LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039938.D

Aca On : 21 Aug 2020 19:14

Operator : SY/MD

Sample : L3776-16

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\SOMUTRO81920WMA .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 1.363 3 7 17 rVB 26720 26500 6.74% 0.824%
2 1.604 72 82 90 rBv 44942 49457 12.59% 1.538%
3 1.922 173 181 195 rvVvB 40748 53257 13.55% 1.656%
4 2.578 373 385 399 rBV 63251 103985 26.46% 3.233%
5 2.655 399 409 425 rBV 15188 35895 9.14% 1.116%
6 2.838 443 466 470 rBvV2 53683 160304 40.80% 4.984%
7 4.520 979 989 1002 rBV4 4639 10333 2.63% 0.321%
8 4.652 1014 1030 1051 rBvV 60483 159248 40.53% 4_.951%
9 4.825 1070 1084 1103 rBv2 46760 104017 26.47% 3.234%
10 5.083 1147 1164 1180 rBV 65783 146221 37.21% 4 .546%

11 5.742 1347 1369 1396 rVB2 125641 329898 83.96% 10.257%
12 6.263 1518 1531 1547 rBV 103533 192058 48.88% 5.971%
13 6.703 1655 1668 1685 rBvV 82838 161312 41.05% 5.015%
14 7.417 1880 1890 1901 rVB4 10045 19058 4._.85% 0.593%
15 7.574 1927 1939 1953 rBV 41444 70821 18.02% 2.202%

16 7.906 2028 2042 2056 rBvV 142597 239868 61.05% 7.458%
17 8.185 2118 2129 2147 rBV2 27429 48149 12.25% 1.497%
18 8.639 2256 2270 2296 rBV 230734 392932 100.00% 12.217%
19 9.420 2498 2513 2532 rBV 156127 252650 64.30% 7.855%

20 9.774 2611 2623 2631 rVB6 3903 6216 1.58% 0.193%
21 10.523 2847 2856 2868 rBV5 2977 4951 1.26% 0.154%
22 10.754 2915 2928 2942 rBV 63833 102352 26.05% 3.182%
23 11.471 3140 3151 3162 rBV2 11324 17446 4._.44% 0.542%
24 11.806 3244 3255 3270 rVB 134143 212327 54.04% 6.602%
25 12.050 3318 3331 3344 rBV2 50520 81538 20.75% 2.535%
26 12.188 3362 3374 3390 rVB 138120 223947 56.99% 6.963%
27 13.201 3678 3689 3697 rBV3 7863 11580 2.95% 0.360%
Sum of corrected areas: 3216320
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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\VU082120\
VU039938.D

21 Aug 2020 19:14

SY/MD

L3776-16

25_0mL/MSVOA U/WATER

22 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR081920WMA .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\VU082120\
Data File : VU039938.D

Aca On : 21 Aug 2020 19:14

Operator : SY/MD

Sample : L3776-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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, 1,1-difluoro- Concentration Rank 5

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

1.36 0.69 ug/L 26500 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 91
2 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 78
3 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 78
4 Propane. 2.2-difluoro- 80 C3H6F2 000420-45-1 4
5 Propiolonitrile 51 C3HN 001070-71-9 3

Abundance Scan 6 (1.359 min): VU039938.D (-3) (-) m/z 50.90 100.00%
51
65
5000
47 .-z
39 41 1.40 1.50 1.60 1.70 1.80
N —Y P 1| E—TH PR— m/z 64.90 52.51%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #364: Ethane, 1,1-difluoro-
51
5000 65 NI L U U
1.40 150 1.60 1.70 1.80
o7 47 m/z 47.00 24 .35%
o 2 121519 24 3y M 62,
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
51
o 140 150 1.60 170 180
5000 m/z 44.90 20.06%

47
27131 4044

m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #365: Ethane, 1,1-difluoro-
51 1.40 150 1.60 1.70 1.80
m/z 43.90 11.51%
5000 65
47
2l 31 44 62,
O e L e o e RRmas ma]
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 1.40 150 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039938.D

Aca On : 21 Aug 2020 19:14

Operator : SY/MD

Sample : L3776-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 Isopropyl Alcohol Concentration Rank 1

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

2.84 4.17 ug/L 160304 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 83
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 83
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 9
4 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 5

Abundance Scan 467 (2.842 min): VU039938.D (-443) (-) m/z 44.95 100.00%
45
5000 )/\\\\\‘
5941 . 260 2.80 3.00 320
Obrrrrrrrprrrrprrrr et bbby m/z 43.00 23.02%

|
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #294: 1sopropy! Alcohol

45

5000 e R  a ma
2.60 2.80 3.00 3.20

m/z 41.00 9.07%
| ‘\ [yl

27
M Al X 59
S L N L R LAAR) RAAR) RRARS RARRS RARAS RARAS LARAS RARAS RAARS ARAR) BAL
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
45

2.60 2.80 3.00 3.20

5000 m/z 39.00 7 .53%
1519 273 g4 59
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #296: Isopropy! Alcohol
45 2.60 2.80 3.00 3.20
m/z 41.90 5.49%
5000
27
15
19
31
o | [ % 334 59 g9
I e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039938.D

Aca On : 21 Aug 2020 19:14

Operator : SY/MD

Sample : L3776-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 Ethyl Acetate Concentration Rank 2

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

4.83 2.71 ug/L 104017 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 90
4 Ethvl Acetate 88 C4H802 000141-78-6 90
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 45

Abundance Scan 1085 (4.829 min): VU039938.D (-1070) (-) m/z 42.85 100.00%
43
5000 !*
61 4
| | | 88 4.40 4.60 4.80 5.00 5.20
o m/z 61.00 15.19%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2015: Ethyl Acetate
43
5000 SR RN R SRR
4.40 4.60 4.80 5.00 5.20
0,
- 61 7o . m/z 44.90 13.16%
3 NG NSO IS N N N s - S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
440 460 480 500 520
5000 m/z 69.90 10.03%
15 29 61
70 o8
e S L L S UL L LIS S IS UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2018: Ethyl Acetate SRARMEMNNSHBAEN S WNMRMRAAY:A MM
43 4.40 4.60 4.80 5.00 5.20
m/z 42.00 8.59%
5000
29 61
15 s P 88
m/z--> 10 20 30 40 50 60 70 80 90 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039938.D

Aca On : 21 Aug 2020 19:14

Operator : SY/MD

Sample : L3776-16

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.05 1.92 ug/L 81538 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 90
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
4 2-Ethvl-1-hexanol. methvl ether 144 C9H200 1000365-10-2 59
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 53
Abundance Scan 3331 (12.050 min): VU039938.D (-3318) (-) m/z 57.00 100.00%
57
5000 41
‘ 70 g3
98 11.80 12.00 12.20 12.40
112
0...,....,....,....l,!-...?l.':ll,...-:|!'!..7?,-:|!..,...-!,....,:...,. m/z 41.00 45.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41 IR SUIL SN SRS SRR
0 11.80 12.00 12.20 12.40
29 83 m/z 43.00 36.21%
98
ok 25 L s es L T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
11.80 12.00 12.20 12.40
5000 a1 m/z 55.00 33.55%
29
70 83
o 15 51 63 77 98 112
mz-> 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 56.00 24 .62%
5000
43
29 ‘ 70 g3 A A
oboas Lo oslle o a0 U
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\VU082120\
Data File : VU039938.D

Acq On : 21 Aug 2020 19:14

Operator : SY/MD

Sample : L3776-16

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 22 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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, 1,1-diflu... 1.36 0.7 ug/L 26500 1 6.26 192058 5.0
Isopropyl Alcohol 2.84 4.2 ug/L 160304 1 6.26 192058 5.0
Ethyl Acetate 4.83 2.7 ug/L 104017 1 6.26 192058 5.0
1-Hexanol, 2-ethyl- 12.05 1.9 ug/L 81538 3 11.81 212327 5.0
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