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Comments for Sample AE09334 - Analysis $GCMS

Westchester Dept. of Labs & Research
User: Vinci, David L
Date: 05-08-2002 Time: 11:43:52

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds. The Surrogate Standard recovery was 61%. This sample will be
reanalyzed.

NYC-WTC_000044658 T



NYC 9/11 Public Portal Document

puantitation Keport (QL Reviewed)
Data File : C:\MSDCHEM\1\DATA\050202\9334.D Vial: 12
Acg On : 2 May 2002 8:38 pm Operator: Mclean
Sample : 4/29 Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E
Quant Time: May 06 13:57:30 2002 Quant Results File: 050102.RES
Quant Method : C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan
Last Update : Mon May 06 12:20:41 2002
Response via : Initial Calibration
DataAcg Meth : 508SCAN
Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 9.94 152 4640590 40.00 ug/L 0.01
10) Napthalene-ds 13.43 136 18658186 40.00 ug/L 0.00
17) Acenapthalene-dlo0 18.57 164 10108794 40.00 ug/L 0.00
29) Phenanthranene-dl0 22.96 188 14833212 40.00 ug/L 0.00
37) Chrysene-di2 30.82 240 11836192 40.00 ug/L 0.00
43) Perylene-dil2 34.72 264 8387893 40.00 ug/L 0.00
System Monitoring Compounds
27) TCMX 20.54 209 431434 6.08 ug/L 0.00
Spiked Amount 10.000 Recovery = 60.80%
50) 2,4-ddd 0.00 235 0 0.00 ug
Spiked Amount 5.000 Recovery = 0.00%
Target Compounds Qvalue
(#) = qualifier out of range (m) = manual integration (+) = signals summed
9334.D 050102.M Mon May 06 13:57:54 2002 Page 1
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Quantitation Report (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\050202\9334.D Vial: 12
Acg On : 2 May 2002 8:38 pm Operator: Mclean
Sample : 4/29 Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E
Quant Time: May 6 13:57 2002 Quant Results File: 050102.RES
Method : C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)
Title : 508 Modified GC/MS scan

Last Update : Mon May 06 12:20:41 2002

Response via : Initial Calibration
Abundance TIC: 9334.D
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Data File : C:\MSDCHEM\1\DATA\050202\9334.D Vial: 12
Acgq On : 2 May 2002 8:38 pm Operator: Mclean
Sample : 4/29 Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: LSCINT.e
Method : C:\MSDCHEM\1\METHODS\050102.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 3.144 7 11 27 PV 5 2575 69022 0.17% 0.030%
2 3.361 42 48 53 VV 6 3271 55143 0.13% 0.024%
3 3.643 89 96 101 PV 2 7613 144450 0.35% 0.062%
4 3.702 101 106 107 VV 4 2440 42209 0.10% 0.018%
5 3.731 107 111 114 VvV 5 4187 73091 0.18% 0.031%
6 3.761 114 116 122 VV 2 5522 100685 0.24% 0.043%
7 4.178 181 187 199 VvV 9 2948 98350 0.24% 0.042%
8 4.290 199 206 212 PV 8 2541 64990 0.16% 0.028%
9 4.366 212 219 223 VV 6 1536 28570 0.07% 0.012%
10 4.713 275 278 285 PV 4 1807 36998 0.09% 0.016%
11 5.048 325 335 339 VV 6 3428 74277 0.18% 0.032%
12 5.112 339 346 363 VV 5 9694 226855 0.55% 0.098%
13 5.547 418 420 425 VvV 5 2221 39085 0.09% 0.017%
14 5.982 483 494 527 VV 426270 7654993 18.45% 3.296%
15 6.681 607 613 615 PV 3 1782 28209 0.07% 0.012%
16 7.274 712 714 719 VV 4 1722 25255 0.06% 0.011%
17 7.451 737 744 752 VV 4 2768 75514 0.18% 0.033%
18 7.733 788 792 805 PV 3 7401 192327 0.46% 0.083%
19 8.743 961 964 972 VV 3 2222 40334 0.10% 0.017%
20 8.820 972 977 991 VV 6 2831 65315 0.16% 0.028%
21 9.942 1159 1168 1180 PV 1530548 28214453 68.01% 12.150%
22 10.024 1180 1182 1186 VV 2 2240 26837 0.06% 0.012%
23 10.065 1186 1189 1199 VV 6 2244 49173 0.12% 0.021%
24 10.388 1236 1244 1250 VV 7 2883 71542 0.17% 0.031%
25 11.863 1489 1495 1499 VV 5 3085 53837 0.13% 0.023%
26 12.040 1520 1525 1530 VV 4 1980 38098 0.09% 0.016%
27 12.527 1604 1608 1612 VV 3 2039 28783 0.07% 0.012%
28 13.432 1751 1762 1781 PV 1985168 38200663 92.08% 16.450%
29 13.585 1781 1788 1798 VV 3 6916 169705 0.41% 0.073%
30 13.832 1826 1830 1833 VV 2 2113 32962 0.08% 0.014%
31 14.255 1899 1902 1906 VV 3 1883 23158 0.06% 0.010%
32 15.700 2142 2148 2153 VV 3 2669 50880 0.12% 0.022%
33 16.746 2321 2326 2330 VV 3 4226 73615 0.18% 0.032%
34 18.244 2575 2581 2590 VV 5 2251 51292 0.12% 0.022%
35 18.573 2626 2637 2650 VV 2036938 41486350 100.00% 17.865%
36 18.655 2650 2651 2657 VV 3 2749 43843 0.11% 0.019%
37 18.967 2699 2704 2707 VV 3 2639 41307 0.10% 0.018%
9334.D 050102.M Mon May 06 13:58:33 2002 Page 1
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LSC Report - Integrated Chromatogram

File C:\MSDCHEM\1\DATA\050202\9334.D

Operator Mclean

Acquired 2 May 2002 8:38 pm using AcgMethod 508SCAN
Instrument Instrumen

Sample Name: 4/29

Misc Info

Vial Number: 12

:050102.RES (Chemstation Integrator)

Quant File
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Data File : C:\MSDCHEM\1\DATA\050202\9334.D

Acg On : 2 May 2002 8:38 pm
Sample : 4/29
Misc :

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\050102.M

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

Vi

al: 12

Operator: Mclean
Inst
Multiplr: 1.00

Instrumen

(Chemstation Integrator)

khkkkhkhkh kA hkhkhhhhkhkhkhhhkhkhhhhhhdbhdhddhdohrbhkhkhkhhhdhdddhkhkhkhkhhhkddhbhhhhihhhhhhkh

Peak Number 1 Acetonitrile, dichloro-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T
3.64 0.20 ug/L 144450 1,4-Dichlorobenzene-d4 9.94
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetonitrile, dichloro- 109 C2HCI12N 003018-12-0 78
2 Acetonitrile, dichloro- 109 C2HCI12N 003018-12-0
3 Allyl mercaptan 74 C3H6S 000870-23-
4 Thiirane, methyl- 74 C3H6S 001072-4341 4
Abundance Scan 96 (3.643 min): 9334.D (-89) () m/z 74.00 100.00%
74
5000 82
35 47 ARSI R SR
" \ 58 320 340 360 380 4.00
SN | < VU 1 S ASNE. S S S—————————— m/z 82.00 51.66%
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #28338: Acetonitrile, dichloro-
74
5000 82 SURBEBRARE REASSUSARE BaN
47 320 340 360 380 400
- m/z 84.00 41 .81%
12 2.6 Ix|l 1 62 1l l! 108
LRI SRLRLINL N A LI N I AL AL LR LI N AL LA L L L L L L AL L |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #115342: Acetonitrile, dichloro-
7@
35 rrrrryrv Ty T T T T T T T T T T
320 340 360 380 4.00
5000 82 m/z 76.00 36.32%
1 47
"'I'"'I""l‘"M“"'Il""'I““l'l '71'!"1""|"ﬁlf"'1
mfz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #28161: Allyl mercaptan e e R e
4 Ui 320 340 360 380 4.
m/z 47.05 22.14%
5000
27 47 59
T 'l"“'l:"}?'llg"“'['53'"1I"'G'QIJ'II"I‘"'I""l""l’ il I SRERREERIE DRI VR
miz--> 10 20 30 40 50 60 70 80 90 100 110 320 340 360 380 4.00
9334.D 050102.M Mon May 06 13:58:38 2002 Page 4
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Data File C:\MSDCHEM\1\DATA\050202\9334.D Vial:
Acg On 2 May 2002 8:38 pm Operator:
Sample 4/29 Inst
Misc : Multiplr:
MS Integration Params: LSCINT.e

C:\MSDCHEM\ 1\METHODS\ 050102 .M (Chemstation Integ

Quant Method

12

Mclean
Instrumen
1.00

rator)

Title 508 Modified GC/MS scan
Library C:\DATABASE\NIST98.L
PR R R R R R E E R E X R E R R E R E X E R EEEEEEEEERE SRR R EEEEEEEEEE RS S LSRR RS EE SRR R RS S
Peak Number 2 Hexanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T
5.11 0.32 ug/L 226855 1,4-Dichlorobenzene-d4 9.94
Hit# of &5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 52
2 Hexanal 100 C6H120 000066-25-1 5
3 Hexanal 100 C6H120 000066-25-1 0
4 Hexanal 100 C6H120 000066-25- 50
Abundance Scan 346 (5.112 min): 9334.D (-339) (-) m/z 44.15 100.00%
44 Sf
5000
129
2 7T 77T T TT T
"' Fo | 82 ” 480 500 520 540
S 11T O — | m/z 56.10  96.29%
fz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
IAbundance #10785: Hexanal
44 56
5000 e
29 480 500 520 540
72 m/z 41.10 90.17%
82
il 3$.||50|| 63 | | 94100
LAREN NLELER N LU NLELELLEN LA DL DLALELEL NLIL AL AL SLELELELEN RLELELELES SRELELELE RLALRLALE BLEMALELE IRRL A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #110562: Hexanal
44 56
480 500 520 540
5000 m/z 43.10 60.51%
27
72
82
5 I aslll solll es | | 100 M
AN RIS DAL AR AL LAY LA B NLULAL RSN FLELELELAS NLALAR L SLELELALE R ML B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
IAbundance #110563: Hexanal — —r
44 480 500 520 540
56 m/z 57.10 53.10%
27
5000
72 82
"l"r’[”"ll":??’l’|”5l0"’!f” [’II!” 1!"'1' SESEADE FERDUSEADE PR S LA AL T
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 5.00 520 540
9334.D 050102.M Mon May 06 13:58:38 2002 Page 5
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Data File : C:\MSDCHEM\1\DATA\050202\9334.D Vial: 12

Acg On : 2 May 2002 8:38 pm Operator: Mclean
Sample : 4/29 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integratlon Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)

Title : 508 Modified GC/MS scan

Library : C:\DATABASE\NIST98.L
hkhkkhkhkhkhkhkhkhkhkhkkdkhhkhkhkhhkhkhkhkhkdkrhkhdkhhkhbrhhdhkhkhkhkdhhhhkhkhrhkhhkhbkhhdhrhkhkhhkkhkkhkhkhhdxkx
Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.98 10.85 ug/L 7654990 1,4-Dichlorobenzene-d4 9.94
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-

2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2

3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2

4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88 36
bundance Scan 494 (5.982 min): 9334.D (-483) (-) m/z 43.10 100.00%
. 43

5000 59 /\\_

101 ”5|I||I|‘|II|VT]|II)II
37 53 69 83 5 560 580 6.00 620 6.40
SN /T M V| R M S 1~ S m/z 59.10 38.01%
miz-—-> 10 20 30 40 50 60 70 80 90 100 110 120 130 q
Abundance #109755: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 NSRS RARESRARES Sense .
560 580 600 620 6.40
m/z 58.10 21.86%
15 31 101
I T 25||| 37|||. 53 ‘ 8A3 I I
l||,lll| T T =TT lll) III]rY"’lj_T_rITIII]llII]|IIIlllTlellllllv
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #109756: 2-Pentanone, 4-hydroxy-4-methyl-
43
560 580 600 620 640
5000 59 m/z 101.10 15.66%
T l 25‘”11 37'|II g T |8'3 %3 1?1
T LI T 17 TT ||l||'T|I TrTT T T lll'l'l'l TTrTT 'lV!Illl’l“l
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5851: 2-Pentanone, 4-hydroxy-4-methyi- A o
43 5.60 580 6.00 620 640
m/z 41.20 6.33%
5000
59
101
20 37l 53[ 67 178 o1 ]
TV‘IIV||||I||‘l‘f1|l‘|'|r"|]l||' T ]""l'l'l‘ """ T T T Ty LI 2 ) T T ™rorT T
miz—-> 10 20 30 40 50 60 70 8 90 100 110 120 130 560 580 600 620 6.40
9334.D 050102.M Mon May 06 13:58:38 2002 Page 6
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Data File C:\MSDCHEM\ 1\DATA\050202\9334.D Vial: 12

Acq On 2 May 2002 8:38 pm Operator: Mclean
Sample 4/29 Inst : Instrumen
Misc Multiplr: 1.00

MS Integratlon Params: LSCINT.e

C:\MSDCHEM\ 1\METHODS\ 050102 .M
Title 508 Modified GC/MS scan
Library C:\DATABASE\NIST98.L

R R R R R R R R R R EE S EE R EE R R R TR EE SRS SRR ER S S S S S AL L SR SRR EEEEEEE LRSS RS EEREESEES

Quant Method (Chemstation Integrator)

Peak Number 4 4-Penten-2-one, 4-methyl- Concentration Rank 6

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

7.73 0.27 ug/L 192327 1,4-Dichlorobenzene-d4 9.94
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Penten-2-one, 4-methyl- 98 C6H100
2 Methyl l-methylcyclopropyl ketone 98 C6H100
3 4-Hexen-2-one 98 C6H100
4 Acetone 58 C3H6O

[Abundance Scan 792 (7.733 min): 9334.D (-788) (-) m/z 43.10 ;bo.oo%
43
5000
58 87 —_ M ——
‘ 49 o8 740 760 780 800
SOt 1 | T  [T1 | S N S E— m/z 58.10 25.71%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #110033: 4-Penten-2-one, 4-methyl-
43
5000 740 760 7.80 800
2 83 m/z 87.10 22.46%
8 55 98
3§ L
YTIIIlllIIllll!!llIlI|I|I1II'IIII|II I|l‘|7_rr1_11l'llllllllllllll|Illl|1’lVI||I|T17II]IVII[lll!llllllllll
m/z—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #5005: Mgthyl 1-methylcyclopropyl ketone
4
— S —
7.40 760 780 8.00
5000 m/z 40.10 19.35%
55
29 83 98
15 Al s8] 80| 63 69 77 | 1
T bt e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105
Abundance #7570: 4-Hexen-2-one A B e T
43 740 760 780 8.00
m/z 55.10 15.28%
5000
55 98
29 , 50 | 6267 77 83 F&
1[]||‘l|||||llll[lll|l1‘|‘v IVI||I VlllllIT!IIIl|II||ITT1II|[IIIII]l”V_rTIV]V|| '|||I!V|IIV T T T T T T =T % Tr T
/z—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 100105 740 760 780 800 ‘
9334.D 050102.M Mon May 06 13:58:39 2002 Page 7
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Data File : C:\MSDCHEM\1\DATA\050202\9334.D Vial: 12

Acg On : 2 May 2002 8:38 pm Operator: Mclean
Sample : 4/29 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integratlon Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
khkhkhkhkkhkkhkhkhhkhkhkhkdhkkhkkhkhkhkhkhhhkhkhhkhkhkhhkhkdhkhkhkhkhkhhkhkhkhkhkhkhkhkhkhkhkhkhhkhhkhkkhkhdkhdhdhkhkhhkdhhhix
Peak Number 5 Thiocyanic acid, 2-benzothi... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.58 0.35 ug/L 357772 Phenanthranene-d10 22.96
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Thiocyanic acid, 2-benzothiazoly... 192 C8H4N2S2 006011-99-0 53
2 2-Propenal, 3-(3,4-dimethoxyphen... 192 C11H1203 004497-40-9
3 5H-Tetrazole-5-thione, 1,4-dihyd... 192 C8H8N4S 1000142-22-
4 1,5-Naphthalenedithiole 192 C10H8S2 1000223-6945 38
IAbundance Scan 3319 (22.580 min): 9334.D (-3312) (-) m/z 192.10 100.00%
192
5000 /\
1Il'||IV’f7]!'YY""_r]'Y
40 g 96 146 460 | 2220 2240 2260 22.80 23.00
b 2O o | [WM/Z 191.10  19.16%
miz-> 30 40 50 60 70 80 80 100 110 120 130 140 150 160 170 180 190 200
Abundance #80870: Thiocyanic acid, 2-benzothiazolyl ester
192

I

5000 SRS T ENE——
2220 2240 2260 22.80 23.00

m/z 146.10 14.16%

69 134
4.5 20 P m | s e
'—rT1||||_l_l'_l]"VllVlVI[Ylllllll"|||1_TT||||I|I|YY]|I|||||III|'|IIIIIIII||||| T
m/z--> 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 ||v||||stv{\'ll|||!lv|||
2220 2240 2260 22.80 23.00
5000 m/z 193.10 12.87%
77
52 g4 | 103 121 138 149 177
S ,.!:.,m.‘.,ll.... - 1,|.1, VIR NS PR SN A .
m/z—-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200
Abundance #80933: 5H-Tetrazole-5-thione, 1,4-dihydro-1-methyl-4-phenyi- e e UM S
135 192 2220 2240 2260 22.80 23.00
m/z 96.10 10.63%
77
5000
51 61
91 123
39 ’ ‘ 104 /\
4',1.-.*!.!:”,‘J!'.(??HHHI,...‘I..a.“-!,.',.,..,al...,*!.!h..?.4,9 L~ SN. SN i T— -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 2220 2240 22.60 22.80 23.00
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J_JJ_LJLC\..L)’ DT AL il \.—\Jlllb}\/ul&u l\ChJ\JJ.l_

Data File : C:\MSDCHEM\1\DATA\050202\9334.D Vial: 12

Acg On : 2 May 2002 8:38 pm Operator: Mclean
Sample : 4/29 Inst : Instrumen
Misc : Multiplr: 1.00

MS Integration Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)

Title : 508 Modified GC/MS scan
Library : C:\DATABASE\NIST98.L
R R E R R R R R R R R R E E R R R E R R R R AR R R R R EEE R R R R R R R R SRR EE SRR RS SR EEEEEEEEESS]
Peak Number 6 Anthracene-d10- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.11 0.48 ug/L 486216 Phenanthranene-d10 22.96
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene-dl0- 188 C14D10 001719-06-8 93
2 Phenanthrene-dl0 188 C14D10 001517-22-2 87
3 3-Amino-4-methyl-6-methoxyquinoline 188 C11H12N20 1000213-71-3 40
4 Pentacyclo[8.4.0.0(3,7).0(4,14).... 188 C14H20 1000099-27-2 36
Abundance Scan 3409 (23.109 min): 9334.D (-3403) (-) m/z 188.10 100.00%
188
5000 /\
TT!II!F"'IVI!VI|I||IIV
e 80 % 13 160 2280 23.00 2320 23.40
41 m/z 189.20 18.17%
mjiz--> 10 20 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 180 190
Abundance #79826: Anthracene-d10-
188
5000 UV UV R
2280 23.00 23.20 23.40
m/z 94.05 16.48%
17 30 42 52 66 I| |l 108118 132 146 ,|| 170179|[|I
rryrrepTeeT I"'I"”l""l"""" [ R N B PITTTEn Tt | RS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140150160170180190
IAbundance #79827: Phenanthrene-d10
188
| 2280 2300 2320 2340
5000 m/z 80.05 14.27%
66 80 g4 160 X
30 42 52 108118 132 146 170179
m/z-—-> 10 20 30 40 50 60 70 80 90 100110120 130 140 150 160 170 180 190
IAbundance #79771: 3-Amino-4-methyl-6-methoxyquinoline R L e B e
188 22.80 23.00 23.20 23.40
m/z 184.10 12.70%
N 145
5000
451 8 T 8 11I7 130 | 199 473
miz--> 10 zb 30 45 55 60 70 86 96 1601{01501501401%01601%01éo1éo i 2250 23.00 2350 23.40
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daLis caa y B e T R Ll s A P S

Data File C:\MSDCHEM\1\DATA\050202\9334.D Vial: 12

Acg On 2 May 2002 8:38 pm Operator: Mclean
Sample 4/29 Inst Instrumen
Misc Multiplr: 1.00

MS Integratlon Params: LSCINT.e

C:\MSDCHEM\ 1\METHODS\050102.M (Chemstation Integrator)
Title 508 Modified GC/MS scan
Library C:\DATABASE\NIST98.L

I R E R EE R EEEEE R R R EEEEESES SRR SRR EEEEE R EEE SRS EEEEEEEEE SRS EEE S EEEEEESEEEE]

Quant Method

Peak Number 7 Diftalone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
34.90 0.37 ug/L 283322 Perylene-dl2 34.72
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Diftalone 264 C16H12N202 021626-89-1 4
2 Diftalone 264 C16H12N202 021626-89-1 A7
3 N-Acetyltranylcypromine 175 C11H13NO 078682-61-8/16
4 1-Phenyl-1,2,3,4-tetrahydroisoqu... 209 C15H15N 022990-19-8 9
Abundance Scan 5416 (34.901 min): 9334.D (-5415) (-) m/z 131.80 100.00%
40 132
264
5000
84 191 209
} | ’ 118 | ' ‘ 3460 3480 3500 3520
SN VS S | ENVMUUMNUUE SNSMIS NMMAMNSM MU, m/z 40.10 84 .60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #122112: Diftalone
132
264
5000 R A MM A AR
3%0%%3%0%%
o 77 | 105118 m/z 264.20 57.70%
.-1,|-..l,-II'IGI?#L‘ITrJlry,"!‘.!LI..llr“”.l..y. = e |'33||5””'|l[1'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59855: Diftalone
132 264
34|60 34'80 |3I‘5.00' ‘3;5.IZTﬁ]
5000 m/Z 128.00 41.19%
90
- 105118
MR N ' Y N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
IAbundance #59666: N-Acetyltranylcypromine e T
132 3460 34.80 35.00 35.20
m/z 36.00 37.48%
116
5000 60 84 ll q
il I
Ty TTTToT I "'lﬂ"'ll"l‘|1'4'6"I"1'7'5""""I"T'"""' "l'h"'l“l‘ l""ll'll"'
nfz-> 20 40 |60 80 100 120 140 160 180 200 220 240 260 3460 34.80 35.00 35.20
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Operator ID: Mclean Date Acguired: 2 May 2002 8:38 pm
Data File: C:\MSDCHEM\1\DATA\050202\9334.D

Name: 4/29

Misc:

Method: C:\MSDCHEM\1\METHODS\050102.M (Chemstation Integrator)
Title: 508 Modified GC/MS scan
Library Searched: C:\DATABASE\NISTS98.L

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
Acetonitrile, dic... 3.64 0.2 ug/L 144450 1 9.94 28214500 40.0
Hexanal 5.11 0.3 ug/L 226855 1 9.94 28214500 40.0
2-Pentanone, 4-hy... 5.98 10.9 ug/L 7654990 1 9.94 28214500 40.0
4-Penten-2-one, 4... 7.73 0.3 ug/L 192327 1 9.94 28214500 40.0
Thiocyanic acid, ... 22.58 0.4 ug/L 357772 4 22.96 40736000 40.0
Anthracene-di0- 23.11 0.5 ug/L 486216 4 22.96 40736000 40.0
Diftalone 34.90 0.4 ug/L 283322 6 34.72 30562100 40.0
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