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User: Vinci, David L
Whestchester Dept. of Labs & Research
Date: 01/25/2002 Time: 15:40:486

Sample: AD31677

Analysis: $GCMS  GCMS Sean For Unknowns

Units: ug

Started: 1/25/02 15:40 Ended: 1/25/02 15:40 Analyst: DLV
Page: 1

Qther unknown compounds .
4 Surr_2,4-DDD 82 5.0
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- Comments for Sample AD31677 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 01-25-2002 Time: 15:40:52

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_000050335
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Data File
Agqg on
-Sémple
Misc

Quantitation Report

(Not Revi

C:\MSDCHEM\1\5973N\02JAN23\31677.D

23 Jan 2002
508 scan
January 22,

3:46 pm

2002

MS Integration Params: SPLIT.P
Quant Time: Jan 24 09:46:45 2002

ewed)

Vial:
Operator:
Inst :
Multiplr:

Quant Results File:

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

Fri Jan 11 13:20:07 2002
Initial Calibration

Title

Last Update
Response via :
DataAcg Meth :

SCAN508

Internal Standards

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

1,4-Dichlorobenzene-d4
Naphthalene-d8
Acenaphthene-dio0
Phenanthrene-dl0
Chrysene-dl2
Perylene-dl2

System Monitoring Compounds
37) 2,4-DDD

Spiked Amount

Target Compounds
20) Dimethylphthalate

21) 2,6-Dinitrotoluene

5.

000

35) Di-n-butylphthalate

18.34
18.34
24 .85

235

163
165
149

Response
1156490 20.00
5060292 20.00
2678498 20.00
4493371 20.00
3708006 20.00
2550143 20.00
289728 4.08
Recovery =
420996 2.38
341335 $.89
106022 0.37

2

Instrumen
1.00

SCAN508 .RES

Conc Units Dev{(Min)

= manual integration
Thu Jan 24 09:46:47 2002

(3#)
31677.D

NYC-WTC_000050336

= qualifier out of range (m)
SCAN508 .M

ug/L 0.00
ug/L  -0.02
ug/L -0.01
ug/L -0.02
ug/L -0.01
ug/L 0.00
ug/L 0.00
81.60%

Qvalue
ug/L # 56
ug/L # 17
ug/L 95

Page 1
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Data File
Acq On
Sample
Misc

e s oo e

MS Integration Params:
9:46 2002

Quantitation Report

Quant Time: Jan 24

Method

3:46 pm

SPLIT.P

Title : 508 scan method

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

(Not Reviewed)

C:\MSDCHEM\ 1\5973N\02JAN23\31677.D
23 Jan 2002
508 scan

January 22, 2002

Inst

vial: 2
Operator:

: Instrumen

Multiplr: 1.00

Quant Results File: SCANS08.RE

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

IAbundance

6500000

1,4-Dichlorobenzene-d4,!

1500000

1000000

Naphthalene-d8,i

TIC: 31677.D

-BOoRNp i ieintO,

Phenanthrene-d10,|

l
------

Di-n-butylphthalate

24-0DD,S

Chrysene-d12,l

Perylene-d12,]

o
A

xxxxx

TTTTY Ty

Time-> 4.00 600 800 1000 1200 1400 1600 18

LIS SR 2R 4

T T

TTTT

TTY

YT

T

IRRAREAREERAR

00 2000 2200 24.00 26.00 2800 30.00 3200 3400 36.00 38.00

31677.D SCAN508.M

NYC-WTC_000050337

Thu Jan 24 09:46:47 2002

Page 2




NYC 9/11 Public Portal Document
LSC Area Percent Report

Data File : C:\MSDCHEM\1\5973N\02JAN23\31677.D Vial: 2

Acg On : 23 Jan 2002 3:46 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
Sstart 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

NYC-WTC_000050338

Signal TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.602 17 20 25 rBV 33043 48647 0.41% 0.080%
2 4.367 83 87 91 rBV 47372 72220 0.60% 0.118%
3 9.447 527 532 539 rvv2 7429 22927 0.19% 0.038%
4 9.550 539 541 545 rvv 15251 35140 0.29% 0.058%
5 9.641 545 549 551 rvv 20100 44995 0.38% 0.074%
6 '9.710 551 555 561 rvv 3282509 6677757 55.87% 10.939%
7 9.847 561 567 579 rVvv 20648 74483 0.62% 0.122%
8 12.541 799 803 807 rBV 23381 38424 0.32% 0.063%
9 13.192 855 860 865 rBV 5032897 9774811 81.79% 16.012%
10 13.375 873 876 887 rVB3 9983 29883 0.25% 0.049%
11 16.549 1149 1154 1159 rBV 15020 27436 0.23% 0.045%
12 18.341 1305 1311 1315 rBV 5580094 10963011 ©91.73% 17.958%
13 22.280 1653 1656 1661 rvv2 46129 83436 0.70% 0.137%
14 22.645 1681 1688 1693 rBV 5327482 11951268 100.00% 19.577%
15 22,771 1695 1699 1711 rVB 70220 205090 1.72% 0.336%
16 24.849 1877 1881 1887 xBV 86644 166794 1.40% 0.273%
17 26.013 1977 1983 1989 rVB 85401 172367 1.44% 0.282%
18 27.726 2129 2133 2137 rBV 797014 1410558 11.80% 2.311%
19 30.500 2369 2376 2381 rBV 4277627 10589210 88.60% 17.346%
20 34.416 2713 2719 2751 rBV 3156733 8659327 72.46% 14.185%
Sum of corrected areas: 61047784
31677.D SCAN508.M Thu Jan 24 09:57:37 2002 Page 1
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\5973N\02JAN23\31677.D
Operator
Acquired 23 Jan 2002 3:46 pm using AcgMethod SCAN508

Instrument : Instrumen
Sample Name: 508 scan

Misc Info : January 22, 2002
Vial Number: 2
Quant File :SCAN508.RES (RTE Integrator)

Abundance TIC: 31677.D

5000000 13.19

4000000
8.71

360 437 1254 1337
c L] ¥ l ¥ L] L) T [ L1 T T T ] T ¥ L] T ] T T T T ] T ¥ T L] L4 ¥ ¥ T T T T

Time-> 4.00 5.00 6.00 7.00 8.00 9 00 10. 00 1 1 00 12, 00 13 00 14 00 15.00

Abundance TIC: 31677.D
1834 2265

LI B

1000000 _
N / W‘S LA
0 1655 ] 22.25;@37 2485 gmon A

T 4 : ;
Time~> 16.00 1700 1800 1900 2000 21 00 22.00 2300 2400 2500 2%.00 2700
Abundance TIC: 31677.D

5000000
30.50

3442

1000000

c L] ¥ T T T ¥ T F T T L] 5 7 7 1 L] L] T T
Time-> 2800 2900 3000 3100 3200 3300 3400 3500 3600 3700 3800  39.00-
31677.D SCAN508.M Thu Jan 24 09:57:37 2002 Page 2
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Data File
Acg On
‘Sample
Misc :

January

MS Integration Params:

Quant Method
Title
Library

Library Search Compound Report

C:\MSDCHEM\1\5973N\02JAN23\31677.D
23 Jan 2002
508 scan

3:46 pm

2002
LSCINT.P

22,

vial: 2

Operator:
Inst :
Multiplr: 1.00

Instrumen

C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
: 508 scan method
: C: \DA‘I’ABASE\WILEY7N .L

hkkkhkhkhkhkhhkhkhhhhkkhhkhhhhhhhhhhhkhkhhkhhkhhhhhhddhhhhhhkhkhkhkdhdhdhhdkddkidkdkihkik

Peak Number

1 Butanoic acid, methyl ester...

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T
3.60 0.15 ug/L 48647 1,4-Dichlorobenzene-d4 9.72
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 Butancic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 83
4 Butanoic acid, methyl ester (CAS... 102 C5H1002 000623-42-7 74
Abundance Scan 20 (3.602 min): 31677.D0 () m/z 43.10 100.00%
74
5000
50 87
3191 55 ‘ 350 3.60 3.70 3.80 3.90 4.00
c‘llll‘llflllll.lll'll l’lll4|9l1iillllililllll' LR RS ll! I‘lx'II‘l‘lll ll !ll lll III TTY T /z 74 10 97 97%
miz—> 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
undance #9228: Butanoic acid, methy! ester (CAS) $$ Methy! butyrat...
43 74
5000
50 87 3.50 3.60 3.70 3.80 3.80 4.00
39 55 m/z 71.10 76 .59%
W | ’ 102
cII‘ll(llfl‘llllllll l'llllllTlII‘,llll’llllll)illl:l il(Tl‘))llllllllllillllllll%'ll{l’"l"lrrl—
miz—> 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #922;713 Butanoic acid, methyl ester (CAS) $$ Mathy! butyrat...
74
3.50 3.60 3.70 3.80 3.80 4.00
5000 m/z 41.10 34.51%
8 87
ill ' 619 3 1 102
clllllllllllllllllll lllllIIIW\’TIIII'IIII'IIIIIIII lllllllIllllqullll,llllll‘llll!llll
miz—> 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #9222: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat...
43 h 3.50 3.60 3.70 3.80 3.90 4.00
m/z 87.10 29.43%
5000
59 87
33 lll [ JE ] 102
c fIlITIlllllllllIIl lllllIll!lllillllllll‘llllill! ]llllllllllllﬁl‘]llr"Trj]llllllllI TFT ')ll I'II [llllll llll'1111
miz—> 25 30 35 40 45 50 55 60 65 70 75 80 85 S0 95 100 105 110 3,50 3.60 3.70 3.80 3.90 4.00
31677.D SCAN508.M Thu Jan 24 09:57:37 2002 Page 3
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Library Search Compound Report
Data File : C:\MSDCHEM\1\5973N\02JAN23\31677.D vial: 2
Acqg On 23 Jan 2002 3:46 pm Operator:
Sample : 508 scan Inst : Instrumen
Misc : January 22, 2002 Multiplr: 1.00
MS Integration Params: LSCINT.P
Quant Method : C:\MSDCHEM\1l...\SCAN508.M (RTE Integrator)
Title 508 scan method
Library : C:\DATABASE\WILEY7N.L
khkkhkkhhkhhhkkhkhdhhhhhhhhhhkhkhkhkhkhhhkhkhhkhhdhhhkhhhhhhhhhhhhhhhhkhhkdkdkdhdhihd
Peak Number 2 Benzene, methyl- (CAS) $$ T... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.37 0.22 ug/L 72220 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, methyl- (CAS) $$ Toluen... 92 C7HS8 000108-88-3 91
2 Toluene 92 C7HS8 000108-88-3 91
3 Benzene, methyl- (CAS) $$ Toluen... 92 C7HS8 000108-88-3 86
4 Toluene $$ Benzene, methyl $$ Me... 92 C7HS8 000108-88-3 86
Abundance Scan 87 (4.367 min): 31677.D () 9?‘ m/z 91.10 100.00%
- 5000
% YITIT' T lll'I'llllll
:? 45 St 8 s ||, 400 420 440 460 480
cl!ll!‘llll:ll'llllElllll‘llillll‘lIlll‘]ll “lll LR IR ] 1!’![ lll" l!l]llllkiii m/z 92 10 59.95%
miz—> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Abundance #5539: Benzene, methyl- (CAS) $$ Toluene $$ CP 25 $$ Methy...
o
5000 LIRS L L I N L B S N B S G
400 420 440 460 480
m/z 65.10 11.15%
45 St 61, | :
cl'lllllllIllllllf'i'}lll'lllllll lll:ll lllll llllllll lll]'llgi l!‘lllll[lll
mfz—-> 30 35 40 45 50 55 60 65 70 75 80 85 90 ©5 100
Abundance #5541: Toluene
i
lllll'll"lllllil'llllll[!
400 420 440 460 4.80
5000 m/z 39.10 8.80%
65
c 7 15[1 611] ] s L
lllllllllllllllll]lllllllll]llllllllllll llll]llll]lYl!]lllll llIIll!l]!l"l
miz—-> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Abundance #5545: Benzene, methyl- (CAS) $$ Toluene $$ CP 25 $$ Methy...
o 400 420 440 460 4.80
m/z  63.00 6.07%
5000
3 61,5 76 it
cTTIllIlllllIllllllll[‘[rilf"lllllllI"lTlIITlllllillll'}llllllll'l llllllll]'ll llllllllllllll‘ llll l’r
miz—-> 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100 400 420 440 460 4.80
31677.D SCAN508.M Thu Jan 24 09:57:38 2002 Page 4
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, Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN23\31677.D Vial: 2

Acg On : 23 Jan 2002 3:46 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 de de ke d ke e de de de K K Kk de ke ke ke de K Kk ke ok ok ke kk k ok ok ok ok ok d kK kok ok ddedekdkk kg ddedd Rtk dkkkdkdkhkkkkdkk

Peak Number 3 BIS(1-METHYL-2-HYDROXYETHYL... Concentration Rank 8

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

9.55 0.11 ug/L 35140 1,4-Dichlorcbenzene-d4 9.72
Hit# of 5 Tentative ID - MW MolForm CAS# Qual
1 BIS(1-METHYL-2-HYDROXYETHYL) ETHER 134 C6H1403 000000-00-0 9

© 2 2-Butanol, 3,3’-oxybis- 162 C8H1803 054305-61-2 9
3 2-Propanol, 1,1’-oxybis- (CAS) $... 134 C6H1403 000110-98-5 9
4 2-Propanol, 1,1’-oxybis- (CAS) $... 134 C6H1403 000110-98-5 4

Abundance Scan 541 (9.550 min): 31677.D (-) m/z 59.10 100.00%

50
45
5000
73 103
| ! 84 920 940 960 9.80
cl]"lll'l"ll‘ll‘llllli[llll ll‘]"' Tllll'l"'l]rf"‘l‘llll! m/z 45 10 49 31%’
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #29208: BIS(1-METHYL-2-HYDROXYETHYL)ETHER N\
50
m Trrrtr T T1T1T7F [\N
3 45 103 920 940 960 9.80
{ m/z 103.10  39.40%
c 1 :i | £ N 134
T l TUVTT ] LAl SR BR] ‘ LELIRIR] I RER IR IR ] l T 11T ‘ LR IR RS l T 171 l TVIr7>y I T I—l—rl TTTT TT¥FT l T7F IT—’—‘—
miz—> 20 30 40 50. 60 70 8 90 100 110 120 130 140
r\bundance #61826; 2-Butanol, 3,3oxybis-
5 : .
920 940 960 980
5000 31 m/z 73.00  31.53
. 45 103 )
e 1 3ly Tl s 134
T I TTTUT l LR AR IR l LR LIRS i TT1T V3 { LIRS l71 TV 37 l rrrry f TVT T 1 [ T 117 I LIR SRR l TUTT l LIRAR IS l T
miz—> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #29204: 2-Propanol, 1,1-oxybis- (CAS) $$ Dipropylene glyc...
59 920 940 960 980
m/z 41.10 22.77%
5000 # s
, 103
. o J i LR ¥ l|l LIRSRERS ["!ll 7T l LS l‘} I LERIRAR ) ] T1T1 7 l LB l T T I*l T ¥ l TTIr Iy l Tivr I LaR S ITT T
miz—> 20 30 40 50 60 70 80 S0 100 110 120 130 140 920 940 960 9.80
31677.D SCAN508.M Thu Jan 24 09:57:38 2002 Page 5
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN23\31677.D Vial: 2

Acg On : 23 Jan 2002 3:46 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

kkhhhhhhhdddehhhkhddhhhhhkkhhhhhhhkhhhhhkhhhkhkkkkhhkhkhkhhhhhkhhkhkhkhhddkkkkkik
Peak Number 4 2-Propanol, 1,1’-oxybis- (C... Concentration Rank 7

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

9.64 0.13 ug/L 44995 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propanol, 1,1’-oxybis- (CAS) $... 134 C6H1403 000110-98-5 72
2 Dipropylene glycol $$ Propanol, ... 134 C6H1403 025265-71-8 40
3 1-Propanol, 2-(2-hydroxypropoxy)... 134 C6H1403 000106-62-7 40
4 BIS(1-METHYL-2-HYDROXYETHYL)ETHER 134 C6H1403 000000-00-0 39

Abundance Scan 549 (9.641 min): 31677.D () m/z 59.10 100.00%
59
5000 45 103
73
I” 940 960 980 10.00
c 'I['l'lll‘l'll‘l'l”"["lllll'{ll'l'['!' l TY l‘ LS l]l'llllY!'lll!l[llllll lll LI l TIT l TV ll '[11/Z 103.00 39056%*
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110
Abundance #29204: 2-Propanol, 1,1-oxybis- (CAS) $$ Dipropylene glyc...
50
5000 31 45
103 840 960 980 1000
l ' m/z 45.10 37.16%
o | lll Iy
l! T llllll‘illlllkl'illllf! llll T illl l lll‘ L llllllikillll.ll'llllll lll TT l li;lll‘l[lll
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105 110
Abundance #29203: Dipropylens glycol $$ Propanol, oxybis- $$ Di seco...
89
940 060 980 10.00
5000 m/z 41.10 26.46
31 45 103
1 319 I :’ [ 75 89
c ‘lllllllllllllllllllllllllllli’llllllllll l L] ll LR] lll TT l‘l (l] TT LA RS l]l TIIVI l‘ l ] TT l TI7T
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #29195: 1-Propanol, 2-(2-hydroxypropoxy)- $$ 2-(2-Hydroxyp...
59 240 960 980 10.00
m/z 73.05 23.05%
5000
3 45 103
[' 11l 75 w
c KIIIIlTlllll[lllllYT'T]’I'IYTIIITIIIYI'IIII i TY l TIr lll ll[I II’TTI l] TT lll ll LR RS l TT ll LER IR T 1 L] LRI T 57
m/iz--> 20253035404550556065707580859095 105110 940 9609801000
31677.D SCAN508.M Thu Jan 24 09:57:38 2002 Page 6
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN23\31677.D Vial: 2

Acg On : 23 Jan 2002 3:46 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

hhkhhhhhdehhhhhhhhhhddhdhdhdhhhhhhhhhhhhhdhedhdhddhddddddddddddddddddkdhkkkhikikk
Peak Number 5 2-Propanol, 1-(2-methoxypro... Concentration Rank 3

Quant Method

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

9.85 0.22 ug/L 74483 1,4-Dichlorobenzene-d4 - 9.72
Hit#$ of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propanol, 1-(2-methoxypropoxy)... 148 C7H1603 013429-07-7 78
2 PROPYLENE GLYCOL: TRIMER 1 174 COH1803 000000-00-0 43
3 3-Hexanol (CAS) $$ Hexan-3-ol $$... 102 C6H140 000623-37-0 9
4 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 567 (9.847 min): 31677.D () 59.10 100.00%
59
45 o 73 104 960 980 1000 1020
c’ITTlT]"l'llllllill‘]lllI]Illll!ll'l ll'llllll l!lll.l T"T]ll"l'i" m Z 45 10 12 73%
miz—> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #43942: 2-Propanol, 1-(2-methoxypropoxy)- $$ 1-(2-Methoxyp...
59
som T¥TT T T T T
050 980 10,00 10.20
a1 5 m/z 73.10 10.61%
73
c T ]' T T T lllxl T }J!llll T l T ¥ T ! l Trre k ; T T 7 ‘ Frit7l l L AR 111?41 T T I T 7T l T 7 l?%l T T
nfz—> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #78532. PROPYLENE GLYCOL TRIMER 1
59
960 9.80 1oo'o' 1020
5000 41 m/z 58.10 8.69%
103
I, 73 87 117 130
clllllllllr‘["["lll;lllllllIllllll]l(fI[llllilllIf‘Illlllll]llll
mfz—> 20 30 4 50 60 70 80 S0 100 110 120 130
Abundance #9600: 3-Hexanol (CAS) $$ Hexan-3-ol $$ C2H5CH(OH)C3H7 $5 ...
. 59 060 980 10.00 10.20

m/z 42.10 8.01%

31
5000 73
44 I
102
cIIIIlliX(.r"[‘!“ll ll!‘!'llr‘ ‘ T T l'l"t1]“’lIxr"Tj(l'llllll

T ! URRA
m/z—> 20 30 40 50 60 70 80 S0 100 110 120 130 860 980 1000 1020

31677.D SCAN508.M Thu Jan 24 09:57:38 2002 Page 7
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN23\31677.D vial: 2

Acg On : 23 Jan 2002 3:46 pm Operator:

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

MS Integration Params: LSCINT.P

Quant Method
Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

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

g Je Je Jo Kk e Fe de de e Jo K K ke de de K K Je de Fe Fe K K do Kk Fe K de e e ke kK de ke Kk Fe ke de ke k ok ok ok k ok dk ke ke kdkkkk ok gk kdkhk

Peak Number 6 4-METHOXY-.BETA.-METHYLCINN..

R.T EstConc Area Relative to ISTD
"22.28  0.14 ug/L 83436  Phenanthrene-d10
Hit# of 5 Tentative ID MW MolForm

192 C11H1203
192 C13D11N
192 C5H13N4PS
192 C10H12N202

1l 4-METHOXY- .BETA.-METHYLCINNAMIC ...

2 N-perdeuteriobenzylideneaniline
3 l-amino-2-methyl-4-isopropyl-thi...
4 N-(2-methylprop-2-enyl)-2-nitrob...

Concentration Rank 6

—— s - - —

019169-94-9 72
000538-51-2 58
107264-54-0 50
000000-00-0 49

Abundance

Scan 1656 (22.280 min): 31677.D {-)

m/z 192.10

100.00%

T

-

-t

2200 2220 2240 2260

o.
20 30 40 S0 €0 70 80 SO 100 110 120 130 140 150 160 170 180 190 200
#102588: 4-METHOXY-.BETA.-METHYLCINNAMIC ACID $$ 2-Butenoi...

1

Tz
Abundance

m/z 191.10

16.65%

T1T

2200 2220 2240 2260

108
5000 T
146 175
0!
mfz-> 20 30 40 50 60 70 80 80 100 110 120 130 140 150 160 170 180 190 200

m/z

96.00 15. 30?

TT T3 T Y T[T 37T [t

200 2220 2240 22,60

Abundance #884009: N-perdeuteriobenzylideneaniline
i
5000 82
54 110
0 30 94 160
miz-> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 180 200

Abundance

m/z 146.10

14.17ﬁ

#101918: 1-amino-2-methyl-4-isopropyl-thiotriazaphospholin... " .
1 18

L S S St S B (R SR B |

2200 2220 2240 2260

m/z 193.10

12.37%

RILRE SURILILE S

LAR NN BEJR B AL BRI S 2

22.00 2220 2240 2260

mz-> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200
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NYC 9/11 Public Portal Document

Library Search Compound Report

. Data File : C:\MSDCHEM\1\5973N\02JAN23\31677.D Vial: 2
Acgq On : 23 Jan 2002 3:46 pm Operator:
Sample 508 scan Inst : Instrumen
Misc : January 22, 2002 Multiplr: 1.00

MS Integration

Quant Method
Title

Params: LSCINT.P

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

Library C:\DATABASE\WILEY7N.L

Jo de g de kK do d de Je de K e e K K de de Je Jede de g de e do K K K K K ke K ke K ke K de de de de de de de Je de Ko o de e de de de ke Fo de de Fe K dede de K do ke kK ke

Peak Number 7 DECADEUTEROPHENANTHRENE $$ ... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
22.77 0.34 ug/L 205090 Phenanthrene-dl10 22.65
Hit# of & Tentative ID MW MolForm CAS#H Qual
1 DECADEUTEROPHENANTHRENE $$ Phena.. 188 C14D10 001517-22-2 ©4
2 Anthracene-D10 188 C14D10 000000-00-0 86
3 Phenanthrene-dlo0 188 C14D10 001517-22-2 78
4 Anthracene-dl0- 188 Cl1l4D1l0 001719-06-8 64

Abundance Scan 1699 (22.771 min): 31677.D (- " m/z 188.15 100.00%
5000
80 94 l[llllllllllllllll LR 3R
54 66 ' 158 2240 2260 22.80 23.00 23.20
cllll'll:lll l!ll l:!llllll!ll T l"! Ty 7177T‘l‘l|l'" RERER) m/z 94.10 18.20%
Iniz-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 .
jAbundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 m
1
m T 7 llrf]'T_rll T I11 7
2240 2260 2280 2300 23.20
80 m/z 80.00 16.23%
c'llll[llillllelsl[llll!l T7T !’ T T T l]‘l'l‘l’TT l15?¥ !![l T
Iniz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180
Abundance #84498: Anthracene-D10
ms
2240 2260 22.80 2300 23.20
5000 m/z 184.10 13.63%
80 o
66 I 160 l l
c'(lllllllilIT!'T,IITIIIlll]lllIIYIIIITI’_ITIlIITIIII111l‘TlIl;!%llllilllllll‘!l LI
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180
Abundance #84499: Phenanthrene-d10 R B e R B
148 22.40 2260 2280 23.00 23.20
m/z 189.10 13.28%
5000
80 94 160
c',"'ll‘ll[lls!sllllll!l‘ll[!!lll T II Xllllllll L] ll T {ll%!!llll L] llmiflll T ('l!l LARSRIR] IllI[lllIIl
niz-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 2240 2260 2280 23.00 2320

31677.D SCAN508.M
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NYC 9/11 Public Portal Document

Library Search Compound Report

. Data File

C:\MSDCHEM\1\5973N\02JAN23\31677.D

Acqg On : 23 Jan 2002 3:46 pm
‘Sample : 508 scan
Misc : January 22, 2002

MS Integration Params:

LSCINT.P

vial: 2
Operator:
Inst : Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

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

% de de de K K J K e o de gk de de de ok ke Kedk ok ke dede ke ke Kk de ke e do ke ok gk ok de g de ke do ke ek ke hode de e K de ke koK e de dek ke ke k Kk ok kkkkk

Peak Number 8 Sulfur, mol. (88) (CAS) $$ Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T
26.01 0.29 ug/L 172367 Phenanthrene-dl0 22.65
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfur, mol. (S8) (CAS) $$ OCTA-... 256 S8 010544-50-0 95
2 Sulfur, mol. (S8) (CAS) $$ OCTA-... 256 S8 010544-50-0 90
3 Cyclic octaatomic sulfur 256 S8 010544-50-0 90
4 Sulfur, mol. (88) (CAS) $$ OCTA-... 256 S8 010544-50-0 87
Abundance ‘T‘ Scan 1983 (26.013 min): 31677.D () m/z 63.95 100.00%
5000 128 160 256
96 192
76 ] l | 2560 2580 26.00 2620 26.40
cTjﬂll‘ll.Ilzlll'l'[llIQ]TllTllllIl'I|lllllIII lllll' , lllll m/z 127090 50.20%’
miz—-> 40 60 80 100 120 140 160 180 200 220 240 280
Abundance #195807: Sulfur, mol. (S8) (CAS) $$ OCTA-SULFUR $$ S8$% S...
&
som T T7 Tr vy LERER IR [ T3
128 256 2560 2580 2600 2620 26.40
%6 160 m/z 255.80 44 .73%
| 192
0'-?"-‘1'4'8"11"-1"'['""Iff'r'l'-'-il-"' "!"I "'?‘2r4"1""
miz—> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #195802: Sulfur, mol. (S8) (CAS) $$ OCTA-SULFUR $$ 883§ S...
&4 .
2560 25:80 26.00 2620 2640
5000 m/z 159.90 44.62
128
ol 34 1 78 %P S
ll[lllfl llll’ﬁ!lll’ll’llllirTllllllI"l_l'_Illlllllllllllllllll"li
miz—> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance : #195804: Cyclic octaatomic sulfur
64 2560 2580 26.00 26.20 26.40
m/z 191.80 24.19%
5000
128
o34 78§ R A G~
Lnlz AR IR UL LSS RSN AN ALY SUMSS RN SRS RN SRS S AR
> 40 60 80 100 120 140 160 180 200 220 240 260 2560 2580 26.00 2620 2640
31677.D SCANS08.M Thu Jan 24 09:57:39 2002 Page 10
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NYC 9/11 Public Portal Document
Tentatively Identified Compound (LSC) summary

Operator ID: Date Acquired: 23 Jan 2002 3:46 pm

Data File: C:\MSDCHEM\1\5973N\02JAN23\31677.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
Butano me... 3.60 0.1 ug/L 48647 1 9.72 6677760 20.0
Benzene \ methyl- ... 4.37 0.2 ug/L 72220 1 9.72 6677760 20.0
BIS (1-METUYL-2-HY... 9.55 0.1 ug/L 35140 1 9.72 6677760 20.0
2-Propanoly 1,1/-... 9.64 0.1 ug/L 44995 1 9.72 6677760 20.0
2-Propano},\1-(2-... 9.85 0.2 ug/L 74483 1 9.72 6677760 20.0
4-METHOXY-.BKTA.-... 22.28 0.1 ug/L 83436 4 22.65 11951300 20.0
DECADE ROPHENAN... 22.77 0.3 ug/L 205090 4 22.65 11951300 20.0
Sulfur/ mol. (§8)... 26.01 0.3 ug/L 172367 4 22.65 11951300 20.0
31677.D SCAN508.M Thu Jan 24 09:57:39 2002 Page 11
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