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Comments for Sample AE08258 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 04-19-2002 Time: 15:46:52

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. The recoveries for 4 of the 43 compounds in the LCS Standard were
high.
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Quantitation Report (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\020417\08258.D Vial: 16
Acg On : 17 Apr 2002 9:50 pm Operator: Nefliu
Sample : sample - Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E
Quant Time: Apr 18 09:35:23 2002 Quant Results File: 041702SCAN.RE
Quant Method : C:\MSDCHEM\1\METHODS\041702SCAN.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Last Update : Wed Apr 17 08:01:11 2002
Response via : Initial Calibration

DataAcg Meth : 508SCAN

Internal Standards R.T. QIon Response Conc Units Dev (Min)
1) 1,4-Dichlorobenzene-d4 9.99 152 7328823 40.00 ug/L -0.02
10) Napthalene-ds 13.49 136 28161579 40.00 ug/L -0.03
17) Acenapthalene-dlo0 ' 18.63 164 15271685 40.00 ug/L -0.02
29) Phenanthranene-d10 23.02 188 23316700 40.00 ug/L -0.02
37) Chrysene-dl2 30.89 240 17142460 40.00 ug/L -0.05
43) Perylene-dl2 34.79 264 11553436 40.00 ug/L -0.02
System Monitoring Compounds
27) TCMX 20.60 207 623321 7.36 ug/L 0.00
Spiked Amount 8.000 Recovery = 92.00%
Target Compounds Qvalue
35) Di-n-butylphthalate 25.16 149 148479 0.20 ug/L 98
(#) = qualifier out of range (m) = manual integration (+) = signals summed
08258.D 041702SCAN.M Thu Apr 18 14:07:42 2002 Page 1
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Quantitation Report (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\020417\08258.D Vial: 16
Acg On : 17 Apr 2002 9:50 pm Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: EVENTS.E
Quant Time: Apr 18 9:37 2002

Quant Results File: 041702SCAN.RES

Method : C:\MSDCHEM\1\METHODS\041702SCAN.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Last Update : Thu Apr 18 09:38:13 2002
Response via : Initial Calibration
Abundance TIC: 08258.D
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LSC Area Percent Report

Data File : C:\MSDCHEM\1\DATA\020417\08258.D Vial: 16
Acg On : 17 Apr 2002 9:50 pm Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: LSCINT.e

Method : C:\MSDCHEM\1\METHODS\041702SCAN.M (Chemstation Integrator)

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 3.138 3 10 16 BV 3 7790 76334 0.12% 0.021%

2 3.579 82 85 86 PV 2 2876 25524 0.04% 0.007%

3 3.590 86 87 91 VV 3 2345 26723 0.04% 0.007%

4 3.708 104 107 109 VvV 2 24472 24729 0.04% 0.007%

5 3.755 109 115 117 VV 5 2841 64378 0.10% 0.017%

6 3.778 117 119 126 VV 5 3083 65772 0.10% 0.018%

7 4.155 180 183 188 VV 4 3567 69544 0.11% 0.019%

8 4.307 205 209 214 Vv 7 4119 78344 0.12% 0.021%

] 4.395 214 224 248 VV 1102426 18974940 29.42% 5.098%
10 4.789 288 291 305 VV 5 4413 170669 0.26% 0.046%
11 4.889 305 308 314 VV 6 6038 138706 0.22% 0.037%
12 5.095 333 343 347 VV 5 7727 199614 0.31% 0.054%
13 5.142 347 351 366 VV 4 17889 425048 0.66% 0.114%
14 5.271 370 373 378 VV 4 2877 50723 0.08% 0.014%
15 5.465 400 406 418 VV 6 3103 101471 0.16% 0.027%
16 5.553 418 421 426 VV 2166 30797 0.05% 0.008%
17 5.659 431 439 442 PV 5 2229 61628 0.10% 0.017%
18 5.6%94 442 445 447 VV 2 2070 29141 0.05% 0.008%
19 5.964 487 491 502 VvV 38722 865749 1.34% 0.233%
20 6.041 502 504 508 VvV 4 6546 103317 0.16% 0.028%
21 6.070 508 5089 517 VV 4 3804 81078 0.13% 0.022%
22 6.428 566 570 578 VvV 7 2116 38535 0.06% 0.010%
23 6.699 605 616 621 PV 5 1897 22638 0.04% 0.006%
24 7.316 713 721 724 PV 5 13589 341847 0.53% 0.092%
25 7.339 724 725 736 VV 4 12137 355167 0.55% 0.095%
26 7.410 736 737 746 VV 6 7351 206865 0.32% 0.056%
27 7.486 746 750 756 VV 4 12888 303164 0.47% 0.081%
28 7.668 778 781 786 VV 2 5203 105428 0.16% 0.028%
29 7.809 800 805 809 VvV 4 3116 75738 0.12% 0.020%
30 8.079 849 851 855 VvV 2 2580 31186 0.05% 0.008%
31 8.156 858 864 871 VV 4 5339 127964 0.20% 0.034%
32 8.232 871 877 889 VV 8 4048 165933 0.26% 0.045%
33 8.432 908 911 920 VvV 2 2210 49873 0.08% 0.013%
34 8.685 953 954 960 VV 2 1988 30041 0.05% 0.008%
35 8.861 982 984 3989 VV 4 2172 38488 0.06% 0.010%
36 8.920 585 994 1000 VV 4 2020 51981 0.08% 0.014%
37 9.066 1011 1019 1029 VvV 3 2218 96510 0.15% 0.026%

08258.D 041702SCAN.M Thu Apr 18 09:37:39 2002 Page 1
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‘88 20.389 2941 2946 2952 VV 4 3472 75909 0.12% 0.020%
89 20.600 2969 2982 2990 PV 326126 5851819 9.07% 1.572%
90 21.452 3122 3127 3131 VV 3 2462 44577 0.07% 0.012%
91 21.822 3180 3190 3204 VV 2 4774 147847 0.23% 0.040%
92 22.210 3249 3256 3266 PV 4 2792 83670 0.13% 0.022%
93 22.645 3320 3330 3339 VvV 3 26821 510160 0.79% 0.137%
94 23.027 3382 3395 3414 VV 2 3050350 64504830 100.00% 17.330%
95 23.174 3414 3420 3431 VV 2 35483 905950 1.40% 0.243%
96 23.250 3431 3433 3435 VV 2 4386 47608 0.07% 0.013%
97 23.403 3457 3459 3461 VV 3464 36266 0.06% 0.010%
98 25.048 3737 3739 3747 VV 2185 37829 0.06% 0.010%
99 25.160 3747 3758 376% VV 20733 471092 0.73% 0.127%
100 26.023 3898 3905 3909 VV 1947 32968 0.05% 0.009%
101 26.423 3966 3973 3975 PV 2 1645 25827 0.04% 0.007%
102 26.576 3994 3999 4007 VV 3 6973 166774 0.26% 0.045%
103 26.840 4040 4044 4051 VV 5 5008 125621 0.19% 0.034%
104 26.905 4051 4055 4060 VV 2 2348 60059 0.09% 0.016%
105 27.398 4134 4139 4143 VV 2 2162 42488 0.07% 0.011%
106 27.545 4158 4164 4168 VV 4 4253 89875 0.14% 0.024%
107 27.575 4168 4169 4172 VV 2792 33987 0.05% 0.009%
108 27.757 4197 4200 4202 VV 2204 24660 0.04% 0.007%
109 29.302 4459 4463 4467 VV 2045 35098 0.05% 0.009%
110 29.337 4467 4469 4471 VV 2 2115 18091 0.03% 0.005%
111 29.414 4478 4482 4484 VV 2255 21431 0.03% 0.006%
112 29.989 4575 4580 4582 PV 1631 25152 0.04% 0.007%
113 30.042 4582 4589 4598 VV 5 4115 135042 0.21% 0.036%
114 30.160 4607 4609 4617 VV 2129 44445 0.07% 0.012%
115 30.689 4697 4699 4705 VV 2021 34803 0.05% 0.009%
116 30.888 4721 4733 4763 VV 2 2376806 55760029 86.44% 14.981%
117 31.071 4763 4764 4767 VV 3 6457 70471 0.11% 0.019%
118 31.094 4767 4768 4771 VV 3 5193 83625 0.13% 0.022%
119 31.135 4771 4775 4780 VV 6 5358 149906 0.23% 0.040%
120 31.176 4780 4782 4787 VV 4 4802 87993 0.14% 0.024%
123 31.452 4824 4829 4837 VV 6 7627 228476 0.35% 0.061%
122 31.511 4837 4839 4843 VV 2 3226 62923 0.10% 0.017%
123 31.958 4912 4915 4921 VV 2434 49792 0.08% 0.013%
124 32.475 4999 5003 5007 VvV 2481° 37428 0.06% 0.010%
125 32.545 5007 5015 5017 VvV 2033 41315 0.06% 0.011%
126 32.575 5017 5020 5028 VvV 2 2232 61449 0.10% 0.017%
127 33.350 5147 5152 5157 PV . 2049 45588 0.07% 0.012%
128 33.885 5236 5243 5247 VV 3 2191 42210 0.07% 0.011%
129 34.061 5271 5273 5275 VV 2464 23608 0.04% 0.006%
130 34.514 5348 5350 5353 VV 2 1751 17633 0.03% 0.005%
131 34.790 5383 5397 5435 VV 2 1746431 43771415 67.86% 11.760%
132 35.025 5435 5437 5447 VV b5 6836 220369 0.34% 0.059%
133 35.089 5447 5448 5452 VV 2 4563 66818 0.10% 0.018%
134 35.131 5452 5455 5459 VV 3 4928 92239 0.14% 0.025%
135 35.460 5506 5511 5514 VV 3 2853 64884 0.10% 0.017%
136 35.924 5587 5590 5593 VV 2 3185 45571 0.07% 0.012%
137 36.082 5614 5617 5626 VV 2 3298 90844 0.14% 0.024%
08258.D 041702SCAN.M Thu Apr 18 09:37:39 2002 Page 3
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File
Operator
Acquired
Instrument
Sample Name:
Misc Info
Vial Number:
Quant File

:041702SCAN.RES

ent

LSC Report - Integrated Chromatogram
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020417\08258.D Vial: 16

Acg On : 17 Apr 2002 9:50 pm Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integratlon Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\041702SCAN.M (Chemstation Integrator)

Title : 508 Modified GC/MS scan

Library : C:\DATABASE\NIST98.L
I E R E R E N EEEEEEEEESEEE LS EEE SRR ESE SR ESE ST ESEEEEREEEEEEREE RS S S E R EEEEEREREESEE XS
Peak Number 1 Toluene . Concentration Rank 1

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

4.39 17.34 ug/L 18974900 1,4-Dichlorobenzene-d4 9.99
Hit# of &5 Tentative ID MW MolForm CAS# Qual
1 Toluene 92 C7HS8 000108-88-3 95
2 Toluene 92 C7HS8 000108-88-3 91
3 Toluene 92 C7HS8 000108-88-3 91
4 Toluene 92 C7HS8 000108-88-3 91

[Abundance Scan 224 (4 395 min). 08258 D (-214) (-) m/z 91.10 100.00%
oft
5000 A
39 65 400 400 440 460 480
45 S1 : : : '
O rrrrprrrrprerrprrre ki Ko o e oo e m/z  92.10  61.80%
h/z-> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Abundance #117292: Toluene
ah
5000 'Ii"l]'ll'"l‘rl"ll"llll
_ 400 420 440 460 480
m/z 65.10 11.62%
39 51 65
27 ‘| 45 0, 55 61 | 73 77 86 |
0'lr] Ir] T“I"'T LI TrIr llll'["’_'l LR LS II’I Illlllll lll"’ll”’l "1]1"'['1'
/> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Abundance #117282: Toluene
o
, 400 420 440 460 480
5000 m/z 39.10 9.269%
39
27 Lo sl 1 e ||
0"[ ]' T"—l 7 TTTT l’l" II'I' LI IIIl Il'l"lll II"'III"#I ||III‘Tr]’l'
n/z—> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100
Abundance #37326: Toluene e R S Saaame.
el 400 420 440 460 480
m/z 63.10 7.93%
5000
ol. 27 31 3|g 45 5,1 57 61 615 73 77 85 1L,
niz-> 15 20 25 30 35 40 4'5 50 55 60 65 70 75 80 85 90 95 100 400 400 440 460 480
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Library Search Compound Report

Data File C:\MSDCHEM\ 1\DATA\020417\08258.D
Acg On 17 Apr 2002 9:50 pm

Sample sample

Misc :

MS Integratlon Params: LSCINT.e

Quant Method

C:\MSDCHEM\ 1\METHODS\041702SCAN.M

Vial: 16
Operator: Nefliu
Inst Instrumen
Multiplr: 1.00

(Chemstation Integrator)

Title 508 Modified GC/MS scan

Library C:\DATABASE\NISTS8.L
I E R R R R R RS SRR RS E R EE RN R RN EEE SRR R SRR EEEEEEEEE SRR EEREESE SRS SR REEREEEEEEESRSES
Peak Number 2 Hexanal Concentration Rank 6

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

5.14 0.39 ug/L 425048 1,4-Dichlorobenzene-d4 99
Hit# of &5 Tentative ID MW MolForm CAS#H# Qual
1 Hexanal 100 C6H120 000066-25-1 50
2 Hexanal 100 C6H120 000066-25-1 42
3 Hexanal 100 CeH120 000066-25-1 37
4 2,2-Dimethyl-3-hydroxypropionald. 102 C5H1002 000597-31-9 23

Abundance Scan 351 (5 142 min); 08258 D (-347) (-) m/z 44.05 100.00%
4 56
5000 39
72
57 82
' 48 [ ‘ | 480 500 520 540
0T"I"T'TY"II'Il"'!"']]ll |Y'!'|!"II| |l|l llllll TT !|!l Trrr llllll lllllll ||l|| lllllll || m/z 56-10 95-10%
hvz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
i\bundance #110563: Hexanal
ah
56
27
5000
480 500 520 540
39 P
- 72 82 m/z 41.10 85.08%
l | 51 {
O e e e AILARS RAREA RARBARAARA NRASA RALAAS BARAN M T
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #10785 Hexanal
4l s
480 500 520 540
5000 - m/z 57.00 73.629%
( 39
0 ll’]""l=I!Il;l"|"'!illl !' """ IIII!?IO""“ r'l' !!I lll' Triryrrr '95"’1'OI(') """"" T
mz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105
Abundance #110561 Hexanal —h .[\*A A
4 56 480 500 520 540
m/z 43.05 64.03%
5000 7
39 -
67 82
fr Ll s ll e s
0II'|""|'||IIII"["'|[Ill[l"'i"llllllll"l’l"ll'lll lllYl]l"V]""'lllll "'" I|
miz--> 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100 105 480 500 520 540
08258.D 041702SCAN.M Thu Apr 18 09:37:41 2002 Page 7
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NYC 9/11 Public

Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\ 1\DATA\020417\08258.D
Acg On 17 Apr 2002 9:50 pm

Sample sample

Misc :

MS Integratlon Params: LSCINT.e

Quant Method

Title

Library

C:\MSDCHEM\ 1\METHODS\041702SCAN.M

508 Modified GC/MS scan

C:\DATABASE\NIST98.L

Vial: 16
Operator: Nefliu
Inst Instrumen
Multiplr: 1.00

(Chemstation Integrator)

IEE R S E S SRS AEE SRR RS SRR EEERESEERR R R EEEER RS EREEEERREEREESRESEREREEREEEE

Peak Number 3 3-Pentanol, 3-methyl- Concentration Rank 3
R.T EstConc Area Relative to ISTD R.T
5.97 0.79 ug/L 865749 1,4-Dichlorobenzene-d4 9.99
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 36
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 36
3 Acetic acid, 3-1[1,3)dioxolan-2-y... 174 C8H1404 1000186-02-3 33
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 23
[Abundance Scan 491 (5.964 min); 08258.D (-487) (-) m/z 73.10 100.00%
7
5000
43
560 580 600 620 640
55 87 103
) SR Y R : e m/z 43.10  29.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #114875. 3-Pentanol, 3-methyl-
7B
5000
560 580 600 620 6.40
a5 2 &7 m/z 41.10 11.32%
Ot~ 711'5-, T III”3'7‘I|” [v‘f [II'T‘[I! I|” LABASERARE) T T[T YT YT
[vz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #25351 3Butane, 2-methoxy-2-methyl-
7
560 580 600 620 640
5000 m/z 45.10 10.68%
5 87
0.,,,..,”.':1...1‘ ABAAA RAARA "m ™ AR AAARARARLN LaRES LaRE RaAR Lo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #25344 Acetic acid, 3-[1,3]dioxolan-2-ylpropy! ester e
7B 560 580 600 620 640
m/z 40.00 7.49%
5000
43
0 2] 55 ) 87 113 131 174
vz> 10 2 30 40 50 65 70 80 90 100 110 190 130 140 130 160 170 180 560 580 600 620 640
08258.D 041702SCAN.M Thu Apr 18 09:37:42 2002 Page 8
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\1\DATA\020417\08258.D
Acg On 17 Apr 2002 9:50 pm

Sample sample

Misc

MS Integratlon Params: LSCINT.e

Quant Method

Title

Library

C:\MSDCHEM\1\METHODS\041702SCAN.M

508 Modified GC/MS scan

C:\DATABASE\NIST98.L

Vial: 16
Operator: Nefliu
Inst Instrumen
Multiplr: 1.00

(Chemstation Integrator)

hkhkhkkhkhkhkhhkhkhhhkhkdihkhkhhkdhhkhdhhhhkhkkhkhhkhhkkdhbhhkhhkhkhhhkhkhkhbhkrdrhkhkhkhrhkdhbhdkhkhkdkhddhkhkhhkk

Peak Number 4 N,N-Diethyl-2-aminoethanol Concentration Rank 10

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

7.32 0.31 ug/L 341847 1,4-Dichlorobenzene-d4 9.99
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 N,N-Diethyl-2-aminoethanocl 117 C6H15NO 000100-37-8 91
2 1-Propanamine, N,N-diethyl- 115 C7H17N 004458-31-5 64
3 Methanediamine, N,N,N’,N’-tetrae... 158 C9H22N2 000102-53-4 64
4 Diethylamincethyl acrylate 171 C9H17NO2 002426-54-2 59

Abundance Scan 721 (7 316 min). 08258.D (-713) (-) m/z 86.10 100.00%
8
5000 o \MM“*~4\kMV¢
72 102 17 700 730 740 760
0 l[l l']'l ||I“| ’Il’ll"l‘le II I'II'II II'IIYTIIT]IW IlV m/z 58‘10 36-52%
m/z—-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #116803: N,N-Diethyl-2-aminoethanol
8b
5000 58
700 720 740 760
“ m/z 42.10 12.42%
; o | e
m/z—> "0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #34797: 1-Propanamine, N ,N-diethyl-
8b |
700 720 740 7.60
5000 m/z 56.10 10.71%
58
100
15 42 115
| J“ Ay 50 4 12 L
0 T T L L AL R L I I B R LA MR B TH T TI T T T T T[T T
mvz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #116762. Methanediamine, N,N,N' N'-tetraethyl-
8p 700 720 740 760
m/z 40.00 8.93%
5000
30 49 58
o4 15 1“! L, | 2 | 99 113 127 157
VIIVIVI LR ILELE B LABAE BRELE T""r‘ TFY l‘l'l"' TTrTr[rrrry TTTTTTY T T 7T T T T T T T
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 700 720 740 7.60 l
08258.D 041702SCAN.M Thu Apxr 18 09:37:42 2002 Page 9
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\1\DATA\020417\08258.D Vial: 16

Acq On 17 Apr 2002 9:50 pm Operator: Nefliu
Sample sample Inst : Instrumen
Misc Multiplr: 1.00

MS Integratlon Params: LSCINT.e

C:\MSDCHEM\ 1\METHODS\ 041702SCAN.M
Title 508 Modified GC/MS scan
Library C:\DATABASE\NIST98.L

IR RS S A A S SR SRR RS ESE LSS S EERER SR RREEREEEEEEEEEEEESEEEEEEEEEEESEESESESE]

Quant Method

Peak Number 5 Thiophene Concentration Rank 8
R.T EstConc Area Relative to ISTD R.T.
7.34 0.32 ug/L 355167 1,4-Dichlorobenzene-d4 9.99

Hit# of 5 Tentative ID MW MolForm CAS#

1 Thiophene 84 C4H4S 000110-02-1 7
2 2,3,4,5-Tetrahydropyridazine 84 C4HS8N2 000694-06-4 5
3 1,2,5-Thiadiazole 86 C2H2ZNZ2S 000288-39~-1 5
4 Propanoic acid, methyl ester 88 (C4H802 000554-12-1 4

(Chemstation Integrator)

lAbundance Scan 725 (7 339 min): 08258 D (-724) {-) WO 100.00%
ap 86 AR YAMA AN
59
5000
51 'VI'I"I'IIIIY"'I‘I"I
36 7 700 7.20 740 760
0 T71’V'IIII'YITIT'VT“‘IIT"'IIVTVVT‘II"llllv"l!lll TrTT ll'e TTrY llll[llvlll'l’ LAAAS RASEE LB ] ll'lYl'll'l m/z 86 - 10 89 - 15%
m/z--> 0 S 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #33732: Thiophene
8
45 %8
5000 A
39 70060 720 740 760
m/z 87.90 69.58%
oL 1 25 32 SQJ:‘{ X et 9 81 ler
I|V'llll‘fll|" |II|'! lll' Ill" 'lll”"l """"""" ‘II LARA 'II TTT llll LR RS
m/z--> 6 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 !
bundance #33489 2,3.4 5-Tetrahydropyridazine
28 8h d
‘fl[lllll l"II'l'
700 720 740 760
5000 55 m/z 84.00 66.51%
1 | 69 ‘ WAHMvAw
0 1""1!1["[’[' Ill' IllI‘["'[II' 'II"!"IIII 'll"l’lll l l‘ 7T
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #34859 1,2 5-Thiadiazole S —
8 700 720 740 760
m/z 59.00 62.26%
5000 59
32
27 46
01""1]1"II' 'r'IYY 1I| lll l‘ II" Ill TTT J ll Illl 'lll ll' IY!I 1] Il Il [rr || T y'vll I' Il T 'T
mwz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 700 720 740 760
08258.D 041702SCAN.M Thu Apr 18 09:37:42 2002 Page 10
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NYC 9/11 Public Portal Document

Data File
Acg On
Sample
Misc

Library Search Compound Report

9:50 pm

MS Integration Params: LSCINT.e

Quant Method
Title
Library

C:\MSDCHEM\1\METHODS\ 041702SCAN.M

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

hkhkkhkkhkkkhkhkhhkhhkhkkhkhdhhkhkhkhkhhkhkdhkhhkhkhhkdhhkhkhdbhdhhhkhhrxdhhhhkhdrdhhkhkhkhkhkhkhkhkhhkhkkx

C:\MSDCHEM\ 1\DATA\020417\08258.D
17 Apr 2002
sample

Vial: 16
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

(Chemstation Integrator)

Peak Number 6 Heptanal Concentration Rank 11
R.T EstConc Area Relative to ISTD R.T
7.49 0.28 ug/L 303164 1,4-Dichlorobenzene-d4 9.99
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Heptanal 114 C7H140 000111-71-7 72
2 Heptanal 114 C7H140 000111-71-7 72
3 Heptanal 114 C7H140 000111-71-7 64
4 Heptanal 114 C7H140 000111-71-7 42
[Abundance Scan 750 (7 486 min). 08258.D (-746) (-) m/z 70.10 100.009%
P
41 55
5000
81 \
96 '|||ll'lj"l'||ll||]ll'¥
36 ‘ F7 1 | 720 740 760 780
0kl LWL L L | [W/z 55.00 €3.81%
mz--> 10 20 30 40 50 80 70 80 90 100 110 120
Abundance #10639: Heptanal
ah
27 70
5000 >
39 720 740 7.60 780
81 m/z 41.10 63.43%
86 96
0 22 | l‘. | | SQ i 160 65]!1 '175 l J g1 | 114
|ﬁ‘rl'l[‘|lll|l||’ll "I]]lvl'1'] ITTWIVTIIIT_"T—[II'Y IIIIIIT
mz-—-> 0. 20 30 40 50 60 70 80 90 100 110 120
Pbundance #110500 Heptanal
28 H 70
55 720 740 760 7.80
5000 39 m/z 44.10 62.69%
15 818 95
I| J | i 1 50”11 65III I t 114
ottt
m/z-—> 0 20 30 40 50 60 70 80 90 100 110 120
Abundance #110528: Heptanal —
it 720 740 760 780
29 70 m/z 43.10 56.04%
55
5000
39
81 g6 96"
0 T l '1'6l I T f! ¥ i‘l T : = T T '5]0,11! ! ! l 1§5II!1| ! T T ]ll %‘! 1?11 T ! T I T T T I l11l4l T ' T h
miz--> 10 20 30 40 50 60 70 8 90 100 110 120 720 740 7.60 7.80
08258.D 041702S8CAN.M Thu Apr 18 09:37:42 2002 Page 11
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NYC 9/11 Public Portal Document

Data File
Acg On
Sample
Misc

Library Search Compound Report

C:\MSDCHEM\ 1\DATA\020417\08258.D

17 Apr 2002
sample

9:50 pm

MS Integration Params: LSCINT.e

Quant Method

Vial:
Operator:
Inst
Multiplr:

16

Nefliu
Instrumen
1.00

C:\MSDCHEM\1\METHODS\041702SCAN.M (Chemstation Integrator)

Title 508 Modified GC/MS scan

Library C:\DATABASE\NIST98.L
IR R A R E R R SR SR EESEEEEEREEEEEEEEEEEREE SRR EEE S S SRS EE R RS EEEREEREEREREEEREREESEE]
Peak Number 7 3-Pentanol, 2-methyl- Concentration Rank 14

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

9.71 0.21 ug/L 229929 1,4-Dichlorobenzene-d4 9.99
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 12
2 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9
4 Silane, ethyldimethyl- 88 C4H12Si1 000758-21-4 9
undance Swnﬂ2ﬂ9ﬂ3M%(B%8DbH2&b) m/z 59.05 100.00%

5
5000 40 86 103
7 73
| '” 940 960 980 1000
ok, SRS |11 N 1| SN S 1 IS SN m/z 103.10 50.19%
mz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #113304: 3-Pentanol, 2-methyl-
50
5000 73 ‘l‘!\‘\]llll]1j_r‘|l‘|l|
41 940 960 9580 10.00
31 m/z 86.10 49.94%
25”‘ |1‘| 53’I”I 67) .1, 84 1?_0
0l'llllVVI'IT']'II']'lllll:"’]'l'lll"'rrl="‘ l"']Tl_r'll"'llll"Vl
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Pbundance #113141: Propane, 1-ethoxy-2-methyl-
Sd
31 .
940 960 9.80 10.00
5000 m/z 40.00 49.56%
41
15 73
ol 2, ,.,l....??\h....li);!rﬂ,?%qt.i.....,4..??,.@,..,.?‘?2...,.,..,..
z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #113235. 3-Hexanol, 4-methyl- T
5 940 960 9580 10.00
m/z 45.05 38.81%
5000
31 45
87
39 69
bl sl 2 T e
LELELS 1Il'|lll'|‘ll"'lllV'lll"’l T rrvr Trrvr TrYrrr TIrrr LELELER LA L
7> O 10 20 30 40 50 60 70 80 90 100 110 120 940 960 980 1000
08258.D 041702SCAN.M Thu Apr 18 09:37:43 2002 Page 12
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File C:\MSDCHEM\1\DATA\020417\08258.D
Acg On 17 Apr 2002 9:50 pm

Sample sample

Misc :

MS Integratlon Params: LSCINT.e

Quant Method

C:\MSDCHEM\ 1\METHODS\041702SCAN.M

Vial: 16
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

(Chemstation Integrator)

Title 508 Modified GC/MS scan

Library C:\DATABASE\NIST98.L
R R R SR SRS S S SRS EEEEEE RS EEESEREEEEEEEEEEEEEEEEESEEEEEREEERESEEREREEEEEEERE R
Peak Number 8 Boron, trihydro(N-methylmet... Concentration Rank 7

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

9.79 0.38 ug/L 411371 1,4-Dichlorobenzene-d4 9.99
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Boron, trihydro(N-methylmethanam. 57 C2HS8BN 000074-94-2 37
2 Cycloheptanol, 2-chloro-, trans- 148 C7H13Cl0O 069578-07-0 35
3 1,2-Cyclopentanediol, trans- 102 C5H1002 005057-99-8 28
4 Butyl aldoxime, 2-methyl-, syn- 101 C5H11NO 049805-56-3 17

Rbundance Scan 1142 (9.789 min). 08258.D (-1137) (-) m/z 40.00 100.00%
4
i 56
5000 67 86
47 117 N ——
’ I “b ’ 9.40 960 980 1000 10.20
0‘1“]\||rr\‘ll]'!l| ‘Ill'l‘['l ']‘ll'l"l']""' T m/z 43'10 100.00%
mz—-> 0 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #109528: Boron, trihydro{N-methyimethanamine)-, (T-4)-
4 $
28
5000
13 940 960 980 10.00 10.20
Il m/z 56.05  76.39%
0! II 22]l| 3!‘1!||[l!;l5i0‘31! I|'lll|"ll 'l|l|lll'|'l|‘|'lf’ llT"'l||l
miz-> 0 30 50 60 70 80 90 100 110 120 130
Abundance #18516 Cycloheptanol, 2-chloro-, trans-
5B
49
"I"‘IT'll 'I‘l'l'_"r]1"
68 940 960 980 1000 10.20
5000 m/z 58.10 74 .17%
51 113
0 : ”'!‘H“I'!I |’ I_!.}I!"’”' '!' lx - lll ""l!l;"l"’!?('}"
wz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 rA#wwudwﬁ
Abundance #14366. 1,2-Cyclopentanediol, trans- SE—
% 940 950 980 1000 1020
m/z 55.00 69.58%
41 84
5000
69
z-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 840 960 980 10.00 10.20
08258.D 041702SCAN.M Thu Apr 18 09:37:43 2002 Page 13
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NYC 9/11 Public Poital Document

Library Search Compound Report

Data File

Acg On 17 Apr 2002 9:50 pm
Sample sample

Misc

MS Integration Params: LSCINT.e

Quant Method
Title
Library

C:\MSDCHEM\1\DATA\020417\08258.D

C:\MSDCHEM\ 1\METHODS\ 041702SCAN.M
508 Modified GC/MS scan
C:\DATABASE\NIST98.L

Vial: 16
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

(Chemstation Integrator)

khkkhkhkhkkhkdhkhkhkdhkdhhkhkhrhkhhhkhkhkhhhkhkhkhkdhdhhkhkhkhkhkhkhkhkdkdkdkhAhrkdhhdrddhkhhkhhkhkddhdhrhdrkhhhhhkdk

Peak Number 9 Glycine, N-acetyl- Concentration Rank 13
R.T EstConc Area Relative to ISTD R.T
9.84 0.23 ug/L 251152 1,4-Dichlorobenzene-d4 9.99
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Glycine, N-acetyl- 117 C4H7NO3 000543-24-8 4
2 1,2,5-0Oxadiazole 70 C2H2N20 000288-37-9 4
3 Carbamic acid, ethyl-, ethyl ester 117 C5H11NO2 000623-78-9 4
4 5-Aminovaleric acid 117 C5H11NO2 000660-88-8 4
Abundance S?nﬂﬂmg%Smm)wﬁaD&H%Hﬁ m/z 40.00 100.00%
4
5000 70
54
45 102 117 ’l'lf"l'll’lll'l'll"’
1 } 87 | [ 9.60 980 10.00 10.20
OVIIT'VIrTllllllll {‘[TI]_TI'II'I‘||’l’T[l!ll'T'lll T l’l"l"l‘ m/z 70-00 42'39%
mz-—-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #108188 Glycine, N-acetyl-
3p
43
5000 g
7 9.60 9.80 10.00 10.20
15 m/z 54.10 30.43%
56 99 17
o N S| AU 1220 N s LA
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #1414 1,2 ,5-Oxadiazole
4p
'l‘]’f'l"l"l"l'[lll
860 980 1000 1020
5000 m/z 56.05 24 .64%
28 70
O'l'l"l"fT#ll‘III!II!I'I|'I"I'l'rl‘ll|||l’yv]l¥||||||| T T
m/z--> 0 20 30 40 50 80 70 80 90 100 110 120
Abundance #108266: Carbamic acid, ethyl-, ethy! ester MU S S U
3p 960 9.80 10.00 1020
m/z 102.00 19.38%
5000
4 72 102
4 88 17
0"]""1_'_'" ""I""I"”I""I""r""i*'"I""'l""'l""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 960 980 10.00 10.20
08258.D 041702SCAN.M Thu Apr 18 09:37:43 2002 Page 14

NYC-WTC_000047943



NYC 9/11 Public Portal Document

’ Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020417\08258.D Vial: 16

Acg On : 17 Apr 2002 9:50 pm Operator: Nefliu
Sample : sample : Inst : Instrumen
Misc : Multiplr: 1.00

MS Integratlon Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\041702SCAN.M (Chemstation Integrator)

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
LR R SRR S S S S SE RS EEEESEREEREEEREEEEEEE RS EE R R EREEEEEEEEREEERERSEEETEITTE T T IR
Peak Number 10 Octane, 1l-chloro- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.03 0.26 ug/L 279924 1,4-Dichlorobenzene-d4 9.99
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Octane, l-chloro- 148 C8H17Cl 000111-85-3 72
2 Octane, 1l-chloro- 148 C8H17Cl1 000111-85-3 72
3 Octane, 1l-chloro- 148 C8H17Cl 000111-85-3 56
4 Heptane, 1l-chloro- 134 C7H15C1 000629-06-1 40
Abundance Scan 1353 (11.029 min) 08258.D (-1343) (-) m/z 91.10 100.00%
oh
5000 41 55
69
l '[ | 83 ’ 105 1080 1100 1120 1140
) R L N WL TN | S m/z 55.10 48.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #117172 Octane, 1-chloro-
ah
43
55
5000 A A
29 69 1080 11.00 1120 11.40
m/z 41.10 48.08%
83 105
0 2 ' slfl 62 “h176 I ‘ ®_|,112119 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #117170 Octane, 1-chioro-
gh
o 10.80 11.00 11.20 11.40
5000 55 m/z 43.05 43.87%
69
‘ 83
ol15 hf il Mea five ) |les | 112119 148
m/z--> 10 20 30 40 50 60 70 80 gb 100 110 120 130 140 150
Abundance #117160 Octane, 1-chioro-
4 q 1080 11.00 1120 1140
m/z 69.10 30.85%
27 55
5000
69
] 83 ' 105
O-vlvvvvllv;!IVIr}l‘f':l lh 62 l T II!II %111 fvlrlv 1-19”'!(1'!' | RARAN LRI ™TrTT TrTT TTTT T 7T T
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 180 1080 1100 1120 1140
08258.D 041702SCAN.M Thu Apr 18 09:37:43 2002 Page 15
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NYC 9/11 Public Portal Document

Library Search Compound Report

Data File

Acg On 17 Apr 2002
Sample sample

Misc

9:50 pm

MS Integration Params: LSCINT.e

Quant Method
Title
Library

C:\MSDCHEM\1\DATA\020417\08258.D

C:\MSDCHEM\ 1\METHODS\041702SCAN.M
508 Modified GC/MS scan
C:\DATABASE\NIST98.L

Vial: 16
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

(Chemstation Integrator)

IR RS S SRS EEEESE RS R R SR RERERRRSRSRERS RS SRRERRRlERERREEREREEEREEREEREEE

Peak Number 11 Nonanal Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T.
11.91 1.69 ug/L 2443230 Napthalene-d8 13.49
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 C9H180 000124-19-6 83
3 Nonanal 142 C9H180 000124-19-6 83
4 Nonanal 142 C9H180 000124-19-6 53
Abundance Scan 1503 (11.910 min). 08258 D {-1496) (-) m/z 57.10 100.00%
5
41
5000
70 82 98
l'll'lll'l"[lllllllll
114 1160 11.80 1200 1220
o.m....,....,,...\;,l.l,.??ll.!I.,,-]”,I!,,TJ!L-=,,,.“-.",.,.. L m/z 41.10 73.31%
m/z--> 10 20 30 50 60 70 80 90 100 110 120 130
Abundance #112144 Nonanal
57
41
5000 | 98
29 70 g 1160 11.80 12.00 1220
‘ m/z 56.10 61.48%
114
13 ‘| LI l 51| J ]J lhh 91\' 107 | 1%4131 142
0"'['1_77'[TY‘I'IIII]Ill']"Ill"ll"l'I‘]Dl"IlIllllTll"i'lTT["llll'Vl'll"
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #17476: Nonanal
57
l'l’l'lll'l"]l'l'll"l
43 98 1160 11.80 12.00 12.20
5000{ ’9 0o m/z 43.05  57.65%
114
’ 124
0 L. le LIl LI Lh “I J | 141
"T["'YIT""TI’T_'_TI'll']"II]’VIII'V'r"'I"WIT‘I'Ilrl'YY‘T—["III"'ll "'I|l"'
m/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #112143: Nonanal e e e e i e AR |
57 11.60 11.80 12.00 1220
41 m/z 55.10 53.38%
5000 0
82 98
114
0vvr]llll]vvvr]vrv—vlilnlnv??llllll'J“J!vvx]|!Iv'fvg[‘!7|!‘lll‘rvtv !|||12!4|| llll1|4l2vri
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1160 11.80 12.00 1220
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Data File : C:

Acg On
Sample
Misc

MS Integratlon Params:

1
S

Quant Method

Title

Library

khkkkhkhkkhkhhkhkkhkhkkdhkhkhkhhkdhhhkhkhkhkkhkhkkhkdhkhkhkhkhkhhhbhhkhkhkhkhkhkhkhkdhhkhhhkkhkhokrdhkhkhhkhhhkhrkhkhhtidkk

Library Search Compound Report

\MSDCHEM\ 1\DATA\020417\08258.D
7 Apr 2002 9:50 pm

ample
LSCINT.e
C:\MSDCHEM\ 1\METHODS\041702SCAN.M

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

Vial: 16
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

(Chemstation Integrator)

Peak Number 12 Cyclopentasiloxane, decamet... Concentration Rank 4
R.T EstConc Area Relative to ISTD R.T
12.46 0.76 ug/L 1100840 Napthalene-ds 13.49
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Cyclopentasiloxane, decamethyl- 370 C1O0H30058i5 000541-02-6 91
2 Cyclopentasiloxane, decamethyl- 370 C10H30058i5 000541-02-6 80
3 Phenethylamine, N-methyl-.beta., 399 C18H37NO3Si3 010538-85-9 40
4 N- (Trifluoracetyl)-0,0’,0''-tris... 495 C20H36F3N0O4Si3 054135-51-2 37
[Abundance P Scan 1596 (12.457 min): 08258.D (-1588) (-) m/z 73.10 100.00%
7
5000 )
67 355
VI'IIV'Irﬁ"IIVIIIIII
45 154 193 251 L 12.20 1240 1260 1280
O prrrepbrerdb e o 2 e b 22 ) m/z 267.00  35.73%
z-> 20 40 60 80 100 120 140 180 180 200 220 240 260 260 300 320 340 360 380
Abundance #115273 Cyclopentastioxane, decamethyl-
7B
5000 267 AN [ G
1220 1240 1260 12.80
335 m/z 355.10 29.40%
a5 193 251
0 28 | 96 115133149165 vo 223 307323339
2> 20 4D 60 85 100 130 140 160 180 200 230 240 260 280 300 320 340 360 380
Abundance #115315. Cyclopentasiloxane, decamethyl-
B
257 355 1220 1240 1260 1280
5000 m/z 356.00 11.549%
o % 191207223 251 323339
7> 20 40 6'6”80 100 120 140 160 180 200' 200 246r '2'66”2'86' 300 326' 546' 360 360
Abundance #115313: Phenethylamine, N-methyl- beta.,3 4-tris(trimethy . S 5 O —
B 12.20 1240 12.60 12.80
m/z 268.00 11.45%
5000 355
44
0 4 | 93 130147 193 220237 267 294310 384
s> 20 40 60 85 100 190 140 160 130 200 230 240 280 280 300 330 340 300 380 | | 120 120 1950 12y
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Library Search Compound Report

Data File C:\MSDCHEM\ 1\DATA\020417\08258.D Vial: 16

Acg On 17 Apr 2002 9:50 pm Operator: Nefliu
Sample sample Inst Instrumen
Misc : Multiplr: 1.00

MS Integratlon Params: LSCINT.e

C:\MSDCHEM\ 1\METHODS\041702SCAN .M
Title 508 Modified GC/MS scan
Library C:\DATABASE\NISTS98.L

khkkkkkkkkhkkhkkhkhkkhkhkkhkkhkhkhkrAdhk kA A A A A A A A A A AT A A AT A A A A AT A A A A AT A TR T T dhkhhkkxkhkxk
Peak Number 13 2-Propenal, 3-(3,4-dimethox... Concentration Rank 9

Quant Method

(Chemstation Integrator)

R.T EstConc Area Relative to ISTD R.T
22.64 0.32 ug/L 510160 Phenanthranene-dl0 23.02
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 2-Propenal, 3-(3,4-dimethoxyphen... 192 C11H1203 004497-40-9 42
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 40
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 40
4 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 40
Abundance Scan 3330 (22 645 min). 08258 D (-3320) (-) m/z 192.10 100.00%
1942
5000 /\
i 0 82 QF 1o 146 130 I ' 2240 2260 2280 23.00
Obprrrr e e ] m/z 191.10 19.10%
/iz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #80953 2-Propenal, 3-(3,4-dimethoxyphenyl)-
192
161
5000 S 5 VN . —
2240 2260 2280 2300
77 Q
o l f 103 l 158 ﬁg 1T m/z 193.10 18.92%
ulx |y l l lll ] nl f Ly ||
O prrrrprrer e e N ) ISARAN SRR SR AR SARAY BN
I/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #125844 Anthracene, 2-methy}
f
040 22550 2280 2300
5000 , m/z 146.10 14.46%
165
o T ms _wmw P ||
Oprrrrprerrprrrprerer AR T A AR RSN SRR SARAN B
/z—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #125842 Phenanthrene, 2-methyl- A U I -
192 2240 2260 22.80 23.00
m/z 96.10 12.78%
5000
96
ol 27 39 51 63 74 82 A 115 126 139 152 165 e .LI
2> 20 30 40 80 60 70 80 90 100 110 130 130 140 140 180 190 180 190 200 ' 2240 2260 22'80 2300
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. Library Search Compound Report
Data File : C:\MSDCHEM\1\DATA\020417\08258.D Vial: 16
Acg On : 17 Apr 2002 9:50 pm Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00
MS Integratlon Params: LSCINT.e
Quant Method : C:\MSDCHEM\1\METHODS\041702SCAN.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
IR E R SRR EE S EEREEEEEEEEEEEE S SR EESEEEEEEESE S EREEEEREEEEEEEESEEREESEEEEESERREER]
Peak Number 14 Anthracene-dl10- Concentration Rank 65
R.T. EstConc Area Relative to ISTD R.T
23.17 0.56 ug/L 905950 Phenanthranene-d10 23.02
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene-d10- 188 C14D10 001719-06-8 90
2 Phenanthrene-dil1o0 188 C14D10 001517-22-2 80
3 3-Amino-4-methyl-6-methoxyguinoline 188 C11H12N2O 1000213-71-3 53
4 Cycloheptanone, 4-phenyl- 188 C13H160 067688-28-2 50
undance Scan 3420 (23.174 min). 08258 D (-3414) (-) ; m/z 188.10 100.00%
148
5000 A
go % 22'80 2300 2320 2340 2360
40 49 57 66 12 s 18 — =
Ol prrrrprrrrrrrrr kg m‘—“IJ rrrt ,J!.. e Frer et "'liun‘ m/z 94.10 15.81%
hwz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79826 Anthracene-d10- A
148
5000 I e T MINIMIM—
2280 23.00 2320 23.40 23.60
60 m/z 189.10 14.36%
ol 17 30 42 52 ?F A l] 102 118 132 146 .|I 170 180hH
/z—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #79827 Phenanthrene-d10
148
j UL SRS SUALLIU SUALLE SN
22.80 2300 2320 23.40 23.60
5000 m/z 184.10 13.04%
66 80 gg 160
30 42 52 9% | ] 102110118 132 146 ,|| 170 180““
O I'Y]’T'_f TTT \'l Il'l'll] T||'Il'|'ll llll 'IllT'll II ]'Illlll "_'IT "ll'
m/z-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 180 170 180 190
Abundance #79771: 3-Amino-4-methyl-6-methoxyquinoline UMMM
148 22380 23.00 23.20 23.40 23.60
m/z 80.00 12.29%
145
5000
117
51 63 77 89 130 159
Ol N ”‘41.]” i trt rllrlrr,#”l' v.--lll-!|jg‘¢zvv ”;L ”'_.ALI.' - llll : 'u 1:{'3 - 7 Y L S —
mz—> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 2280 2300 2320 2340 2360
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Data File

Acg On 17 Apr
Sample sample
Misc

MS Integratlon Params:

Quant Method
Title
Library

508

Library Search Compound Report

2002 9:50 pm
LSCINT.e

Modified GC/MS scan

C:\DATABASE\NIST98.L

C:\MSDCHEM\ 1\DATA\020417\08258.D

C:\MSDCHEM\ 1\METHODS\ 041702SCAN.M

Vial: 16
Operator: Nefliu
Inst Instrumen
Multiplr: 1.00

(Chemstation Integrator)

IEE RS E RS ESREEEEREREEE R ERESEE RS SRS E RS RS SRS E RS ERERRRREEREREREREEEEEEEE

Peak Number 15 Diftalone Concentration Rank 15
R.T EstConc Area Relative to ISTD R.T
35.03 0.20 ug/L 220369 Perylene-di2 34.79
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Diftalone 264 C16H12N202 021626-89-1 9
2 Dispiro[4.1.4.1]dodecane-6,6,12, 264 Cl6H16N4 074764-30-0 9
3 N-Acetyltranylcypromine 175 C11H13NO 078682-61-8 7
4 Benzofuran, 7-methyl- 132 C9H8O0 017059-52-8 5
Abundance Scan 5437 (35.025 min). 08258.D (-5435) (-) m/z 40.00 100.009%
ap
132
5000 262
116 R
| ’ 208 [ 3460 3480 3500 3520 3540
0 ""' IIIVIV"IIII" 'llll" "'ll’["ll T '[lllll""lil‘ﬁ—r'_'_ﬁ m/z 132'20 53'750
miz—-> 20 40 63 80 100 120 140 160 180 200 220 240 260
Abundance #122112: Diftalone
132
264
5000 80 s e —— .
3460 3480 3500 3520 3540
77 105 118 m/z 131.50 49.25%
51 63 235
04
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
lAbundance #59759: Dispiro{4.1.4.1)dodecane-6,6,12,12-tetracarbonitrile
132
3460 3480 3500 3520 3540
5000 264 m/z 262.10 38.00%
18 91 104415 | 443155 170182
0.
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59666: N-Acetyltranylcypromine SR A S — i
132 3460 3480 3500 3520 3540
116 m/z 129.70 32.75%
5000 84
ws
1y 1| 146157175
Oltrl LI v1rxr v|r|-|-lx'r[ﬁfff]—vll||""[lllll"v T T TTT T 1
z--> 20 80 100 120 140 160 180 200 220 240 260 3460 3480 3500 3520 3540
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Tentatively Identified Compound (LSC) summary

 Operator ID: Nefliu Date Acquired: 17 Apr 2002 9:50 pm
Data File: C:\MSDCHEM\1\DATA\020417\08258.D
Name: sample
Misc:
Method: C:\MSDCHEM\1\METHODS\041702SCAN.M (Chemstation Integrator)
Title: 508 Modified GC/MS scan
Library Searched: C:\DATABASE\NIST98.L

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
“Toluene 4.39 17.3 ug/L 18974900 1 9.99 43777600 40.0
Hexanal 5.14 0.4 ug/L 425048 1 9.99 43777600 40.0
3-Pentanol, 3-met... 5.97 0.8 ug/L 865749 1 9.99 43777600 40.0
N,N-Diethyl-2-ami... 7.32 0.3 ug/L 341847 1 9.99 43777600 40.0
Thiophene 7.34 0.3 ug/L 355167 1 9.99 43777600 40.0
Heptanal 7.49 0.3 ug/L 303164 1 9.99 43777600 40.0
3-Pentanol, 2-met... 9.71 0.2 ug/L 229929 1 9.99 43777600 40.0
Boron, trihydro(N... 9.79 0.4 ug/L 411371 1 9.99 43777600 40.0
Glycine, N-acetyl- 9.84 0.2 ug/L 251152 1 9.99 43777600 40.0

- Octane, l-chloro- 11.03 0.3 ug/L 279924 1 9.99 43777600 40.0
—Nonanal 11.91 1.7 ug/L 2443230 2 13.49 57917100 40.0
& Cyclopentasiloxan... 12.46 0.8 ug/L 1100840 2 13.49 57917100 40.0
2-Propenal, 3-(3,... 22.64 0.3 ug/L 510160 4 23.02 64504800 40.0
—Anthracene-dl0- 23.17 0.6 ug/L 905950 4 23.02 64504800 40.0
Diftalone 35.03 0.2 ug/L 220369 6 34.79 43771400 40.0
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