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User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 01/29/2002 Time: 10:33:38

Sample: AE00702

Analysis: $GCMS GCMS Scan For Unknowns

Units: ug

Started: 1/29/02 10:33 Ended: 1/29/02 10:33 Analyst: DLV
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Comments for Sample AE00702 - Analysis $GCMS

.Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 01-29-2002 Time: 10:41:31

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds, except for d-Limonene at an estimated level of 1.2 ug/L, and with a
fit of 97 out of 100.

The recoveries for 15 of the 43 compounds in the LCS Standard were outside of
their acceptance ranges.
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Data File : C:\MSDCHEM\1\5973N\02JAN16\00702.D Vial: 2

Acg On : 16 Jan 2002 3:57 pm Operator:

Sample : 508scan Inst : Instrumen
Misc : January 16, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Jan 17 08:12:19 2002 Quant Results File: SCAN508.RES
Quant Method : C:\MSDCHEM\1l...\SCAN508.M (RTE Integrator)

Title : 508 scan method

Last Update : Fri Jan 11 13:20:07 2002

Response via : Initial Calibration
DataAcq Meth : SCAN508

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.71 152 1296603 20.00 ug/L 0.00
10) Naphthalene-ds 13.19 136 5475389 20.00 ug/L ~0.02
17) Acenaphthene-d1o0 18.34 164 29525848. 20.00 ug/L -0.01
29) Phenanthrene-dio0 22.65 188 4854324 20.00 ug/L ~-0.02
38) Chrysene-dl2 30.50 240 4217566 20.00 ug/L -0.01
44) Perylene-dl2 34.42 264 3196454 20.00 ug/L 0.00
System Monitoring Compounds
37) 2,4-DDD 27.73 235 424325 5.53 ug/L 0.00
Spiked Amount 5.000 Recovery = 110.60%
Target Compounds Qvalue
2) n-Nitrosodimethylamine 3.60 74 12024 0.22 ug/L # 12
20) Dimethylphthalate 18.34 163 465506 2.41 ug/L # 56
21) 2,6-Dinitrotoluene 18.34 165 369373 9.80 ug/L # 17
35) Di-n-butylphthalate 24.85 149 29426 0.09 ug/L 95
41) Benzo(a)anthracene 30.50 228 8605 0.03 ug/L # 46
42) Bis(2-ethylhexyl)phthalate 31.11 149 120393 1.12 ug/L 93
43) Chrysene 30.50 228 8605 0.03 ug/L # 44
48) Benzo(a)pyrene 34.42 252 9848 0.05 ug/L # 1
(#) = qualifier out of range (m) = manual integration
00702.D SCANS508.M Thu Jan 17 08:12:20 2002 Page 1
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Data File : C:\MSDCHEM\1\5973N\02JAN16\00702.D Vial:
Acg On : 16 Jan 2002 3:57 pm Operator:

Sample : 508scan ‘ Inst

Misc : January 16, 2002 Multiplr:

MS Integration Params: SPLIT.P

Quant Time: Jan 17 8:12 2002 Quant Results File:

2

Instrumen
1.00

SCANS508.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

6500000
6000000
5500000
5000000
4500000
4000000
3500000
3000000 ,éﬂ
by
2500000 Q\
2000000

1500000

Abundance TIC: 00702.D
7000000

Naphthalene-d8,i

Phenanthrene-d10,]

Bemps¢ami@icene

1,4-Dichlorobenzene-d4,!
Benget@midte

2,4-0DD,S

Bis(2-ethylhexyl)phthatate

---.__
Di-n-butylphthalate

ol L kJL‘

LA I B S TTTT O 7T LELEL IR B B S LI 1 B B

"Y‘_lll" ]I'ITlII'I lll|l II ||' I|1Illlll lllllll
Jime--> 400 6.00 800 10.00 12.00 14.00 16.00 18.00 20.00 22.00 24.00 26.00 28.00 30.00 32.00 34.00 36.00 38.00

00702.D SCAN508.M Thu Jan 17 08:12:20 2002
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Vial: 2

Data File C:\MSDCHEM\1\5973N\02JAN16\00702.D

Acg On 16 Jan 2002 3:57 pm Operator:

Sample 508scan Inst Instrumen
Misc : January 16, 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
peak R.T.
# min
1 4.824
2 5.885
3 6.000
4 7.427
5 9.527
6 9.619
7 9.710
8 9.824
9 10.0898
10 13.192
11 18.341
12 22.280
13 22.645
14 22.771
15 27.726
16 30.500
17 31.105
18 33.412
19 34.119
20 34.416

TIC

max
scan
127
220
230
355
539

547
555
565
589
860

1311
1656
1688
1699
2133

2376
2429
2631
2693
2719

J0702.D SCAN508.M

NYC-WTC_000051899

last
scan
137
227
235
375
545

551
561
575
593
865

1315
1661
1693
1703
2139

2381
2451
2671
2703
2747

Sum

PK

TY
rBV
rBV
rvB
rvv
rBV2

rvv
rvv
rVB
rVB
rBV

rBV
rBV
rBv2
rVB
rBV

rBV
rVB
rvVv
rBV3
rVB

peak
height
37950
829714
52919
104904
48928

44823
3909109
58831
237660
5609183

5914567

53465
5548861

66988
1142207

4875603
127011
1028120
32497
4120897

99004
1637735
111019
263856
119298

96094
7337350
146304
450461
10511236

11771200
102670
12842992
164519
2059235

12379306
412893
4468421
116079
10802559

of corrected areas:

Thu Jan 17 08:17:21 2002
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\5973N\02JAN16\00702.D

Operator :

Acquired : 16 Jan 2002 3:57 pm using AcgMethod SCANS508
Instrument : Instrumen

Sample Name: 508scan

Misc Info : January 16, 2002

Vial Number: 2
Quant File :SCANS508.RES (RTE Integrator)

IAbundance TIC: 00702.D
13.19
5000000
4000000 8.7
3000000
2000000 i
/ 2
1000000 5.89 / /
0 482 &;oo 743/ o 1° ]
R ey e L L S o T T e | SIS S,
Time--> 4.00 5.00 6.00 7.00 8.00 900 1000 1100 1200 1300 1400 1500
IAbundance TIC: 00702.D
1834 2265
5000000
4000000
3000000 - >
2000000
27!
1000000 -
0 2228.77
T e e B e T e st £
Time-> 1600  17. 1800  19.00 2000 2100 2200 2300 2400 2500 2600 27.00
Abundance TIC: 00702.D
5000000 30.50
34.42
4000000
}
2000000 Q.\\)S\
1000000 /' 1“419
. AL 34.13
l T T T L] I T T T T | T T T v ' T T T T T T T T T Ll T T T L T T T Al T ‘ T T T T ' T L] L) L I T 13 T T I L3 T 7 T
Time-> 2800 2900 3000 3100 3200 3300 3400 3500 3600 3700 3800 39.00
J0702.D SCANS508.M Thu Jan 17 08:17:21 2002 Page 2
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Data File : C:\MSDCHEM\1\5973N\02JAN16\00702.D Vial: 2

Acg On : 16 Jan 2002 3:57 pm Operator:

Sample : 508scan Inst : Instrumen
Misc : January 16, 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
IR R E R R R R R RS EEREEEE R EE S A SRS RS EE SRS A EEEEEEEEEEEEEEES R RS A EER REREEEEE X R
Peak Number 1 2-Butenal, 3-methyl- $$ Cro... Concentration Rank 8

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

4.82 0.27 ug/L 99004 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Butenal, 3-methyl- $$ Crotonal... 84 CS5HS80O 000107-86-«8 70
2 2-Butenal, 3-methyl- (CAS) $$ 3-... 84 CS5H80O 000107-86-8 70
3 Furan, 2,3-dihydro-4-methyl- 84 CSHS8O 034314-83-5 53
4 Furan, 2,3-dihydro-4-methyl- (CA... 84 C5H80 034314-83-5 53

Abundance Scan 127 (4.824 min): 007020 (-) m/z 84.05 100.00%
84
59
5000 4
69 103 207 440 460 480 500 520
miz—> 20 30 40 SO 60 70 80 90 100 110120 130 140 150 160 170 180 190 200 210
Abundance #3222: 2-Butenal, 3-methyl- $$ Crotonaldehyde, 3-methyl- $...
84
55
5000 39 - l'"'IA"‘rl"""/I\"'A'l"'
27 440 460 480 500 520
m/z 55.10 61.96%
69
0.
m/z-> 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170 180 190 200 210
Abundance #3221: 2-Butenal, 3-methyl- (CAS) $$ 3-Methyl-2-butenal $$...
84
55
440 460 480 500 520
5000 39 m/z 83.00 52.70%
27
[l 69
o'l""l"’I'IH"![‘5"I""Il""l'l"l”"I"”l""I""1"”l”"|'"'I""I""I""l""l"“l'"
m/z-> 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170 180 190 200 210
Abundance #3350: Furan, 2,3-dihydro-4-methyl- R W
56 &4 440 460 480 500 520
m/z 41.10 47.07%
5000 41
27
69
ol .
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 150 160 170 180 190 200 210 440 460 480 500 520
J0702.D SCANS08.M Thu Jan 17 08:17:22 2002 Page 3
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Data File : C:\MSDCHEM\1\5973N\02JAN16\00702.D Vial: 2

Acq On : 16 Jan 2002 3:57 pm Operator:

Sample : 508scan Inst : Instrumen
Misc : January 16, 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

I E R S R PR R R R R R R R R AR R PR R R R A R R R R R R R R R R R R E R R E R R SRR R R E R E R R R SRR R LR LY XX
Peak Number 2 3-(CYCLOHEX-3’'-~EN-YL)PROPAN... Concentration Rank 2

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

5.89 4.46 ug/L 1637740 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3- (CYCLOHEX-~3'-EN-YL)PROPANOL $S$... 174 C8H1404 015745-87-6 33
2 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 000000-00-0 33
3 Silane, tetramethyl- 88 C4H12Si 000075-76~3 23
4 Silane, tetramethyl- (CAS) $$ Te... 88 C4H12Si 000075-76-3 9

[Abundanice Scan 7220(5.885min): 00702.0 () m/z 73.10 100.00%
3
- /L
43 UUHIVHUS, M-S E S r
560 580 6.00 620
55 87 103 - - - > S
Olrprrrrprerr et bt m/z 43.10 23.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
f\bundance #36138: 3—(CYCLOHEX; -EN-YL)PROPANOL $$ 2-Cyclohexene-1-p... AJL
5000 N L L L S AL
560 580 6.00 620
43 m/z 45.10 9.23%
7 || s | e 113 174
S R AN RN LA REALS RN RARAA ALY RARAS SN RARR LRSS SAMASAARAS SARRS
miz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #78238: Aceti; acid, 3-[1,3]dioxolan-2-ylpropy! ester
" '560 580 600 620
5000 m/z 41.10 8.87%
43
27 “L| 55 N 113 174
S R LA RN AR R AR ARRAA RARAY SR LA LAY LALAY LA CARRS SRS RARA O
m/z--> 10 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180
Abundance #4814 Silane, tetramethyl- R ERARE TR S e
7 560 580 600 620
m/z 71.10 6.36%
5000
45
15 | 53 88 N
eulvl'llluvnlvrnlr!nlv'r'r-?‘l-uruTlnlrlnlun SRR R AR R AR LA RS AR LA I I I 0 L AL
m/z-—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 560 580 6.00 620
J0702.D SCANS08.M Thu Jan 17 08:17:22 2002 Page 4
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Data File C:\MSDCHEM\1\5973N\02JAN16\00702.D
Acg On 16 Jan 2002 3:57 pm

Sample 508scan

Misc : January 16, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

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

Vial:
Operator:
Inst
Multiplr:

.\SCAN508.M (RTE Integrator)

2

Instrumen
1.00

IR R R R R R R R E PR E R EE RS RS E A S EE R R A A SR R R EE R R E R R R R AR R R SRR R R EE R R EE B Y B P R R R X 3
Peak Number 3 2-Propanone, 1,1,l-trichlor... Concentration Rank 7

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

6.00 0.30 ug/L 111019 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propanone, 1,1,l1-trichloro- (C... 160 C3H3Cl30 000918-00-3 74
2 2-Propanone, 1,1,1-trichloro- (C. 160 C3H3C130 000918-00-3 64
3 2-Propanone, 1,1,1-trichloro- $§. 160 C3H3C1l30 000918-00-3 64
4 2-Propanone, 1,1,1-trichloro- (C. 160 C3H3Cl30 000918-00-3 53

[Abundance Scan 230 (6.000 min): 00702.0 (-) m/z 43.10 100.00%
43
5000
125 560 580 600 620 640
61 83 97 117
) USSR N . NN -SSRSO & SN N m/z 125.00 8.45%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
IAbundance #59078: 2-Propanone, 1,1,1-trichloro- (CAS) $$ Trichloroac...
43
5000 - T T T
560 5.80 600 620 6.40
m/z 126.90 7.49%
o 35 49 61 qz 97 117 12§
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #59079: 2-Propanone, 1,1,1-trichloro- (CAS) $$ Trichloroac...
P
560 580 600 620 640
5000 m/z 97.00 6.43%
s | po s 9wl
S R I UL U LSS IS LIS LIS IR LS LS SRS SRR
mfz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #59081: 2-Propanone, 1,1,1-trichloro- $$ .alpha.,.alpha.,.... T e
43 560 580 600 620 640
m/z 47.00 5.94%
5000
15
| 3B | 49 85 o7 117 125
0 LI |’| ‘lllll‘lT’TTl'll"’lT' IIT' L3 Il'lrll"l [ITT‘||'|' ‘l—rllllll T TT T
m/z--> 10 30 40 50 60 70 80 g0 100 110 120 130 5.60 580 600 620 640

J0702.D SCANS508.M

NYC-WTC_000051903

Thu Jan 17 08:17:22 2002
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Data File C:\MSDCHEM\1\5973N\02JAN16\00702.D Vial: 2

Acg On 16 Jan 2002 3:57 pm Operator:

Sample 508scan Inst : Instrumen
Misc : January 16, 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

kkhkkhkhkkkhkkhkkhhkkhkhhkhkhkhkhhhkhkhkhhkhkkhkkhkhkhkkhhkhhkhkhkkhkhkhkhkhkkhkkkhkkhkkkhkhkkhkkkhkkhdkk

Quant Method

Peak Number 4 Ethanol, 2-butoxy- (CAS) $$... Concentration Rank 4

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

7.43 0.72 ug/L 263856 i,4-Dichlorobenzene-d4 9,71
Hit# of & Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-butoxy- (CAS) $$ 2-Bu... 118 C6H1402 000111-76-2 86
2 Ethanol, 2-butoxy- (CAS) $$ 2-Bu... 118 C6H1402 000111-76-2 83
3 Ethanol, 2-butoxy- $$ .beta.-But... 118 C6H1402 000111-76-2 83
4 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 78

[Abundance Scan 355 (7.427 min): 00702.D (-) m/z 57.10 100.00%
s7

5000 45 k

’ s 7 NN
1 SSSN TPL NONNY P SYO0 MTS R Lo m/z 45.10 36.55%
mfz--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #17833: Ethanol, 2-butoxy- (CAS) $$ 2-Butoxyethanol $% 2-n...
sl
5000 45 - T R T
700 720 740 760 . 780
87 m/z 41.10 32.14%
by I|| 6.3 75 1(.)0
01|l!l!IIIIﬁjflrl]lrvl|||vl|ir|l||ll|[-:||||||||:||v T :
mfz--> 20 30 40 50 60 70 80 80 100 110 120
Abundance #17824: Ethanol, 2-butoxy- (CAS) $$ 2-Butoxyethanol $$ 2-n...
57
700 720 740 760 780
5000 45 m/z 87.10  19.72%
27 87
. ka3 !, R 100 118
LSURURERI AR SR S SRR S SRR ALY SR SRR N N UL
iz—> 20 30 40 50 60 70 80 90 100 110 120
Abundance #17827: Ethanol, 2-butoxy- $$ .beta.-Butoxyethanoi $$ Buty... L L L W
&7 700 720 740 760 7.80
m/z 75.00 9.20%
5000 45
27 87
o 11 | I 118
UL T N T U T s L L L Jrrrry v T T T e e vy T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 700 720 740 760 .7.80

J0702.D SCAN508.M

NYC-WTC_000051904

Thu Jan 17 08:17:22 2002
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Déta File

Acqg On
Sample
Misc

Quant Method

Title
Library

PP U

16 Jan 2002
508scan

C:\MSDCHEM\1. .

January 16,
MS Integration Params:

N tA e rad A ASLLUAS AL ANA AN s e

C:\MSDCHEM\1\5973N\02JAN16\00702.D

3:57 pm

2002
LSCINT.P

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

kkdkkhkkhkkhkhkkhkhkhkhkhkkhkhhkhkhkhkhkkhkhkhkhkhhkkhkhkhkhkhkkhkhkhkhkhkhkkhkkhkhkkkhkhkhhkkhkhkhkhkkhkhkhkhhhkkkdhkkkhk

Peak Number

Vial: 2
Operator:
Inst : Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

5 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 6
EstConc Area Relative to ISTD R.T.
""""""" 0.33 ug/L 119298  1,4-Dichlorobenzene-da 9.71
5 Tentative 1D MW MolForm CAS# Qual

1 2-Propanol,
2 2-Propanol,
3 DIPROPYLENEGLYCOL METHYL ETHER $...
4 2-Propanol,

1-(2-methoxy-1-methy...
1,1’ -oxybis-

1,1’ -oxybis-

148 C7H1603
134 C6H1403
148 C7H1603
134 C6H1403

(CAS) $..

(CAS) S...

020324-32-7 64
000110-98-5 59
020324-32-7 45
000110-98-5 42

Abundance Scan 539 (9.527 min): 00702.D {-)
59
5000 ® 103
73
G (O . i
Gllllllll"'llllll TYrUTUT T lllllllllllv 'llllllll ll'llllllTvﬁl'
m/z--> 10 20 60 70 80 90 100 110 120 130
Abundance #43943 2 Propano| 132-methoxy-1 -methylethoxy)- $$ Dipro...
5
5000 -
45 73 103
31
o . | h 130
"IITTI|I||I lllllllll'llll]lll'[ llllllllllllllllll |l'llll|‘rlll
m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130
r\bundance #29204: 2-Propanol, 1,1'-oxybis- (CAS) $$ Dipropylene glyc...
9
5000 31 45
103
o..,.,..r.l A
e et e e e e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #43944: DIPROPYLENEGLYCOL METHYL ETHER $$ 2-Propanol, 1-(2...
59
103
5000
31
ol 115' —— I L | 1y R 130
lllI’Illlll[1l'l|ll'l|llll|llllll'l"l1llll|lll|l"'lllllll"rll
miz—-> 10 20 30 40 50 60 70 8 90 100 110 120 130

58.10 100.00%
9.40 9.60
m/z 45.10 51 40%
920 940 960 980
m/z 103.10 38.28%
S ,.N\T\./.\L.,
9.20 940 9.60 9.80
m/z 73.10 29.92%

Wy,

920 940 960

| T

m/z

albl

920 940 960

41.10 23 11%

J0702.D SCAN508.M

NYC-WTC_000051905

Thu Jan 17 08:17:23 2002
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Data File
Acg On
Sample
Misc

o se e

: January 16,

MS Integration Params:

Quant Method

Title
Library

C:\MSDCHEM\1\5973N\02JAN16\00702.D
16 Jan 2002
508scan

3:57 pm

2002

LSCINT.P

B i it Iy

Vial: 2
Operator:
Inst : Instrumen
Multiplr: 1.00

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

C:\DATABASE\WILEY7N.L
R R R X R R R T e S e e S i S e R i S e e

Peak Number 6 2-Propanol, 1-(2-methoxy-1-.. Concentration Rank 9

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

9.62 0.26 ug/L 96094 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 83
2 2-Propanol, 1,1’'-oxybis- (CAS) $... 134 C6H1403 000110-98-5 64
3 DIPROPYLENEGLYCOL METHYIL ETHER S. 148 C7H1603 020324-32-7 56
4 1-Propanol, 2-(2-hydroxypropoxy)... 134 C6H1403 000106-62-7 42

lAbundance Scan 547 (9.619 min): 00702.D (-) 59.10 100.00%
59
5000 45 103
73
3 920 940 960 980 10.00
O"'l"""'l'lll"ﬁ‘llllllll'lllll 'Illll|8=6l 'Ill[l’l‘ 'l‘l‘l‘l"‘y‘ m/z 45.05 43.63%
m/z--> 10 20 30 40 50 €0 70 80 90 100 110 120 130
lAbundance #43943: 2-Propanol, 1-(2-methoxy-1-methylethoxy)- $$ Dipro...
59
5000 - e L B e
45 73 103 920 940 960 980 10.00
31 1 m/z 103.10  38.67%
L I iy | 130
e R A UM L I UL LR LS AN ARSI RARES SA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #29204: 2-Propanol, 51,1‘-oxybisp (CAS) $% Dipropylene glyc... M
9
QNHQW 9& gw'mm
5000 31 45 m/z 73.05  24.36%
103
0 l ||| 4
HR LA IR AL LA AL B LR TR AL JLAL R ALY NLELAEL DAL AL DAL | rprrrrprTrTT
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #43944: DIPROPYLENEGLYCOL METHYL ETHER $$ 2-Propanol, 1-(2... e
S 920 940 960 980 1000
103 m/z 41.10 20.93%
5000
3
15 A4 . 130
m/z—> 1IO 2|0 3IO 410 5‘0 6l0 710 810 9|0 1(T)0 110 12|0 1:50 920 940 960 980 10.00

00702.D SCANS508.M

NYC-WTC_000051906

Thu Jan 17 08:17:23 2002
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Data File

Acg On
Sample
Misc

MS Integratlon Params:

Quant Method

Title
Library

—_——————— e tem e e etfe e = e e

C:\MSDCHEM\1\5973N\02JAN16\00702.D

16 Jan 2002 3:57 pm

508scan

January 16, 2002
LSCINT.P

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

Vial: 2
Operator:
Inst Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

khkkhkhkhkkhkhkkhkhkhkhkhkkhkhkhkhkhkhkkhkhkhkhkhhkhkhkhkhkhhhkhkkhkhkhkhkhhkkhkkkhkhkkhkhkhkkdbhkhkkhkhkhkhkhkhkhikhkhkhkkkk

Peak Number 7

2-Propanol, 1-(2-methoxypro...

Concentration Rank 5

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

9.82 0.40 ug/L 146304 1,4-Dichlorobenzene-d4 9.71
Hit# of &5 Tentative ID MW MolForm CAS#H Qual
1 2-Propanol, 1-(2-methoxypropoxy)... 148 C7H1603 013429-07-7 83
2 PROPYLENE GLYCOL TRIMER 3 174 CS9H1803 000000-00-0 72
3 TRIPROPYLENE GLYCOL 2 192 C9H2004 000000-00-0 56
4 TRIPROPYLENE GLYCOL 1 192 CO9H2004 000000-00=0 56

IAbundance o Scan 565 (9.824 min): 00702.D (-) m/z 659.10 100.00%
2]
5000
45 73 104 940 960 980 1000 1020

o.hq.“qwlq”w;unﬁ.uw?ﬁp.”“m.,”,wn.“”.wu.“”.“”., m/z 45.10 14.36%
miz--> 30 40 S50 60 70 80 90 100 110 120 130 140 150 160
Abundance #43942: ZéPropanol, 1-(2-methoxypropoxy)- $$ 1-(2-Methoxyp...

5
5000 -
940 960 9.80 10.00 10.20
m/z 73.10 9.66%
31 45 73
0-r--,I.‘:-v,”l.l..l..,'! FTTTTTT T 1:‘!)4:' -------- 1|301r1 TITY T
fz--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
IAbundance #78534: PROPYLENE GLYCOL TRIMER 3
59
9.40 960 9.80 10.00 10.20
5000 41 m/z 42.10 9.34%
103 -
0 Jo SANA 17130
n/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 f\ /\\
Abundance #102327: TRIPROPYLENE GLYCOL 2 et r,/.\. A /\ T
9 940 960 9.80 10.00 10.20
m/z 41.10 8.97%
5000
45 103
P E— T2 89 .17 130 161
L LR TTTT YT L T lllTI l"f[r IYII
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 940 960 980 10.00 10.20

J0702.D SCANS08.M

NYC-WTC_000051907

Thu Jan 17 08:17:23 2002
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~~~~~~ I e em e eonp e e eeep— e
Data File C:\MSDCHEM\1\5973N\02JAN16\00702.D
Acg On 16 Jan 2002 3:57 pm

Sample 508scan

Misc : January 16, 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

hkhkkkhkhkhkhkhkhkkhkhkkhkhkhkkhkhkhhkhkkhkhkhkkhhkhkhkhkhkhkhkkhkhkhkhhkhkhhkhhhkrbhkhkhkhbhkhkhdkhkhdhkhkhkhbrdhkdhdhkhkhithh

Peak Number 8

D-Limonene

Concentration Rank 3

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

10.10 1.23 ug/L 450461 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 D-Limonene 136 C1l0H16 005989-27-5 97
2 D-Limonene 136 C10H1e6 005989-27-5 97
3 dl-Limonene $$ Cyclohexene, 1l-me... 136 Cl0H16 000138-86-3 97
4 dl-Limonene $$ Cyclohexene, l-me... 136 Cl0H16 000138-86-3 97

[Abundance Scan 589 (10.098 min); 00702.D (-) m/z 68.10 100.00%
6B
93
5000
79
41 53 107 121 136 LN L B L B e o s
| l l Ll ss ” ‘ \ ' l 9.80 10.00 10.20 10.40
Y SN YPUORIY A X FPRNOOE N NN 1 O 1) MO SR PN P m/z 67.10 72.70%
m/z—-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #31979: D-Limonene
68
5000 o3 B B e R
9.80 10.00 10.20 10.40
Q,
53 79 107 121 136 m/z 93.10 72.22%
e et e e
m/z--> 30 40 50 60 70 80 S0 100 110 120 130 140
Abundance #31983: D-Limonene
68
L T o o !
93 9.80 10.00 10.20 10.40
5000 m/z 79.10 31.51%
53 ( 79 107 121 136
o | PR ) | l
A M B R B o pa e S S
mfz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #32003: di-Limonene $$ Cyclohexene, 1-methyl-4-(1-methylet... R B B e e e S
68 9.80 10.00 10.20 10.40
m/z 94.10 27.65%
93
5000
53 78 ' 107 121 136
. | TR R N N .
"lllll‘Tllll llll lllllll'l'l llll Il“'l r*l—rv—r lll]llllllllll[lIllerl
m/z-—-> 30 40 50 60 70 80 90 100 110 120 13 140 980 10.00 1020 1040

20702.D SCAN508.M

NYC-WTC_000051908

Thu Jan 17 08:17:23 2002
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it T

Data File :

Acg On : 16 Jan 2002 3:57 pm
Sample 508scan

Misc : January 16, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

C:\MSDCHEM\l\5973N\62JAN16\00702.D

A rad U N AR ANA AN

Vial: 2
Operator:
Inst Instrumen
Multiplr: 1.00

C:\MSDCHEM\1...\SCANS508.M (RTE Integrator)
508 scan method
C:\DATABASE\WILEY7N.L

hAkhkhkkhkkhkkhhkhkkhkhkkhhkhkkhkhhkkhkhkhkhhhkhhhkhhkkhkhhhhkhkhkhkhhkhkhhkhkhkhkkhhkhkhkhkhkkhhkhhkdkhhkhhdhix

Peak Number 9

2-CYANOCARBAZOLE $$ 9H-Carb...

Relative to ISTD

Concentration Rank 12

102670

R.T EstConc
22.28 0.16 ug/L
Hit# of 5

Phenanthrene-di1o0

MolForm

1
2
3

2-CYANOCARBAZOLE $$ 9H-Carbazole...
l-amino-2-methyl-4-isopropyl-thi...
1,4-Dimethyl-3,5-propanobicyclol.

4 N-perdeuteriobenzylideneaniline

C13H8N2
C5H13N4PS
C13H200
C13D11N

057955-18-7 64
107264-54-0 50
000000-00-0 47
000538-51-2 45

[Abundance Scan 1656 (22.280 min): 00702.D (-) m/z 192.10 100.00%
1?2
5000 /\
R Rm e : :
82 146 160 2200 2220 22.40 2260
42 70 118
0 vn-rlfrn"l'vxlv|=|ilv-v v|n|rrlv[17||||||: IARRE RRER} Il‘1"]"1':|l:ll rrvllnrv'l !Illll m/Z 191 10 17 27'6
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
lAbundance #103420: 2-CYANOCARBAZOLE $$ 9H-Carbazole-2-carbonitrile (CAS )
192
5000 - r'llllllllll;|111"rii
2200 2220 2240 2260
m/z 96.00 14.63%
96 164
‘ 138
O R B AN RS n s s s e e AR RS LEES o)
m/z—> 30 40 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #101918: 1-amino-2-methyl-4-isopropyi-thiotriazaphospholin...
159 192
I B A
2200 2220 2240 2260
5000 m/z 146.10 12.94%
144 77
0lVl‘llY!li'll!II!llllllllllfl"lTTllIIIllllilllllllrl'lllllllllllllllllllll’lll[lll]l !lllll
m/z-> 30 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 '/\ e
107 192 2200 2220 2240 2260
m/z 193.10 12.569%
159 .
93 119
5000
132 145
174
0|l"l“Illl"'l'l’[llllll'llll,ll|l'lllllllIIIIIIIIIIlllllll‘llllllllllTlI‘I‘IIIII lllll‘ ‘lllll!lllllllllll'llll
miz-> 30 40 50 60 70 80 920 100 110 120 130 140 150 160 170 180 190 200 2200 2220 2240 2260

J0702.D SCAN508.M

NYC-WTC_000051909

Thu Jan 17 08:17:24 2002
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B 4 N A was NS LALANA AN N

Data File C:\MSDCHEM\1\5973N\02JAN16\00702.D
Acq On 16 Jan 2002 3:57 pm

Sample 508scan

Misc January 16, 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)

khkhkhkkhkkhkhkkkhkhkhkhkkhkhkhkhkhkhkhkhkkhkhkkhkhkhkhkhhkkhkhkhkhkhhkhkhkhkhkkhkhhhhkhkhhkhkhkhhhkhkhhhhhhhkikhkhhkdkixsk

Peak Number 10 Anthracene-D10

Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
22.77 0.26 ug/L 164519 Phenanthrene-di10 22.65
Hit# of & Tentative ID MW MolForm CAS# Qual
1 Anthracene-D10 188 C14D10 000000-00~-0 87
2 DECADEUTERCOPHENANTHRENE S$$ Phena... 188 C14D10 001517-22-2 87
3 Anthracene-dl0- 188 C14D10 001719-06-8 80
4 Phenanthrene-dlo0 188 C14D10O 001517-22-2 56

Abundance Scan 1699 (22.771 min): 00702.D () m/z 188.10 100.00%
Wa
5000
I i 2% 2o 2350 720
66 158 . . . A .
ooz ol M | W7z aTT0 23103
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84498; Anthracene-D10
1?8
5000 e e :... T
2240 2260 2280 2300 23.20
80 o, m/z 189.10 17.70%
| ©
SRR AN AR NARAS RAAN RAARA RARAS RARAS LA SARAS KARAS LA et el
niz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10
188
22140 2260 2280 23.00 23.20
5000 m/z 184.10 14.23%
80
0‘l(l'll"l'rrl'lllslsllllll'llll !Illfl ‘ll|l'||lllllllllllTll ,ll1;?181ll'lllll]r!’1'l|;|ll
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
IAbundance #84502: Anthracene-d10- T e e
' 148 22140 2260 2280 23.00 23.20
m/z 80.05 13.47%
5000
80 94 160
0 ® 1 18mM
ARAREASE RRERANRARE KRR RARRARRARS RARSS! ”w””w”Wﬂ'v“w““w“" SAER IUMUMUVS AU
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 2240 2260 2280 2300 23.20

J0702.D SCANS508.M Thu Jan 17 08:17:24 2002

NYC-WTC_000051910
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Laeavialy otalclll Louipouniua xeporo

Data File

C:\MSDCHEM\1\5973N\02JAN16\00702.D
Acg On 16 Jan 2002 3:57 pm
Sample : 508scan
Misc January 16, 2002
MS Integration Params: LSCINT.P

Quant Method
Title
Library

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

Vvial: 2
Operator:
Inst Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

khkhkkkhkhhkkhkhkkkhhhkkhkhkhkhkikhkhkkhkkhkhkkhkhhkkhhhhkhkkhkhkkkkhkhhkhhkhkhkhkkhkkhkhkhhkkhkhkhhhkhhhkk

Peak Number 11 Decanedioic acid, bis(2-eth...

Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T
33.41 8.27 ug/L 4468420 Perylene-di2 34.42
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decanedioic acid, bis(2-ethylhex... 426 C26H5004 000122-62-3 94
2 Decanedioic acid, bis(2-ethylhex... 426 C26H5004 000122-62-3 72
3 Decanedioic acid, bis(2-ethylhex... 426 C26H5004 000122-62-3 47
4 1-[4-[3-(2-chloro-9H-thioxahthen... 442 C24H27CIN202S 000000-00-0 47
bundance Scan 2631 (33.412 min): 00702.D (-) m/z 185. 100.00%
185
5000
T T l_l_l_l T T 7T [_717
3300 3320 3340 33.60 33.80
ol 268 m/z  57.10 51.60%
m/z--> 40 60 80 100120 140160 180 200 220 240 260 280 300 320 340 360 380 400 420
r\bundance #345442; Decanedit;ic acid, bis(2-ethylhexyl) ester (CAS) $...
185
sooo] 57 -
112 33.00 3320 3340 33.60 33.80
m/z 71.10 36.29%
O'rrrprrripriey "'1' LA DAL S AL LA AL AL LA LA LA MASAL LA IARL AR e
mfz--> 40 60 80 100120140160180200220240260280300320340360380400420
Abundance #345443: Decanedioic acid, bis(2-ethylhexyl) ester $$ Seba...
1?5
33.00 33.20 33.40 33.60 33.80
5000 412 m/z  70.10 35.63%
71
297315
0 l T J T ll 11143 ;:§6l 2Icl>3 | T 268[ l l T I I408‘I126|
IR AR LIARAG AR R NN AR AR AR NAERERRER) LS LRRAERRAL |lll|llll llll]llllllTl'Illl' LIRS RS LAALE RRLRE LELEE
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420
Abundance #345444: Decanedioic acid, bis(2-ethylhexyl) ester {CAS) §... SR A T
1 33.00 3320 3340 3360 33.80
57 m/z 112. 32.46%
112
5000 k
426
0illl"l']’ll'l'|||'[Il'1l|lll'lll‘rrr"'|l!l"lllll"l"I'Illlll'lll'l‘ll]f”'Illl'lI”ll’rll‘ll‘l"ll"q |‘ll|l’l1l llr[T'll'll
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 3300 33.20 3340 33.60 .33.80
30702.D SCANS08.M Thu Jan 17 08:17:24 2002 Page 13
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B QlLy OTALUL wunipuuniu Ropout o

Data File C:\MSDCHEM\1\5973N\02JAN16\00702.D
Acg On 16 Jan 2002 3:57 pm

Sample 508scan

Misc January 16, 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...\SCANS508.M (RTE Integrator)

khkkkkhkkhkhkkhkkhkhkkhkhkkhkhkkkhkkhkhkkkkkhkhkhkhkhkkhkhkkhkhkhkkhkhkhkhkkkkkkhkhkkhkkhhkkhkhkhkhkkkk

Peak Number 12 Octadecane (CAS) $$ n-Octad.. Concentration Rank 11
R.T EstConc Area Relative to ISTD R.T.

34.12 0.21 ug/L 116079 Perylene-dl2 34.42

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane (CAS) $$ n-Octadecane... 254 C18H38 000593-45-3 72
2 Pentacosane $$ n-Pentacosane 352 C25H52 000629-99-2 64
3 Tridecane (CAS) $$ n-Tridecane $... 184 C13H28 000629-50-5 59
4 Nonacosane 408 C29H60 000630-03-5 59

ﬂWmmme , Scan 2693 (34.119 min): 00702.D (3 m/z 57.10 100.00%
5
85
5000
13 : S e By o
4p 185 207 3380 3400 34.20 3440
O et m/z 71.10 74.83%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #193184: Octadecane (CAS) $$ n-Octadecane $$ Octadecan
i
71
.
5000 v B LS B i e 2 e e
3380 3400 34.20 34.40
m/z 85.10 66.82%
I 254
Olllll T T Ilrl'l—l'lllllllll ITTTI LI TYTIT TV1T ll[ T]‘[ lllllll 'l\Y‘ll‘l‘lll!]
miz--> 40_60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #300501: Pentacosane $$% n-Pentacosane
57
33.80 34.00 34.20 3440
5000 85 m/z 43.10 57.68%
113
o b d L1 1 281206 352
IT'_'TI_II ]Il ‘l LR L LI Irll!llllllll' 1'1_T'1|’IIIITIIIIII ll’llllllllll||l|
mfz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #93375: Tridecane (CAS) $$ n-Tridecane $$ Tridecane, n- e e
57 3380 3400 3420 34.40
m/z 55.10 24 .25%
5000 85
113
s | LR s
Olil‘lTl‘lY [l'l’ll'l]‘l’1lllllfrlllII||IIIIIllllIIT_rlIllll[llllllllrlllll.l[ll’T‘lll[llll‘ I1'lllllllll llllll"l
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 33.80 34.00 34.20 3440

J0702.D SCANS508.M Thu Jan 17 08:17:24 2002

NYC-WTC_000051912
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B etV 4 B e Ly R PP Nt g — mismsian e g

Dperator ID: Date Acquired: 16 Jan 2002 3:57 pm

Jdata File: C:\MSDCHEM\1\5973N\02JAN16\00702.D

Nanie: 508scan

Misc: January 16, 2002

Vethod: 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-Butenal, 3-meth. 4.82 0.3 ug/L 99004 1 9.71 7337350 20.0
5.89 4.5 ug/L 1637740 1 9.71 7337350 20.0
6.00 0.3 ug/L 111019 1 9.71 7337350 20.0
7.43 0.7 ug/L 263856 1 9.71 7337350 20.0
9.53 0.3 ug/L 119298 1 9.71 7337350 20.0
9.62 0.3 ug/L 96094 1 9.71 7337350 20.0
9.82 0.4 ug/L 146304 1 9.71 7337350 20.0
10.10 1.2 ug/L 450461 1 9.71 7337350 -20.0
22.28 0.2 ug/L 102670 4 22.65 12843000 20.0
22.77 0.3 ug/L 164519 4 22.65 12843000 :20.0
33.41 8.3 ug/L 4468420 6 34.42 10802600 20.0
34.12 0.2 ug/L 116079 6 34.42 10802600 20.0
00702.D SCAN508.M Thu Jan 17 08:17:24 2002 ~ Page 15
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