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Comments for Sample AE12325 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 06-07-2002 Time: 13:10:57

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. The recoveries for 3 of the 43 compounds in the LCS Standard were
low.
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Data F
Acg On
Sample
Misc
MS Int
Quant

Quant
Title

Last Update

Resgpon
DataAc

Inter

ic Portal Document

Quantitation Report

(QT Reviewed)

13

Operator: McLean

Instrumen

Multiplr: 1.00

ile : C: \MSDCHEM\l\DATA\052902\12325 D vial:
29 May 2002 7:51 pm
: gc/ms scan 5/24 Inst
egratlon Params: EVENTS.E

Time: Jun 03 10:52:37 2002

Method

508 Modified GC/MS scan

g Meth : 508SCAN

nal Standards

: Wed May 29 08:47:01 2002
se via : Initial Calibration

R.T. QIon Response

Quant Results File:

052202.RES

C: \MEDCHEM\ 1\METHODS\ 052202 .M (Chemstation Integrator)

Conc Units Dev (Min)

1)
10)
17)
29)
37)
43)

Syste
27)
Spi

1,4-Dichlorobenzene-d4
Napthalene-d8
Acenapthalene-dlo0
Phenanthranene-dl0
Chrysene-di2
Perylene-dl2

m Monitoring Compounds
TCMX
ked Amount 40.000

Target Compounds

2)
3)
4)
5)
6)
7)
8)
9)
11)
12)
13)
14)
15)
16)
18)
19)
20)
21)
22)
23)
24)
25)
26)
28)
30)
31)
32)
33)
34)
35)

n-nitros-dimethyl amine
bis(2-Chloroethyl)ether
1,3-Dichlorobenzene
1,4-Dichlorobenzene
1,2-Dichlorobenzene

2,2’ oxybis (1-Chloropropane
N-nitroso-di-propylamine
Hexachloroethane
Nitrobenzene

Isophorone

bis (2-Chloroethoxy) methan
1,2,4- Trlchlorobenzene
Napthalene
Hexachlorobutadiene
2-Chloronaphthalene
Dimethylphthalate
2,6-Dinitrotoluene
Acenapthylene
Acenapthalene
2,4-Dinitrotoluene
Diethylphthalate
4-Chlorophenyl -phenylether
Fluorene

Azobenzene
Nnitrosodiphenylamine

4 -Bromophenyl-phenylether
Hexachlorobenzene
Phenanthrene

Anthracene
Di-n-butylphthalate

0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
13.39
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
0.00
20.10
0.00
0.00
20.50
20.50
0.00
0.00
0.00
0.00
0.00

‘169 41836 0.

152 4788578 40.0
136 18995772 40.0
164 10441318 40.0
188 15857689 40.0
240 9439446 40.0
264 4949489 40.0

209 2221866 36.9

Pl
Recovery =

74

93

146

146
146

45

70
117

77

82

93 135
180
128
225
162
163
165
152
153
165
149
204
166
77 37468

[eNoNoNoRoNeoNoNoRel NoNoRoNoNoNoNoNeNolNe]

)
O
®
5]

(o N

o

.

248 0
284 0
178 0
0
0

ppbbpmoupocbbﬁbuUUU@UUEUUUUUUU

178
149

22zz2Z. ZfZ21?EZ2:2EZ25?52?3253?1252?52125322212

= manual integration

(3#)
12325

= qualifier out. of range (m)
Mon Jun 03 10:53:04 2002

.D 052202.M

NYC-WTC_000014332

ug/L -0.01
ug/L -0.01
ug/L -0.05
ug/L -0.03
ug/L -0.01
92.33%
Qvalue
d
ug/L # 59
Page 1
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. Quantitation Report (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\052902\12325.D Vvial: 13
Acg On : 29 May 2002 7:51 pm Operator: McLean
Sample : gc/ms scan 5/24 Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E
Quant Time: Jun 03 10:52:37 2002 Quant Results File: @52202.RES

Quant Method : C:\MSDCHEM\1\METHODS\052202.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan

Last Update : Wed May 29 08:47:01 2002

Resgponse via : Initial Calibration

DataAcg Meth : 508SCAN
Compound R.T. QIon Response Conc Unit Qvalue

36) Fluoroanthene 0.00 202 0 N.D.

38) Pyrene 0.00 202 0 N.D.

39) Butylbenzylphthalate 0.00 149 0 N.D.

40) Benzo (a)anthracene 0.00 228 0 N.D.

41) Bis(2-ethylhexyl)phthalate 0.00 149 0 N.D.

42) Chrysene 0.00 228 0 N.D.

44) Di-n-octylphthalate 0.00 149 0 N.D.

45) Benzo(b) fluoranthene 0.00 252 0 N.D.

46) Benzo (k) fluoranthene 0.00 252 0 N.D.

47) Benzo(a)pyrene 0.00 252 0 N.D.

48) Indeno(l,2,3-cd)pyrene 0.00 276 0 N.D.

49) Dibenz(a,h)anthracene 0.00 278 0 N.D.

50) Benzo(g,h,i)perylene 0.00 276 0 N.D.

(#) = qualifier out of range (m) = manual integration (+) = signals summed
12325.D 052202.M Mon Jun 03 10:53:05 2002 Page 2
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Data File
Acg On
Sample
Misc

Quantitation Report

7:51 pm

MS Integration Params: EVENTS.E
Quant Time: Jun 3 10:52 2002

Method

Last Update
Response via

: C:\MSDCHEM\1\DATA\052902\12325.D
29 May 2002
: gc/ms scan 5/24

(QTAReviewed)

Vial:
Operator:
Inst :
Multiplr:

Quant Results File:

13

McLean
Ingtrumen
1.00

052202 .RES

C:\MSDCHEM\ 1\METHODS\ 052202 .M (Chemstation Integrator)
Title : 508 Modified GC/MS scan

: Wed May 29 08:47:01 2002
Initial Calibration

PoRSE0Ss,

2600000
2400000
2200000
2000000
1800000
1600000
1400000
1200000

1000000

200000

cl‘rlﬁll—’r'jlll

1,4-Dichlorobenzene-d4,!

Napthalene-d8

P”_

A

Acenapthalene-d10

TIC: 12325.D

NaRsNssdiphenylamine

A

A

Phenanthranene-d10

e

Chrysene-d12

Perylene-d12

L

b

Time-> 4.00 6.00

A i s

e e e
800 1000 1200 14.00

T

T T T T

T Tt T

l LI R M ¥ [ T
1600 1800 2000 2200

2400  26.00

T T

T
28.

T

00 3000

LI I LR ALEER rl T T !
3200 3400 3s.

“
Tl T T

00

RER

T
38.00

12325.D 052202.M

Mon Jun 03 10:53:06 2002

Page 3
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LSC Area Percent Report

Data File C:\MSDCHEM\ 1\DATA\052902\12325.D Vial: 13

Acg On : 29 May 2002 7:51 pm Operator: McLean
Sample : gc/ms scan 5/24 Inst : Instrumen
Misc :

: Multiplr: 1.00
MS Integration Params: LSCINT.e ’ .

C:\MSDCHEM\ 1\METHODS\052202.M (Chemstation Integratbf),w

Method :
Title : 508 Modified GC/MS scan
Signal TIC
peak R.T. first max last PK peak corr. corr % of
# min scan scan scan TY height area % max total
1 3.232 22 26 35 PV 7 3988 73454 0.17% 0.031%
2 3.391 51 53 60 VV 5 3872 66930 0.16% 0.028%
3 3.467 64 66 73 PV 6 2253 44400 0.10% 0.019%
4 3.543 73 79 89 Vv 4 8643 155092 0.36% 0.065%
5 3.702 89 106 108 PV 4 35065 1052337 2.44% 0.439%
6 3.720 108 109 113 VV 4 34975 634549 1.47% 0.265%
7 3.755 113 115 117 vv 3 34942 517652 1.20% 0.216%
8 3.784 117 120 133 VvV 9 33812 1784619 4.14% 0.745%
9 3.872 133 135 158.VV 7 29954 2314699 5.37% 0.966%
10 5.018 327 330 333 VW 5 5405 96240 0.22% 0.040%
11 5.271 371 373 384 VV 5 3101 96561 0.22% 0.040%
12 5.371 384 3850 398 vv 9 3581 114062 0.26% 0.048%
13 5.459 403 405 410 VvV 5 2339 17988 0.04% 0.008%
14 5.588 419 427 436 PV 8 2969 850959 0.21% 0.037%
15 5.929 480 485 518 VV 406923 8520919 19.78% 3.557%
16 7.709 781 788 804 PV 4 4126 116700 0.27% 0.049%
17 8.708 954 958 962 VvV 5 1805 25472 0.06% 0.011%
18 8.779 965 970 973 VV 5 1938 36001 0.08% 0.015%
19 9.284 1050 1056 1059 VV 4 1679 32182 0.07% 0.013%
20 9.895 1152 1160 1188 VV 1421491 28626738 66.45% 11.%949%
21 13.391 1745 1755 1773 PV 2080828 38697091 89.82% 16.153%
22 13.544 1773 1781 1793 VV 6179 124005 0.29% 0.052%
23 15.659 2135 2141 2150 VV 6 1622 33463 0.08% 0.014%
24 16.705 2312 2319 2325 PV 2 3363 64774 0.15% 0.027%
25 17.110 2383 2388 2401 VV 4 6962 116379 0.27% 0.049%
26 17.621 2459 2475 2484 VB 5 3391 59799 0.14% 0.025%
27 18.526 2619 2629 2645 PV 2288796 42741978 99.21% 17.841%
28 20.101 2890 2897 2905 PV 5 2577 56708 0.13% 0.024%
29 20.506 2949 2966 2977 BV 1155362 22009604 51.09% 9.187%
30 21.352 3101 3110 3118 PV 2 8976 146175 0.34% 0.061%
31 22.539 3305 3312 3321 PV 2 15452 279725 0.65% 0.117%
32 22.909 3361 3375 3395 PV 2 2104230 43081579 100.00% 17.983%
33 23.068 3395 3402 3411 VV 3 16366 330990 0.77% 0.138%
34 30.759 4688 4711 4746 PV 2 1319577 29144005 67.65% 12.165%
35 30.976 4746 4748 4759 VB 5 2177 49476 0.11% 0.021%
36 31.329 4804 4808 4821 PV 5 1679 . 45018 0.10% 0.019%
37 34.655 5361 5374 5412 PV 758616 18123612 42.07% 7.565%
12325.D 052202.M Mon Jun 03 10:53:13 2002 Page 1
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38 34.884 5412 5413 5419 VV 3 2634 36457 0.08% 0.015%
39 34.931 5419 5421 5424 VV 4 1339 12393 0.03% 0.005%
sum of corrected areas: 239568927
12325.D 052202.M Mon Jun 03 10:53:13 2002 Page 2
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File
Operator
Acquired
Instrument

Sample Name:

Misc Info

Vial Number:

LSC Report - Integrated Chromatogram

C:\MSDCHEM\1\DATA\052902\12325.D

McLean

29 May 2002
Instrumen

gc/ms scan 5/24

7:51 pm using AcgMethod 508SCAN

Y

.
.

13

Quant File :052202.RES (Chemstation Integrator)
Abundance TIC: 12325.D
13.39
2000000
1500000 9.90
1000000
500000/ 5.93
03 wmsgk A mszsL 1855
ll)l‘r'r llll ¥ T l v Ly |lll] ¥ l T T RS T 7 llll. le
Time--> 4. 600 700 800 900 1000 1100 1200 1300 1400 _ 1500
Abundance TIC: 12325.D
1453 2291
2000000
1500000
, 20.50
1000000
500000
ol1588 1670741762 2o1oLL 21.35 22.54#@37 |
T 7 T T L] ] T T T LR T T T T T T T T T T T Rl T T LR
Time--> 1600 1700 1800 1900 2000 2100 2200 2300 2400 2500 2600 _ 27.00
Abundance TIC: 12325.D
2000000
1500000
30.76
1000000
34.65
500000
cl I T L) T T l T T llll @33 l 1 mﬁ] T L] E 20N I M 4 LEBEI ¥ I
Time—> 2800 2000 3000 3100 3200 3300 3400 3500 3600 37.00 3800  39.00
12325.D 052202.M Mon Jun 03 10:53:17 2002 Page 3

NYC-WTC_000014337




NYC 9/11 Public Portal Document

Data File :

Acqg On
Sample
Misc

Library Search Compound Report

29 May 2002

7:51 pm

: ge/ms scan 5/24

MS Integration Params: LSCINT.e

C:\MSDCHEM\ 1\DATA\052902\12325.D

Vial: 13
Operator: McLean
Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\052202.M (Chemstation Integfétp;)

Title
Library

508 Modified GC/MS scan

C:\DATABASE\NIST98.L

khkkkhhkhhhhhkhhkhkhhhkhkhhdkhdkkhdhhkhhhkhkhhkrkhhkhhkhhkhkhkhkkkhkhhkhkhhhhdhdddddddd®

Peak Number 1 1-Propanethiol Concentration Rank 9
R.T EstConc Area Relative to ISTD R.T
354 0.22 ug/L 155092 1,4-Dichlorobenzene-dd 9.90

Hit# of 5  Tentative ID MW MolForm

1 1-Propanethiol
2 1-Propanethiol

76 C3HS8S

76 C3H8S

3 Acetonitrile, dichloro- 109 C2HCI2N
4 Acetonitrile, dichloro- 109 C2HCI12N
Abundance Scan 79 (3.543 min): 12325.D (-73) (-) | m/z 74.00 J/oo .00%
74
5000 47 82
e
36 88 320 340 360 380
b et el e e ey | | M/Z 47.10  50.97%
miz--> 10 20 30 40 50 80 70 80 90 100 110
Abundance #111021: 1-Propanethiol
47 76
41
27
5000 LN ISR LI WL B AN S A (LTS
320 340 360 3.80
m/z 82.00 49.03%
i A |
o ll e bt 'I 55, l 69 I
e e R R R e M e e e e T
m/z—> 10 20 30 40 50 80 70 80 S0 100 110
Abundance #17 11007: 1-Propanethiol
4
27 # 76
320 340 360 3.80
5000 m/z 76.00 39.56%
15 33 { l, 61
c ul I[IIIIII [ Il x“] 619 14
f!ﬁ'lllllIllllIl‘l"rlllllI[lXll]l! llllll llllll]lllllll!lll'r'l’_r
miz—-> 10 20 30 40 50 60 70 8 80 100 110 AA
Abundance #28338: Acetonitrile, dichloro- R L
0 320 340 360 3.80
m/z 84.00 22.22%
5000 82
47
3 |
12 26 | 1L 62 ih | 108
clll[lIf‘rIllll]lTT]’llllIlllllIlT‘l"lII lIllllir‘ll]l}ll‘llll I[ll llll IIITIIIIIII{
nfz--> 10 30 40 50 80 70 8 80 100 110 320 340 360 380
12325.D 052202.M Mon Jun 03 10:53:19 2002 Page 4
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\052902\12325.D

Acg On : 29 May 2002 7:51 pm
Sample : go/ms scan 5/24
Misc :

MS Integration Params: LSCINT.e

Quant Method
Title

Library : C:\DATABASE\NIST98.L

R R R R R LR R R R R R R R R R R R R R X R XY Y R R R R R R R R R R R RS

Peak Number 2 Methylene Chloride

Vial: 13

Operator: McLean
Inst : Instrumen
Multiplr: 1.00

C:\MSDCHEM\ 1\METHODS\052202.M (Chemstation Integrator)
508 Modified GC/MS scan

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
3.70 1.47 ug/L 1052340 1,4-Dichlorobénzene—d4 2.90
Hit$ of 5 Tentative ID MW MolForm CASH#
1 Methylene Chloride 84 CH2C12 000075-09-p2
2 Methylene Chloride 84 CH2Cl2 000075-09-f"
3 Methylene Chloride 84 CH2Cl2 000075-09-2
4 Methylene Chloride 84 CH2Cl2 . 000075-09-2
Abundance Scan106(3.702r4nbin):12325.0(-89)(-) m/z 49.10 100. 00%
5000
S0 | ] "ok 3k 3k i
c ll LRJ l[l Ld ,l TT lll lllll3l8'['¥'}llfl! }llfll)!lllllllll 'm/z 84 oo 70 55%
mfz—> 5 10 15 20 25 35 40 45 50 55 60 65
Abundance #12327: Methylene Chloride
5000 T T .
340 360 380 400
m/z 86.00 49.18%
Otrrprrrry 14{ 181 24 2891 31538?1 Ih iLz SERAINGAR!
lllll LA RESRIRARE] llllll)ll}l LR RERES TF[TTT l TY Ty TYT|Y Y
miz—> 5 10 156 20 25 35 40 45 50 55 60 65 70 75
Abundance #111039: Mig)ylene Chiloride
340 360 380 400
5000 m/z 51.10 35.69%
0 YT 1128x[3r1 3538- 43 h };L?n]?z.lun,.sz.?ﬂ-u ?Zl u‘n‘!v  ERARSA R}
mfz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #111041: Methylene Chiloride T — T B B
4 340 360 380 400
m/z 47.10 16.23%
5000
0 2629 H, &2 59 65 7377
l(lllll'llllIITl I T7T l lllll"lllllllllllllll rlI' llllllllll lll!}ll‘lll 'll’llllllllllllllllll fil[ T 17 l T 7T lll ¥ ' T T7 II
miz—-> 5 10 15 20 25 35 40 45 50 55 60 .65 70 75 340 360 380 400
12325.D 052202.M Mon Jun 03 10:53:21 2002 Page 5
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Data File
Acg On
Sample :
Misc :

gc/ms

MS Integration Params:

Quant Method :
Title
Library

508
C:\

Llbrary Search ompouna Keport

C:\MSDCHEM\ 1\DATA\052902\12325.D
29 May 2002

7:51 pm
scan 5/24

LSCINT.e

Modified GC/MS scan
DATABASE\NIST98.L

Operator:
Inst :
Multiplr:

Vvial: 13
McLean
Instrumen

1.00

C:\MSDCHEM\ 1\METHODS\052202. M (Chemstation Integfator)

§ oo

de g d ke kK kod ok kg dede de ok ek ok ok dk ok ko d ok Kk k ke ke ok ok ok ko ok ok deh ok ok ok ok dkkddk hddhkhkkkkhkhkkkdkdkkkkkk

Peak Number 3 Propiolonitrile Concentration Rank 5
R.T EstConc Area Relative to ISTD R.T
3.72 0.89 ug/L 634549 1,4-Dichlorobenzene-d4 9.90
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propiolonitrile 51 C3HN 001070-71-9 5
2 O-Methylhydroxylamine 47 CH5NO 1000202-02-6 4
3 O-Methyl-hydroxylamine 47 CH5NO 1000192-49-9 4
4 1-Buten-3-yne, l-chloro-, (2)- 86 C4H3Cl 020374-90-7 4
[Abundance Scan 109 (3.720 min): 12325.D (-108) () m/z 51.10 100.00%
47
5000 “
88 T T i rr LERIR]
1? 4? , 58 l‘ 340 360 380 400
07'11 l(I T\'l lI!( }l‘l’l]’)Y!lIllll’] r‘l‘lT!IllillllilllllllIllllllllllllllllllllll[f m/z 47 lo 83 37%
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #12371: Propiolonitrile
o
sow T 7 lllll - T T T 7T
340 360 380 4.00
m/z 50.05 37.75%
b 12 18 Tmap B 4],
]l III L3 IlllllllllllIll‘l’]’lllllllllllllll Illlllll]lr’llllllll ll TXT]’T l Illlll llll
miz--> 5101520253035404550556065707580859095
Abundance #12271: O-M;thylhydroxy!amine
4
31
Illllffl—llll']'llill'l
340 360 380 4.00
5000 m/z 41.05 37.30%
B N | %1 1
T T r T lll[llllllll l Xll]llllll lIll! [ TTT Il lll lllll I l'Ill'lll'
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #12273: O-Methyl-hydroxylamine R T i W e
4 340 360 380 4.00
m/z 48.05 28.54%
5000 292
o I, a1
IlllIIIWI'IllllIllllllllllllllll]lllllIlll]l llllllllll’llllllll Klll T[Ilrl'l' I'T‘lTll‘ll" T Ill ‘[lll [Il |l" XT
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 340 360 380 4.00
12325.D 052202.M Mon Jun 03 10:53:23 2002 Page 6

NYC-WTC_000014340



NYC 9/11 Public Portal Document
Liprary Search Compound Report

Data File : C:\MSDCHEM\1\DATA\052902\12325.D Vial: 13

Acq On : 29 May 2002 7:51 pm Operator: McLean
Sample : gc/ms scan 5/24 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\052202.M (Chemstation Integrator)

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
khhkhkhkhhhhkhkhhhhkhkhkhkhkhkhkkhkhhhhkhhhkkhhkhhkhkhkhkhhhhhkhhhhkhhkhkhkhkhkhkkhhkkhhkhhhkkdkhk
Peak Number 4 Isocrotonic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.75 0.72 ug/L 517652 1,4—Dichlorobénzene—d4 9.90
Hit# of 5 Tentative ID MW MolForm
1 Isocrotonic acid 86 C4H602
2 Crotonic acid 86 C4H602
3 Acetaldehyde, dimethylhydrazone 86 C4H1ON2
4 2-Butenoic acid, (E)- 86 C4H602
undance Scan 115 (3.755 min): 12325.0 (-113) (-) m/z 48.05 /100.00%
4 85
5000 82
36 40
|“I44‘51 H '340 360 380 400 420
A s N SAAAN SARSE RAA5A NAAS) SALLY KARAA LALR) AN SARSA RAALS SARAN RANLS SARSA REAMN LAMNASSRAN M m/z 86.00 80.57%
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #34646: Isocrotonic acid
39 86
5000 68 SR SEAREREE SRS SRR
;AO 360 380 4.00 4z;
45 m/z 88.00 49.05
27 U2 71
l]|]31 535760 I il B
c 11_1_'1 TT [ ll] TT I llllfm?ll I v 'Tl"l‘llll I IIKKIll'Il'YTIIIIlllllll IIlIll!lI’f
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1167686: Crotonic acid
4 85
‘340 360 380 400 420
5000 m/z 81.90 48.82%
69 d
27 ag,| 45
15
12| 18 241’ 33341” ;.[ 5053 5760 e8| 72 |
‘ l LA

c IASRARRNSRREN ERRERRRARY K] e T YTV l IR R lrr IRRERNRAREE RRRENRRES

T
> 510152025303540455055606570758085

Abundance #34711: Acetaldehyde, dimethylhydrazone
44 86 .
m/z 86 90 38 63%
5000
30
l 71
4 58
0 zﬁ: x]] I l N 1 83 bl i¥ ‘
li]'qulllf]llll'll r]llllllltlll'll]lll llllI]llllllllI]'l_l’_l'll'll'IIIWI1'lllIllll lllll“‘lﬁ—
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 340360380400420
12325.D 052202.M Mon Jun 03 10:53:23 2002 . Page 7
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Lilprary search compound Report

Data File : C:\MSDCHEM\1\DATA\052902\12325.D Vial: 13

Acqg On : 29 May 2002 7:51 pm Operator: McLean
Sample : geo/ms scan 5/24 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method C:\MSDCHEM\ 1\METHODS\052202.M (Chemstation Integrator)

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
*********************************************************************
Peak Number &5 Methane, chlorodifluoro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.79 2.49 ug/L 1784620 1,4-Dichlorobenzene-d4 9.90
Hit# of 5 Tentative ID MW MolForm CAS#
1 Methane, chlorodifluoro- ‘ 86 CHCI1F2 000075-45-6
2 Propiolonitrile 51 C3HN 001070-71-9% 3
3 2-p-Nitrobenzoyl-1,3,5-tribenzyl... 569 C33H31NOS8 1000129-8
4 2-Butyne-1,4-diol, diformate 142 C6H604 036677-7
Abundance Scan120(3.784mm)ﬁ 12325.0 (-117) (=) m/z 51.05 )/bo.oo%
5
37
5000 47 83
42 86 L T T
l,|h 58 “l 340 360 380 400 420
Orrprrprerr e e e S S SRR LA SAAA) NARAA NN SARMA RS A m/z 37.10 55.22%
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 .
Abundance #12363: Methane, chlorodifiuoro-
‘ 81
5000 * T L3S BREE SR BN B ]
340 350 380 400 420
31 4 o7 m/z 82.95  44.23%
Of |1316‘19 2? Il |38 il 541 T 1'170 815881 T
LR} TTIT l Ty T!llll(l'lllllll'llllll 117 IRERARSRES lill[llllllllllllll LRR R LA RAS 7T
miz—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #12371: Propiclonitrile
51
340 360 380 400 420
5000 : m/z 47.10 39.56%
0 12 18 ffze 32 3? 47 |1
llllllll l lll TV I lllll I‘ Il‘l l T17 lll l TIT l I l!llllllll
m/z--> 5101520253035404550556065707580859095
Abundance #12372: 2-p-Nitrobenzoyl-1,3,5-tribenzyl-.alpha.-d-ribose T T
51 340 360 380 400 420
m/z 84.00 30.77%
5000
45
41 65 69
cT[l ll]l ‘ lllll'(llllll[ l ll[!:lI! 4‘3‘] l[llsisllslslieﬁl{il;lllllll)ll ll( 1 llllll]ll. TI T l liil T T lll [(1
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 340 360 380 400 420
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. LLprary »edrclli LOMPOUIIL rReport

Data File : C:\MSDCHEM\1\DATA\052902\12325.D Vial: 13

Acg On : 29 May 2002 7:51 pm Operator: McLean
Sample : ge/ms scan 5/24 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\052202.M (Chemstation Integfator)
Title : 508 Modified GC/MS scan e
Library : C:\DATABASE\NIST98.L

khkkhkhkhhkkhkhkhhkhkhkhkhkhkhkhhkkhhkkhkhhkhkkhkhkhhhkhkhkhkhhkhhkhkhhhhhkhkkhkkkhdhhkhkhkhdhhhkdkhkik
Peak Number 6 Propanal, 2-methyl-2-(methy... Concentration Rank 2

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

3.87 3.23 ug/L 2314700 1,4-Dichlorobenzene-d4 9.90
Hit# of 65 Tentative ID MW MolForm CAS# Qual
1 Propanal, 2-methyl-2- (methylsulf . 149 C5H11NO2S 007635-32-7
2 2-Imidazolidinone 86 C3H6N20 000120-93-

3 1-Propyne, 1l-(methylthio) - 86 C4H6S 022174-5142 7
4 2-Imidazolidinone 86 C3HEN20 000120-98-4 7
Abundance Scan 135 (3.872 min). 12325.D (-133) (-) m/z 86.00 /100.00%

86
5000 49
42 — . ' S
? LJ ™ l | 360 380 400 420
Otrprrrrprerrrrrrprrrrprrrrprrr e e e ot BASEARR NERMA A m/z 49.10 48.05%
mfz—-> 5 10 15 20 25 30 35 40 45 55 60 65 70 75 80 85 90 95
Abundance #34648: Propanal, 2- methyl-2-(methylsulﬁnyl)-, oxime
4 8
5000 28 S LA N L R
360 380 400 420
15 a1 34 “45 5550 69 m/ 82.00 25.47%
cq”,[rH“”P”,Jiuﬁgeh}”!ﬁﬁiﬂﬂnhilqn”yufﬁu,uq!%{”q”
miz-—-> 5 10 15 20 25 30 35 40 45 55 60 65 70 75 80 85 90 95
IAbundance #108253: 2-l idazolidinone
b 86
. 360 3.80 400 4.20
5000 m/z 42.10 20.69%
42 AL
0 A 71 :
Ill Tllll l l Illllll T II ‘I’T llI[IKlll’IlIVIIIII‘[TII ll II TT ]IIIIII I lll[llllllll
miz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #34894: 1-Propyne, 1-(methytlthio)- R e BB man e e
8b 360 380 4.00 420
45 A m/z 88.00 20.69%
5000
39
27303336 | 42 | 4851 5659 64614 N
cllll’l["I|l‘|lIlllllllllIIIIIIIIllI]llll]l’l'llllllllIllllllllllllllllIlllll]lll'[ 'lI]’I’YI'lXT' l!Tl]llIlllllllllIllll’
mfz—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 360 380 400 420
12325.D 052202.M Mon Jun 03 10:53:23 2002 Page 9
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Lilbrary Search Compound Report

Data File

C:\MSDCHEM\ 1\DATA\052902\12325.D Vial: 13
Acg On 28 May 2002 7:51 pm Operator: McLean
Sample gc/ms scan 5/24 Inst : Instrumen
Misc Multiplr: 1.00

MS Integratlon Params: LSCINT.e

Quant Method
Title
Library

508 Modified GC/MS scan
C:\DATABASE\NIST98.L

C:\MSDCHEM\ 1\METHODS\052202.M (Chemstation Integrator)

khkhhkhhhhkhhhhhhhkhkhhkhkhhhkhkhhkhkhhhhhkhkhhhkhkhhhkhkhkdkhhhhkhhhhddddkrhhbhhdhhhkkhhkd

Peak Number 7 2-Pentanone,

4-hydroxy-4-me. ..

Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T
5.93 11.91 ug/L 8520920 1,4-Dichlorobenzene-d4 9.90
Hit# of 5 Tentative ID MW MolForm

1 2-Pentanone, 4-hydroxy-4-methyl-
2 2-Pentanone, 4-hydroxy-4-methyl-
3 2-Pentanone, 4-hydroxy-4-methyl-

116 C6H1202
116 C6H1202
116 C6H1202

4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202

[Abundance Scan 485 (5.929 min): 12325.D (-480) () m/z 43.10 160.00%
43
59
l 101 560 580 600 620
o S .[....[..?751;;,,1,5?.-11... L. S N L1 4 S m/z 59.10 35.07%
miz—> 10 20 30 40 50 60 70 80 g0 100 110 120 130
Abundance #109755: 2-Pentanone, 4-hydroxy-4-methyl-
4
5000 T R
59 560 580 600 620
m/z 58.10 21.49%
15 3 l 101
0 l 25\;;] 371!1 53.: 83 1[
R o B A B e e  EEAEs
mfz~-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5:@1: 2-Pentanone, 4-hydroxy-4-methyl-
1 L} Tl‘]‘lllll
560 580 600
5000 m/z 101.10
59
. 101
7, ) sl e e o
cllllll'l;lllllllll[llllll"lrl'l"rf‘li‘[!l IIIIIII T I[llllllllllllll
> 10 20 30 40 50 60 70 80 S0 100 110 120 130
undance #108756: 2-Pentanone, 4-hydroxy-4-methyl-
43 560 580 600
m/z 41.05
- ] /\
o mdal LN
T 17 TT1T7T Tr i llllll Illllll TTrTrY llllllllllllllll!li T l T l T 71 [ll Il
mfz—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 560 580 600 620
12325.D 052202.M Mon Jun 03 10:53:24 2002 Page 10
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Data File

DLULGLY DEALCl LOlpLOUIIU xepOL L

C:\MSDCHEM\ 1\DATA\052902\12325.D

Vial: 13

Operator:

McLean

Acg On

29 May 2002

7:51 pm

Inst Instrumen

Sample : go/ms scan 5/24
Misc :

MS Integration Paramsg: LSCINT.e
Quant Method
Title
Library

508 Modified GC/MS scan
C:\DATABASE\NIST98.L

Multiplr: 1.00

C:\MSDCHEM\ 1\METHODS\ 052202 .M (Chemstation Integfator)

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

Peak Number 8 2,5-Dihydrophosphole,

R.T EstConc Area
22.54 0.26 ug/L 279725
Hit#$ of 5 Tentative ID

3-methyl-1...

1 2,5-Dihydrophosphole,
2 Anthracene, 2-methyl-
3 1,2-Phenylene diisothiocyanate
4 Bitoscanate

Relative to ISTD

Phenanthranené-dlo

3-met... Concentration Rank 8

MW MolForm
192 C11H130P
192 C15H12
192 C8H4AN2S2
182 C8H4N2S2

004044-65/9 40

Abundance Scan 3312 (22.539 min): 12325.D (-3305) () m/z 192.10 }Ao.oo%
192
A
lIl’tlll 1(1!]’111’1 TT T
o % 148 160 2220 2240 2260 22.80
36 70 118
o! m/z 191.10 24 .82%
m/z—> 0 10 20 30 40 50 60 70 80 90100110120130140150160170180190200
Abundance #80065: 2,5-Dihydrophosphole, 3-methyl-1-oxo-1-phenyi-
164 19?2
A\
5000 Q9 115 LIS 0 BN S (N
47 177 m/z 146.10 15.07%
Olerprrrrprre .2.‘7‘ '3'1]11} ]57 n.' I ‘§7x‘”"] Ln]-])lf t[ 111135 ’lu ;]. - J.“ - I]” —
m/z--> 0 10 20 30 40 50 60 70 80 90100110120130140150160170180190200
Abundance #125847: Anthracene, 2-methyl-
Illllllll/l.\l LIRS R4 T 7 T
5000 m/z 96.10 12.55%
96
o 28 39 51 63 82 115126 139 152
mfz—> 0 10 20 30 40 50 60 70 80 S0 100110120130140150160 170180190200
Abundance #80862: 1,2-Phenylene diisothiccyanate R e
192 2220 2240 2260 2280
m/z 193.10 12.44%
- llll(]l T T T it I‘lmll
miz--> 0 10 20 30 40 50 60 70 80 S0 100110120130140150160170180190200 2220 2240 2260 2280

12325.D (052202.M
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\
-

Quant Method
Title
Library :

MS Integratlon Params:

o oo e

7:51 pm

Data File

Acg On : 29 May 2002
Sample : gc/ms scan 5/24
Misc

LSCINT.e

: C:\MSDCHEM\1\DATA\052902\12325.D

Ll A AL (AJ—I WS QAL Ll uunlyut.u.;u. L\CHU-L -

Cperator:
Inst :
Multiplr:

Vial: 13
McLean '
Instrumen

1.00

C: \MSDCHEM\1\METHODS\052202 M (Chemstation Integrator)
508 Modified GC/MS scan
C:\DATABASE\NIST98.L

*********************************************************************
Concentration Rank 7

Peak Number

9 Anthracene-dl0-

Relative to ISTD

R.T. EstConc
23.07 0.31 ug/L
Hit# of 5

330990

MW MolForm

Phenanthranené-dil0

1 Anthracene-dl0-
2 Phenanthrene-dilo

3 4-Methyl-2- (3-fluorophenyl)pyrim...
4 4-Methyl-2-(4-fluorophenyl)pyrim...

188 C14D10
188 C14D10
188 C11HO9FN2

076128-66-0
076128-67-1 38

Abundance

Scan 3402 (23.068 min): 12325.D (-3395) (-)

188 C11HOFN2

m/z 188.10

100.00%

miz—> 10 20 30

148
5000
If!Il’r‘l’f]I T T 7 T LS
3 80 94 1&1%1m [1 2.80 2300 2320 2340
cquwuanmmquwuhmeHPJ”.‘ e .annuxmp”H,, m/z 184 .10 19.61%
mfz--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190
Abundance #79826: Anthracene-d10-
148
5000 LIS B SERJE N e B SRU LN B SIS S B SR N
22.80 2300 23.20 23.40
m/z 94.10 13.19%
66 80 94 80
0! 17 30 42 52 108118 132 146 170179
miz—-> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180 190
Abundance #79827: Phenanthrehe-d10
188
LIRS 4 T7T LIS lllll T
2280 2300 2320 2340
5000 m/z 80.00 13.16%
6 160
o 30 42 52 108 118 132 146 17017
mfz-—-> 10 20 30 40 50 60 70 80 S0 100 110120 130 140 150 160 170 180 180
Abundance #79744. 4-Methyl-2-(3-flucrophenyl)pyrimidine R LA A St e
188 2280 2300 23.20 2340
m/z 189.20 12.95%
5000 121
ol 3% 50 82 | 108 134 146 161 I
lllillllll'llllllll’llrl fl ]ll!lllll ![lillr‘lll’]lYITIITlI]TTIIl’II[lIl l!] TT lll}lll [[lll l)l}]ll‘l’lr‘lllliilll7ll1
40 50 60 70 80 90 100110120130140150160170180190 2280 23.00.2320 23.40
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lTerntatlively laerntlillead Compouna (Ldl)  sSullliidry
« Operator ID: McLean Date Acquired: 29 May 2002
» Data File: C:\MSDCHEM\1\DATA\052902\12325.D

Name: gc/ms scan 5/24

Misc:

Method: C:\MSDCHEM\1\METHODS\052202.M (Chemstation Integrator)

Title: 508 Modified GC/MS scan

Library Searched: C:\DATABASE\NIST98.L o

2

7:51 pm

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
1-Propanethiol 3.54 0.2 ug/L 155092 1 9.90 28626700 40.0
Methylene Chloride 3.70 1.5 ug/L 1052340 1 9.90 28626700 40.0
Propiolonitrile 3.72 0.9 ug/L 634549 1 9.90 28626700 40.0
Isocrotonic acid 3.75 0.7 ug/L 517652 1 9.90 28626700 40.0
Methane, chlorodi... 3.79 2.5 ug/L 1784620 1 9.90 28626700 40.0
Propanal, 2-methy. 3.87 3.2 ug/L 2314700 1 9.90 28626700 40.0
2-Pentanone, 4-hy. 5.93 11.9 ug/L 8520920 1 9.90 28626700 40.0
2,5-Dihydrophosph... 22.54 0.3 ug/L 279725 4 22.91 43081600 40.0
Anthracene-d10- 23.07 0.3 ug/L 330990 4 22.91 43081600 40.0
12325.D 052202.M Mon Jun 03 10:53:25 2002 Page 13

NYC-WTC_000014347



