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User: Vinei, David L
Waestchester Dept. of Labs & Research
Date: 01/28/2002 Time: 09:39:21

Sample: AE00247

Analysis: $GCMS  GCMS Scan For Unknowns

Units? ug .

gtartecg: 1/28/02 09:39 Ended: 1/28/02 -09:38 Analyst: DLV
age:

ther unkn unds .
1Surr 2,4-DDD 70 5.0
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Comments for Sample AE00247 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 01-28-2002 Time: 09:39:30

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds.
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Quantitation Report

(Not Reviewed)

3

Instrumen

Data' File : C:\MSDCHEM\1\5973N\02JAN24\00247.D Vial:
Acg ‘On : 24 Jan 2002 4:38 pm Operator:
Sample : 508scan Inst :
Misc : January 24, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant

Quant
Title

Last Update
Regponse via

Time: Jan 25 10:22:06 2002

Quant Results File: SCAN508.RES

Method : C:\MSDCHEM\I...\SCANSOS.M (RTE Integrator)

508 scan method

DataAcg Meth : SCAN508

Fri Jan 11 13:20:07 2002
Initial Calibration

Response Conc Units Dev(Min)

3.49

.40
.80
0.63

Internal Standards R.T. QIon
1) 1,4-Dichlorobenzene-d4 9.72 152 1644191
10) Naphthalene-ds 13.20 136 6925841
17) Acenaphthene-dl0 18.34 164 3499860
29) Phenanthrene-dlo 22.65 188 5562797
38) Chrysene-dl2 30.50 240 4811523
44) Perylene-dl2 34.42 264 3551847
System Monitoring Compounds
37) 2,4-DDD 27.73 235 307010
Spiked Amount 5.000 Recovery
Target Compounds
20) Dimethylphthalate 18.34 163 554540
21) 2,6-Dinitrotoluene 18.34 165 441952
42) Bis(2-ethylhexyl)phthalate 31.11 149 20410
(#) = qualifier out of range (m) = manual integration

00247.D SCAN508.M

NYC-WTC_000050541
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Data File : C:\MSDCHEM\1\5973N\02JAN24\00247.D Vial: 3

Acg On : 24 Jan 2002 4:38 pm Operator:

Sample : 508scan Inst : Instrumen
Misc : January 24, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Jan 25 10:22 2002 Quant Results File: SCANS508.RE
Method : C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
Title : 508 scan method

Last Update : Fri Jan 11 13:20:07 2002
Response via : Initial Calibration
Abundance TIC: 00247.D

8500000

8000000

Phenanthrene-d10,!

7000000

Naphthalene-d8,i
BBttt |

Chrysene-d12,!

1,4-Dichlorobenzene-d4,!

Perylene-d12,|

1500000

24-DDD,S

1000000

500000

Bis(2-athylhexyl)phthalate

:
cx TYTrT VT Lo SRER AR BN BN (LR BN S BN SR R BRI

Ill‘ll'lllllll)llltillx.x T T T T T
Time-> 4.00 600 800 10.00 12.00 14.00 16.00 18.00 20.00 22.00 24.00 26.00 28.00 30

TETTEY T TTTrrry

T T T Trrr

00247.D SCAN508.M Fri Jan 25 10:22:08 2002 Page 2
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Data File : C:\MSDCHEM\1\5973N\02JAN24\00247.D Vial: 3
+ Acqg 'On : 24 Jan 2002 4:38 pm Operator:
Sample : 508scan . Inst : Instrumen
Misc : January 24, 2002 Multiplr: 1.00
MS Integration Params: LSCINT.P

Method : C:\MSDCHEM\1\METHODS\METHODS\SCAN508.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 3.602 19 20 25 rBV 36816 60811 0.41% 0.074%
2 4.629 101 110 113 rBV4 21162 45866 0.31% 0.056%
3 4.846 123 129 141 rBV2 24119 79107 0.53% 0.097%
4 5.006 141 143 151 rVB 31311 62717 0.42% 0.077%
5 5.885 217 220 239 rBV 954384 1969804 13.25% 2.403%
6 9.562 539 542 547 rvv 15391 37524 0.25% 0.046%
7 9.641 547 549 551 rvv 16845 32186 0.22% 0.039%
8 9.721 551 556 561 rVV 4687503 9388660 63.15% 11.454%
9 9.858 561 568 577 rVv 20307 80622 0.54% 0.098%
10 12.541 799 803 807 rvB 24389 38254 0.26% 0.047%
11 13.1%92 855 860 865 rBV 6508075 13314307 89.55% 16.243%
12 16.549 1151 1154 1159 rBV 17501 32547 0.22% 0.040%
13 18.341 1305 1311 1317 rVvV 7258417 14270509 95.98% 17.410%
14 22.280 1653 1656 1661 rBV 51937 104684 0.70% 0.128%
15 22.645 1681 1688 1693 rBV2 6745270 14868133 100.00% 18.139%
16 22.771 1697 1699 1709 rVB 84029 200741 1.35% 0.245%
17 27.726 2129 2133 2139 rBV 864862 1534860 10.32% 1.872%
18 30.500 2369 2376 2381 rBV 5693456 13784132 92.71% 16.816%
19 31.105 2419 2429 2437 rBV4 14846 60286 0.41% 0.074%
20 34.416 2713 2719 2747 rBV 4372070 12003635 80.73% 14.644%
sum of corrected areas: 81969385

Fri Jan 25 10:26:03 2002

)0247.D SCAN508.M Page 1
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. LSC Report - Integrated Chromatogram

File
Operator :
Acquired : 24 Jan 2002
Instrument : Instrumen
Sample Name: 508scan
Misc Info : January 24,
Vial Number: 3

2002

: C:\MSDCHEM\1\5973N\02JAN24\00247.D

Quant File :SCAN508.RES (RTE Integrator)

4:38 pm using AcgMethod SCAN508

Abundance
7000000

6000000

5000000

2000000

1000000

TIC: 00247.D
13.

9.72

12.54

19

L

3.60
4.00

0
Time—>

—
9.00

T T T ] T T T

T T
11.00 1200

LI B |

10.

T

T o
1300 1400 1500

Abundance
7000000

6000000

5000000

1000000

16.56

TIC: 00247.D
2265

2228277

27

|

T 7T

T T T 7 T [ T ¥ T T ] T ¢ T 7 l
Time—> - 16.00 1700 1800 1900 20.00

T T T T

T
2100 2200 23

T T

T T T T T T T T
00 2400 2500 2600 27.00

Abundance
7000000

2000000

1000000

L31.11

TIC: 00247.D

34.42

o s

LI SR S S B LSRN SN S S I S R

Time--> 28.00

¥ I T T T ¥ I T LIRS T ] T I T T 1 7 l T ¥ ¥ T l T
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1
36.00
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J0247.D SCAN508.M
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Data File : C:\MSDCHEM\1\5973N\02JAN24\00247.D Vial: 3

« Acqg:On : 24 Jan 2002 4:38 pm , Operator:

 Sample : 508scan ' Inst : Instrumen
Misc : January 24, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title 508 scan method
Library C:\DATABASE\WILEY7N.L

dkhkkhhhhhhhhhhkhhhhhhhkhhhkhhhkhkhkhhhhhhhkhhhkhhhhkhhhkhhhhhhhhhdddhkddhdkdhkddkkk
Peak Number 1 Butanoic acid, methyl ester... Concentration Rank 7

Quant Method

R.T. EstConc Area Relative to ISTD R.T.
3.60 0.13 ug/L 60811 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm . CAS# Qual
1 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83
2 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 178
3 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 78
4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 72
Abundance chzo(s.eoz min): 00247;34 &) m/z 43.10 100.00%

87
'h 49 l 3.50 3.60 3.70 3.80 3.90 4.00
SN 011 NS .- W N N S S m/z 74.00 94.41%
miz—> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9222: Butanoic 4abc:id, methyl ester (CAS) gi Methyl butyrat...

-

:

a7 3.50 3.60 3.70 3.80 3.90 4.00
5|9 m/z 71.10  69.51%

T
60 70
4!38: Butanoic acid, methyl ester

Ef
:
3
8
g
:8
g5
gi
.
8-
g
g_'

74
3.50 3.60 3.70 3.80 3.0 4.00
5000 m/z 41.10 33.42%
27
15 58 87
: ‘ . 102
S 1 o = SRR NI P UMW S L~ S
mz—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9228: Butanoic acid, methyi ester (CAS) $$ Methyl butyrat...
43 G 3.50 3.60 3.70 3.80 3.90 4.00

m/z 59.10 28.27%

5000
59 87
l‘l]r!TllIllllllllll’lTITIllli l'l"‘f"]i 'llllll'lll'l‘?g?'lll
miz—> 10 2. 30 40 50 60 70 80 S0 100 110 3.50 3.60 3.70 3.80 3.90 4.00
)0247.D SCAN508.M Fri Jan 25 10:26:04 2002 Page 3

NYC-WTC_000050545



NYC 9/11 Public Portal Document

Data’ File :

Al e d A CA L l N A D kD \_vtuyvu&;u &\\abl\l-l— L

« Acqg On 24 Jan 2002 4:38 pm
Sample : 508scan
Misc : January 24, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

C:\MSDCHEM\1\5973N\02JAN24\00247.D

vial: 3

Operator:
Inst :
Multiplr: 1.00

Instrumen

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
508 scan method
C: \DATABASE\WILEY7N .L

K e de de K e de de de K e de K J de K de ke de kK e K e de de de g ke e gk Kk e de ke de g de g de de ke g de hde g de de ke de ke kg deodede s dok ke hdkkk

Peak Number 2 Butanoic¢ acid, 2-methyl-, m...

Concentration Rank 8

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

4.63 0.10 ug/L 45866 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butanoic acid, 2-methyl-, methyl. 116 C6H1202 000868-57-5 47
2 Butanoic acid, 2-methyl-, methyl. 116 C6H1202 000868-57-5 47
3 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 38
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 38

Abundance Scan 110 (4.629 min): 00247.D () m/z 71.10 100.00%
57 7 88
41
5000 ﬂﬁR
]ll'l l/l\l('llll'Allllfl'i
| ll 47 | 101 420 440 460 480 500
|1" IIT‘V'IIIIII‘I‘DH!]Illlillllllllig Ir'l)"r—ll'lll'll"l" m/z 88'00 90.92%
miz—> 20 30 40 50 60 70 80 90 100 110 120
Abundance #16441: Butanoic acid, 2-methyl-, methyl ester (CAS) $3$ Me...
88
57
5000 - llllII'!I![II’"II]’!XIXII!I
41 420 440 460 480 500
23 101 m/z 57.10 85.84%
| -
llllllll)ll‘I'ITITI'II!IY‘TTllIIIII ]llllllll""l"_rlll
miz—> 20 30 40 S50 60 70 80 80 100 110 120
Abundance #16439: Butanoic acid, 2-methyl-, methy! estgr (CAS) $$ Me...
57 8
420 440 460 480 5.00
5000 41 m/z 41.10  79.39%
101
e
lIll l](l’ |IllIl[!ll!llllll]lllIllllll]l)ll]lllllll'lll‘
iz—> 20 30 40 50 80 70 80 S0 100 110 120
Abundance #16435: Butanoic acid, 2-methyl-, methyl! ester
57 88 420 440 460 480 5.00
m/z 39.10 42.72%
5000
- 101 A
llllllllﬁllllllIlll!llilll?}lllllllll]'[TT]lllll llll11'6llll Allllllllllllllllillllll_r
miz—> 20 30 40 50 60 70 8 80 100 110 120 420 440 460 480 500
J0247.D SCAN508.M Fri Jan 25 10:26:04 2002 Page 4
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Data File : C:\MSDCHEM\1\5973N\02JAN24\00247.D vial: 3
- Acg:-On : 24 Jan 2002 4:38 pm Operator:
Sample : 508scan Inst : Ingstrumen
Misc : January 24, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1l...\SCAN508.M (RTE Integrator)
Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
EEEEEEEEEEEEEEEEEREEREREEA AR T kR hkhRrEEhAhkhkhkhkhkkhkkhkhkhkhhhhhhhkhhkhkhhhhhdddkki
Peak Number 3 Cyclobut-l-enylmethanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.85 0.17 ug/L 79107 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclobut-1l-enylmethanol 84 C5H80 000000-00-0 32
2 2-Pentenal, (E)- 84 CB5HS80 001576-87-0 17
3 4-Pentenal (CAS) $$ 4-Pentenal- 84 C5H80 002100-17-6 17
4 2-Pentyn-1-ol 84 C5HS80O 006261-22-9 16
Abundance Scan 129 (4.846 min): 00247.D () m/z 83.95 100.00%
84
55
59
5000 41
51 ,Ill![llll‘lllllililllll
' ' 47 | l 69 440 460 480 500 520
T lllll'l'l'r 1‘[71[1!1 llll!llllllf ‘Illll"’]ll‘!llll’[[!'llll!l lllll[l'l m/Z 55.10 74.03%
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #3313: Cyclobut-1-enyimethanol
55
27 39 83
5000
440 460 480 500 520
31 m/z 59.10 64.27%
42 51 ’ 6
| TR i
T llIllTllllll lll'l]lllll lllll llIrI'l'llllll]iIlI]Il lll llll llll
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90
Abundance #3201: 2-Pentenal, (E)-
55
7 39
84 440 460 480 500 520
5000 m/z 41.10 47.17%
51
| 35, il 66
lIlllllI[ll!l]ll!rwlllllll]llll[lill lllll("‘lllllllllllllllll"‘Tllllllll
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90
Abundance #3205: 4-Pentenal (CAS) $$ 4-Pentenal-
5 440 460 480 500 520
m/z 83.00 45.55
83
5000 27 ®
42
69
Il'1l!)ll|| lllll'li{'lllll] 114!9lllll !IIII ll;“?ll!llllll TT TTT llllll‘l Ill' T Irflllll ll T
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 8 8 90 440 460 480 500 520
)J0247.D SCAN508.M Fri Jan 25 10:26:04 2002 Page 5
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Data File : C:\MSDCHEM\1\5973N\02JAN24\00247.D
. Acg.On : 24 Jan 2002 4:38 pm

Sample : 508scan

‘Misc : January 24, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library :

Vial:
Operator:
Inst :
Multiplr:

3

Instrumen
1.00

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
508 scan method
C:\DATABASE\WILEY7N.L

hkhkkddhkkdkhdhhkhhkhkhkhhhhhkhhhdhdhhhhdkdhhdhhddkkddddhdkdkddhkdkdkdddkdddhkidkddhkkhhkk

Peak Number 4

l-Hexene, 4,5-dimethyl- $$ ...

Relative to ISTD

Concentration Rank 6

R.T EstConc
5.01 0.13 ug/L
Hit# of 5

62717

1,4-Dichlorobenzene-d4

MW MolForm

1 1-Hexene, 4,5-dimethyl- $$ 4,5-D..
(CAS) $$ 1,2-Epo...

2 Oxirane, butyl-
3 Oxirane, propyl-

4 3-hydroxy-4,4-dimethyl .gamma. B...

. 112 C8H16

100 C6H120
86 C5H100
130 C6H1003

016106-59-5 45
001436-34-6 42
001003-14-1 40
052126-90-6 40

[Abundance Scan 143 (5.006 min); 00247.D () m/z 43.10 100.00%
71
5000
39 5559
l st Jl 6[7 85 460 480 500 520 540
”V””u,““qu”L.}“,,”,l A m/z 71.10 83.86%
miz—> 202530354045505560657075808590951 105
Abundance #13811: 1-Hexene, 4,5-dimethyl- $$ 4,5-Dimethyl-1-hexene
T | i\j\\
5000 - V8 St WY | SN 1
460 480 500 520 540
- I I m/z 41.10  57.55%
6
u[nnluuluu]uu]r! AT '!'l"”l”"l'!;ll by 1518'41 TITTYY iY[?Z"I TS
m/jz—-> 20253035404550556065707580859095100105
Abundance #8516: Oxirane, butyl- (CAS) $$ 1,2-Epoxyhexane $$ Butylox...
41 7
56 460 480 500 520 540
5000 m/z 69.10 43.42%
27 l
85
llllllllllll]llllllllll 1 lllll [ lll] lll}lllllllll] lllllll l"2!¥l"'l'l I 1iwllll
mfz—-> 202530354045505560657075808590 85 100 105
Abundance #4132: Oxirane, propyl- et s pir e B g iy s
41 460 480 500 520 540
71 m/z 59.10 28.58%
5000
i i
1 5.1nl U vl 85 n
L RARAS RAREN ERAEN RERERS | ullulxlllllll1lllllll]l”r]nullxlxx]rrrr[rnx]nrl[llu[nurrrrt T Tt
miz—> 20 25 30 35 40 45 50 65 60 65 70 75 80 85 S0 85 100 105 460480500520540

)0247.D SCAN508.M
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\5973N\02JAN24\00247.D
4:38 pm

Data File : C:\MSDCHEM\1l

. Acg.On : 24 Jan 2002
Sample : 508scan

"Misc : January 24, 2002

MS Integration Params:

Quant Method

Title

Library

LSCINT.P

vVial: 3

Operator:

Inst
Multiplr: 1.00

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
508 scan method
C:\DATABASE\WILEY7N.L

Instrumen

*********************************************************************

Peak Number 5 3~ {(CYCLOHEX-3’

-EN-YL) PROPAN. .

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T
5.89 4.20 ug/L 1969800 1,4-Dichlorobenzene-d4 9.
Hit# of 5 Tentative ID MW MolForm CAs#

015745-87-6 33
000000-00-0 33
000075-76-3 28
000075-76-3 25

1 3-(CYCLOHEX-3’

4 Silane, tetramethyl-

-EN-YI:) PROPANOL $8S.
2 Acetic acid, 3-[1,3]dioxolan-2-y.
3 Silane, tetramethyl- $$ Tetramet...

C8H1404
C8H1404
C4H12S8i
C4H12Si

Abundance Scan 220 (5.885 min): 00247.D () m/z 73.10 100.00%
73
k
43 Ill5m Saéllé&llélzélﬁ
e et e O et reprereprrererrreere || /% 43.10  23.73%
miz—-> 102030405060708090100110120130140150160170180 .
Abundance #36138: 3-(CYCLOHEX-3-EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
B
5000 -
560 580 600 620
43 m/z 41.10 9.22%
27l 85 87 113 174
II]ITTTII‘IIllll(‘l‘l‘r[(Ill]llKl‘ll lll lll ll F{lf!Tf{]TIl’T!IIII]IlR"ll\l L]
miz—> 102030405060708090100110120130140150160170180
Abundance #78238: Acetic acid, 3-{1,3]dioxolan-2-ylpropyl ester
78
R R Em e R
560 580 600 620
5000 m/z 45.10 9.22%
43
27 Jl 55 87 113
llIllll{llll'lllllllll‘llllllllllll ll Illlllllll ll‘llll')lllllllllllll'lllllllllll(llll
miz—-> 10 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180
Abundance #4812: Silane, tetramethyl- $$ Tetramethylsilane $$ (CH3)4...
7 560 580 600 620
m/z 71.10 6.57%
5000
45
1S 3 | s 88
l]llllllll‘llIlllIllllll‘l#‘ill\lllll]llIl[IIII}IIIITITTT]llIl‘IIllllll‘lllll]llllllllill
mfz—-> 10 20 30 40 50 60 70 80 20 100 110 120 130 140 150 160 170 180 560 580 600 6.20
20247.D SCANS508.M Fri Jan 25 10:26:04 2002 Page 7
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e} e —an e e —— Avep e
Data File : C:\MSDCHEM\1\5973N\02JAN24\00247.D
Acg. On : 24 Jan 2002 4:38 pm

Sample : 508scan

Misc : January 24, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

vial: 3

Operator:
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

% de de ke ke ke ke gk ke K de ke de ke ke ke kok ke ke ke Jede T dede ek ke d ek ke kk kI kg dddkhkkdkhkh kg kddddkhkkk

Peak Number 6 1-Propene, 3-[2-(2-methoxye..

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.56 0.08 ug/L 37524 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm . CAS#H# Qual

1 1-Propene, 3-[2-{2-methoxyethoxy... 160 C8H1603
2 1-Propanol, 2-(2-hydroxypropoxy)... 134 C6H1403
88 C4H12Si
134 C6H1403

3 Silane, ethyldimethyl- $$ Dimeth...
4 E-Dipropylene glycol $$ 2-hydrox...

013752-97-1 9
000106-62-7 9
000758-21-4 9
000000-00-0 9

Abundance Scan 542 (8.562 min): 00247.D ()
59

103
73

m/z 59.10 100.00%

920 940 960 980

YYPITYYETTY LRRE RARESRRRRE & IARENERERA USRS RREANRRARS RRRAS B

Ty
4550556065707580859095100105110

#59614; 1-Propene, 3-[2-(2-methoxyethoxy)ethoxyl-
59

73
g5 89 103

AR SRR AR RS AR N R R AR R RRD A ARN RER R LA RRRR SR u}}n LN RRARE RRR/ lll LA RRRRS

miz—> 253035404550556065707580859095100105110

m/z 103.10 38.80%
l‘llllllllll;llilllllli
920 940 960 9.80

m/z 45.10 33.74%

-

L2 LN L SN B N N B L B

920 940 960 9.80

m/z - 73.00 27.14%

Abundance #29195: 1-Propanol, 2-(2-hydroxypropoxy)- $$ 2-(2-Hydroxyp...
59
31
45 103
ill il 75
Ill]lll'[lll’l[lll'lill[‘l“ff]"r!‘lf'[l’!rIIlIlIIlIllXll'I"lllllll‘r[f“l]‘lilllllllllillllﬂ‘l"]l’vr
m/z—-> 25 30 35 40 45 50 55 60 656 70 75 80 85 S0 95 100 105 110
Abundance #4811: Silane, ethyldimethyl- $$ Dimethylethylsilane $$ Et...
5
5000

87

T TTY TT Ty prsrd[rrorT

020 940 960 9.80

m/z 41.10

IR RERESREREIQRERN RRRAS &4 | RARAS AN

I
50556065707580859095100105110

miz—> 25 30 35 40

23.52%

920 940 960 980

Fri Jan 25 10:26:04 2002
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Déta File

. Acg.On
Sample
Misc

MS Integration Params:

Quant Method :

Title
Library

= - -

gp = e - — g — — =

C:\MSDCHEM\1\5973N\02JAN24\00247.D

24 Jan 2002
508scan
January 24, 2002
LSCINT.P

4:38 pm

508 scan method
C:\DATABASE\WILEY7N.L

Vial:
Operator:
Inst : Instrumen
Multiplr: 1.00

3

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

K K Je de K K Je de de e K Je de Je K Fe K Je e Je K K g e g K K Kk d KK g g Kk ok dede ke de gk ke ke ke ok kg ded gk gk ok kK ke dk kK%

Peak Number 7 2-Propanol,

1,1’ -oxybis-

(C.. Conc

Relative to IS

entration Rank 10

D

o e e e e e e e e e e i e e e e e e e e T e e b e e e o e G M e e e b e e e o S A e e e e o e W . e b e o e . o o

Hit# of

1 2-Propanol,
2 4-(Dimethylamino)-1,3-diazaspiro...
3 E-Dipropylene glycol $$ 2-hydrox...
4 2-Butanol,

EstConc Area
0.07 ug/L 32186
5 Tentative ID

1,1’ -oxybis-

3,3’ -oxybis-

(cas) s..

1,4-Dichlorobenzene-d4

MW MolForm

134 C6H1403
209 C11H19N30
134 C6H1403
162 C8H1803

000110-98-5 78
000000-00-0 59
000000-00-0 39
054305-61-2 9

Abundance

m/z-->

0 Scan 549 (9.641 min): 00247.D (-)
5

103
73

20 30 40 50 60 70 80 S0 100110120 130 140 150 160 170 180 120 200 210

59.10 100.00%

940 960 980 10.00

Abundance

miz-->

31

#29204: 2-Propanol, 1,1"-oxybis- (CAS) $$ Dipropylene glyc...

59

103

20 30 40 50 60 70 80_S0 100 110120 130 140 150 160 170 180 120 200210

m/z 45.10 47.96%

840 960 980 10.00

Abundance

#128682: 4-(Dimethylamino)-1,3-diazaspiro[4,6]undec-3-en-2-on

59

45

73
103

m/z 103.10 41.87

840 960 980 1000

209

m/fz-->

Ol

AR RAARY

T*

LA RARZERRERERERRI RERAS RRRAN RARED EERRRRES

IARRARERRARERRERESRRANERRAN RERRS REREY

20 30 40 50 60 70 80 90 100110120130140150160170180190200210

Abundance

mf/z—>

31

59

103

75

20 30 40 50 60 70 80 90 100110120 130 140 150 160 170 180 180 200 210

#29239: E-Dipropylene glycol $$ 2-hydroxyethyl ether

m/z 41.10 28.80%

840 960 980 1000

m/z 73.05 23.65%

940 960 980 10.00

J0247.D SCAN508.M

NYC-WTC_000050551

Fri Jan 25 10:26:05 2002

Page 9



NYC 9/11 Public Portal Document

% - -

B

Data File : C:\MSDCHEM\1\5973N\02JAN24\00247.D
. Acqg. On : 24 Jan 2002 4:38 pm

Sample : 508scan

Misc : January 24, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

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

Vial:
Operator:
Inst : Instrumen
Multiplr: 1.00

3

\SCAN508.M (RTE Integrator)

g de de K K K Kk Kk ko doe K de Kk Kk d gk ek ek de ko k ok gk ke deded ko ok ok ke ok d ok kg gk deddk kg dek dk ek kg ok dkdn%

Peak Number 8

2-Propanol,

1-(2-methoxypro...

Relative to ISTD

Concentration Rank 3

R.T EstConc
9.86 0.17 ug/L
Hit# of 5

80622

Tentative ID

1,4-Dichlorobenzene-d4

MW MolForm

1 2-Propanol, 1-(2
2 PROPYLENE GLYCOL

-methoxypropoxy) .

TRIMER 1

3 3-Hexanol (CAS) $$ Hexan-3-ol
4 TRIPROPYLENE GLYCOL 2

148 C7H1603
174 CO9H1803
102 C6H140
192 C9H2004

013429-07~-7 78
000000-00-0 43
000623-37-0 40
000000-00-0 9

Abundance Scan 568 (9.858 min): 00247.D (-) m/z 59.05 100.00%
50
5000
45
73 960 980 10.00 10.20
S 1 N S - S o S m/z 45.10 13.88%
miz—> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #43942: 2-Propanol, 1-(2-methoxypropoxy)- $$ 1-(2-Methoxyp... /\M\X
59
5000 -
‘960 980 1000 1020
m/z 43.10 10.21%
31 45 73
Ll n . 104 130
SN RSN | N SN SO Y (L SNENE—— - -
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #78532; PROPYLENE GLYCOL TRIMER 1
59
960 9.80 10.00 10.20
5000 41 m/Z 41.10 10.06%
103
e LW B e L M7 10
miz—> 20 30 40 S50 60 70 80 90 100 110 120 130
Abundance #9592: 3-Hexanol (CAS) $$ Hexan-3-ol
59 960 9.80 10.00 10.20
m/z 73.00 8.80%
5000 31 73
L L rxll?'sxnlus“!in 1-I}Ir‘r1]|8l4111|I1:]nlllll‘llxyu‘lr T T T /\x\“\,\ TTT
mz—> 20 30 40 S0 60 70 80 90 100 110 120 130 960 980 1000 10.20

)0247.D SCAN508.M

NYC-WTC_000050552

Fri Jan 25 10:26:05 2002
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E L L 4 AN L S As NSNS NS ARAANA AN N

Data File : C:\MSDCHEM\1\5973N\02JAN24\00247.D Vial: 3

* Acqg-On : 24 Jan 2002 4:38 pm Operator:
Sample : 508scan Inst : Instrumen
Misc : January 24, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
kkkkhkhkhkhhhhhkhkhkhhhhkhkhdhhkhhhhdhkhhkdhhhhhhkhkhhhkhhhhdhhdhhkdhdhdhkhhdhkhkdhdhkkkik
Peak Number 9 Cyclopentasiloxane, decamet... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.54 0.06 ug/L 38254 Naphthalene-d8 13.20
Hit# of 5 Tentative ID MW MolForm . CASH Qual
1 Cyclopentasiloxane, decamethyl- 370 ClOH3005815 000541-02-6 45
2 M-HYDROXYPHENETHANOIL: 2TMS 282 Cl1l4H26028i2 000000-00-0 33
3 Benzeneacetic acid, .alpha.,3,4-... 472 C20H4005Si4 037148-65-5 32
4 Benzeneacetic acid, .alpha.,3,4-... 472 C20H4005S8i4 037148-65-5 25
Abundance Scan 803 (12.541 min): 00247.D (-) m/z 73.10 100.00%
78
5000 267 255
45 | o e e e
l'i ll T T T l T T T T ll T T L] T T T l ¥ ¥ T T I' llIll T T T LA S ‘IY‘rj m/z 267 00 39 42%
miz—> 50 100 150 200 250 300 350 400 450
Abundance #313065: Cyclopentasiloxane, decamethyl-
78
50()0 267 - T T 17T IYII‘I r1r1‘s
1220 12.40 1260 1280
l 356 m/z 355.10 36.20%
45
Il' T 193 223 'L 523 T
L) T T T T T T T T ] T T T T T T l L T T T l 1 7r T T 7T T 7 T T T
miz—> 50 100 150 200 250 300 350 400 450
Abundance . #227925: M-HYDROXYPHENETHANOL 2TMS
7
103 1220 1240 1260 1280
5000 m/z 356.10 17.80%
267
7, 126147 19
m.-) I%T T 11&1 T T l1 5]0l T T lm T T lzlml T T I“!ol T T %O T T T l4ml T T l4]ml T T
IAbundance #361625: Benzeneacetic acid, .alpha.,3,4-tris(trimethylsi... N B o B T ]
73 1220 1240 12.60 12.80
m/z 74.10 10.04%
5000 355
W es 267 295 429 457
{17 1T v 1 1 vy r1i 17y rrrjJzrvrvrrr T 1T T 7 T 7T LR A S 1 T T '_I_Y“[—r—ﬁ—l—[—l—l—l—
mi—> 50 100 150 200 250 800 350 400 450 1220 12.40 1260 12.80
)J0247.D SCAN508.M Fri Jan 25 10:26:05 2002 Page 11

NYC-WTC_000050553
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Data File

WAL Nrda N NAINS S AANA AN b NS e

C:\MSDCHEM\1\5973N\02JAN24\00247.D Vial: 3
+ Acqg On : 24 Jan 2002 4:38 pm Operator:
Sample 508scan Inst : Instrumen
"Misc January 24, 2002 Multiplr: 1.00
MS Integration Params: LSCINT.P

Quant Method
Title
Library

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
508 scan method
C:\DATABASE\WILEY7N.L

hhkdhkhhhkhkhkkhkhhhhkhhhhhhkhkdhhhhhhhrhhkhkhhkkhkhkhdhkdbdhrhddhdhhhhhdddddhkdhhdx

Peak Number 10

Pyrimidinetetramine- $$ Pyr... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.55 0.05 ug/L 32547 Acenaphthene-di10 18.34
Hit# of 5 Tentative ID MW MolForm . CAS#H# Qual

e e e e st e o e e T e e S e S G R e A e e e e G e b G emb e e e e S S e e = e

1 Pyrimidinetetramine- $$ Pyrimidi...
2 4-HYDROXY-BICYCLO[2.2.2]OCTANONE...
3 2-Dimethylamino-4,5-dimethyl-oxa...
4 1,3,5,7-Tetraazatricyclo[3.3.1.1...

140 C4H8NS6

140 C8H1202
140 C7H12N20
140 C6H12N4

066348 59- 2 23
000000-00-0 9
000100-97-0 9

Abundance Scan1154(16.549min):00247.D(~)J’0 m/z 140.20 100.00%
1
5000
56 122 172 T T T
43 71 89 16.20 16.40 16.60 16.80
Illl!l T T l Y I l-s'xrrxirrlxr TTTF YT T T T T R T Y Y YR T T m/Z 172.20 28.33%
miz—> 40 B0 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #35040: Pyrimidinetetramine- $$ Pyrimidine, 2,4, 54,06¢etraa
1
5000 1 l\xlrrlxxvrlr
1620 1640 1660 16.80
44 - 123 m/z 122.10 26.57%
| i % % 112
T l(llll ‘l T ]5! IlIlll ll llllllll lll' Ill]llll IITI‘IK]I‘IIII‘IIII]I
miz-> 40 650 60 70 80 S0 100 110 120 130 140 150 160 170
Abundance #35653: 4-HYDROXY-BICYCLO[2.2.2]J0CTANONE $$4gncyclo[2 2.2]...
83 1
55
T Illl]f!lll
70 112 1620 1640 1660 16.80
97 20.7
m/z 56.10 0.78%
lllllllll]ll!lllllillllll}!lllllllllllllllll)ll??’sllllll lllllllll]]ll(‘llllll
mfz—> 40 50 60 70 8 90 100 110 120 130 140 150 160 170
Abundance #35431: 2-Dimethylamino-4,5-dimethyl-oxazole A e
140 1620 1640 1660 1680 _
m/z 136.10 18.95%
44
5000 114 :
o6 72 : 125
l , o7
lililllll[T llI7TT!‘!lii‘lllTTl’]’TI}II]’IIIII lll TITT llll[ll|l TIrrT llll]llllll LELER] lIll]ill'
mfz—-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 1620 1640 16.60 16.80
J0247.D SCAN508.M Fri Jan 25 10:26:05 2002 Page 12

NYC-WTC_000050554
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Data File

AL AL AL Y WNetAL Ll LWL NS AL

: C:\MSDCHEM\1\5973N\02JAN24\00247.D
+ Acg On : 24 Jan 2002 4:38 pm
Sample : 508scan
Misc : January 24, 2002

MS Integration Params: LSCINT.P

Quant Method

Title
Library

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

s o0 oo

vial: 3
Operator:
Inst :
Multiplr:

Instrumen
1.00

\SCAN508.M (RTE Integrator)

de de do de do de de de de de de de e de Je de de de de de ke ke ke ke de de dede ke e ke ke ke kg dede e Fedede de ke ke ke deok ok ok ek kk ok kg hkhkhkdkkkdkddhhhk

Peak Number 11 Phenanthrene,

9-methyl- $$ ...

Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
22.28 0.14 ug/L 104684 Phenanthrene-di10 22.65
Hit# of 5 Tentative ID MW MolForm . CASH Qual

o o e o e e e e e e b et e e e s m e e e S e e e e ket e e et e e et e o et ey M e e e e e b b e e e et v s e s b o

1 Phenanthrene,
2 N-perdeuteriobenzylideneaniline
3 6-Methoxy-2,4-dihydroxy-1,5-naph...

9-methyl- $$ 9-Met... 192 C15H12

192 C13D1l1N
192 CSH8N203

000883-20-5 59
000538-51-2 52
000000-00-0 50

192 C10H12N202

000000-00-0 49

4 N-(2-methylprop-2-enyl)-2-nitrob..

Abundance Scan 1656 (22,280 min): 00247.D () m/z 192. 1/{ 100.00%
| 2200 2220 2240 'z'z‘so' -
m/z 146.10 14.73%
miz—> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200
Abundance #103936: Phenanthrene, 9-methyl- $$ 9-Methyiphenanthrene
5000 -
2200 2220 2240 2260
m/z 191.10 14.73%
96 165
llllllllllli'l[lll'llllll TTT ll 881! ‘!l TIT l_rl TTT 1391115702( ' 1?6 lll_l lll
mz-> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200
Abundance #88409: N-perdeuteriobenzylideneanifine
192 /\
| 22000 2220 2240 2260
5000 82 m/z 193.10 14.18%
54 110
30 94 160 “
miz—> 20 &)45 50 60 70 80 m)1&rﬁo1z)ﬁm1«)ﬁ%1é0ﬂ%1so1g)zb
Abundance #102277: 6-Methoxy-2,4-dihydroxy-1,5-naphthyridine
192 2200 2220 2240 2260
m/z 96.10 12.77%
5000 52 80 149
I ' 163
122
134
l(ITr!‘l"l‘[I'llIllll]llllllllllll ll Y llll[[I(X*lT[“ll I(! IITIII%!(I l ll TIT Il[l]!l
Iniz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 22.00 2220 2240 22.60
)0247.D SCAN508.M Fri Jan 25 10:26:05 2002 Page 13
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" Data Fi

+ Acg On
Sample
"Misc

le

At e s e b ¥ AN MALL WAL NNV W LA ANA AN h e

C:\MSDCHEM\1\5973N\02JAN24\00247.D
24 Jan 2002 4:38 pm

508scan

January 24, 2002

MS Integration Params: LSCINT.P

Quant Method

Title

Library

de Jo do do do do do e K K de de do KK ke ke Kk ke ok ko kode ok ok ok ok k ok gk ok ok ok ok ok ok okdkdkhhhhkhkdkddhhkkkkkkkdkdihs

Peak Number 12 Anthracene-D10

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

Vial: 3
Operator:
Inst
Multiplr

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

In
1.00

strumen

Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
22.77 0.27 ug/L 200741 Phenanthrene-d10 22.65
Hit# of 5 Tentative ID MW MolForm . CAS#H Qual
1 Anthracene-D10 188 C14D10 000000-00-0 91
2 Anthracene-dlo0- 188 C14D10 001719-06-8 91
3 DECADEUTEROPHENANTHRENE $$ Phena... 188 (C14D10 001517-22-2 90
4 Phenanthrene-dlo 188 C14D10 001517-22-2 90

[Abundance Scan 1699 (22.771 min): 60247.D (-) 1?8 m/z 188.10 100.00%
5000
m 94 llll[l
66 160 2240 2260 2280 2300 23.20
TT 1142111'1154IIII 1’11’l_l_l'_!1 lllllfi] TTTT llI lll1l$l211 l146l , ] lllll ‘rrl’!]lli_l_l1 m/z 184 10 18 11%
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84498: Anthracene-D10
188
m - T T T 7T . TTTYTT Y
22.40 2260 2280 2300 23.20
80 o, m/z 94.10 16.06%
66 l l 160 l
SNRNNS NN SNHNNS SHNSSE I SN e e
miz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84502: Anthracene-d10-
188
2240 2260 2280 2300 23.20
5000 m/z 189.10 15.38%
80 160
llllllllllillllﬁl TrY lll| ¥!l| TT TIT7T lllllllll[lllllllgl lIllII¥T1l?lol!|illl'l
mfz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 N s
148 2240 2260 2280 23.00 23.20
m/z 80.10 12.20%
5000
80 94
lllllllllllIlll?illl]‘l!‘Iilll‘lllllllIIlIIlllll‘lll‘llllIlliﬁil(lll!l’ll!:"lllll T ¥ lll(ll
m/z--> 40 50 60 70 80 80 100 110 120 130 140 150 160 170 180 180 2240 2260 2280 2300 23.20
30247.D SCAN508.M Fri Jan 25 10:26:05 2002 Page 14
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Nl h e A e ¥ N e NANS DA e e e M NA M\ AAS S Ad AN [ s arsmsaa g

Jperator ID: Date Acquired: 24 Jan 2002 4:38 pm

Jata File: C:\MSDCHEM\1\5973N\02JAN24\00247.D

Jlame: 508scan

1isc: January 24, 2002

lethod: C: \MSDCHEM\1\METHODS\METHODS\SCAN508 M (RTE Integrator)
Yitle: 508 scan method

sibrary Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc

o e e e o . e o e M e e e e e e e e e e e e e e e b et b e e b A R e s e e Am e Me Me mm M e e e e mm e e e e b e e e e v e e e o e e e e

Jutangic acid, /me... 3.60 0.1 ug/L 60811 1 9.72 9388660 20.0
3utanolc acid/ 2-. 4.63 0.1 ug/L 45866 1 9.72 9388660 20.0
lyclobuk-1l-e ylme 4.85 0.2 ug/L 79107 1 9.72 9388660 20.0
L-Hexene\ 4 5~d1m... 5.01 0.1 ug/L 62717 1 9.72 9388660 20.0
3- (CYCLO -3’-EN... 5.89 4.2 ug/L 1969800 1 9.72 9388660 20.0
L-Propene/A\3-[2-(... 9.56 0.1 ug/L 37524 1 9.72 9388660 20.0
}-Propan 1,17-... 9.64 0.1 ug/L 32186 1 9.72 9388660 20.0
}-Propan l -(2-... 9.86 0.2 ug/L 80622 1 9.72 9388660 20.0
lyclope ta311 xan.,.. 12.54 0.1 ug/L 38254 2 13,20 13314300 20.0
>yrimidinetetrami... 16.55 0.0 ug/L 32547 3 18.34 14270500 20.0
henanthhrene, 9-m... 22.28 0.1 ug/L 104684 4 22.65 14868100 20.0
\snthragene-D10 22,77 0.3 ug/L 200741 4 22.65 14868100 20.0
J0247.D SCAN508.M Fri Jan 25 10:26:05 2002 Page 15
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