LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR062118\
Data File : VR025400.D

Aca On : 21 Jun 2018 16:36

Operator : SY/MD

Sample = J3514-09

Misc : 25mL/MSVOA R/WATER

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA R\METHODS\SOMRTR061518WMA_M
Title - TRACE VOA SOMO1.0

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.621 41 48 54 rBY 5268889 15704044 100.00% 53.613%
2 2.144 124 134 146 rBvV 49597 158931 1.01% 0.543%
3 3.635 364 379 391 rBV 140568 472245 3.01% 1.612%
4 6.597 854 866 876 rBV 132881 411431 2.62% 1.405%
5 7.200 955 965 977 rBV 322508 850347 5.41% 2.903%

7.857 1063 1073 1090 rBvV2 725750 1996975 12.72% 6.818%
8.459 1165 1172 1181 rBV 722183 1289984 8.21% 4.404%
8.897 1236 1244 1254 rBV 475574 915405 5.83% 3.125%
9.682 1366 1373 1380 rVvB2 159992 270398 1.72% 0.923%
9.968 1413 1420 1428 rBV 1141574 1810363 11.53% 6.181%

=
QO ~NO®

11 10.588 1515 1522 1532 rBV 673008 1078163 6.87% 3.681%
12 11.288 1630 1637 1648 rBV 952676 1398351 8.90% 4.774%
13 12.304 1796 1804 1809 rBV 279977 445648 2.84% 1.521%
14 12.364 1809 1814 1820 rVB 207127 310849 1.98% 1.061%
15 13.222 1949 1955 1962 rBV 732717 1028382 6.55% 3.511%

16 13.514 1995 2003 2013 rBV 671576 969428 6.17% 3.310%
17 13.764 2039 2044 2050 rVB 118264 180407 1.15% 0.616%

Sum of corrected areas: 29291351
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR062118\
Data File : VR025400.D

Aca On : 21 Jun 2018 16:36

Operator : SY/MD

Sample : J3514-09

Misc - 25mL/MSVOA R/WATER

ALS Vial :© 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\VOASRV\HPCHEM1\MSVOA R\METHODS\SOMRTR061518WMA_M
- TRACE VOA SOM01.0

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VR025400.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR062118\
Data File : VR025400.D

Aca On : 21 Jun 2018 16:36

Operator : SY/MD

Sample : J3514-09

Misc : 25mL/MSVOA R/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTRO61518WMA_M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown-01 Concentration Rank 3

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

9.68 1.05 ug/L 270398 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Thiatricvclol3.1.1.0(2.4)Ylheptane 112 C6H8S 1000221-37-0 37
2 Thiophosaene 114 CCI2S 000463-71-8 30
3 Methane. oxvbislIchloro- 114 C2H4CI120 000542-88-1 28
4 Methane. oxvbislchloro- 114 C2H4CI20 000542-88-1 28
5 _alpha.,.alpha.-Dichloromethyl m... 114 C2H4CI120 004885-02-3 25

Abundance Scan 1373 (9.682 min): VR025400.D (-1366) (-) m/z 79.10 100.00%
70
5000 42
e 9.40 9.60 9.80 10.00
b3 Lo L a4 venrense 225 25 2w 201 2%5%0M 35 ben
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6455: 3-Thiatricyclo[3.1.1.0(2,4)]heptane A
70

5000 — ....,.... R
9.40 9.60 9.80 10.00

39 m/z 81.10  30.26%

ﬁ4 112
mmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
79

9.40 9.60 9.80 10.00

5000 m/z 51.10 19.07%
44 114
12 64
mmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7039: Methane, oxybis[chloro-
79 9.40 9.60 9.80 10.00

m/z 114.00 18.99%

49
5000
29
14 J 64 109

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9.40 9.60 980 10 00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR062118\
Data File : VR025400.D

Aca On : 21 Jun 2018 16:36

Operator : SY/MD

Sample : J3514-09

Misc : 25mL/MSVOA R/WATER

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTRO61518WMA_M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Benzeneethanamine, N-[(pent... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.76 0.88 ug/L 180407 1,4-Dichlorobenzene-d4 13.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneethanamine. N-T(pentafluo... 475 C21H26F5N02Si2 055429-85-1 59
2 Tetrasiloxane. 1.1.3.3.5.5.7.7-0... 282 C8H2603Si4 001000-05-1 25
1-(3-ChlorophenvDpiperazine. 4-... 268 C13H21CIN2Si 1000373-99-3 22

4 4-Methvlcatechol. bis(trimethvls... 268 C13H2402Si2 1000332-79-9 16
5 Pyrocatechol, bis(tert-butyldime... 338 C18H3402Si2 1000352-58-3 10

Abundance Scan 2043 (13.758 min): VR025400.D (-2039) (-) m/z 73.10 100.00%

3
5000
267

13. 40 13. 60 13. 80 14. OO

4559 | 87 103119133 154 179193207223237251 | 281206

o e i A G M Al L S5 ZK m/z 267.00 23.24Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #231876: Benzeneethanamine, N-[(pentafluorophenyl)methylen... }\
73
5000 AU AR
267 13. 40 13. 60 13. 80 14.00
a4 m/z 74.10  8.04%

59 || 91105119135151 17919420973 250

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
73
193
207 13.40 13.60 13.80 14.00
5000 m/z 268.10 6.05%
267
45 99 133 179
31 88 103 1199147 163 221235251 | 281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #116953: 1-(3-Chlorophenyl)piperazine, 4-trimethylsilyl-
73 13.40 13.60 13.80 14.00
101 m/z 45.00 5.10%
128 268
5000
59
253
llul s L ‘H 19\5 2122 ‘6 \‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_R\DATA\VR062118\
Data File : VR025400.D

Acq On : 21 Jun 2018 16:36

Operator : SY/MD

Sample - J3514-09

Misc : 25mL/MSVOA_R/WATER

ALS Vial : 11 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTRO61518WMA_M
TRACE VOA SOMO01.0

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown-01 9.68 1.1 ug/L 270398 1 8.46 1289980 5.0
Benzeneethanamine... 13.76 0.9 ug/L 180407 3 13.22 1028380 5.0
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