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Date: 01/25/2002 Time: 15:15:00

Sample: AD31647

Analysis: $GCMS . GCMS Scan For Unknowns

Units: ug

gtarted: 1/25/02 1513 Ended: 1/25/02 15:13 Analyst: DLV
age: 1

ther unknown compounds

urr_2,4-DDD 91 5.0

NYC-WTC_000050205



NYC 9/11 Public Portal Document

+
.

.Comments for Sample AD31647 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 01-25-2002 Time: 15:15:18

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.
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Quantitation Report

(Not Reviewed

)

Data File : C:\MSDCHEM\1\5973N\02JAN22\31647.D Vial:
Acg On : 22 Jan 2002 1:51 pm Operator:
Samplé : 508 scan : Inst :
Misc : January 22, 2002 Multiplr:

MS Integration Params: SPLIT.P

Quant

Quant
Title

Last Update
Regponse via

Time: Jan 22 15:30:27 2002

Quant Results File:

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

508 scan method

DataAcqg Meth : SCAN508

Internal Standards

1)
10)
17)
29)
38)
44)

1,4-Dichlorobenzene-d4
Naphthalene-ds8
Acenaphthene-d10
Phenanthrene-dl0
Chrysene-di2
Perylene-dl2

System Monitoring Compounds

37)

2,4-DDD

Spiked Amount 5.000

Target Compounds

2)
20)
21)
35)
42)

n-Nitrosodimethylamine
Dimethylphthalate
2,6-Dinitrotoluene
Di-n-butylphthalate
Bis(2-ethylhexyl)phthalate

18

24

Fri Jan 11 13:20:07 2002
Initial Calibration

.60
.34
18.
.85
31.

34

09

74
163
165
149
149

3

Instrumen
1.00

SCAN508.RES

Response Conc Units Dev(Min)

1065496
4521952
2418589
4135210
3516767
2512593

297132
Recovery

12189
386553
306496
111555

11944

4 .55

= manual integration

(#) =

qualifier out of range (m)
.D SCAN508.M

NYC-WTC_000050207

Tue Jan 22 15:30:28 2002

ug/L 0.00
ug/L 0.00
91.00%

Qvalue
ug/L # 13
ug/L # 55
ug/L # 17
ug/L 98
ug/L 89

Page 1
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Quantitation Report (Not Reviewed)
Data File : C:\MSDCHEM\1\5973N\02JAN22\31647.D Vvial: 3
Acqg On : 22 Jan 2002 1:51 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: SCANS508.RE
Method : C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
Title : 508 scan method
Last Update : Fri Jan 11 13:20:07 2002
Response via : Initial Calibration

Abundance TIC: 31647.D
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Time-> 4.00 6.00 800 1000 1200 14.00 1600 1800 2000 2200 2400 2600 2800 3000 3200 3400 3600 3800

31647.D SCAN508.M Tue Jan 22 15:30:29 2002 Page 2
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LSC Area Percent Report

Data File : C:\MSDCHEM\1\5973N\02JAN22\31647.D Vial: 3

Acq On : 22 Jan 2002 1:51 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 peak corr corr. % of
# min scan scan scan TY height area % max total
1 3.477 5 9 13 rVB 27083 47597 0.43% 0.084%
2 3.602 15 20 23 rBV 30327 52211 0.48% 0.092%
3 3.773 29 35 45 rBV4 7646 35590 0.32% 0.063%
4 4,367 83 87 91 rBV 25397 43179 0.39% 0.076%
5 6.000 225 230 233 rBV 30433 52283 0.48% 0.092%
6 8.683 459 465 473 xrBV2 9186 27250 0.25% 0.048%
7 9.448 525 532 537 rVB3 11040 35523 0.32% 0.063%
8 9.710 551, 555 563 rVB 3070206 6104542 55.70% 10.800%
9 12.542 799 803 807 rvv 36649 60586 0.55% 0.107%
10 13.182 855 860 865 rBV 4647488 8741306 79.76% 15.465%
11 18.341 1305 1311 1315 rBV 4876243 9803893 89.45% 17.345%
12 22.280 1651 1656 1661 rVB 38307 72433 0.66% 0.128%
13 22.634 1681 1687 1693 rBV2 5036459 10959864 100.00% 19.390%
14 22.771 1695 1699 1715 rVB 57933 185176 1.78% 0.345%
15 24.849 1877 1881 1889 rVB 100900 179052 1.63% 0.317%
16 26.014 1971 1983 1985 rvv 10648 27655 0.25% 0.049%
17 27.726 2127 2133 2137 rBV 792362 1444203 13.18% 2.555%
18 30.489 2369 2375 2381 rBV2 4367890 10161283 92.71% 17.977%
19 31.094 2423 2428 2441 rVB3 9443 36480 0.33% 0.065%
20 34.416 2713 2719 2753 rVB 3078520 8442983 77.04% 14.937%
Sum of corrected areas: 56523089

31647.D SCAN508.M Thu Jan 24 13:55:39 2002 Page 1
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LSC Report - Integrated Chromatogram

. File :
Operator :
Acquired : 22 Jan 2002
Instrument : Instrumen
Sample Name: 508 scan

Misc Info January 22,
Vial Number: 3

2002

Quant File :SCAN508.RES (RTE Integrator)

C:\MSDCHEM\ 1\5973N\02JAN22\31647.D

1:51 pm using AcgMethod SCAN508

Am TIC: 31647.D
13.19
4000000
9.71
3000000
2000000
1000000 //
¢ / /
ol 437 6.00 sss 944 12.54
ill!l llllllll'lll[(lllll L] Illllllllllll T ¥ T T T T ¥ 7 llllll
Time—> 4.00 500 600 700 800 900 1000 1100 1200 1300 1400 1500
Abyndance TIC: 31647.0
18,34 2263
[ ]
4000000
3000000
2000000
1000000 / /, // 27
o 222 g77 2485 2601
Time—> 1600  17.00 1800 19.00 2000 2100 2200 2300 2400 2500 2600 2700
Alndance TIC: 31647.D
30.49
4000000
34.42
3000000
2000000
1000000
0 }L3,109
¥ ¥ 1 T 7 577 T 7 LR LR L] l lII‘ll LEER IR L] lllT"fl(!
Tine-> 2800 2000 3000 3100 3200 3300 3400 3500 3600 37.00 3800  39.00
31647.D SCAN508.M Thu Jan 24 13:55:39 2002 Page 2
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN22\31647.D

Acg On : 22 Jan 2002 1:51 pm
Sample : 508 scan
Misc : January 22, 2002

MS Integration Params: LSCINT.P

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

Vial: 3
Operator:
Inst : Instrumen
Multiplr: 1.00

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

Fhhkhkhkhkhkhkhkkhhhhhdohhhhhhkhhkhhkhhkkdhhhhkdhhkhhkddhhhhhkkhhhhdhhhdhhhhbrhhhdkk
Peak Number 1 Acetonitrile, dichloro- $$ ... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
3.48 0.16 ug/L 47597 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Acetonitrile, dichloro- $$ Dichl... 109 C2HCI2N
2 Dichloroacetonitrile $$ Acetonit... 109 C2HCI2N
3 Dichloroacetonitrile $$ Acetonit... 109 C2HCI12N

003018-12-0 74
003018-12-0 74
003018-12-0 74

4 Acetonitrile, dichloro- 109 C2HCI12N 003018-12-0 72
Abundance Scan 9 (3.477 min): 31647.D () m/z 74.00 100.00%
7%
5000 82 /\
47 llllll(lTIIl'l[ll'l‘ll)llFir
39 350 360 370 3.80 390
'll‘lll'}ll‘!l' l;ll"'!llilliiflll|'llllllvl]l"ll"lllllll m/z 81.90 48.22%
miz—-> 10 20 30 40 50 60 70 80 20 100 110
Abundance #11641: Acetonitrile, dichloro- $$ Dichloroacetonitrile $$
5000 82 LEESLER B0 0L 0 2 S L O 2 L R A O B
47 3.50 360 370 3.80 3.0
a5 ' m/z 76.00 32.32%
Ly | i 109
lIl]llll]’Xr‘ll'lllrrl’lllllT‘TIllllll T T lllllllllllll'l
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #11643: Dichloroacetonitrile $$ Acetonitrile, dichloro- $3$...
74
p 82 ”"'”éeo'é?o'éao 390
5000 83.95 29 68%
Tll lllT'lll"Tllll lrJl]llllllllllr[ lllll!lll%I?qzl?i“illll
mfz—> 10 20 30 40 50 60 70 80 80 100 110
Abundance #11642: Dichloroacetonitrile $3 Acetonitrile, dichloro- $$... T
7 8 360 370 3.80 3.90
.00 20.65%
5000
a ,
* | |
l'l'1{211111lllllilllllll!IlI'llll,'llll“llll!ll‘llllllllIII‘I
miz—> 10 20 30 40 50 60 70 80 S0 100 110 360 3.70 380 390
31647.D SCAN508.M Thu Jan 24 13:55:39 2002 Page 3
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN22\31647.D
Acg Omn : 22 Jan 2002 1:51 pm

Sample : 508 scan

Misc : January 22, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library :

Vial: 3
Operator:
Inst : Instrumen
Multiplr: 1.00

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

K Je de de K d Kk de e o Kk ok K ek de ek do de do ke ek e K de ke e de e Kk ke de ke Kk de K dede e kK de gk ok ke kg e ode ok dekk ok ko ok kdhdhk

Peak Number 2

2-Pentanone (CAS) $$ Methyl...

Concentration Rank 7

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

3.77 0.12 ug/L 35590 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 2-Pentanone (CAS) $$ Methyl prop.. 86 C5H5H100 000107-87-9 4
2 Ethanol-D5 51 C2HD50 000000-00-0 4
3 2-Butanone, 3-methyl- (CAS) $$ 3... 86 C5H100 000563-80-4 3
4 2-Butanone, 3-methyl- (CAS) $$ 3... 86 C5H100 000563-80-4 3

;Abundance §4gn35(3.773min):31647.0(-) m/zZ 43.10 100.00%
o /\ /\
36 4751 86 ‘ll T 17 ll!;mSTTlll
lllllllll“f![lllll!llllll ll[ 'l!l I[ Il[ LR R I TT 7 ITITY]T lllll Illlrlllllllli m Z 41 10 47 82%
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 95
Abundance #3O7T: 2—Pentan4%ne {CAS) $$ Methyl propy! ketone $$ Methyl...
m /\llllllll[l\lllllllilllﬁ
360 380 400 420
27 a0 m/z 46.90 15.61%
86
ll|lllll]!llll]ll‘ll‘l‘g!i!! l[llllll'll[ll&{illllllllll‘711ll lllil]lllll!lll]llllll
miz—> 20 25 30 35 40 45 S50 55 60 65 70 80 85 90 95
Abundance s #311: Ethanol-D5
3
360 380 400 420
5000 m/z 51.00 15.18%
49
T |
261 i 46 552
TTT"[TYTIIIII![II lllll!lllllllllIllllllllll]llIllIllil'rrl’1l¥llli1lIl’ITIKITX]’II!
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 80 85
Abundance #4007: 2-Butanone, 3-methyl- (CAS) $$ 3-Methyl-2-butanone S —
4 360 380 400 420
m/z 36.10 14.44
5000
27
86
, 38 |46 5458 71 |
lll]llil[lllllllllllllllll llll'i]r’l’Y]’l"‘]Illl]illTTllll]llllllTTTTTlll’IllTI"lT llllll"]rll'l[ll III
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 8 8 80 95 360 380 400 4.2
31647.D SCAN508.M Thu Jan 24 13:55:40 2002 Page 4
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN22\31647.D Vial: 3

Acq On : 22 Jan 2002 1:51 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

de g de g de g do dode Jo g do e de e de de de do Jo de Kk de de e de o de g ek ko ko de ko de T ded ke ok k ke k gk dded gk gk ddededdddddkkk
Peak Number 3 1,3,5-Cycloheptatriene (CAS... Concentration Rank 4

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

4.37 0.14 ug/L 43179 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 1,3,5-Cycloheptatriene (CAS) $$ ... 92 C7HS 000544-25-2 64
2 METHYLFULVENE 92 C7HS8 000000-00-0 64
3 ETHINYLCYCLOPENTENE- (1) 92 C7H8 000000-00-0 9
4 Cyclobutene, 2-propenylidene- 92 C7H8 052097-85-5 9

Abundance Scan 87 (4.367 min): 31647.D () m/z 91.10 100.00%
g
5000
39 51 &5 86 400 420 440 460 480
SENSNSUNEYS SN M S— ST | IS m/z 92.10 59.15%

> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
undance #5568: 1,3,5-Cycloheptatriene (CAS) $$ Cycloheptatriene $$ i

5000 —TrTTT T TTryryrrYTrorY

400 420 440 460 4.80
l m/z 65.10 10.02
T T 3ﬂ T 7 T ?1'635 T 186 1 T
TT TV 1 7T T4 TETT TT TT TT ¥ LIRS L3 ] llllll T7T LRI 1 T
mpz—> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Abundance #5531: METHYLFULVENE
ot
. 400 420 440 450 480
5000 m/z 39.10 9.34%
3? 45 61, 1. )
lllllllll[lllrlll]ll‘l"lllll‘llllllllllllll]llll]lllllxlll]lllll lllillll]‘l
miz—> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
ndance #5532: ETHINYLCYCLOPENTENE-(1) e s | W 8 A
o 400 420 440 480 480
m/z 51.05 6.22%
5000
3 61, & ‘
l’lllll]l"lllllll'Il'lllllllll‘lllllllllll‘l‘l’ 'llllllllllllil—l lllllllllll‘ ‘Tllll ‘IIfTrIIIII[l r‘
miz—-> 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 400 420 440 460 4.80
31647.D SCAN508.M Thu Jan 24 13:55:40 2002 Page 5
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN22\31647.D vial: 3

Acq On : 22 Jan 2002 1:51 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

hkkhkhkhkhhhhkhkrkhkhkhhhkrhhkhhkhkhhdhbhhhkhkhkhhhhkhkhhhkhhhhhhhkhkhkhbhkhkhkhkkhrkrAddhhkrhkhkiik
Peak Number 4 2-Propanone, 1,1,l-trichlor... Concentration Rank 2

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

6.00 0.17 ug/L 52283  1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CcaASH Qual
1 2-Propanone, 1,1,1l-trichloro- (C... 160 C3H3Cl30 000918-00-3 56
2 2-Propanone, 1,1,1l-trichloro- $$... 160 C3H3Cl30 000918-00-3 42
3 2-Propanone, 1,1,l-trichloro- (C... 160 C3H3Cl30 000918-00-3 38
4 2-Propanone, 1,1,1l-trichloro- (C... 160 C3H3C1l30 000918-00-3 9

Abundance 4F8can230(6.000min):31647.0(-) m/z 43.10 100.00%

5000

T lllll!r
llil! TIT_I lllll’i%l‘!?z—r l6['1'(‘l LER BRI "'l‘ ‘l'lrllll! I! LERJ m/z 125 oo 9 74%
mfz—> 10'2030405060708090100110120130
Abundance #58078: 2- 4%ropanone 1,1,1-trichloro- (CAS) $$ Trichioroac...
m lll'lllllllll'llllllllll
560 580 600 620 640
m/z 96.90 6.47%
3B | A9 o 2, 9.7. 117 125
e> 10 20 30 40 50 80 70 80 % 100 130 130 1%
Abundance #55081: 2-Propanone, 1,1,1-trichloro- $$ .alpha.,.alpha.,....
560 580 600 620 640
5000 m/z  47.00 5. 42%]
15
35 49 85 o7 117 125
miz—> 10 20 30 40 55 60 70 80 90 160 110120 130
Abundance #59082: 2-Propanone, 1,1,1-trichloro- (CAS) $$ Trichloroac...
560 580 600 620 640
m/z 81.90 5.23
5000
(lll1l!51ll[I2l'?Illllll;légl—l—r_lllmlll[ T 7T ]Xi“lillllglzll 110111 |l1!217|ll lllllll!'lllllllll l‘[l—r
miz—> 10 20 30 40 50 60 70 80 80 100 110 120 130 560 580 600 620 640
31647.D SCAN508.M Thu Jan 24 13:55:40 2002 Page 6
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN22\31647.D
Acg On : 22 Jan 2002 1:51 pm

Sample : 508 scan

Misc : January 22, 2002

MS Integration Params: LSCINT.P

Quant Method :
Title
Library

vial:
Operator:
Inst : Instrumen
Multiplr: 1.00

3

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

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

Peak Number 5 Benzaldehyde (CAS) $$ Pheny...

Concentration Rank 9

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

8.68 0.09 ug/L 27250 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzaldehyde (CAS) $$ Phenylmeth. 106 C7H60 000100-52-7 9
2 3-Pyridinecarbonitrile, 1,4-dihy. 106 C6H6N2 023974-91-6 4
3 PHENYL-GLYOXYLIC ACID 150 C8H603 000000-00-0 4
4 Benzoylformic acid $$ Phenylglyo... 150 C8H603 000611-73-4 4

Abundance Scan465(8.683min):?2§47.D(—) m/z 105.10 100.00%
77
5000
51
J 840 860 880 600
l}'ll!4[01lﬁljll"lllllli'!'[T‘llll‘llli TFT1 3 TI7T 'Il lllll ll'! m/z 77 oo 66 55%l
miz——> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10695: Benzaldehyde (CAS) $$ Pheny!n;ethanal $$ Benzenecar...
77 106
8000
6000 840 860 880 900
.m/z 106.00 66.34%
ml!tlll‘lll??l 'lYl llllll"ll'lllll lllllllllll "llll,lll
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #10668: &Pyﬂdinmrbonitnlgs 1.4-dihydro-
1
840 860 880 9000
5000 m/z 51.10 33.60%
51 78
llllTi[YTlT%l!Il 11614 llllll'llll lllIllll T T l"llll
miz—> 30405060708090100110120130140150
Abundance #45949: PHENYL-GLYOXYLIC ACID
105 840 860 880 9.00
77 m/z 49.00 16.26ﬁ
5000
51
llil?ll‘;sl'll"']ll ll%.!]llll'llrllll!ll Ifllﬁll]llllllll??‘l_’_l— T ¥ T T F 7T K'ljl
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 840 860 880 900
31647.D SCAN508.M Thu Jan 24 13:55:40 2002 Page 7
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Library Search Compound Report

1:51 pm

Data File :

Acq On : 22 Jan 2002
Sample : 508 scan
Misc January 22,

2002

MS Integratlon Params: LSCINT.P

Quant Method :
Title :
Library

C:\MSDCHEM\1\5973N\02JAN22\31647.D

vial: 3

Operator:
Inst :
Multiplr: 1.00

Instrumen

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

hhdkhhkhhkhhkhkhhkhhkhhhhhkhkhkhhhhhhhhhhhhhrhkkkhhh kb khhhhhhkkkhrhhkkkrhhd

Peak Number

6 Decane, 2,9-dimethyl- $$ 2,...

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T
9.45 0.12 ug/L 35523 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,9-dimethyl- $$ 2,9-Dim.. 170 Cl2H26 001002-17-1 64
2 Dodecane, 2-methyl- $$ 11-Methyl... 184 C13H28 001560-97-0 64
3 Dodecane (CAS) $$ n-Dodecane $$ ... 170 Cl2H26 000112-40-3 53
4 Undecane (CAS) $$ n-Undecane $$ ... 156 Cl1lH24 001120-21-4 53
Abundance Scan 532 (9.448 min): 31647.D () m/z 57.10 100.00%
43 87
71
5000
85 281 Trrr{rtry ey s LI §
g 900 920 040 960 080
I‘Il'l llll lll l'll llll T ‘lll] 'lll ‘llI ¥ llll ‘lll“l’lll T m/z 43 10 92.21
niz-> 20 40 60 80 100 120 140 160 180 200 200 240 260 280
Abundance 5 #74435:; Decane, 2,9-dimethyl- $$ 2,9-Dimethyldecane
57
m 71 tll[xlle| T 17 A,A‘
000 920 040 960 9.80
. m/z 71.10 52.49%
| ,99113127 155
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance - #93379: Dodecane, 2-methyl- $$ 11-Methyidodecane $$ 2-Meth...
57
900 920 640 960 980
5000 71 m/z 41.10 38.98
85
5 118127 141
Illlli llllllllllllll lllTrT'l_[r‘lT‘lr“lI'l_rI lll‘llllll'll'lll‘]l_"lllll
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 ”
Abundance #74392: Dodecane (CAS) $$ n-Dodecane $$ Ba 51-090453 $$ Ad... o bbb e e L
43 57 800 920 040 960 980
m/z 85.10 31.35%
71
5000
85
27
98112127 1o .
mz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 | |9.00 920 940 960 980
31647.D SCANS508.M Thu Jan 24 13:55:40 2002 .Page 8
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\020AN22\31647.D vial: 3

Acg On : 22 Jan 2002 1:51 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

khkkhkhkhhkhhkhhhkhkhhkhhkhhkhkhkhhkhkhkdhkhhhkhhkhhkhhhkhhhhhhkhhhhhhhhkhhkdhkkhhhhhkhdkhkiikk
Peak Number 7 Cyclopentasiloxane, decamet... Concentration Rank 5

R.T. EgtConc Area Relative to ISTD R.T.
12.54 0.14 ug/L 60586 Naphthalene-d8 13.19
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentasiloxane, decamethyl- 370 C1l0H3005Si5 000541-02-6 78
2 Cyclopentasiloxane, decamethyl- 370 C10H3005S8i5 000541-02-6 45
3 3,4-DIHYDROXYMANDELIC ACID-TETRATMS 472 C20H40058i4 000000-00-0 42
4 Phenethylamine, N-methyl-.beta.,... 399 C18H37NO3Si3 010538-85-9 40

Abundance N Scan 803 (12.542 min): 31647.D () m/z 73.10 100.00%
5000 267 355
SUUVRAR SRR VAR UL I
45 t L 1220 1240 1260 12.80
B e e I MMM m/z 355.10 40.68%
miz—> 50 100 180 200 250 300 350 400 450
Abundance 7 #313068: Cyclopentasiloxane, decamethyl-
067 355

50w ll[ltlli!lll'l!llllll!ll
v 1220 1240 1260 12.80

m/z 267.00 37.33%

. 207 . 323
S S -/ SN SN -
miz—> 50 100 150 200 250 300 350 400 450
Abundance 15 #313065: Cyclopentasiloxane, decamethyl-
Ylillrl[l‘lxlll‘llill 1
1220 1240 1260 12.80
5000 2%7 m/z 356.10 14.36%
355
45
[ 193 223 323
1_[ T T T T ’ T T T T ] T L T T l T ' T T 1 T T T 7 ] T T T T I T T T T T T I T T
miz-> 50 100 150 200 250 300 350 400 450
Abundance #361636. 3 4 DIHYDROXYMANDELIG ACID-TETRATMS S
7 1220 1240 1260 1280
m/z 268.00 9.57%
355
5000
45
l M e %7 295 429 457
‘7llll’l"illlll]l,lrl""]rllll'll‘]l)ll[lr T 7T T F 17T T 1 1 1 T 17 1 T I T 7T}
miz—> S0 100 150 200 250 300 350 400 450 1220 1240 1260 1280
31647.D SCAN508.M Thu Jan 24 13:55:40 2002 Page 9
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NYC 9/11 Public Portal Document

Data File :

Library Search Compound Repoft

Acg On : 22 Jan 2002 1:51 pm
Sample : 508 scan
Misc : January 22, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

C:\MSDCHEM\1\5973N\02JAN22\31647.D

Vial: 3

Operator:

Inst :

Instrumen

Multiplr: 1.00

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

de g K g do g e de ok Kk ke deode g de gk ok ke ok kok ke ko ke ok ok k deok kkkddk ok d ok ko hd ok ok ohkdkkkkkkhhkkdkkkkddhkkkh

Peak Number 8

EstConc

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

Relative to ISTD

Concentration Rank 6

- e e s et e bt > G G e o o e e s e e b e e e s b b s e e e e e o e e e Gt b o . me e b e

72433

Phenanthrene-dl10

MW MolForm

o e e S e b G G A G b b b b s b b e e e e e e A et e e e e e -

1 4-METHOXY-.BETA.-METHYLCINNAMIC ..
2 Thiocyanic acid, 2-benzothiazoly.

3 Phenanthrene,

9-methyl- $$ 9-Met..

4 l-amino-2-methyl-4-isopropyl-thi..

192 C11H1203
192 C8H4N2S2
192 C15H12
192 CSH13N4PS

019169-94-9 72
006011-99-0 59
000883-20-5 59
107264-54-0 50

100.00%

Abundance Scan 1656 (22.280 min): 31647.D () m/z 192.10
192
/\
T
g2 P 146 469 2200 2220 2240 2260
| 122
SN NN S B S— e m/z 191.10 17.21%
miz--> 60 70 80 90 100 110 120 130 140 150 160 170 180 190200
Abundance #102588; 4-METHOXY-.BETA-METHYLCINNAMIC ACID $$ 2-Butenoi... "
14
108
5000 LIS A SNLINE 200 N LR
2200 2220 2240 22.60
146 75 m/z 96.10 16.22%
T TITTYI YT Tt TITTTT T Tt T
niz--> 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #102098: Thiocyanic acid, 2-benzothiazolyl ester (CAS) $$ ... 4
1
T llllli T T
200 220 2240 260
5000 m/z 146.10 14.07%
69
7 0 P g W o 1w
lllllllllll}l!lllllll lllllllll[lIll]ll'l(lI'lllllllllllllllllllllll] llllll
infz—> 60 70 80 S0 100 110 120 130 140 150 160 170 180 180 200
Abundance #103836: Phenanthrene, S-methyl- $$ S-Methylphenanthrene ——r ARY
192 200 2220 2240 2260
m/z 193.10 13.89%
5000
96
[IX]‘TI Kllllllag l‘[ 1w 152 176 ll"l
mfz—> 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 2200 2220 2240 2260

31647.D SCAN508.M

NYC-WTC_000050218
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN22\31647.D vial: 3

Acg On : 22 Jan 2002 1:51 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
khkdkhkhkhkhkhhhkhhkhhkhhhhhhhhhkhhhhkhhhhhkhkhkhhkhkhkrkbhkhkkhkhkhkhkhkhhhhhhhhhkhhhhkkrkikid
Peak Number 9 Anthracene-dl0- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.77 0.36 ug/L 195176 Phenanthrene-dl10 22.63
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Anthracene-dl0- 188 C14D10 001719-06-8 90
2 Phenanthrene-dilo 188 C14D10 001517-22-2 87
3 Pentacyclo[7.3.1.1.(4,12).0(2,7)... 188 C1l4H20 000000-00-0 59
4 anti-10-hydroxy-5,6,8,9-tetrahyd... 188 C12H1202 055139-53-2 50
Abundance Scan 1699 (22.771 min): 31647.D () 4o m/z 188.10 100.00%
1
5000
w 94 . I T 8 37 T ¥T7 T
66 ‘ 132 158 } l ZZ4O 2260 2280 2300 2320
SR NP SN SN - SRR | PO bl | ™/z 94.05 16.51%
miz—> 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84502: Anthracene-d10- 40
1
5000 —rrT
2040 2260 2280 23.00 23.20
80 o4 m/z 189.10 14.37%
160
III?IIIIY;TTI’IIE!IIII TTTT ¥ LER] llll}!!llll]ll1w!!ll
mfz—> 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84499; Phenanthrene-d10 i
1
22.40 2260 2280 23.00 2320
5000 m/z 184.10 13.99
80 g4 160
lll?lllll!llllr;!ll T llllllllllllll]lfll]rl{!!ll ll1lml‘!'illl TT T
miz—> 60 70 80 90 100 110 120 130 140 150 160 170 180 180
Abundance #98580: Pentacyclo[7.3.1.1.(4,12).0(2,7).0(6,11)etradeca... N
148 240 2260 2280 23.00 23.20
m/z 80.10 12.87%
5000 79
& , 117 31 159
!llI!"lll'I!r!’r !IIII T F]l‘ T ]IIT l I IIIT']FY"[I]II, ]71"'—77 LELER] 171'1[ T T 1 ¢
miz—> 60 70 80 100 110 120 130 140 150 160 170 180 180 2240 2260 2280 2300 2320
31647.D SCANS508.M " Thu Jan 24 13:55:41 2002 Page 11
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NYC 9/11 Public Portal Document
Library Search Compound Report

Data .File C:\MSDCHEM\1\5973N\02JAN22\31647.D Vial: 3

Acq On : 22 Jan 2002 1:51 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\WILEY7N.L

khkhkddkdkhhhhhkhkhhhkhhkhkhhhkhhhhkhkhhhhkhkhkhkhhkhhhhkhhhhhhhkhkhkhhkhhhhhhkdkhhhhkddkdkkk
Concentration Rank 10

Quant Method

Peak Number 10 N- (2-Hydroxyethyl)-N’-[2/-(...

R.T EstConc Area Relative to ISTD R.T.
26.01 0.05 ug/L 27655 Phenanthrene-d10 22,63
Hit# of 5 Tentative ID MW MolForm CAS# Qual

e e e e e G o o e e G i mb S Gt G G Gt o G G e e G o s s A G G b b Gt G o Gt G e e e e e M b e o b e G e =

1 N-(2-Hydroxyethyl) -N’-[2’ - (-meth... 255 C10H13N303S 000000-00~-0 39

2 Ethene, 1,2-difluoro- $$ Ethylen... 64 C2H2F2 001691-13-0 5
3 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 5
4 Ethanol, 2-fluoro- (CAS) $$ 2-Fl.. 64 C2H5FO 000371-62-0 5
Abundance Scan 1983 (26.014 min): 31647.D () m/z 64.00 100.00%
64
5000 128 256
160
44 96 1% lllll]Tlll,lllYlll(l]l(
I | l 25.60 2580 26.00 2620 2640
TT l ¥ lll\l ‘lirillll TTV T[S v T P VYV T llllll lll"lll‘r‘l’ YYYYYY ryr m/z 127.90 44.19%
mfz—> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #183372: N-(2-Hydroxyethyl)-N'{2'-(-methoxycarbonyljthiop...
64
8000 206
6000 128 RS REREA!
160 2560 2580 2600 2620 2640
l } m/z 255.70  34.65%
llll'!Tlllllll YYYYY TQ_S‘XIlll llllllll LERER L) 1?9!21 lliy‘?lrlrfitﬁTT
mfz—> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9224 Ethene, 1,2-difiuoro- $$ Ethylene, 1,2-difluoro- $$ ...
25.60 2580 26.00 26.20 2640
5000 45 m/z 159.90 30.17%
31
14 [ ]
ll'ITTTllIllll llllIllllIllllllll]Illl[lllllllllllllllllll[lll!]]
mfz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #923: Ethene, 1,1-difluoro- R AR e
o4 2560 2580 26.00 2620 2640
m/z 191.80 27.65
5000
31 4'5
T 7T I'I_Il'll Illll,lXITlllllllIII!!ll[llllllll llllll)lllll llllll I]i ]Il‘l]llll]llllillirrll
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 2560 2580 26.00 2620 2540

31647.D SCAN508.M Thu Jan 24 13:55:41 2002
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el Tentatively Identified Compound (LSC) summary

Operator ID: Date Acquired: 22 Jan 2002 1:51 pm

Data File: C:\MSDCHEM\1\5973N\02JAN22\31647.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 0.2 ug/L 47597 1 9.71 6104540 20.0
3.77 0.1 ug/L 35590 1 9.71 6104540 20.0
4.37 0.1 ug/L 43179 1 9.71 6104540 20.0
6.00 0.2 ug/L 52283 1 9.71 6104540 20.0
8.68 0.1 ug/L 27250 1 9.71 6104540 20.0
9.45 0.1 ug/L 35523 1 9.71 6104540 20.0
12.54 0.1 ug/L 60586 2 13.19 8741310 20.0
22.28 0.1 ug/L 72433 4 22.63 10959900 20.0
22.77 0.4 ug/L 195176 4 22.63 10959900 20.0
26.01 0.1 ug/L 27655 4 22.63 10959900 20.0
31647.D SCAN508.M Thu Jan 24 13:55:41 2002 Page 13
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