LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090820\
Data File : VU040050.D

Aca On : 08 Sep 2020 13:14

Operator : SY/MD

Sample : L3927-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 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\SOMUTRO83120WMA .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 1.527 51 58 71 rvVB 25610 30431 5.36% 0.752%
2 1.604 74 82 93 rvB 43332 48692 8.58% 1.203%
3 1.922 173 181 195 rvVvB 39192 53149 9.36% 1.313%
4 2.465 341 350 362 rVB 16339 26296 4.63% 0.649%
5 2.578 374 385 398 rBV 83157 135167 23.80% 3.339%
6 2.662 400 411 413 rBvV2 5129 7538 1.33% 0.186%
7 2.806 445 456 468 rBvV2 14177 23765 4_.19% 0.587%
8 4.658 1014 1032 1069 rBvV 62892 233447 41.11% 5.766%
9 4.825 1074 1084 1102 rvB2 8337 21074 3.71% 0.521%
10 5.079 1146 1163 1192 rVB 82235 191966 33.81% 4.741%

11 5.739 1346 1368 1386 rBv3 155172 408536 71.95% 10.090%
12 6.259 1516 1530 1549 rVvVv 154786 293450 51.68% 7.248%
13 6.700 1654 1667 1684 rBv2 100807 195715 34.47% 4._.834%
14 7.571 1924 1938 1952 rBV 52067 92266 16.25% 2.279%
15 7.902 2029 2041 2056 rBvV 176488 310899 54.75% 7.679%

16 8.182 2114 2128 2142 rBV2 34348 61126 10.76% 1.510%
17 8.639 2258 2270 2299 rBvV 304127 567830 100.00% 14.025%
18 8.790 2307 2317 2327 rBv4 14128 23688 4_.17% 0.585%

19 9.417 2499 2512 2537 rBV 229818 388068 68.34% 9.585%
20 10.754 2915 2928 2943 rBV 85891 136002 23.95% 3.359%

21 10.890 2960 2970 2980 rVB2 4548 6797 1.20% 0.168%
22 11.806 3241 3255 3270 rBV 236793 375394 66.11% 9.272%
23 12.053 3321 3332 3349 rBV3 26596 45969 8.10% 1.135%
24 12.188 3362 3374 3388 rVB 207804 328422 57.84% 8.112%
25 12.346 3413 3423 3438 rVB7 5437 10582 1.86% 0.261%
26 12.767 3544 3554 3564 rBV2 4389 7333 1.29% 0.181%
27 12.877 3580 3588 3600 rVB5 9123 13561 2.39% 0.335%
28 13.201 3678 3689 3698 rBv4 7467 11567 2.04% 0.286%
Sum of corrected areas: 4048730
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090820\
VU040050.D

08 Sep 2020 13:14

SY/MD

L3927-01

25.0mL/MSVOA U/WATER

6 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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\VU090820\
Data File : VU040050.D

Aca On : 08 Sep 2020 13:14

Operator : SY/MD

Sample : L3927-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 unknown-01 Concentration Rank 1

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

7.57 1.57 ug/L 92266 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclohexadiene 80 C6H8 000592-57-4 25
2 Methane. oxvbislchloro- 114 C2H4CI20 000542-88-1 25
3 1.3-Cvclohexadiene 80 C6H8 000592-57-4 25
4 2-Propanol. 1.3-dichloro- 128 C3H6CI20 000096-23-1 17
5 Thiophosgene 114 CCI2S 000463-71-8 12

Abundance Scan 1938 (7.571 min): VU040050.D (-1924) (-) m/z 79.10 100.00%
70
42
5000
51 114 I||III|IIII|IIII|IIII|I
7.20 7.40 7.60 7.80 8.00
3
o...,....,....,...‘ﬁ!....',|.'...,‘??..,??..;....,....,....,.I!:,... m/z 42.10  53.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1080: 1,3-Cyclohexadiene
79
5000 U L S R

7.20 7.40 7.60 7.80 8.00

39 51 m/z 81.10 30.70%
27 ‘ 65
0 ‘ AN m 57 73\ |
R R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
79
R L R R o
49 7.20 7.40 7.60 7.80 8.00
5000 m/z 51.00 20.93%
29
o 18 36 43 63 85 109
R R B L R B AR paans e B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1075: 1,3-Cyclohexadiene s R A o
79 7.20 7.40 7.60 7.80 8.00
m/z 114.00 20.24%
5000
39
27 ‘ o1 65
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7. 60 7.80 8. OO
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU090820\
Data File : VU040050.D

Aca On : 08 Sep 2020 13:14

Operator : SY/MD

Sample : L3927-01

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TRACE VOA SOM01.0

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

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M

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

Concentration Rank 2

Peak Number 2 1-Hexanol, 2-ethyl-

R.T. EstConc Area Relative to ISTD R.T.
12.05 0.61 ug/L 45969 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
2 l1l-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
3 1l-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 53
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 50
5 Acetic acid, cyano-, 2-ethylhexy... 197 C11H19NO2 013361-34-7 50

Abundance Scan 3331 (12.050 min): VU040050.D (-3321) (-) m/z 57.10 100.00%
57
5000 41
I | | 8 11 11.80 12.00 12.20 12.40
-ttt e m/z 41.00 49 .04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000
43 11.80 12.00 12.20 12.40
29 70 83 m/z 55.10 36.55%
0 18 “\ \‘\ 51‘ | 63 “\ " ‘\ %8 1]\'2
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
11.80 12.00 12.20 12.40
5000 41 m/z 43.10 29.37%
29 0 8
o 15 51 | 63 77 %8 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13661: 1-Hexanol, 2-ethyl-
57 11.80 12.00 12.20 12.40
m/z 56.10 25.12%
5000 41
29
70 83
0...,.%?.,....,....,....?%...,??..,..7?,....,..?ﬁ....%%%..,. 7V Y I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU090820\
Data File : VU040050.D

Acq On : 08 Sep 2020 13:14

Operator : SY/MD

Sample : L3927-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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]
unknown-01 7.57 1.6 ug/L 92266 1 6.26 293450 5.0
1-Hexanol, 2-ethyl- 12.05 0.6 ug/L 45969 3 11.81 375394 5.0
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