NYC 9/11 Public Portal Document

. Quantitation Report (Not Reviewed)
Data File : C:\MSDCHEM\1\5973N\02JAN31\00831.D Vial: 4
Acg On -~ : 31 Jan 2002 1:01 pm Operator:
Sample : 508 scan { Inst : Instrumen
Misc : January 31, 2002 Multiplr: 1.00
MS Integration Params: SPLIT.P
Quant Time: Feb 01 08:46:01 2002 Quant Results File: SCAN508.RES
Quant Method : C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title : 508 scan method \\§/
Last Update : Fri Jan 11 13:20:07 2002 R
Response via : Initial Calibration
DataAcqg Meth : SCAN508 \f\ [0/
Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.71 152 1513969 20.00 ug/L 0.00
10) Naphthalene-ds8 13.19 136 6388561 20.00 ug/L -0.02
17) Acenaphthene-dlo0 18.34 164 3350546 20.00 ug/L =0.01
29) Phenanthrene-dl0 22.65 188 5363324 20.00 ug/L -0.02
38) Chrysene-dl2 30.49 240 4706327 20.00 ug/L ~0.02
44) Perylene-dl2 34.42 264 3342876 20.00 ug/L 0.00
System Monitoring Compounds
37) 2,4-DDD _ 27.73 235 374711 4.42 ug/L 0.00
Spiked Amount - 5.000 Recovery = 88.40%
Target Compounds Qvalue
20) Dimethylphthalate 18.34 163 532685 2.41 ug/L # 56
21) 2,6-Dinitrotoluene 18.34 165 421686 9.77 ug/L # 17
42) Bis(2-ethylhexyl)phthalate 31.11 149 68525 0.84 ug/L 91
(#) = qualifier out of range (m) = manual integration
00831.D SCAN508.M Fri Feb 01 15:31:30 2002 Page 1
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Quantitation Report (Not Reviewed)

Data File : C:\MSDCHEM\1\5973N\02JAN31\00831.D Vial: 4
Acg On : 31 Jan 2002 1:01 pm Operator:

Sample :" 508 scan Inst : ~Instrumen
Misc :+ January 31, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Feb 1 8:46 2002 Quant Results File: SCAN508.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
Mbundance TIC: 00831.D

7500000

7000000

Phenanthrene-d10,}

d8,i

6500000

Al

Na
v

6000000

Chrysene-di2,}

5500000

1.4-Dichlorobenzene-d4,1

5000000

Perylene-d121

4500000

4000000

3500000

3000000

2500000

2000000

1500000

2,4-DDD.S

1000000

500000

Bis(2-sthylhexyl)phthalate

0 N - LﬂLkaL.

I A0 B T A S o e e B A 2 e N S o e e B o Ty o ) o 10 i i TP L3 B 0t e T
I N | ] ¥ T T T 1 T l

Time--> 400 6.00 800 10.00 12.00 14.00 16.00 18.0C 20.00 2200 2400 2600 2800 30.00 3200 3400 36.00 38.00

00831.D SCAN508.M Fri Feb 01 15:31:30 2002 Page 2

NYC-WTC_000052188



NYC 9/11 Public Portal Document

LSC Area Percent Report

Data File : C:\MSDCHEM\1\5973N\02JAN31\00831.D Vial: 4

Acg On : 31 Jan 2002 1:01 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 31, 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 6.023 229 232 257 rVB 160861 515800 3.56% 0.609%
2 6.685 287 290 321 rBV3 100936 1457282 10.06% 1.720%
3 9.710 551 555 561 rBV 4496577 8730675 60.29% 10.306%
4 11.2295 671 688 699 rVB3 78219 666622 4.60% 0.787%
5 13.19%82 855 860 865 rBV 6481207 12404241 85.66% 14.642%
6 16.857 1177 1181 1185 rBV 189953 349764 2.42% 0.413%
7 18.341 1305 1311 1315 rBV 6649282 13502969 93.25% 15.939%
8 18.433 1315 1319 1325 rVV 473837 835359 5.77% 0.986%
9 19.917 1445 1449 1453 rBV 151745 278644 1.92% 0.329%
10 21.333 1567 1573 1577 rBV 132508 251890 1.74% 0.297%
11 22.280 1653 1656 1669 rVB3 86170 297073 2.05% 0.351%
12 22.646 1681 1688 1693 rBV 6293554 14480216 100.00% 17.093%
13 22.771 1695 1699 1711 rVB3 95133 339091 2.34% 0.400%
14 24.723 1865 1870 1877 rBV 140145 322072 2.22% 0.380%
15 26.014 1977 1983 1989 rBV 632820 1260704 8.71% 1.488%

16 27.726 2127 2133 2137 xrBV 997591 1853154 12.80% 2.187%
17 30.489 2369 2375 2381 rBV2 5403377 138352019 95.94% 16.398%
18 34.416 2713 2719 2751 rBV 4257600 11563258 79.86% 13.649%
192 35.912 2845 2850 2875 rBvz 225108 1011275 6.98% 1.194%

20 36.289 2875 2883 2901 rBV2 99858 703734 4.86% 0.831%
Sum of corrected areas: 84715842
30831.D SCAN508.M Fri Feb 01 09:18:42 2002 'Page 1
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\5973N\02JAN31\00831.D

Operator :
Acquired : 31 Jan 2002 1:01 pm using AcgMethod SCAN508
Instrument : Instrumen

Sample Name: 508 scan
Misc Info : January 31, 2002

Vial Number: 4

Quant File :SCANS08.RES (RTE Integrator)

Abundance TIC: 00831.D
1319
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN31\00831.D Vial: 4

Acg On 31 Jan 2002 1:01 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc January 31, 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

khkhkhkkhkhkhkhkhkhkhkXhkhdkhkhkhkkhkhkhkhkhhkhkhhhkhkhhhkhhkhhhkhdhkhkkhhkrkdhhkkkhkhdbhkhhkhkhkhkkdhkdx

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank = 7

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

6.02 1.18 ug/L 515800 1,4-Dichlorobenzene-d4 9,71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl-... 116 C6H1202 000123-42-2 83
2 2-Pentanone, 4-hydroxy-4-methyl-... 116 C6H1202 000123-42~-2 83
3 2-Pentanone, 4-hydroxy-4-methyl-... 116 C6H1202 000123~-42-2 83
4 2-Pentancne, 4-hydroxy-4-methyl-... 116 C6H1202 000123-42-2 78

Abundance 3can3 232 (6.023 min): 00831.D (1) m/z 43.10 100.00%
Al
5000 59 /\\[\\\\“~
101 S n e VA~ NI -
3 51 a3 [ 560 580 600 620 640
ol gt Sl L | [m/z 59.10 50.80%
m/z--> 10 20 30 40 50 60 70 80 90 1 110
Abundance #16605: 2-Pentanone, 4-hydroxy-4-methyl- (CAS) $$ Diaceton...
43
5000
59 560 6580 600 620 640
m/z 58.10 25.11%
A | 83 T
S L L L LR A L L SN ) S WL B
mfz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #16604: 2-Pentanone, 4-hydroxy-4-methyl- (CAS) $$ Diaceton...
P
560 580 600 620 640
5000 m/z 101.10 20.46%
59
101
0 27 | il 49 1y 8.3 14[
1I’II|IIIIIIIIIIlll!lIllj_fllfYﬁlj_f1'7_,’ll'l‘IT_ﬁIfYTlrl
miz—> 10 20 30 40 50 60 70 80 90 100 110
IAbundance #16593; 2-Pentanone, 4-hydroxy-4-methyl- (CAS) $$ Diaceton...
43 560 580 600 620 640
m/z 41.10 6.20%
5000 59
31 101
0 1 ' !, £l I 8,3 Iy
rll"_ﬁrllIIll[lllllll‘lﬁ]'TTrlﬁTl"ﬁl'T1ll'|llY_'_fIY"'rl
m/z--> 10 20 30 40 50 60 70 80 20 100 110 560 580 600 620 640
00831.D SCAN508.M Fri Feb 01 09:18:42 2002 Page 3
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN31\00831.D
Acg On 31 Jan 2002 1:01 pm

Sample 508 scan

Misc January 31, 2002

MS Integratlon Params: LSCINT.P

Quant Method

C:\MSDCHEM\1. .

I

Vial:
Operator:

nst

.
-

Multiplr:

.\SCAN508.M (RTE Integrator)

4

Instrumen
1.00

Title 508 scan method

Library : C:\DATABASE\WILEY7N.L
hkhhkhdkhkhkhkdrhhkrdrthkhkhkhkdhhhkhkhkhkhkikhhkhkhhkhhkhhkhkidhhhkhkhhkhkrthrdhkkhkhdhkhkhhkhkhbhkhohkhthkdhhkddx
Peak Number 2 2-Pentanone, 4-amino-4-meth.. Concentration Rank 1

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

6.68 3.34 ug/L 1457280 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 2-Pentanone, 4-amino-4-methyl- $... 115 C6H13NO 000625-04-7 78
2 2-Pentanone, 4-amino-4-methyl- (... 115 C6H13NO 000625-04-7 64
3 1-Propanol, 2-amino-2-methyl- (C... 89 C4H11NO 000124-68-5 50
4 Permethylspermine 286 C16H38N4 057905-96-1 40

[Abundance Smnzmﬁaﬁgmymmmpo) m/z 68.10 100.00%
5
5000
43
ll'[rflllllll L3 § T T
51 83 100 6.40 - 660 680 7m
Oprrrrprrrrprrrrprerprereprer et e ‘I""I“”T""I"”’I":'I"“T""I""I"“I”"T m/z 43.10 29.20%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #15910: 2-Pentanone, 4-amino-4-methyl- $3$ Diacetonamine $$...
5B
5000
6.40 660 6.80 7.00
o m/z 42.10 17.38%
P 3 49 84 P
C ""—']'”‘I'”’I""l"""‘l””l‘”‘l‘"'l""l“”i" N A R AR SRR LARAE SARAN RARLA RARAY RARLS RARAR N
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
IAbundance #15911: 2-Pentanone, 4-amino-4-methyl- (CAS) $$ DIACETONEA...
58
640 660 680 700
5000 m/z 100.10 = 10.74%
43
49 84 100
0 IH![HI||lll!|Hn|llvr]llrl|l»ll]|lu[r1‘r'r'[71rlir; Irrnvlllr1[lru'uu[uii[ul‘r[llu[uu[uuiurrrl
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #5062: 1-Propanol, 2-amino-2-methyl- (CAS) $§ 2-Methyl-2-a... T i e L S
58 640 660 680 7.00
m/z 59.10 8.61%
5000
15
ob l 'I “l R h 7|2|
T17T' TT |‘||"| TT l TT"‘ITIII!"T' I|l 'l'llll LI |r ' rr‘rr'_"[l”Tlll‘l'll'TI’rr‘Y‘l"r['l‘illl'm
fz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 7 85 90 95 100105 | 640 6.60 680 7.00

00831.D SCAN508.M
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN31\00831.D Vial: 4

Acg Omn 31 Jan 2002 1:01 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 31, 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

khkkhkhkhAkrhkhkhkhkikhrdhkhhrrhkhrkhkhhkhkhhkhkhkhkhkhhhhhkdhhkhhkhkhkhkhkhhhkhkdhkhkhkhkkhhhohhkhhkhkhkhkdkik
Peak Number 3 4H-1,2,4-Triazol-3-amine, 4.. Concentration Rank ‘4

R.T EstConc Area Relative to ISTD R.T.
11.23 1.53 ug/L 666622 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CASH Qual

.t e e ae e e e o e am cm am e e e m dm e e e m e o e mm A Mm dm e m s M e e e e e e M e e mm e e e e e W e e e e e e e e e

1 4H-1,2,4-Triazol-3-amine, 4-prop... 126 C5H10N4 058661-97-5 47

2 Acetonitrile,

(dimethylamino) - (..

84

C4HEN2

000926-64=~7 43

3 Acetamide, N-formyl-N-[4-(1-form.

268 C13H20N204

054966-13+1 38

4 2-Pyrrolidinemethanol, 1-methyl- 115 C6H13NO 003554-65-2 38
Abundance Scan 688 (11.229 min): 00831.D () m/z 84.05 100.00%
&
5000 42 126
98 141 T T T TTT
58 7q 10,80 11.00 1120 1140 1160
o’ S e S m/z 42.10 47.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
IAbundance #22140. 4H-1,2,4-Triazol-3-amine, 4-propyl- (CAS) $$ 4H-1,.
84
5000 % i
10.80 11.00 11.20 11.40 11.60
4355 70 m/z 126.10 46.20%
4} || | l i
...,..Kx,xr..[ L B o e AT A RARAA R A L
miz--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #31 57: Acetonitrile, (dimethylamino)- (CAS) $$ N,N-DIMETHY...
84
10.80 11.00 11.20 .11.40 11.60
5000 m/z 44 .10 20.37%
15
ol,!“ :.ﬂ', '.‘.,'. N
miz—-> 20 40 80 100 120 140 160 180 200 220 240 260 “’W\
Abundance #210264 Acetamide, N-formyl-N-{4-(1-formyl-2-piperidinyl)... R Ty
84 1080 1100 1120 1140 11.60
m/z 98.10 18.33%
5000 126
43
| 56 | 9 l 205 221 265
GVT_I_IYI I]lrlllrrl!l llll“rrllll T llllll1‘l|lTl|llTll‘rTT|] TTT TTT T T T III‘TTI
m/z--> 20 40 60 80 1 120 140 160 180 200 220 240 260 1080 1100 1120 1140 11.60

J0831.D SCANS508.M
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN31\00831.D Vial: 4

Acg On : 31 Jan 2002 1:01 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 31, 2002 Multiplr: 1.00

MS Integratlon Params: LSCINT.P

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

R R R EE R R X EE R R X R ERRESRSEREEEER XS SR RS SR R R SRR SR EEEEEREERSESEEENESESS

Quant Method

Peak Number 4 Tetradecane (CAS) $$ n-Tetr... Concentration Rank 8
R.T EstConc Area Relative to ISTD R.T
16.86 0.52 ug/L 349764 Acenaphthene-d10 18.34
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Tetradecane (CAS) $$ n-Tetradeca.. 198 C14H30 000629-59-4 96
2 Tetradecane 198 C14H30 000629-59-4 95
3 Tetradecane (CAS) $$ n-Tetradeca... 198 C14H30 000629-59-4 93
4 Tetradecane (CAS) $$ n-Tetradeca... 198 C14H30 000629-59-4 91
Abundarice Scan 1181 (16.857 min): 00831.D () m/z 57.10 100.00%
57
43 71
85
99 16.60 16.80 17.00 17.20
112
ob vl M Wl T2 127 41 1ea %8 | [w/z 43.10 61.96%
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200
Abundance #1 T17 3303: Tetradecane (CAS) $$ n-Tetradecane $$ Isotetradecane
a8 2
71
5000
85 16.60 16.80 - 17.00 17.20
m/z 71.10 59.68%
jﬁ 13 127 141 154 198
 NRAARARARS ARALY RAAAS RESL) RAALN AARAS LARRY LARAS SR I SABAEDARMIAN AR BARAEBARAS SARA
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance . #113289: Tetradecane
5
43
71 1660 16.80 17.00 17.20
5000 85 m/z 85.10 36.23%
%113 127 141 155 1es 198
0‘IlllI‘lﬁ[lllllll|lllmlll‘TTT'lll'llll['lllﬁli‘llﬁ TT ||||HIIT!H]IrIl[!”rlnH
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #113294: Tetradecane (CAS) $$ n-Tetradecane $$ Isotetradecane
43 57 16.6016.80 17.00 17.20
m/z 41.05 28.27%
71
5000
85
|9 113 127 141 155 198
0('1"["1"_]7""' II'IIIIII TT"'T’II' Tlll‘l'_r‘llll‘[ T '||| [I'_T_TT l'l_]'TFII
fz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 1660 16.80 17.00 17.20

00831.D SCANS508.M Fri Feb 01 09:18:43 2002
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN31\00831.D Vial: 4

Acg On : 31 Jan 2002 1:01 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 31, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\SCANS508.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
R P E R R R R E R R R R EE R R R E R R E R R R R R R E R R R EEEEEEEEEEEEEEEEEEE R RS L ERNE LSS B &
Peak Number 5 pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.43 1.24 ug/L 835359 Acenaphthene-d10 18.34
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 pentadecane 212 C15H32 000629-62-9 97
2 Pentadecane 212 C15H32 000629-62-9 96
3 Pentadecane . 212 C15H32 000629-62-9 96
4 Pentadecane 212 C15H32 000629-62-9 96
[Abundance Scan 1319 (18.433 min): 00831.D () m/z 57.10 100.00%
57
43 71
5000
99 1800 '1820 1840 186.0' '1l88'0“
113
ok 126 141155 169 183 212 m/z 43.10 64.00%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210
IAbundance #134049: pentadecane
57
43
71
5000 TT T TT'VI Illll T 717
85 1800 1820 1840 1860 1880
m/z 71.10 60.78%
ol - % 113 127 141 155 168 212
TTrYT TTVTTyVYITrrT [T T TVYTIyY i rrrryTys TTT ”ll I‘ LRI RRAREABARE SRS L} LIRIE | ll'[lY’
infz-> 30 40 50 60 70 80 90 1001101201301401501601701é01§0260210 "
Abundance #134018: Pentadecane
57
43
1800 1820 1840 1860 1880
5000 71 85 m/z 85.10 40.97%
. | % 13 127 141 185 182 212
niz—> 30 40 50 60 70 80 90 1601{01201301401501601701801§02602{o )
Abundance #134012: Pentadecane A\
57 18.00 18.20 18.40 1860 18580
m/z 41.10 26.08%
71
5000 85
99
0 I F 113 127 141 155 1e9 212
m/z--> 3]0 42) 5I0 GIO '0 8|0 QIO 1(50110 120 1:5301)10 1%01(13017'018'0 151302(;02110 ] 1800 1820 1840 1860 1880
20831.D SCANS508.M Fri Feb 01 09:18:43 2002 Page 7
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Data File

Acg On
Sample
Misc

MS Integratlon Params:

Quant Method :

Title
Library

Library Search Compound Report

C:\MSDCHEM\1\5973N\02JAN31\00831.D" Vial: 4
31 Jan 2002 1:01 pm Operator:
508 scan Inst : Instrumen
January 31, 2002 Multiplr: 1.00
LSCINT.P
C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

508 scan method
: C:\DATABASE\WILEY7N.L

kKA KAkAKRAAAAk A A Ik Ahkhhkhhkhkrkhhhhhkhkhkhkrohhkhkhhkhkhkhkdbhkhkhkhkhhhkhhhkhhkhdhhhhhhhhkhd

Peak Number 6 - Hexadecane Concentration Rank 11
R.T EstConc Area Relative to ISTD R.T.
19.92 0.41 ug/L 278644 Acenaphthene-dl10 18.34
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Hexadecane 226 C1l6H34 000544-76-3 94
2 Hexadecane (CAS) $$ n-Hexadecane... 226 Cl6H34 000544-76-3 93
3 Hexadecane 226 Cle6H34 000544-76~3 93
4 Hexadecane (CAS) $$ n-Hexadecane... 226 Cl6H34 000544-76-3
IAbundance Scan 1449 (19.917 min): 00831.D (-) 57.10 100. 001:
57
5000
99 TT ) 0 A B LIS I 5 § T
119 1960 19.80 20,00 20.20 _
o 127 190 155 m/z 71.10 61.01%
m/iz—-> 30 40 50 60 70 80 90 100110120 130140 150160 170180 190200210220 230 - L
Abundance #154905: Hexadecane
43 5

1960 1980 2000 '2020 !

m/z 43.10 56.75%

0 1
miz--> 30 40 50 60 70 80 90 100110120130140150160170180190200210220230
Abundance #1/ 54903: Hexadecane (CAS) $$ n-Hexadecane $$ Cetane $$ n-C...
5
71 L 0 EE i o e e
1960 19.80 20.00 20.20
5000 85 m/z 85.10 43 08%
99
, 113 141 155 169 182 226
0]’Tll7'llll|l|l1[(ll'lll ‘l[llII]IIIIIIIllllllIIr'rT[l’l[l'llll[llllllllllll|l| l'l'lIl||ll|||llll|¥ll‘lTlV|
mfz--> 30 40 50 60 70 80 90 100110120130140150160170180190200210220230
Abundance #154904. Hexadecane
57 19.60 19.80 .20.00 20.20
m/z 41.10 23.23%
71
5000 85
99
o | | | f 1}3 127 1?1 155 169 183 226
l!lll'l L Yl""ll’l llllilllll TYT Illllll l]lll lllllllll l| I'llllll'llll, ]l]l 'l| T LI Illl'llll' LARLSRS
m/iz-> 30 40 50 60 70 80 90 100110120 130140150160 170180 190 200210220 230 1960 1980 20.00 2020

00831.D SCAN508.M

NYC-WTC_000052196
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NYC 9/11 Public Portal Document

Data Fil
Acg On
Sample
Misc

MS Integratlon Params-

Quant Method

Title
Library

e

Library Search Compound Report

C:\MSDCHEM\1\5973N\02JAN31\00831.D

31 Jan 2002 1:01 pm

508 scan

January 31, 2002
LSCINT.P

C:\MSDCHEM\1...\SCAN508.M
508 scan method
C:\DATABASE\WILEY7N.L

Vial: 4

Operator:
Inst :
Multiplr:

Instrumen
1.00

(RTE Integrator)

hkhkkhkhkhkhhkhkkhkhkhhkhkhkhhkhkhkhkhkhhkhkhkkhkhkhkhkkhkhkhkhkhhkkhkhkkhkhkhkhhkhkhkhkhhkhkhkdkhhkhkhkhhkhhhhhkhik

Peak Number

7 = Heptadecane $$ n-Heptadecan...

Concentration Rank 13

R.T EstConc Area Relative to ISTD R.T.
21.33 0.35 ug/L 251890 Phenanthrene-d10 22.65
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane $$ n-Heptadecane $$ ... 240 Cl17H36 000629-78-7 97
2 Heptadecane 240 Cl17H36 000629-78~7 96
3 Heptadecane (CAS) $$ n-Heptadeca... 240 C17H36 000629-78-7 95
4 Heptadecane 240 Cl7H36 000629-78-7 93

[Abundance Scan 1573 (21.333 min): 00831.D () m/z 57.10 100.00%
57
43 71
5000 85
AR Ty
113 197 2100 2120 21.40 2160
ol L Mo 2R | m/z 71.10  70.63%
miz--> 40 60 80 100 120 140 160 180 200 220 240
Abundance 1;1 74546: Heptadecane $$ n-Heptadecane $$ Normal-heptadecane
5
71
85
5000 "I" T '|I’l
21.00 2120 2140 2160
99 m/z 43.10 64.14%
113
I T Y SN N LA NN, - —
miz--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #174551: Heptadecane
57
7 2100 2120 21.40 2160
5000 85 m/z 85.10 49,26%
99
o | ] M3 127 141 155 169 210 240
mfz--> 40 60 80 100 150 140 1éo 180 200 220 240
Abundance #174553: Heptadecane (CAS) $$ n-Heptadecane $$ Normal-hept...
43 57 21.00 21.20 21.40 21,60
71 m/z 41.10 22.80%
5000 85
99
OVIII'I!lll:III!‘KIlujllI1;?Tj?"7ll1'41llll'vllllllrl'lerllll'24i0ll T l'll"l llll'lll'
m/z--> 40 60 80 100 120 140 160 180 200 220 240 2100 2120 21.40 2160

00831.D SCAN508.M

NYC-WTC_000052197

Fri Feb 01 09:18:43 2002
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN31\00831.D
Acg On 31 Jan 2002 1:01 pm

Sample : 508 scan

Misc January 31, 2002

MS Integration Params: LSCINT.P

Vial: 4

Operator:
Inst :
Multiplr:

Instrumen
1.00

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

Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

khkhkhkhdkhkhkkhkhkhkhkhkhkdhkhkhkhkhhhkhkhkhkhkkhkhkhkhkkhkhkhkhkhkkhkhkhkhkkhkkhkhhkhkhhkkhkhhhhkhkhkhhhkhdkhkhhhd®kk
Peak Number 8 fluorene-9-spiro-cyclopropane Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
22.28 0.41 ug/L 297073 Phenanthrene-d10 22.65
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual

VU OO U USROG VU UG U U OOl LU I Sl I g

1 fluorene-9-spiro-cyclopropane 192 C15H12 000000-00-0 59
2 1,3-Benzodioxole, 4-methoxy-6-(2... 192 C11H1203 000607-91-0 58
3 1,4-Dimethyl-3,5-propanobicyclof... 192 C13H200 000000-00-0 49

4 Phenanthrene, 9-methyl- $$ 9-Met... 192 C15H12 000883-20-5 45
Abundance Scan 1656 (22.280 min): 00831.D (-) m/z 192.10 100.00%
192
5000
82 146 160 2200 2220 2240 2260
42 56 70 : 122 136
2 S8 ,JW.T et (2t L bt | [ W/Z 191.10  16.23%
mfz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
lAbundance #103959: fluorene-9-spiro-cyclopropane
192
165 A\ /\
5000 Pt A
2200 2220 2240 22.60
m/z 193.10 13.20%
Al 13|9 152 L1
O e e e e e
m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #102621: 1,3-Benzodioxole, 4-methoxy-6-(2-propenyl)- $$ Be... /\
192
T S e o
2%2&02@2%
5000 m/Z 96 .05 12.88%
165
119
L T 177
Olrrerprre e e e e e et e pree e e
m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #103601: 1,4-Dimethyl-3,5-propanobicyclof2.2.2]octan-2-one
107 192 22,00 22.20 2240 2260
m/z 146.10 11.15%
159
03 119
5000
132 145
174
o] SNBSS NS SN N— | U _— NI A WM 28 T
miz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 22.00 2220 2240 2260

J0831.D SCANS508.M Fri Feb 01 09:18:44 2002 Page 10
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN31\00831.D
Acg On 31 Jan 2002 1:01 pm

Sample 508 scan

Misc : January 31, 2002

MS Integratlon Params: LSCINT.P

Quant Method
Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

Vvial: 4

Operator:
Inst : Instrumen
Multiplr: 1.00

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

hkhkkhkhkhkhkhkhkhkhkkhhkhhkhhkhkhkhkkhkkkkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkkhkhkhhkhkhkhkhkkhkhkhkhkhkkhhkhhhkhhkhkek

Peak Number 9 DECADEUTEROPHENANTHRENE $$ ...

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
22.77 0.47 ug/L 339091 Phenanthrene-d10 22.65
Hit# of &5 Tentative ID MW MolForm CAS# Qual
1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517<22=-2 90
2 Anthracene-D10 188 C14D10 000000=00-0 83
3 Phenanthrene-dio 188 C14D10 001517-22-2 72
4 Anthracene-dl0- 188 C14D10 001719-06+-8 56

Abundance Scan 1699 (22.771 min): 00831.D (- m/z 188.15 100.00%
188
5000
80 94 T
160 2240 2260 2280 2300 2320
.T.f'.sw.,?.“.,, H‘i-,.!‘!".;"|:. ..Y1r1r97.321. - 137;.1.49, Hefr e |'|; ~rr m/z 94.05 21.22%
mfz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10
148
5000 RS0 S AL e A A L L
22.40 22.60 2280 2300 23.20
80 94 m/z 80.10 18.86%
0 616 15]18 III
miz--> ‘145 '5b|'éb' %5 IBB 195'160'146‘150”{36'{46“{56 {60 ?70 180 190 l
Abundance #84498: Anthracene-D10
1!}8
22140 22060 2280 2300 2320
5000 m/z 189.10 16.22%
80 g4
66 160 I
0 S O 1 1l . n!”'”
AN RN RN NN AR AR NARSS AR AR SRR AR SAR SRR SRR SRRRE
m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84499: Phenanthrene-d10 I e e e S e o
188 22.40 2260 22.80 23.00 23.20
m/z 184.10 13.80%
5000
80 g4 160
616 1 1l 180.““
Ol"1|’]l”"'¥llI'll'lTlrllll‘lI'l"'lI'|lll|'ll"']l’l'llllll"llllllll'lfll]lll lllll' Ill'l"l‘ ITII"|T1 "'l]!
miz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 2240 2260 2280 23.00 2320

20831.D SCAN508.M Fri Feb 01 09:18:44 2002

NYC-WTC_000052199
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN31\00831.D Vial: 4

Acg On : 31 Jan 2002 1:01 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 31, 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
P R R L R R R R R R R R E R R E R EE E R R R R R E R R R R R E R R EEE R SRR LS EEER S SRS R LSRN R X
Peak Number 10 Hexadecanoic acid (CAS) $$ ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24 .72 0.44 ug/L 322072 Phenanthrene-di1o0 22.65
Hit# of &5 Tentative ID MW MolForm CAS#H# Qual
1 Hexadecanoic acid (CAS) $$ Palmi... 256 C1l6H3202 000057-10-3 98
2 Hexadecanoic acid (CAS) $$ Palmi... 256 C1l6H3202 000057~10~3 97
3 n-Hexadecanoic acid 256 C1l6H3202 000057-10-3 93
4 Hexadecanoic acid (CAS) $$ Palmi... 256 C1l6H3202 000057-10-3 93
Abundance Scan 1870 (24.723 min): 00831.D (-) m/z 73.10 100.00%
4 78
5000 /\MMN
4 157 171185 o 213 2440 2460 2480 2500
ol— m/z 43.10 92.21%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #195439: Hexadecanoic acid (CAS) $$ Palmitic acid $$ Palmi...
P 60 73
5000 o
24.40. 2460 24.80 25.00
85 o7 129 m/z 60.10 74.28%
miz-> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #195443: Hexadecanoic acid (CAS) $$ Palmitic acid $$ Palmi...
73
60 VAU LRI
24.40 24.60 2480 25.00
5000 m/z 57.10 68.47%
129
5 97 213
115
BT e meeTa =
G|||[ll!1|VVI"IITYII[l[llllllllllllIIll'l[lrl'l'll’ll'_['l'TIIIIIII|
mfz--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #195431: n-Hexadecanoic acid R B T AT
43 gg 73 24,40 2460 24.80 25.00
m/z 55.10 62.02%
- \NAJL/\/R
85 129
97
! “I | l 157 171 185 213 256
0 1. R l |
LB LML SR SARLIL AL IS DAL WAL S B LN UL AL S W ULV LR FRALE R BURIURS
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 24.40 2460 24.80 2500
20831.D SCANS08.M Fri Feb 01 09:18:44 2002 Page 12
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Library Search Compound Report

Data File C:\MSDCHEM\ 1\5973N\02JAN31\00831.D Vial: 4

Acqg Ori : 31 Jan 2002 1:01 pm Operator:

Sample 508 scan Inst : Instrumen
Misc January 31, 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)

hkkhkhkhkhkhkhkhkhhkhhkhkhhkhkhkhkhkhkhkhkhhkhhkhkhkhkhkhkhkhkkhkkhhhkhkhhkhhkhhkhkhhdhhkhhkdhhkdhhhhdhkhdkkkkkk

Peak Number 11 -Sulfur, mol. (S8) (CAS) $3 Concentration Rank 3
R.T EstConc Area Relative to ISTD R.T.
26.01 1.74 ug/L 1260700 Phenanthrene-d10 22.65
Hit# of &5 Tentative ID MW MolForm CAS#H# Qual
1 Sulfur, mol. (S8) (CAS) $$ OCTA-... 256 S8 010544-50=0 97
2 Cyclic octaatomic sulfur $$ Sulf... 256 S8 010544-50-0 95
3 Sulfur, mol. (S8) (CAS) $$ OCTA-. 256 S8 010544-50-0- 95
4 Cyclic octaatomic sulfur 256 S8 010544-50-0 94
[Abundance Scan 1983 (26.014 min): 00831.D (-) m/z 64.00 100.00%
64
128
5000 160 26
96 192
ll’l]ll’YI‘lll!'ll'l
25.60 2580 26.00 2620 26.40
0|V‘v—rr4:13|ll['llxllslsuxr',-111|1v[vv'|l-|vrrl'Illll |I‘I7"Il'?2¥4\'1| !|l'“|" m/z 127 90 59 25'5
miz-—-> 40 60 80 100 120 140 160 180 200 220 240 260 =
Abundance #195807: Sulfur, mol. (S8) (CAS) $$ OCTA-SULFUR $$ S8 $$ S...
64
5000 e e P
128 256 2560 2580 2600 2620 2640
o6 160 m/z 255.80 52.12%
192
oot 48 |l 1 | R z
'TTI’1II"‘Illliil‘l"|||lvl|IlT‘l T llll‘l""‘l'11|'l| T
miz--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #195805: Cyclic octaatomic sulfur $$ Sulfur, mol. (S8) $$ ...
64
256 o T g
160 2560 2580 2600 2620 26.40
5000 128 192 m/z 159.90  48.18%
96 224
G'?élf'l‘lIlllllllll‘l\"1l|liv| I)llIllllllll'llT,ll[XIIIIII‘IIJ}‘l‘
miz—> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #195808: Sulfur, mol. (S8) (CAS) $$ OCTA-SULFUR $$ S8 $$ S... B e L B o
64 256 2560 2580 26.00 26.20 26.40
m/z 191.80 27.03%
128 160
5000
96 192
224
0V|%II|I7II‘IIIYVTIlV'Il|fl"‘l‘lll‘lllllll'llrlllI'T!‘T'l]Vlll]"'r T T L2 B I 4 lll|| ll|'|l'
miz—> 40 80 100 120 140 160 180 200 220 240 260 2560 2580 26.00 26.20 26.40

30831.D SCAN508.M

NYC-WTC_000052201

Fri Feb 01 09:18:44 2002
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Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\020AN31\00831.D
Acg On : 31 Jan 2002 1:01 pm
Sample 508 scan
Misc January 31, 2002
MS Integrat’ -— "~~~me. TQCOTNT.P
Quant Methc
Title
Library D ‘/ATWE
kkhkkkhkkkhkkkkd
Peak Numbse ¥
R.T. ] (:4419L/ETS%13§3?L<3'L'
35.91
Hit# of
1 Dihydr 5.(3,5% - CHolTSTer~ 3 - oL
2 Choles
3 Choles
4 Choles
IAbundance R
55 o 215
74 149 233
Y |
S000 | 124
373
0O 355
0of Wl 191 262 288 331
0 | T Idi ‘ |

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380

lAbundance #325830; Dihydrocholesterol $$ Cholestan-3-0l, (3.beta.,5....
56 g
107 215233
149
5000 124

388

1] 1]

O‘ITIIII '|lllllbll|llllllllI'llllll!‘l[llllll!l|llll 1|l| lllllllllll‘lllll |Il1l|l

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380

Vial: 4

Operator:
Inst
Multiplr:

Instrumen
1.00

kdhkdhkd%khkikik
>n Rank: 2

- e

- e e

00080~97-7 99
00080-97-7 93
:00080-97-7 70
100080-97~7 55
.5.20 100.00%

35.60 3580 36.00 3620

m/z 55.10 81.94%

35.60 35.80 -36.00 3620

Abundance #325826: Cholestanol $$ Cholestan-3-ol, (3.beta.,5.alpha.)...
215233
107
165
5000
147 388
T
elllll! 'llllll'lllllll Il_r]‘rlll llllll|llllTlI‘l llll’lIllllllllll1lll‘Il|l'|lfr]’l1l1lll[—r‘T

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380

m/z 95.10 77.98%

35.60 3580 36.00 3620

)Abundance #325825: Cholestanol
107 215
233
165
5000 135 388
' l I 262 355 l |
O A Raaamaa o o B R aa o EARARRARA DRSS S o

m/z—> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380

m/z 107.10  76.96%
ﬁrYl l"l[lllAI,\illlTI
3560 3580 3600 3620
m/z 81.10  70.19%

35.60 3580 36.00 3620

20831.D SCANS508.M Fri Feb 01 09:18:44 2002

NYC-WTC_000052202
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN31\00831.D vial: 4
Acg On : 31 Jan 2002 1:01 pm Operator:
Sample 50: Inst Instrumen
Misc Ja: R R 0 £ ¢
MS Integration
Quant Method :
Title : DW\\JA‘T(\/&‘
Library :
dkhkkhkkk,khkhkkhkhkkk* OF' %k ke Kk kok
Peak Number 1 Rank 6
CHOLESTer o
R.T Est( R.T.
36.29 1 34.42
Hit# of 5 Qual
1 Cholestan 00<08-5 43
2 Cholestan y00=08-5 43
3 Cholestan-3-one, (d.ucuva., 01~53-6 42
4 5.alpha.-Cholestan-3-one $$ Chol... 386 C27H460 VUU366-88~1 38
IAbundance Scan 2883 (36.289 min): 00831.D (-) /z 95.10 100.00%
56
161 21
386
5000
316 353 T |T1x’1|vl{ln/\|~\|f
| 3600 3620 36.40 36.60
Olr!!l /Z 55 10 99 06/
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
IAbundance #324507. Cholestan-3-one
23
386
5000 o5 T T
3600 3620 36.40 3660
m/z 43.10 80.28%
0 ll ‘! | l 247 36
"ll"’lll" T [’TI"[III"'IIII lll[l“llil"f TTFT TTTT I TTT TIT Yl TV 1T TTTT ||1‘[|V|'
miz--> 40 60 80 100 120 140 160 180 200 250 2)10 260 28'0 360 320 340 360 380
Abundance #324508: Cholestan-3-one $$ 3-Oxocholestane
231 386
' 3600 3620 3640 3660
5000 /Z 107.10 B0.06%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380
Abundance #324567: Cholestan-3-one, (5.beta.)-
48 %mamo%mmm
m/z 231. 77.68%
5000 231 286 [\VLV\A
161 316
Obrrprer '["r"'”vl'l' l""r""i“""l ‘I‘"'II"'I‘I'I"'I""T""I""I'”'I""I3‘6"§‘l"” ' USRS Bt
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 3600 3620 36.40 3660

20831.D

NYC-WTC_000052203

SCAN508 .M

Fri Feb 01 09:18:44 2002

Page 15
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Tentatively Identified Compound (LSC) summary

Operator ID: Date Acquired: 31 Jan 2002 1:01 pm

Data File: C:\MSDCHEM\1\5973N\02JAN31\00831.D

Name: 508 scan

Misc: January 31, 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
2-Penrtanone, 4-hy 6.02 1.2 ug/L 515800 1 9.71 8730680 20.0
2-Penkanone, 6.68 3.3 ug/L 1457280 1 9.71 8730680 20.0
4H-1,2\ 4-Triaz 11.23 1.5 ug/L 666622 1 .71 8730680 20.0
Tetrad 16.86 0.5 ug/L 349764 3 18.34 13503000 :20.0
pentadedane 18.43 1.2 ug/L 835359 3 18.34 13503000 20.0
Hexadecane 19.92 0.4 ug/L 278644 3 18.34 13503000 20.0
Heptadeca)e $$ n-... 21.33 0.3 ug/L 251890 4 22.65 14480200 20.0
fluorenef9\spiro-... 22.28 0.4 ug/L 297073 4 22.65 14480200  20.0
DECADEUTERORHENAN. . . 22.77 0.5 ug/L 339091 4 22.65 14480200 -20.0
HexadeCanoic\acid... 24.72 0.4 ug/L 322072 4 22.65 144802000 20.0
Sulfyr, mol. 8 .. 26.01 1.7 ug/L 1260700 4 22.65 14480200 20.0
Dihydrocholestero. 35.91 1.7 ug/L 1011280 6 34.42 11563300 20.0
Cholestan-3-one 36.29 1.2 ug/L 703734 6 34.42 11563300 20.0
00831.D SCAN508.M Fri Feb 01 09:18:44 2002 ‘Page 16
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