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Tomments for Sample AE07629 - Analysis $GCMS
Westchester Dept. of Labs & Research

User: Vinci, David L
Date: 04-09-2002 Time: 09:48:24

The GCMS scan, from 35 to 550 amu, does not reveal the presence of unusual
compounds.
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Quantitation Report (QT Reviewed)
Data File : C:\MSDCHEM\1\DATA\020403\07629.D Vial: 20
Acg On : 4 Apr 2002 2:39 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00
MS Integration Params: EVENTS.E
Quant Time: Apr 04 08:15:25 2002 Quant Results File: SCAN020403.RE
Quant Method : C:\MSDCHEM\1\METHODS\SCANO020403.M (Chemstation Integrator)
Title : Method 508 GC/MS Scan
Last Update : Thu Apr 04 08:10:12 2002
Response via : Initial Calibration

DataAcq Meth : 508SCAN1

Internal Standards R.T. QIon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 10.66 152 2698769 20.00 ug/1 0.00
10) Naphthalene-ds8 15.77 136 9899870 20.00 ug/l 0.00
17) Acenaphthene-dlo0 23.66 164 5701370 20.00 ug/1l -0.01
31) Phenanthrene-dio0 30.89 188 9274546 20.00 ug/1 0.00
39) Chrysene-dl2 39.09 240 7348849 20.00 ug/1 -0.02
45) Perylene-dl2 42.30 264 4221221 20.00 ug/l -0.01

System Monitoring Compounds

28) TCMX 26.72 207 212042 3.80 ug/l “0.00
Spiked Amount ;;/OOO Recovery = /zg,eﬁ@f
“fP it

Target Compounds q Qvalue

(#) = qualifier out of range (m) = manual integration (+) = signals summed
07629.D SCAN020403.M Thu Apr 04 10:47:31 2002 Page 1
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66270000 OLM-DAN

Quantitation Report

Data File : C:\MSDCHEM\1\DATA\020403\07629.D

Acg On : 4 Apr 2002 2:39 am

Sample : sample

Misc :

MS Integration Params: EVENTS.E

Quant Time: Apr 4 10:47 2002 Quant Re

(QT Reviewed)

Vial: 20
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

sults File: SCAN020403.RES

Method : C:\MSDCHEM\1\METHODS\SCAN020403.M (Chemstation Integrator)

Title : Method 508 GC/MS Scan
Last Update : Thu Apr 04 08:40:00 2002
Response via : Initial Calibration
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Data File
Acg On
Sample
Misc

LSC Area Percent Report

C:\MSDCHEM\1\DATA\020403\07629.D
4 Apr 2002
sample

2:39 am

MS Integration Params: LSCINT.e

C:\MSDCHEM\ 1\METHODS\ SCAN020403 .M

Method 508 GC/MS Scan

Method
Title
Signal TIC
peak R.T. first
# min scan
1 3.291 21
2 3.332 41
3 4.542 246
4 5.571 408
5 5.606 429
6 10.659 1280
7 14.689 1965
8 15.765 2146
9 23.656 3488
10 26.723 4015
11 30.260 4616
12 30.894 4718
13 31.135 4762
14 39.097 6113
15 39.202 6145
16 39.437 6179
17 42.299 6667

max
scan
36
43
249
424
430

1290
1976
2159
3502
4024

4626
4734
4775
6130
6148

6188
6675

07629.D SCAN020403.M
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last
scan
41
59
253
429
443

1310
1988
2179
3513
4042

4636
4751
47784
6145
6154

6191
6696

Sum

Thu Apr 04 10:47:40 2002

PK peak
TY height
PV 4 3043
VvV 4 2430
vV 2 3544
BV 3 3142
vV 2 2236
\AY 557528
PV 2 21072
A'AY 740475
PV 835248
VvV 3 60958
PV 2 2334
BV 2 757213
VvV 2 2322
VV 2 1141401
vV 2 4735
vV 2 3227
bV 774910
of corrected

corr.

area

142711
89877

40336

59952
46435

14096457
529952
18568283
22000651
1423438

61318
22729869
74496
20413396
85704

39974
13561866

areas:

Vial:
Operator:
Inst
Multiplr:

20

Nefliu
Instrumen
1.00

(Chemstation Integrator)

corr. % of
% max total
0.63% 0.125%
0.40% 0.079%
0.18% 0.035%
0.26% 0.053%
0.20% 0.041%
62.02% 12.369%
2.33% 0.465%
81.69% 16.293%
96.79% 19.305%
6.26% 1.249%
0.27% 0.054%
100.00% 19.945%
0.33% 0.065%
89.81% 17.912%
0.38% 0.075%
0.18% 0.035%
59.67% 11.900%
113964716
Page 1
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LSC Report - Integrated Chromatogram

File : C:\MSDCHEM\1\DATA\020403\07629.D

Operator : Nefliu

Acquired : 4 Apr 2002 2:39 am using AcgMethod 508SCAN1
Instrument : Instrumen

Sample Name: sample

Misc Info

Vial Number: 20

Quant File :SCAN020403.RES (Chemstation Integrator)

Abundance TIC: 07629.D
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020403\07629.D

Acg On : 4 Apr 2002 2:39 am
Sample : sample
Misc :

MS Integration Params: LSCINT.

e

Vial: 20

Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

Quant Method : C:\MSDCHEM\1\METHODS\SCAN(020403.M (Chemstation Integrator)
Title : Method 508 GC/MS Scan

Library : C:\DATABASE\nist98.1

I E AR S SR EEEE S S EE R R R EE RS AR EEEEEEEEEEE RS EEEEESEEEREE A EEEESEEEEEEEEEEEESEEE
Concentration Rank 2

Peak Number 1 2-Butyne-1,4-diol

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

3.29 0.20 ug/l 142711 1,4-Dichlorobenzene-d4 10.66
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butyne-1,4-diol 86 C4H602 000110-65-6 3
2 Imidazol, 4-fluoro- 86 C3H3FN2 030086-17-0 2
3 Ethyl Chloride 64 C2H5C1 000075-00-3 1
4 2-Methyl-3-vinyl-oxirane 84 C5H80 006790-37-0 1

Abundance Scan 36 (3.291 m‘i‘nb): 07629.D (-21) (-) m/z 49.05 100.00%
40 84
5000
A RARALRARAR AR RARAE B TTYT
320330340350360370
0 ISR RARRN LRAREAERANLAAREAREAN LERRE LRSS LR RRRRNLARASN SARRY RARLY RAARE RERRN ARARN RS ARRANLE W‘s
m/z—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #108388: 2-Butyne-1,4-diol
29 30 57
5000 S RABAL VABARANA LR AN RARAS AR
68 1320 3.30 3.40 3.50 3.60 3.70
m/z 84.00 66.76%
0 . 1;33314 ’II 47H|? 160, 65,7 7477 81 %
RAREALARSRRE RRRR RRRAN RALRE RRRAA N AR ARERNARRAN NS NARAE
mjz—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #34862: Imidazol, 4-fluoro-
86
1320 3.30 3.40 350 360 3.70
5000 m/z 86.00 55.839%
59
e e LAy AN NAAL LSS REAAN RAASS RAARS RN REAMN ALEA RAALY LAAAS RAA) SAR0) NAALY AN RALI A
m/z—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #107943: Ethyl Chloride T T
ﬁ 3m3w3m3w3m3m
m/z 47.00 49,.95%
5000 &4
2 49
1212 lljs1 38 60 b7
s N LA LAAS SRS RENAN RAARN AR LARAS SRAS AAEA ALY LAMAD RAAS LSS NAALY AN ARAMI AL SARALAASAS RALA MM
m/z—> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.20 3.30 3.40 3.50 3.60 3.70

07629.D SCANO020403.M
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Library Search Compound Report

Data File C:\MSDCHEM\1\DATA\020403\07629.D
Acg On 4 Apr 2002 2:39 am

Sample sample

Misc :

MS Integratlon Params: LSCINT.e

Quant Method
Title
Library

Method 508 GC/MS Scan
C:\DATABASE\nist98.1

C:\MSDCHEM\1\METHODS\SCAN020403 .M

Vial: 20
Operator: Nefliu
Inst : Instrumen
Multiplr: 1.00

(Chemstation Integrator)

I EE R R R SRS S EETEEEEEEEELEEEEEELLIEESESEEEEEEEE S S SRS EESEEEEEEEEEEEEREEE R EREEEE RN
Concentration Rank 3

Peak Number 2 Phosphonic difluoride

R.T EstConc Area Relative to ISTD R.T
3.33 0.13 ug/1 89877 1,4-Dichlorobenzene-d4 10.66
Hit# of 5 Tentative ID MW MolForm CAS#H# Qual
1 Phosphonic difluoride 86 F2HOP 014939-34-5 2
2 1,3-Butadiyne, 1,4-difluoro- 86 CA4F2 064788-23-4 2
3 Imidazol, 4-fluoro- 86 C3H3FN2 030086-17-0 2
4 1,4-Dioxin, 2,3-dihydro- 86 C4He602 000543-75-9 2
Abundance Scan 43 (3.332 min): 07629.D (-41) () m/z 40.10 100.00%
40
86
5000
Y Shsksmakosoato
o) N SN, AN — SNV S— m/z 86.00 60.659%
m/z--> 25 30 35 40 45 50 55 60 65 70 75 80 85 95
Abundance #34889: Phosphonic difluoride
86
5000 69 e —
320330340350360370
47 66 m/z 47.00 1.61%
31 50 ’
0"’I""l:'"I""I""l""l""l AR AREAUAAARAEEEAREREE REERA [TTrTTT
m/z--> 25 30 40 45 50 55 60 65 70 75 80 85 95
Abundance #34645: 1,3-Butadiyne, 1,4-difluoro-
8p
3.203.30 3.403.50 3.60 3.70
5000
3 36 43 55 67
0"’"lj"'I""le"'l"g'l"nl""l""[""I'!"I""I""l""l TrryTTTTTT
m/z—-> 25 30 35 40 45 50 55 60 65 70 75 8 85 95
Abundance #34862: Imidazol, 4-fluoro-
86
5000
59
I L A I L SRS RS RARAS ARAAARAREN RARAS RARSS RARES AARNN RARSY
miz--> 25 30 35 40 45 50 55 60 65 70 75 80 5 90 5
07629.D SCAN020403.M Thu Apr 04 10:47:45 2002 Page 4
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Library Search Compound Report

Data File : C:\MSDCHEM\1\DATA\020403\07629.D Vial: 20

Acg On : 4 Apr 2002 2:39 am Operator: Nefliu
Sample : sample Inst : Instrumen
Misc : Multiplr: 1.00

MS Integratlon Params: LSCINT.e

Quant Method : C:\MSDCHEM\1\METHODS\SCAN020403.M (Chemstation Integrator)

Title : Method 508 GC/MS Scan
Library : C:\DATABASE\nist98.1
hkhkkhkhkhkhkhkhkkhkhkhkhkhAkhkhkrxhkhkhkhkhkhAhkhkhkhhkhkhkhhkdkkhkhkhkhkhkhkkhkdhkhhkdhkhhhdhkhhddhkhkhhhrdhdhkhkhkhkhkkkkkx
Peak Number 3 Cyclopentasiloxane, decamet... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.69 0.57 ug/1 529952 Naphthalene-ds 15.77
Hit# of S Tentative ID MW MolForm CAS# Qual
1 Cyclopentasiloxane, decamethyl- 370 C1lO0H30058i5 000541-02-6 83
2 Cyclopentasiloxane, decamethyl- 370 C10OH3005Si5 000541-02-6 83
3 Cyclopentasiloxane, decamethyl- 370 C10H30058i5 000541-02-6 74
4 Cyclopentasiloxane, decamethyl- 370 C10H3005S81i5 000541-02-6 64
Abundance Scan 1976 (14.689 min): 07629.D (-1965) (-) m/Z 73.10 100.00%
: 73
267 355
5000
1440 '1'4'e'o’ '14 80 1500
S L A A KA KA AN LA A AR LARRS MAMAS LA AR UARAS BARAS LARAS SAMAL AARRI LA m/z 355. 57.42%
m/z—> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #103462: Cyclopentasiloxane, decamethyl-
355
73 267
5000 L B AR
14m14m14w15m
m/z 267. 52.88%
0 28 45 108 133 154 176193 223 249 293 323
[ TT 'lll[ 'llll l‘li' TTT T LIRS TTTT IT{rTrY TTT TTIT rrryvrTTrrTI T TTTiTTY LS
m/iz—> 0 20 40 60 80 160 1%0 140 1é0 18(02(‘)02§02¢‘1026l02803603§03)103(‘50
Abundance #115315: Cyclopentasiloxane, decamethyl-
B
267 355 ”1'44‘0| ‘1;16'0' l1l480 1'502)'+r
5000 m/z 356.10 20.19%
45 207 249 323
S A R R A SRS LA LSS LR LARA) EAAA) AR LARAS SN LAY LA SR MRS LA
miz—> O 20 40 60 80 100120140160180200220240260280300320340360
Abundance #115273: Cyclopentasiloxane, decamethy!- e e
s 14.40 1460 1480 15.00
m/z 267.90 14.75%
5000 267
355
45
28 | | 96 115133 165 193 223 249 293 323
A L A AR AL LR SARAS LAY LAY AR LA LA A AN LA LAAas I A A AN SURELSAR DU UL ISR BB
m/z—> 0 20 40 €0 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 1440 1460 14.80 15.00
07629.D SCAN020403.M Thu Apr 04 10:47:47 2002 Page 5
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g Tentatively Identified Compound (LSC) summary

Operator ID: Nefliu Date Acquired: 4 Apr 2002 2:39 am

Data File: C:\MSDCHEM\1\DATA\020403\07629.D

Name: sample

Misc:

Method: C:\MSDCHEM\1\METHODS\SCANO020403.M (Chemstation Integrator)
Title: Method 508 GC/MS Scan

Library Searched: C:\DATABASE\nist98.1

--Internal Standard---

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc
2-Butynpé-1,4-diol 3.29 0.2 ug/1 142711 1 10.66 14096500 20.0
Phosphonic difluo... 3.33 0.1 ug/1 89877 1 10.66 14096500 20.0

/)Cyclopentasiloxan... 14.69 0.6 ug/1l 529952 2 15.77 18568300 20.0

07629.D SCAN020403.M Thu Apr 04 10:47:47 2002 Page 6
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