NYC 9/11 Public Portal Document

User: Vinci, David L
Westchester Dept. of Labs & Research
Date: 01/17/2002 Time: 14:56:38

Sample: AE00470
Analysis: $GCMS GCMS Scan For Unknowns
Units: u

g
Started: 1/17/02 14:56 Ended: 1/17/02 14:56

Page: 1

Other unknown compounds

Analyst: DLV

Surr_2,4-DDD

5.0

NYC-WTC_000051697




NYC 9/11 Public Portal Document

Comments for Sample AE00470 - Analysis $GCMS

. Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 01-17-2002 Time: 15:05:31

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. The recoveries for 8 of the 43 compounds in the LCS Standard were
above their acceptance ranges.
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Data File : C:\MSDCHEM\1\5973N\02JAN15\00470.D Vial: 4

Acqg Cn : 15 Jan 2002 12:42 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 15, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Jan 15 15:51:49 2002 Quant Results File: SCAN508.RES
Quant Method : C:\MSDCHEM\1...\SCANS08.M (RTE Integrator)

Title : 508 scan method

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

Response via : Initial Calibration

DataAcqg Meth : SCAN508

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.72 152 1141364 20.00 ug/L 0.00
10) Naphthalene-ds 13.19 136 4854299 20.00 ug/L  -0.02
17) Acenaphthene-dl0 18.34 164 2566552 20.00 ug/L -0.01
29) Phenanthrene-d10 22.65 188 4241704 20.00 ug/L -0.02
38) Chrysene-dil2 30.50 240 3808659 20.00 ug/L -0.01
44) Perylene-dil2 34.42 264 2740294 20.00 ug/L 0.00
System Monitoring Compounds
37) 2,4-DDD 27.73 235 328864 4.90 ug/L 0.00
Spiked Amount 5.000 Recovery = 98.00%
Target Compounds _ Qvalue
2) n-Nitrosodimethylamine A 3.60 74 9478 0.19 ug/L # 13
20) Dimethylphthalate 18.34 163 407628 2.40 ug/L # 56
21) 2,6-Dinitrotoluene 18.34 165 326985 9.89 ug/L # 17
35) Di-n-butylphthalate 24 .85 149 48487 0.18 ug/L 94
41) Benzo(a)anthracene 30.49 228 9452 0.04 ug/L # 52
43) Chrysene 30.49 228 9452 0.04 ug/L # 49
48) Benzo(a)pyrene 34.42 252 9551 0.05 ug/L # 1
(#) = qualifier out of range (m) = manual integration
00470.D SCAN508.M Tue Jan 15 15:51:50 2002 Page 1
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Data File : C:\MSDCHEM\1\5973N\02JAN15\00470.D Vial: 4

Acg On : 15 Jan 2002 12:42 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 15, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Jan 15 15:51 2002 Quant Results File: SCAN508.RE

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

Title : 508 scan method

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

Response via : Initial Calibration
Abundance TiIC: 00470.D
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Data File : C:\MSDCHEM\1\5973N\02JAN15\00470.D Vial: 4

Acg On : 15 Jan 2002 12:42 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 15, 2002 Multiplr: 1.00
MS Integration Params: LSCINT.P

Method : C:\MSDCHEM\1\METHODS\METHODS\SCAN508.M (RTE Integrator)
Title : 508 scan wmethod

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 3.602 19 20 25 rBV3 27061 42732 0.38% 0.069%
2 4.630 103 110 119 rVB4 14079 38611 0.34% -0.063%
3 4.846 125 129 141 rVB4 17637 48009 0.42% 0.078%
4 5.006 141 143 151 rVB 43626 77600 0.69% 0.126%
5 5.714 201 205 209 rvv 27472 51308 0.45% 0.083%
6 5.885 217 220 243 rVB 572758 1223101 10.83% 1.989%
7 9.539 537 540 545 rBV3 21651 51034 0.45% 0.083%
8 9.630 545 548 551 rvv 25708 52690 0.47% 0.086%
9 9.710 551 6555 561 rvv 3217420 6493529 57.47% 10.561%
10 9.836 561 566 577 rVB 39922 113277 1.00% 0.184%
11 12.541 799 803 807 rvv 21705 33503 0.30% 0.054%

12 13.192 855 860 865 rBV 4924013 9336113 82.63% 15.184%
13 18.341 1305 1311 1315 rBV 5362737 10389698 91.96% 16.897%
14 22.280 1653 1656 1661 rBV2 43980 80076 0.71% 0.130%
15 22.645 1681 1688 1693 rBV 5003555 11298413 100.00% 18.375%

16 22.771 1695 1699 1713 rVB 65667 185472 1.64% 0

17 24.849 1877 1881 1887 rVB 40674 75274 0.67% 0

18 27.726 2129 2133 2139 rBV 911847 1585500 14.03% 2.579%
8
5

19 30.500 2369 2376 2381 rBV 4460616 11069057 97.97% 1
20 34.416 2713 2719 2737 rBV 3646545 9242965 81.81% 1

Sum of corrected areas: 61487962

00470.D SCAN508.M Wed Jan 16 08:13:50 2002 Page 1
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e R L LA A A et AL bR s g A

File : C:\MSDCHEM\1\5973N\02JAN15\00470.D

Operator :

Acquired : 15 Jan 2002 12:42 pm using AcgMethod SCANS508
Instrument : Instrumen

Sample Name: 508 scan

Misc Info : January 15, 2002

Vial- Number: 4
Quant File :SCANS508.RES (RTE Integrator)

bundance TIC: 00470.D
5000000 13.19
4000000
9.71
3000000
2000000
1000000 ¢ / g
/ / O\ 5.89 A - S
01380 s@@S1 57 4 1254 ||
I B e e B o o O B L L e T R
Time--> 4.00 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00
Abundance TiC: 00470.D
1834
5000000 2265
4000000
3000000
2000000
e ‘ 27!
1000000 - Pa //
22.281.77 24.85 A
. OY[llllllVlvlllll'lllllll"lll)"l'1_Tl|l|llll|'||ll[llll"ll
[Time--> 16.00 17.00 18.00 19.00 20.00 21.00 22.00 23.00 24.00 25.00 26.00 27.00
Abundance TIC: 00470.D
5000000
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40000
00 3442
3000000
2000000
1000000
. 0 | T T T ¥ I T T T T l T T Ll l T T T T r LB T T I T T T T I T JIL T I T T T T ] T ¥ T T ’ T T T T l T T T T l T T 15 1
Time--> 28.00 29.00 30.00 31.00 32.00 33.00 34.00 35.00 36.00 37.00 38.00 39.00
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Data File

C:\MSDCHEM\1\5973N\02JAN15\00470.D
Acg On 15 Jan 2002 12:42 pm
Sample 508 scan
Misc January 15, 2002
MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\SCAN508.M

Vial: 4
Operator:
Inst Instrumen
Multiplr: 1.00

(RTE Integrator)

Title : 508 scan method

Library C:\DATABASE\WILEY7N.L
IR R AR SRS EE S S L SR SRS R R AR SRR R REE LSRR R R R R R E SRR R R R SRR R R R R R R R R R RS X
Peak Number 1 2-Buten-1-ol, 3-methyl- Concentration Rank 10

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

4.63 0.12 ug/L 38611 1,4-Dichlorobenzene-d4 9.72
Hit# of & Tentative ID MW MolForm CAS# Qual
1 2-Buten-1-0l, 3-methyl- 86 CS5H100 000556-82-1 38
2 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 38
3 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 23
4 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 23
bundance Scan 110 (4.630 min): 00470.D (-) m/z 41.10 100.00%

4 57 7
5000 ﬁ ﬁ {F
53
101
420 440 460 480 500
Obrrprrrrprererres L aas LS o S DA m/z 71.10 98.39%
fz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #4074 2-Buten-1-ol, 3-methyl-
m
5000 39 53
420 440 460 480 500
27 , 86 m/z 88.00 91.47%
o""’"lr"r"ll[!'llII‘,T!]T1Il'lTl:r’T"l’m'lllll IIII I‘l]’IITTII1T1—EIIIT_('|TI'""F T FXT"T
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #16434: Butanoic acid, 2-methyl-, methy! ester $$ Butyric ...
g 88
420 440 460 480 500
5000 27 m/za 57.10 86.91%
101
69
OFrrprrerprtrrperrr e e ey L SRS A SR RSN AEAAN LALAE NARRY LR LARAS LAAASEN
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #16439: Butanoic acid, 2-methyl-, methyl ester (CAS) $$ Me...
57 8B 420 440 460 480 500
m/z 43.10 48.62%
5000 41
101
| =
O A AR RAAAA LS AARAN LA SARRE | 'L UNSADANRARRERARN AAARA ARARS BALLAARALN RARAD SARAS SAAN
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105110j 420 440 460 480 500
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Data File C:\MSDCHEM\1\5973N\02JAN15\00470.D
Acg On 15 Jan 2002 12:42 pm

Sample 508 scan

Misc : January 15, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

Vial: 4
Operator:
Inst Instrumen
Multiplr: 1.00

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

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

Peak Number 2

l1-methoxy-2-methylidenecycl. ..

Concentration Rank 8

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

4 .85 0.15 ug/L 48009 1,4-Dichlorobenzene-d4 9.72
Hit# of & Tentative ID MW MolForm CAS#H Qual
1 1-methoxy-2-methylidenecycloprop. 84 C5H80 019750-15-3 17
2 1-PROPENYL-AZIRIDINE 83 CS5HON 000000-00-0 16
3 2-Pentyn-1-o0l 84 C5HS80 006261-22-9 10
4 (Z)-1-Propenylaziridine $$ Aziri... 83 C5HSN 024461-38-9 7

Abundance Scan 129 (4.846 min): 00470.D (-) ) m/z 83.95 100.00%
8
41
55
5000 59
M
44 49 | 440 460 480 500 520
I O ] N AN I NN SO | m/z 41.10 59.01%
m/z-—-> 20 25 30 35 40 45 50 55 60 6 70 75 80 8 90
iAbundance #3302:; 1-methoxy-2-methylidenecyclopropane $$ Cyclopropane...
83
39 55
5000
45 69 440 460 480 500 520
\ 51 m/z 83.00 54 .76%
0"1]'[T1]¥'ll|llll IFIII'TTI! Trr !!!!I !lll' T lI'IlI, T Ill|l T
m/z--> 20 256 30 35 40 455055606570 75 80 85 90
Abundance #3059: 1-PROPENYL-AZIRIDINE
4 55 83
440 460 480 500 520
5000 m/z 55.10 54.075%
27
€8
| 80
S AR SRR AN RN RS SRS RARRS SRS RAARN SRS AR RAREN RAALN AR A
m/z-—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90
Abundance #3291: 2-Pentyn-1-ol
39 55 440 460 480 5.00 520
m/z 59.10 51.68%
83
5000 27
51
Tl g
G"'I""I""l""l‘!'l ‘Il’ﬁ!"' AN RS E AR RAR R AR R R REE
m/z--> 20 25 30 35 40 45 50 55 60 65 70 75 80 8 90 440 460 480 500 520
00470.D SCANS08.M Wed Jan 16 08:13:50 2002 Page 4

NYC-WTC_000051704



NYC 9/11 Public Portal Document

Data File C:\MSDCHEM\1\5973N\02JAN15\00470.D Vial: 4

Acg On 15 Jan 2002 12:42 pm Operator:

Sample 508 scan Inst Instrumen
Misc : January 15, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method
Title :
Library :

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

khkkhkhkhkhkhkhkhkhkhkhkhhkhkkhhkkhkkhkhkhkhkkhkkhkhhkhkhkkhkkhkkkhkhkkhkhkkhhdhkhkhkhkhhhkhkkhhkhkhkkhkdhkdkkiik

Peak Number 3 3-Buten-2-o0l, 2-methyl- Concentration Rank 4
R.T EstConc Area Relative to ISTD R.T
5.01 0.24 ug/L 77600 1l,4-Dichlorobenzene-d4 9.72
Hit# of &5 Tentative ID MW MolForm CAS#H Qual
1 3-Buten-2-o0l, 2-methyl- 86 C5H100 000115-18-4 86
2 Butenol, methyl- 86 C5H100 060766-00-9 86
3 3-Buten-2-o0l, 2-methyl- (CAS) $S. 86 C5H100 000115-18-4 72
4 3-Buten-2-0l, 2-methyl- $$ .alph.. 86 CSH100 000115-18-4 72
[Abundance Scan 143 (5.006 min): 00470.D (-) m/z 71.10 100.00%
5000
55 59 f
39
l 51([ l 86 460 480 500 520 540
O'l'l]‘j"l"‘j‘rll'lllll!ll"lll'll%ll‘ lllls'l’_"ll!_l—l 'I]—ﬁ"l‘ 7_7_]' TTT'_‘I 1rTml m/z 43.10 83.98%
Iniz-> 65 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #4083: 3-Buten-2-ol, 2-methyl- .
7
43
5000
59 460 480 500 520 540
27 3 m/z 41.10 61.48%
37 I 1 5|3 | 1 86
0 AR AR RARRARRREY R LARAN LAREN LA ""I""I""l""l"" LR BREREE AN RSN L
iz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #4093: Butenol, methyl-
43 7h
460 480 500 520 540
5000 59 m/z 59.10 39.49%
27 .
15
31 53
L 67, 1, 86
Y s R RN REAA RARE RARSA SARS RARANRALS NAARE LAASN RAAS) REASH SARMN RARAN RARKAREARNRARSE
Infz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #4081: 3-Buten-2-ol, 2-methyl- (CAS) $$ 2-Methyl-3-buten-2...
Gt 460 480 500 520 540
m/z 69.10 33.43%
43
5000
59
27 3 53 67
o ‘ 1 ‘J;l 1 86
LA AN RS ARARSAARA) NS RARAN RARY AAALS RARAS RALANRASA) REAAN LARSHRAARN SARANARARA ANSAY A SEEDE VAL DEARY SRR B
m/z—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 460 480 500 520 540
10470.D SCANS508.M Wed Jan 16 08:13:51 2002 Page 5
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Data File C:\MSDCHEM\1\5973N\02JAN15\00470.D
Acg On 15 Jan 2002 12:42 pm

Sample 508 scan

Misc : January 15, 2002

MS Integration Params: LSCINT.P

Quant Method C:\MSDCHEM\1.

Vial: 4

Operator:
Inst
Multiplr:

.\SCAN508.M (RTE Integrator)

Instrumen
1.00

Title 508 scan method
Library C:\DATABASE\WILEY7N.L
*********************************************************************
Peak Number 4 3-Buten-2-o0l, 2-methyl- Concentration Rank 6
R.T EstConc Area Relative to ISTD R.T
5.71 0.16 ug/L 51308 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 3-Buten-2-0l, 2-methyl- 86 CL5H100 000115-18-4 59
2 3-Penten-2-o0l (CAS) $$ 2-PENTEN-. 86 C5H100 001569-50-2 45
3 3-Penten-2-ol 86 C5H100 001569-50-2 42
4 3-Buten-2-0l, 2-methyl- 86 CS5H100 000115-18-4 42
IAbundance Scan 205 (5.714 min): 00470.D (-) m/z 71.10 100.00%
43 7h
5000
39
| ' 51 84 540 560 5.80
O‘l'l] T"r]"l'[l ll|ll'l, ll]ll" T T 'llll1'l|"l' TTTT '_‘_rll[l’lllf‘lY]lv—l_'I‘[llllllvlllr m/z 43'10 87 87
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
iAbundance #4085: 3-Buten-2-ol, 2-methyl-
7H
43
SOOO "'[lrll%,le’rllll
59 540 560 580
27 44 o m/z 41.10 0 23%
I 67, 86
R R AAn) SRS SARSA KARAA NARRA RARRA NAARA RAARERARSN R NAAA) RERMA AARAN ARRMA RANRARARLS!
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #4043: 3-Penten-2-ol (CAS) $$ 2-PENTEN-4-OL $$7Methyl prop...
43 1
'Vllll'l'lll[ llr"ll'
540 560 5.80
5000 27 m/z  69.00 46 18%
15 53
31 58
o | | 35 & i
AR RRREN SRR UL RN NS SARESE ML RRARS SRR ML RRAE LAMSE ARARE RARAA SARRN LARRN AERRS
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #4042: 3-Penten-2-ol e e e R
3 7h 540 560 580 6.
m/z 39.10 36.06%
5000 j\
27 53 86
o | 37 $ e |
LA ARAAN SAR AR RARLA RARAN RARRS RALAN RARRS RARRY LR RRARS RAALS ARAAS LARARARARN SEARERARRS B R S AR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 540 560 580 6.00
20470.D SCANS508.M Wed Jan 16 08:13:51 2002 Page 6
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Data File C:\MSDCHEM\1\5973N\02JAN15\00470.D
Acg On 15 Jan 2002 12:42 pm

Sample 508 scan

Misc : January 15, 2002

MS Integration Params: LSCINT.P

Quant Method

C:\MSDCHEM\1.

Vial: 4
Operator:
Inst : Instrumen
Multiplr: 1.00

.\SCAN508.M (RTE Integrator)

khkhkkAhkhkhkhkhkdhbhkdhkhkhdhkhkhrbhkhkhkhkhhbhbkhkhbhbhhkhhkhhkhkhkhkhdhkhkhhkhkhhhkhkhkkkhkhkkhkhkhkdhhkhhkdhdkkkki
Concentration Rank 1

Relative to ISTD

Title 508 scan method
Library C:\DATABASE\WILEY7N.L
Peak Number 5 Silane, tetramethyl-
R.T EstConc Area
5.89 3.77 ug/L 1223100
Hit# of 5 Tentative ID

1,4-Dichlorobenzene-d4

MW MolForm

1 Silane,
2 Acetic acid,
3 3-(CYCLOHEX-3'

tetramethyl -
3-[1,3]dioxolan-2-y...
-EN-YL) PROPANOL $S§...

88 C4H12Si
174 C8H1404
174 C8H1404

000075-76-3 38
000000-00-0 33
015745-87-6 33

4 Butane, 2-methoxy-2-methyl- $$ E... 102 C6H140 000994-05-8 28
Abundance Scan 220 (5.885 min); 00470.D {-) m/z 73.10 100.00%
78
43 =TT LI ¢ IT[ Trr LERLS
560 580 mm 620
5 87
0 2 103 m/z 43.10 25.26%
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #4814: Silane, tetramethyl-
78
5000
560 580 6.00 620
45 m/z 45.10 9.67%
0 15 53 88
m/z-—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #78238: Acetic acid, 3-{1,3]dioxolan-2-yipropyl ester
73
L e e e i e
5.60 5&) 6.00 6.20
5000 m/z 41.10 9.32%
43
27 || 55 \ 87 113 174
Ol et e s e o T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #36138: 3-(CYCLOHEX-3-EN-YL)PROPANOL §$$ 2-Cyclohexene-1-p... — r. AN S Emme
B 560 580 600 620
m/z 71.10 6.80%
5000
43
27 Al 55 . 87 113 174 /\
0 I‘IIVITVT'YIIlllIII’II'I’IIIIIIIIIII']"TIllll' llllll 1‘[Tlll l|l|ll'lY Y ll'llIlllIllllll'lllllll
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 560 580 6.00
00470.D SCANS08.M Wed Jan 16 08:13:51 2002 Page 7
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Data File

Acg On 15 Jan 2002 12:42 pm
Sample 508 scan

Misc : January 15, 2002

MS Integration Params: LSCINT.P
Quant Method C:\MSDCHEM\1.

Title
Library

5

C:

08 scan method
\DATABASE\WILEY7N.L

C:\MSDCHEM\1\5973N\02JAN15\00470.D

Vial: 4
Operator:
Inst Instrumen
Multiplr: 1.00

..\SCAN508.M (RTE Integrator)

hkhkhhkhhkhkkkhkkhhkhkhkhkkhhkhhkhhkhkhkhkhkhhhhhhhhhhhkhkhkhhkhkkhkkhhkhkhkhkhkhkkkhkkhhhkhkhkhkhkhkkhkkkhk

Peak Number 6

2-Propanol,

1-(2-methoxy-1-.

Relative to ISTD

Concentration Rank 7

R.T EstConc Area
9.54 0.16 ug/L 51034
Hit# of &5 Tentative ID

1,4-Dichlorobenzene-d4

MW MolForm

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

1 2-Propanol,
2 2-Pentanone,

5-methoxy-

3 DIPROPYLENEGLYCOL METHYL ETHER §.

148 C7H1603
116 CeH1202
148 C7H1603

020324-32-7 83
017429-04-8 9
020324-32-7 9

4 2-Propanol, 1,1’-oxybis- (CAS) $... 134 C6H1403 000110-98-5 ©
IAbundance Scan 540 (9.539 min): 00470.D (-) m/z 59.10 100.00%
59
5000 45 103
73
e o o AR & S
| 4 920 940 960 980
| A S | RSN .« AN [ —— m/z 45.10  45.309%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #43943: 2-Propanol, 1-9(2—methoxy-1 -methylethoxy)- $$ Dipro...
5
5000
45 73 103 920 940 960 980
31 m/z 103.10 38.35%
1 ] | 130
L A L o o o T L NN L4 S
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
IAbundance #16619: 2-Pentanone, 5-methoxy-
43 5
9.20 9m 960 9.80
5000 m/Z 73.10 27.98%
69
| . . 84 101 116
e e e S o B R R S
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #43944: DIPROPYLENEGLYCOL METHYL ETHER $$ 2-Propandl, 1-(2... SRNNENISRSIN B8 AR e N S
s 920 040 960 980
103 m/z 41.10 19.99%
5000
45 73
31
1|5 ll 1 130 A
O"rr!lr|llvrlvvvvllllrllrvr van?vrrlrv|i|v--ulnnun|1r:r|»n-|[lvv—ﬁ LN LI S I A e ¢ ll'!‘ll"l
m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 920 940 960 980
00470.D SCANS508.M Wed Jan 16 08:13:51 2002 Page 8
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Data File
Acqg On
Sample
Misc

.

C:\MSDCHEM\1\5973N\02JAN15\00470.D

15 Jan 2002 12:42 pm
508 scan
January 15, 2002

MS Integration Params: LSCINT.P

Vial: 4

Operator:

Inst

Multiplr; 1

Instrumen
.00

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

Title 508 scan method

Library C:\DATABASE\WILEY7N.L
khkkhkkhkhkhkkhkhkhkhhkhkdhkhkhkhkhkkhkhkhkhkhhhkhhhkhkhhhkhhkhkhhkhkhkhkhkhhhkhkhkhhhhhhkhhhkrhhkhhhhkhxdkkkk
Peak Number 7 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 5

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

9.63 0.16 ug/L 52690 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 2-Propanol, 1-(2-methoxy-1l-methy... 148 C7H1603 020324-32-7 83
2 DIPROPYLENEGLYCOL METHYL ETHER $... 148 C7H1603 020324-32-7 74
3 2-Propanol, 1,1’-oxybis- (CAS) $... 134 C6H1403 000110-~-98-5 72
4 2- (Methoxyethoxy)ethyl 2-[(2'-... 236 C11H2405 000000-00-0 40
undance Scan54g(9.630min):00470.D =) m/z 59.05 100.00%

5
5000 45
73 103
“ 920 940 960 980 10.00
) S | | m/z 45.10 42.599
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #43943: 2-Propanol, ‘13 -(2-methoxy-1-methylethoxy)- $$ Dipro...
2]
5000
45 73 103 920 940 960 9.80 10.00
31 m/z 73.10 33.52%
0 ) J, | 130
MU N SUMALN IUR A IR SIS TR UL U S N L S B AL B
mjz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130
IAbundance #43344: DIPROPYLENEGIéYCOL METHYL ETHER $$ 2-Propanol, 1-(2...
103 -
920 940 960 980 10.00
5000 m/z 103.05 31.73%
45 73
31
15 . A ) 130
VNI NI I AL SUR L SO SULILY UL UL A IR SRS IR
n/z--> 1020 30 40 50 60 70 80 90 100 110 120 130 /\
Abundance #29204: 2-Propanol, 1,1"-oxybis- (CAS) $$ Dipropylene glyc... e ook I G M N VENES S
59 920 940 960 980 10.00
m/z 41.10 19.43%
31
5000 45
103
0 o LI ! _
AL SURAML SULILA SURR LS SR LI I IV UL I I Ty
m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 920 940 960 9.80 1000

10470.D SCAN508.M
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Data File : C:\MSDCHEM\1\5973N\02JAN15\00470.D Vial: 4

Acg On : 15 Jan 2002 12:42 pm Operator:

Sample : 508 scan Inst : Instrumen
Misc : January 15, 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
hkhkAkhkkhkhkkhkhkhkhkhkhkhkhkhkhkhkhkhkhhkhkhhkhhkhkhkhkhkhkhkhkhkhhkhkrdhkhkhkrhkhhkhkddhkrhkhkhkhkhkhkhhkhkhbhkhihhkhihkk
Peak Number 8 2-Propanol, 1-(2-methoxypro... Concentration Rank 2

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

9.84 0.35 ug/L 113277 1,4-Dichlorobenzene-d4 9.72
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 2-Propanocl, 1-(2-methoxypropoxy)... 148 C7H1603 013429-07-7 83
2 2-Propanol, 1,1’-{[(l1-methyl-1,2-... 192 C9H2004 001638-16-0 72
3 TRIPROPYLENE GLYCOL 2 192 CO9H2004 000000-00-0 72
4 PROPYLENE GLYCOL TRIMER 3 174 C9H1803 '000000-00~0 64

[Abundance o Scan 566 (9.836 min): 00470.D (-) m/z 59.10 100.00%
5
5000
415 73 104 940 960 980 1000 10.20
o) S 1} S| N R — S —— N — m/z 45.10 14.05%
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
IAbundance #43942: 2-Propanol, 1-(2-methoxypropoxy)- $$ 1-(2-Methoxyp...
50
5000
940 960 980 10.00 10.20
m/z 73.10 9.69%
31 45 73 104
O l “¢ Wl — ._[’ T 1 130 . —
AR RN RN RAARN RAARARAR SEPARSS DA SARMIRASE N T
miz—> 20 30 40 5 60 70 80 90 100 110 120 130 140 150 160
Abundance #102318: 2-Propanol, 1,1-{(1-methyl-1,2-ethanediyl)bis(ox...
58
940 960 9.80 10.00-10.20
5000 m/z 43.10 9.20%
103
i } IIJ ll: 73 J_L 117
OV"’"I”' AU AR AR RSN SRS SRASE BAASS SAARE SARSE SRS UARRS!
miz--> 20 30 60 70 80 90 100 110 120 130 140 150 160
Abundance #102327: TRIPROPYLENE GLYCOL 2
59 9.40 960 9.80 10.00 10.20
m/z 41.10 7.65%
5000
45 103
0 | Joo72 89 L 117 130 161
UM SR AR AN RS UL RARSS RARSE RARSS SARAN SAALE BARSE RARRS SARRY
mfz--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 940 960 9.80 10.00 10.20
'0470.D SCAN508.M Wed Jan 16 08:13:52 2002 Page 10
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Data File C:\MSDCHEM\1\5973N\02JAN15\00470.D Vial: 4

Acg On 15 Jan 2002 12:42 pm Operator:

Sample 508 scan Inst : Instrumen
Misc : January 15, 2002 Multiplr: 1.00

MS Integratlon Params: LSCINT.P

: C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)
Title : 508 gscan method
Library C:\DATABASE\WILEY7N.L
IR E P E RS E R T RS E R EAEEEEEEEEEEEEE SR LSS EEREEEEEE L EEEE R TEEE XX EZERE XL TR R TR LT

Peak Number 9 N-perdeuteriobenzylideneani.. Concentration Rank 9

Quant Method

R.T EstConc Area Relative to ISTD R.T.
22.28 0.14 ug/L 80076 Phenanthrene-d10 22.65
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 N-perdeuteriobenzylideneaniline 192 C13D11N
2 Phenanthrene, 9-methyl- $$ 9-Met... 192 C15H12
3 fluorene-9-spiro-cyclopropane 192 C15H12
4 1,2-DI(3-THIENYL)ETHENE 192 C10H8SG2

000538-51-2 64
000883-20-5 59
000000-00-0 53
013640-84-1 53

bundance Scan 1656 (22.280 min): 00470.D (-) < m/z 192.10 100.00%
192
5000
a4 0 82 % 146 460 I 2200 2220 2240 2260
O T MANNMURRt MR IS MM B SPISSNNNS—— | - m/z 193.10 15.20%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
IAbundance #88409: N-perdeuteriobenzylideneaniline ?
192
5000 82 SN N B M
2200 2220 2240 22.60
54 110 m/z 191.10 14.70%
30 914( 160 |“
Ot e e e R e e e e e e
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #103936: Phenanthrene, 9-methyl- $$ 9-Methylphenanthrene
192
e
22.00 2220 2240 2260
5000 m/z 146.10 12.98%
96
88 139 152 1?5 176
Ofrrrrprrrepre e e e e et e e
m/iz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #103959: fluorene-9-spiro-cyclopropane T AN e
1‘%2 2200 2220 2240 2260
m/z 96.00 12.70%
165
5000
g7 9% 139 452
o]
Ln/z—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 22,00 2220 2240 22.60

J0470.D SCAN508.M Wed Jan 16 08:13:52 2002
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Data File
Acg On :
Sample
Misc

MS Integration Params:

Quant Method

Title
Library

508 scan method
C:\DATABASE\WILEY7N.L

C:\MSDCHEM\1\5973N\02JAN15\00470.D Vial: 4
15 Jan 2002 12:42 pm Operator:
508 scan Inst : Instrumen
January 15, 2002 Multiplr: 1.00
LSCINT.P
: C:\MSDCHEM\1...\SCAN508.M (RTE Integrator)

*hkkhkdhhkhkhkrhhkhkhkkhkhkhkkhkhkhkhkhkkhkhkkhkhkhkkhkhkhkhkkhkhkhkhhhkhkhhhkhkhhkhkkhkhkhkhkkhkhkhkhkkhhkhhkhkkhkkkkkhkk
Peak Number 10 Anthracene-dl0- Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T
22.77 0.33 ug/L 185472 Phenanthrene-dl0 22.65
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene-dl0- 188 C14D10 001719-06-8 90
2 Anthracene-D10 188 C14D10 000000-00-0 90
3 DECADEUTEROPHENANTHRENE $$ Phena.. 188 C14D10 001517-22-2 87
4 Phenanthrene-410 188 C14D10 001517-22-2 64
[Abundance Scan 1699 (22.771 min); 00470.D (9 i m/z 188.10 100.00%
1
5000
80 94 200 LI L S B N B S S ML N
49 66 | BZ 158 1%‘ 2uomm2%onm2no
Ol rerre bbb et Herrrrere ol e | | T/ Z 189,10  20.27%
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
IAbundance #84502: Anthracene-d10-
188
5000 A
2uonm2momm2no
m/z 94.10 17.54%
e °0 160
5 a AL |
e"'l""l""l””l""l"' LAREARARE RARRY AR RRARNRARAA ARRRE BEARRE RAARE LLRRE LR
mfz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84498: Anthracene-D10
188
2240 2260 2280 23.00 23.20
5000 m/z 80.10 14.91%
80 g4
0'"l""I""l'”'l""l""l""I""I""l""l""I”"l"!!}""’fl"" AR
miz--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10 T T
188 2240 2260 2280 23.00 23.20
m/z 187.10 13.05%
5000
80 94
0"'1""1'"'|"6T'6'(”"|""I!!ﬁ-"ll-'--l'-r'x" "'|"1‘?!8""| "'('!”l T T VUMW
m/z--> 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 2240 2260 2280 2300 23.20

00470.D SCANS508.M Wed Jan 16 08:13:52 2002
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Operator 1D: Date Acquired: 15 Jan 2002 12:42 pm

Data File: C:\MSDCHEM\1\5973N\02JAN15\00470.D

Name: 508 scan

Misc: January 15, 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-Buten-1-ol, 4.63 0.1 ug/L 38611 1 9.72 64953530 20.0
1-met 4 .85 0.1 ug/L 48009 1 9.72 6493530 .20.0
3-Bute 5.01 0.2 ug/L 77600 1 9.72 6493530 20.0
3-Buten- , 2-m. .. 5.71 0.2 ug/L 51308 1 9.72 6493530 '20.0
Silane, ramethyl - 5.89 3.8 ug/L 1223100 1 9.72 6493530 20.0
2-Propa 1-(2-... 9.54 0.2 ug/L 51034 1 9.72 6493530 20.0
2-Pro -(2- 9.63 0.2 ug/L 52690 1 9.72 6493530 20.0
2-Pr (2- 9.84 0.3 ug/L 113277 1 9.72 6493530 20.0
N-pérdeuteriobygnz... 22.28 0.1 ug/L 80076 4 22.65 11298400 20.0
Avfthracene-dl0- 22.77 0.3 ug/L 185472 4 22.65 11298400 20.0
00470.D SCANS508.M Wed Jan 16 08:13:52 2002 Page 13
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