NYC 9/11 Public Portal Document

User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 01/25/2002 Time: 15:17:42

Sample: AD31645

Analysis: $GCMS  GCMS Scan For Unknowns

Units: ug

gtarted: 1/25/02 15:17 Ended: 1/25/02 15:17 Analyst: DLV
age: 1

Other unknown compounds .
Surr_2,4-DDD 96 5.0
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< Comments for Sample AD31645 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 01-25-2002 Time: 15:22:12

The GCMS scan, from 35 to 5§50 amu, does not reveal the presence of unusual

compounds.
The recoveries for 9 of the 43 compounds in the LCS Standard were above their

acceptance ranges.
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Quantitation Report (Not Reviewed)
. Data File : C:\MSDCHEM\1\5973N\020AN22\31645.D Vial: 1
Acqg On : 22 Jan 2002 12:12 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : January 22, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Jan 22 15:30:23 2002 Quant Results File: SCAN508.RES

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

Last Update : Fri Jan 11 13:20:07 2002

Response via : Initial Calibration

DataAcqg Meth : SCAN508

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.71 152 1095870 20.00 ug/L 0.00
10) Naphthalene-ds8 13.19 136 4706559 20.00 ug/L -0.02
17) Acenaphthene-di10 18.34 164 2540367 20.00 ug/L -0.01
29) Phenanthrene-di10 22.63 188 4327029 20.00 ug/L -0.03
38) Chrysene-dl2 30.49 240 3758668 20.00 ug/L -0.02
44) Perylene-dl2 34.42 264 2737872 20.00 ug/L 0.00
System Monitoring Compounds
37) 2,4-DDD 27.73 235 327353 4.79 ug/L 0.00
Spiked Amount 5.000 - Recovery = 95.80%
Target Compounds Qvalue
2) n-Nitrosodimethylamine 3.60 74 14321 0.31 ug/L # 13
20) Dimethylphthalate 18.34 163 406343 2.42 ug/L # 56
21) 2,6-Dinitrotoluene 18.34 165 322258 9.85 ug/L # 17
35) Di-n-butylphthalate 24.85 149 115253 0.41 ug/L 94
42) Bis(2-ethylhexyl)phthalate 31.11 149 5682 0.58 ug/L # 44

e e e e o Gt o e e bt o o b b G e e o e b b b e e e e v v e e G e e e b e % e e e b T S et e mm e s b b v W A e e

(#) = qualifier out of range (m) = manual integration
31645.D SCAN508.M Tue Jan 22 15:30:24 2002 Page 1
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. Quantitation Report {(Not Reviewed)
Data File : C:\MSDCHEM\1\5973N\02JAN22\31645.D Vial: 1
Acg On : 22 Jan 2002 12:12 pm Operator:-
Sample : 508 scan Inst : Instrumen
Misc : January 22, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Jan 22 15:30 2002 Quant Results File: SCANS08.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: 31645.D
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LSC Area Percent Report

. Data File : C:\MSDCHEM\1\5973N\02JAN22\31645.D Vial: 1
Acg On : 22 Jan 2002 12:12 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : January 22, 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 : O Peak Location: TOP

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

Peak separation: 5

Signal : TIC
peak R.T. first
# min scan

1 3.477 7
2 3.602 17
3 4.367 83
4 6.000 223
5 7.107 325
6 9.448 525
7 9.710 551
8 12.542 799
9 13.192 855
10 13.375 873
11 18.341 1305
12 18.718 1341
13 22.280 1651
14 22.634 1681
15 22.771 1695
16 24.849 1877
17 26.014 1977
18 27.726 2127
19 30.489 2369
20 34.416 2713

31645.D SCAN508.M

NYC-WTC_000050226

max
scan
9

20
87
230
327

532
555
803
860
876

1311
1344
1656
1687
1699

1881
1983
2133
2375
2719

last
scan
11
25
91
235
335

535
561
807
865
893

1315
1349
1661
1693
1713

1887
1989
2137
2381
2747

Sum

rBV
rBV
rVB
rBV2
rVB

rvv2
rBV
rBV
rBV
rVB3

rBV
rVB2
rVB2
rBV2
rVB

rVB
rBV
rBV
rBV
rBV

14806
3237758
23933
4856633
10943

5141794
10836
46589

5073677
62097

106080
367793
904749
4480398
3542649

49609
6260681
38938
9077488
42520

10329258
29506
83906

11492729

191029

186643
677403
1601463
11087537
9230188

of corrected areas:

Thu Jan 24 13:50:34 2002

0.34%
78.98%
0.37%

89.88%
0.26%
0.73%

100.00%
1.66%

1.62%
5.89%
13.93%
96.47%
80.31%

60620105

—— s e ) -

0:072%
0.050%

0.082%
10.328%
0.064%
14.974%
0.070%

17.039%
0.049%
0.138%

18.959%
0.315%

0.308%
1.117%
2.642%
18.290%
15.226%

Page 1
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\5973N\02JAN22\31645.D

Operator :

Acquired : 22 Jan 2002 12:12 pm using AcgMethod SCAN508
Instrument : Instrumen

Sample Name: 508 scan

Misc Info January 22, 2002
Vial Number: 1
Quant File :SCAN508.RES (RTE Integrator)

Abundance TIC: 31645.D
5000000 13.19

9.71

1000000

3380 4.37 6.00 7.1 g, 1254 1337

clllllllilllllllllllllllll L LA SR R I N BN S 2 S S RO B R B B
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31645.D SCAN508.M Thu Jan 24 13:50:34 2002 Page 2
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< Data File

Library Search Compound Report

Acg On : 22 Jan 2002 12:12 pm
Sample : 508 scan
Misc : January 22, 2002

MS Integration Params: LSCINT.P

Quant Method :
Title :
Library

C:\MSDCHEM\1\5973N\02JAN22\31645.D

Vial: 1
Operator:
Inst : Instrumen
Multiplr: 1.00

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

de Jo do do Jo de do de de ok o ke Fe dede o ke ke ke Kk ok kK de ek ke ok ok ok ok ok ok ok ok ke d hkkkkddkdddddddkhkdkkhkkkkkkk

Peak Number 1 Acetonitrile, dichloro- $$ ...

R.T. EgstConc

Concentration Rank 7

Area Relative to ISTD R.T.
32972 1,4-Dichlorobenzene-d4 9.71 .
Tentative ID MW MolForm CAS# Qual

1 Acetonitrile,

3 Acetonitrile,

dichloro- $$ Dichl...
2 Dichlorocacetonitrile $$ Acetonit...
dichloro-

4 Dichloroacetonitrile $$ Acetonit..

109 C2HCI2N
109 C2HCl2N
109 C2HC12N
109 C2HCL2N

003018-12-0 83
003018-12-0 74
003018-12-0 64
003018-12-0 56

Abundance Scan 8 (3.477 min). 31645.D () m 4 74.00 100.00%
74
82
5000
47
‘ll(iIlOl L) TT TIirTTY TTT
39 ’ } l 350 360 370 3.80 390
lllllllll‘lll’!llllllll!1‘!!!) LR RS TIT7T llll ll! I llllllll l llllllllll l]llllllllll(lll]lll m/z 81 90 65 62%
miz—> 253035404550556065707580859095100105110115
Abundance #11641: Acetonitrile, dichloro- $$ Dichloroacetonitrile $3...
74
5000 82
47 350 360 370 3.80 3.90
a5 t ' m/z 76.00 35.70%
miz—> 25 30 35 40 45 50 55 60 65 70 75 80 85 S0 95 100105 110 115
ndance #11643: Dichloroacetonitrile $$ Acetonitrile, dichioro- $$...
74
Illllllllllll LIR)
47 82 350 3.60 370 380 390
5000 m/z 84.00 34.15%
W‘TTTTI_I—l!lIllllelll!l" llllllllllllll!l'llll! [Illrlllll]! llllll l95111l110312lll110ll8ll"‘1'rllr
mfz—> 253035404550556065707580859095100105110115
Abundance #11644: Acetonitrile, dichloro-
M 350 360 3.70 3.80 3.80
35 m/z 47.00 30.07%
5000 82
' T l
Ilillllll‘ll!f;oill_rll!l!ll{lll llllllll llllllll: r!lll[l‘l!ll'll]‘ll!I'I(!lTTTI]!"I‘III![]'X Yillllll‘ T7T Illll"]’]l
miz—> 25 30 35 40 45 50 55 60 65 70 75 80 85 80 95 100 105 110115 350360370380390
31645.D SCAN508.M Thu Jan 24 13:50:34 2002 Page 3

NYC-WTC_000050228



.
.

NYC 9/11 Public Portal Document

Library Search Compound Report

Data .File : C:\MSDCHEM\1\5973N\020AN22\31645.D
Acq On 22 Jan 2002 12:12 pm

Sample 508 scan

Misc January 22, 2002

MS Integration Params: LSCINT.P

vial: 1

Operator:
Inst :
Multiplr: 1.00

Instrumen

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

Title

Library

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

kkkkhkhkhkhhhhhhhhkhkdhkhhhhhhkhkhkhkhhhhkhhkhkhhkhkhkhhdhhhkdhkdkdddkdddddkdddkdddkdhddkiis
Peak Number 2 ‘Toluene

Concentration Rank 3

NYC-WTC_000050229

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

4.37 0.25 ug/L 77098 1l,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7HS8 000108-88-3 905
2 Toluene 92 C7HS8 000108-88-3 90
3 Benzene, methyl- (CAS) $$ Toluen... 92 C7HS 000108-88-3 90
4 Toluene $$ Benzene, methyl $$ Me... 92 C7HS8 000108-88-3 90

Abundance Scan 87 (4.367 min): 31645.0 () m/z 91.10 100.00%
o
5000
e Py
3 5 51 65 400 420 440 460 480
"llllll'llllllll'llllTDI}!'lllll!'l'l!ll]lll I lllllllllll%lli!] YIYIIIYVITr m/z 92 10 64 49%
miz--> 30 35 40 45 50 55 60 65 70 75 80 8 90 S5 100
Abundance #5542: Toluene
ot
5000 lll'llllll!llllll BRI T
400 420 440 460 480
m/z 65.10 12.23%
65
lllllll]llllllllfllIi5!1lllll)ll[6l1l!l!llllIllll'llIK[l'Tl]llllLi lJllllll|l
miz—> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Abundance #5541: Toluene
o
'&66"&26”136”4.&6”&.86
65
!llll11113‘71IIIYIIIlll(i5!1ill]11[r§l1;!lgllllllIll‘llllll l‘lll"}l ‘!lllllllll
miz—> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Abundance #5539: Benzene, methyl- (CAS) $$ Toluene $$ CP 25 $$ Methy... e e
o 400 420 440 460 480
m/z 39.10 8.12ﬂ
5000
45 St 61, 1
l'llllI[ll‘ll'll'i:lT\'Il'll!lll‘ll;IllT‘lll‘[Tl’Xq"ll“Il'llllll:l l}l{llll]‘ l]'lllllll l L] ll "Ir
miz—> 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 400 420 440 460 4.80
31645.D SCAN508.M Thu Jan 24 13:50:34 2002 Page 4
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN22\31645.D
Acg On : 22 Jan 2002 12:12 pm

Sample : 508 scan

Misc : January 22, 2002

MS Integration Params: LSCINT.P

Vvial: 1
Operator:
Inst : Instrumen
Multiplr: 1.00

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

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

Jo de de de dodedede K K e de e dedededede gk dede T dedede s dededede dodededededed et de T dededdededd T de gk ded kg dkdkk gk gk
Concentration Rank 6

Peak Number 3 2-Propanone, 1,1,l-trichlor..

R.T. EstConc Area Relative to ISTD R.T.
6.00 0.14 ug/L 43345 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual

1 2-Propanone, 1,1,l-trichloro- (C... 160 C3H3Cl30
2 2-Propanone, 1,1,l-trichloro- $$... 160 C3H3Cl30

3 4-Penten-2-one $$ Allyl methyl k... 84 C5H80
4 4-Penten-2-one (CAS) $$ Methyl a... 84 C5H80

000918-00-3 9
000918-00-3 9
013891-87-7 4
013891-87-7 4

m/z 43.10 100.00%

l!]ll!r]’ﬁtlt]’rﬂc

560 580 600 620 640

m/z 124.90 7.91%

R I AR TY [ FT T T v s

560 5.80 600 620 640

m/z 73.10 7.85%

SN S S
560 580 600 620 6.40

Abundance 4BSean 230 (6.000 min): 31645.D (-)
5000
73 125
Illll'l’]TT‘rl]Illll!lllgllllllllll llllllﬁlll lllllll ¥ L3R S R 4 lllll[lll
miz—> 102030405060708090100110120130
Abundance #59082: 2-4PBropanone, 1,1,1-trichloro- (CAS) $$ Trichloroac...
5000
S S AT A N S AL L1 2 A
mfz—-> 102030405060708090100110120130
Abundance #59081:%Propanone,111mchloro-$$.alpl'\a walpha......
5000
15
| 3B | 49 & o 117 125
ll'!!llllllllllll[l!lll'tll[l lllllll |llll[1‘l']ﬁj!flll'll!'!lll’l
miz—-> 102030405060708090100110120130
'Abundance #3241: 4-F;%nten—2-one $3 Allyl methyl ketone $$ Methyl all...
5000
15
XT1IIIIIIII??]IK?7'IIII lll??lllllleliglllllll%!llllll[ll!llllllllllllrﬁ
miz--> 10 20 30 40 50 60 70 8 90 100 110 120 130

m/z 83.00 5.71%

T Trr? Ty

560 580 600 620 6.40

m/z 47.00 5.33%

— e
560 58 600 620 640

31645.D SCAN508.M Thu Jan 24 13:50:35 2002
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Library Search Compound Report

Data.File : C:\MSDCHEM\1\5973N\02JAN22\31645.D vial: 1

Acqg On : 22 Jan 2002 12:12 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 22, 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
khkkhhkdhhhkhkhhkhhhkhkhhhhhhhhkhhkhhhkhhkhdkhkhkhkhhhkhhhhdehhkdkkhhhhhhkhkkhkhkhhkhhkikkk
Peak Number 4 p-Xylene Concentration Rank 8

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

7.11 0.10 ug/L 30464 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 p-Xylene 106 C8H10 000106-42-3 83
2 Benzene, ethyl- (CAS) $$ EB $$ E... 106 C8H10 000100-41-4 64
3 Benzene, ethyl- (CAS) $$ EB $$ E... 106 C8H10 000100-41-4 64
4 2,4-Octadiyne 106 C8H10 002809-71-4 36

Abundance Scan 327 (7.107 min); 31645.D () m/z 91.10 100.00%
ol
5000 108
\‘llllllll'll‘[l’llllllll
39 51 65 79 g4 l 680 700 720 740
SRR SR SN R — 1y NN NS | E— m/z 106.10 48.27%
miz-> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115
IAbundance #10758: p-Xylene
. 1]
5000 106 680 700 720 740
m/z 105.10 22.71%
51 65 7
l‘llll'llllllllllllllll'l](‘t'[rrfllllillllllll!!lllll‘lllll' !ll]l|||1°2l ' ll(l T
miz—> 30 35 40 45 50 55 60 65 70 75 80 85 80 95 100 105 110 115
Abundance #10713: Benzene, ethyl- (CAS) $$ EB $$ Ethylbenzene $$ Phe...
N
T Irlll ¥ 'IIII'I
680 700 720 740
5000 m/z 51.00 14.87%
106
51 65 77 '
Illll]llll[lllll"llll lllllllllllllllllll!&lllllllllll[ ll“ llllllll ,Illl lIIl T
miz—> 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110 115
Abundance #10715; Benzene, ethyl- (CAS) $$ EB $$ Ethylbenzene $$ Phe... et t
g 680 700 720 740
m/z 39.10 12.82%
5000
106
51 65 77
lT"'Illlllllll]ll‘l‘!ll']l]"l_'lllllllllllll l!;l]lll'ili‘rll !Tllllll‘[llll{l:lllllllll ITII‘I II llll‘ll lll II
miz—> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 115 680 7.00 720 740
31645.D SCAN508.M Thu Jan 24 13:50:35 2002 Page 6
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN22\31645.D Vial: 1

Acg On : 22 Jan 2002 12:12 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 22, 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

de g ke do g K K de K e dode de Je ke Kk dededode dede dodo e Kk KK dede de K Jede dede Kk T T Kk ddede otk ok deh k ok kk ks ddk gk k kiR

Peak Number 5 Decane (CAS) $$ n-Decane $$... Concentration Rank 4

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

9.45 0.16 ug/L 49609 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane (CAS) $$ n-Decane $$ Isod... 142 Cl0H22 000124-18-5 59
2 Decane (CAS) $$ n-Decane $$ Isod... 142 C1l0H22 000124-18-5 59
3 Decane $$ n-Decane $$ n-Cl0H22 $... 142 C10H22 000124-18-5 59
4 Decane (CAS) $$ n-Decane $$ Isod... 142 C1l0H22 000124-18-5 59

Abundance - 5 Scan 532 (.448 min): 31645.D (-) m/z 57.10 100.00%

5000

71 85
I IJI | 271 900 920 940 960 080
AAESANRARANARSS SRS SUALE SAALY SUALS SRS SAARY SRS SEARE AR W m/z  43.10 91.00
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance & #38798: Decane (CAS) $$ n-Decane $$ Isodecane $$ n-C10H22 ...
57
5000 ABeRUANS SAREN paR
900 920 040 060 9.
27 7185 m/z 71.10 32.28%
r’{'--l"ulﬁl!"lfl"'g?'??-s" 114'2”'1" T DA SRARY SR
mlz~>20406080100120140160180200220240260280
Abundance o #38796: Decane (CAS) $$ n-Decane $3$ Isodecane
57

'_[_r‘lﬂ_?"l—l_!_!—lT
900 920 940 960 980
5000 m/z 41.10 30.83%

71

85
1 | 99113 142
l TTITV ' rrri l TIrT7T l LRI I TTTT l LIR SR IR S l T ‘]'l' T V17T [ LIRIR RS l TT1117 I TT1TT I TITT I TFT7T l T7T

mz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #38799: Decane $$ n-Decane $$ n-C10H22 $$ UN 2247 $$ Isodecan . —

57 900 920 8.40 960 980
m/z 85.10 23.61%

27 85
| | o1 2

'unlllllrl]ﬁllx'lrlll LELEUES SLACR BN BN LR AL BE R SCRL SR BE 00 NUNC 2R BN BN IR L3 SRERALIR N SRR 228 N EENENE BN BLANS TT T T T T TT T T

miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 000 920 940 960

31645.D SCAN508.M Thu Jan 24 13:50:35 2002 Page 7
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Data File

Acg On
Sample
Misc

NYC 9/11 Public Portal Document
Library Search Compound Report

C:\MSDCHEM\1\5973N\02JAN22\31645.D
22 Jan 2002
508 scan

January 22, 2002

MS Integration Params: LSCINT.P

Quant Method

Title

Library

12:12 pm

vial: 1

Operator:
Inst : Instrumen
Multiplr: 1.00

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

: 508 scan method

: C:\DATABASE\WILEY7N.L

ok de de do Je e de de K ke de ke de K do de Kk de de K do de d ke Kk de ke deFe g kok ke Tk ded dede ok gk d Tk k ok kT sk kdkk gk gk dkkkkhkk

Peak Number 6 Cyclopentasiloxane, decamet...

EstConc Area

Concentration Rank 10

Relative to ISTD R.T.

o e . e . e e e e e e b e e S e W e e e et e e et e e e e At mh e e e e G e s e e e e e e s e e e e e b b

38938 Naphthalene-ds8

MW MolForm

e e b e e e e e e e .t e e e o e e A s e e S At o e o e e o ot v et o Y b e e e e e e b e b ey b St b = -

1 Cyclopentasiloxane, decamethyl-
2 Cyclopentasiloxane, decamethyl-

3 Noradrenaline tetraTMS

4 Phenethylamine, N-methyl-.beta.,..

370 ClO0H3005S8i5 000541-02-6 83
370 C1lOH30058i5 000541-02-6 83
457 C20H43NO3Si4 068595-65-3 32
399 C1l8H37NO3Si3 010538-85-9 32

Abundance

Scan 803 (12.542 min): 31645.D (-)

267

|

m/z 73.10 100.00%

1

T T ll"lllll T 1T U7 LELEE BRI
1220 1240 1260 1280

mfz-->

T v v 1 T

T 7 T , T LB T , ¥ T l T
100 150 200 250

Abundance

#313065: Cyclopentasiloxane, decamethyl-

267

m/z 267.00 38.95%

LERSRER BN TTTTT}

1220 12.40 1260 1280

193 223 .LL 323

LA B At N N T

T T s 7
100 150 200 250 300

#313068: Cyclopentasiloxane, decamethyl-

207

m/z 355.10 36.08

1

1220 1240 1260 1280 _

— T
100 150 200

LR A B S BN R B T T ¥

l'{’l
250

T v rrrq

#357156. Noradrenaline tetraTMS

m/z 267.90 10.53%

TTTT T T 1

1220 1240 1260 1280

m/z 356.10 9.96%

m/z->

100 150 200 250

Lan e

1220 1240 1260 1280

31645.D SCAN508.M
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NYC 9/11 Public Portal Document
Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN22\31645.D Vial: 1

Acq On : 22 Jan 2002 12:12 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 22, 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
de Je de Je de K de Je de e de K Je de ke de e K Fede K e e dede de e de Je Jo g de de de Kk ek do e K hk ok gk d ok ke k ko k gk kkkhkkk gk dkdkhk
Peak Number 7 1H-Azonine, octahydro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.38 0.09 ug/L 42520 Naphthalene-d8 13.19
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Azonine, octahydro- 127 C8H17N 005661-71-2 4 !‘YO
2 N-Carboethoxyimidazole $$ 1-Carb... 140 C6H8N202 019213-72-0 3
3 Methyl 2-Methylenecyclopentaneac... 140 C8H1202 000000-00-0 2 i
4 2-Methyl-3-methoxy-4H-pyran-4-one 140 C7H803 000000-00-0 2 My
Abundance Scan 876 (13.375 min): 31645.D () 0 m/z 140.00 100.00%
1
5000
70 04 U AR
l 84 l : 13,00 1320 1340 1360 1380
SN '+ I I I S — | [M/z  70.10  17.59%
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #23801: 1H-Azonine, octahydro-
30 56
70
5000 17 1300 1320 1340 1360 13.80
42 84 08 m/z 94.10 12.10
L oAl e
IRREEARBARARNSEREREERARELSERARARA RN AEEDS RS VSIS AR

T T
m/z—-> 2030405060708090100110120130140

ndance #35163: N-Carboethoxylmsdazole $$ 1-Carbethoxyimidazole $$...
28
R L S e B
o 13.00 1320 1340 1360 13.80
5000 m/z 84.00 11.21%
81 140
95
54
llYl;lllllllTlllll;llllKl llllll!ltllllllllllllll"l‘l‘(!‘llrllll‘l lllll
miz—> 20 30 40 50 60 70 80 SO0 100 110 120 130 140
Abundance #35861: Methyl 2-Methylenecyclopentaneacetate ; B IULE IR AURA S R
140 13,00 1320 1340 13.60 13.80
109 m/z 96.10 10.37%
5000
41
J 57
llll\l[l lll\ll‘]l(l]lll T 7T lll?? lllll]11T‘ll JIIIIIIF lllll Illl"llllll’lllllllllll
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 13.00 13.20 1340 13.60 13.80
31645.D SCAN508.M Thu Jan 24 13:50:35 2002 Page 9
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Data File

NYC 9/11 Public Portal Document

‘. Library Search Compound Report

C:\MSDCHEM\1\5973N\O2JAN22\31645.D

Acg On : 22 Jan 2002 12:12 pm
Sample : 508 scan

Misc : January 22, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library :

508 scan method
C: \DATABASE\WILEY7N .L

Vial:
Operator:
Inst : Instrumen
Multiplr: 1.00

1

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

Kk K Je Jo Je de e de de Fe de de e de ke Kk de ke ke ke ke k ko kg dok ok ok ke ok ok ok ok ok ok ok Kk k ok ok d ke ok kdd ok kkh ok ko ddkkhkkkkkkk

Peak Number 8

8- (3-Hydroxyethyl) -3-methox. ..

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
18.72 0.06 ug/L 29506 Acenaphthene-d10 18.34
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 8-(3-Hydroxyethyl) -3-methoxybicy...
2 Propanoic acid, 2-chloro-

192 C12H1602
108 C3H5C102

000000-00-0 o
000598-78-7 9

3 Ethyl Chloride 64 C2H5C1 000075-00-3 7
4 Ethyl Chloride $$ Ethane, chloro... 64 C2HS5CL 000075-00-3 7
Abundance Scan 1344 (18.718 min): 31645.D () o m/z 64.00 100.00%

64 1
5000
128 160
180 l 1840 1860 1880 19.00
ll}"l‘l‘lllll lllllllll l‘ll llllll l LRRRSE REEJ T lllllr ‘llll """" lllll '111 m/z 191 80 98 84%1
miz—> 20 30 40 50 60 70 80 90 100110120130140150160170180190200
Abundance #103293; 8-(3-Hydroxyethyl)-3-methoxybicyclo[4.2.0jocta-1,... "
161 1
18.40 1860 1880 19.00
m/z 128.00 33.60
miz—-> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200
Abundance #11024: Propanoic acid, 2-chloro-
v.rd
1840 1860 1880 19.00
5000 45 m/z 193.80 26.25
73
" . 108
> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #930: Ethyl Chioride T e
64 1840 1860 18.80 19.00
20 m/z 160.00 23.28%
5000
49
lrr"l"]—"lllllil!] l |lll llll llllll llllllllllllllllll IllllI llllll llllllllllllll
miz—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 18.40 1860 18.80 19.00
31645.D SCAN508.M Thu Jan 24 13:50:35 2002 Page 10
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NYC 9/11 Public Portal Document

<. Library Search Compound Report

Data-File : C:\MSDCHEM\1\5973N\02JAN22\31645.D Vial: 1

Acg On : 22 Jan 2002 12:12 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 22, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

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

R R R S : R R R R R R R R R R R R R X X XX Y X X RS TR 2

Peak Number 9 4-METHOXY-.BETA.-METHYLCINN... Concentration Rank 5

Quant Method

o oo o0

R.T. EgstConc Area Relative to ISTD R.T.

22.28 0.15 ug/L 83906 Phenanthrene-dl0 22.63
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 4-METHOXY-.BETA.-METHYLCINNAMIC ... 192 CLl1H1203 012165-94-9 72
2 N-perdeuteriobenzylideneaniline 192 C13D11N 000538-51-2 64
3 2,4-Diamino-6- (hydroxymethyl)pte... 192 C7H8N60O 000945-24-4 53
4 2,4-Diamino-6- (hydroxymethyl)pte... 192 C7H8N60O 000945-24-4 53
Abundance Scan 1656 (22.280 min): 31645.D (-) m/z 192.10 100.00%

200 2220 2240 22,60

miz—> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200
Abundance #102588: 4-METHOXY-.BETA.-METHYLCINNAMIC ACID $$ 2-Butenoi...
1

m/z 146.10 17.58%

AR AR R R R R R R R R R R R R R AR RN R R LR EE RN SRR LR RN R RS A ”l LERS ERRE]

T
miz-> 20 30 40 50 610 70 80 90100110120130140150160170180190200

146 175 m/z 191.10 15.79%

r\bundanoe #88409: N-perdeuteriobenzylideneanifine
1
2200 2220 2240 2260
5000 82 m/z 96.00 15.32%
54 110
30 94 160
miz~> 20 30 40 50 60 70 8C 80 100 110 120 130 140 150 160 170 180 180 200
Abundance #102010: 2,4-Diamino-8-(hydroxymethyl)pteridine — - ; ]
) 1 2200 2220 2240 2260
163 m/z 193.10 12.00%

LRI SRR AN B L LRI S B R

miz-> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 180 200 22.00 22.20 22.40 2260

31645.D SCAN508.M Thu Jan 24 13:50:35 2002 Page 11
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NYC 9/11 Public Portal Document

<. Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN22\31645.D

22 Jan 2002 12:12 pm
Sample 508 scan

Misc : January 22,
MS Integration Params:

Acg On

e s0 oo oo

2002
LSCINT.P

Quant Method
Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

oe o0 oo

Vial: 1
Operator:
Inst : Instrumen
Multiplr: 1.00

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

% de do Jo Fo Kk de de Kk Kk Kk de Kk ke de K de Kk Kk ke kok ke dok Kk Kk k ok ok ok k ok ok d ok ko ke dedededede Tk Tk ke ke kg dede ko k ok kdekk k%

Peak Number 10 DECADEUTEROPHENANTHRENE $$ ...

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
22.77 0.33 ug/L 191029 Phenanthrene-dl10 22.63
Hit# of 5 Tentative ID MW 'MolForm CAS# Qual
1 DECADEUTEROPHENANTHRENE $$ Phena.. 188 C14D10 001517-22-2 90
2 Phenanthrene-dl1l0 188 C14D10 001517-22-2 72
3 Anthracene-dil0- 188 Cl14D10 001719-06~-8 64
4 Anthracene-D10 188 C14D10 000000-00-0 50

Abundance Scan 1699 (22.771 min): 31645.D (-) 4 m/z 188.10 100.00%
5000
o 240 2260 2280 2300 23.20
160
2 Y —] S - S Y m/z 94.05  19.45%
miz—> 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 4o
1
5000 YT T T TR T T T T T T Ty
2240 2260 22.80 23.00 23.20
80 94 m/z 189.10 16.22%
I (llll%]l T !I 1][!!’1—[ T l1ﬁllllll ]lﬁll TTIT
nfz—> 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180
Abundance #84499: Phenanthrene-d10
*
2240 2260 2280 23.00 23.20
5000 m/z 184.10  10.24%
80 o4 160
lITIXIlI]Iﬁ[IIXI!IlYI !!lllllll‘l‘ll‘lx lllll T T T T }!! T llll!%l‘!'llllll
miz—> 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84502: Anthracene-d10- BRI e o o B
188 2240 2260 2280 23.00 2320
m/z 80.00 10.15%
5000
80 24 160
llII""l_rY"e!sllllIl!l'l‘l!!‘][ T I]lll Il'llllllll llllll:!!llllllll1lw1’![lflll l]ll’ll T LER B IR) TV Trr
iz—> 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 180 2040 2260 2280 23.00 2320

31645.D SCAN508.M

NYC-WTC_000050237
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NYC 9/11 Public Portal Document

A 1

- Data File

Library Search Compound Report

C:\MSDCHEM\1\5973N\020AN22\31645.D

Acq On : 22 Jan 2002 12:12 pm
Sample : 508 scan
Misc ¢+ January 22, 2002

MS Integration Params: LSCINT.P

C: \MSDCHEM\I .o
508 scan method
C:\DATABASE\WILEY7N.L

Quant Method
Title :
Library :

Vial: 1
Operator:

Inst

Instrumen

Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

de Jde Je Jde Je do Je Je Je de de do Fe Fe de de de do Je K de K Fe do Jo Jo e Ko Ko Ko Ko Ko Ko Ko Ko Ko K qe K ke o Je Je Fe Je T Fe Je T Fe Fe de de he K Fe Fe Fe de ke KKKk Kk kk

Peak Number 11 Cyclic octaatomic sulfur $$...

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
26.01 1.18 ug/L 677403 Phenanthrene-dl0 22.63
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclic octaatomic sulfur $$ Sulf... 256 S8 010544-50-0 95
2 Sulfur, mol. (S8) (CAS) $$ OCTA-... 256 S8 010544-50-0 85
3 Sulfur, mol. (88) (CAS) $$ OCTA-... 256 S8 010544-50-0 95
4 Cyclic octaatomic sulfur 256 S8 010544-50-0 94

Abundance Scan 1983 (26.014 min): 31645.D () m/z 64.00 100.00%
64
5000 128 160 206
192
96 | [lllllllllllllllllll'll
l 2560 25.80 26.00 26.20 26.40
llll4l4]'||lllizsl'l"l[llll' Tl"l!‘lllJll'llllllll'lli "I[ Il"ill m/z 127.90 54.10%‘
miz—> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #195805: Cyclic octaatomic sulfur $$ Sulfur, mol. (S8) $3 ...
4
256
160
5000 128 192 SRR SLAL SR AN LA S A S SN B S B 2
25.60 26.80 26.00 2620 26.40
96 ’ m/z 255.80 49.66%
34 1 ! | l |
R L R B R it e
miz—> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #195807: Sulfur, mo!. (S8) (CAS) $$ OCTA-SULFUR$$ S8 $$ S...
64
2560 25.80 26.00 2620 26.40
5000 m/z 159.90 46.75%
128
%6 l 160 26
192
Xl?'4lli4l81(]llll[lill'lllll]lllll]llllllllllllllllllll“llllllfTT rl’_r
miz—-> 60 80 100 120 140 160 180 200 220 240 260
Abundance #195808: Sulfur, mol. (88) (CAS) $8 OCTA-SULFUR $$ S8 $$ S... Tt
64 ’ 2560 2580 2600 26.20 26.40
m/z 191.80 27.39%
128 160
5000
o6 192
a4 | 224 I
lrlrfl‘r"—[lrl_‘lTTl llerTf!l Il llll llllll'lllllll!'l ll ll'}!( IIlll]lllllllllllllllll
miz—> 40 60 80 100 120 140 160 180 200 220 240 260 2560 2580 26.00 2620 26.40
31645.D SCAN508.M Thu Jan 24 13:50:36 2002 Page 13
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NYC 9/11 Public Portal Document
Tentatively Identified Compound (LSC) summary

Operator ID: Date Acquired: 22 Jan 2002 12:12 pm

Data File: C:\MSDCHEM\1\5973N\02JAN22\31645.D

Name: 508 scan

Misc: January 22, 2002

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

Library Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
3.48 0.1 ug/L 32872 1 9.71 6260680 20.0
4.37 0.2 ug/L 77098 1 9.71 6260680 20.0
6.00 0.1 ug/L 43345 1 9.71 6260680 20.0
7.11 0.1 ug/L 30464 1 9.71 6260680 20.0
9.45 0.2 ug/L 49609 1 9.71 6260680 20.0
12.54 0.1 ug/L 38938 2 13.19 9077490 20.0
. 13.38 0.1 ug/L 42520 2 13.19 9077490 20.0
. 18.72 0.1 ug/L 29506 3 18.34 10329300 20.0
... 22.28 0.1 ug/L 83906 4 22.63 11492700 20.0
ce. 22.77 0.3 ug/L 191029 4 22.63 11492700 20.0
ic octaatomic... 26.01 1.2 ug/L 677403 4 22.63 11492700 20.0
31645.D SCAN508.M Thu Jan 24 13:50:36 2002 Page 14
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