NYC 9/11 Public Portal Document

User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 02/13/2002 Time: 08:49:36

Samiple: AE00165

Analysis: $GCMS  GCMS Sean For Unknowns

Units: ug

gtartec;: 2113102 08:49 Ended: 2/13/02 08:49 Analyst: DLV
age:

Other unknown compournds R
Surr_2,4-DDD 73 5.0

NYC-WTC_000050664
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\CommentQ for Sample AE00165 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 02-13-2002 Time: 08:50:04

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

Data File : C:\MSDCHEM\1\5973N\02FEB04\00165.D , Vial:
Acg On : 4 Feb 2002 5:37 pm Operator:
© Sample : 508 scan Inst . :
Misc February 4, 2002 Multiplr:

MS Integration Params: SPLIT.P

Quant Time:

Quant Method
Title

Last Update
Response via

Feb 05 08:28:33 2002

Quant Results File:

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

FPri Jan 11 13:20:07 2002

Initial Calibration

4

Instrumen
1.00

SCAN508 .RES

Conc Units Dev(Min)

ug/L 0.00
ug/L  -0.02
ug/L -0.01
ug/L  -0.02

DataAcg Meth SCAN508
Internal Standards R.T. QIon Response
1) 1,4-Dichlorobenzene-d4 9.71 152 1665486 20.00
10) Naphthalene-ds8 13.19 136 7027676 20.00
17) Acenaphthene-d4dl0 18.34 164 3707104 20.00
29) Phenanthrene-dilo0 22.65 188 6128629 20.00
38) Chrysene-dl2 30.50 240 5227941 20.00
44) Perylene-dil2 34.42 264 3691673 20.00
System Monitoring Compounds
37) 2,4-DDD 27.73 235 353685 3.65
Spiked Amount 5.000 Recovery =
Target Compounds
20) Dimethylphthalate 18.34 163 592633 2.42
21) 2,6-Dinitrotoluene 18.34 165 467343 9.79
42) Bis(2-ethylhexyl)phthalate 31.11 149 71622 0.82

- et e e e e e e e T G S S S M G e ewt e e Gt S b et e e s e e e e e a S e o e A R b e e b e e e e b e e b b b ey o o s o

00165.D
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SCAN508 .M
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Quantitation Report (Not Reviewed)

Pata File : C:\MSDCHEM\1\5973N\02FEB04\00165.D vial: 4

v Acg On : 4 PFeb 2002 5:37 pm Operator: ,
Sample : 508 scan Inst : Instrumen
Misc : February 4,. 2002 Multiplr: 1.00
MS Integration Paramg: SPLIT.P
Quant Time: Feb 5 8:28 2002 Quant Results File: SCAN508.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: 00185.D

8500000

8000000

7500000

7000000

Naphthalene-d8,i
—PCoitipgitinheiekts,|
Phenanthrene-d10,1
Chrysene-d12,|

1,4-Dichlorobenzene-d4,!

Perylene-d12,1

24-DDD.S

1500000

1000000

500000

F'W Bis(2-ethylhexy)phthalate

o . '\ -

lll)lllllll YT LI S B S AR B BLIR A TTTTTT T L3N SLERISLAR M SELNE SR DY LB I LES BRI IRRRAS BEER

Time-> 4.00 6.00 800 1000 1200 14.00 16.00 1800 2000 2200 2400 26.00 2800 3000 3200 3400 3600 3800

00165.D SCAN508.M Tue Feb 05 08:28:35 2002 Page 2
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LSC Area Percent Report

Data File

C:\MSDCHEM\1\5973N\02FEB04\00165.D Vial: 4
Acg On : 4 Feb 2002 5:37 pm Operator:
" Sample 508 scan Inst : Instrumen
Misc : February 4, 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 count
Start Thrs: 0.2 Max Peaks: 20

Stop Thrs : 0O 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 3.488 7 10 13 rVB 25840 41240 0.26% 0.048%
2 3.602 19 20 25 rBV 29728 52748 0.33% 0.062%
3 4.641 105 111 121 rVB4 10632 41687 0.26% 0.049%
4 5.897 217 221 227 rvv 390612 759623 4.70% 0.890%
5 6.000 227 230 243 rVB 53912 150128 0.93% 0.176%
6 9.550 539 541 545 rBV 28083 68732 0.43% 0.080%
7 9.630 545 548 551 rVVv 29103 67868 0.42% 0.079%
8 2.710 551 555 561 rVV 4824661 9543482 59.03% 11.176%
9 9.836 563 566 577 rvv 39604 127770 0.79% 0.150%
10 13.192 855 860 865 rBV 6736670 13576071 83.97% 15.899%
11 13.375 873 876 883 rvB 15362 35353 0.22% 0.041%
12 16.549 1149 1154 1159 rVVv 21596 43200 0.27% 0.051%
13 18.341 1305 1311 1317 rBV 7282611 14980715 92.65% 17.544%
14 22.280 1651 1656 1661 rBV 63265 122673 0.76% 0.144%
15 22.645 1681 1688 1693 rBV2 7079694 16168293 100.00% 18.935%
16 22.771 1697 1699 1713 rVB 91361 249990 1.55% 0.293%
17 27.726 2127 2133 2139 rBV 996810 1763232 10.91% 2.065%
18 30.500 2369 2376 2381 rBV2 6038540 14899385 92.15% 17.449%
1S 31.105 2425 2429 2439 rBV 43661 161291 1.00% 0.189%
20 34.416 2713 2719 2759 rBV 4325422 12535917 77.53% 14.681%
Sum of corrected areas: 85389398

10165.D SCAN508.M Tue Feb 05 09:47:33 2002 Page 1
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File

LSC Report - Integrated Chromatogram

: C:\MSDCHEM\1\5973N\02FEB04\00165.D

Operator :
Acquired :
Instrument :

4 Feb 2002
Instrumen

Sample Name: 508 scan

Misc Info
Vial Number: 4

February 4,

2002

Quant File :SCAN508.RES (RTE Integrator)

5:37 pm using AcgMethod SCAN508

Abundance
7000000

6000000

5000000

1000000
464

TIC: 00165.D

8.71

5.90

13.19

37

T
Time—> 5.00

T T

T Y

— —T
6.00 9.00

I T 7 T 7 ] T 1T v ¥ [ T T
1000 11060 1200

T T I
13.00

.
14.00

TT T [ T ¥

15.00

Abundance
7000000

1000000

TIC: 00165.D

1834 22,65

22.2%77

27!

A

16.55

T I [ T T
Time-> 16.00 17.00

—r]
18.00

T~ T T T TOT T

l LR I T l ) T
2100 2200 2300

| W
T Ty v

I
18.00 © 20.00

RABE I S T B B

24.00

LA N A I

T
2500 26.00

T T

T I T T
27.00

Abundance
7000000

2000000

1000000

TIC: 00165.D

34.42

L31.11

T T

O
Time-> 28.00

N e e e T
2000 3000 3100 3200

LA B 2 T B ) T™T T

]’_l' — T T T l T LN SN J l

—
3700 38.00

LI S S S

39.

00165.D SCAN508.M

NYC-WTC_000050669
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Data File

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02FEB04\00165.D
Acq On : 4 Feb 2002 5:37 pm
Sample : 508 scan
Misc : February 4, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

vVial: 4
Operator:
Inst : Instrumen
Multiplr: 1.00

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

K e ke de de de deode e dedok e g de de ko ke de e gk ok ke ke ke gk de ke ok de g dedokode ke de ke ok ok ke dek gk ok odede ke ok ok gk dodkdddkhhdkhkkk

Peak Number

1 Acetonitrile,

dichloro- $$ ...

Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T
3.49 0.09 ug/L 41240 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm . CASH Qual

- e e e e e b et b et tmb o o - e e et e e e eee e e e e Pt b et ke o b e G e s e st b s ;e o b % e e - - - -

1 Acetonitrile,

dichloro- $$ Dichl...

2 Dichloroacetonitrile $$ Acetonit...

3 Acetonitrile,

dichloro-

4 Dichloroacetonitrile $$ Acetonit...

109 C2HCI12N
109 C2HCl2N
109 C2HCI2N
109 C2HCI12N

003018-12-0 83
003018-12-0 74
003018-12-0 64
003018-12-0 38

Abundance Scan10(3.488min):0017|65.0(-) m/z 74.00 100.00
4
82 |
5000 .
47
38 l l 350 360 3.70 380 390
o] S S | m/z 82.00 53.57%
miz—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #11641: Acetonitrile, dichloro- $$ Dichloroacetonitrile $$...
74
5000 82
47 350 360 370 380 380
35 ( | m/z 76.00 34.43%
o lnl i ) 109
Illllfrllllllll'!lllllllllll‘[ﬁll[T l)Tlllll'lTllllll'll‘l_l—
miz—> 10 20 30 40 50 60 70 80 90 100 110 .
Abundance #11642: Dichloroacetonitrile $$ Acetonitrile, dichloro- $$...
74
82
3.50 3.60 3.70 380 390
5000 m/z 47.00 28.09%
47
35
12 1, Il I.I | 108
cl l]lf1llll'l—[Tlllll)llllllllll!lll Irrlll'[m)]lll;llllf
mfz—> 10 20 30 40 50 60 70 80 80 100 110
Abundance #11644: Acetonitrile, dichioro-
74 350 3.60 370 380 3.90
35 m/z 83.90 27.32%
5000 82
Ll ll
clllltlxr[lllnll ‘rl'{!‘rxr{%l’l:xr]—r—rlx§"[rTlnilIrﬁ—rllllxl[ll LB TR AL 0 RN B 0 R AL UL LIS R S
miz—> 10 30 40 50 60 70 80 80 100 110 350 360 3.70 3.80 3.80
0165.D SCAN508.M Tue Feb 05 09:47:33 2002 Page 3
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Library Search Compound Report

Data File
Acg On :
Sample
Misc :

508 scan
February

MS Integration Params:

Quant Method:
Title
Library :

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

C:\MSDCHEM\1\5973N\02FEB04\00165.D
4 Feb 2002

5:37 pm

2002
LSCINT.P

4,

vial: 4
Operator:
Inst : Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

hkhkkhhhkhhkhhkdhkdhhdkdkhhkhkhhhhhkhkhhkhkkhkhkhkhhhkhhhhkhdhdkhhdhhhhdkhhhhdhhkhkhkhhkdik

Peak Number

2 Butanoic acid, methyl ester...

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T
3.60 0.11 ug/L 52748 1,4-Dichlorobenzene-d4 9.71
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 (CAS. 102 C5H1002 000623-42-7 83
3 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 78
4 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 78
[Abundance Swn20(3.602min):9]3165.0(-) m/z 43.10 100.00751
5000
59 87
?ll 51&' 3.50 3.60 3.70 3.80 3.90 4.00
c!"'l']—ll"rl_l'"[ 'I]I_m—I!T'fPrlll]lill] IR R R ]Il T1 7T 1’71’7 lllllll![l T lll Tll T m/z 74.10 89003
> 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #9227: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43 74
5000
59 3.50 3.60 3.70 3.80 3.80 4.00
87 m/z 71.10 68.24%
I } 89| ' 102
c lm‘[j'l"llllll‘ll ’l'l_lTlllT—[_rflllll'll]llll'lll lIll TTT7 ll]lgl;! rlll
nfz—> 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Abundance #922‘%3 Butanoic acid, methyl ester (C;\S) $$ Methyl butyrat...
7
3.50 3.60 3.70 3.80 3.90 4.00
5000 m/z 41.10 37.70%
59 87
33 1 ' L4t 102
cr[lll_q_rlllmjllll "l'!l_rlll’Tnlllll(ll‘ll"llll TT l)l ‘llIlllIqull1ﬁllllﬁll I
miz-> 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #9228: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43 350 3.60 3.70 3.80 3.90 4.00
m/z 59.10 30.17%
5000
59 87
33 55
l’l | ‘ ! 102
cll'lli[Ill‘l!!TllllTl‘ll[[?lllxl‘ll[ Tl](l‘l"l‘llll ]I'IlITT lml lﬂTllllIl{ﬁlmIIT
miz-> 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 3.50 3.60 3.70 3.80 3.0 4.00
01l6e5.D SCAN508.M Tue Feb 05 09:47:33 2002 Page 4
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Library Search Compound Report

Data File :

C:\MSDCHEM\1\5973N\ 02FEB04\00165.D Vial: 4
Acg On 4 Feb 2002 5:37 pm Operator:
Sample 508 scan Inst : Instrumen
Misc February 4, 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

% & de ke Kk K g do K ek K do K Fedoe ok ok de ok ke ok gk gk ok dede ok ok ok gk ko ok ok deododk ok kok ok ko gk ok ko ok kK kg gk ok kg ok kkkk

Peak Number 3 CIS-1-METHOXY-2-BUTENE Concentration Rank 9

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

4.64 0.09 ug/L 41687 1,4-Dichlorobenzene-d4 9.71

Hit# of 5 Tentative ID MW MolForm i CAS# Qual
1l CIS-1-METHOXY-2-BUTENE 86 CS5H100 010034-14-7 9
2 2-Butene, l-methoxy-, (Z)- 86 CBHH100 010034-16-9 9
3 Pentane, 2-methyl- (CAS) $$ 2-Me... 86 C6H14 000107-83-5 9

4 4-Methyl-2-oxovaleric acid $$ Is...

130 C6H1003

000816-66-0 9

[Abundance Scan 111 (4.641 min): 00165.D () m/z 41.10 100.00%
4 71 88
57
5000 85
“ 5{1 | 420 440 460 4580 5.0
Ofrrrrrerprrrr e e e e e e e e e m/z 71.00 94.24%
mfz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #4111: CIS-1-METHOXY-2-BUTENE
7
7w » il
5000 55 L B S B S o o 2 e 2
420 440 460 480 500
45 85 m/z 88.10 94.18%
33 ’ :511H ] 58 1 i
cll]llll‘llll]l!ll’llllf!llllllIl]lll]llIll]lllll'!]ll lllllll)lllllllllllllll’lll
Infz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #4207: 2-Butene, 1-methoxy-, (Z2)-
T T lllllllll}
o7 w0 420 440 460 480 500
5000 55 m/z 57.10 80.51%
45
clllllllllllllllllllllllllllll(llrllllllllllllll'l lll 17T TIr T Illl[lll!llll
mfz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95 A
Abundance #4257 Pentane, 2-methyl- (CAS) $$ 2-Methylpentane $$ Isoh...  ARERREE
7H 420 440 460 480 500
43 m/z 43.10 55.32%
5000
’ 57 86
cllllllllllll [I“Kl]' l1!l llll‘l?lal;llllllllllllfill !l )l"ill lll lIlI1
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 420 440 460 4.80 500

J0165.D SCAN508.M Tue Feb 05 09:47:33 2002
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02FEB04\00165.D vial: 4

* Acqg On : 4 Feb 2002 5:37 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : February 4, 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
KKKk hkhkhkkhkkhkhhhhhhkhkhkhhkhhhkhkhhhhhhhhkhkhhkhkhkdhkhhkhkhhkhkdhkhhhhhkkhkkkhkhkhkhkkhkkkhkhkkkkk

Peak Number 4 Acetic acid, 3-[1,3]dioxola... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
5.90 1.59 ug/L 759623 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm - CAS# Qual
1 Acetic acid, 3-[1,3]dioxoclan-2-y... 174 C8H1404 000000-00-0 33
2 3-{(CYCLOHEX-3’-EN-YL)PROPANOL $$... 174 C8H1404 015745-87-6 33
3 Silane, tetramethyl- 88 C4H128i 000075-76-3 23
4 N-Ethylformamide $$ N-Formylethy... 73 C3H7NO 000627-45-2 9
Abundance Scan 221 (5.897 min): 00165.D {-) m/z 73.10 100.00%

73

g
?

TTI T v rors

5.60 580 600 620

T

87 103

. T T T
miz—> 102030405060708090100110120130140150160170180

Abundance #78238; Aoeh; ;cxd , 3-[1,3]dioxolan-2-ylpropy! ester

560 580 600 620

&5
o) SN | RN RN 1 RN A— m/z 43.10 24.16%

:

43 m/z 45.10 9.93%
27 H 85 | 8 113 174 :
clII11YTI‘ITlIll!lllfrlllll‘llllll]Tl lllll l[ TTY iil Illlllllflri R LR ]I lll L3ES ‘llll ¥
Infz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #36138; 3~(CYCLOHEX—33-EN-YL)PROPANOL $3 2-Cyclohexene-1-p...
7

TTTT YT YT Ty T

560 580 600 620

TT

5000 z 41.10 8.49%

43
2 uU 8 | & 113 174
ell‘llll’ll’i‘lIlllllllll!ll'llllll Il ll]llllll!!IwTT l, ll!l ll TTVv ]ll T lli ‘ITITII
miz—> 102030405060708090100110120130140150160170180 )
Abundance #4814; Silane, tetramethyl-

73 560 580 600 620
m/z 71.10 6.61%
5000
13 .,{ 53 88
c“lll]"llll]]l]’ ll lll llllllIl'llIlIlll‘[irTTr"l ll ll]llr Il‘ll'"l Illl(llllllir]r l'lllll‘\ll})!!l)l'll ¥
mfz—> 10 20 30 40 50 60 70 80 €0 100 110 120 130 140 150 160 170 180 560 580 600 620
00165.D SCAN508.M Tue Feb 05 09:47:34 2002 Page 6
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Library Search Compound Report

Data File

C:\MSDCHEM\1\5973N\02FEB04\00165.D
* Acg On 4 Feb 2002 5:37 pm
Sample 508 scan
Misc : February 4, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

Vvial: 4

Operator:
Inst :
Multiplr: 1.00

Instrumen

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

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

Peak Number 5 2-Propanone,

1,1,1-trichlor...

Concentration Rank 2

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

6.00 0.31 ug/L 150128 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm - CAS#H Qual
1 2-Propanone, 1,1,1l-trichloro- (C... 160 C3H3Cl30 000918-00-3 72
2 2-Propanone, 1,1,l-trichloro- $$... 160 C3H3Cl30 000918-00-3 64
3 2-Propanone, 1,1,l-trichloro- (C... 160 C3H3Cl30 000918-00-3 53
4 2-Propanone, 1,1,1-trichloro- (C... 160 C3H3Cl30 000918-00-3 42

Abundance 4t3Scan230(6.000min):oovss.o(-) m/z 43.10 100.00%

5000

l‘ll,lll
63 8 o7 125 560 580 600 620 640
cll;lllllIl"TT‘fT‘l!I‘IIT"IIl"l“‘lll z'\'l Ilill‘llll 11!1!17 '}Tl]"‘ m/z 125 00 8 60%
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #59079: zllgropanone, 1,1,1-trichloro- (CAS) $$ Trichloroac...
m - T"llllllfll!] LR IR T ]l‘r
570 580 6.00 620 640%‘
m/z 97.00 7.22
125
® o & "7
c’"‘]ﬁl‘}ll'llll‘l]lllilillllll!llllllIllll}IlTlIl(ll,llll UIIITT“
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #59081: it-aPropanone, 1,1,1-trichioro- $$ .alpha.,.alpha.,....
560 580 600 620 640
5000 m/z 126.90 6.79%
15
| 35 49 85 o7 117 125
clllllitllll ’llxlllllllxlllillfrt‘}"llllllllll[ll’lllTrIIllllllll[ll'
miz—> 10 30 4 50 60 70 8 S0 100 110 120 130
Abundance #59082: 2-Propanone, 1,1,1-trichloro- (CAS) $$ Trichloroac... S— T
43 560 580 600 620 640
m/z 42.10 6.39%
8000
Bz 49 63 8 9 qou7 ¥
cili.llllllllllll‘ ‘ll I] llll'l!lll!l’l lllllll’ll'l’Tlll ll?illllll(ll l]lllT_rIIIl‘llIlll llil'
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 560 580 600 620 640
00165.D SCAN508.M Tue Feb 05 09:47:34 2002 Page 7
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Library Search Compound Report

Data File

C:\MSDCHEM\1\5973N\02FEB04\00165.D Vial: 4
Acg On : 4 Feb 2002 5:37 pm Operator: -
" Sample 508 scan Inst : Instrumen
Misc February 4, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title 508 scan method
Library : C: \DATABASE\WI LEY7N.L

dhkhdhkkhhhkhhkdhhhkhkhkhhhhkhhkhkhhhkhhhhhhhhhhhdhkhhhhhhhhkhkhkdkdhdhhkhhkhkhkkkidt
Peak Number 6 2-Propanol, 1l-(2-methoxy-1-... Concentration Rank 6

Quant Method

R.T EstConc Area Relative to ISTD R.T
9.55 0.14 ug/L 68732 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual

et s o b e e e e e e e e e e ot e S e S o e e s e e e e Ge b S e e s e e e A e e b e e e e e e e - -

1 2-Propanol, 1-(2-methoxy-l-methy... 148 C7H1603 020324-32-7 74
2 DIPROPYLENEGLYCOL METHYL ETHER $... 148 C7H1603 020324-32-7 72
3 2-Propanol, 1,1’-oxybis- (CAS) $... 134 C6H1403 000110-98-5 45
4 BIS(1-METHYL~-2-HYDROXYETHYL)ETHER 134 C6H1403 000000-00-0 40

Abundance Scan 541 (9.550 min): 00165.D (-) m/z 59.10 100.00%
50
5000 45 103
73
f'llil lllll l'l"l
3gh ‘ 920 940 960 980
) S 1 SSS'{ MNS S — S m/z 45.10 41.71%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #43943: 2-Propanol, ;-(Z-methoxy- -methylethoxy)- $$ Dipro...
2]
5000 .
45 73 103 920 940 960 980
31 l m/z 103.10 38.27%
0 b 130
l'lll lllllllllfl Ill|]—l I'T_l_rlllllllﬁ ll'lll)l' TTTVvT TIT717
miz—> 10 20 30 40 50 60 70 80 S0 100 110 120 130
Abundance #43944: DIPROPYLENEGLYCOL METHYL ETHER $$ 2-Propancl, 1-(2...
50
103 —T1r "7]“7' llll
) 920 940 9.60 980
5000 m/z 73.00 29.44%
43 73
31
1|5 ‘x i fif R 130
cll[llllllll'll‘ llllr]—[—l'llllllllll’lll[‘l_l_rlIYllll[IIY L) 'llllllll
m/z—-> 10 20 30 40 50 60 70 8 S0 100 110 120 130 /\_\A
Abundance #29204: 2-Propanol, 1,1-oxybis- (CAS) $$ Dipropylene glyc... I
5 820 940 960 980
m/z 41.10 21.50%
5000 31 45
| 1 ]\\n
0 ] ,l’ Iy , A
ll[lllll‘ITlllfll]lIYTTTIlllllrj_lllllll'lllllf'l_rll'l‘l "‘T‘ l]lT_T_r ﬁ_l]T IllllI’lllll III'
miz—> 10 20 30 40 S50 60 70 80 90 100 110 1 130 920 940 960 980

10165.D SCAN508.M

NYC-WTC_000050675

Tue Feb 05 09:47:34 2002
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Data File :

Acqg On
Sample
Misc

Library Search Compound Report

C:\MSDCHEM\1\5973N\02FEB04\00165.D

4 Feb 2002 5:37 pm
508 scan
: February 4, 2002

MS Integration Params: LSCINT.P

Quant Method :

Title

Library :

: 508 scan method

C:\DATABASE\WILEY7N.L

Vial: 4
Operator:
Inst : Instrumen
Multiplr: 1.00

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

K K ke do de K ke de e K do gk dode dedede ke ke Fedeke koo dedkokde e hokokdhd ok ok h hokkkdkhkkkddh kg ddhhddkkhkkhkkdk

Peak Number 7 TRIPROPYLENE GLYCOL 2

Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
" 9.63  0.14 ug/L 67868  1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm - CAS# Qual
"1 TRIPROPYLENE GLYCOL 2 192 CcoH2004 000000-00-0 72 N2

2 TRIPROPYLENE GLYCOL 1

3 2-Propanol,

1,1’ -oxybis-
4 4-(Dimethylamino)-1,3-diazaspiro... 209 C1l1H19N30

192 CS9H2004

(CAS) $... 134 C6H1403

000000-00-0 72 5"’“7“
000110-98-5 59 mwTC
000000-00-0 59

[Abundance Scan 548 (9.630 min); 00165.D () m/z 59.10 100.00%
850
5000 45
103
73
AJ" | 920 940 960 9.80 10.00
crllll]l"l’_llll‘lTl’_IllIll}Tr ,l lll]l'll} ll']'ﬁ’l lllllll’[l'lll TT lIll m/z 45.10 41048%]
m/z—-> 2030405060708090100110120130140150160
Abundance g #102327: TRIPROPYLENE GLYCOL 2
2]
5000 )
820 S840 960 980 10.00
45 103 m/z 103.10 33.44%
0 | 4l 72 89 117 130 161
lllll[m‘llfﬁ‘l’l'll ll lll lll]llllrl'_[l' lll'_rll ¥ TrT TrY
mfz--> 2030405060708090100110120130140150160
Abundance #102326: TRIPROPYLENE GLYCOL 1
59
920 940 960 9.80 10.00
5000 m/z 73.10 21.87%
45 103
0 [ 11 72 117 130
lll"_l_l' [l l[ TIT LiRJ '(lllllllilllﬁl']lll'l'[ LELL L) T7T l‘lllll'llllll]
~-> 20 30 40 50 60 70 80 S0 100 110 120 130 40 150 160
Abundance #20204: 2-Propanol, 1,1-oxybis- (CAS) $$ Dipropylene glyc...
920 940 960 980 10.00
m/z 41.10 19.63%
5000 31 45
[ 103
0 4‘ ‘Il Iy
]T"lllll']’llll'—l_llilm_l [ ll‘l_l'lillIITl"ll lll'lll‘lll]l’_rlllllrrl' I]'_I'_l_l]
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 820 940 960 980 10.00
10165.D SCANS508.M Tue Feb 05 09:47:34 2002 Page 9
NYC-WTC_000050676



NYC 9/11 Public Portal Document
Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02FEB04\00165.D Vvial: 4

Acgq On : 4 Feb 2002 5:37 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : February 4, 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

de Je Kk de de de de de de de Fe o do e ke de de T de de Ko de e ek K K de Kk de de de ke ko ko ok Kk ke ke ke de de de ko do de ko de ke de dededo K de de ke dede khek ok ke khkk
Peak Number 8 2-Propanol, 1-(2-methoxypro... Concentration Rank 4

o0 o0 we

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

9.84 0.27 ug/L 127770 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm _ CAS# Qual
1 2-Propanol, 1-(2-methoxypropoxy)... 148 C7H1603 013429-07-7 83
2 PROPYLENE GLYCOL TRIMER 3 174 CS9H1803 000000-00-0 72
3 2-Propanol, 1,1’-[(l-methyl-1,2-... 192 C9H2004 001638-16-0 64
4 TRIPROPYLENE GLYCOL 1 192 CO9H2004 000000-00-0 56

Abundance s?snsee(g.seemin):omes.o@ m/z 59.10 100.008%

5000

45 73 940 960 980 10.00 10.20
104 5 3 A 8 2
Ol ol e | [m/z 45.10 14.05%
miz--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #43942; 2-Propanol, 1-(2-methoxypropoxy)- $$ 1-(2-Methoxyp...
5000 -
940 960 ©.80 10.00 10.20
m/z 73.10 11.73
31 45 73 104
o 130
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #78534: PROPYLENE GLYCOL TRIMER 3
| A
ﬁlllll’l‘llllllAllll LER S 1
940 960 980 1000 10.20
5000 41 m/z 43.10 10.20%
103
N 17 130
o‘illll‘l‘!f‘!(lr‘lll !‘l_(_ri|!!‘i‘l)‘)lll]%\lllfﬁ‘TTl_lll]‘l_rll
miz—> 20 30 40 50 70 8 90 100 110 120 130
Abundance #102318: 2-Propanol, 1,1"-[(1-methyl-1,2-ethanediyl)bis(ox...
59 940 960 980 1000 10.20
m/z 41.10 9.78%
5000
31 45 103
R Y0 O A o
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 940 960 980 1000 10.20
10165.D SCAN508.M Tue Feb 05 09:47:34 2002 Page 10

NYC-WTC_000050677



NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02FEB04\00165.D
Acqg On : 4 Feb 2002 5:37 pm

Sample : 508 scan

Misc : February 4, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

°e o0 oo

Vial:

Operator:

Inst

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

4

Instrumen
Multiplr: 1.00

g de Je do kK g ok de e Fe de Kk ke ko ok ok ok kgt g T ook odede Kk kode ko ok ok dede ok hd ok ke k g hk ok dkkkkkk gk kkkkkkkk

Peak Number 9 2-Methoxy-3-hydrazinyl

-pyra... Concentration Rank 12

R.T. EstConc Area Relative to ISTD
13.38 0.05 ug/L 35353 Naphthalene-ds
Hit# of 5 Tentative ID MW MolForm

000000-00-0 72

001004-74-6 72 G;v"‘7

019720-72-0 50
000615-94-1 45

1 2-Methoxy-3-hydrazinyl-pyrazine

2 Pyrimidinetetramine- $$ Pyrimidi...
3 1H,5H-Pyrazolo{l,2-alpyrazole-1,...
4 2,5-Cyclohexadiene-1,4-dione, 2,...

140 CS5H8N4O
140 C4H8N6
140 C6H8N202
140 C6H404

R T EREEmREEEE
-> 20 30 40 50 60 70 80 S0 100 110 120 130 140

1300 1320 1340 1360 1380

undance Scan 876 (13.375 min): 00165.D () m/z 140.00 100.00%
g
5000
lIllll]ll‘r*l_r‘llll]lll,T‘li
44 70 86 ﬂ‘ 108 | 13.00 1320 1340 1360 13.80
clIHIHIUYVJUIHl”IJlPl” T AL AL R B | m/z 70-00 14076%
miz—~> 2030405060708090100110120130140
Abundance #35089: 2-Methoxy-3-hydrazinyl-pyrazine 0
1
5“” 42 - LD IR I SR B ML TR
54 13.00 1320 1340 1360 13.80
68 m/z 94.10 14.60%
Ll ] = § ®m
cllllll]lr)rllllllllll]ll’ﬁlll'l;lllll ”I ¥ II lll]'llll[[llT ]Illll
mfz—-> 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #35040: Pyrimidinetetramine- $$ Pyrimidine, 2,4,5 6-tetraa...
1
Til'llll Klll"llll LERER BRI T
13.00 1320 1340 13.60 13.80
5000 m/z 141.00 12.48ﬁ
“ A 96 112 s
86
cl]uanuT%lmlulqlujﬂlul”!inwvv”lklwxulwlulHuq
mfz--> 20 30 40 50 60 70 80 S0 100 110 120 130 140
Abundance #35166: 1H,5H-Pyrazolo[1,2-ajpyrazole-1,5-dione, tetrahydro- T
13.00 1320 1340 1360 13.80
55 m/z 96.10 12.23%
5000
42 98
2 70 86
L L3 12
cr"l(ll‘l"rl)llll)!l\ililli T 7 \\lxl l\'[l lllll‘l}l‘ll Ill‘ll T T T 1T 77 T

J0165.D SCAN508.M

NYC-WTC_000050678

Tue Feb 05 09:47:34 2002
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NYC 9/11 Public Portal Document

LML QL Y OCTALCIl WWilipUULIM NNCUVUL W

Data File

C:\MSDCHEM\1\5973N\02FEB04\00165.D Vial: 4
Acqg On : 4 Feb 2002 5:37 pm Operator:
Sample 508 scan Inst : Instrumen
Misc : February 4, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...
Title 508 scan method
Library C:\DATABASE\WILEY7N.L

hkhhkhhhhhhhhhohhhhkhhhhkhhkhhkhhkhkhkhkhkhhhhhhhhhkhkhhhhhhhkhkhhkhkhhhhkhhhodhdhhdhikisd
Peak Number 10 4H-Pyran-4-one, 2-ethyl-3-h.. Concentration Rank 11

\SCANS508.M (RTE Integrator)

R.T EstConc Area Relative to ISTD R.T

16.55 0.06 ug/L 43200 Acenaphthene-dl10 18.34
Hit# of 5 Tentative ID MW MolForm CASH Qual
e e e e e e e e e e e e e e e e e e e e — e mm 0

1 4H-Pyran-4-one, 2-ethyl-3-hydrox... 140 C7H803 004940-11-8 7 ‘é,es‘)
2 2-Dimethylamino-4,5-dimethyl-oxa... 140 C7H12N20 000000-00-0 5 'ﬁrfbt
3 2,5-Cyclohexadiene-1,4-dione, 2,... 140 C6H404 000615-94-1 5

4 2-DIMETHYLAMINO-4,5-DIMETHYLOXAZ. ..

140 C7H12N20

073777-29-4 5

Abundance Scan1154(16.549min):00165.D(-)40 m/z 140.20 100.00%
1
5000 71
172
43 56 89 12 T 5 17T T T
l | [l 1620 16.40 1660 1680
oY S| NS NN AN ENRNNNN— N | | I m/z 71.10  43.51
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #35348: 4H-Pyran-4-one, 2-ethyl-3-hydroxy- (CAS $$ Ethyl ...
71 .
5000 EJ B 0 o e o e
43 o7 1620 1640 1660 16.80
’ 55 J 125 m/z 172.20 37.68%
clll‘lll'l!llililllllll lIlIlllll TTT TITTIT TV T T ITlll l]llll'll‘lrl T T LRI T
nfz~> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #35431: 2-Dimethylamino-4, Sdlmet}wyl-oxzzgle
1
T 117 l!llIrTYT‘[
1620 1640 16.60 16.80
5000 4 e 111 m/z 43.10 32.62%
72 125
' ' l 1 ’
cll llll!l’rlll llll[lll)ll'll TTXI!!I T Illll TITT TV T T llllllllll TT illll
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #35124: 2,5-Cyclohexadiene-1,4-dione, 2,5-dihydroxy-
140 1620 1640 1660 16.80
42 69 m/z 56.10 30.86%
5000
84
l l o4 112
clIIlllllYITlll[(llf‘!lll])l[lil‘!llllITlllIII‘II'[lIlIll (ll‘ll ‘ll)llTT‘ Illl T T VYT rr LELER]
miz—> 30 40 50 60 70 80 SO 100 110 120 130 140 150 160 170 180 1620 1640 1660 16.80

00165.D SCAN508.M Tue Feb 05 09:47

NYC-WTC_000050679

:34 2002
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Data File
Acg On
Sample

Misc

MS Integration Params:

Quant Method

Title

Library

% Yo de de de K Je g de K ek K de o de hode Kk b g d q g kg ek ke ok de ke dde Kk ke dd ok ok d ok ddk ded gk ok k kg g gk ke kdkdkk

Peak Number 11

22.28

Liprary Ssearch cCcompound Report

: C:\MSDCHEM\1\5973N\02FEB04\00165.D
: 4 Feb 2002

5:37 pm
: 508 scan
: February 4, 2002
LSCINT.P

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

4-METHOXY- .BETA.-METHYLCINN. ..

Vial:
Operator:
Inst Instrumen
Multiplr: 1.00

4

\SCAN508.M (RTE Integrator)

Concentration Rank 5

EstConc Area Relative to ISTD R.T.
0.15 ug/L 122673 Phenanthrene-d10 22.65
5 Tentative ID MW MolForm CAS# Qual

Hit# of

1l 4-METHOXY-.
2 3-Cyanocarbazole $$ 9H-Carbazole...

192 C11H1203
192 C13H8N2

BETA.-METHYLCINNAMIC ...

019169-94-9 72
057102-93-9 64

3 Phenanthrene, 9-methyl- $$ 9-Met... 192 C15H12 000883-20-5 59
4 N-perdeuteriobenzylideneaniline 192 C13D11N 000538-51-2 53
Abundance Scan 1656 {22.280 min): 00165.D (-) 42 m/z 192.10 100.00%
1
/\‘ /\
96 146 m TT T T
40 70 82 118 l | “ 2200 2220 2240 2260
Obrrertterr et bbb et frrrperre et el | | M/ %z 96.10  17.069
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #102588: 4-METHOXY-.BETA.-METHYLCINNAMIC ACID $$ 2-Butenoi...
1
108 - )
5000 R R B A A S
2200 2220 2240 2260
146 175 m/z 191.10 16.28%
c lllil Ti7T l TY T lllllll[ llll lll TYTUr TT 17T lIIl lllllllllll llll lilllllllll lllll
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 160 200
Abundance #103424: 3-Cyanoccarbazole $$ SH-Carbazole-3-carbonitrile (CAS "
14
2200 2220 2240 2260
5000 m/z 193.10 14.74%
06 164
138
c l lll l[l TYT IllYIT‘IT illll L Illl lll lllll T ll lllllllTll llllll
mfz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200
Abundance #103936: Phenanthrene, S-methyl- $$ 9-Methylphenanthrene — |
192 2200 2220 22.40 2260
m/z 146.10 .34%
5000
88 133 152 1,?5 176
o llllllllll ll]’ﬂll]rll!]lll[]rﬁl llll T llll Illl IIII]—I_I’_I’_Tlllll! lllll[‘l‘l’ lllll! Illllllllllr! lllll‘lill
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200 2200 2220 2240 2260

JO1l65.D SCAN508.M

Tue Feb 05 09:47:35 2002

NYC-WTC_000050680
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Data

Library Search Compound Report

File C:\MSDCHEM\1\5973N\02FEB04\00165.D
" Acg On 4 Feb 2002 5:37 pm
- Sample 508 scan
Misc February 4, 2002
MS Integration Params: LSCINT.P

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

Quant Method
Title :
Library :

vial: 4

Operator:
Inst :
Multiplr: 1.00

Instrumen

.\SCAN508.M (RTE Integrator)

khkkkkhkhkhkhkhkhkhkhhhkhkhhhhhhhkhkhhkhkhkhkhkhkhhkhkhkhkhhkhhkhkhkikhkhkhkhhkhkhkhhkkkhkhhkhkhkhkhhhhhkk*k
Concentration Rank 3

Peak Number 12 Acridine-D9

R.T. EstConc Area Relative to ISTD R.T.
22.77 0.31 ug/L 249990 Phenanthrene-dlo0 22 .65
Hit# of 5 Tentative ID MW MolForm ) CAS# Qual
1l Acridine-D9 188 C1l3DSN 000000-00-0 72
2 Acridine-D9 188 Cl3DON. 000000-00-0 72
3 7-methoxy-5-methylnaphthalen-2-ol 188 Cl2H1202 000000-00-0 59
4 2,2,9,9-Tetramethyldec-5-ene-3,7... 188 C14H20 102745-35-7 50

[Abundance Scan 1699 (22.771 min): 00165.D () 6 m/z 188.15 100.00%
smo A¥
o O 2240 2260 2280 2300 23.20
TR S A SR WYY I - ~ B . AT m/z  94.10  17.81%
miz—> 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 :
Abundance #85254; Acridine-D9
148
m Ilill T T T T Ir1r v
2240 2260 2280 23.00 2320
o m/z 189.20 15.05%
158
o &
miz—-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180
Abundance #85265: Acridine-D9
188
240 2260 2280 23.00 23.20
5000 m/z 80.10 8.93%
93
c‘YTllllllllllllslslll“‘B{'o‘rT TET llll[ll‘llll’ﬁl13{l2l1 TTITT llllllll TT 1!||I T
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #98127: 7-methoxy-5-methylinaphthalen-2-ol T T T T
188 240 2260 2280 23.00 23.20
m/z 184.10 6.90%
5000
115 127
51 63 94 159
o l] T [lll l lll' lll‘ ll l'lll TIT llIIl’IX1rl—[TTlI T TF T I'TIIK ll T¥y IIIIIIITII,IIIIYlflllII
mfz—> 40 50 60 70 80 a)1001101201301401&)1&)1ﬂ)1&)1a1 2240 2260 2280 23.00 23.20

JO165.D SCAN508.M Tue Feb 05 09:47:35 2002

NYC-WTC_000050681
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lTentatlively laencilried LoOulpounra (udl) Sulllal y

dperator ID: Date Acquired: 4 Feb 2002 5:37 pm

data File: C:\MSDCHEM\1\5973N\02FEB04\00165.D

Jame: 508 scan

1isc: February 4, 2002

dethod: C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
ritle: 508 scan method

sibrary Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---

TIC Top Hit mame RT EstConc Units Response |# RT Resp Conc
Acetqnitril dic.. 3.49 0.1 ug/L 41240 1 9.71 9543480 20.0
3utanpic acad, me.. 3.60 0.1 ug/L 52748 1 9.71 9543480 20.0
2Is-1- ETH XY-2-B.. 4,64 0.1 ug/L 41687 1 9.71 9543480 20.0
Acetic 3-[1 5.90 1.6 ug/L 759623 1 9.71 9543480 20.0
2-Propa 1,1, 6.00 0.3 ug/L 150128 1 9.71 9543480 20.0
2-Propa 1-(2-.. 9.55 0.1 ug/L 68732 1 9.71 9543480 20.0
TRIPROPYLKNE GLYC... 9.63 0.1 ug/L 67868 1 9.71 9543480 20.0
2-Propghol) 1-(2-... 9.84 0.3 ug/L 127770 1 9.71 9543480 20.0
2-Methpxy-3\hydra... 13.38 0.1 ug/L 35353 2 13.19 13576100 20.0
4H-Pyyan-4-oRe, 2... 16.55 0.1 ug/L 43200 3 18.34 149280700 20.0
4 -METHOXY - .BEYA. ~. 22.28 0.2 ug/L 122673 4 22.65 16168300 20.0
Acridine-D9 22.77 0.3 ug/L 249990 4 22.65 16168300 20.0
00165.D SCAN508.M Tue Feb 05 09:47:35 2002 Page 15
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