LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU053120\
Data File : VU038427.D

Aca On : 30 May 2020 20:38

Operator : JC/MD

Sample : L2787-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 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\SOMUTR053120WMA .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 1.369 3 9 22 rVB 121274 119583 7.54% 1.026%
2 1.613 73 85 97 rBv 156547 200861 12.66% 1.724%
3 1.932 174 184 195 rBvV 116829 150017 9.46% 1.287%
4 2.594 377 390 405 rBV 242667 400842 25.27% 3.440%
5 2.678 405 416 440 rvVvB2 11626 34440 2.17% 0.296%
6 2.880 453 479 482 rBV3 11990 38829 2.45% 0.333%
7 3.218 570 584 601 rBV2 13605 31835 2.01% 0.273%
8 3.398 626 640 654 rBv4 12659 28089 1.77% 0.241%
9 3.735 732 745 759 rBV5 12119 28002 1.77% 0.240%
10 4.571 989 1005 1020 rBV4 22283 54578 3.44% 0.468%

11 4.674 1020 1037 1074 rBV2 236152 711847 44_.87% 6.109%
12 4.845 1077 1090 1113 rVB 151471 344782 21.73% 2.959%
13 5.102 1154 1170 1193 rBV 251742 566719 35.72% 4_.863%
14 5.420 1257 1269 1284 rVB5 8498 18567 1.17% 0.159%
15 5.761 1352 1375 1406 rBV2 436217 1156355 72.89% 9.923%

16 6.282 1521 1537 1566 rBV 386834 743127 46.84% 6.377%
17 6.722 1659 1674 1695 rBvV 267684 521772 32.89%% 4._.478%
18 7.070 1769 1782 1801 rBV 181875 327585 20.65% 2.811%
19 7.590 1931 1944 1959 rBv2 137730 247125 15.58% 2.121%
20 7.922 2032 2047 2064 rBvV 506855 907373 57.19% 7.786%

21 8.201 2117 2134 2148 rBV 89587 152210 9.59% 1.306%
22 8.655 2261 2275 2312 rBV 866933 1586477 100.00% 13.614%
23 8.947 2355 2366 2380 rBV3 8488 17692 1.12% 0.152%
24 9.436 2502 2518 2540 rBV 563012 933239 58.82% 8.008%
25 10.770 2917 2933 2951 rBV 223886 359729 22.67% 3.087%

26 11.825 3248 3261 3276 rBV 592383 933959 58.87% 8.015%
27 12.082 3330 3341 3354 rBV3 7750 16205 1.02% 0.139%

28 12.204 3366 3379 3399 rVB 547764 883806 55.71% 7.584%
29 17.388 4980 4991 5005 rBV2 74491 137521 8.67% 1.180%

Sum of corrected areas: 11653166
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU053120\
Data File : VU038427.D

Aca On : 30 May 2020 20:38

Operator : JC/MD

Sample : L2787-06

Misc - 25.0mL/MSVOA U/WATER

ALS Vvial :© 1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR053120WMA .M
TRACE VOA SOM01.0

Quant Method
Quant Title

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

Abundance TIC: vU038427.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU053120\
Data File : VvU038427.D

Aca On : 30 May 2020 20:38

Operator : JC/MD

Sample : L2787-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 4

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

1.37 0.80 ug/L 119583 1,4-Difluorobenzene 6.28
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 90
3 Ethane. 1.1-difluoro- 66 C2H4F2 000075-37-6 90
4 Propiolonitrile 51 C3HN 001070-71-9 3
5 Propane, 2,2-difluoro- 80 C3H6F2 000420-45-1 2

Abundance Scan 9 (1.369 min): VU038427.D (-3) (-) m/z 50.95 100.00%
g1
65
5000
1.40 1.50 1.60 1.70 1.80
0 .,....,....3,9“...,:...,....,....,....,.... 2 m/z 65.00 57.37%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #364: Ethane, 1,1-difluoro-
51
5000 65 LR I L IR
1.40 1.50 1.60 1.70 1.80
m/z 46.95 22 .63%
15 27
0 '%"hﬁwu'lm"l”"I'”'I"”I"'W""""I”"I'”'
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
51
o 140 150 1.60 1.70 1.80
5000 m/z 45.00 15.92%
21 40
o L R R R I B B B WA WY WA
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #365: Ethane, 1,1-difluoro-
51 1.40 1.50 1.60 1.70 1.80
m/z 46.00 6.76%
5000 65
e L S L UL UL B B B B R R LR I I IR
m/z--> 0 200 40 60 80 100 120 140 160 180 200 1.40 1.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU053120\
Data File : VvU038427.D

Aca On : 30 May 2020 20:38

Operator : JC/MD

Sample : L2787-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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

29 61 70
18 13| 57 073 g3 88
T [ [ e e e [ e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43

4.60 4.80 5.00 5.20

Peak Number 2 Ethyl Acetate Concentration Rank 1

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

4.84 2.32 ug/L 344782 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl Acetate 88 C4H802 000141-78-6 86
2 Ethvl Acetate 88 C4H802 000141-78-6 86
3 Ethvl Acetate 88 C4H802 000141-78-6 86
4 Ethvl Acetate 88 C4H802 000141-78-6 78
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 33

Abundance Scan 1089 (4.841 min): VU038427.D (-1077) (-) m/z 43.00 100.00%
43
5000 N
a0 Ja7 6|1 " 88 460 480 500 520
Ofrprrrrrrrrprrrrprrrr e T T T e e m/z  60.95 16.03%
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
43
5000 A L L UL UL
4.60 4.80 500 5.20
m/z 45.00 14 _75%
0

5000 m/z 70.10 12.81%
15 2 61 0
o 19 25 ! 73 88
£ RN SRR AR ALY LALRA NS LARRA ALLRA LAAAL SN LAt SRS AR AN LA SRS IS SRS A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2018: Ethyl Acetate T
43 460 480 500 5.20

m/z 42.00 6.95%

5000
29 61 70
1519 25 |32 R 55 | 73 88
P P TR e [P e =P e

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 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\VU053120\
Data File : VvU038427.D

Aca On : 30 May 2020 20:38

Operator : JC/MD

Sample : L2787-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 n-Propyl acetate Concentration Rank 2

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

7.07 2.20 ug/L 327585 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 78
2 n-Propvl acetate 102 C5H1002 000109-60-4 78
3 n-Propvl acetate 102 C5H1002 000109-60-4 50
4 l1sopnropnvl acetate 102 C5H1002 000108-21-4 36
5 Isopropyl acetate 102 C5H1002 000108-21-4 33

Abundance Scan 1782 (7.070 min): VU038427.D (-1769) (-) m/z 42.95 100.00%

43
5000
61

3 680 700 720 740
srgl. 55 | 87 ;
o} A Y| U1 0 Y L m/z 61.00 32.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4250: n-Propyl acetate
43
5000 LIS N L L L L L L LB
6.80 7.00 7.20 7.40
- 61 m/z 73.10 15.81%
73
0 ‘ ! Al ‘ \
I A o o B B S N I e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
R R EE S BEEEEmmEs
6.80 7.00 7.20 7.40
5000 m/z 42.00 11.71%
61
73
15 21 g7 87
O T T T T e T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4251: n-Propyl acetate
a3 6.80 7.00 7.20 7.40

m/z 41.00 9.35%

5000
61
73
21 31, | \ | 103
o L L e = e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU053120\
Data File : VvU038427.D

Aca On : 30 May 2020 20:38

Operator : JC/MD

Sample : L2787-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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 Phenol, 2,6-bis(l1,1-dimethy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.39 0.74 ug/L 137521 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(l1.1-dimethvlethy... 234 C16H260 004130-42-1 97
2 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 93
3 Phenol. 2.6-bis(l.1-dimethvlethyv... 234 C16H260 004130-42-1 91
4 Phenol. 2.6-bis(1.1-dimethvlethv... 234 C16H260 004130-42-1 91
5 4-tert-Butyl-2,6-diisopropylphenol 234 C16H260 057354-65-1 83
Abundance Scan 4992 (17.391 min): VU038427.D (-4980) (-) m/z 219.25 100.00%
219
5000 /\
234 L RSN B e
4ﬂ 5( 77 91105 128145159175191205 | 283 17,00 17.20 17.40
Ol gt bbb b e b e m/z 234.30 18.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89226: Phenol, 2,6-bis(1,1-dimethylethyl)-4-ethyl-
219
5000 AL B UL B
234 17.00 1720 17.40
57 m/z 220.30 17.50%
o 74 88102 119133 159175191905
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
219
1700 17.20 1740
5000 m/z 57.10 16.91%
" 57 101 234
o2 77 91 115131945159175 | 05
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89227: Phenol, 2,6-bis(1,1-dimethylethyl)-4-ethyl- e R L
2 17.00 1720 17.40
m/z 41.00 12.48%
5000
0‘
m/z--> 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU053120\
Data File : VU038427.D

Acq On : 30 May 2020 20:38

Operator : JC/MD

Sample : L2787-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO53120WMA .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]
Ethane, 1,1-diflu... 1.37 0.8 ug/L 119583 1 6.28 743127 5.0
Ethyl Acetate 4.84 2.3 ug/L 344782 1 6.28 743127 5.0
n-Propyl acetate 7.07 2.2 ug/L 327585 1 6.28 743127 5.0
Phenol, 2,6-bis(1... 17.39 0.7 ug/L 137521 3 11.82 933959 5.0
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