LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041153.D

Aca On = 09 Nov 2020 20:00

Operator : SY/MD

Sample : L4646-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 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\SOMUTR102620WMA .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 1.607 74 83 90 rBv3 35196 40683 3.23% 0.864%
2 1.678 94 105 116 rVB2 22972 28500 2.27% 0.605%
3 1.922 172 181 198 rVB 25269 31849 2.53% 0.676%
4 2.006 198 207 218 rvB2 13019 18000 1.43% 0.382%
5 2.433 328 340 350 rBV 35829 59303 4.71% 1.259%
6 2.581 374 386 403 rBV 44452 74269 5.90% 1.577%
7 3.372 622 632 644 rBV5 10490 20776 1.65% 0.441%
8 4.687 1015 1041 1066 rBv2 509223 1257755 100.00% 26.708%
9 4.829 1073 1085 1106 rvB 7877 21387 1.70% 0.454%
10 5.083 1149 1164 1184 rVB 50483 115020 9.14% 2.442%

11 5.742 1348 1369 1378 rBV2 93648 253667 20.17% 5.387%
12 5.790 1379 1384 1404 rVB2 40107 86283 6.86% 1.832%
13 6.263 1517 1531 1549 rBvV 70258 129532 10.30% 2.751%
14 6.555 1606 1622 1646 rBV 641278 1206839 95.95% 25.627%
15 6.703 1655 1668 1682 rVB2 65081 124473 9.90% 2.643%

16 7.574 1928 1939 1952 rVB 30712 52418 4_.17% 1.113%
17 7.906 2026 2042 2056 rBvV 104239 177484 14.11% 3.769%
18 8.185 2118 2129 2141 rBV 19972 32881 2.61% 0.698%

19 8.639 2258 2270 2296 rBvV 217057 386428 30.72% 8.206%
20 9.420 2501 2513 2526 rBV 98976 160680 12.78% 3.412%

21 9.697 2587 2599 2609 rvB2 9800 15532 1.23% 0.330%
22 10.754 2914 2928 2942 rBV 54768 86840 6.90% 1.844%

23 11.806 3244 3255 3268 rBV 88905 139547 11.09% 2.963%
24 12.188 3361 3374 3387 rBV 117904 189140 15.04% 4.016%

Sum of corrected areas: 4709286
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041153.D

Aca On = 09 Nov 2020 20:00

Operator : SY/MD

Sample : L4646-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .M
= TRACE VOA SOMO1.0

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU041153.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041153.D

Aca On = 09 Nov 2020 20:00

Operator : SY/MD

Sample : L4646-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 1 Ethane, 2-chloro-1,1,1-trif... Concentration Rank 3

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

1.68 1.10 ug/L 28500 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 2-chloro-1.1.1-trifluoro- 118 C2H2CIF3 000075-88-7 91
2 3-Chlorothiophene 118 C4H3CIS 017249-80-8 37
3 Thiophene. 2-chloro- 118 C4H3CIS 000096-43-5 37
4 Ethvl Chloride 64 C2H5CI 000075-00-3 25
5 Methional 104 C4H80S 003268-49-3 10

Abundance Scan 106 (1.681 min): VU041153.D (-94) (-) m/z 118.10 100.00%
118
83
5000
49 69 99 S N —
35 | | 140 160 180 2.00
Obrrrprrrr prerrrpeetee ettt bt bl Tm/z 83.10  65.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8605: Ethane, 2-chloro-1,1,1-trifluoro-

5000

140 1.60 1.80 2.00
m/z 120.10  32.92%

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
118
L B o
83 140 160 180 2.00
5000 45 m/z 99.10 24.81%
38 58 73
ol 12 26 92 103
R e A B o o e AR RRRRS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8649: Thiophene, 2-chloro- i e e
118 140 160 1.80 2.00
83 m/z 69.00 23.91%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 160 180 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041153.D

Aca On = 09 Nov 2020 20:00

Operator : SY/MD

Sample : L4646-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 5

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

2.01 0.69 ug/L 18000 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 86
3 Butane. 2-methvl- 72 C5H12 000078-78-4 86
4 2(3H)-Furanone. dihvdro-4-methvl- 100 C5H802 001679-49-8 36
5 3-Buten-1-ol 72 C4H80 000627-27-0 9

Abundance Scan 208 (2.009 min): VU041153.D (-198) (-) m/z 43.10 100.00%
a3
57
5000
39
‘ 53| 72 1.60 1.80 2.00 2.20 2.40
0““““P“W“W““PMP“W““W“PJJ“'W“HJ$“W““PMPLW“W“ m/z 41.10 86.73%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #714: Butane, 2-methyl-
43
57
5000
1.60 1.80 2.00 2.20 2.40
29 3 m/z 42.10 77.30%
0 15 2¢ AL 5053‘ 6267 2
miz--> 0T 0 15 20 25 30 35 40 45 % 95 60 65 70 78 80
Abundance
43
57 1.60 1.80 2.00 2.20 2.40
5000 29 m/z 57.10 61.33%
39
o 1 0 26 33 5053 | 616467 (2
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #712: Butane, 2—methy|— |A| L L B |nl TT T T
43 1.60 1.80 2.00 2.20 2.40
m/z 39.10 29.24%
57
5000 27
39
15
o 2 12 g0 L 5053 72
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041153.D

Aca On = 09 Nov 2020 20:00

Operator : SY/MD

Sample : L4646-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 Ethane, 2,2-dichloro-1,1,1-... Concentration Rank 1

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

2.43 2.29 ug/L 59303 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 2.2-dichloro-1.1.1-trifl... 152 C2HCI2F3 000306-83-2 97
2 Ethane. 2.2-dichloro-1.1.1-trifl... 152 C2HCI2F3 000306-83-2 93
3 Ethane. 2.2-dichloro-1.1.1-trifl... 152 C2HCI2F3 000306-83-2 91
4 Methane. bromodichloro- 162 CHBrCI2 000075-27-4 59
5 Trichloromethane 118 CHCI3 000067-66-3 59

Abundance Scan 339 (2.430 min): VU041153.D (-328) (-) m/z 83.00 100.00%
g3
5000
69 133 IR SR L SRR
a7 48 || 08 117 152 2.00 2.20 2.40 2.60 2.80
Obrrprrrerrrrrpretrt e b e b e prererebeprer e e - m/Z 85.00 65. 74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25466: Ethane, 2,2-dichloro-1,1,1-trifluoro-
83
5000 T T T T T T T T T
2.00 2.20 2.40 2.60 2.80
31 48 69 133 - m/z 69.10 21.17%
0 'w"'ﬁq"'m't'l“'w““'§?'“'h'“'|'“'|"?ﬁ"“|'}iz'“'lj“'l'“'|l“'|“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
83
200 220 240 2.60 2.80
5000 31 69 m/z 133.00 19.66%
48
98 117 133 152
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25465: Ethane, 2,2-dichloro-1,1,1-trifluoro- T B B R
83 2.00 2.20 2.40 2.60 2.80
m/z 67.00 15.67%
5000
67 133
o1 Fase 7 o8 17 T 182 \
m/z--> 15 ﬁo 35 Jo §0 eb fo 86 do 160 110 150 150 150 1%0 1é0 2. oo 2. 50 2. 40 2. 60 2. %o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU110920\
Data File : VU041153.D

Aca On = 09 Nov 2020 20:00

Operator : SY/MD

Sample : L4646-20

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 Ethyl Acetate Concentration Rank 4

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

4.83 0.83 ug/L 21387 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 90
2 Ethvl Acetate 88 C4H802 000141-78-6 90
3 Ethvl Acetate 88 C4H802 000141-78-6 83
4 Ethvl Acetate 88 C4H802 000141-78-6 83
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 9

Abundance Scan 1085 (4.829 min): VU041153.D (-1073) (-) m/z 43.00 100.00%
43
5000 ,Nﬂk]\g
61 79 R SRE LA SRR A
| 88 440 460 480 500 5.20
] U N SV PN m/z 45.00 18.01%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2018: Ethyl Acetate
43
5000 A RS LA AR A
4.40 4.60 4.80 5.00 5.20
0
- 61 1o m/z 61.00 15.55%
e e L L S L UL L LIS S L IS UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
440 460 4.80 500 520
5000 m/z 70.10 11.73%
61
15 il 55 P g3 88
e S L L S UL L LIS S I UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2015: Ethyl Acetate SN VY W M
43 4.40 4.60 4.80 5.00 5.20
m/z 42.00 6.96%
5000
29 61 70
05y '%é' N ”'M R |l""| o J" "l S |"'8F|" T USRI SR UL SRR
m/z--> 10 20 30 40 50 60 70 80 90 440 4.60 4.80 5.00 5.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU110920\
Data File : VU041153.D

Acq On = 09 Nov 2020 20:00

Operator : SY/MD

Sample - L4646-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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]
Ethane, 2-chloro-... 1.68 1.1 ug/L 28500 1 6.26 129532 5.0
(DEL) Alkane: Str... 2.01 0.7 ug/L 18000 1 6.26 129532 5.0
Ethane, 2,2-dichl... 2.43 2.3 ug/L 59303 1 6.26 129532 5.0
Ethyl Acetate 4.83 0.8 ug/L 21387 1 6.26 129532 5.0
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