LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU010921\
Data File : VvU041885.D

Acq On : 07 Jan 2021 20:16

Operator : SY/MD

Sample : M1026-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\SOMUTR121220WMA .M
Title = TRACE VOA SOM01.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.478 37 43 51 rvB2 16720 17173 2.40% 0.315%
2 1.604 74 82 94 rvVB 62873 67807 9.49% 1.242%
3 1.922 172 181 191 rBvV 64391 78718 11.02% 1.442%
4 2.089 224 233 242 rBY 34357 46641 6.53% 0.854%
5 2.147 243 251 262 rVB 25056 35058 4.91% 0.642%
6 2.581 372 386 401 rBv2 122993 227682 31.86% 4.170%
7 3.060 522 535 555 rvB 63056 118160 16.54% 2.164%
8 3.199 567 578 596 rBV 4589 9786 1.37% 0.179%
9 3.379 617 634 651 rBV3 18788 44488 6.23% 0.815%
10 3.890 775 793 811 rBvV 38708 92210 12.90% 1.689%

11 4.649 1011 1029 1078 rBV3 102999 330567 46.26% 6.055%
12 5.079 1146 1163 1190 rBV2 116857 290216 40.61% 5.316%
13 5.330 1223 1241 1257 rVB3 39408 90803 12.71% 1.663%
14 5.739 1347 1368 1384 rBV3 212159 550695 77.07% 10.087%
15 6.259 1513 1530 1552 rBV 174736 331101 46.34% 6.065%

16 6.552 1608 1621 1639 rBvV 67269 126466 17.70% 2.316%
17 6.700 1653 1667 1687 rBV 131571 260274 36.42% 4.767%
18 7.571 1927 1938 1952 rBV2 60931 106785 14.94% 1.956%
19 7.902 2028 2041 2057 rBvV 230449 396079 55.43% 7.255%

20 7.970 2057 2062 2077 rVB2 4582 8159 1.14% 0.149%
21 8.182 2116 2128 2146 rBV 40196 68945 9.65% 1.263%
22 8.558 2234 2245 2256 rBV2 35840 59973 8.39% 1.098%

23 8.639 2256 2270 2300 rBvV 379867 714576 100.00% 13.089%
24 9.420 2500 2513 2532 rBV 224276 386153 54.04% 7.073%
25 10.754 2916 2928 2946 rVB 115083 188617 26.40% 3.455%

26 11.806 3240 3255 3271 rBV 206238 332898 46.59% 6.098%
27 12.053 3319 3332 3350 rBvV 57835 113562 15.89% 2.080%
28 12.185 3361 3373 3388 rVB 227281 365969 51.21% 6.703%

Sum of corrected areas: 5459561
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU010921\
Data File : VvU041885.D

Acq On : 07 Jan 2021 20:16

Operator : SY/MD

Sample : M1026-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121220WMA .M
= TRACE VOA SOMO1.0

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: vU041885.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU010921\
Data File : VvU041885.D

Acq On : 07 Jan 2021 20:16

Operator : SY/MD

Sample : M1026-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121220WMA .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 Fluorodichloromethane Concentration Rank 3

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

2.09 0.70 ug/L 46641 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluorodichloromethane 102 CHCI2F 000075-43-4 91
2 Fluorodichloromethane 102 CHCI2F 000075-43-4 91
3 Fluorodichloromethane 102 CHCI2F 000075-43-4 91
4 1-Butyne, 3,3-dimethyl- 82 C6H10 000917-92-0 7
5 Cyclopentene, 1-chloro- 102 C5H7CI 000930-29-0 7

Abundance Scan 233 (2.089 min): VU041885.D (-224) (-) m/z 67.10 100.00%
67
5000
5 83 102 180 200 220 240
oSNNS PSS USSR SNBSS S m/z 69.00 35.81%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4502: Fluorodichloromethane
67
5000 T ""I'Z\' [T T T
1.80 2.00 2.20 2.40
B 47 m/z 47.00 8.92%
oL 2 19 28, | 41 |, 5460 | 74 83 g1 102
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance
67
180 200 220 240
5000 m/z 83.00 5.77%
o 29 35 41 47 54 74 83 102
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #4501: Fluorodichloromethane e ma
67 1.80 2.00 2.20 2.40
m/z 48.00 5.74%
5000
. 1320 B I s
m/z--> c') 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 ﬁo 1.50 2.'00 2.'20 2.110
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU010921\
Data File : VvU041885.D

Acq On : 07 Jan 2021 20:16

Operator : SY/MD

Sample : M1026-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121220WMA .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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.05 1.71 ug/L 113562 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
Abundance Scan 3331 (12.050 min): VU041885.D (-3319) (-) m/z 57.10 100.00%
g7
5000 a1 j\x“,ka
70 83 P R ——r—
98 11,80 12,00 12.20 12.40
112
o...,....,....,....|,.'...??'.-.|:,...'.-|!'!..7?,-.'|!..9,1...~!,....,.-...,. m/z 55.10 38.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13669: 1-Hexanol, 2-ethyl-
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5000 41 LI SR U UL I
0 11,80 12,00 12.20 12.40
o 8 m/z 41.10 38.34%

o

15 M\ M‘ 51‘ 63 \“ 77 ‘\ % 1
...,....,....,....,....,...,....,....,....,....,....,....,.
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance
57

11.80 12. OO 12 20 12.40

5000 M m/z 43.10 32.18%
29
70 83
15 51 |, 63 77 9% 112
Ot T T e T e T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13670: 1-Hexanol, 2-ethyl-
57 11.80 12.00 12.20 12.40

m/z 56.10 25.94%

5000
43
29 ‘ 70 83 o
0 18 “\ | 51‘ | 63 “\ I ‘\ | 112
L L S L A s mat e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.80 12.00 12.20 12.40

SOMUTR121220WMA .M Mon Jan 11 16:10:15 2021 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU010921\
Data File : VvU041885.D

Acq On : 07 Jan 2021 20:16

Operator : SY/MD

Sample : M1026-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 18 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR121220WMA .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]
Fluorodichloromet. .. 2.09 0.7 ug/L 46641 1 6.26 331101 5.0
1-Hexanol, 2-ethyl- 12.05 1.7 ug/L 113562 3 11.81 332898 5.0
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