10 100.00%
192
5000
96 U SRR U U
57 70 8,2 ’ 118 146 160 H 2200 2220 2240 22.60
Obrrrrprrrrrerrre et et el | [ M7z 96.00  18.30%
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #103424. 3-Cyanocarbazole $$ 9H-Carbazole-3-carbonitrile (CAS
192
5000 I e e B
22.00 2220 2240 2260
96 164 m/z 191.10 15.69%
138 I
o""I""["”l""l""I"”[”T‘T‘'”l""I“"I‘”‘I""I""I""I""I""I"”—[ YT
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #88409: N-perdeuteriobenzylideneaniline g
192
2200 2220 2240 2260
5000 82 m/z 193.00 15.53%
54 110
30 94 160
0llllilllllllll[llllIIIll!lITIIllll'l!!l]l|'¥l‘lf'Trr\'llIlllllllllll!'[irlllll||l|ll|=[l ITYIY_l
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200
Abundance #101918: 1-amino-2-methyl-4-isopropyl-thiotriazaphosphalin... N S I I
159 192 2200 2220 2240 2260
m/z , 82.00 11.93%
5000
144 177
0"'lllllllllll||‘l'r,—l_|'lll lll[llll‘lflll IlI'IlIIIIIIF[IIII'I|Il|lll|[lll|lll|||’r IIIEI ]I LRSS T T l/l\ll\l T T I’YTT
miz—> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200 2200 2220 2240 22.60

01141.D HP022102.M Tue Feb 26 08:30:27 2002
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Data File : C:\MSDCHEM\1\5973N\02FEB25\01141.D Vial: 7

Acg On : 25 Feb 2002 4:11 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 25, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
kkkkkkhkkkhkhhkkkhkikkhkhkkhkhkkhhkhkhkkkhkkhhkkkhkkhkkkhkhkhkhkkhkhkkkhkhkkhkkkkhkkhkkkhkhkkkhhkkkdkk
Peak Number 11 DECADEUTEROPHENANTHRENE $$ ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.77 0.58 ug/L 403812 Phenanthrene-dl10 22.63
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 DECADEUTEROPHENANTHRENE $$ Phena... 188 (C14D10 001517-22-2 83
2 Acridine-D9 188 C13DSN 000000-00-0 80
3 Acridine-D9 188 C13DSN 000000-00-0 80
4 Anthracene-dlo0- 188 C14D10 001719-06-8 78
Abundance Scan 1718 (22.768 min): 01141.D (-) 46 m/z 188.10 100.00%
1
5000 A\
g % 158 2240 2260 2280 2300
42 52 66
o 22, % |l @2 e | m/z 94700 —18.37%
miz—-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 48
1
5000 LS LB S N LA S N B L
2240 2260 2280 2300
80 94 m/z 80.00 16.92%
il 13 Ll
Ol'llII']"I!]TT‘IIIlllll‘ll'lllllllllll Illlll‘lll]lT'I'YTTrTTTTl’rT{'lllllI
m/z—-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #85254: Acridine-D9
188
2240 2260 2280 2300
5000 m/z 189.10 13.30%
93
66 80 158 |
0lll[llll]l‘ll'['fl!llllllllllllllll[llll]llll]lllllllll[!lll]ll!llllll]llll]l!l]ITTII
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #85255: Acridine-D9 R e e
188 22.40 2260 22.80 23.00
m/z 158.00 12.16%
5000
93
66 80 132 | ]
Olllllllllllllllllll (ll!lTIT'IT‘IIIT[lIIIIIlIITI Illfll'T'lY_lTrlPllilllllllllll!llIITTTI llll’lllllll]lll LELELER T
T 1
mfz--> 40 50 60 70 80 20 100 110 120 130 140 150 160 170 180 190 2240 2260 2280 23.00
01141.D HP022102.M Tue Feb 26 08:30:27 2002 Page 13

NYC-WTC_000003559



NYC 9/11 Public Portal Document

Data File : C:\MSDCHEM\1\5973N\02FEB25\01141.D

Acg On : 25 Feb 2002 4:11 pm
Sample : 508 scan
Misc : February 25, 2002

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L

vial: 7

Operator:
Inst : Instrumen
Multiplr: 1.00

(RTE Integrator)

khkkhkhkhkhkkhhkhkhkhkhkhhkhkhhkhhkhkhkhkhkhkhkhhkhhkhkhkhkhkkhkkhkhhhkhhkhhkhkhkhkkhhkhhhhhhhhhkhkhkhkkkk

Peak Number 12 Phthalic acid, butyl ester,...

R.T. EstConc Area
24 .84 0.09 ug/L 66372
Hit# of 5 Tentative ID

2 Dibutyl phthalate

MolForm

1 Phthalic acid, butyl ester, este... C18H2406

Cl6H2204

Concentration Rank 10
Relative to ISTD R.T.

Phenanthrene-dilo0

000085-70-1 83
000084-74-2 83
000084-74-2 83
000084-74-2 83

m/z 149.00 100.00%

\

LRI U S B SN I B O B B

2460 2480 25.00 25.20

m/z 150.00 12.53%

|

TTTTTT TT T

2460 2480 2500 2520

3 Dibutyl phthalate $$ 1,2-Benzene. C16H2204
4 1,2-Benzenedicarboxylic acid, di... Cl6H2204
Abundance Scan 1902 (24.845 min): 01141.D (-}
149
5000
4|1 57 76 104 205 223
0 I‘F lllllll’I'll’lll]lllllll'lllllllllll[lrI]Il T T T T
mfz—> 40 60 80 100 120 140 160 180 200 220 240 260 280
IAbundance #286375: Phthalic acid, z:utyl ester, ester with butyl glyc...
149
5000
57 78 194 121 167 205 223
O e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #223233: Dibutyl phthalate
149
5000

205 223

m/z 41.10 9.22%

LENLIN A N N S S (N HNLANL S B B L O

2460 2480 25.00 25.20

41 55 76 104 124

0 57 76 104 121 250
Tt e e e e e e e e
miz—-> 406080100120140160180200220240260280
Abundance #223242: Dibutyl phthalate $3$ 1,2-Benzenedicarboxylic acid...
1#9
5000

205223

L

m/z 57.10 6.53%

LANLAN L S Bt B L AL LN I N I L L

2460 2480 2500 25.20

m/z 104.00 5.72%

O
miz—> 40 60 80 100 120 140

|:|||n|]||:|]||:|l||||xx

160 180 200 220 240 260 280

LIS L B BN L L BN B2 B L

2460 24.80 25.00 25.20

01141.D HP022102.M
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Data File : C:\MSDCHEM\1\5973N\02FEB25\01141.D vial: 7

Acg On : 25 Feb 2002 4:11 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 25, 2002 Multiplr: 1.00

MS Integration Paramg: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP022102.M (RTE Integrator)
Title : 508 scan method

Library : C:\DATABASE\WILEY7N.L
R R T R T T T T T "

Peak Number 13 acrylic acid octadecanyl es... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
28.50 0.44 ug/L 273811 Chrysene-dl2 30.49
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 acrylic acid octadecanyl ester $... 324 C21H4002 004813-57-4 90
2 1-Docosene 308 C22H44 001599-67-3 70
3 acrylic acid hexadecanyl ester $... 296 C1l9H3602 013402-02-3 68
4 acrylic acid tetradecanyl ester ... 268 C17H3202 021643-42-5 64

Abundance . Scan 2226 (28.503 min): 01141.D () m/z 55.10 100.00%
g
5000 69 & o7 /\
4
111 T e
127141 2820 2840 2860 28.80
o} e m/z 57.00 54.23%
m/z—-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #275564: acrylic acid octadecany! ester $$ 2-Propenoic aci..
5000 T T T T T T rAllr T
83 2820 2840 2860 2880
7 97 m/z 83.10 52.94%
42 113127
0' TTTT l]l'I Trrr TTrTT TT T 7T TTITT TTrET TTTT TTTT TTrTT TI T T
miz—> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #259091: 1-Docosene
56
83 97 28 22)‘ .2‘8I4I0I 2I8|6'0, 2880 l
5000 . m/z 43.10 46.669
11
42 125
139 208
G'||||['IKI| [IIII[lllllllT‘IT]llll[llll[lllllllll[lllYlIllllllllllll
miz—-> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #245493: acrylic acid hexadecanyl ester $$ 2-Propenoic aci... A A A
56 2820 28.40 28.60 28.80

m/z 73.00 46.44%

69

g
S

’ 111 127
I

[ol “I
Tlll llllIllllrlllllllllIllllllllllllllrllllllllllll]llll lll[llll T lll"llllll

m/iz—> 40 100 120 140 160 180 200 220 240 260 280 300 28.20 2840 2860 28.80

01141.D HP022102.M Tue Feb 26 08:30:27 2002 Page 15
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Operator ID: Date Acquired: 25 Feb 2002 4:11 pm

Data #ile: C:\MSDCHEM\1\5973N\02FEB25\01141.D

Name: 508 scan

‘Misc: February 25, 2002

Method: C:\MSDCHEM\1\METHODS\METHODS\HP022102.M (RTE Integrator)
Title: 508 scan method

Library Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
3.50 0.1 ug/L 53929 1 9.72 8356120 20.0
3.62 0.2 ug/L 66250 1 9.72 8356120 20.0
5.95 0.3 ug/L 138149 1 9.72 8356120 20.0
6.00 0.3 ug/L 127618 1 9.72 8356120 20.0
12.54 0.4 ug/L 227463 2 13.19 12372700 20.0
13.38 0.1 ug/L 39172 2 13.19 12372700 20.0
15.92 0.1 ug/L 46412 3 18.33 13374400 20.0
21.33 0.2 ug/L 106215 4 22.63 14014800 20.0
21.40 0.1 ug/L 38789 4 22.63 14014800 20.0
22.28 0.1 ug/L 88340 4 22.63 14014800 20.0
e 22.77 0.6 ug/L 403812 4 22.63 14014800 20.0
i | bu... 24.84 0.1 ug/L 66372 4 22.63 14014800 20.0
acr§Iié“;§?éf§§§§:;> 28.50 0.4 ug/L 273811 5 30.49 12419300 20.0
01141.D HP022102.M Tue Feb 26 08:30:27 2002 ' Page 16
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