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. Comments for Sample AD31646 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 01-25-2002 Time: 15:24:26

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.
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-
:

Quantitation Report

{(Not Reviewed)

2

Instrumen

. Data File : C:\MSDCHEM\1\5973N\02JAN22\31646.D Vvial:
_Acqg On : 22 Jan 2002 1:02 pm Operator:
Sample : 508 scan Inst :
Misc : January 22, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P
- Quant Time: Jan 22 15:30:25 2002

Quant Method
Title

Last Update
Response via
DataAcg Meth

508 scan method

SCAN508

Internal Standards

Fri Jan 11 13:20:07 2002
Initial Calibration

Quant Results File: SCAN508.RES

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

Response

Conc Units Dev(Min)

e e e e e e A e e et e e o e e e e s s e e e e e s e e e e e e e e e e e e e e e e e e e e e b e St e e e e e b e s b e e e e

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

1,4-Dichlorobenzene-d4
Naphthalene-d8 '
Acenaphthene-d10
Phenanthrene-dl10
Chrysene-dl2
Perylene-dl2

System Monitoring Compounds
37) 2,4-DDD

Spiked Amount 5.000
Target Compounds

2) n-Nitrosodimethylamine

20) Dimethylphthalate

21) 2,6-Dinitrotoluene

35) Di-n-butylphthalate

42) Bis(2-ethylhexyl)phthalate

R.T. QIon
9.71 152
13.19 136
18.34 164
22.63 188
30.49 240
34.42 264
27.73 235
3.60 74
18.34 163
18.34 165
24 .85 149
31.11 149

1119920
4690962
2415640
3999290
3561109
2637257

294092
Recovery

14312
385086
304935
129755

7582

0.30
2.41
9.80
0.50
0.59

= manual integration

(#)
31646.D

= qualifier out of range (m)
SCAN508 .M

NYC-WTC_000050242

Tue Jan 22 15:30:26 2002

ug/L -0.02
ug/L -0.01
ug/L -0.03
ug/L -0.02
ug/L 0.00
ug/L 0.00
93.00%

Qvalue
ug/L # 13
ug/L # 55
ug/L # 17
ug/L 100
ug/L 100

Page 1
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Data File

Acqg On :
Sample :
Misc :

Quantitation Report

2 pm

MS Integration Params: SPLIT.P
Quant Time: Jan 22 15:30 2002

Method

Title

Last Update
Response via

°e o0 o0 e

(Not Reviewed)

C:\MSDCHEM\1\5973N\02JAN22\31646.D
22 Jan 2002 1:0
508 scan
January 22, 2002

Inst

Vial: 2
Operator:

: Instrumen

Multiplr: 1.00

Quant Results File: SCANS508.RE

C:\MSDCHEM\ 1\METHODS \METHODS\SCAN508 .M (RTE Integrator)
508 scan method
Fri Jan 11 13:20:07 2002
Initial Calibration

Abundance

2500000

1500000

1000000

amine

1,4-Dichlorobenzene-d4,!

i

TIC: 31646.D

-ShRahpiidiaiet0,|
Phenanthrone-d10,!

Chrysene-d12,

Bis(2-ethylhexyl)phthalate

Perylene-d12,l

T

0
Time-> 4.00 600 800 10.00 12.00

T Ty

T T
4.00 16.00 18.

—L
LI SRILEEIREN BRI

00 20.00 22.00

24

s Di-n-butylphthalate
R — e %
24DDD,S

G0 26.00 28.00

lll lll]l!lll

LRI

00 36.00 38.00

31646.D SCAN508.M

NYC-WTC_000050243

Tue Jan 22 15:30:27 2002
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LSC Area Percent Report

Data File :

: C:\MSDCHEM\1\5973N\02JAN22\31646.D Vial: 2
Acqg On : 22 Jan 2002 1:02 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
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 3.476 5 S 15 rVB 16313 36394 0.34% 0.062%
2 3.602 15 20 25 rBV 36209 64221 0.61% 0.110%
3 4.367 83 87 91 rBV 42593 78609 0.74% 0.135%
4 6.000 225 230 235 rBV2 17221 32076 0.30% 0.055%
5 9.447 527 532 537 rvB2 14237 42730 0.40% 0.073%
6 9.539 537 540 545 rBV 34034 79898 0.76% 0.137%
7 9.630 545 548 551 rvv 36649 85477 0.81% 0.147%
8 9.710 551 555 563 rVVv 3161402 6424934 60.72% 11.027%
S 9.836 563 566 581 rVB 33686 107684 1.02% 0.185%
10 12.541 799 803 809 rVB 23760 39855 0.38% 0.068%
11 13.192 855 860 865 rBV 4793108 9042504 85.45% 15.520%
12 18.341 1305 1311 1315 rBV 4908791 9773946 92.37% 16.775%
13 22.280 1653 1656 1661 rVB2 38844 70052 0.66% 0.120%
14 22.634 1681 1687 1693 rBV2 4902088 10581670 100.00% 18.162%
15 22.771 1695 1699 1707 rVB2 56791 153226 1.45% 0.263%
16 24.84% 1877 1881 1887 rVV 113155 202118 1.91% 0.347%
17 26.013 1977 1983 1987 rBV 399008 733950 6.94% 1.260%
18 27.726 2127 2133 2137 rBV 795391 1446151 13.67% 2.482%
19 30.489 2369 2375 2381 rBV2 4376157 10344775 97.76% 17.755%
20 34.416 2713 2719 2743 rBV 3292851 8923139 84.33% 15.315%
Sum of corrected areas: 58263409

Thu Jan 24 13:55:33 2002

31646.D SCAN508.M Page 1

NYC-WTC_000050244
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\5973N\02JAN22\31646.D

Operator :

Acquired : 22 Jan 2002 1:02 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: 31646.D
1318

.74

1000000

$180  4.37 6.00 1254 L

cllIIlIlll](l]ll!lllllllllt L S | Ty T LN S B S B B

Time-—-> 4.00 5.00 6.00 7.00 8.00 9. 00 10. 00 1 1 00 12, 00 13 00 1400  15.00

Abundance TIC: 31646.D
1834 2263

1000000 M \ / 26.01/' 27;

Eﬂ 24 85

0 T TOrTY LI T T T Tt T YT LI EN 2 2

T
Time--> 16.00 1700 1800 1900 2000 2100 22.00 2300 2400 2500 2600 2700

Abundance TIC: 31646.D
30.49

34.42

1000000

c sIYT]’Ill! LI N § TFrr T vy vy rrrrpror s T Ty

Time-> 2800 29.00 3000 3100 3200 &300 3400 3500 3600 3700 3800 39.00

31646.D SCAN508.M Thu Jan 24 13:55:33 2002 Page 2
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Data File

Library Search Compound Report

: C:\MSDCHEM\1\5973N\02JAN22\31646.D
Acq On : 22 Jan 2002 1:02 pm
Sample : 508 scan
Misc : January 22, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

.

vial: 2

‘Operator:

Inst : Instrumen
Multiplr: 1.00

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

508 scan method
C:\DATABASE\WILEY7N.L

% K de d ke de K K do de de de de ke ke de kK Kk de Kk kg dodode g de de de o K de dode Kk Kok dede T ke ok e K e de ke dedededede e ded kok ok de hk ok dkkkkk

Peak Number 1 Dichloroacetonitrile $$ Ace...

EstConc

Relative to ISTD

Concentration Rank ©

. . mm et e o e e s e o b S e T o A e A e v b e e o et S b P S At b b Gt St Gt v o v s s b e e s o o o M At o -

36394

1,4-Dichlorobenzene-d4

MW MolForm

1 Dichloroacetonitrile $$ Acetonit...
2 Acetonitrile,
3 Dichloroacetonitrile $$ Acetonit..

dichloro- $$ Dichl.

109 C2HCI12N
109 C2HCI12N
109 C2HCI12N

003018-12-0 83
003018-12-0 83
003018-12-0 83

4 Acetonitrile, dichloro- 109 C2HCI12N 003018-12-0 74
[Abundance Scan 8 (3.476 min): 31646.D () m/z 74.00 100.00%
7%
82
5000
47
¢ I ‘ 350 360 370 380 39
lll l'rlllll llll]f!‘l If j'[ !jlll ll]ll!lll ll[lll‘l]lfr m/E 82'00 54018%
mfz—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #11643: Dichloroacetonitrile $$ Aceto;\itrﬂe, dichloro- $$...
4
47 82
5000 lllllll 1B RARA TTTT T T T T
350 360 370 380 390
m/z 76.00 31.50%
i ;. 95 102108
l‘lr]t T 7T llll[TT T 7 Tlllll LR lll)‘ll Ilrllllll
Iniz—> 10 20 30 40 50 60 70 80 90 100 110
Abundance #11641: Acetonitrile, dichloro- $$ Dichloroacetonitrile $$...
74
350 360 3.70 380 390
5000 82 m/z 84. 00 26.81%
47
i ]
I:f 11 It ! 109
TlllllllIIIII'TIllll)lllllllllll’il"r llllllllllllllll‘lITTT_ﬁ
miz—> 10 30 40 50 60 70 80 S0 100 110
Abundance #11642: Dichloroacetonitrile $$ Acetonitrile, dichloro- $3... A AR S AAAS RARAE SRR
7% 350 360 370 380 330
82 m/z 47.00 23.53%
5000
47 ’
* | )
l'1=2lli]I]' llll]lllllllllllllllllllllllllll!llllllll 1mlllr T ¥ llllll"lll T 17 Illll]llT
miz—-> 10 20 30 40 50 60 70 80 S0 100 110 350 3.60 370 380 3.90

31646.D SCAN508.M

NYC-WTC_000050246

Thu Jan 24 13:55:34 2002

Page 3
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Library Search Compound Report

Data File

. : C:\MSDCHEM\1\5973N\02JAN22\31646.D
“Acq On : 22 Jan 2002 1:02 pm
Sample : 508 scan
Misc ¢+ January 22, 2002

MS Integration Params: LSCINT.P

Quant Method

Vial: 2
Operator:
Inst : Instrumen

Multiplr: 1.00

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

Title 508 scan method

Library : C:\DATABASE\WILEY7N.L
khkkhdkhkhhhhdhdhkhkdhdhhhhhddkhkhdhddhddkdhdddddodededodededodedododededodedodeddededdedededhdededhddhihik
Peak Number 2 Toluene Concentration Rank 6

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

4.37 0.24 ug/L 78609 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Toluene 92 C7HS8 000108-88-3 91
2 Benzene, methyl- (CAS) $$ Toluen... 92 C7HS8 000108-88-3 91
3 Toluene 92 C7HS 000108-88-3 91
4 Toluene $$ Benzene, methyl $$ Me... 92 C7HS 000108-88-3 90

Abundance Scan 87 (4.367 min): 31646.D () ot m/z 91.10 100.00%

5000

39 51 65 400 420 440 460 4.80
86
l]lll'l'l'l]lllll4l5llll']l]l lll"ll%'!ll'llll'lllililll'lll"l] 'I"l'lll[l'l m/z 92.10 59'14%‘
mfz—> 30 35 40 45 50 55 60 65 70 75 8 8 90 95 100
Abundance #5542: Toluene '
9
5000 llllllIin
400 420 440 460 480
m/z 65.00 11.85%
65
lllllllllllll1114115tlllisgllllll'llsl1l!lgiillilllllll11llIilllligi l{lr77171l1l
miz—> 30 35 40 45 S50 55 60 65 70 75 80 85 S0 95 100
Abundance #5539; Benzene, methyl- (CAS) $$ Toluene $$ CP 25 $$ Metgg
ﬁi{)o”izo 446”4:‘56"450
65
ey 51 61 I 1 1
l[llllllllllllYTrl_lITlllll]"K ll Tlllllllll(llll'lllllllllll lll[llllllll
miz—> 30 35 40 45 50 55 60 65 70 75 80 8 90 95 100
Abundance #5537: Toluene AREEEREEEEEE
o 400 420 440 460 480
m/z 51.10 8.97%
5000 l
65
45 51
KI"[IIYIIIllllll’{!lll{!lllllllllel1}11r!lllllll|lllllllllllllll;i l}l‘lllllill
miz—> 30 35 40 45 50 55 60 €5 0 75 8 8 80 95 100 400 420 440 460 480
31646.D SCAN508.M Thu Jan 24 13:55:34 2002 Page 4
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"Data File :
Acg On :
Sample :

Misc ¢ January

Li

22,

MS Integration Params:

Quant Method
Title
Library :

brary Search Compound Report

C:\MSDCHEM\1\5973N\02JAN22\31646.D
22 Jan 2002
508 scan

1:02 pm

2002
LSCINT.P

vial: 2
Operator:
Inst : Instrumen
Multiplr: 1.00

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

dkhkkhhhhhhhhdhhhkhkhhhhkhhhhhhhktekdehhhhkdhhhkhhhkhkhhhhhhhhdhhdhkkhhhdhdkkkkkkk

Peak Number 3

2-Propanone,

1,1,1-trichlor...

Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
6.00 0.10 ug/L 32076 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual

e . e e e e e b b e e e e o b et b G - S e e s e e et e by b b e e e e S s e b G e s G b s s o o=t

1 2-Propanone,
2 2-Propanone,
3 2-Propanone,

1,1,1-trichloro-
1,1,1-trichloro-
1,1,1-trichloro- $S...
4 N-Acetylpyrrolidone $$ N-Acetyl-..

160 C3H3C1l30
160 C3H3C1l30
160 C3H3C130
127 C6HONO2

(...

000918-00-3 56
000918-00-3 9
000918-00-3 9
000932-17-2 4

;Abundance Scan 230 (6.000 min): 31646.0 () m/z 43.10 100.00%
5000
84 97 125 560 580 600 620 640
SN B .S (- M S A m/z 124.90 8.52%
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #&wﬂx%$qnmmm1ﬁﬂ4mmbmJCA&$$TmmMWm
smo TTTT T TT [rrrryTT
560 580 600 620 640
m/z 47.00 6.60
35 9 6 2 @ 117 125
Ilillillllll'llll‘l l]!rrllllll‘ll!lllll T ¥ ll l(ll!ll"ll’T! T
miz~—> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #52079: Z;Ft;ropanone, 1,1,1-trichloro- (CAS) $$ Trichloroac...
Illl!lll(ll] ]lll]ll
560 580 600 620 640
5000 m/z 126.90 6.46%
35 9 85
xxl[lllll!l(Illllllllllllilfl‘lllllllllll!lll](lllllllilllll1l1'l7'Il(Illlll
> 10 20 30 40 50 70 80 S0 100 110 120 130
ndance #59081: 2-Propanone, 1,1,1-trichloro- $$ .alpha.,.alpha.,.... SRR SRR L e
48 560 580 600 620 6.40
m/z 84.00 6.13%
5000
15
| 3B | 49 85 q7 117 128
T Il)l']l‘l TIlllllllll[f!lilllll[lllll ll l(l T T 7T T Iilr IR
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 560 580 600 620 640

31646.D SCAN508.M

NYC-WTC_000050248

Thu Jan 24 13:55:34 2002
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN22\31646.D Vial: 2

Acg On : 22 Jan 2002 1:02 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

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

Peak Number 4 Nonane $$ n-Nonane $$ Shell... Concentration Rank 7

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

9.45 0.13 ug/L 42730 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Nonane $$ n-Nonane $$ Shellsol 1... 128 C9H20 000111-84-2 72
2 Undecane (CAS) $$ n-Undecane $$ ... 156 Cll1lH24 001120-21-4 72
3 Nonane (CAS) $$ n-Nonane $$ Shel... 128 C9H20 000111-84-2 72
4 Undecane 156 Cl1H24 001120-21-4 72

Abundance o 5 Scan 532 (0.447 min): 31646.D () m/z 57.10 100.00%

5000

71 g5
| l ! 281 900 920 940 960 980
r O I m/z 43.10 96.32

T~
6080100120140160180200220240260280

miz—> 20 40
Abundance P #25147: Nonane $$ n-Nonane $$ Shellsol 140 $$ n-COH20 $$ U...
57
5000
900 920 940 960 980
l ‘ 09 128
> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance 43#56237: Undecane (CAS) $$ n-Undecane $$ Hendecane $$ n-C11... /\N
57
900 820 940 9eo"é56”
85
] 98 113 156
Illll'lll"l'[T“l‘ll‘ lll[ LIRS TT17 T U7 TTI17T LELER] ]llllllllll'l!llll
niz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25153: Nonane (CAS) $$ n-Nonane $$ Shellsol 140 $$ n-COH2... S
4857 900 920 040 960 980
m/z 85.10 33.07%
5000
]l'llll lll 'llll'l!lll Illl1l%81ll ll]ll!IIIrlllllITlllll}!llllllllll‘ 'llllllllll(AYlilllllllli
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 900 920 940 960 9.80

31646.D SCAN508.M Thu Jan 24 13:55:34 2002 Page 6

NYC-WTC_000050249
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Library Search Compound Report

- Data File : C:\MSDCHEM\1\5973N\02JAN22\31646.D
Acg On : 22 Jan 2002 1:02 pm
Sample : 508 scan
Misc : January 22, 2002

MS Integration Params: LSCINT.P

Quant Method
Title :
Library

Vial: 2
Operator:
Inst

: Instrumen
Multiplr:

1.00

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

hhkhkdhhkhkhkhhkhhhkdhhhkhhkhkhhhhdkdkhhdhhhhkhkhhhhhdkhhhhdhhdhhhhhhhhhhhdkhhhhhdhdkkdhddhik

Peak Number 5

2-Propanol,

“1-(2-methoxy-1-...

Relative to ISTD

Concentration Rank 5

e e e o b b e e e e e e b G a e b e G G e b Gt Gmb e Gt b Gt bt b s e s et v b b b b Gmb Gt bt b b e b et b o g e e e e b - — -

R.T. EstConc
9.54 0.25 ug/L
Hit# of 5

79898

Tentative ID

MW MolForm

1,4-Dichlorobenzene-d4

1 2-Propanol,

4 2-Butanol,

1-(2-methoxy-1l-methy...
2 DIPROPYLENEGLYCOL METHYL ETHER S$.
3 BIS(1-METHYL-2-HYDROXYETHYL)ETHER
3,3’ -oxybis-

148 C7H1603
148 C7H1603
134 C6H1403
162 C8H1803

020324-32-7 83
020324-32~7 56
000000-00-0 39
054305-61-2 39

Abundance Scan 540.(9.539 min): 31646.D () m/z 59.10 100.00%
50
5000 45 103
73
T T T 7 lYIl’lllll T F T T 1
I 920 940 960 980
"'l"lll'l"!l"Y%!’rl7‘ll‘!i lllll llllll illl(lfl!ll TTTl']Tl llllll ‘l m/z 45 10 48 81%
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #43943: 2-Propanol, 1-(2-methoxy-1-methylethoxy)- $$ Dipro...
59
m T T LER L T T 3 T 1T 1 § LR SRR 1 1
45 3 103 920 940 960 980
31 t ! m/z 103.10  40.05%
Illlll ll]‘[l‘l' ]'“!'Tlll ‘i ll llllll lllllllilll lllllll'!l’l”rTIT
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Pbundance #43944; DIPROPYLENEGLYCOL METHYL ETHER $$ 2-Propanol, 1-(2...
)
103 T T T lll,]]’ll!‘l'l
820 040 960 980
5000 m/z 73.10 28.67%
45 73
31 ‘ ’
ll,l??‘}llllI ll‘!lll}l\l;llrll[lllrlll!!"llll TITr TT1 ¢ T lll!?llill
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #29208: BIS(1-METHYL-2-HYDROXYETHYL)ETHER SUNSSBI S SN W A S_—
50 820 940 980 9.80
m/z 41.10 24 .14%
5000+ 31
45 103
1 .ll 1,13 134
lll‘ll‘[r‘ll’rl'lllk‘ll lllll!lill)]lii ]llllllllll'!ll l.lllllll}ll'l‘l T ITTIT‘I LR L] l‘lI'
mfz—> 10 20 30 40 50 60 70 80 S0 100 110 120 130 140 ‘920 940 060 980
31646.D SCAN508.M Thu Jan 24 13:55:34 2002 Page 7
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Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN22\31646.D
Acg On : 22 Jan 2002 1:02 pm

Sample : 508 scan

Misc : January 22, 2002 *

MS Integration Params: LSCINT.P

Quant Method
Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

Vial: 2
Operator:
Inst : Instrumen
Multiplr: 1.00

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

g g d¢ Je de K ke de de K K ke ke ek d K de K Kk Kk ok kK ok ke dk ke k ok ok ok ok d de ok kK k ok ok ok Kk ke ok ok ok ok k ok ok ok ok ok k ok ok ok ok dkkdkdkkk

Peak Number 6 2-Propanocl,

1-(2-methoxy-1-...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
9.63 0.27 ug/L 85477 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Propanol,

3 2-Butanol, 3,3’-oxybis-
4 BIS(1-METHYL-2-HYDROXYETHYL)ETHER

1-(2-methoxy-1-methy...
2 DIPROPYLENEGLYCOL METHYL ETHER S$...

148 C7H1603
148 C7H1603
162 C8H1803
134 C6H1403

020324-32-7 72
020324-32-7 56
054305-61-2 50
000000-00-0 50

Abundance Scan 548 (9.630 min): 31646.D (1)
5B
5000 45 103
73
llilll‘lll‘lllllﬁl”blll l]l,'llllll llllll l“Tl l!“l il"ll llllll
miz—> 10 20 40 50 80 70 80 90 100 110 120 130 140

Abundance #43943 2-Propanol, 1-(2-methoxy-1-methylethoxy)- $$ Dipro...
58
5000
45 73 103
T |
.”.“..' R A SR S, | IS .« N
m/z—-> 10 2 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #43944: DIPROPYLENEGLYCOL METHYL ETHER $$ 2-Propanol, 1-(2...
9
103
5000
45 73
31 I
1.5 I. ] 1N 130
llllIl)lll"!llllIIlll'!l[l’tll’]ﬁYllllllllllIll lllllll T TT1T7V
miz—-> 102030405060708090100110120130140
Abundance #61826: 2-Butanol, 3,3-oxybis-
59
5000 3

134

59.10 100.00%

TT Tl LN SRR LA

—
920 940 960 980 1000

m/z 45.10 49.26%

Mg

T T 7T

920 940 960 980 1000

m/z 103.10 45.12%

N

TTT xxx

920 940 960 980 1000

m/z 73.10_ 33.19%

920 940 960 980 10.00

m/z 41.10 20.69%

g,

miz—> 10 20 30 40 50 60 70 80 90

.l(FIIIlllIIK"l]IIII]lIll T T

LR ELES RN

T
100 110 120 130 140

920 940 960 980 1000

31646.D SCAN508.M

NYC-WTC_000050251
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NYC 9/11 Public Portal Document
Library Search Compound Report

Data File C:\MSDCHEM\1\5973N\02JAN22\31646.D Vial: 2

~Acqg On 22 Jan 2002 1:02 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

khkkhkkhkhkhhhkhhhhhhhhhhkhhkhhhhhhhhhhhkhkhkhkhkhkhkhkhhhhhhhhhhhhhkhhhkhhkhhhkhhhkhkk

Peak Number 7 2-Propanol, 1-{(2-methoxypro... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T
9.84 0.34 ug/L 107684 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Propanol,

1-(2- methoxypropoxy)

2 PROPYLENE GLYCOL TRIMER 1

148 C7H1603
174 CSH1803

013429-07-7 83
000000-00-0 43

192 C9H2004
134 C6H1403

000000-00-0 40
000106-62-7 38

3 TRIPROPYLENE GLYCOL 2
4 1-Propanol, 2-(2-hydroxypropoxy)...

Abundance Scan 566 (9.836 min): 31646.D (-) 59.10 100.00%
58
‘V-ML%
45 73 104 940 960 980 1000 1020
SN 1§ SN "SR WO AAN— e | | M/Z. 45.10  12.41%
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #43042: gb -Propanol, 1-(2-methoxypropoxy)- $$ 1-(2-Methoxyp...
m T T 1T Tr T TT T
940 860 980 1000 10.20
5 m/z 73.10 10.54%
31 73
N Y N N o - B
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #78532: PROPYLENE GLYCOL TRIMER 1
)
940 '9.60 980 10.00 1020
5000 41 m/z 43.10 9.42%
103
llllll ll!I'TlIIIll!illlllzglllllal'l?le_rrlllll I1I17II'T11@‘I!IIIIIIIIIIIIIllll
m/z—-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
|Abundance #102327: TRIPROPYLENE GLYCOL 2
59 940 960 980 1000 1020
m/z 42.10 8.70%
5000
45 103
[ yh ?2 : _89 117 1:?0 161
lllllllll'lllllllll’ TYVT I JITVET T lll[llll'lllllfT'I TrT Y lllllllllllllll
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 940 960 980 1000 10.20

31646.D SCAN508.M Thu Jan 24 13:55:35 2002 Page 9
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NYC 9/11 Public Portal Document
Library Search Compound Report

"Data File : C:\MSDCHEM\1\5973N\02JAN22\31646.D Vial: 2

Acg On 22 Jan 2002 1:02 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

(2 X2 X222 XXX 2222 222222222222l l2 2 2 2 2222222 2 2 2 aa st 2 i o X XX 2 ot 2 2 2
Peak Number 8 Cyclopentasiloxane, decamet... Concentration Rank 11

Quant Method :

R.T EstConc Area Relative to ISTD R.T
12.54 0.09 ug/L 39855 Naphthalene-ds 13.19
Hit# of 5 Tentative ID MW MolForm CAS#

- e e e e e e e e et e e e n A e e e e e e e M e b e e G b ot e e S et o e et p e s T e e e o b o e s e o e o s =

1 Cyclopentasiloxane, decamethyl- 370 ClOH3005Si5
2 Cyclopentasiloxane, decamethyl- 370 C10H30058i5
3 Benzeneacetic acid, .alpha.,3,4-... 472 C20H40058i4
4 Benzoic acid, 2,4-bis[(trimethyl... 370 C16H3004Si3

000541-02-6 83
000541-02-6 56
037148-65-5 33
010586-16-0 33

[Abundance Scan 803 (12.541 min): 31646.D () m/z 73.10 100.00%
/<]
5000
267 355
40 l L 1220 1240 1260 1280
':[[I T T T l‘l"rll‘ LR llll'l'!llliliirixl'lfl T IIII T m/Z 267 oo 37 92%
> 50 100 150 200 250 300 350 400 450
Abundance #313068: Cyclopentasiloxane, decamethyl-
<)
5000 267 llllll!llllllll'f[lllll
1220 1240 1260 12.80
m/z 355.10 31.97%
07 3B,
T T I T 'l‘l_i T T T ¥ T L I T T T T T T T ¥ I T ¥ T T ‘ T ¥ T
mfz—> 100 150 200 250 300 350 400 450
ndance #313085: Cyclopentasiloxane, decamethyi-
7B
1220 1240 '1zs'o' 1280
5000 267 m/z 268. 14.17%
t 35
45
ll]lIIIIT'llll 11111193| lz?allllllll 13?1—[]'ll llllllllll
miz~> 50 100 150 200 250 300 350 400 450
Abundance #361625: Benzeneacetic acid, .alpha.,3,4-trig[(trimethylsi... N
B 1220 12.40 12.60 1280
m/z 356. 13.64%
5000 355
W 1w e s l 429 457
T L] l T T T T T T r RS ¥ T l T T 1 7 l T T L] T l L] L T T ¥ T T T ' T T T T T T T
miz—> 50 100 150 200 250 300 350 400 450 1220 1240 1260 1280
31646.D SCANS08.M Thu Jan 24 13:55:35 2002 Page 10
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File : C:\MSDCHEM\1\5973N\02JAN22\31646.D Vial: 2

Acg On : 22 Jan 2002 1:02 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\WILEY?N.L

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

e Je de Je Je Je Je de Je Je de de e e ke Fe K e e K e K e ko ko ko K e Kk Kk Kk Kk ke k ke ke ke ke ke ke Kk Kk Kk kg ke d ok ok de ok de ek K deF ddehh ok kdek

Peak Number 9 N-perdeuteriobenzylideneani...

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T
22.28 0.13 ug/L 70052 Phenanthrene-dlo0 22.63
Hit# of &5 Tentative ID MW MolForm CAS#H Qual

1 N-perdeuteriobenzylideneaniline
2 3-(2-Methoxy-5-methylphenyl)acry..
3 N-(2-methylprop-2-enyl)-2-nitrob..

192 C13D1l1N
192 C11H1203
192 C10H12N202

000538-51-2 64
103986-76-1 53
000000~00-0 49

4 Phenanthrene, 3-methyl- (CAS) $$. 192 C15H12 000832-71-3 42
Abundance Scan 1656 (22.280 min): 31646.D {-) 16 m/z 192.10 100.00%
5000
g2 96 146 160 | 2200 2220 2240 2260

44 66

miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200

Abundance

#88400: N-perdeuteriobenzylideneaniline

m/z 191.10 18.22%

NYC-WTC_000050254

5000 LLELEE B0 WL e B B
| 2200 2220 2240 2260
m/z 193.10 14.35%
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200
Abundance #102735: 3-(2-Methoxy-S-methyiphenyl)acrylic acid
161 192
T T If!illll
| 2200 2220 2240 2260
5000 m/z 146.10 13.11%
77 132
103
1% 175
llll]lll‘ll!lllll' T T7 TITT TTLT TYYT YTV l T7T llll
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #102494: N-(2-methylprop-2-enyl)-2-nitrobenzenamine e
172 2200 2220 2240 2260
77 151 m/z 96.00 12.95%
130
93
5000 104
h 119
l‘lrlr‘lll]llll]lll'llllllllllll IIIII l! l] IIJI ll T lrllll' T lll I?Z7Ill I Ill’f
miz-> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 180 200 2200 220 240 260
31646.D SCAN508.M Thu Jan 24 13:55:35 2002 Page 11



NYC 9/11 Public Portal Document
Library Search Compound Report

. Data File : C:\MSDCHEM\1\5973N\02JAN22\31646.D Vial: 2

' Acqg On : 22 Jan 2002 1:02 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

% Je de de de Jo de e K o Kk Kk K ke o de Je Fe de Kk ok hk dede gk ek dk ok ok ok ok ok de ok dekk ok ohk ok ok hddkddddkhdk hkkdddkkdhkk

Peak Number 10 DECADEUTEROPHENANTHRENE $$ ... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
22.77 0.29 ug/L 153226 Phenanthrene-d10 22.63
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 DECADEUTEROPHENANTHRENE $$ Phena... 188 C14D10 001517-22-2 93
2 Anthracene-dl10- 188 C14D10 001719-06-8 93
3 Acridine-D9 188 C13DSN 000000-00-0 64
4 Cycloheptanone, 4-phenyl- 188 C13H160 067688-28-2 47

Abundance Scan 1699 (22.771 min): 31646.D () m/z 188.10 100.00%
%8
5000
g0 94 2240 2260 2280 23.00 2320
160
NN . M. — ". vy SN VY N— m/z 94.05 15.93%
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 46
1
5000 T T
2240 2260 2280 23.00 23.20
80 94 m/z 80.00 12.81%
. lllllllll‘llliﬁlll !ll !Ill[ [IIX ]llll lllll 1&§II' llll T'!'[I‘llll
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
jAbundance #84502; Anthracene-d10- i
1
2240 22.60 2260 23.00 2320
5000 m/z 189.10 11.21%
66 &0 160
llllllllllllll’%lllllllllll !lllill!‘l11 ]ll“lllll lllllll!llll! Il’_l'"('l I!!I‘[llll
> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #85254: Acridine-DS R BRI s e i o
148 2240 2260 22.80 23.00 23.20
m/z 184,10 9.74%
5000
o3
158
ll]ll’lllllllllﬁllll?ll!llklll'lll[lllllllllllIll'llr)]ll?‘!x}l I‘l!l [tl lll"I
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 2240 22,60 22.80 23.00 23.20
31646.D SCAN508.M Thu Jan 24 13:55:35 2002 Page 12
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NYC 9/11 Public Portal Document

.

Data File

Acg On
Sample
Misc

Library Search Compound Report

C:\MSDCHEM\1\5973N\02JAN22\31646.D

22 Jan 2002 1:02 pm
508 scan
January 22, 2002

MS Integrat:.on Params: LSCINT.P

Quant Method

C:\MSDCHEM\1.

Vial: 2
Operator:
Inst :

Multiplr: 1.

.\SCAN508.M (RTE Integrator)

Instrumen

00

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
dedededededodededededed dededodedoddh dddeh ded gt ddddddededdeddd g g dd dd dedd dodddh ke kkdkkkkkkkkk
Peak Number 11 Sulfur, mol. (S8) (CAS) $$ ... Concentration Rank 1
R.T EstConc Area Relative to ISTD R.T.
26.01 1.39 ug/L 733950 Phenanthrene-d10 22.63
Hit# of 5 Tentative ID MW MolForm cas# Qual
1 Sulfur, mol. (S8) (CAS) $$ OCTA-... 256 S8 010544-50-0 96
2 Cyclic octaatomic sulfur $$ Sulf... 256 S8 010544-50-0 95
3 Cyclic octaatomic sulfur 256 S8 010544-50-0 %4
4 Sulfur $$ Sulfur, precipitated $... 256 S8 007704-34-9 94
Abundance Scan 1983 (26.013 min): 31646.D () m/z 64.00 100.00%
&4 A
1 256
5000 160
96 192 llirll'lllll
2560 2580 26.00 26.20 2640
Tfl4l4ll‘l‘Ilzsllll"l'lll]llll l!lllll ‘,lll 247511 lllll' m/z 127 90 55 50%I
miz~> 40 60 80 100 120 140 160 180 200 220 240 260
iAbundance #195807: Sulfur, mol. (S8) (CAS) $$ OCTA-SULFUR $$ S8$$ S...
&4
som | SRRARIEIE SRR BRI
128 256 2560 2580 26.00 2620 26.40
o6 ' 160 m/z 255.80 52.21%
192 ’
I%‘flslillllllllll'lllll Ty lllll'lll‘llllll lll[nlélllllll‘llll
miz—> 40 60 80 100 120 140 160 180 200 20 240 260
Abundance #195805: Cyclic octaatomic sulfur $$ Sulfur, mol. (S8) $$ ...
&4
2% llll‘ll
160 2560 2580 2600 26.20 26.40
5000 128 192 m/z 159.90 45.97%
88 I 24
lilu;llll'llllrlllllll!!l‘llll lllIIllll lllll}lllll!’!l)']llllii'l
miz—> 40 60 8 100 120 140 160 180 200 220 240 260
Abundance #195808: Cyclic octaatomic sulfur e e
&4 192 2560 2580 26.00 26.20 26.40
128 m/z 191.80 28.38%
160 256
5000
96
224
lllIT lllTIllll l'll ll]llllll(l Y]JIF llllJl[llllll'l'}lilll‘!lli llllllT
miz—> 40 60 8 100 120 140 160 180 200 220 240 260 25,60 25.80 2600 2620 26.40

31646.D SCAN508.M

~ NYC-WTC_000050256

Thu Jan 24 13:55:35 2002
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NYC 9/11 Public Portal Document
e Tentatively Identified Compound (LSC) summary

Operator ID: Date Acquired: 22 Jan 2002 1:02 pm

Data File: C:\MSDCHEM\1\5973N\02JAN22\31646.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
3.48 0.1 ug/L 36394 1 9.71 6424930 20.0
4.37 0.2 ug/L 78609 1 9.71 6424930 20.0
6.00 0.1 ug/L 32076 1 9.71 6424930 20.0
9.45 0.1 ug/L 42730 1 9.71 6424930 20.0
9.54 0.2 ug/L 75888 1 9.71 6424930 20.0
9.63 0.3 ug/L 85477 1 9.71 6424930 20.0
9.84 0.3 ug/L 107684 1 9.71 6424930 20.0
12.54 0.1 ug/L 39855 2 13.19 9042500 20.0
22.28 0.1 ug/L 70052 4 22.63 10581700 20.0
22,77 0.3 ug/L 153226 4 22.63 10581700 20.0
26.01 1.4 ug/L 733950 4 22.63 10581700 20.0
31646.D SCANS08.M Thu Jan 24 13:55:35 2002 Page 14
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