NYC 9/11 Public Portal Document

Somments for Sample AE10519 - Analysis $GCMS

Nestchester Dept. of Labs & Research
Jser: Vinci, David L
Jate: 05-29-2002 Time: 14:22:16

'he GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
sompounds. This sample will be extracted again because of the low Surrogate
Standard recovery. Re-analysis yielded a Surrogate Standard recovery of 86%.
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Quantitation Report (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\020521\10519.D Vial: 9
Acg On : 21 May 2002 4:17 pm Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: rteint.e
Quant Time: May 24 09:19:19 2002 Quant Results File: SCAN020521.RE
Quant Method : C:\MSDCHEM\1\METHODS\SCAN(020521.M (RTE Integrator) //
Title : Method 508 GC/MS Scan
Last Update : Fri May 24 09:17:56 2002
Response via : Initial Calibration
DataAcg Meth : 508SCAN1
Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 11.37 152 465567
10) Naphthalene-ds8 16.53 136 1742438
17) Acenaphthene-dio0 24 .45 164 938761
30) Phenanthrene-dil0 31.72 188 1588970
38) Chrysene-dl2 39.93 240 1178155
44) Perylene-dl2 43.15 264 677647
System Monitoring Compound
27) TCMX : 27.55 207 259172
Spiked Amount 40.000 Recovery

. Target Compounds

(#) = qualifier out of range (m) = manual integration (+) = signals summed
10519.D SCAN020521.M Fri May 24 09:20:29 2002 Page 1
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119220000 OLM-OAN

Quantitation Report

(QT Reviewed)

vial: 9

Operator: Nefliu

Inst + Instrumen

Data File C:\MSDCHEM\1\DATA\020521\10519.D
Acg On : 21 May 2002 4:17 pm

Sample sample

Misc

MS Integration Params: rteint.e

Quant Time: May 24

Method

Title

Last Update
Response via

9:20 2002

Multiplr: 1.00

Quant Results File: SCAN020521.RES

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

: Method 508 GC/MS Scan

Fri May 24 09:17:56 2002
Initial Calibration

Abundance
2250000
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10519.D SCAN020521.M

Fri May 24 09:20:29 2002
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LSC Area Percent Report

Data File

Acg On 21 May 2002
Sample sample
Misc

MS Integration Params: rteint.e

Method

Title

Smoothing ON
Sampling : 1
Start Thrs: 0.2
Stop Thrs 0

4:17 pm

C:\MSDCHEM\1\DATA\020521\10519.D

Vial: 9
Operator: Nefliu
Inst Instrumen

Multiplr: 1.00

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

Filtering: 5

Min Area:
Max Peaks:
Peak Location:

0.5 %
100
TOP

of largest Peak

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

Peak separation: 5

Signal TIC

peak R.T. first max
# min scan scan
1 6.152 518 523
2 11.370 1400 1411
3 16.534 2272 2290
4 24.460 3618 3639
5 27.551 4144 4165
6 28.908 4386 4396
7 31.088 4759 4767
8 31.717 4852 4874
9 31.952 4906 4914

10 39.931 6262 6272

11 43.151 6809 6820

10519.D SCAN020521.M

NYC-WTC_000022612

last
scan

561
1434
2309
3654
4182

4404
4780
4904
4925
6301

6849

Sum

Fri May 24 09:20:33 2002

PK

TY
rBV
rBV
rBV
rBV
rBV2

rVB5
rBV3
rBV2
rVB5
rBV2

rBV2

peak
height

572002
1233298
1467155
1461705

903317

8210
11288
1466214
12221
1841316

1156144

1179737
3231396
4035529
4212643
2676800

24672
32064
4491876
38001
3642789

2405946

of corrected areas:

corr. % of
% max total
26.26% 4.542%
71.94% 12.442%
89.84% 15.538%
93.78% 16.220%
59.59% 10.307%
0.55% 0.095%
0.71% 0.123%
100.00% 17.295%
0.85% 0.146%
81.10% 14.026%
53.56% 9.264%
25971453
Page 1
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\DATA\020521\10519.D

Operator : Nefliu

Acquired : 21 May 2002 4:17 pm using AcgMethod 508SCAN1
Instrument : Instrumen

Sample Name: sample

Misc Info :

Vial Number: 9

Quant File :SCAN020521.RES (RTE Integrator)

Abundance TIC: 10518.D
1500000 16.53
11.37
1000000
6.15
500000
) Olﬁlﬁrl‘l_rl"[_l*('l_l_‘{(lll(l*ll'l_‘]"l_l'l‘flrf‘l_l_l llYl|1_\l Y|1_|’l‘[l1—l_lllfll_rlllll'l
Time—> 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500 1600 17.00
Abundance TIC: 10519.D
1500000 24.46 31.72
1000000 2755
L 2891 31.09 L19
%‘ c T F T Illlllf‘[l[_rllllll‘ll"'_rllilf“lfll"l_lll'rli—lf[l 1l‘rlflilllrj ‘l_‘rlllll!(ll
ime--> 1800 1900 2000  21.00 22.00 2300 2400 2500 26.00 27.00 2800 2900 3000 31.00
Abundance TIC: 10519.D
3993
1500000
43.15
1000000 '
500000J
. clllllrllflllll]ﬁrll_l*lll‘ll llllllllllllTlI_rlllllﬁ TTII[II‘I’_III_II‘I_FIIIIII]I
Time—-> 3300 3400 3500 3600 3700 38.00 39.00 4000 41.00 4200 43.00 4400 4500 46.00
10519.D SCAN020521.M Fri May 24 09:20:33 2002 Page 2

NYC-WTC_000022613



NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020521\10519.D Vial: 9

Acg On : 21 May 2002 4:17 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)

Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nist98.1
khkkkhkhkhkhhkhkhkhkhkkhkhkhkkkhkhkkhkhkhkhkhkkhhkhhhhhkhhhkkkhkhkhhkhkhhhhhhkdkhkkhkhhkhkhkkkhkkkkk
Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to. ISTD R.T.
6.15 14.60 ug/l 1179740 1,4-Dichlorobenzene-d4 11.37
Hit# of 5 Tentative ID MW MolForm CAS# Qual
"/1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 2-Pehntanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
3 2-Penptanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
4 2-Prdqpanol, 2-methyl- 74 C4H100 000075-65-0 23
Abundance ' Scanssz(ejszmm):10519.0(-518)(-) m/z 43.10 100.00%

59

g

580 600 620 6.40
/z

38| 83, 69 8 ; m 59.10  50.26

0 s
LN IRINLANLL I I SECTNLINN A NNLINE A R SN LI B e M

o0

LI O e e B S B B (I A I e S B e

—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #109755: 2-Pentanone, 4-hydroxy-4-methyl-
43

:

580 600 620 640
m/z 58.10 20.19%

15 31 l 101
c 2611# 1 5§u = 8.3 1 ‘
R e T ey T o e B L e e s S
mfz—> 10 20 30 40 50 60 70 80 90 100 110
r\bundance #5851: i—gentanone, 4-hydroxy-4-methyl-
580 600 620 640
5000 m/z 101.10 15.96%
59
o7 ” 101
0 .32 38| 4853 || 677277 8 91 96 |
L o e e e S e R i B e A
m/z—> 10 20 30 40 50 60 70 80 20 100 110
Abundance #109756: 2-Pentancne, 4-hydroxy-4-methyl-
45 580 600 620 6.40
m/z 41.05 6.65%
5000 59
31 ” 101
0 2§|| b%ll s N 813 93 L
ll‘l[lT‘lllfl[!_rlIllll'_fll_‘!_llllII’T[I[IIIT_TIY‘[_IIV_I_Illlllr
miz—> 10 20 30 40 50 60 70 80 S0 100 110 580 6.00 620 640
10519.D SCAN020521.M Fri May 24 09:20:33 2002 Page 3
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020521\10519.D Vial: 9

Acg On : 21 May 2002 4:17 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 Int egrator)
Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nisto98.1

khkhkhkhkdkhhkhkhhkkhkhkdhhhhkhkhhhkhkhhkkkhkkhkkhkhhhkkhkhkhkhkhhhhdhkkhkhhkkdkhhhhkdhkhhkhhhhkkkhk
Peak Number 2 Phenol, 6-methyl-2-[(4-morp... Concentration Rank 4

R.T. EstConc Area Relative to. ISTD R.T.
28.91 0.22 ug/1 24672 Phenanthrene-d10 31.72
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Phendl, 6-methyl-2-[(4-morpholin... 207 C12H17NO2 060460-71-1 5
2 6-Deokyhemigossypol 244 C15H1603 055824-28-7 5
3 1,2-0Okazino[2,3-blisoquinolin-10... 209 C12H19NO2 1000196-76-2 5
4 1,3,5dTriazine, 2-chloro-4,6-bis... 207 CSH6C1N382 004407-40-3 5

IAbundance \ Scan 4396 (28.908 min): 10519.D (-4386) (-) z 207.10 100.00%
207
244
5000 67 g
51 172
38 109 136 S
' 2860 2880 20,00 2920
o m/z 244.00 63.50%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84739: Phenol, 6-methyl-2-[(4-morpholinyl)methyi]-
207
86
5000 121
57 28.60 28.80 29.00 29.20
‘ 13 160 m/z 208.90 50.30%
149 176
0 ,.,..l,l,ur.».lL.'.?ﬁin,,xllfg?,ﬁj,".ir,%h o] - W
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240
r\bundance #92183: 6-Deoxyhemigossypol

> _ T

“‘l I‘|II1_|’
28.60 2880 29.00 2920

m/z 67.40 47.80%

0.
~> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #35081: 1,2-Oxazino[2,3-blisoquinolin-10-one, perhydro
8 28:60 28.80 29.00 29.20
m/z 210.90 46.97%
41 123 209 /
5000 67
55
2 99 136 151 180
ol 1§ 168 1192 |
RS S EEEY SR SRS R T T
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 2860 2880 2900 29[20 I
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Library Search Compound Report

Data File C:\MSDCHEM\ 1\DATA\020521\10519.D Vial: 9

Acg On 21 May 2002 4:17 pm Operator: Nefliu
Sample sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: rteint.e

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

khkkhkhhkhkhkhhkkhhkhhhhhhkhkhhhhhkdhhhhhkhkhhhhkhhkhhkhkhhhhkhkhkhkhkkhhkhhhhhhkhkhhdhhdhhdkkk

Quant Method :

Peak Number 3 Phenanthrene, 9-methyl- Concentration Rank 3
R.T EstConc Area Relative to. ISTD R.T

'31.09  0.29 ug/l 32064  Phenanthrene-d10 31.72
Hit# of 5 Tentative ID MW MolForm CAS#

"1 Phepanthrene, 9-methyl- 192 cism12 000883-20-5 64
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 59

3 Bitdscanate 192 C8H4N2S2

004044-65-9 53

4 Bitoscanate 192 C8H4N2S2 004044-65-9 53
undance Scan4767(3$.2088min): 10519.D (4759) () m/z 192.10 100.008%
1
ﬁy—va
160
7 2 4 74 439 30,80 _31.00 31.20 31.40
o' 1| | M/Z 191.20 28.35%
miz—> 50 100 150 200 250 300 350 400
Abundance #81033: Phenanthrene, S-methyl-
[«
192
5000 ﬁ'll’_rlllll‘l_lll_rl‘l_l’lllllr
30.80 31.00 31.20 31.40
m/z 160.20 16.17%
86 165
39 63 115 139
o A i B
miz—> 50 100 150 200 250 300 350 400
Abundance #125847: Anthracene, 2-methyl-
1
30.80 31.00 31.20 31.40
5000 m/z 82.00 15.27%
0! S e S e e
miz—> 50 100 150 200 250 300 350 400
Abundance #80930: Bitoscanate e e o L1 | MR
1 30.80 31.00 31.20 31.40
m/z 84.10 13.77%
5000
134 160
4%, Tioe 1 {
O
mfz—> 50 100 150 200 250 300 350 400 30.80 31.00 31.20 31.40
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020521\10519.D vial: 9

Acg On : 21 May 2002 4:17 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)

Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nist98.1
khkkkhhkhkkhhkhkhhhhhhhkhkhkhkbhkkhkhkhkhkhkkhkkkhkhkkkkkhkkkhkkhhkhhkkhkhkkhkhkhkhhhhhhhkkkrkkh*x
Peak Number 4 Anthracene-dl10- Concentration Rank 2
R.T. EstConc Area Relative to. ISTD R.T.
31.95 0.34 ug/1 38001 Phenanthrene-dl10 31.72
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Anthracene-dl0- 188 C14D10 001719-06-8 5¢
2 Phgnanthrene-di10 188 C14D10 001517-22-2 59
3 3H-fPyrazol-3-one, 2,4-dihydro-4,... 188 Cl1H12N20 017694-06-3 38
4 Nallidixic Acid 232 C12H12N203 000389-08-2 38
Abundance\ Scan 4914 (31.952 min): 10519.D (-4906) {-) m/z 188.20 100.00%

1?8

B

94
T
31.60 31.80 32.00 3220
133 493
o ,‘."‘I'MMI..%.N!JL.,.;T.,r..ﬁ,...l....]...,,.r..‘T m/z 94.20  23.71%
—> 50 100 150 200 250 300 350 400 450 500
Abundance #79826: Anthracene-d10-

5

5000
31.60 31.80 3200 32.20
/Z 160.20 21.05%
17 42 % .
o' —lll_l’ll"'*l1 I}lllTll‘rll'l_I[I_l*l‘l_[_‘
miz—> 50 100 150 200 250 300 350 400 450 500
Abundance #79827: Phenanthrene-d10
1
3160 31.80 32.00 3220
5000 m/z 66.00 14.91%
80 160
30 52 02 132
o' ‘lllTlT‘lﬂ'Jl’lllllI‘r[T_l*"l_l’—
—> 50 100 150 200 250 300 350 400 450 500
Abundance #79695: 3H-Pyrazol-3-one, 2,4-dihydro-4,4-dimethyl-2-phenyl- L .
188 31.60 31.80 32.00 3220
55 /z 158.30 12.74%

77

5

160
Pl |
TP T ] L W UL UL UL R UL W

f T
mfz—> 50 100 150 200 250 300 350 400 450 500 31.60 31.80 32.00 3220
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Tentatively Identified Compound (LSC) summary

Operator ID: Nefliu Date Acquired: 21 May 2002 4:17 pm
Data File: C:\MSDCHEM\1\DATA\020521\10519.D

Name: sample

Misc:

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

Library Searched: C:\DATABASE\nist98.1

--Internal Standard---

TIC Top Hit name RT EstConc Units Response [# RT Resp Conc
- 2-Pentanone, 4-hy... 6.15 14.6 ug/1l 1179740 1 11.37 3231400 40.0
Phe*gl, 6-methyl-... 28.91 0.2 ug/1 24672 4 31.72 4491880 40.0
_ Phenanthrene, 9-m... 31.09 0.3 ug/1l 32064 4 31.72 4491880 40.0
Anthracene-di10- 31.95 0.3 ug/l 38001 4 31.72 4491880 40.0
10519.D SCAN020521.M Fri May 24 09:20:34 2002 Page 7
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