NYC 9/11 Public Portal Document

User: Baglioni, Walter
Westchester Dept. of Labs & Research
Date: 02/25/2002 Time: 08:46:14

Sample: AE00842
Analysis: $B1GCMS Blank for GCMS Scan
Units: ug
Started: 2/7/02 08:45 Ended: 2/25/02 08:45
Result source: manual entry
Page: 1

ﬁma U

n-Nitrosodimethylamine

Analyst: WB

<
{bis(2-Chloroethyliether < MDL
1,3-Dichlorobenzene < MDL 2.0
1,4-Dichlorobenzene < MDL 2.0
1,2-Dichlorobenzene < MDL 2.0
2,2'-oxybis{1-Chloropropane}) < MDL 2.0
n-Nitrosodi-n-propylamine < MDL 2.0
Hexachloroethane < MDL 2.0
Nitrobenzene < MDL 2.0
sophorone < MDL 2.0 -
bis{Z-Chloroethoxy)methane < MDL 2.0
1.2,4-Trichlorobenzene < MDL 2.0
Naphthalene < MDL 2.0
Hexachlorobutadiene < MDL 2.0
2~Chioronéphthalene < MDL 2.0
Dirmethylphthalate < MDL 20
6-Dinitrotoluene < MDL 2.0
Acénaphthylene < MDL 2.0
Acenaphthene < MDL 2.0
2,4-Dinitrotoluene < MDL 2.0
_ Diethylphthatate < MDL 2.0
~_ 4-Chlorophenyiphenylether < MDL 2.0
Fluorene < MDL 2.0
4 Azobenzene/1,2-Diphenylhydra < MDL 2.0
-Nitrosodiphenylamine < MDL 2.0
< MDL 2.0
< MDL 2.0
< MDL 2.0
< MDL 2.0
< MDL 2.0
< MDL 2.0
< MDL 2.0
| Butyibenzylphthalate < MDL 2.0
Benzofa)anthracene < MDL 2.0
is{2-Ethylhexyl}lphthalate < MDL 2.0
hrysene < MDL 2.0
|Di-n-octylphthalate < MDL 2.0
Benzo(b)fl{;branthene < MDL 2.0
| Benzotk)fluoranthene < MDL 2.0
L‘Benzo(a)pyrenéﬁ“ < MDL 2.0
ndeno{1,2,3-cdlpyrene < MDL 2.0
1Dibenzta, hjanthracene < MDL 2.0
Aéénzo(g,h,i)peryiene < MDL 2.0
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Data File C:\MSDCHEM\1\5973N\02FEB07\0111BA.D Vial:
Pcg On 7 Feb 2002 11:02 am Operator:
Sample lab blank 1/11a Inst
Misc February 7, 2002 Multiplr:
MS Integration Params: SPLIT.P

Quant Time: Feb 20 15:37:58 2002
C:\MSDCHEM\1...\HP020702
508 scan method
Wed Feb 20 11:48:57 2002
Initial Calibration

Quant Method
Title

Last Update
Response via

Quant Results File:

.M (RTE Integrator)

Response

1

Instrumen
1.00

HP020702.RES

Conc Units Dev(Min)

DataAcqg Meth SCAN508
Internal Standarxds R.T.
1) 1,4-Dichlorocbenzene-d4 9.71
10) Naphthalene-ds8 13.19
17) Acenaphthene-dlo 18.34
29) Phenanthrene-dl0 22.63
38) Chrysene-dil2 30.49
44) Perylene-dl2 34 .42
System Monitoring Compounds
37) 2,4-DDD 27.73
Spiked Amount 5.000
Target Compounds
20) Dimethylphthalate 18.34
21) 2,6-Dinitrotoluene 18.34
42) Bis(2-ethylhexyl)phthalate 31.11

235

163
165
149

1225248
5047184
2633029
4523900
3963083
2700638

399054
Recovery

418813
336349
76207

.62
.12
.46

(#) =
0111BA.D HP020702.M

qualifier out of range (m) =

NYC-WTC_000052234

manual integration
Wed Feb 20 15:38:11 2002

ug/L 0.00
ug/L -0.01
ug/L 0.00
ug/L -0.01
ug/L -0.03
ug/L -0.03
ug/L 0.00
107.20%
Qvalue
ug/L # 57
ug/L # 27
ug/L 98
Page 1
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Data File : C:\MSDCHEM\1\5973N\02FEB07\0111BA.D Vial: 1

Acg On 7 Feb 2002 11:02 am Operator:

Sample lab blank 1/11a Inst : Instrumen
Misc : February 7, 2002 Multiplr: 1.00

MS Integration Params: SPLIT.P

Quant Time: Feb 20 15:37 2002 Quant Results File: HP020702.R

-
-

Method : C:\MSDCHEM\1\METHODS\METHODS\HP020702.M (RTE Integrator)
Title - : 508 scan method

Last Update : Wed Feb 20 11:48:57 2002

Response via : Initial Calibration

Abundance TIC: 0111BA.D
6500000

6000000

5500000

Naphthalene-d8,i

£ et} hatelt0,|
Phenanthrene-d10,1
Chrysene-d12,)

5000000

4500000

4000000

1.4-Dichlorobenzene-d4,|

Perylene-d12,}

3500000

3000000

2500000

1500000

2,4-DDD.S

1000000

500000

Bis(2-ethylhexyl)phthalate

i L A

\
4] NSNS \SNP SANNINIUS MHSUINIOUE PSRN SSUS-——. - MMDUNNSSNINE HNMESUN LN S . :

Time-> 400 6.00 8.00 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

0111BA.D HP020702.M Wed Feb 20 15:38:12 2002 Page 2
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Data File C:\MSDCHEM\1\5973N\02FEB0O7\0111BA.D Vial: 1

Acg On 7 Feb 2002 11:02 am Operator:

Sample lab blank 1/11a Inst : Instrumen
Misc February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Method C:\MSDCHEM\ 1\METHODS\METHODS\HP020702.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 3.602 17 20 25 rVB 27872 42725 0.36% 0.068%
2 5.920 221 223 233 rBV 91200 239843 2.02% 0.380%
3 6.068 233 236 245 rVB2 16139 52732 0.44% 0.084%
4 7.153 327 331 333 rBV2 13119 32899 0.28% 0.052%
5 9.710 551 555 563 rVB 3516333 6898790 58.10% 10.928%
6 9.858 565 568 585 rvB2 11815 48225 0.41% 0.076%
7 11.091 671 676 683 rBV2 13795 34554 0.29% 0.055%
8 11.651 721 725 731 rVB3 15193 30624 0.26% 0.049%
9 13.192 855 860 865 rBV 5137449 9616362 80.99% 15.233%
10 13.420 875 880 885 rVB2 25426 62052 0.52% 0.098%
11 14.334 965 960 975 rVBS 10919 49541 0.42% 0.078%
12 18.341 1305 1311 1315 rBV 5197379 10547795 88.83% 16.709%
13 22.280 1651 1656 1661 rBV2 40979 79333 0.67% 0.126%
14 22.634 1681 1687 1693 rBV2 5460763 11874172 100.00% 18.810%
15 22.771 1697 1699 1717 xrVB 77308 259770 2.19% 0.411%
16 26.835 2047 2055 2071 rvv 10194 52323 0.44% 0.083%
17 27.726 2127 2133 2139 rBV 1108857 1947680 16.40% 3.085%
18 30.489 2369 2375 2409 rBV2 4924891 11745605 98.92% 18.606%
19 31.105 2421 2429 2441 rBV2 62226 238915 2.01% 0.378%
20 34.416 2713 2719 2747 rBV 3290191 9273651 78.10% 14.690%
Sum of corrected areas: 63127591

Thu Feb 21 09:58:22 2002 Page 1

0111BA.D HP020702.M
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File : C:\MSDCHEM\1\5973N\02FEB07\0111BA.D

Operator :

Acquired : 7 Feb 2002 11:02 am using AcgMethod SCAN508
Instrument : Instrumen

Sample Name:
Misc Info :
Vial Number:
Quant File

lab blank 1/11a

February 7, 2002

1

:HP020702.RES (RTE Integrator)

IAbundance TIC:0111BAD
1319
5000000
4000000
9.71
3000000 g} \r
@& A VP
2000000 o Vm N
W LV IV
1000000 N N
\t R W
0l360 5097 715 86~ 11.0011.65 1342 1433
AL U - .- (NN £ |- SN 10— LSRN L C
Time--> 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500
Abundance TIC: 0111BAD
18.34 2263
5000000
4000000
3000000
2000000
1000000 ’ f f°
A/ .
0 2228277 26.84
S | W———SS——— e\ RO LS.
Time-> 1600 17.00 1800 1900 2000 2100 2200 2300 2400 2500 2600 _ 27.00
IAbundance TIC: 0111BAD
5000000 30.49
4000000
34.42
3000000
2000000
1000000 /
o k_?tﬂ
T T T T T T T T T T T T T I T T T | T T T l T T LI ] T T 1T I T T T T ' T 1 T T L B e | T 1 T T l AJ T T T
Time—> 2800 2900 3000 3100 3200 3300 3400 3500 3600 3700 3800  39.00

0111BA.D HP020702.M

NYC-WTC_000052237

Thu Feb 21 09:58:23 2002
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Data File C:\MSDCHEM\ 1\5973N\02FEB0O7\0111BA.D
2Acq On 7 Feb 2002 11:02 am

Sample lab blank 1/11a

Misc : February 7, 2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

Peak Number

C:\MSDCHEM\1...\HP020702.M (RTE Integrator)

508 scan method
C:\DATABASE\WILEY7N.L

Akhhkhkhkhhkhbhkdrdhhkhhhdhhhkhkhkhkhkkhkhhkhkhkhkhkhhhhhkhkhhhkhkhthhkhhkhhkhhkhhkhkhkhkhkhkhkhkhkhkhkhhkhkkkk
Concentration Rank 7

1 Butanoic acid, methyl ester

Vial: 1

Inst :
Multiplr:

Operator:

Instrumen

1.00

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

3.60 0.12 ug/L 42725 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Butanoic acid, methyl ester 102 CSH1002 000623-42-7 83
2 Butanoic acid, methyl ester (CAS 102 C5H1002 000623-42-7 83
3 Butanoic acid, methyl ester (CAS 102 C5H1002 000623-42-7 83
4 Butanoic acid, methyl ester (CAS 102 C5H1002 000623-42-7 78

[Abundance Scan 20 (3.602 min): 0111BA.D () m/z 74.10 100.00%
74
5000
59 87
207 3.50 3.60 3.70 3.80 3.80 4.00
0 L LA AL ARARY NLASA AR RAR RARAS LASANRARAL RARA SARAJ LKA AR LAY LA A LABAS AN m/z  43.10 93.30%
miz—> 10 20 30 40 50 60 70 80 90 100110120130140150160170 180190200210
IAbundance #9218: Butanoic acid, methyl ester
4
74
5000
27 3.50 3.60 3.70 3.80 3.90 4.00
15 59 87 m/z 71.10 66.21%
ol 102
mfz--> 10 20 30 40 50 60 70 80 90 100110120130140150160170 180190200210
Abundance #9228: Butanoic acid, methyl ester (CAS) $$ Methyl butyrat. ..
43 7%
3.50 3.60 3.70 3.80 3.90 4.00
5000 m/z 41.10 36.21%
59 87
l’l | ‘ 102
Lo Ly AN LA RSN ALY RN NSRS RAANS SARAS LA AR LA LAL RARAN AR LA WAL AASATARA LA
m/z—> 10 20 30 40 50 60 70 80 90 100110120130140150160170480190200210
Abundance #9222: Butanoic acid, methy! ester (CAS) $$ Methyl butyrat... —rrrpree
4B 7§ 3.50 3.60 3.70 3.80 3.90 4.00
m/z 59.00 29.64%
5000
59 87
ol 33 102
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180 190200210 3.150 3.:50 3110 3.80 350 400

0111BA.D HPO020

NYC-WTC_000052238

702.M

Thu Feb 21 09:58:23 2002

Page 3



NYC 9/11 Public Portal Document

Data File C:\MSDCHEM\1\5973N\02FEB07\0111BA.D
Acg On : 7 Feb 2002 11:02 am

Sample : lab blank 1/11a

Misc : February 7, 2002

MS Integration Params: LSCINT.P

Quant Method :
Title :
Library

508 scan

C:\MSDCHEM\1. .

.\HP020702.M
method

C:\DATABASE\WILEY7N.L

Vial: 1
Operator:
Inst : Instrumen
Multiplr: 1.00

(RTE Integrator)

khkhkhkhkhkhkhkhkhhhkhkhkhkhkhkhhkhkhkhkhkhkhhkkkkhkkhkkkhkhkhhhkhhkhkkhkkhkhhkhkhhkhhkhhkhhkhkhkhkkhkhkhkdkkk

Peak Number 2 Acetic acid, 3-[1,3]dioxola.. Concentration Rank 1

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

5.92 0.70 ug/L 239843 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Acetic acid, 3-[1,3ldioxolan-2-y. 174 C8H1404 000000-00-0 33
2 3-{(CYCLOHEX-3'’'-EN-YL)PROPANOL $$... 174 C8H1404 015745-87-6 33
3 N-Ethylformamide $$ N-Formylethy... 73 C3H7NO 000627-45-2 9
4 Pentanol, 5-amino- 103 C5H13NO 002508-29-4 9

lAbundance Scan 223 (5.920 min): 0111BA.D (-) m/z 73.10 100.00%
8
5000
43
R EEEE S —
5.60 580 600 620
55 87 103 S
0“l""I""l""II’“l"l"I""I""ll’I' BRI LA B A AR SR SRR SARAN SRS AR N m/z 43.10 26.27%
m/z--> 10 20 30 40 S0 60 70 80 90 100 110 120 130 140 150 160 170 180
IAbundance #78238: Aceti; acid, 3-[1,3]dioxolan-2-ylpropyl ester
B
5000 U NN S ™
560 580 600 620
43 m/z 41.10 9.51%
27 ll 55 87 113 174
O rrrrrrrpre AR AAREE RS RAREA AR ILAAS LRRAS RAMAS AR LARAS BN LALBARA AR BARN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
IAbundance #36138: 3-(CYCLOHEX-ZE' -EN-YL)PROPANOL $$ 2-Cyclohexene-1-p...
7l
|ll'llll||l"A"|YI'l'l,
560 580 6.00 620
5000 m/z 45.10 9.39%
43
0 27 55 L 87 113 174
niz> 10 20 30 40 50 60 70 85 50 100 130 130 130 140 150 180 130 180
IAbundance #1794: N-Ethylformamide $$ N-Formylethylamine $$ Formamide... T A, —
30 560 580 600 620
73 m/z 71.00 7.54%
5000
44 58
Ll |
cll TTTT yrorr{Trrrr T T T T rr LENLEA ) LS Tred
m/z--> 1IO 2I0 30 4[0 50 60 70 80 90 100 110 120 130 140 150 160 170 180 5.l60 5.l80 660 6.I20 I
0111BA.D HP020702.M Thu Feb 21 09:58:23 2002 Page 4
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Data File C:\MSDCHEM\1\5973N\02FEB07\0111BA.D
Acqg On 7 Feb 2002 11:02 am

Sample lab blank 1/1ila

Misc February 7, 2002

MS Integration Params: LSCINT.P

C:\MSDCHEM\1...\HP020702.M
508 scan method
C:\DATABASE\WILEY?N.L

Quant Method
Title
Library

Vial: 1
Operator:
Inst Instrumen
Multiplr: 1.00

(RTE Integrator)

hhkkhhkhkkhkhkhkhkhkhkhkhhhhkhkhkhkhkhhkhkhkhhkhhkhkhhhkhkhkhkhkhkhkhkhhkkhkhkhkhbhhhkhkhhkhkhkhkhkhkhkhkhihhhhhid

Peak Number 3 2-hydroxymethyl-2,3,3-trime..

Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
6.07 0.15 ug/L 52732 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual

116 C6H1202
59 C3H5DO
101 CSH11NO

1 2-hydroxymethyl-2,3,3-trimethyl-...
2 DEUTEROACETONE
3 3-Methylpyrrolidin-3-ol

110933-26-1 9
004468-52-4 5
000000-00-0 5
5
0%

4 Morpholine, 4-methyl- (CAS) $$ N... 101 CSH11NO 000109-02-4
[Abundance Scan 236 (6.068 min): 0111BA.D (-) m/z 43.10 .100.0
43
59
5000
101
580 600 620 640
Obrerrrrrrryrrrprreblbered® B et | [ W/Z 59.10  61.16%
miz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105 110
Wbundance #16765: é—hydroxymethyl—Z,3,3-trimethyl-oxirane $$ Oxirane...
4
59 /\
5000 R i e e e R REEmE e
580 6.00 6.20 640
3 m/z 58.00 27.315%
55| 73 85
Ot e et e
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #587: DEUTEROACETONE A
43
e e
580 6.00 6.20 640
5000 59 m/z 101.10 27.20%
0 A ..
.......................... ot T R Raamasannn e e
miz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
Abundance #8924: 3-Methylpyrrolidin-3-ol : —
59 580 600 620 640
m/z 41.00 14.52%
42
5000 101
1
o | . A
ml’[‘l"l"VIl'l“IIlllll(llIllllIlll llllllllll'll'lllIlllllllllll‘ll'lTI'llllllllI!ll|,l I ""'llf' II'
miz—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110 580 600 6.20 640

0111BA.D HP020702.M Thu Feb 21 09:58:23 2002
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C:\MSDCHEM\1\5973N\02FEBO7\0111BA.D

11:02 am

Data File

Acq On 7 Feb 2002
Sample lab blank 1/11la
Misc February 7,

2002

MS Integration Params: LSCINT.P

Quant Method
Title
Library

Vial: 1
Operator:
Inst Instrumen
Multiplr: 1.00

C:\MSDCHEM\1...\HP020702.M (RTE Integrator)
508 scan method
C:\DATABASE\WILEY7N.L

khkdhkhkhkhkhhkhhkhkhkkhkkhkhkhhhkhkhkhkhkhhkhhhhhkhkhhhhhkkhhkhkhkkhkkhkhkhhhhhkhkhkhkhkhhhkhhhkhkhkhhkkk*k

Peak Number 4

2 METHYL PENTANAL

Concentration Rank 10

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

7.15 0.10 ug/L 32899 1,4-Dichlorobenzene-d4 9.71
Hit# of &5 Tentative ID MW MolForm CASH# Qual
1 2 METHYL PENTANAL 100 CeH120 000123-15-9 64
2 Dimethylaminomethyl-isopropyl-su... 133 C6H15NS 000000-00-0 9
3 2-Pentanone, 4-amino-4-methyl- (... 115 C6H13NO 000625-04-7 9
4 Permethylspermine 286 C16H38N4 057905-96-1 9

Abundance Scan 331 (7.153 min): 0111BA.D (-) m/z 58.10 100.00%
58
5000
43
© 100 ST Py
) | | [ m/z 43.10 34.29%
miz-> 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #8583: 2 METHYL PENTANAL
43 58
5000 U LI AL AL N A
680 700 720 740 760
71 m/z 42.10 16.25%
ol | N i
0 I""I'!"ll"‘ Il'"',I‘"'1‘1"Tf"'i'"‘I""I""I" LN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #28632; Dimethylaminomethyl-isopropyl-sulfide [/»
58
YT T T T T T
680 700 720 740 760
5000 m/z 100.10 9.82%
42
IR | 7% 89 133
S S L S L IR S IS SR S I WIS BRI
miz—> 30 40 50 60 70 80 9 100 110 120 130 140
Abundance #15911: 2-Pentanone, 4-amino-4-methyl- (CAS) $$ DIACETONEA...
B 680 700 720 740 760
m/z 59.10 9.30%
5000
43
Al 4 g 'Y
O I L I U RS UL NI AL IR WL WL
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 680 700 720 740 760
0111BA.D HP020702.M Thu Feb 21 09:58:23 2002 Page 6
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Data File C:\MSDCHEM\1\5973N\02FEB07\0111BA.D
Acg On 7 Feb 2002 11:02 am

Sample lab blank 1/11a

Misc February 7, 2002

MS Integration Params: LSCINT.P

Quant Method C:\MSDCHEM\1...\HP020702.M

Vial: 1
Operator:
Inst Instrumen
Multiplr: 1.00

(RTE Integrator)

Title 508 scan method

Library C:\DATABASE\WILEY7N.L
****************_*****************************************************
Peak Number 5 Butane, 2-methoxy- (CAS) $$... Concentration Rank 4

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

9.86 0.14 ug/L 48225 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Butane, 2-methoxy- (CAS) $$ Meth... 88 C5H120 006795-87-5 9
2 Butane, 2-methoxy- $$ Ether, sec... 88 C5H120 006795-87-5 9
3 2-METHYL-3,3-D2-AZIRIDINE 59 C3HS5D2N 030691-55-5 5
4 Formamide, N-methyl- (CAS) $$ N-... 59 C2HS5NO 000123-39-7 4

Abundance Scan 568 (2.858 min): 0111BA.D (-) m/z 59.10 100.00%
50

5000
41 4 73 814 960 9.80 1000 10.20
) e b | [W/Z . 45.10  15.543

miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

IAbundance #4937: Butane, 2-methoxy- (CAS) $3 Methyl sec-butyl ether ...
50

5000 —

960 9.80 10.00 10.20
.5 7, " 78 m/z 83.90 15.509%
Oprrrrprerrf ey l l l T 5§' "'I""l""I""I""l"s’e'l""l"
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4938: Butane, 2-methoxy- $$ Ether, sec-butyl methyl $$ se...
59
980 980 1000 1020
5000 m/z 43.10 15.07%
15 27 31 45 73
GT"'I""]""I'I" %!’lllllll llllllll !Vlll LELILIL :!! II!III8§[||I|III
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #500: 2-METHYL-3,3-D2-AZIRIDINE i
p. 58 960 9.80 10.00 10.20
m/z 85.90 13.74%
5000
42
01""IY lllllllll Iﬁl !! llllll ?ﬂ'!!!l’ llllllllllll Vll‘lll'[)ll'lll
Imiz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 960 9.80 1000 10.20
01l11BA.D HP020702.M Thu Feb 21 09:58:23 2002 Page 7
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Data File C:\MSDCHEM\1\5973N\02FEB07\0111BA.D Vial: 1

2Acqg On 7 Feb 2002 11:02 am Operator:

Sample lab blank 1/11a Inst Instrumen
Misc February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

C:\MSDCHEM\1...\HP020702.M (RTE Integrator)
Title 508 scan method
Library C:\DATABASE\WILEY7N.L

khkhhkhkhkhkhkhkhkhkhhhhhhhhhkhkhhkhkhkhkhhkhkhkhhkhhhhhhhhhhkhhhkhkkhkhhhhkhhhhhhhdhhkdhkhhdhdhhkhkk
6 N-(2,3,5-triazolyl)-acetamide Concentration Rank ~ 9

Quant Method

Peak Number

R.T EstConc Area Relative to ISTD R.T.
11.09 0.10 ug/L 34554 1,4-Dichlorobenzene-d4 9.71
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 N-(2,3,5-triazolyl) -acetamide 126 C4H6N40 000000-00-0 9
2 1H-1,2,4-Triazol-5-amine, l-prop... 126 CS5H10N4 058661-96-4 9
3 2-Cyclobuten-1-one, 3-(acetyloxy... 126 C6H603 038425-52-4 9
4 3-ACETAMIDO-1,2,4-TRIAZOLE 126 C4H6N40 000000-00-0 9

Abundance Scan 676 (11.091 min): 0111BA.D (-) m/z 84.05 100.00%
g4
42
126
5000
58 107 141 l|l|llll|l'l"l‘l"l'7_17
I" | ll 1080 11.00 11.20 11.40
0l!l'IVIVTII'lllllllll'llll[illlll lllrllllllllllllll["l]l"ll'llll m/z 42.10 72.74%
miz-—-> 20 30 40 50 60 70 80 90 100 110 120 130 140
IAbundance #22037: N-(2,3,5-triazolyl)-acetamide
84
43
5000 L UL SO UM SURIAA
57 1080 11.00 11.20 11.40
126 m/z 126.10 52.96%
2|7 35 |l 69 1 l
L AR A LA UL UL S SULIRA UL B SRS N AR SRR T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #22142: 1H-1,2 4-Triazol-5-amine, 1-propyl- $$ 1H-1,2.4-Tr...
84
' 1080 1100 1120 1140
5000 97 126 m/z 44.20 37.96%
43 55 70
0 |I| '.l ’l 1 L
MU SRS SRS I AU UL SURURS SULIUS LS RS AR BEARE BARE SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
IAbundance #22178: 2-Cyclobuten-1-one, 3-(acetyloxy)- (CAS)
ﬁ 45 8 1080 11.00 11.20 11.40
60 126 m/z 41.00 26.14%
5000
67
Ot I'[TT'IT“'I""I""I',"l""l""l"“l'"l'l""l""l LRSLIR UL UL SUAMEL AU UM
miz-—-> 20 30 40 50 60 70 80 90 100 110 120 130 140 1080 11.00 11.20 11.40
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Data File : C:\MSDCHEM\1\5973N\02FEB07\0111BA.D Vial: 1

Acg On : 7 Feb 2002 11:02 am Operator:

Sample : lab blank 1/11la Inst : Instrumen
Misc : February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP020702.M (RTE Integrator)

Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L
khkkhkhkhkhkhkhkhkhkkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhkhhkhhkhhkhkhkkhkhkhkhkhkkkhkkhkhhhhkhkkhkhkkhkhhkhkhkhkkkhhkkkdkhhkkkxk
Peak Number 7 3-Heptene, (E)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.65 0.06 ug/L 30624 Naphthalene-ds8 13.19
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptene, (E)- 98 C7H14 014686-14-7 38
2 1-Heptene (CAS) $$ 1l-n-Heptene $... 98 C7H14 000592-76-7 32
3 1,1-Dioctyloxyoctane 370 C24H5002 000000-00-0 32
4 (Z)-3-Heptene $$ cis-3-Heptene $... 98 C7H14 007642-10-6 32
Abundance Scan 725 (11.651 r;in): 0111BAD (- m/z 57.10 100.00%
5
41
5000
98
| ‘ 4|9 ”l ’ 1140 11560 1180 1200
G AR LANRSRRARARERAN RRARE ARRRE RERE IAAARN A ALRNRAARE RRR RS | T l-H']|ln'urvlrull'”v'lll m/z 41-10 78-13%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 85 90 95 100105
IAbundance #7340 3-Heptene, (E)-
4
56
69 ﬂ
5000 LA St B B L L L A L 0 L L
o8 11.40 11.60 11.80 12.00
27 m/z 56.10 76.06%
A oo Ml e
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #7324: 1-Heptene (CAS) $$ 1-n-Heptene $3$ n-Hept-1-ene $$ h...
41
29 56
L) lll1lfll'lllllT'l'
11.'40 11.60 11.80 12.00
5000 m/z 43.10 70.66%
70
15 ’ [2}:]
O llll‘llll%Tll|lI|"l!|' l l TTY | LR} 'll ll I TFV I ‘]' 'l Il I|l LiLS | 1
mfz--> 5101520253035404550556065707580859095100105 A
Abundance #314016: 1,1-Dioctyloxyoctane BN IR o e e
41 5 11.40 11.60 11.80 12.00
m/z 55.10 53.45%
69
5000
O“"l"' TITTFrrr T reTy S0 AR RSN RAARI REEAE AAABA RERAE AN 80D LRI DL SLAL LA DAL L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105 11.40 1160 11.80 12.00
0111BA.D HPO0O20702.M Thu Feb 21 09:58:24 2002 Page 9
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Data File C:\MSDCHEM\1\5973N\02FEBO7\0111BA.D Vial: 1

Acg On 7 Feb 2002 11:02 am Operator:

Sample lab blank 1/11a Inst : Instrumen
Misc February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method C:\MSDCHEM\1...\HP020702.M (RTE Integrator)

Title 508 scan method
Library C:\DATABASE\WILEY7N.L
I E S S S SRS R R RS S TR E SRR EEEEEEEEE SR RS E R R RS RS SR RRER RS SRR R RS R SR AR R R SRR R RS XK
Peak Number 8 Hexadecane Concentration Rank 6
R.T EstConc Area Relative to ISTD R.T.
13.42 0.13 ug/L 62052 Naphthalene-ds 13.19
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Hexadecane 226 C1l6H34 000544-76-3 78
2 Heptadecane 240 C17H36 000629-78-7 78
3 Tetradecane (CAS) $$ n-Tetradeca... 198 C14H30 000629-59-4 78
4 Heptadecane (CAS) $$ n-Heptadeca... 240 C17H36 000629-78-7 72
Abundance - Scan 880 (13.420 min): 0111BAD () m/z 57.10 100.00%
g
43
71
5000
i l""/l\"1T ""A{\'l'\"l"‘
| 99 13.00 13.20 1340 13.60 13.80
0 e e | | M/Z 43.10  69.499%
miz--> 40 60 80 100 120 140 160 180 200 220 240
IAbundance #154905: Hexadecane
g7
43
5000 71
13.00 13.20 13.40 13.60 13.80
85 m/z 71.10 57.93%
S T N O W I 226
lV'IllV]!lll‘rlll|l|||||lllllllllllllllll|ll|lT
m/z—-> 40 60 80 100 120 140 160 180 200 220 240
Abundance #174552: Heptadecane
43 S
71 13.00 1320 13.40 13.60 13.80
5000 m/z 85.10 32.82%
85
o | 9 113 127 141 240
miz—> 40 60 80 100 120 140 160 180 200 220 240
Abundance #113303: Tetradecane (CAS) $$ n-Tetradecane $$ isotetradecane B
2 57 13.00 1320 1340 13.60 13.80
m/z 41.10 32.30%
71
5000
85
0 | L5 113 127 141 154 198
miz—> 40 60 80 100 120 140 160 180 200 200 240 13.00 1320 13.40 13.60 13.80
2111BA.D HP020702.M Thu Feb 21 09:58:24 2002 Page 10
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Data File C:\MSDCHEM\1\5973N\02FEB07\0111BA.D
Acq On : 7 Feb 2002 11:02 am

Sample lab blank 1/11a

Misc February 7, 2002

MS Integration Params: LSCINT.P

Quant Method
Title

C:\MSDCHEM\1..
508 scan method

Vial: 1
Operator:
Inst Instrumen
Multiplr: 1.00

.\HP020702.M (RTE Integrator)

Library C:\DATABASE\WILEY7N.L
khkhkhkkhkhkhkhkhkhkhkhkhkkhkhhkhkhkhkkhhhkhkhhkkhkhkhhhhkhkhkhhkhkhhkhhhkhkkhkhkhhkkhkhkkhkhhhkhkhkhkkhhkkihkk
Peak Number 9 2H-Pyran, tetrahydro- Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
14.33 0.10 ug/L 49541 Naphthalene-ds 13.19
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2H-Pyran, tetrahydro- 86 CSH100 000142-68-7 9
2 2H-Pyran, tetrahydro- (CAS) 88 T... 86 CS5H100 000142-68-7 9
3 2H-Pyran, tetrahydro- 86 C5H100 000142-68-7 9
4 2H-Pyran, tetrahydro- 86 CS5H100 000142-68-7 9

Abundance Scan 960 (14.334 min): 0111BA.D () m/z 59.10 100.00%
59
41 103
5000
1 1400 1420 1440 1460
c"|'|’|||l"]"|'|l"l 7T I’ (I|Ill TT 1] TTT Il ll[ TTT llll l”l”"l“"""""”l"' m/z 103 10 73 45%
mfz—-> 20 25 30 35 40 45 50 55 60 65 70 75 80 5 100 105 110
lAbundance #4170: 2H-Pyran, tetrahydro-
4
56 85
5000
14.00 1420 14.40 14.60
27 m/z 41.10 68.759%
0 . N I | T .
..... S BPSNNNNNN T A H e 1 L
miz-> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 110
IAbundance #4175: 2H-Pyran, tetrahydro- (CAS) $$ Tetrahydropyran $$ T... A
41
5 1400 1420 1440 1460
5000 85 m/z 57.10 63.62%
I ’I 67
O RS RAAAA AR LARSA AAAN LA NAASS SARA) NEARS RAAL ALAAS RSN RARAA SAALY REARARALRI LARAS LABAARM
m/z—> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105110
Abundance #4168: 2H-Pyran, tetrahydro-
41 14.00 1420 14.40 14.60
m/z 45.10 53.36%
56
85
5000
27
6 .l 67 A
Otrrprrrrprrf e l"'l""I"'I""I""I""l"' NGABUMAM NARAA RRAAN SARAS ARSI LN ANV U
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 90 95 100 105 110 14.00 1420 14.40 14.60
0111BA.D HP020702.M Thu Feb 21 09:58:24 2002 Page 11
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Data File : C:\MSDCHEM\1\5973N\02FEBO7\0111BA.D Vial: 1

Acq On 7 Feb 2002 11:02 am Operator:.

Sample lab blank 1/11a Inst : Instrumen
Misc February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method : C:\MSDCHEM\1...\HP020702.M (RTE Integrator)
Title : 508 scan method
Library : C:\DATABASE\WILEY7N.L

kkhkhkhkhkhkhkhhkhkhhhkhkhkhkhkhkdhkhkhohhdkhkhkhhhkhkhhkhhkhhkhkhhhhkhhhhhkhhhhkhhkkhkhhhhkhkhkhkkhkkhhkkk

Peak Number 10

N-perdeuteriobenzylideneani. .

Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
22.28 0.13 ug/L 79333 Phenanthrene-d10 22.63
Hit# of b5 Tentative ID MW MolForm CASH Qual
1 N-perdeuteriobenzylideneaniline 192 C13D11N 000538-51-2 58
2 2-CYANOCARBAZOLE $$ 9H-Carbazole... 192 C13H8N2 057955-18-7 50
3 N-(2-methylprop-2-enyl)-2-nitrob... 192 C10H12N202 000000-00-0 49
4 Bitoscanate 192 C8H4N2S2 004044-65-9 45

[Abundance Scan 1656 (22.280 min): 0111BA.D () . m/z 192.10 100.00%
' 192
5000 /\\ /\
146 e
49 70 82 120 |160 Il 2200 2220 2240 2260
Obrrrrprrrep it preetrrer b et bkl | | M/ 2z 146.10  18.82%
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #88409: N-perdeuteriobenzylideneaniline ]
192
5000 82 S WAUSSESES SN
2200 2220 22.40 2260
54 110 m/z 193.20 17.61%
30 ' 94 l 160 l“
0 ""i""l""I""l""l“"I""l'”'l" rrrrprrTTTTeY ' ""i"" T I"':l AN
m/z-> 20 30 40 S50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #103420: 2-CYANOCARBAZOLE $$ 9H-Carbazole-2-carbonitrile (CAS )
192 [\
2200 2220 2240 2260
5000 m/z 191.10 16.93%
164
% 138 |
Y AN AR AL AR AR REAER AR RIUNARA DR AR B I, """ AR RARM BEEEE R
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
192 2200 2220 2240 22:60
7 151 m/z 96.10 14.25%
93
5000 104
0 y e
m/z-> 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200 2200 2220 2240 2260

0111BA.D HP020702.M
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Data File C:\MSDCHEM\1\5973N\02FEB07\0111BA.D
Acqg On 7 Feb 2002 11:02 am

Sample lab blank 1/11a

Misc February 7, 2002

MS Integration Params: LSCINT.P

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

Quant Method
Title :
Library

Vial: 1
Operator:
Inst : Instrumen
Multiplr: 1.00

.\HP020702.M (RTE Integrator)

khkhkkhkhkhkhkhkhkhkhhhkhhhkhhkhkhdhhkhkhhbdbhhkhhkhhkhkhhbhkhkkhkdhkhkhkbhkhdhkhbhkhkhbkhdhhkhkdkhhohhbhhhhhd

Peak Number 11 DECADEUTEROPHENANTHRENE $$

Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
22.77 0.44 ug/L 259770 Phenanthrene-d10 22.63
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 DECADEUTEROPHENANTHRENE $$ Phena... 188 (C14D10 001517-22-2 64
2 Anthracene-D10 188 C14D10 000000-00-0 64
3 Acridine-D9 188 C13DSN 000000-00-0 59
4 2,2,9,9-Tetramethyldec-5-ene-3,7... 188 C14H20 102745-35-7 43

Abundance Scan 1699 (22.771 min): 0111BA.D (-) m/z 188.15 100.00%
188
/\_A
94 | B N S 0 B B L O e
es 80 132 156 l 2240 2260 2280 2300 2320
YR R N IR S el | TM/Z 189.20  21.71%
m/z-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #84500: DECADEUTEROPHENANTHRENE $$ Phenanthrene-d10
188
5000 T T
22.40 2260 2280 2300 2320
80 m/z 94.10 20.24%
66 ’ ! 198 ||]
S R AN AR RS RARLN SRR WA LRSS SRS SRS LA AASS WA SRS LARSS waRRS
;miz—> 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 2320
5000 m/z 184.10 12.13%
80 g4
66 ' l 160 |
elf“‘l""l"!'l""I""l""I“"1”"l""T""I""l"”l""I"”l”‘!
mfz~> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #85255: Acridine-D9 e L e o ——
198 2240 2260 2280 2300 23.20
m/z 187.10 11.44%
5000
93 .
158
Orm'l""l"6"6'1""8I0""l""l”"|'"'l"*13”2”| "l"!'!'!""l ‘”l'!lt ll VUMV U
miz—> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 2240 2260 2280 23.00 2320
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Data File C:\MSDCHEM\1\5973N\02FEB07\0111BA.D Vial: 1

Acg On : 7 Feb 2002 11:02 am Operator:

Sample : lab blank 1/11a Inst Instrumen
Misc : February 7, 2002 Multiplr: 1.00

MS Integration Params: LSCINT.P

Quant Method C:\MSDCHEM\1...\HP020702.M (RTE Integrator)

Title

Library
kkkhkkhkhkkhkhkhkhkhkhhkhhhkhkhkhkhkhhkhkhkhkhhhhkhkhkhkhhhkhkhkhhhkhkhkkhkhkhkhkhkhkhkhkhkhkkhkhkhhkdkhhkkkdhkikdk

508 scan method
C:\DATABASE\WILEY7N.L

Peak Number 12 [1,1’-Biphenyll-4,4’-diamin... Concentration Rank 11
R.T EstConc Area Relative to ISTD R.T.

"26.84  0.09 ug/L 52323  Chryseme-d12 30.49

Hit# of 5 Tentative ID MW MolForm CAS#H# Qual

1
2 Benzidine

[1,1’'-Biphenyl]-4,4"

184 C12H12N2
184 C1l2H12N2

-diamine (CA...

000092-87-5 9
000092-87-5 9

3 Benzene, (4,5,5-trimethyl-1,3-cy... 184 Cl4H16 033930-85-7 9
4 [1,1’-Biphenyl]-4,4’-diamine (CA... 184 C12H12N2 000092-87-5 9
IAbundance Scan 2055 (26.835 min): 0111BA.D (-) " m/z 184.10 100.00%

18
5000
92 MU SRR, & A,V S —
44 2640 2660 2680 2700 2720
Ot e e e m/z 185.10 28.00%
m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #93051: [1,1'-Biphenyl]-4,4'-diamine (CAS) $$ Benzidine $3... 4
184
5000 e
2640 2660 26.80 27.00  27.20
92 m/z 92.00 20.88%
o 78 103 117 130139 196 167
R e B L s B L i aaas n o L o
m/z--> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #93050: Benzidine
15}4
R R TR I Al
26.40 2660 26.80 27.00 27.20
5000 m/z 183.10 10.68%
92
. 78 JL 103 117 130139 196 167
e e e e e AR L RARRNEE S Ea R e
miz--> 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190
Abundance #93477: Benzene, (4,5,5-trimethyl-1,3-cyclopentadien-1-yl)- e Ny e
169 1€f4 2640 26.60 26.80 27.00 2720
m/z 44.05 6.38%
5000
141
128 ‘
S S I | T N -
miz-—-> 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 2640 2660 26.80 27.00 27.20

0111BA.D HP020702.M
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Operator ID: Date Acquired: 7 Feb 2002 11:02 am

Data File: C:\MSDCHEM\1\5973N\02FEB07\0111BA.D

Name: lab blank 1/11la

Misc: February 7, 2002

Method: C:\MSDCHEM\1\METHODS\METHODS\HP020702.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
Butanoic\acid, me 3.60 0.1 ug/L 42725 1 9.71 6898790 '20.0
Acetic acid, 5.92 0.7 ug/L 239843 1 9.71 6898790 20.0
2 -hydroxy 6.07 0.2 ug/L 52732 1 9.71 6898790 20.0
2 METHYL PENTANAL 7.15 0.1 ug/L 32899 1 9.71 6898790 20.0
Butane, 9.86 0.1 ug/L 48225 1 9.71 6898790 20.0
N-(2,3,5-tri¥zoly 11.09 0.1 ug/L 34554 1 9.71 6898790 20.0
3 -Heptene, 11.65 0.1 ug/L 30624 2 13.19 9616360 20.0
Hexadecane 13.42 0.1 ug/L 62052 2 13.19 9616360 20.0
2H-Pyran, 14.33 0.1 ug/L 49541 2 13.19 9616360 20.0
N-perdeu ... 22.28 0.1 ug/L 79333 4 22.63 11874200 20.0
DECADEUTEROPHENAN. .. 22.77 0.4 ug/L 259770 4 22.63 11874200 20.0
{1,1’'-Biphenylj\-4... 26.84 0.1 ug/L 52323 5 30.49 11745600 20.0
0111BA.D HP020702.M Thu Feb 21 09:58:25 2002 Page 15

NYC-WTC_000052250



