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User: Vinci, David L
Waestchester Dept. of Labs & Research
Date: 01/25/2002 Time: 15:26:07

Sample: AD31664

Analysis: $GCMS  GCMS Scan For Unknowns

Units: ug

gtarted: 1/25/02 15:25 Ended: 1/25/02 15:256 Analyst: DLV
age: 1

5

2 Other unknown compounds .
S Surr_2,4-DDD 84 5.0
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. Comments for Sample AD31664 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 01-25-2002 Time: 15:26:10

The GCMS scan, from 35 to 550 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.

NYC-WTC_000050259
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Quantitation Report (Not Revi
Data File : C:\MSDCHEM\1\5973N\02JAN22\31664.D
_Acg On : 22 Jan 2002 2:41 pm
Sample : 508 scan
Misc : January 22, 2002

MS Integration Params: SPLIT.P
Quant Time: Jan 22 15:30:29 2002

ewed)

Vial:
Operator:
Inst s
Multiplr:

Quant Results File:

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

Title 508 scan method
Last Update
Response via

DataAcg Meth

LI TR TR ¥

SCAN508

Internal Standards

Fri Jan 11 13:20:07 2002
Initial Calibration

1

Instrumen
1.00

SCAN508.RES

e Conc Units Dev(Min)

e s o s e e s s o b e s s e s o o o s ae e Smb W% m b b T Am e e e et G b o e b e b e b o et T e e e e et b e e e b e e v -

1) 1,4-Dichlorobenzene-d4
10) Naphthalene-ds8
17) Acenaphthene-dio
29) Phenanthrene-dl0
38) Chrysene-dil2
44) Perylene-dil2

System Monitoring Compounds
37) 2,4-DDD
Spiked Amount 5.000

Target Compounds

20) Dimethylphthalate

21) 2,6-Dinitrotoluene

35) Di-n-butylphthalate

42) Bis(2-ethylhexyl)phthalate

R.T. QIon
9.71 152
13.19 136
18.34 164
22.63 188
30.49 240
34 .42 264
27.73 235
18.34 163
18.34 165
24 .85 149
31.09 149

Respons
1100016 20.00
4593246 20.00
2385434 20.00
4012552 20.00
3367478 20.00
2334190 20.00
266545 4.20
Recovery =
385110 2.44
299359 9.74
95121 0.37
5475 0.58

ug/L -0
ug/L -0
ug/L 0

88

= manual integration

(#) = qualifier out of range (m)
31664.D SCAN508.M

NYC-WTC_000050260

Tue Jan 22 15:30:30 2002
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Quantitation Report

(Not Reviewed)

1

Instrumen

SCAN508.RE

Data File : C:\MSDCHEM\1\5973N\02JAN22\31664.D Vial:

Acg On : 22 Jan 2002 2:41 pm Operator:
Sample : 508 scan Inst :

Misc : January 22, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P

Quant Time: Jan 22 15:30 2002 Quant Results File:

Method
Title

Last Update : Fri Jan 11 13:20:07 2002
Regponse via : Initial Calibration

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

Abundance

1,4-Dichlorobenzene-d4,!

1500000

1000000

TIC: 31664.D

B ibidieidtd),|
Phonanthrone-d10,|

2,4-DDD,S

Di-n-butylphthalate

Chrysene-di2,|

(" Bis-sthyihexylphthalate

Perylene-d12,]

3
cl LRILIREN LA IR NL N IR BN B I R A

L
TITTTT Y TT Ty rrs Yty rryrperyy

T™rTT

TTT [Ty

LR SRR

Time-> 400 600 800 1000 1200 1400 1600 1800 2000 2200 24.00 26.00 2800 3000 3200 3400 3600 3800

TT TV

31664.D SCAN508.M

NYC-WTC_000050261

Tue Jan 22 15:30:30 2002

Page 2



NYC 9/11 Public Portal Document
LSC Area Percent Report

-

. Data File : C:\MSDCHEM\1\5973N\02JAN22\31664.D Vial: 1
_Acqg On : 22 Jan 2002 2:41 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 : 0 Peak Location: TOP

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

Signal TIC
peak R.T. first max last PK Dpeak corr corr. % of
# min scan scan scan TY height area % max total
1 3.602 15 20 25 rBV 29044 48630 0.46% 0.088%
2 4.367 83 87 91 rvVB 12460 21004 0.20% 0.038%
3 5.497 183 186 197 rVB3 3197 11721 0.11% 0.021%
4 9.710 551 555 563 rvv 3155175 6225829 58.58% 11.321%
5 12.542 799 803 809 rVB 32796 55404 0.52% 0.101%
6 12.850 825 830 837 rVB3 4281 15678 0.15% 0.029%
7 13.1%92 855 860 865 rBV 4718345 8802686 82.83% 16.007%
8 13.375 873 876 881 rVB2 7906 15978 0.15% 0.029%
9 16.549 1151 1154 1157 rBV2 8727 13088 0.12% 0.024%
10 18.341 1305 1311 1315 rBV 4871114 9654426 90.84% 17.556%
11 22.280 1651 1656 1661 rBV2 35689 70386 0.66% 0.128%
12 22.634 1681 1687 1693 rBV2 4887750 10627833 100.00% 19.326%
13 22.771 1695 1699 1717 rVv 53712 187426 1.76% 0.341%
14 24.849 1877 1881 1887 rVV 79678 142934  1.34% 0.260%
15 27.726 2129 2133 2137 rBV 726101 1293563 12.17% 2.352%
16 30.489 2369 2375 2405 rBV2 4092654 9885274 93.01% 17.976%
17 31.094 2421 2428 2435 rVB5 5337 24260 0.23% 0.044%
18 34.416 2713 2719 2745 rBV 2988835 7869412 74.05% 14.310%
19 38.960 3111 3117 3123 rBVé6 3087 13803 0.13% 0.025%
20 39.622 3171 3175 3179 xrVB4 4222 12334 0.12% 0.022%
Sum of corrected areas: 54991669

Thu Jan 24 14:00:05 2002

31664.D SCAN508.M Page 1

NYC-WTC_000050262
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\5973N\02JAN22\31664.D
Operator :
Acquired : 22 Jan 2002 2:41 pm using AcgMethod SCANS08

Instrument : Instrumen
Sample Name: 508 scan

Misc Info : January 22, 2002

Vial Number: 1

Quant File :SCAN508.RES (RTE Integrator)

Abundance TiC: 31664.D
1319
| 4000000
871
3000000
2000000
1000000
o380 437 550 | 1255!35%[3.37
ll‘ LR ) LR ) L] T LRI L] I 1 T T 1] l LEELI 7T T T l L] T T T 7 7 T T lTTl T 5!1 T
Time—> 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500
Abundance TIC: 31664.D
1834 2263
4000000
3000000
2000000
1000000 2{
/ /
o 16.55 i 2T 2485
II' T T ¥ LEBRIES T 1 T I3 L] T LIRS T 1] T T ¥ L]
Time—> 1600 1700 1800 1900 2000 2100 2200 2300 2400 2500 2600  27.00
Abundanice TIC: 31664.D
30.49
4000000
3000000 3442
2000000
1000000
o 1 I lL3109 38.96 39,62
T T 7 T T T T L] T T LR T T T + 1 L] ¥ ’lll‘ll
Time-> 2800 2000 3000 3100 3200 3300 3400 3500 3600 3700 3800  39.00
31664.D SCAN508.M Thu Jan 24 14:00:05 2002 Page 2

~ NYC-WTC_000050263
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. Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN22\31664.D vVial: 1

Acg On : 22 Jan 2002 2:41 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

Yo g de ko ke ke deok de K dede hk dek ok okk ok gk kg ok deok ok ok ok dek dkk ok deok gk gk ok ok ko ke k ok kk ke ok g dedek ded Kk gk kkkkkk

Peak Number 1 Butanoic acid, methyl ester... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T
3.60 0.16 ug/L 48630 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 83
4 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 83
Abundance Scan 20 (3.602 min): 31664.D (-) m/z 43.10 100.00%
4 M
5000
50 87
|h a0 l 350 3.60 3.70 3.80 3.90 400
"l'lllll"‘llll']ll'lill ‘l'li[l'll} TV ,,1' IIIIIIIII [ Illl ‘ lll[ Xl m/z 74 10 96 59
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 60 8 90 95 100 105 110
Abundance #9216: Butanoic acid, methyl ester (CAS) $$ Methy! butyrat...
74
5000 27 TIT VT T RS SRERERAREE RRRAS!
3.50 3.60 3.70 3.80 3.90 4.00
' 89 &7 m/z 71.10  73.92
lllllllllllll!?lillllll Ii ll' l llll l llll llllllll llllllll l lll[ ll1°2
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #9227 Butanoic acid, methyl ester (CAS)$$Methyl butyrat...
3mamamawam4m
59 .
87
,l y 6| |
lllll‘llllll]lillllIll[ll lIllll]lllllll!l]ll!llllllllll llll'l]llllxilf!'lll"llllllllll[l’l‘l’lrl_
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 S0 95 100 105 110
Abundance #9222: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
a8 7% 3.50 3.60 3.70 3.80 3.90 4.00
m/z 87.10 28.90%
5000
59 87 )
% I ’ | 102
nz> 20 25 30 % 40 45 50 55 60 65 70 75 80 85 %0 %5 160 105 110 3,50 3.60 3.70 3.80 3.90 4.00

Thu Jan 24 14:00:05 2002

31664.D SCAN508.M Page 3

NYC-WTC_000050264
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Library Search Compound Report

. Data File
_Acq On
Sample

Misc :

MS Integration Params:

22 Jan 2002
508 scan
January 22, 2002
LSCINT.P

2:41 pm

Quant Method
Title
Library

508 scan method

C:\DATABASE\WILEY7N.L

C:\MSDCHEM\1\5973N\02JAN22\31664.D

vial: 1
Operator:
Inst : Instrumen
Multiplr: 1.00

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

khdkhhhkhkhkhkhkhkhhkhkhkhhdhhhkhkhhhkhkhhhhhhkhhkhkkkhkhhdhhhhhhhkidhhhkhkhkhhkhkhkhkhdhkkhhhhkkkik
Concentration Rank 5

Peak Number 2 METHYLFULVENE

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

4,37 0.07 ug/L 21004 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 METHYLFULVENE 92 C7HS8 000000-00-0 ©
2 1,3,5-Cycloheptatriene (CAS) $$ ... 92 C7H8 000544-25-2 9
3 ETHINYLCYCLOPENTENE- (1) 92 C7HS8 000000-00-0 ©
4 Cyclobutene, 2-propenylidene- 92 C7HS8 052097-85-5 7

Abundance Scan 87 (4.367 min): 31664.D () m/z 91.10 100.00%
o
5000
30 51 - 84 400 420 440 460 480
l‘[llll]Il 'I I)l T l!llll lllll T T LRI lllllll'l lllll 5"]!!‘11" m/z 92 lo 52 73%}
miz—> 3 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Abundance #5531: METHYLFULVENE
git
So00 400 420 440 460 480
m/z 65.10 9.54%
nulunusrll13!9;r1114|5llllltu T r11[6111=?| RERES RARRN T '-ln“.]rx
miz—> 30 35 40 45 S0 55 60 65 70 75 80 8 90 95 100
Abundance #5568: 1,3,5-Cycicheptatriene (CAS) $$ Cycloheptatriene $$...
o
400 420 440 480 480
5000 m/z 51.00 9.40%
il 61, 86 l
llllllll'l‘!lillllll l‘lmTIl'!l"lI!lll lllll lll lll llllllll lI'Illlllll
mfz—> 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Abundance #5532: ETHINYLCYCLOPENTENE-(1)
400 420 440 460 480
m/z 39.10 8.25%
5000
il 61, % ,
qtr‘l]llllllllllllllllll)]llll]lllllllll]‘l'ITTTTﬁ‘lllllllltl 01!!1111'[1!’ llll l‘lll lllll]’l l]l’
sz» 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 400 420 440 460 480
31664.D SCAN508.M Thu Jan 24 14:00:06 2002 Page 4

NYC-WTC_000050265
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN22\31664.D
Acg On : 22 Jan 2002 2:41 pm
" Sample : 508 scan
Misc : January 22, 2002
MS Integration Params: LSCINT.P

Quant Method
Title
Library

Inst

Vial:
Operator:

1

: Instrumen
Multiplr: 1.00

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

: 508 scan method

C:\DATABASE\WILEY7N.L

de de de Jo Je J¢ de de de de de Je K de e de e de de de de de de ko ko ko K de K Kk K K ke de de de Je ko do K K K K Je e Je Je de do de de ke e e dededede ke ke dkkkdd R

Peak Number

3 Benzofuran-2-one, 2,3-dihyd...

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T
5.50 0.04 ug/L 11721 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Benzofuran-2-one,

2 Vanadium,
3 trans-2,3
4 trans-2,3

-Methylenedioxy-b-methy...
-Methylenedioxy-b-methy.

207 C1OHSNO4
207 Cl2H12V
207 C1l0HSNO4
207 C10HONO4

2,3-dihydro-3, ...
(.eta.7-cycloheptatrie...

000000-00-0 9
012636-68-9 5
086029-47-2 5
086029-47-2 5

Abundance Scan 186 (5.497 min). 31664.D (-)
207
5000 51
["TTI LR R4 IT ll TTY Ilrf‘l' LREAE RAREE REJ ll TIVY T ll T TT " lTﬁTTl’rII TIV [l
miz-> 40 50 60 70 80 90 100110120130140150160170180190200210
Abundance #125283: Benzofuran-2-one, 2,3-dihydro-3,3-dimethyl-4-nitro-
77 247
136
s000{ 51 63
88 103
I 149
miz—> 40 50 60 70 80 90 100110120130140150160170180190200210
Abundance #125540: Vanadium, (.eta.7-cycloheptatrienylium){.eta.5-2,... 20
7
128
51
5000 116
76 ,1 140 153 181
lllll]l(llllll!l'lll’lllll ll ll] llll( lllll l]lllllllil] llllll l!l T7T llllllllllllll
miz-> 40 50 60 70 80 90 100110120130140150160170180190200210
Abundance #125278: trans-2,3-Methylenedioxy-b-methyl-b-nitrostyrene
77 103 147 207
s000] O
3
I
l i |
Ill Il(‘l [1 OII T "I ll T lI llll(]’]Il’IlI]ll‘Il] ll‘ll T LA R RS T'[ TTT ‘I llli(t]lll
miz—-> 40 50 80 90 100110 120 130 140 150160 170 180 190 200 210

31664.D SCAN508.M

NYC-WTC_000050266

Thu Jan 24 14:00:06 2002

m/z 207.00 100.00%

520 540 560 580
m/z 208.00 44.96%

T RS BAERE BRI

520 540 560 580

520 540 560 580

m/z 459.00 17.11%

LR LA LR

520 540 580 580

Page 5
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02J0AN22\31664.D

~Acqg On : 22 Jan 2002 2:41 pm
Sample : 508 scan
Misc : January 22, 2002

MS Integration Params: LSCINT.P

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

vial: 1

Operator:

Inst

: Instrumen

Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

hhkhkhkkkhkhkkhkhkhkhhkhhhkhkhkhhkhkhhkhkhhkhhkhhhhhhhhhddhhhhhhhhhhhhdkhkhohhhhhhhhddd

Peak Number 4 Cyclopentasiloxane, decamet...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.54 0.13 ug/L 55404 Naphthalene-d8 13.19
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual

1 Cyclopentasiloxane, decamethyl-
2 Cyclopentasiloxane, decamethyl-
3 N-Methyladrenaline, tri-TMS

4 Benzeneacetic acid,

370 C1lOH3005S8i5
370 C10H30058i5
413 C19H39NO3Si3

.alpha.,3,4-... 472 C20H4005Si4

000541-02-6 83
000541-02-6 64
000000-00-0 33
037148-65-5 28

31664.D SCAN508.M

Abundance Scan 803 (12.542 min): 31664.D () m/z 73.10 100.00%

73

355

. L

IESRERE RN I R R AR R R R RN NS RS A B ARERN SR AR LR RN R R N AR DR R

80 100120140160180200220240260280300320340360
#313068: Cyclopentasiloxane, decamethyl-

1220 1240 1260 12.80
m/z 267.00 42.245%

73

207

1220 1240 1260 1280
m/z 355.10  34.78%

191207 21 323339

TTYTTT T AR RERERRENE TTT TN T LT T T T
} i T T 7] | I

80 100120140160180200220240260280300320340360

Abundance #313065: Cyclopentasiloxane, decamethyl-
{<]
1220 1240 1260 1280
5000 267 m/z 356.10 14.88%
355
45
T 193 293 %51 323339
lll]l(ll‘ ‘IY TY T llllllkllIlll)lillll!lllll'III‘ITITTITIT_I_[TITTI1I1III ll‘lllllll
mfz—> 4060801 120140160180200220240260280300320340360
Abundance #339188: N-Methyladrenaline, tri-TMS e —
58 78 1220 1240 1260 1280
m/z 357.10 10.89%
5000 355

207

267
/282 308323
Tll LRI ll‘l}lllllIllI}'Trl'T'I[r'Yll'l lllll]lf ll LR T llllllllll] ¥

I T T
m/z—-> 406080100120140160180200220240260280300320340360

TT T T T 1

1220 1240 12.60 1280

Thu Jan 24 14:00:06 2002 Page 6

NYC-WTC_000050267
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Data File
Acg On

" Sample
Misc :

Quant Method
Title
Library

C:\MSDCHEM\1..
508 scan method

Library Search Compound Report

C:\MSDCHEM\1\5973N\020AN22\31664.D
22 Jan 2002
508 scan
January 22,
MS$ Integration Params:

2:41 pm

2002
LSCINT.P

C:\DATABASE\WILEY7N.L

hkhhkhhkhhhhhkhhhhhkhhkhhhhhhhkhkhhkhhhhhhkkhhhhhhhhhhkhkhhhkhkhkhhhhhhhkhhkhkhhhhhhhkk

vial: 1
Operator:
Inst : Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

Peak Number 5 Isopropyl isothiocyanate $$. Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

‘12.85  0.04 ug/L 15678  Naphthalene-d8 13.19
Hit# of 5 Tentative ID MW MolForm CAS# Qual

vt e o G e s G e e e e b e b e s e G s Gt b o s B ot bt e e ey At b b o S e b e e e ettt e e . O e G e At . e v o = o

1 Isopropyl isothiocyanate $$ Prop...
2 Morpholine, 4-methyl-
3 3H-1,2,4-Triazole-3-thione,
4 Formamide, N,N-diethyl-

101 C4H7NS

101 CS5H1INO
101 C2H3N3S
101 C5H11INO

(Cas) $8 N...
1,2-.

002253-73-8 4
000109-02-4 3
003179-31-5 2
000617~-84-5 2

Abundance M Scan 830 (12.850 min): 31664.D () “o1 m/z 43.10 100.00%
5000
49 12.60
l 12.80 13.00 1320
OSSNSO N - - S SN SNSN— m/z 101.00 89.64%
miz—> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 400 105 110
Abundance #8788: Isopropyl isothiocyanate $$ Propane, 2-isothiocyanato-
43
101
m £ LR IR O 4 LB T 17 T 1 T
60 | 12,60 1280 13.00 13.20
86 m/z 41.10 30,97
54 ! 70
xru'r11: T T LR R} ‘I‘l TITT TYT ¢ Ty T l' TFTT L] T T7T TYr T FT llll T
niz-> 30 35 40 45 50 55 60 08 70 75 80 85 90 95 100 105 110
Abundance %2881 Morphoaline, 4-methyl- (CAS) $$ N-methylmorphaline §...
T ¥ T T VY Iti“l—lﬁll
1260 1280 13.00 1320
5000 m/z 49.00 16.14%
101
I 71
56
lllllllll’!l !IlIl()lllll{lrlllllIIlllIi!Y7TlllK!;l!llllll![lllllllll{ llllllll[ll
miz—> 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 105 110
Abundance #8735: 3H-1,2,4-Triazole-3-thione, 1,2-dihydro- — SN .
161 1260 1280 1300 13.20
m/z 40.00 1.47%
5000 42 69
74
llll‘llllllI!l!llllrl"l‘(l[)lll]lllI[llllllllll‘[ll‘l]llll;llli‘!llll’tl’lli lllllr‘lTTW LR 20 2 TTrrtr LERIEIR) Tr T T T
miz-> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 12.60 1280 13.00 1320

31664.D SCAN508.M

NYC-WTC_000050268

Thu Jan 24 14:00:06 2002
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN22\31664.D vial: 1

Acq On : 22 Jan 2002 2:41 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

khkkhhhhkhkhhkhkhkddkhhhhhhhhhhhkhkkhkhhhhhhhhhhkhkhkdhhhhhhhhhddhhhhhdkddkdddhdhdhkik
Peak Number 6 Pyrimidinetetramine- $$ Pyr... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.38 0.04 ug/L 15978 Naphthalene-ds 13.19
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Pyrimidinetetramine- $$ Pyrimidi... 140 C4H8N6 001004-74-6 74 ;JO
2 2,5-Cyclohexadiene-1,4-dione, 2,... 140 C6H404 000615-94-1 9
3 4(1H) -Pyrimidinone, 2-amino-6-{m... 140 C5H8N40 054004-20-5 9 T
4 Uracil, 5-ethyl- $$ 2,4(1H,3H)-P... 140 C6H8N202 004212-49-1 9

Abundance Scan 876 (13.375 min): 31664.D () io m/z 140.10 100.00%’
1
5000
70 llIIll[llrfIllllllllIrT
© 49 I 9|6 | 13.00 13.20 1340 1360 13.80
lllli(lllIl'll’llrlll'l!llllll]ll'T]lllllllllIlllllllll ll(;l m/z 70.00 16025
-> 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #35040: Pyrimidinetetramine- $$ Pyrimidine, 2,4,5 6-tetraa... i
1
5000 1300 1320 1340 1360 13.80
44 - 123 m/z 141.10 13.01%
lll!l!l’l![llll[lllllgl‘llllllF“{Ill?ﬁlllll?lzllilllY'lIlllllll ll
miz-> 30 40 50 60 70 80 100 110 120 130 140
Abundance #35122: 2,5-Cyclohexadiene-1,4-dione, 2,5-dihydroxy- $$ p-...
"o
13.00 1320 1340 1360 1380
5000 2 m/z 96.10 10.45
71
53 % w 112
12 1
mz—> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #35078: 4(1H)-Pyrimidinone, 2-amino-6-(methylamino)- I B B
140 13.00 1320 1340 1360 13.80
m/z 40.00 3.19%1
44
5000
l 111
70
""l“"l“’i""!“l!" "9;{“‘"II"‘I""I""H""f IUURIAUVRAR VUL
mz-> 30 40 S50 60 70 80 90 100 110 120 130 140 13.00 13.20 1340 13.60 13.80
31664.D SCAN508.M Thu Jan 24 14:00:06 2002 Page 8
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\020AN22\31664.D
Acg On : 22 Jan 2002 2:41 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)

o % g do ok do gk ke ke de ke de de de de ke de ke g de ke K g ke ko ke ke k gk de ok ke ko ko k ek ok k kok ok ok ok hdkddkhkdkhdkvddddkhkhkkkk

Peak Number 7 3-Hydroxy-2,2,4-trimethyl-3... Concentration Rank 11

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

16.55 0.03 ug/L 13088 Acenaphthene-dl0 18.34

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 3-Hydroxy-2,2,4-trimethyl-3-pent... 140 C8H1202 003173-79-3 5 W0

2 Pyrazine, 2-methyl-3-(methylthio... 140 C6H8N2S 002882-20-4 5 éaﬂ9 U
3 4-Isopropylcyclohexanone $$ Cycl... 140 C9H160 005432-85-9 5 wpw4”
4 1,3-Cyclopentanedione, 2-acetyl-... 140 C7H803 003859-39-0 5

Abundance Scan 1154 (16.549 min): 31664.D (-) a0 m/z 140.10 100.00%
1
5000
122 R B I T R
71 84 172 16.20 1640 16.60 16.80
Illl!llli'lllRll‘llll[illl]l"lf 1’!‘! IR RERE RREAR] KIII}T IT[!T!I TITT !lllllll‘llIITTI‘l m/z 138.10 39.05%'
m/fz—> 2030405060708090100110120130140150160170 .
Abundance #35758: 3-Hydroxy-2,2,4-trimethyl-3-pentenoic acid .beta.-.
70
42
5000 LELID BRI MR AR REEEE B
81 140 16.20 1640 16.60 16.80
m/z 122.10 28.96%
27 96
NN SN S VN ) S N S—
miz—> 2030405060708090100110120130140150160170
ndance #35175: Pyrazine, 2-methyl-3-(methyithio)- (CAS) $$4g-Meth
1
llllllll( ]II‘II’] llll
16.20 16.40 1660 16.80
5000 107 m/z 172.20 23. 83%!
42 125
g M
lll lllllllllll lll!lllllllll!ll llll TT§FT TITT llll LIRS llllll Illl IIIT]ITY_IT1
miz-> 2030405060708090100110120130140150160170
Abundance #36265: 4-Isopropylcyciohexanone $$ Cyclohexanone, 4-(1-me... R REEE R ARRR AR RE R
48 - 140 16.20 16.40 1660 16.80
m/z 136.10 20.77%
% M
107 12
llllllllll’l'[ llllllllllllllllll LELIRIR ] LB R] IIJIIDIII‘!. llllll T TITT[YPTT llll[llr!]l ll’IT‘rllllll lllll‘llliIT
m/z-—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 16.20 1640 1660 16.80

31664.D SCAN508.M

NYC-WTC_000050270

Thu Jan 24 14:00:06 2002
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NYC 9/11 Public Portal Document

Data File
Acg On
Sample
Misc :

Quant Method
Title
Library

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

Library Search Compound Report

2:41 pm

2002
LSCINT.P

C:\MSDCHEM\1\5973N\02JAN22\31664.D
22 Jan 2002
508 scan
January 22,
MS Integration Params:

Vial: 1

Operator:
Inst :
Multiplr: 1.00

Instrumen

.\SCAN508.M (RTE Integrator)

o g e g e g Fo K Fe Jo o do de ke Je do Je do Je o de Jedo ke Fo de Je do de do de o ke e K o ke K dede e ke kK h ok ok ok ko ke ok ok gk kokddedkhkkdkkkk

Peak Number 8 N-perdeuteriobenzylideneani...

Relative to ISTD

Concentration Rank 3

R.T EstConc Area
22.28 0.13 ug/L 70386
Hit# of 5 Tentative ID

Phenanthrene-dlo

MW MolForm

1 N-perdeuteriobenzylideneaniline
2 1,3-Benzodioxole, 4-methoxy-6-(2..
3 l-amino-2-methyl-4-isopropyl-thi..

122 C13D11N
192 C11H1203
. 192 C5H13N4PS
4 N-(2-methylprop-2-enyl)-2-nitrob... 192 C10H12N202

000538-51-2 58
000607-91-0 58
107264-54-0 50
000000-00-0 50

Abundance

mfz—->

Scan 1656 (22.280 min): 31664.D ()

20 30 40 50 60 70 80 SO 100 110 120 130 140 150 160 170 180 180 200

m/z 192.10 100.00%|

TT T T T

2200 2220 2240 2260

m/z 191.10 17. 07%:

TTT T Trrs

e e S RREE T

m/z 96.10 15.65%

T

200 2220 2240 22.60

#101918: 1-amino-2-methyl-4-isopropyl-thiotriazaphospholin...
159

Abundance #88409: N-perdeuteriobenzylideneaniline
i
5000 82
54 110
30 | 94 160
lllllllllllllllllll TIi¥ !lll ll' TT Ol LA l lTl'ﬁ'l Il T l ll ll
miz—> 20 30 40 5060 80 90100110120130140150160170180190200
Abundance #102624: 1,3-Benzodioxole, 4-methoxy-6-(2-propenyl)- (CAS)...
5000
91 165
103 ",9 131 47 177
'llllllllll ll TT7T Il l] TT7T ll l ll YTT LARS 1 lllllllllllll'll T K‘I]TY7IIII1I1 lrllll
miz-> 20 30 40 50 60 70 80 90 100110120130140150160170180190200
Abundance

192

m/z 193.10 15.05%

I

TT T[T T T

2200 2220 2240 2260

m/z 146.10

12.11%

LELALES B T T T

2200 2220 2240 2260

31664.D SCAN508.M

NYC-WTC_000050271

Thu Jan 24 14:00:07 2002
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File :

Acg On : 22 Jan 2002
Sample : 508 scan
Misc :

C:\MSDCHEM\1\5973N\02JAN22\31664.D

2:41 pm

January 22, 2002

MS Integration Params: LSCINT.P

Quant Method
Title :
Library

vial: 1
Operator:
Ingst : Instrumen
Multiplr: 1.00

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

% & de do K o de de de K Jo de Je de de Kk K g de e Kk de de K de K Kk K kKo de ok ok gk ke de e ke dede ke ek ke T de g kg dede kK ode Tk ke ek ok hd ok kded kK

Peak Number 9 Anthracene-dl0-

Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
22.77 0.35 ug/L 187426 Phenanthrene-dl1l0 22.63
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Anthracene-dlo0- 188 C14D10 001719-06-8 86
2 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 78
3 Anthracene-D10 188 C14D10 000000-00-0 64
4 Phenanthrene-dl0 188 C14D10 001517-22-2 64

Abundance Scan 1699 (22.771 min): 31664.D (-) .88 m/z 188.10 100.00%
5000
m 94 7T llllll'(l
156 2240 2260 2280 23.00 23.20
T"?IOT “15ng‘l'§l1¥}!!(!)(l'!|lll T [777‘ Ty llll(l 'T?UGIlTJr!'{IIIXIDIIIII!I’llllr m/7z 189 20 17 52%
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84502: Anthracene-d10-
188
m LER R IRS IYI‘I]’"
2240 2260 22.80 23.00 2320
80 o4 m/z 94.10 14.32%
160
llllll lllll?ll TTV 'l l L] LRE] IR EREE LALRRE R "l_l'!'{ T7 T lllim;!‘!ll T
Iniz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180
Abundance #84500; DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10
1
2140 2260 2280 23.00 2320
5000 m/z 80.10 13.08%
80 94
66 158
miz-> 30 40 50 60 70 80 80 100 110 120 130 140 150 160 170 180 190
Abundance #84498: Anthracene-D10 T T T
1T8 2240 2260 2280 23.00 23.20
m/z 186.05 9.68%
5000
80 o4
66 ‘ 160
lllllll ll fIIlI!llllllllllll!lllllrﬁ—l’ll l Illlllll'l'l}l!:{%llll[ T lI ]t,ll|ll
miz—> 30 40 50 60 70 80 SO 100 110 120 130 140 150 160 170 180 190 2240 2260 2280 23.00 2320

31664.D SCAN508.M

NYC-WTC_000050272

Thu Jan 24 14:00:07 2002
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\020AN22\31664.D vial: 1

Acqg On : 22 Jan 2002 2:41 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

Khkhkkhkhdhhkhkhhkhkhhkhhhhhkhkkhhhkhkhhkhkhhkhkhhhkhkhhhhhkhhhdhdkhhkhkdkhkddhdhdhdhdkdhdhdhiik
Concentration Rank 9

Peak Number 10 5,5-DIMETHYL-1-PYRROLIN-2-Y...

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

38.96 0.04 ug/L 13803 Perylene-dl2 34.42

Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 5,5-DIMETHYL-1-PYRROLIN-2-YILMETH... 191 C7H13NO3S 057625-16-8 5 |J0

2 1-oxo0-2,3,5,6,7,8-hexahydrothien... 207 C11H13NOS 109216-76-4 5 M
3 2-(N-Methylpyrrolyl) thienoate 207 C1OHSNO2S 000000-00-0 5 M”"{
4 3,5-Ethanoquinolin-10-one, decah... 207 C13H21NO 021041-42-9 5

ndance Scan3117(38.960min):31664.12)¢(-) m/z 207.00 100.00%
7
96 191
49
5000
81 38.60 3880 30.00 3020
R s o e, S — m/z 96.00 77.94%
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 ‘
Abundance  #101224: 5 5-DIMETHYL-1-PYRROLIN-2-YLMETHANSULPHONIC ACID ..
42 % 191
8000 82
55
111
6000
60 38.60 38.80 39.00 39.20
4000 ' m/z 191.00 77.21
20001~ ...J,....l,. 1 I I
miz—-> 40 60 80 100 120 140 160 180 200 20 240 260 280
Abundance #125354: 1-0x0-2,3,5,6,7,8-hexahydrothieno[2,3-bjquinoline
191 207
38.60 3880 39.00 3920
5000 m/z 49.00 63.24%
163
139
llil‘l'llllll L ‘[l“l[l ll]lll Il'lllll kll‘ lllll‘llllllf
miz—> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125253: 2-(N-Methyipyrrolyl) thiencate ! BILEit e
112 207 38.60 38.80 39.00 39.20
191 m/z 281.10 12.39%
5000 83 98
Ill'l ] TT(ﬁ l(l‘l llllllllllllllll[l llllllfTI'IT'l‘l‘TIlll
miz—> 40 60 80 100 120 140 160 180 200 220 240 260 280 38.60 38.80 39.00 39.20

31664.D SCAN508.M Thu Jan 24 14:00:07 2002

NYC-WTC_000050273
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN22\31664.D Vial: 1

Acqg On : 22 Jan 2002 2:41 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

khhkhkhkhhhFhhhhhkhhhdhhhhhhkhkhkhkhkhkhhhhhhhhdhhhhhkhhhdhdhhhhhhhhhdhhhhhhdhdhkkk
Peak Number 11 5,5-DIMETHYL-1-PYRROLIN-2-Y... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
39.62 0.03 ug/L 12334 Perylene-dil2 34.42
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5,5-DIMETHYL-1-PYRROLIN-2-YLMETH... 191 C7H13NO3S 057625-16-8 9 ;\SO
2 Methylene Chloride 84 CH2C12 000075-09-2 7 &°7%
3 Methane, dichloro- (CAS) $$ Dich... 84 CH2Cl2 000075-09-2 7
4 Methane, dichloro- (CAS) $$ Dich... 84 CH2Cl2 000075-09-2 7
Abundance Scan 3175 (39.622 min): 31664.D () m/z 281.00 100.00%
4 84 133 281
191
5000
208 3920 3940 39.60 39.80
ﬁ!ll;!lll[l lll T 1 Il TIIT'!! l)""“ll!l T'l(lll'lll TT? 7 T ¥ m/z 83090 87.60
miz—> 20406080100120140160180200220240260280
Abundance  #101224: 55-DIMETHYL-1-PYRROLIN-2- YLMETI—;ANSULPHON}C ACID ..
42 9% 191
8000 82
® 111
m ‘l,l’!]r!TT[ll"llll
9 3020 3940 39.60 39.80
4000 l m/z 133.00 87.44%
m' l[ llllﬁ“'[lll.‘l( lll ll(lllllllllll‘r'[‘rf’lr‘r TIl'lIIlililllT(I‘lllilll
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
ndance #3065: Methylene Chloride
84 ]l 'IIYYT‘T‘IY'I‘ T 7
3920 3940 39.60 39.80
5000 m/z_ 49.00 84.50%
35
14 A
Il]l'lll llllllll]llll"'l’“(‘l’T)’l]ll‘llll[llllllllrl—r"tl'lll
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
{Abundance #3061: Methane, dichloro- (CAS) $$ Dichloromethane $$ R 30... N st L
40 84 3620 3940 3060 39.80
m/z 95.90 78.76%
5000
ll l355lllllllll'!l“lllll,lll'l'lllllllllll'I‘lllll!ll[llll]lerll‘l )‘)l]l ‘llll;llll
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3920394039603980
31664.D SCAN508.M Thu Jan 24 14:00:07 2002 Page 13
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Tentatively Identified Compound (LSC) summary

Operator ID: Date Acquired: 22 Jan 2002 2:41 pm

Data File: C:\MSDCHEM\1\5973N\02JAN22\31664.D

Name: 508 gcan

Misc: January 22, 2002

Method: C:\MSDCHEM\1l\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

Butanoic (acid, jne... 3.60 0.2 ug/L 48630 1 9.71 6225830 20.0
METHYL 4.37 0.1 ug/L 21004 1 9.71 6225830 20.0
Benzofura Nne, ... 5.50 0.0 ug/L 11721 1 9.71 6225830 20.0
Cyclopental§i)oxan... 12.54 0.1 ug/L . 55404 2 13.19 8802690 20.0
Isopropyl igothio... 12.85 0.0 ug/L 15678 2 13.19 8802690 20.0
Pyrimidinet/trami... 13.38 0.0 ug/L 15978 2 13.19 8802690 20.0
3-Hydroxy ,4-t... 16.55 0.0 ug/L 13088 3 18.34 9654430 20.0
N-perdeutferiobenz... 22.28 0.1 ug/L 70386 ‘4 22.63 10627800 20.0
Anthrac 22.77 0.4 ug/L 187426 4 22.63 10627800 20.0
5,5-DIMETHYL-1\-PY... 38.96 0.0 ug/L 13803 6 34.42 7869410 20.0
5,5-DIMETHYL-1\PY... 39.62 0.0 ug/L 12334 6 34.42 7869410 20.0
31664.D SCAN508.M Thu Jan 24 14:00:07 2002 Page 14
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