NYC 9/11 Public Portal Document

Quantitation Report {QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\051302\LBB0513.D vial: 12
Acg On : 13 May 2002 8:50 pm Operator: Bohlk / Inst 213
Sample : LB 5/13/02 Inst : Instrumen’
Misc : Multiplr: 1.00
MS Integration Params: rteint.p
Quant Time: May 14 10:00:21 2002 Quant Results File: 050802.RES

Quant Method : C:\MSDCHEM\1\5973N\050802.M (RTE Integrator)
Title : Quantitation For Method 525.2

Last Update : Tue May 14 09:56:07 2002

Response via : Initial Calibration

DataAcqg Meth : 050802

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) Acenaphthene-d10 18.21 164 106001° 5.00 ug/L 0.00
9) Phenanthrene d-10 22.53 188 1659057 5.00 ug/L 0.00

19) Chrysene d-12 30.32 240 1044771 5.00 ug/L 0.00
25) p-Terphenyl d-14 27.42 244 1184305 5.00 ug/L 0.00

System Monitoring Compounds
2) 1,3-Dimethyl-2-nitrobenzen 13.13 134 314159 4.98 ug/L 0.00
Spiked Amount 5.000 Recovery = 95.60%

20) Triphenyl Phosphate 29.60 326 241242 4.68 ug/L 0.00
Spiked Amount 5.000 Recovery = 93.60%

21) Perylene D-12 34.33 264 526497 3.52 ug/L 0.00
Spiked Amount 5.000 Recovery =  70.40%

26) Acenaphthene d-10 (surr) 18.21 164 1060019 3.58 ug/L 0.00
Spiked Amount 5.000 Recovery = 71.60%

27) Phenanthrene d-10 (surr) 22.53 188 1659057 3.92 ug/L 0.00
Spiked Amount 5.000 Recovery = 78.40%

28) Chrysene d-12 (surr) 30.32 240 1044771 3.88 ug/L 0.00
Spiked Amount 5.000 Recovery = 77.60%

Target Compounds . Qvalue

3) Hexachlorocyclopentadiene 0.00 237 0 N.D.
4) Hexachlorobenzene 0.00 284 0 N.D.
5) EPTC 0.00 128 0 N.D.
6) 2,6-Dinitrotoluene 0.00 165 0 N.D. d
7) 2,4-Dinitotoluene 0.00 165 0 N.D.
8) Molinate 0.00 126 0 N.D.
10) Simazine 0.00 201 (o] N.D.
11) Atrazine 0.00 200 0 N.D.
12) Alachlor 0.00 160 0 N.D.
13) Terbacil 0.00 117 0 N.D.
14) Acetochlor 0.00 146 0 N.D.
15) Metribuzin 0.00 198 0 N.D.
16) Metolachlor 0.00 162 0 N.D.
17) Butachlor 0.00 160 0 N.D. d
18) 4,4'-DDE 0.00 246 0 N.D.
22) Bis (2-Ethylhexyl) adipate 0.00 129 0 N.D.
23) Bis (2-Ethylhexyl) phthala 30.98 149 20870 0.09 ug/L 91
24) Benzo (a) pyrene 0.00 252 0 N.D.
(#) = qualifier out of range (m) = manual integration
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Data

Sampl
Misc

Quantitation Report (QT Reviewed)

File : C:\MSDCHEM\1\DATA\051302\LBB0513.D vial:
Acqg On : 13 May 2002 8:50 pm Operator:

e : LB 5/13/02 Inst

: Multiplr:

MS Integration Params: rteint.p

Quant

Time: May 14 10:01 2002

Method : C:\MSDCHEM\1\5973N\050802.M (RTE Integrator)

Title

: Quantitation For Method 525.2

Last Update : Tue May 14 09:56:07 2002
Response via : Initial Calibration

Quant Results File:

12

Bohlk / Inst 213
Instrumen

1.00

050802.RES
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Data File :
* Acqg On :
Sample :
Misc :
MS Integrat

Method :
Title :
Smoothing :
Sampling :
Start Thrs:
Stop Thrs. :

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

LSC Area Percent Report

C:\MSDCHEM\ 1\DATA\051302\LBB0513.D
13 May 2002
LB 5/13/02

ion Params:

8:50 pm

LSCINT.P

Vial: 12

Operator:

Inst

Multiplr: 1.00

C:\MSDCHEM\1\5973N\050802.M (RTE Integrator)
Quantitation For Method 525.2

OFF
1
0.2
0

Peak separation: 5§

Signal :

peak R.T. £
# min

13.126
18.214
18.550
19.983
22.532

b WP

22.749
26.650
27.420
29.597
30.323

O YV OJRM

11 30.976
12 34.332

TIC

irst
scan

max
scan
226
787
824
982
1263

1287
1717
1802
2042
2122

2194
2564

LBB0513.D 050802.M

NYC-WTC_000015994

last
scan
232
793
829
986
1274

1291
1730
1812
2057
2140

2201
2580

Sum

PK

TY
rvB
rBvV
rvB
rBvV
rBv2

rvVB2
rBvV
rBV
rBV
rBv2

rBV2
rBV2

peak
height
1352058
2246670
402132
43730
2156101

29213
2125483
1946880
1117819
1349582

20351
618332

Filtering: 5

Min Area:

Max Peaks: 100
Peak Location: TOP

2341820
3994780
638946
64380
4283093

43678
3965865
3762984
2229614
3198939

49282
1845128

of corrected areas:

Tue May 14 11:03:02 2002

corr.
% max.
54.68%
93.27%
14.92%

1.50%
100.00%

1.02%
92.59%
87.86%
52.06%
74.69%

1.15%
43.08%

26418509

% of

total
8.864%
15.121%
2.419%
0.244%
16.212%

0.165%
15.012%
14.244%

8.440%
12.109%

0.187%
6.984%

Bohlk / Inst 213
: Instrumen

1 % of largest Pea
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: LSC Report - Integrated Chromatogram

Sample Name: LB 5/13/02
Misc Info
Vial Number: 12

Quant File :050802.RES (RTE Integrator)

File : C:\MSDCHEM\1\DATA\051302\L.BB0513.D

Operator : Bohlk / Inst 213"

Acquired : 13 May 2002 8:50 pm using AcgMethod 050802
Instrument : Instrumen

Abundance TIC: LBB0513.D
1821

2000000

1500000

13.13

1000000

500000 18.55

c:-: BRI SRR SRR DAL RS WL LN LI o | Iﬁrlllllslnlllxvllntlvul TT YT [ Trt T[Ty rrrrry ™T

Time—> 1150 1200 1250 1300 1350 14.00_14.50 15.00 1550 1600 1650 1700 1750 18.00 18.50 19.00 19.50

Abundance TIC: LBB0513.D
2253 26.65

2000000 27.42

1500000

1000000

500000

19.98 2275

c.nl.--v T T7T LI T T T T T T T T TTrTYT T™TT7 TTTT T TT T T LI 2 o o LRI SRR PR AL IR

Time~> 20.00 2050 2100 2150 22,00 22.50 2300 2350 2400 2450 2500 2550 2600 2650 2700 2750 2800

Abundance TIC: LBB0513.D

2000000

1500000
30.32

1000000

34.33
500000

3098

0» TTT T[T rTY T TT 17 T T Y LSRR B S SR B N S B TTTT URSRELI SRR SRR N PG B T SR BRI v

Time-> 28.50 29.00 29.50 3000 3050 3100 3150 3200 3250 3300 3350 34.00 34.50 35.00 3550 36.00 36.50
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* Library Searched : C:\Database\wiley7n.l
Quality : 40
ID : Butane, 1,1,2,3,4-pentachloro-1,2,3,4 4-pentafluoro- (CAS) $$ 1,1,2,3,
4-Pentachloro-1,2,3+474-p

Abundance Scan 600 (16.518 min): LBB0513.D ()
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c'lllllllilllIllllfll(ll'l(llllll’llll[llll[]r1ll![llllllllllIl'(l(lI‘IlTlllllrl‘lj’l[l!lfjﬁ
m/z—-> 40 50 60 70 80 a0 100 110 120 130 140 150 160 170 180 190 200 210
Abundance #268551: Butane, 1,1,2,3,4-pentachloro-1,2,3,4,4-pentafluo...
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* Library Searched : C:\Database\wiley7n.l
Quality : 38
ID : 1,1,3-Trichloropentafluoropropane

Abundance Sgan 600 (16.518 min): LBB0513.D (~)
8

9000
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49
c"l‘1Tlllll—rlllrl'_’_ll"llll‘lIll‘llll‘llll‘(lll‘l‘ﬁ‘\ll\T‘llI[‘Tl\‘liTl)ttl‘]\ll)‘l"l]ﬁ\frll)\lll[[rll
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210

Abundance #166597: 1,1,3-Trichloropentaflucropropane
85
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C:\Database\wiley7n.1
37
1,1,3-Trichloro-1,2,2,3,3-pentafluoropropane

* Library Searched
Quality
ID

s s ee

Abundance 8 Scan 600 (16.518 min): LBB0513.D (-)
5
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miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220
Abundance #166595: 1,1,3-Trichioro-1,2,2,3,3-pentafluoropropane
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C:\Database\wiley7n.1l

32 .

Butane, 1,1,3,4-tetrachloro-1,2,2,3,4,4-hexafluoro- $$ Butane, 1,1,3,4
~-tetrachlorohexafluoro- $$ 1,2,4,4-Tetrachloro-1,1,2,3,3,4-hexafluorob
utane $$ Hexafluoro-1,1,3,4-tetrachlorobutane

* Library Searched
Quality
ID

. e se

Abundance Scan 600 (16.518 min): LBB0513.D (-)
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miz—-> 0 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270
Abundance #2512%0 Butane, 1,1,3,4-tetrachloro-1,2,2.3,4,4-hexafluor...
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C:\Database\wiley7n.1
32
Butane, 1, 2,4-trichloro-heptafluoro-

* Library Searched
Quality
ID

Abundance . Scan 600 (16.518 min): LBB0513.D (-)
85
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4000 ' 151
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116 201
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0 ﬁTllllllllllxIIT1llllIIIlllllllllllllllllllII!lIITIIIllIlI'llllllllllllll[vl!l TITV[ViTY IlII|llll]lll‘l]Ill'rrWIIlllllllllllv‘lrllttlll
m/z—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290
Abundance #232478: Butane, 1,2,4-trichloro-heptafluoro-
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Library Search Compound Report

-

Data File :

Acq On : 13 May 2002 8:50 pm
Sample : LB 5/13/02

Misc :

MS Integration Params: LSCINT.P

Quant Method
Title
Library

o ee se

C: \MSDCHEM\1\DATA\051302\LBB0513 D

vial: 12
Operator: Bohlk / Inst 213
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\1\5973N\050802.M (RTE Integrator)
Quantitation For Method 525.2
C:\DATABASE\WILEY7N.L

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

Peak Number

1 Phenol, 2,6-bis(1l,1-dimethy...

Relative to ISTD

Concentration Rank 2

R.T EstConc Area
18.55 0.80 ug/L 63894
Hit# of 5 Tentative ID

6

Acenaphthene-d10

MW MolForm

220 C15H240

1 Phenol, 2,6-bis(1,1-dimethylethy...
2 Phenol, 2,6-bis(1,1-dimethylethy...
3 Phenol, 2,6-bis(1,1-dimethylethy...

220 C15H240
220 Cl5H240

4 BUTYL HYDROXY TOLUENE

220 C15H240

000128-37-0 98
000128-37-0 98
000128-37-0 98
000128-37-0 98

Abundance Scan 824 (18.550 min): LBB0513.D (-) m/z 205.20 100.00%
5000
57 14 220
5
105 410131 177 18.20 18.40 18.60 18.80
cl T l T i.IJ f‘?‘gl L'[ 93 Lli IILIL "']' ]'"ln'l 333 l_l_lll ’118)9l ] ‘I'I T 7 [ Trr /z 220 20 22 58%‘
m/z—-> 40 60 80 100 120 140 160 180 200 220
Abundance #144849: Phenol, 2,6-bis(1,1-dimethylethyi}-4-methyi- (C(;\S.,.
205
50001
57 1820 18.40 18.60 18.80
220 z 57.10 17.26%
41 145
e P e T ||
clllDl'l[l‘llTlJ’llIIITrﬁ%'llzll}l[,lI‘Illillxllllllll[Tllll
m/z—-> 40 60 80 100 120 140 160 180 200 220
Abundance #144850: Phenol, 2,6-bis(1,1-dimethylethyl)4-methyl- (C(;\S..,
205
18.20 18.40 18.60 18.80
5000 m/z 206.20 17.01%
220
57 177 .
41 | 77 91 1051194335 461 117189
clllllll—'_lr"[(lll_l_r l'l:’l'll'llll[lllllillll ll‘(llll
m/z—-> 40 60 80 100 120 140 160 180 200 220
undance #144843: Phenol, 2,6-bis(1,1-dimethylethyi}-4-methyl- (CAS...
205 18.20 18.40 18.60 18.80
m/z 145.10 14.09%
5000
57 220
41 ‘ 81 145
105 177
cﬁi‘%r‘nllu'lv'?l""' gg 1 ?"‘}1‘91"?'1 "11“7‘111'GI1|-: :118'95 'rrv!1—l—t TIT T T [T T T Ty T
m/z—-> 40 60 80 100 120 140 160 180 200 220 18.20 18.40 18.60 18.80

BB0513.D 050802.M

NYC-WTC_000016001

Tue May 14 11:03:05 2002

Page 3



NYC 9/11 Public Portal Document
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Data File
Acg On
Sample
Misc

-
.
.
.
.
.
.

Library Search Compound Report

C:\MSDCHEM\ 1\DATA\051302\LBB0513.D
13 May 2002 8:50 pm
LB 5/13/02

MS Integration Params: LSCINT.P

Quant Method

Title
Library

Quantitation For Method 525.2
C:\DATABASE\WILEY7N.L

e se se

vial: 12 .
Operator: Bohlk / Inst 213
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\1\5973N\050802.M (RTE 'Integrator)

Fhhkhkhkhkkhkhhhdddhhhhhkdkhhhhhhhkhhhdhhhdhhkhdhhhkhhkhhhhhhdkhkhhhhhhhidkddhdkhkdd

Peak Number 2 Nonadecane $$ n-Nonadecane

R.T.

15.98

Concentration Rank 3

EstConc Area Relative to ISTD R.T.
0.08 ug/L 64380 Acenaphthene-d10 18.21
5 Tentative ID MW MolForm CAS# Qual

Hit# of

1 Nonadecane $$ n-Nonadecane
2 Octadecane (CAS) $$ n-Octadecane... 254 C18H38
3 Heptadecane (CAS) $$ n-Heptadeca...
4 Nonadecane

268 Cl1l9H40

240 Cl17H36
268 C19H40

000629-92-5 90
000593-45-3 86
000629-78-7 86
000629-92-5 83

Abundance Scan 982 (19.983 min): LBB0513.D (-) m/z 57.10 100.00%
71
85
5000
98
113427 19.60 19.80 20.00 20.20 20.40
0 I m/z 71.10 82.33%
l LRI l TIT I T
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #211486: Nonadecane $$ n-Nonadecane
57
43 71
5000
19.60 19.80 20.00 20.20 20.40
m/z 85.10 57.94%
2 ||
old Il 4 & 1§ 113127141155169183107 268
| RERRN LA
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #41!393184 Octadecane {CAS) 5% n-Ocladecane $$ Octadecan
57
71 'T1Illlll Illlllllllll
19.60 19.80 20.00 20.20 20.40
5000 ! 85 m/z 56.20 21.12%
29
NI W 13127141155169183197211 254
et
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17:;53 Heptadecane (CAS) $$ n-Heptadecane $$ Normal-hept...
LR LIRS LIRILIRS TrYrrry lllllllv
o7 19, 60 1 9l80 20.00 20.20 20.40
m/z 55.10 19.08%
71
5000
N L4 ] 113127141455169183
 ARENEaEEs LE S S
m/z—> 20 40 60 80 100 120 140 160 180 200 220 240 260 19.60 19. 80 20.00 20.20 20.40

sBB0513.D 050802.M

Tue May 14 11:03:06 2002

NYC-WTC_000016002
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-

Data File
Acg On
Sample
Misc

e s e

C:\MSDCHEM\1\DATA\051302\LBB0513.D

13 May 2002

8:50 pm

LB 5/13/02

MS Integratlon Params: LSCINT.P

Quant Method

Title
Library

0 se ee

Library Search Compound Report

vial: 12

Operator: Bohlk / Inst 213

Instrumen
1.00

Inst :
Multiplr:

C:\MSDCHEM\1\5973N\050802.M (RTE Integrator)

Quantitation For Method 525.2
C:\DATABASE\WILEY7N.L

22X ZE S22 X222 2 X X 22 X R R R 22 R 22 2 X XX 2 R 2 R R 2 X T X R R R R R R TR X 23
Peak Number

R.T.

22.75

3 Tetracosane (CAS) $$ n-Tetr...

Concentration Rank 4

EstConc Area Relative to ISTD R.T.
0.05 ug/L 43678 Phenanthrene d-10 22.53
5 Tentative ID MW MolForm CAS# Qual

Hit# of

1 Tetracosane (CAS) $$ n-Tetracosane 338 C24H50

2 Nonadecane (CAS) $§$ n-Nonadecane 268 C19H40
3 Nonadecane $$ n-Nonadecane 268 C19H40
4 Heptadecane 240 C17H36

000646~31-1 86
000629-92-5 83
000629-92-5 80
000629-78-7 72

Abundance Scan 1287 (22.749 min): LBB0513.D (-)
5000 85
113
c lllll[ll( ll l]’lll(llllllll(lll(ltlrt)lllllllllll[llil]lii)’[llll llllllllllllll"[
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #288787: Tetracosane (CAS) $$ n-Tetracosane
57
5000 85
113
0 [ 'i°,141 169 197 225 253 281 309 338
LALRS Tr illl[llllllllllllll 1111]1’11!"!!"!!11[1!‘[ LR R A llll LA RRAARERARRE EAS
mfz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

miz—>

Abundance i #211487: Nonadecane (CAS) $5 n-Nonadecane
71
5000
a9
{ 1127 454 183 268
c TIvF Tr lllllll(llliflllllll llllIl!]'IllIl]TIIllllll[lllllllll[!Illlllll"llrrrl'
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #211486: Nonadecane $$ n-Nonadecane
57 :

J113 141 189 197

20 40 60 80 100120140160180200220240260280300320340

m/z 57.10 100.00%

-

22.40 22.60 22.80 23.00
m/z 71.10 86.68%

-

22.40 22.60 22.80 23.00
m/z 85.10 49.27%

g

22.40 22.60 22.80 23.00
m/z 99.00 20.27%

LS SR 2 20 I B U B B 2 O B B R
I T T T

22.40 22,60 22.80 23.00
m/z 55.10 19.53%

%

22.40 22.60 22.80 23.00

sBB0513.D

050802.M

Tue May 14 11:03:07 2002

NYC-WTC_000016003
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Library Search Compound Report

-

Data File : C:\MSDCHEM\1\DATA\051302\LBB
Acg On : 13 May 2002 8:50 pm
Sample : LB 5/13/02

Misc H

MS Integration Params: LSCINT.P

Quant Method
Title
Library :

Y

Quantitation For Method 5
C:\DATABASE\WILEY7N.L

0513.D

25.2

vial: 12
Operator: Bohlk / Inst 213
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\1\5973N\050802.M (RTE Integrator)

deRkkhhhkhhkhhhhhkhkhhhhhhdhhhhhhhhhhhrhhkhhhkhkhhdhhkhdhkhhkhdhhkdkhkhkhkhkhkxkhdfhkhk
Concentration Rank 1

Peak Number 4 [2.2](2,6)pyrazinophane

R.T. EstConc Area . Relative to ISTD R.T.
26.65 5.27 ug/L 3965870 p-Terphenyl d-14 27.42
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 [2.2](2,6)pyrazinophane

212 C1l2H12N4
2 {1,1'-Biphenyl]-4,4'-diamine, 3,... 212 Cl4H16N2
3 [1,1'-Biphenyll]l-4,4*-diamine, 3,... 212 Cl4H16N2
4 Benzenamine, 2-methoxy-N-{4-pyri... 212 C13H12N20

123624-86-2 64
000119-93-7 59
000119~93~-7 59
041855-68-9 59

Abundance Scan 1717 (26.650 min): LBB0513.D (-) m/z 212.20 100.009%
2§2
5000
106
26.40 26.60 26.80 27.00
0 52 66 78 7 | 124136 196168180 194 m/z 106.10 22.37%
llllllllll‘lllllllllllllllfl[llll LER ] (IIIIIFYIT
miz—> 20 40 60 80 100 120 140 160 180 200 220
Abundance #132924: {2.2](2,5)pyrazinophane
292
5000
26.40 26.60 26.80 27.00
158 185 m/z 213.20  18.25%
144 174 197
clllll']l]’_l_l’_l'lllllIlll‘ll‘lilll"ll!l!lll‘II_rlllllIll lll
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #133756: [1,1-Biphenyll-4,4"-diamine, 3,3'dimethyl- §$ B_..
292
26.40 26.60 26.80 27.00
5000 m/z 211.20 17.03%
106
o 28 516577 o1, | 118130 152 168790 16
miz—-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #133759: [1,1"-Biphenyll-4,4'-diamine, 3,3-dimethyl- $$ B...
‘ 212 26.40 26.60 26.80 27.00
m/z 208.20 16.49%
5000
106 196
ol 28 51 6577 91 18130 152 168180
miz—> 20 40 60 80 100 120 140 160 180 200 220 26.40 26.60 26.80 27.00

sBB0513.D 050802.M
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NYC 9/11 Public Portal Document
Tentatively Identified Compound (LSC) summary

Operator ID: Bohlk / Inst 213 Date Acquired: 13 May 2002 8:50 pm
Data File: C:\MSDCHEM\1\DATA\051302\LBB0513.D

Name: LB 5/13/02

Misc:

Method: C:\MSDCHEM\1\5973N\050802.M {(RTE Integrator)

Title: Quantitation For Method 525.2

Library Searched: C:\DATABASE\WILEY7N.L

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
Phenol, 2,6-bis(1... 18.55 0.8 ug/L 638946 1 18.21 3994780 5.0
Nonadecane $$ n-N... 19.98 0.1 ug/L 64380 1 18.21 3994780 5.0
Tetracosane (CAS)... 22.75 0.1 ug/L 43678 2 22.53 4283090 5.0
[2.2] (2,6)pyrazin... 26.65 5.3 ug/L 3965870 3 27.42 3762980 5.0
LBB0513.D 050802.M Tue May 14 11:03:09 2002 Page 7
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