LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039939.D

Aca On : 21 Aug 2020 19:38

Operator : SY/MD

Sample : L3776-17

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 16 rVvB2 26482 27015 6.74% 0.843%
2 1.607 75 83 92 rvB 41644 46901 11.71% 1.464%
3 1.922 173 181 191 rVB 39458 49460 12.34% 1.544%
4 2.581 374 386 397 rBV 63194 104104 25.98% 3.249%
5 2.658 399 410 433 rVB2 17768 44934 11.21% 1.403%
6 2.842 441 467 469 rBV 58395 157208 39.24% 4_.907%
7 4.520 975 989 1004 rBV4 5564 13780 3.44% 0.430%
8 4.652 1013 1030 1051 rBvV2 59875 162450 40.54% 5.071%
9 4.825 1071 1084 1100 rBvV 42976 96754 24.15% 3.020%
10 5.086 1149 1165 1182 rBV2 66463 146701 36.61% 4 _.579%

11 5.742 1347 1369 1394 rBV2 125979 329296 82.18% 10.278%
12 6.263 1515 1531 1544 rBV 92508 171586 42.82% 5.356%
13 6.703 1653 1668 1685 rBV3 77425 150364 37.53% 4.693%

14 7.353 1861 1870 1880 rBv4 4308 7041 1.76% 0.220%
15 7.420 1880 1891 1902 rBV3 17789 32984 8.23% 1.030%
16 7.575 1927 1939 1954 rBV2 38793 67530 16.85% 2.108%
17 7.906 2028 2042 2057 rBv2 130804 222564 55.55% 6.947%
18 8.185 2117 2129 2140 rBV3 26551 45528 11.36% 1.421%

19 8.639 2256 2270 2291 rBV 233247 400677 100.00% 12.506%
20 9.420 2501 2513 2527 rBV 141930 230684 57.57% 7.200%

21 9.774 2615 2623 2635 rBV5 4850 7302 1.82% 0.228%
22 10.523 2847 2856 2865 rVB4 3384 5424 1.35% 0.169%
23 10.754 2913 2928 2943 rVB2 62565 102729 25.64% 3.207%
24 11.471 3139 3151 3161 rBV 15811 25151 6.28% 0.785%
25 11.806 3242 3255 3269 rBV 131234 206389 51.51% 6.442%
26 12.050 3321 3331 3347 rBV 46995 74392 18.57% 2.322%
27 12.188 3362 3374 3390 rVB 155296 248264 61.96% 7.749%
28 12.880 3580 3589 3598 rVB5 9320 13596 3.39% 0.424%
29 13.201 3679 3689 3700 rBV3 8830 12946 3.23% 0.404%
Sum of corrected areas: 3203754
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
VU039939.D
21 Aug 2020 19:38
SY/MD

L3776-17
25_0mL/MSVOA U/WATER
Sample Multiplier: 1

23

TIC Library :

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 : VU039939.D

Aca On : 21 Aug 2020 19:38

Operator : SY/MD

Sample : L3776-17

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 6

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

1.36 0.79 ug/L 27015 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 86
3 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 43
4 Propiolonitrile 51 C3HN 001070-71-9 5
5 Propane, 2,2-difluoro- 80 C3H6F2 000420-45-1 2

Abundance Scan 6 (1.359 min): VU039939.D (-3) (-) m/z 50.95 100.00%
51
65
5000
47
4 LS R A UL
39 |AH 1.40 150 1.60 1.70 1.80
Olrerrrrrprrrrprrrrprerrprrrr et e e m/z 64.95 57.78%
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 L L L IR I
1.40 150 1.60 1.70 1.80
o7 47 m/z 46.90 25.63%
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
140 150 1.60 1.70 180
5000 65 m/z 45.00 22.74%
47
o 27 31 44 62
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #366: Ethane, 1,1-difluoro-
51 1.40 150 1.60 1.70 1.80
m/z 43.90 17.81%
65
5000
47
27 31 40 44
e A S AN AR NN LA NEAR) RARR RERAN LR NARS LAR) KAL) RARS) AR LS L L U
m/z--> 0 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 : VU039939.D

Aca On : 21 Aug 2020 19:38

Operator : SY/MD

Sample : L3776-17

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 .58 ug/L 157208 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 83
2 Isopropvl Alcohol 60 C3H80 000067-63-0 78
3 Isopropvl Alcohol 60 C3H80 000067-63-0 64
4 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 43
5 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9

Abundance Scan 466 (2.838 min): VU039939.D (-441) (-) m/z 45.00 100.00%
45
5000
a1 260 280 300 320
33 Ll 5|9 0
G e R R AR RS RS RN RN RARR ARRRS RARRS AAARARARRY m/z 42.95 20.87%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #294: 1sopropy! Alcohol
45
5000
2.60 2.80 3.00 3.20
27 m/z 41.00 8.12%
15 19 31 41 59
0'w'“l“'w'“lw'”|“J|“'w'%'“l” AR RRARS RALRS RN RARRS
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
45
2.60 2.80 3.00 3.20
5000 m/z 38.90 7.97%
15 19 2T 3 3g 41 59
0‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #297: Isopropy! Alcohol
45 2.60 2.80 3.00 3.20
m/z 42.00 5.40%
5000
0 15 10 T a gal 53 59
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 260 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 : VU039939.D

Aca On : 21 Aug 2020 19:38

Operator : SY/MD

Sample : L3776-17

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 2.82 ug/L 96754 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 83
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 42

Abundance Scan 1085 (4.829 min): VU039939.D (-1071) (-) m/z 42.90 100.00%
a3 q
5000
| T 7073 a8 440 460 4.80 500 520
Ofrprerrprrreprrrrprrerrrrprrr e e m/z  44.95 14.64%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2017: Ethyl Acetate
43
5000 ----u----u---- T
440 4.60 4.80 500 5.20
29 m/z 60.90 13.58%
15 61 70
R ARRAA RARSNARAA RARSS ALAA RAAS NALLS SULS ARL) SAMSS SARS! SAM ARSI SAAM LARS SAAA BARSASAMM ML
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
440 460 480 500 520
5000 m/z 69.90 10.30%
29 61
o 1519 26 33 58 024 88
S L B LR AL LR L) AL RARLY KAk ALY KAL) BRI KAk AR LAk MUY KAL) KA A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2019: Ethyl Acetate R ,....,.f\.,..
43 440 4.60 4.80 500 5.20

m/z 41.90 7.52%
5000

29 61 70
1518 26| ] 57| 74 838

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 4.40 4.60 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039939.D

Aca On : 21 Aug 2020 19:38

Operator : SY/MD

Sample : L3776-17

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 4 Norbornane Concentration Rank 5

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

7.42 0.96 ug/L 32984 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Norbornane 96 C7H12 000279-23-2 58
2 Norbornane 96 C7H12 000279-23-2 53
3 Vinvlcvclopentane 96 C7H12 003742-34-5 52
4 Norbornane 96 C7H12 000279-23-2 50
5 Vinylcyclopentane 96 C7H12 003742-34-5 47

Abundance Scan 1891 (7.420 min): VU039939.D (-1880) (-) m/z 67.00 100.00%
a7
81
5000 39 54
| | | | 1ES: 700 7.20 7.40 7.60 7.80
ot | RS NS 11 8 B D Y AN m/z 68.00 72.16%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2836: Norbornane
67
81
5000 54 R L AL L
7.00 7.20 7.40 7.60 7.80
39 % m/z 81.10 69.17%
27
0 15 H ‘\‘\45 \“ 62\‘ 74\\ | 91 |
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance
67 81
700 7.20 7.40 7.60 7.80
5000 39 m/z 53.90 38.65%
54
27
96
15 91
S S S L S S S S S S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2853: Vinylcyclopentane e
67 7.00 7.20 7.40 7.60 7.80
m/z 38.90 35.05%
5000
39 54
81
27
0 15 ‘u ‘\‘\45 mH 62\‘ 74‘\‘ 86 91 ?‘6 1
miz--> 10 20 30 40 50 60 70 8 9 100 700 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039939.D

Aca On : 21 Aug 2020 19:38

Operator : SY/MD

Sample : L3776-17

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 6 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.47 0.61 ug/L 25151 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 di-tert-Butvl dicarbonate 218 C10H1805 024424-99-5 47
2 Propanoic acid. 2.2-dimethvl- 102 C5H1002 000075-98-9 38
3 Propanoic acid. 1.1-dimethvlethy... 130 C7H1402 020487-40-5 37
4 Propanoic acid. 2.2-dimethvl- 102 C5H1002 000075-98-9 28
5 Propanoic acid, 2,2-dimethyl-, s... 208 C5H9Ag02 007324-58-5 25
Abundance Scan 3151 (11.471 min): VU039939.D (-3139) (-) m/z 57.00 100.00%
57
5000
41 101
11.20 11.40 11.60 11.80
o...,....,....,....';|:'...,..-!!',....,..7.?,....,....,|....,.1.1.5.,...1.2?.... m/z 41.00 22.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #75232: di-tert-Butyl dicarbonate
57
5000
11.20 11.40 11.60 11.80
41 m/z 101.00 20.42%
0 15 29 50 |, 119
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
11.20 11.40 11.60 11.80
5000 41 m/z 59.00 11.60%
29
o 50 69 87 102
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13545: Propanoic acid, 1,1-dimethylethyl ester R ,l. s
57 11.20 11.40 11.60 11.80
m/z 56.00 10.54%
5000
29
41
0 o “\ | ‘ | 1 ?5 115 130 1
m/z--> 0 20 30 40 50 60 70 8 90 100 110 120 130 1120 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082120\
Data File : VU039939.D

Aca On : 21 Aug 2020 19:38

Operator : SY/MD

Sample : L3776-17

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 7 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.05 1.80 ug/L 74392 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 80
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
4 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 50
5 3-Undecene, 6-methyl-, (E)- 168 C12H24 074630-52-7 50
Abundance Scan 3331 (12.050 min): VU039939.D (-3321) (-) m/z 57.00 100.00%
g7
5000 41
83
Ul s | ” | B 11o 11.80 12.00 12.20 12.40
0l et e e e m/z 41.00 51.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000 41 LI SR RN UL I
29 11,80 12,00 12.20 12.40
70 83 m/z 42.85 35.50%
oL 15 H\ sl e ®
miz--> b 20 3% 40 % 60 70 8 90 100 110 10
Abundance
57
11.80 12.00 12.20 12.40
5000 41 m/z 55.00 32.82%
29 0 8
o 15 51 63 77 %8 112
miz--> 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 26.09%
5000
43
29 ‘ 70 83
0 18 “\ | 51‘ l 63 “ " \ 9\8 112
m/z--> 10 20 30 40 50 60 70 8 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 : VU039939.D

Acq On : 21 Aug 2020 19:38

Operator : SY/MD

Sample : L3776-17

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .M
TRACE VOA SOMO1.0

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 0.8 ug/L 27015 1 6.26 171586 5.0
Isopropyl Alcohol 2.84 4.6 ug/L 157208 1 6.26 171586 5.0
Ethyl Acetate 4.83 2.8 ug/L 96754 1 6.26 171586 5.0
Norbornane 7.42 1.0 ug/L 32984 1 6.26 171586 5.0
unknown-01 11.47 0.6 ug/L 25151 3 11.81 206389 5.0
1-Hexanol, 2-ethyl- 12.05 1.8 ug/L 74392 3 11.81 206389 5.0
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