NYC 9/11 Public Portal Document

User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 05/29/2002 Time: 13:53:30

Sample: AE11427

Analysis: $GCMS GCMS Scan For Unknowns
Units: ug

Started: 5/29/02 13:53 Ended: 5/29/02 13:53
Page: 1

Other unknown compounds

Analyst: DLV

JSurr_2,4-DDD 85 /

10.0

NYC-WTC_000022550




NYC 9/11 Public Portal Document

somments for Sample AE11427 - Analysis $GCMS
Nestchester Dept. of Labs & Research

Jser: Vinci, David L
Jate: 05-29-2002 Time: 13:53:51

'he GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
sompounds.
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Quantit

Data File : C:\MSDCHEM\1\DAT

Acqg On : 21 May 2002 8:
Sample sample
Misc :

ation Report (QT Revie

A\020521\11427.D
13 pm

MS Integration Params: rteint.e
Quant Time: May 24 09:28:46

Quant Method

Title

Method 508 GC

Last Update : Fri May 24 09

Response via

DataAcqg Meth : 508SCAN1

Internal Standards

1)
10)
17)
30)
38)
44)

1,4-Dichlorobenzene-d4
Naphthalene-ds8
Acenaphthene-dl10
Phenanthrene-dio0
Chrysene-dl2
Perylene-di2

System Monitoring Compounds
27) TCMX
Spiked Amount 40.000

Target Compounds
35) Di-n-butylphthalate

wed)

Vial: 13
Operator: Nefliu

Inst

Instrumen

Multiplr; 1.00

2002 Quant Results File: SCANO020521.RE

/MS Scan
:17:56 2002

Initial Calibration

R.T. QIon Respons

C:\MSDCHEM\1\METHODS\SCAN020521.M (RTE Integrator)

e Conc Units Dev (Min)

00 ug/1 -0.01
00 ug/l  -0.04
00 ug/1 -0.02
00 ug/l  -0.03
00 ug/1 -0.05
00 ug/1 -0.03
06 ug/l -0.04
= 85.15%
Qvalue
.38 ug/1 93

(#)

qualifier out of rang

11427.D SCAN020521.M

NYC-WTC_000022552

11.38 152 420023 40

16.53 136 1590748 40

24 .46 164 855510 40

31.71 188 1443704 40

39.93 240 1118775 40

43.15 264 604842 40

27.55 207 233723 34.
Recovery

34.82 149 17470 0]
e (m) = manual integration (+)

Fri May 24 09:30:30 2002

signals summed
Page 1
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Quantitation Report (QT Reviewed)

Data File : C:\MSDCHEM\1\DATA\020521\11427.D Vial: 13

Acg On : 21 May 2002 8:13 pm Operator: Nefliu

Sample : sample Inst : Instrumen
Misc Multiplr: 1.00

MS Integratlon Params: rteint.e

Quant Time: May 24 9:30 2002 Quant Results File: SCAN020521.RES
Method : C:\MSDCHEM\1\METHODS\SCAN020521.M (RTE Integrator)

Title : Method 508 GC/MS Scan

Last Update : Fri May 24 09:17:56 2002
Response via : Initial Calibration
Abundance TIC: 11427.D

2000000

1800000

re-d12,|

1600000

Chryser

Acenaphthene-d10,i
Ooh

Naphthalene-d8,!
Phenanthrene-d10,!

1400000

1,4-Dichlorobenzene-d4,!

1200000

Perylene-d12,]

1000000

TCMXs

200000 VL
Aot
¢ ’J/

01 rrrroiyg LI D T T T T LIS S Bl I e | T T T LIS I S D D L B R S B I §

i it e e e L ™ T
Time—> 400 600 800 1000 1200 14.00 16.00 1800 2000 2200 24.00  26.00 2800 3000 3200 3400 3600 3800 4000 4200 4400 46.00

Di-n-butylphthalate

11427.D SCANO020521.M Fri May 24 09:30:31 2002 Page 2
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LSC Area Percent Report

Data File

C:\MSDCHEM\1\DATA\020521\11427.D vial: 13
Acqg On 21 May 2002 8:13 pm Operator: Nefliu
Sample sample Inst Instrumen
Misc Multiplr: 1.00

MS Integration Params: rteint.e

Method C:\MSDCHEM\ 1\METHODS\SCAN020521.M (RTE Integrator)

Title Method 508 GC/MS Scan

Smoothing ON Filtering: 5

Sampling 1 Min Area: 0.5 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

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 6.152 518 523 566 rBV 482993 998181 24.64% 4.227%
2 11.375 1399 1412 1432 rBV 1133204 2934534 72.44% 12.428%
3 16.534 2274 2290 2306 rBV 1361062 3659598 90.34% 15.498%
4 24.460 3622 3639 3657 rBV 1380213 3834289 94.66% 16.238%
5 27.551 4146 4165 4177 rBV2 838005 2436637 60.15% 10.319%
6 28.902 4385 4395 4407 rBv4 6493 21719 0.54% 0.092%
7 31.100 4760 4769 4782 rVB6 8674 30706 0.76% 0.130%
8 31.711 4857 4873 4893 rBV3 1288431 4050751 100.00% 17.155%
9 31.963 4907 4916 4925 rVB3 9859 29513 0.73% 0.125%
10 34.813 5390 5401 5411 rBV2 12838 37417 0.92% 0.158%
11 39.931 6257 6272 6293 rBV2 1748487 3412259 84.24% 14.451%
12 43.151 6805 6820 6848 rBV2 1035521 2167437 53.51% 9.179%
Sum of corrected areas: 23613041
11427.D SCAN020521.M Fri May 24 09:30:34 2002 Page 1
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\DATA\020521\11427.D

Operator : Nefliu

Acquired : 21 May 2002 8:13 pm using AcgMethod 508SCAN1
Instrument : Instrumen

Sample Name: sample

Misc Info :

Vial Number: 13

Quant File :SCAN020521.RES (RTE Integrator)

Abundance TiC: 11427.D
1500000
16.53
11.38
1000000
500000 6.15
OllIlllll(rlIll]’1lll]—l7lll'l'7_r’lllll’lll|‘l|lliﬁ7lllll‘rllf‘l—l—llIl]_rlllllTJ;llI1ﬁ
Time-> 4.00 5.00 56.00 7.00 8.00 900 1000 1100 1200 13.00 1400 1500 1600 17.00
Abundance TIiC:11427.D
1500000
24.46
31.71
1000000
2755
0 L | 28.890 3110 319
T T T 7T l"l_l'lIlIII!III'IIF‘I_I'IIII]1II|['7|IIIIIII I'T_IIII—I'IIIII‘rllllllllllr
Time-> 1800 19.00 2000 2100 22.00 2300 2400 2500 2600 2700 2800 2900 3000 31.00
IAbundance TIC: 11427.D
3993
1500000
43.15
1000000
{
b
500000
3481 /
cllll]flll[ll llrll[Iﬁ][lTT_llllllllll"l'_rllll IIII llll[[lllll
Time—> 33.00 34.00 3500 3600 37.00 3800 39.00 4000 41.00 4200 4300 4400 4500 46.00
11427.D SCAN020521.M Fri May 24 09:30:35 2002 Page 2
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Data File

Llprary Searcn Compound Report

C:\MSDCHEM\ 1\DATA\020521\11427.D
Acg On 21 May 2002 8:13 pm
Sample sample '
Misc :
MS Integration Params: rteint.e

Quant Method :
Title :

Vial: 13
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\ 1\METHODS\SCAN020521.M (RTE Integrator)

Method 508 GC/MS Scan
Library C:\DATABASE\nist98.1
hkhkkhdhkhkhkhkhkhkhhhkhhdhhkhdhkhhhhkdhhhbhkhkhhkhkhhhkhkhkhhkhkhhkrhkhkhhkhkkhhkdihhkhkhkhhkhhditk
Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T EstConc Area Relative to ISTD R.T.
6.15 13.61 ug/1l 998181 1,4-Dichlorobenzene-d4 11.38
Hit# of 5 Tentative ID MW MolForm CAS# Qual

~—1 2-Pentanone,

4-hydroxy-4-methyl-
4-hydroxy-4-methyl -

1,1-dimethylethyl e...

116 C6H1202
116 C6H1202
116 C6H1202

2 24Pentanone,
3 Adetic acid,

000123-42-2 59
000123-42-2 42
000540-88-5 25

4 Acetone 58 C3H60 000067-64-1 9
Abundande Scan 523 (6.152 min): 11427.D (-518) (-) m/z 43 .05 100.00%
43
5000 59 /k\
101 fééélléwllégéiféglll“
ol 35,4, 51,)L 69 83 169 m/z 59.10  49.82
Lnlz-—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #109755: 2-Pentanone, 4-hydroxy-4-methyl- .
43
5000
59 580 600 620 640
m/z 58.10 19.44%
ap (AN 51J §13 }
c lrlll'TlI[]_lll'TTYI I'_I_rrf‘l_lﬁ II' IT’! ‘l—l T TV TTTT l_l_ll 'l_r( T ITIT'TT TT
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #109756: 2-Pentanone, 4-hydroxy-4-methyl-
4B
580 6.00 620 640
5000 59 m/z 101.10 15.80%
3N J 83 101
93
oTﬁl]_rflrmL}l% Ill l III 'lll Jﬁ lll_rllTrI—l_l_'_‘ T IT_r' TT TT
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #109502: Acetic acid, 1,1-dimethylethyl ester
4 580 600 620 640
m/z 41.20 6.50%
5000 57
29
’ 104
C L 78 [
cllrlllTTlfT_rll']_l'll' ITI_I'IIllller”mlllrlll_rTllll‘l IT'II_I_T‘TY_F]IITI‘TT_“} )I]‘1l|
miz—> 10 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 580 6.00 620 6.40
11427.D SCAN020521.M Fri May 24 09:30:35 2002 Page 3
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Library Search Compound Report

Data File :

Acg On : 21 May 20
Sample : sample
Misc :

MS Integration Params:

Quant Method
Title
Library

02

C:\MSDCHEM\1\DATA\020521\11427.D

8:13 pm

rteint.e

Vial: 13
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

: C:\MSDCHEM\ 1\METHODS\SCAN020521.M (RTE Integrator)
: Method 508 GC/MS Scan
C:\DATABASE\nist98.1

khkkhkkhkkhkkhhhkhhhhkhkhhhkhhkkhhhhkhhkkkkhkhkhkhhhkhkhkhhhkdhhhhkhhkkhhkhhkhhkhhkhkhkkkhkk

Peak Number 2

EstConc

Benzene,

1,4-bis{dichlorome... Concentration Rank 4
Area Relative to ISTD R.T
21719 Phenanthrene-di10 31.71

MW MolForm

1 Benzene,
2 Benzene, 1,
3 Benzoic acifi,

1,4fbis(dichloromethyl) -
,3,5-tetrachloro-4,6...
2,4,6-trichloro-~

4 5,7-Dioxoodtancic acid

242 C8He6Cl4
242 CB8H6Cl4

172 C8H1204

224 C7H3C1302

007398-82-5 28
000877-09-8 16
000050-43-1 12
1000099-93-6 9

Abundance Scan4395(2§.(?02 min): 11427.D (-4385) (-) m/z 206.90 100.00%
7
5000
50 172 242
476
lj ” 28.60 28.80 29.00 29.20
c T lTlll I‘[llll_r ‘[Tllllll‘llllllll T 17 T T T m/z 209.00 72.19%
miz—> 0 100 200 250 300 350 400 450
Abundance #84882: Benzene, 1,4-bis(dichloromethyl)-
172 247
5000 TT T T T TT T TTT7 T
28.60 2880 2900 2920
5175 m/z 85.80 40.78% -
244
0' T th T T T T TTTT 7T T 1T TT
T T 7 T T
m/jz—-> 50 150 zm 250 300 350 400 450
»Abundanee #84890 Benzene, 1,2,3,5-tetrachioro-4,6-dimethyl-
207
244 28.60 28.80 29.00 29.20
5000 m/z 49.80 35.76%
136
51 85 171
O“ “l"i‘“rT—rlrunl T T T Ty rrr Tty
miz—> 0 50 100 150 200 zm am 350 400 450
ﬁbundance #126482: Benzoic acid, 2,4,6-trichloro- §
247 28.60 28.80 29.00 29.20
m/z 171.90 33.87%
L iy A, ) . lllllll‘l—FlllllllI[l‘rlllll'l‘[ LI LS SN B B A A B B B R |
miz—> 0 50 100 150 200 250 300 350 400 450 2860 28.80 29.00 29.20

11427.D SCANO020521.M
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viprary searcn Compound Report

Data File

C:\MSDCHEM\1\DATA\020521\11427.D
Acg On 21 May 2002 8:13 pm
Sample sample
Misc :
MS Integration Params: rteint.e

Quant Method
Title
Library

Method 508 GC/MS Scan
C:\DATABASE\nist98.1

vial: 13
Operator: Nefliu
Inst Instrumen

Multiplr: 1.00

C:\MSDCHEM\ 1\METHODS\SCAN020521.M (RTE Integrator)

khkhkhkhkhkhkhkkhkhkhkhkhkhkhkhhkhkhhhkhkhkkhhkhhkhkhhkhhhkhkhhkhhhhkhhkkhhhkhkhkhkhhkhkhhkkdhkikkkdkkk

Peak Number 3

4 -Hydroxy-3,5-dimethylcinna. ..

Relative to ISTD

Concentration Rank 2

R.T EstConc Area
31.10 0.30 ug/l 30706
Hit# of 5 Tentative ID

Phenanthrene-d10

MW MolForm

4 -Hydr

1
2 3-(2-Méthoxy-5-methylphenyl)acry...

3 1,5-Naphthalenedithiole
4 2-Propenal,

3-(3,4-dimethoxyphen...

y-3,5-dimethylcinnamic acid 192 C11H1203

192 C11H1203
192 C10H8S2
192 C11H1203

1000132-15-8 42
103986-76-1 38
1000223-69-5 36
004497-40-9 28

Abundance | Scan 4769 (31.100 min): 11427.D (-4760) (-) "
14
5000
42 72 118 146 160
S S P {4Th N1 NN A N U T
—> 30405060708090100110120130140150160170180190200
Abundance #81030: 4-Hydroxy-3,5-dimethylcinnamic acid o
1
5000
175
63 83 145
o 45 55 77 7105 117 135 163
m/z—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #80954: 3-(2-Methoxy-5-methylphenyhacrylic acid
161 172

115 128

miz-->

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #80850: 1,5-Naphthalenedithiole
5000

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200

m/z 192.10 100.00%

-

30.80 31.00 31.20 31.40

m/z 191.00 20.11%

%

30.80 31.00 31.20 31.40

m/z 96.00 13.88%

30.80 31.00 31.20 31.40

m/z 160.20 11.61%
30,80 31.00 3120 3140
m/z 96.50 11.32%

30.80 31.00 31.20 31.40

11427.D SCAN020521.M
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Liprary searcn compound Report

Data File : C:\MSDCHEM\1\DATA\020521\11427.D Vial: 13

Acqg On : 21 May 2002 8:13 pm Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : , Multiplr: 1.00

MS Integration Params: rteint.e

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020521.M (RTE Integrator)

miz—> 10 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190
Abundance #125690: Antipyrine

Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nist98.1
khkkkhkkkhhkhkhkhkhhhhhhhkhkhhkkdhhkhkkkhhhkhhhkdhhkhhhhhhhkhkhkkhhkkhkhhhhhkkkhkkkkkik
Peak Number 4 Anthracene-dl0- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
31.96 0.29 ug/1l 29513 Phenanthrene-d10 31.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
s 1 Anthracene-d10- 188 C14D10 001719-06-8 87
2 Pgntacyclo[7.3.1.1.(4,12).0(2,7)... 188 C14H20 1000215-61~-8 58
3 tipyrine 188 C11H12N20 000060-80-0 53
4 4{Methyl-2- (4-fluorophenyl)pyrim... 188 C11H9FN2 076128-67-1 53
Abundarie Scan 4916 (31.963 min): 11427.D (-4907) (-) m/z 188.20 100.00%
188
e /L
44 54 80 92 180 170 ’ 3168 I3‘1180 3200 3220 U
ol[ll'TIlllll ll II((IJIIIVI( l[lllll,!_‘ ITl_ll_l_l'[ ll T7 l llT—I—l lllrl_l_fll !l']ll—r‘l'ﬁlljlllfrlll llrﬁ m/z 187 25 14 72%
m/z—-> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180 190
Abundance #79826: Anthracene-d10-
"
5000 |[l_lllll'lll1‘l_l|lllllll‘r
31.60 31.80 32.00 32.20
80 m/z 188.90 13.80%
17 30 42 52 GLJ I| 108118 132 146 IH 170179¢[J[\
clIll'_lllll I]_I'l l[ Tl_r llllllll'll TT lll lll I]'l TTT I III]—I' T_l_rll T Il'_r'_l_rl [l]‘_r
miz—> 10 20 30 40 50 60 70 80 920 100110120130140150160170180190
Abundance #79715: Pentacyclo[7.3.1.1.(4,12).0(2,7).0(6,11)tetradeca...
1
lll’llll_rl|1_|_r‘lllll|T
31.60 31.80 32.00 32.20
5000 79 91 m/ 79.80 10.21%

||||r||r‘|—r|
3160 31.80 3200 3220
m/z 92.30 9.97%

96

115 129

;:;

T T TryrT v

miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 316b 3180 3200 32.20

11427.D SCAN020521.M Fri May 24 09:30:36 2002 Page 6
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LteutdaLlvely laentiried Compound {(LSC) summary

Operator ID: Nefliu Date Acquired: 21 May 2002 8:13 pm
Data File: C:\MSDCHEM\1\DATA\020521\11427.D

Name: sample

Misc:

Method: C:\MSDCHEM\1\METHODS\SCAN020521.M (RTE Integrator)
Title: Method 508 GC/MS Scan

Library Searched: C:\DATABASE\nist98.1l

~--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc

" 2-Pentanone, 4-hy... 6.15 13.6 ug/1l 998181 1 11.38 2934530 40.0
Bejzene, 1,4-bis(... 28.90 0.2 ug/1l 21719 4 31.71 4050750 40.0
4-Hydroxy-3,5-dim... 31.10 0.3 ug/l 30706 4 31.71 4050750 40.0

- Anthracene-d10- 31.96 0.3 ug/l 29513 4 31.71 4050750 40.0
11427.D SCAN020521.M Fri May 24 09:30:36 2002 Page 7
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