LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU010219\
Data File : VvU028987.D

Aca On : 02 Jan 2019 13:46

Operator : MD/SY

Sample : J6593-01DL 25X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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 U\METHOD\SOMUTR122818WMA .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 1.286 28 35 45 rVB 133218 127271 17 .76% 3.404%
2 1.399 62 70 76 rBv 46225 48766 6.80% 1.304%
3 1.434 76 81 90 rvB 14024 14871 2.07% 0.398%
4 1.653 142 149 153 rBvY 25234 30553 4.26% 0.817%
5 1.701 153 164 179 rvVB2 74102 131981 18.41% 3.530%
6 2.103 280 289 303 rVB 37072 53203 7.42% 1.423%
7 2.273 331 342 354 rBV 73510 111170 15.51% 2.974%
8 2.701 466 475 484 rVB4 5342 8501 1.19% 0.227%
9 4.193 926 939 974 rBV 47486 130701 18.23% 3.496%
10 4.646 1064 1080 1104 rvVB 52031 121633 16.97% 3.254%

11 5.337 1272 1295 1301 rBV2 113836 293391 40.93% 7.848%
12 5.386 1301 1310 1331 rVB 338991 716779 100.00% 19.173%
13 5.884 1452 1465 1489 rBvV 108314 210171 29.32% 5.622%
14 6.212 1557 1567 1581 rVB3 14521 26342 3.68% 0.705%
15 6.331 1590 1604 1623 rBV 72961 144430 20.15% 3.863%

16 7.228 1872 1883 1897 rBvV2 38477 68547 9.56% 1.834%
17 7.562 1975 1987 2005 rBV 148207 259940 36.27% 6.953%
18 7.848 2067 2076 2094 rBvV2 22666 38725 5.40% 1.036%

19 8.311 2208 2220 2247 rBV 182806 322082 44.93% 8.615%
20 9.086 2450 2461 2482 rBvV 156929 263959 36.83% 7.061%

21 10.167 2782 2797 2809 rBV 12911 19672 2.74% 0.526%
22 10.430 2868 2879 2896 rBV 54097 85680 11.95% 2.292%
23 10.588 2920 2928 2941 rVB3 5542 9011 1.26% 0.241%
24 10.970 3036 3047 3056 rVB 5793 8509 1.19% 0.228%
25 11.482 3195 3206 3227 rBV 152085 242390 33.82% 6.484%
26 11.768 3282 3295 3308 rBV3 13808 24466 3.41% 0.654%
27 11.858 3312 3323 3340 rBV 132097 217894 30.40% 5.828%
28 12.353 3469 3477 3488 rVB2 5582 7835 1.09% 0.210%
Sum of corrected areas: 3738473
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU010219\
vu028987.D

02 Jan 2019 13:46

MD/SY

J6593-01DL 25X

25.0mL/MSVOA U/WATER

8 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR122818WMA .M
TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU010219\
Data File : VvU028987.D

Aca On : 02 Jan 2019 13:46

Operator : MD/SY

Sample : J6593-01DL 25X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR122818WMA .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 Ethyl ether Concentration Rank 3

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

2.10 1.27 ug/L 53203 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl ether 74 C4H100 000060-29-7 91
2 Ethvl ether 74 C4H100 000060-29-7 90
3 Ethvl ether 74 C4H100 000060-29-7 83
4 Ethane. 1.2-diethoxv- 118 C6H1402 000629-14-1 78
5 Ethane, 1,2-diethoxy- 118 C6H1402 000629-14-1 74

Abundance Scan 288 (2.099 min): VU028987.D (-280) (-) m/z 59.10 100.00%
99
45 74
5000
a1 180 200 220 240
48 55 6467
Obrprrrr ey o 040 M | M/Z 74.10  73.49%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #844: Ethyl ether
31
59
74
5000 45 SRS SRR RSN R
27 1.80 2.00 2.20 2.40
m/z 45.10 70.64%
41
. 1510 | L s | m
LR SRRRN RN SRR RARRN REARA RERRNARARS RARN RERRS LA BRARA REREE ARRLE RRARN NRARY
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #840: Ethyl ether
31
59 180 200 220 240 |
5000 45 74 m/z 43.10 20.88%
27
15 19 | 4\1\ |
S L L A AR L RALRA KAL) RAAAS RAAR RRAL) RALAS RARAN AARLS RAAALAARY
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #841: Ethyl ether
31 1.80 2.00 2.20 2.40
m/z 41.05 11.89%
5000 45 59
74
15 27
o | 19 24 || 3841 55 70
m/z--> 5 10 15 20 25 30 35 4'0 45 50 55 60 65 70 7'5 80 | 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU010219\
Data File : VvU028987.D

Aca On : 02 Jan 2019 13:46

Operator : MD/SY

Sample : J6593-01DL 25X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR122818WMA .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 3 Diethyl sulfide Concentration Rank 4

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

6.21 0.63 ug/L 26342 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvl sulfide 90 C4H10S 000352-93-2 91
2 Diethvl sulfide 90 C4H10S 000352-93-2 91
3 Diethvl sulfide 90 C4H10S 000352-93-2 91
4 Diethvl sulfide 90 C4H10S 000352-93-2 90
5 Sulfur diimide, dimethyl- 90 C2H6N2S 013849-02-0 38

Abundance Scan 1566 (6.209 min): VU028987.D (-1557) (-) m/z 75.10 100.00%
75 90
61
5000 ar
4| II‘ 580 6.00 620 640 6.60
ok et Tm/z 90.10  86.86%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2332: Diethyl sulfide
47 [
o7 90
61
5000 RASEARE AR LR
580 6.00 620 640 6.60
35 m/z 61.00 55.49Y%
oy Mt sl
m/z--> 10 20 30 40 50 70 80 90 100
Abundance #2331: Diethyl sulflde
75
47 %0 e
5.80 6.00 6.20 6.40 6.60
5000 2 61 m/z 47.10 49.98%
35 41
o} AN S | Y S | VU 1 .- S PPN
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2334: Diethyl sulfide e e e
47 75 9% 5.80 6.00 6.20 6.40 6.60
m/z 62.10 41.98%
5000
35 41
Unns |'}§'| "'ll J ‘ “‘ 'QGHl '§?"l"|"" RN NSRS N SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU010219\
Data File : VvU028987.D

Aca On : 02 Jan 2019 13:46

Operator : MD/SY

Sample : J6593-01DL 25X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR122818WMA .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 5 1,4:5,8-Dimethanobiphenylen... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.77 0.50 ug/L 24466 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4:5.8-Dimethanobiphenvlene. 1.... 184 Cl14H16 001624-13-1 64
2 Indane 118 C9H10 000496-11-7 58
3 3-Bromo-1-phenvl-1-propene 196 C9H9Br 004392-24-9 53
4 Benzeneethanol. .beta.-ethenvl-.... 162 C11H140 040596-14-3 53
5 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 53
Abundance Scan 3296 (11.771 min): VU028987.D (-3282) (-) m/z 117.10 100.00%
117
5000
2 5 7 S g sor || 1140 1160 1180 1200
0 e m/z 118.10 52.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48955: 1,4:5,8-Dimethanobiphenylene, 1,4,4a,4b,5,8,8a,8b-...
147
5000 '|'A"|""| A"'I""I'
o1 11.40 11.60 11.80 12.00
79 m/z 115.10 39.57%
39 66 105
N I | 127 142 155 169 184
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
117
11.40 11.60 11.80 12.00
5000 m/z 119.10 19.61%
91
oL 27 3 518 77 T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58677: 3-Bromo-1-phenyl-1-propene R e e R
117 11.40 11.60 11.80 12.00
m/z 91.10 16.66%
5000
39 58 9 19
o MNP £ AN N - B N 1 N |
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU010219\
Data File : VvU028987.D

Acq On : 02 Jan 2019 13:46

Operator : MD/SY

Sample : J6593-01DL 25X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR122818WMA .M
TRACE VOA SOMO01.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Ethyl ether 2.10 1.3 ug/L 53203 1 5.88 210171 5.0
Diethyl sulfide 6.21 0.6 ug/L 26342 1 5.88 210171 5.0
1,4:5,8-Dimethano... 11.77 0.5 ug/L 24466 3 11.48 242390 5.0
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