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User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 02/26/2002 Time: 11:12:48

Sample: AEQ0472
Analysis: $GCMS GCMS Scan For Unknowns

Units: ug
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somments for Sample AE00472 - Analysis $GCMS

NVestchester Dept. of Labs & Research

Jser: Vinci, David L
Jate: 02-26-2002 Time: 11:12:58

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
sompounds. The recoveries for 21 of the 43 compounds in the LCS Standard were

above their acceptance ranges.
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Quantitation Report

. Data File : C:\MSDCHEM\1\5973N\02FEB07\00472A.D

Acq On : 7 Feb 2002 12:42 pm
Sample : 508 scan re-ext.
Misc : February 7, 2002

MS Integration Params: SPLIT.P
Quant Time: Feb 20 15:39:27 2002

Quant Method : C:\MSDCHEM\1...\HP020702
Title : 508 scan method

Last Update : Wed Feb 20 11:48:57 2002
Response via : Initial Calibration
DataAcq Meth : SCANS508

L\NOUL e vaicwewy

Vial:

Operator:

Inst

Multiplr:

Quant Results File:

.M (RTE Integrator)

3

Instrumen
1.00

HP020702.RES

Response Conc Units Dev(Min)

ug/L 0.00
ug/L -0.01
ug/L -0.03
ug/L -0.03

ug/L 0.00
114.80%

Qvalue
ug/L # 58
ug/L # 27

Internal Standards R.T. QIon
1) 1,4-Dichlorobenzene-d4 9.71 152 1543502 20.
10) Naphthalene-ds 13.19 136 6491977 20.
17) Acenaphthene-dlo0 18.34 164 3308595 20
29) Phenanthrene-d1o0 22.63 188 5392932 20.
38) Chrysene-dl2 30.49 240 4626632 20.
44) Perylene-di2 34.42 264 3229802 20
System Monitoring Compounds
37) 2,4-DDD 27.73 235 509802 5.
Spiked Amount 5.000 Recovery
Target Compounds
20) Dimethylphthalate 18.34 163 533995 2.
21) 2,6-Dinitrotoluene 18.34 165 416326 8.
(#) = qualifier out of range (m) = manual integration
00472A.D HP020702.M Wed Feb 20 15:39:27 2002
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Quantitatciou [ACpve o -

Data File : C:\MSDCHEM\1\5973N\02FEB07\00472A.D Vial: 3

Acqg On : 7 Feb 2002 12:42 pm Operator:

Sample : 508 scan re-ext. Inst : Instrumen
Misc : February 7, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Feb 20 15:39 2002 Quant Results File: HP020702.R

Method : C:\MSDCHEM\1\METHODS\METHODS\HP020702.M (RTE Integrator)

Title : 508 scan method

Last Update : Wed Feb 20 11:48:57 2002

Response via : Initijial Calibration
Abundance TiC: 00472A.0
8000000

7500000

1e-d10,l

7000000

Oh,
L}

6500000

Naphthalene-d8,i

6000000

Chrysene-di2,!

5500000

1.4-Dichlorobenzene-d4,|

4500000

Perylene-d12,!

4000000

3500000

2500000

24-D0D,8

1500000
1000000

A . L

e 1 e e e

Time--> 4.00 600 800 10.00 12.00 1400 1600 1800 2000 2200 24.00 26.00 2800 3000 3200 3400 3600 38.00

00472A.D HP020702.M Wed Feb 20 15:39:27 2002 Page 2
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Data File
Acg On
Sample
Misc

Method

Title

Smoothing OFF
Sampling : 2
Start Thrs: 0.2
Stop Thrs 0

LSC Area reoicoiie -

2002

12:42 pm

C:\MSDCHEM\1\5973N\02FEB07\00472A.D

7 Feb 2002
508 scan re-ext.
: February 7,
MS Integration Params: LSCINT.P

vVial: 3
Operator:
Inst Instrumen
Multiplr: 1.00

Filtering: 5

Min Area:
Max Peaks:
Peak Location:

20

TOP

C: \MSDCHEM\ 1\METHODS\METHODS\HP020702.M (RTE Integrator)
508 scan method

100 Area counts

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation:

Signal TIC
peak R.T. first
# min scan

1 3.625 17
2 3.933 45
3 4.253 73
4 5.018 141
5 5.714 201
6 5.920 219
7 9.550 539
8 9.642 547
9 9.710 551
10 9.847 565
11 13.192 855
12 18.341 1305
13 22.280 1651
14 22.634 1681
15 22.771 1697
16 24.849 1877
17 27.726 2129
18 30.489 2369
19 31.094 2423
20 34.416 2713

5

max
scan
22
49
77
144
205

223
541
549
555
567

860
1311
1656
1687
1699

1881
2133
2375
2428
2719

00472A.D HP020702.M

NYC-WTC_000052275

last
scan
27
53
85
149
209

239
547
551
561
581

865
1315
l661
1693
1717

1885
2139
2401
2441
2757

Sum

PK

TY
rBV
rBV
rBV3
rvv
rBvV2

rBV
rBV
rvv
rvv
rVB

rBvV
rBV
rBvV2
rBV2
rVB

rBV
rBV
rBV2
rVB
YBV

21581
4682949
27211

6479378
6737495
48722
6152048
91916

27438
1361956
5440902

26707
4049413

100357
63749

202328
55439
43613

8797630
94347

12417279
13272877
97548
14207194
331994

51117
2472099
13687453
94749
10981960

of corrected areas:

Thu Feb 21 09:57:53 2002

0.
17.
96.

0.
77.

77129411

Page 1
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File

Operator
Acguired
Instrument

Sample Name:

Misc Info

Vial Number:

LSC Report - Integrated Chromatogram

C:\MSDCHEM\1\5973N\02FEB07\00472A.D

7 Feb 2002

Instrumen
508 scan re-ext.
February 7, 2002

3

12:42 pm using AcgMethod SCANS508

Quant File :HP020702.RES (RTE Integrator)
IAbundance TIC: 00472A.D
1319

6000000

5000000 9.71

4000000

3000000

2000000

1000000 / s

013639825 502 53192 %5
- O S o = o o o Do s Sea et e
Time--> 4. 00 5 00 6.00 7.00 8.00 9.00 10.00 11 00 12 00 13. 00 14.00 15.00
Abundance TIC: 00472AD
1834 263

6000000

5000000

4000000

3000000

2000000

27,
1000000 / / //
0 | 1n2 {ﬁ 2485
e L B - — . —

Time-> 1600  17.00 1800 1900 2000 _ 21.00 2200 2300 2400 2500 2600 2100
Abundance TIC: 00472AD

6000000

30.49
5000000
344

4000000 2

3000000

2000000

1000000 ///

o 31.09 [L_
IT ¥ T T l T T T L ' T r' rTIT—, T T I’T'T‘I T Al L) 1 L L) L] T T L rT L T v
Time--> 28.00 29.00 30.00 31 .00 32.00 33.00 34. 00 35 00 36 00 37.00 38 00 39.00
00472A.D HP020702.M Thu Feb 21 09:57:53 2002 Page 2
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Library searcn compuuniu svepean o

.Data File : C:\MSDCHEM\1\5973N\02FEB07\00472A.D

Acq On : 7 Feb 2002 12:42 pm
Sample : 508 scan re-ext.

Misc : February 7, 2002

MS Integration Params: LSCINT.P

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

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

hhkhkkhhkhkhkkkhkrhkhhkhkhhkhhkhhhkhhkhkhkhhdhhhorthkhkhhkhkhkkhkhkhkhkhkhkhhkhkhkhkhkhhhkkhkhkhkhhrhkhkhdhrhhidtd
Peak Number 1 Butanoic acid, methyl ester..

Vial: 3

Operator:
Inst : Instrumen
Multiplr: 1.00

\HP020702.M (RTE Integrator)

Concentration Rank 6§

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

3.62 0.17 ug/L 75218 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 78
2 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 78
3 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 72
4 Butanoic acid, methyl ester (CAS. 102 CS5H1002 000623-42-7 72

Abundance Scan 22 (3.625 min): 00472AD() 74.10 100.00%
43
5000
59 87
JI ' l 3.50 3.60 3.70 3.80 3.90 4.00
| S ||/ ' S N A SN I S — m/z 43.10 89.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9220: Butanoic acid, methyl! ester (CAS) $$ Methyl butyrat...
e F
74
5000 15 27 —*"rﬁJ
3.50 3.60 3.70 3.80 3.90 4.00
59 87 m/z 71.10 63.57%
s o] | 102
e S ILLLEAS S B0 FARLRL I SIS AL SN NN I U
-3 10 20 30 40 50 60 70 80 90 100 110
Abundance #9222: Butanoic a;id. methyl ester (CAS) $$ Methy! butyrat...
4 7
3.503.60 3.70 3.80 3.90 4.00
59 87
33 1] IR A 192
S St S N S0 LA S SR LA ALY SIS SRR
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9217: Butanoic acid, methyl ester
L 74 3.50 3.60 3.70 3.80 3.90 4.00
m/z 59.00 26.64%
5000
27 59
87
<IN | 102
S L SLALELELS S AL LA L | | AR RGN N B T
m/z--> 10 20 30 40 50 60 70 80 20 100 110 3.50 3.60 3.70 3.80 3.90 4.00
00472A.D HP020702.M Thu Feb 21 09:57:53 2002 Page 3
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Library Search Compouna xepuic

‘-Data File C:\MSDCHEM\1\5973N\02FEB07\00472A.D
Acg On 7 Feb 2002 12:42 pm

Sample 508 scan re-ext.

Misc February 7, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

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

.\HP020702.M (RTE Integrator)

Vial: 3
Operator:
Inst : Instrumen
Multiplr: 1.00

khkkkhkhkhhkhkhhkhkrthkdbhdhrhhhkhbhrhdhohhhohkhbhkhhkhhkhkhhhkhhkhkhhkhkhkhkhdrdhhkhrbdhhbrdhbhbddhhhhhhkh

Peak Number

2 ISOBUTYRALDEHYDE, DIMETHYLA..

Relative to 1ISTD

Concentration Rank 13

R.T EstConc Area
3.93 0.07 ug/L 30261
Hit# of 5 Tentative ID

MW MolForm

1,4-Dichlorobenzene-d4

1 ISOBUTYRALDEHYDE, DIMETHYLACETAL...
2 ISOBUTYRALDEHYDE, DIMETHYLACETAL. .

3 Propane,
4 Propane,

1,1-dimethoxy-2-methyl-
1,1-dimethoxy-2-methyl-.

118 C6H1402
118 C6H1402
118 C6H1402
118 C6H1402

000000-00-0 64
000000-00-0 64
041632-89-7 64
041632-89-7 9

bundance Scan 49 (3.933 min): 00472A.0 () m/z 75.10 100.00%
5000 87
55
47
a 84 360 380 400 420
) S NSRS S ) S T m/z 87.10 36.68%
nfz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #17848: ISOBUTYRALDEHYDE, DIMETHYLACETAL $$ 1,1-Dimethoxyi...
75
5000
o 87 360 380 400 420
[*)
15 27 31 47 m/z 55.10 25.42%
1.1 A | .
Ot e e
niz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #17849; ISOBUTYRALDEHYDE, DIMETHYLACETAL $$ 1,1-Dimethoxyi...
75
360  3.80
m/z 47. 1
5000 a7 /
55
29 41 4I7 I,
Ofrrerprrrprrrrrrerprreeb e b M R
niz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
bundance #17846: Propane, 1,1-dimethoxy-2-methyl- -__,_,..,_,_,_,_,_1_,.._
75 360 3.80
m/z 45. 1
5000 87
. 55
31 43|4| ' 59 7J1
Gl’ LR l"_lllll [ I | |l_l'l’_lrlrrr|1"T1‘l11‘lrl‘l TT_’ 111 r!lltlll
n/z> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 360 380 400

00472A.D HP020702.M

NYC-WTC_000052278
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.Data File

Acg On
Sample
Misc

Library sedrcu vuimpvuaw

-

C:\MSDCHEM\1\5973N\02FEB07\00472A.D

7 Feb 2002 12:42 pm

508 scan re-ext.

February 7,
MS Integration Params:

Quant Method

Title
Library

2002
LSCINT.P

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

Vial: 3

Operator:
Inst
Multiplr:

Instrumen
1.00

.\HP020702.M (RTE Integrator)

khhkhkhhkkhkhhhhkhkhkththhhhhhhbhhhhhhhhhhkhhhhkhhhkhhhkhkhkhhkhhhkhkhhhkhhhkhkkhkhkhkhhhhhk*x

Peak Number 3 THIAZOLIDINE $$ Thiazolidin... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T
4.25 0.12 ug/L 52199 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 THIAZOLIDINE $$ Thiazolidine, hy... 89 C3H7NS 014446-47-0 9
2 Thiazole, tetrahydro- $$ Thiazol... 89 C3H7NS 000504-78-9 9
3 Thiazole, tetrahydro- 89 C3HTNS 000504-78-9 9
4 Oxirane, (2-methylpropyl)- (CAS)... 100 C6H120 023850-78-4 9
[Abundance Scan 77 (4.253 min): 00472AD (-) - m/z 87.10 100.00%
43
5000 55
39 60 X
ll 4 l l J 1? 400 420 440 460
ObrrrrprrerprrrrpreeH R e SNSRI 1§ B SN N m/z 43.10 97.68%
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 '90 95 100 105 110
Abundance #5043: THIAZOLIDINE $3% Thiazolidine, hydrochloride (CAS)
8p
5000
36 i 400 420 440 460
0 5o I m/z 89.10 93.18%
R 0 T T2 (R R
miz—-> 2 253035 40 4550556065 70 7580859095100105110
Abundance #5044: Thiazole, tetrahydro- $$ Thiazoiidine $$ Tetrahydro...
43 8o
400 420 440 4.60
5000 m/z 85.00 88.81%
30 I 59 l
0 l —— ”L( “1 !
LABUARASUNEASA RAARA RAALS RARAL RRASN SRASA NEANASAARN NASE RARSA NAARA SELSA KEAM REASS SARAS RALAS AN
m/z—-> 202530354045505560657075808590950005110
Abundance #5045: Thiazole, tetrahydro-
8p 400 420 440 460
m/z 41.10 67.36%
5000
42
30 59 |
0‘1"[1"1!"|||II ||Ill!:4l7lllllli|ll1|J'H||l'[ lllllllllllllll Illl !'l llﬁ]’f
z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 400 420 440 460

00472A.D HP020702.M

NYC-WTC_000052279
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Library Search Compouuisu svep -

Data File C:\MSDCHEM\1\5973N\02FEB07\00472A.D Vial: 3

Acg On 7 Feb 2002 12:42 pm Operator:

Sample 508 scan re-ext. Inst Instrumen
Misc February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method C:\MSDCHEM\1...\HP020702.M (RTE Integrator)

Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

AEAKAXARAEAAAA I A A A A A kA Ak hkhkhkhkrAhkdrdhkhdrhbhkdbhhhhkhkhkhhhkhkhhkhhkhhkhhbhhbkrhhhrhrhkhhhikk

Peak Number 4 3-Buten-2-0l, 2-methyl- (CA.. Concentration Rank 3

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

5.02 0.23 ug/L 100357 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 3-Buten-2-o0l, 2-methyl- (CAS) §$$... 86 C5H100 000115-18-4 78
2 Butenol, methyl- 86 C5H100 060766-00~9 72
3 2-Furanmethanol, tetrahydro- (CA... 102 C5H1002 000097-99-4 64
4 3-Buten-2-0l1l, 2-methyl- 86 C5H100 000115-18-4 64

Abundance Scan 144 (5.018 min): 00472A.D () m/z 71.10 100.00%
43 m
5000
55 59 \
I' o 460 480 500 520 540
Ofrrrrper —— TN 1,' L . o S— m/z 43.10 85.14%
m/z—-> 51015202530354045505560657075808590
Abundance #4088: 3-Buten-2-0l, 2-methyl- (CAS) $$ 2-Methyl-3-buten-2...
7
5000
59 460 480 500 520 540
I z 41.10 71.31%
53
0 | l 6.7| \ 85
""""""""""""""""""" AR AR AR RAREN AR RERAA SRR NULAR ALY SARAS |
z--> 51015202530354045505560657075808590
Abundance #4093: Butenol, methyl-
43 7h
460 480 6500 520 540
5000 59 m/z 69.10 43 .85%
27
15
31 53
cl LALILE SRR LA SNER AN RERARNE BN EE] :I!l(ll! lllll 1617l|i ;’rl‘[]l’lTI"l1r,8I61rr"llllj
niz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #9384: 2-Furanmethanol, tetrahydro- (CAS) $$ Tetrahydrofur... L T T i e e o SLEERE S
mn 460 480 500 520 540
43 m/z 59.10 34.43%
5000 27
31
0 l 317 IJ I |517 61 II {
m/iz—> 510152025303'540455055606%7(075808'5%' 460 480 500 6520 540
00472A.D HP020702.M Thu Feb 21 09:57:54 2002 Page 6
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Library sedfciu cungprvwinm oo,
.Data File : C:\MSDCHEM\1\5973N\02FEB07\00472A.D Vial: 3
Acg On : 7 Feb 2002 12:42 pm Operator:
Sample : 508 scan re-ext. Inst : Instrumen
Misc : February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP020702.M (RTE Integrator)
Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L

hkhdhkhkrhkrhkhhkhhhkhdhhbhhhkhkkhkhkhhkhkhkhhhkhhhhhhhkhkrhhhhhrhkhkkhkhhhhkhkhhkhkkhhkkkxkkkhhhkksk
Peak Number 5 3-Penten-2-ol $$ .alpha.,.g... Concentration Rank 6

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

5.71 0.14 ug/L 63749 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-0l $$ .alpha.,.gamma.... 86 C5H100 001569-50-2 64
2 3-Penten-2-ol 86 C5H100 001569-50-2 50
3 3-PENTEN-2-0OL, (Z2)- 86 C5H100 024652-50-4 50
4 3-Penten-2-ol (CAS) $$ 2-PENTEN-... 86 CS5H100 001569-50-2 40

[Abundance Scan 205 (5.714 min): 00472A.D () m/z 41.10 100.00%
4 7
5000
45 84
| 53 58 1 540 660 580 6.00
) NSRS 50 ST SN N NN} BN  S— m/z 43.10 92.31%
m/z-—-> 20 26 30 35 40 45 50 55 60 65 70 75 80 85 90 95
IAbundance #4047 3-Penten-2-0l $$ .alpha.,.gamma.-Dimethylaliyl alco...
43 be(
5000 39
27 53 560 580
67 71.10 81 94 %

| Lol | g
0 gl g 1] L |
‘Illllll'llIlTr_'Tr[Trllrlr T LELJ TrTT‘I]_"II’" ‘lr, lllTﬁTﬁfl’lTl‘[Tll!l‘I
m/z—-> 20 25 30 35 40 45 50 55 60 65 70 75 B0 8 90 95
Abundance #4046: 3-Penten-2-ol 7

43 F

540 560 580

5000 39 " m/z 69.10 50 76%
27 J
58 | 86
0 1 L I | I L /] n |
T L S e B SR aa s e & B
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4208: 3-PENTEN-2-0OL, (Z)- — r — T
7h 560 580 600
43 39.10 43 ,95%

5000 3
53 67
27 |
58 l 86
o J l J ] 1 N
'''''' lT l‘l[_l‘lrlTrlTrl lr||,|l1llrlll T T Y |1lll l1r|1r|1r'7'_']'l'rl[rllll
85

T
m/z--> 20253035404550556065707580 90 95 560 6580 6.00

00472A.D HP020702.M Thu Feb 21 09:57:54 2002 Page 7
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Library Searcn compouna repurc

_ Data File
Acg On
Sample
Misc

C:\MSDCHEM\1\5973N\02FEB07\00472A.D

7 Feb 2002

12:42 pm

508 scan re-ext.

February 7,
MS Integration Params:

Quant Method

Title
Library

Peak Number

6 Acetic acid,

C:\MSDCHEM\1. .

2002
LSCINT.P

: 508 scan method
: C:\DATABASE\WILEY?N.L

Ahkkhhkhkhkhkhhhhhkhhhhkhhhkhhhkhhhhkhkhhhhkhkhkhhkkhkkhhhkhhkhhkhhhkhhkkhhhkhhkhhhkhhhhkhhkhk

3-{1,3]dioxola..

Vial: 3
Operator:
Inst Instrumen
Multiplr: 1.00

.\HP020702.M (RTE Integrator)

Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T
5.92 0.46 ug/L 202328 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 000000-00-0 42
2 3- (CYCLOHEX-3'-EN-YL)PROPANOL $$... 174 C8H1404 015745-87-6 42
3 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 36
4 Butane, 2-methoxy-2-methyl- $$ E... 102 C6H140 000994-05-8 36
[Abundance Sca; 223 (5.920 min): 00472A.D (-) m/z 73.10 100.00%
7
5000
43
560 580 600 6.20
87
) S | PO L. N — m/z 43.10 24.81%
2--> 2030405060708090100110120130140150160170180
Abundance #78238: Ac;tlc acid, 3-[1,3]dioxolan-2-ylpropyl ester
7
5000
560 580 600 6.20
43 m/z 41.10 10.53%
27 s5 | 87 RAE 74
L AR AARAN SRS RAREE RAASS RARSS NARA RARAS MARSS LARS NLBAR SARN AN
> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #36138: 3-(CYCLOHEX-3-EN-YL)PROPANOL $$ 2-Cyciohexene-1-p...
B
580 6.00
5000 45.10 8 46%
43
? ,“ 55 o 87 1n 1n
L R RRAAS SARS RARRS RARSS RAALN RARRA N IARNLARM M
fz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #9701: Butane, 2-methoxy-2-methyl-
B 580 6.00
71.10 7 94 %
5000 55
87
7 45
0 I i LI Il
UUNMRS/UNMARS IR AR NN AL LA LS SIS SRS DA BARSE SAR BA LSRN
> 203040506070809010010 20130140150160170180 580 6.00
00472A.D HP020702.M Thu Feb 21 09:57:54 2002 Page 8
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.LllDrary OCAL LI LUHPI VUi s e e -

Data File

C:\MSDCHEM\ 1\5973N\02FEB07\00472A.D
" Acg On 7 Feb 2002 12:42 pm
Sample 508 scan re-ext.
Misc February 7, 2002

MS Integration Params: LSCINT.P

Quant Method

Vvial: 3

Operator:
Inst
Multiplr:

Instrumen
1.00

C:\MSDCHEM\1...\HP020702.M (RTE Integrator)

Title 508 scan method
Library C:\DATABASE\WILEY7N.L
Fhhkhhkhkhhkhkrdrdhkhkhkhhkkrdhkhkrdhkhrhkhkhkhkhkhkhkhkhkhhhhkdhtkhhhhkkhhhkhhkhkhhkhhhkhkhhkhkkhkhkhkhkkkkkkikk
Peak Number 7 2-Propanol, 1,1’-oxybis- (C... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.55 0.13 ug/L 55439 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual

134 C6H1403
162 C8H1803
134 C6H1403
134 C6H1403

1 2-Propanol, 1,1’'-oxybis- (CAS) $...
2 2-Butanol, 3,3’-oxybis-
3 E-Dipropylene glycol $$ 2-hydrox...

4 BIS(1-METHYL-2-HYDROXYETHYL) ETHER

000110-928-5 40
054305-61-2 9
000000-00-0 9
000000-00-0 9

Abundance Scan 541 (9.550 min): 00472AD (-) m/z 59.10 100.00%
59
5000 45 103
73
J | 84 920 940 960 980
o) SRS | IS P S S S m/z 45.10  40.79%
/2> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #29204: 2-Propanol, 1,1-oxybis- (CAS) $$ Dipropyiene glyc...
58
31
5000 45
103 920 940 960 980
m/z 103.10 38.15%
0 I lll in
7ttt e e
nfz-> 20 30 40 SO 60 70 80 90 100 110 120 130 140
IAbundance #61826: 2-Butanol, 3,3"-oxybis-
(s 2]
920 940 960 980
5000 31 m/z 73.10 28.24%
45 103
Ny .L 1 134
c'['l"_['lll"YT'lll"l‘ll‘ll‘rllIﬁ!llll'llll'Tl‘ll"llll"lIlllllll'f
m/z--> 20 30 40 50 60 70 80 9 100 110 120 130 140
IAbundance #29239: E-Dipropylene glycol $$ 2-hydroxyethyl ether
A 5P 920 940 960 9.80
m/z 41.10 26.31%
5000 45
103
3l lJ Il l 75
oy e e e e L e T
miz—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 920 940 960 9.80
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Library Searcn Compuuiiu mcpowe

.Data File C:\MSDCHEM\1\5973N\02FEB07\00472A.D
Acg On 7 Feb 2002 12:42 pm

Sample 508 scan re-ext.

Misc February 7, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

508 sgscan method
C:\DATABASE\WILEY7N.L

vial: 3
Operator:
Inst
Multiplr:

Instrumen
1.00

C:\MSDCHEM\1...\HP020702.M (RTE Integrator)

khkkhkhkhkhkhrhhkhkhkhkhhhhhhkhhhhhhkhhkhkhkhkkkhkhkhkhkhkhkhkhhhkkhkhkkhkkhkhhkhkhhhkhhkhkhkhkhhhkhkhkhkkkxk

Peak Number 8 2-Propanol, 1l-(2-methoxy-1-...

Concentration Rank 11

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

9.64 0.10 ug/L 43613 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 2-Propanol, 1l-(2-methoxy-l-methy... 148 C7H1603 020324-32-7 83
2 1-Propanol, 2-.(2-hydroxypropoxy)... 134 C6H1403 000106-62-7 39
3 2-Propanol, 1,1’-oxybis- (CAS) $... 134 C6H1403 000110-98-5 9
4 2-Butanol, 3,3’-oxybis- 162 C8H1803 054305-61-2 9

[Abundance Scan 549 (9.642 min). 00472A.D () m/z 59.10 100.00%
]
5000 45 103
73
84 940 960 9380 10.00
o) PSSR || W USSR EU— A | m/z 45.10 38.97%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #43943: 2-Propa;ol, 1-(2-methoxy-1-methylethoxy)- $$ Dipro...
5
5000
45 73 103 940 960 980 10.00
31 m/z 103.10 37.01%
- i ] 130
S AR SIS S SN SIS SIS S I WL L S I B
miz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #29195: 1-Propanal, 2-(2-hydroxypropoxy)- $$ 2-(2-Hydroxyp...
59
940 960 980 10.00
5000 m/z 73.10 28.17%
3t 45 103
||| ul, 75 89
G]"‘TI""'ll'llllil T f"'Tr'_"fTr""'T’ l"‘l’"rl‘lTr]l‘l1rlll"
miz--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #29204: 2-Propanol, 1,1"-oxybis- (CAS) $$ Dipropylene glyc... S e R LA o man
59 940 960 980 10.00
m/z 41.10 17.16%
31
5000 45
103
0 I I
]"T'll'TrI'TT"I"TrII 'lller'llTrlllilll|l""]rl1‘lrllllllvl‘17
m/z—-> 20 30 40 50 60 70 80 90 100 110 120 130 940 960 980 10.00

00472A.D HP020702.M Thu Feb 21 09:57:55 2002
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Library searcn cougpouwiia svep oo -

.Data File C:\MSDCHEM\ 1\5973N\02FEB07\00472A.D
Acg On 7 Feb 2002 12:42 pm

Sample 508 scan re-ext.

Misc February 7, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

Vvial: 3

Operator:
Inst
Multiplr:

Instrumen
1.00

C:\MSDCHEM\1...\HP020702.M (RTE Integrator)

kkhkhkhkhkhkhkhkhkhkkhkhkhhkhhhhkhhkhkhhhkhkhhhhhkhhkhhrhkrhkhdhhhhhhbhhhhhhkhkhkhkhkhhhkhkhkhkhkhkhk*k

Peak Number 9 2-Propanol, 1-(2-methoxypro...

Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T
9.85 0.21 ug/L 94347 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Propanol, 1-(2-methoxypropoxy)... 148 C7H1603

2 3-Hexanol (CAS) $$ Hexan-3-ol $$... 102 C6H140
3 2,4-Pentanediol, 2-methyl- (CAS)... 118 C6H1402
4 3-Octanol (CAS) $$ n-Octan-3-ol 130 C8H180

013429-07-7 72
000623-37-0 9
000107-41-5 9
000589-98-0 9

Abundance Scan 567 (9.847 min): 00472A.D (-) m/z 59.10 100.00%
sp
5000
45 7
39, | 84 104 960 9.80 10.00 1020
o) Sy 1) U NN S | RS — m/z 45.10 14.39%
miz—-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #43942: 2-Propanol, 1-(2-methoxypropoxy)- $$ 1-(2-Methoxyp...
59
5000
960 980 10.00 10.20
m/z 41.10 9.04%
31 45 73 104
O l LlLl [in N o 130
- prr et e e
miz—> 20 30 40 S50 60 70 80 90 100 110 120 130
lAbundance #9591: 3-Hexanol (CAS) $$ Hexan-3-ol $$ C2HSCH(OH)C3H7 $§ ...
59
3 960 9.80 10.00 1020
5000 m/z 73.10 9.00%
73
] o
0 l l. “ i )] 8L4
e At et b T
m/z—-> 20 30 40 S50 60 70 80 90 100 110 120 130
IAbundance #17790: 2,4-Pentanediol, 2-methyl- (CAS) $$ 2-Methyl-2,4-p... . lm S B ma
59 960 980 10.00 10.20
m/z 42.10 8.66%
43
5000
85
103
ll"llllllllllllllll r"l‘l]rlDl'llll"Tfll‘lllllll Illllllrll‘vr
niz--> 20 30 40 SO 60 70 80 90 100 110 120 130 960 980 1000 10.20

00472A.D HP020702.M Thu Feb 21 09:57:55 2002

NYC-WTC_000052285

Page 11



NYC 9/11 Public Portal Document

Library Searcn lonpouiiu scpowcc

.Data File C:\MSDCHEM\1\5973N\02FEB07\00472A.D
Acg On 7 Feb 2002 12:42 pm

Sample 508 scan re-ext.

Misc February 7, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

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

Vial: 3
Operator:
Inst Instrumen
Multiplr: 1.00

.\HP020702.M (RTE Integrator)

khkkhkkhkhkhkhkhkhkhkhkhkhhkhhkhkhkhhhkhkhkrhhhhkhkhkhkhkhhkhkhkhkhhkhkhkhhkhkhkhkhkhhkhhhhhhhhhkhkhkhkkkk

Peak Number 10 4-METHOXY-.BETA.-METHYLCINN.

Concentration Rank 8

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

22.28 0.14 ug/L 97548 Phenanthrene-dil0 22.63
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-METHOXY- .BETA.-METHYLCINNAMIC 192 C11H1203 019169-94-9 72
2 2,4-Diamino-6- (hydroxymethyl)pte... 192 C7H8N6O 000945-24-4 59
3 N-perdeuteriobenzylideneaniline 192 C13D11N 000538-51-2 S8
4 N-(2-methylprop-2-enyl)-2-nitrob... 192 C10H12N202 000000-00-0 49

Abundance Scan 1656 (22.280 min); 00472A.D (-)
0.
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
JAbundance #102588: 4-METHOXY-.BETA.-METHYLCINNAMIC ACID $$ 2-Butenoi...
192
108
5000
146 175
A I L
m/iz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #102009: 2,4-Diamino-6-(hydroxymethyl)pteridine $$ 6-Pteri...
163 192
5000
176
66 121 434 146
0.
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #88409: N-perdeuteriobenzylideneaniline
T
5000 82
S4 110
o 30 94 160
miz--> 20 30 40 S0 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200

m/z 192.10 100.00%

j>

SN 5\ U A -
2200 2220 2240 2260

z 96.10 18.56%

-

2200 2220 2240 2260

m/z 191.10 16.27%

%

2200 2220 2240 2260

z 146.10 15.77%

&

2200 2220 2240 2260

m/z 193.10 13.99%

s

2200 2220 2240 2260

00472A.D HP020702.M Thu Feb 21 09:57:55 2002
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Library Search Compound Report

- Data File : C:\MSDCHEM\1\5973N\02FEB07\00472A.D Vial: 3
Acq On : 7 Feb 2002 12:42 pm Operator:
Sample : 508 scan re-ext. Inst : Instrumen
Misc : February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP020702.M (RTE Integrator)

Title : 508 scan method

Library : C:\DATABASE\WILEY7N.L

R R E R R R R E R EE R R E R E R R R RN E R R R R LR AR R RS R A LSRR R R RS E SRS R A AR R R R AR AR R R R R RN

Peak Number 11 DECADEUTEROPHENANTHRENE $S$ ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.77 0.47 ug/L 331994 Phenanthrene-di0 22.63
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 90
2 Anthracene-dl0- 188 C14D10 001719-06-8 86
3 Anthracene-D10 188 C14D10 000000-00-0 86
4 Phenanthrene-d10 188 C14D10 001517-22-2 86

Abundance Scan 1699 (22.771 min); 00472A.D (-) m/z 188.10 100.00%

138

B

80 94
0 66 12 158 2240 2260 2280 23.00 23.20
Ol et oy 11 l...mm L e A A m/z 94.10 18.88%
> 40 S0 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 48
1

%

2240 2260 22.80 2300 23.20

188

80 94 m/z 80.10 15.46%
66 158
Ol e e v |"| .
m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84502: Anthracene-d10-

2240 2260 2280 23.00 23.20
m/z 189.15 14.96%

80 94
66
0 [ L LL l“ 180' l“
TTTTTITTT T T T T T ARER T IRAAR
m/z—-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

%

Abundance #84498: Anthracene-D10
188 2240 2260 22.80 23.00 23.20
m/z 184.10 11.14%

O

5000
80 94
66 160
Grl"'l"'f'r"rl‘['TJ';'_["r"T!;lr'lelTlTlrll'lTll'llll,llVl'llll 1]’"!" lllllllll !‘1‘1 Trv
m/z-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 2240 2260 2280 23.00 2320
00472A.D HPO020702.M Thu Feb 21 09:57:55 2002 Page 13
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Library S€eAYCIl Lullpvmism aewg

.Data File : C:\MSDCHEM\1\5973N\02FEB07\00472A.D Vial: 3

Acq On : 7 Feb 2002 12:42 pm Operator:

Sample : 508 scan re-ext. Inst : Instrumen
Misc : February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1l...\HP020702.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
.*********************************************************************
Peak Number 12 1,2-Benzenedicarboxylic aci... Concentration Rank 12
R.T. BstConc Area Relative to ISTD R.T.
24 .85 0.07 ug/L 51117 Phenanthrene-d1i0 22.63
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,2-Benzenedicarboxylic acid, bu... 334 C20H3004 000084-78-6 83
2 1,2-Benzenedicarboxylic acid, di... 278 C16H2204 000084-74-2 83
3 Dibutyl phthalate 278 C16H2204 000084-74-2 83
4 Dibutyl phthalate 278 Cl6H2204 000084-74-2 83
[Abundance Scan 1881 (24.839min):00472A.D(-) m/z 149.00 100.00%
149
5000
41 56 76 93105 205 223 2460 2480 2500 25.20
i SR N - L .y il NN m/z 150.10  8.34%
miz—> 20 40 60 80 100120140160180200220240260280
IAbundance #284876: 1,2- Benzenedic:rboxyhc acid, butyl octyl ester
149
5000 T T
2460 24.80 25.00 25.20
m/z 41.10 8.26%
o 22 3 76 104 42 | 192205 223 261279
s e 60 Bo 106 10 140 18 1h %0 20 250 20 30
Abundance #223248: 1,2-Benzenedicarboxylic acid, dibuty! ester (CAS)...
149
24,60 2480 2500 2520
5000 m/z 656.10 7.03%
4 %6 76 104 205 223
G"'T‘rrl’:1‘l‘l‘llrl‘lllllil[!‘lll"(lllllf!'llI‘l"I’llI'iLllllllll]‘rllllllllll1
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #223232: Dibutyl phthalate e e B L A M e
149 2460 2480 25.00 25.20
m/z 223.10 5.15%
5000
A A L O T 1 M
miz-> 20 40 60 80 1cT)0 120 140 160 160 200 220 240 260 280 2460 2480 2500 2520
00472A.D HP020702.M Thu Feb 21 09:57:55 2002 Page 14
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-Data File
Acq On
Sample
Misc

Library Searcn Coupouuiiu sepea o

C:\MSDCHEM\1\5973N\02FEB07\00472A.D Vial: 3

7 Feb 2002 12:42 pm Operator:

508 scan re-ext. Inst : Instrumen
February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method

Title
Library

: C:\MSDCHEM\1...\HP020702.M (RTE Integrator)
508 scan method
C:\DATABASE\WILEY7N.L

Ahkhhkhkhhhhhhkhkhkkhhkhkhkhkhkhhhhkhhkhkhhkhkhkhkkhkhhrthhkhhhbhkhhhkhhhkhkhhhhkhkhkhkdkhkhkhkkdkkkk*k
Peak Number 13 1,2-Benzenedicarboxylic aci... Concentration Rank 7

R.T. EstConc¢ Area Relative to ISTD R.T.
31.09 0.14 ug/L 94749 Chrysene-dil2 30.49
HitH# of 5 Tentative ID MW MolForm CAS#H Qual
1 1,2-Benzenedicarboxylic acid, 3-... 211 C8H5NO6 000603-11-2 50
2 Phthalic acid, diisooctyl ester ... 390 C24H3804 001330-91-2 45
3 1,2-Benzenedicarboxylic acid, di... 390 C24H3804 027554-26-3 45
4 1,2-Benzenedicarboxylic acid, bi... 390 C24H3804 000117-81-7 43

Abundance SwnZQB@t%memeKMD&) m/z 149.00 100.00%
149
5000
3 57 74 167
Illlj 84 104 120 07 g 30.80 31.00 31.20 31.40
) N S "y RS BN Ny S m/z 71.10 24.71%
m/z—-> 40 60 80 100 120 140 160 180 200 220 240
IAbundance #131213: 1,2-Benzenedicarboxylic acid, 3-nitro- (CAS) $$ 3...
149 b
5000
167 30.80 31.00 31.20 31.40
71 m/z 167.00 23.80%
& W o |
0 "l'"'l"rrrr'J"l""|"“l'"'I""lﬁ"‘l“
miz--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #326955: Phthalic acid, diisoocty;ester $$ 1,2-Benzenedic...
149
Il‘rTlll"‘l"TT]!Illl‘ll‘r1
30.80 31.00 31.20 31.40
5000 m/z 57.10 23.38%
57
7 167
R G 113
7--> 40 60 80 100 120 140 160 180 200 220 240
IAbundance #326921: 1,2-Benzenedicarboxylic acid, diisoocty! ester (C...
149 30.80 31.00 31.20 31.40
m/z 70.10 16.55%
5000 57
7 167
83 113
OvvrvvvJTﬂMvﬁrl.|.?.7¥'1‘!j.|.u-:I--lvnlrl...'...-—I----,--vx,rr
m/z--> 40 60 80 100 120 140 160 180 200 220 240 30.80 31.00 31.20 31.40
00472A.D HP020702.M Thu Feb 21 09:57:56 2002 Page 15
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Tentatively Identified Compound (LSC) summary

Operator ID: Date Acquired: 7 Feb 2002 12:42 pm

Data File: C:\MSDCHEM\1\5973N\02FEB07\00472A.D

Name: 508 scan re-ext.

Misc: February 7, 2002

Method: C:\MSDCHEM\1\METHODS\METHODS\HP020702.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
Butanic acid, 3.62 0.2 ug/L 75218 1 9.71 8797630 20.0
ISOBUTYRALDEHY 3.93 0.1 ug/L 30261 1 9.71 8797630 20.0
THIAZOIDNDINE 4.25 0.1 ug/L 52199 1 9.71 8797630 20.0
3-Buten 5.02 0.2 ug/L 100357 1 9.71 8797630 20.0
3-Pentens2- 5.71 0.1 ug/L 63749 1 9.71 8797630 20.0
Acetic ac 5.92 0.5 ug/L 202328 1 9.71 8797630 20.0
2-Propano 9.55 0.1 ug/L 55439 1 9.71 8797630 20.0
2-Propan . 9.64 0.1 ug/L 43613 1 9.71 8797630 20.0
2-Propa s ML -(2-. .. 9.85 0.2 ug/L 94347 1 9.71 8797630 20.0
4 -METHOXY- .BRTA.-... 22.28 0.1 ug/L 97548 4 22.63 14207200 20.0
DECADEUTEROPHENAN 22.77 0.5 ug/L 331994 4 22.63 14207200 20.0
1,2-Benzenedidarb 24 .85 0.1 ug/L 51117 4 22.63 14207200 20.0
1,2 i 31.09 0.1 ug/L 94749 S5 30.49 13687500 20.0
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