LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU053120\
Data File : VU038430.D

Aca On : 30 May 2020 21:48

Operator : JC/MD

Sample : L2787-09

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 20 rBv 87302 87221 5.49% 0.744%
2 1.613 73 85 96 rBv 155499 189216 11.91% 1.615%
3 1.932 175 184 196 rBvV 118456 149900 9.43% 1.279%
4 2.591 377 389 404 rBV 247870 406965 25.61% 3.473%
5 2.674 406 415 429 rVB3 8079 20381 1.28% 0.174%
6 3.395 624 639 658 rVvB2 15672 35206 2.22% 0.300%
7 3.735 731 745 759 rBvV4 15724 35399 2.23% 0.302%
8 4_.575 989 1006 1021 rBV5 25004 60603 3.81% 0.517%
9 4.674 1021 1037 1075 rBvV 224493 665586 41.88% 5.680%
10 4.845 1075 1090 1115 rvB 167866 388993 24.48% 3.320%

11 5.102 1149 1170 1192 rBV2 261412 588220 37.02% 5.020%
12 5.761 1352 1375 1410 rBV2 437914 1157619 72.85% 9.879%
13 6.279 1518 1536 1574 rBV 385908 754718 47 .49% 6.441%
14 6.571 1614 1627 1639 rBV5 23044 46826 2.95% 0.400%
15 6.722 1659 1674 1694 rBV 268154 525073 33.04% 4.481%

16 7.066 1768 1781 1798 rBV 208985 372376 23.43% 3.178%
17 7.591 1930 1944 1959 rBV2 140276 249298 15.69% 2.127%
18 7.922 2032 2047 2064 rBvV 522889 922781 58.07% 7.875%
19 8.201 2121 2134 2151 rBV 92143 156015 9.82% 1.331%
20 8.655 2261 2275 2314 rBV 860677 1589080 100.00% 13.561%

21 9.436 2504 2518 2543 rBV 559961 948218 59.67% 8.092%
22 10.771 2920 2933 2950 rBV 223159 360967 22.72% 3.080%
23 11.825 3248 3261 3277 rBV 598160 947003 59.59% 8.081%
24 12.079 3329 3340 3352 rBV6 8226 17080 1.07% 0.146%
25 12.205 3366 3379 3394 rBvV 559875 891881 56.13% 7.611%

26 17.384 4979 4990 5008 rBV3 80342 151615 9.54% 1.294%

Sum of corrected areas: 11718240
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU053120\
Data File : VU038430.D

Aca On : 30 May 2020 21:48

Operator : JC/MD

Sample : L2787-09

Misc - 25.0mL/MSVOA U/WATER

ALS Vvial :© 1 Sample Multiplier: 1

Quant Method
Quant Title

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

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

Abundance TIC: VU038430.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU053120\
Data File : VU038430.D

Aca On : 30 May 2020 21:48

Operator : JC/MD

Sample : L2787-09

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 5

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

1.37 0.58 ug/L 87221 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 30
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): VU038430.D (-3) (-) m/z 51.00 100.00%
g1
65
5000
atl LR UL L IR
4144” 1.40 1.50 1.60 1.70 1.80
Obrrrrrrrprrrrprrrrprrrrprrrrprrr e e e m/z  64.95 59.30%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #364: Ethane, 1,1-difluoro-
51
5000 65 LR I LI IR
1.40 1.50 1.60 1.70 1.80
o7 47 m/z 47.00 22.87%
0 2 1215 19 247 By 44 62,
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
51
o 140 150 160 1.70 1.80
5000 m/z 45.00 17 .20%

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 1.50 1.60 1.70 1.80
m/z 46.00 7.20%

5000 es
47
23 4 62,
O e R e  EAREEmE
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 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 : VU038430.D

Aca On : 30 May 2020 21:48

Operator : JC/MD

Sample : L2787-09

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 2 Ethyl Acetate Concentration Rank 1

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

4.84 2.58 ug/L 388993 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): VU038430.D (-1075) (-) m/z 43.00 100.00%
43
5000
w0 | 6|1 0, 88 460 480 500 520
Ofrprerrprrreprrrrprere T e e m/z 61.00 16.04%
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 R USRS S IR
4.60 4.80 5.00 5.20
29 61 m/z 45.00 15.33%
0 S T4 83 B8
mz-> 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
5000 m/z 70.10 10.42%
29 61
o 1519 25 |32 55 024 88
L LA Ly LR L) KRR ) KRR ALY KA LD NN ALY AL AL Ak B AL ALY KAk
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 MRS MMBREY M SR A VS
43 4.60 4.80 5.00 5.20

m/z 42.00 7.06%

5000

15 29 61 70
| 19 25\\ \ \ \ 88

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 : VU038430.D

Aca On : 30 May 2020 21:48

Operator : JC/MD

Sample : L2787-09

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 2.47 ug/L 372376 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 83
2 n-Propvl acetate 102 C5H1002 000109-60-4 78
3 n-Propvl acetate 102 C5H1002 000109-60-4 78
4 l1sopnropnvl acetate 102 C5H1002 000108-21-4 36
5 Isobutylamine 73 C4H11N 000078-81-9 9

Abundance Scan 1782 (7.070 min): VU038430.D (-1768) (-) m/z 43.00 100.00%

43
5000
61

73 TT T [T rrrryr[rrrrprrors
37 55 | 87 680 700 720 740
ot e S 8+ m/z 61.00 30.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4251: n-Propyl acetate
43
5000 LIS L N L L L L L LB
6.80 7.00 7.20 7.40
61 m/z 73.00 16.48%
27 ‘ 73
0 ‘ 37 ‘ \ 103
A i o o o B B S I e e B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
R R BEEEsmmas
6.80 7.00 7.20 7.40
5000 m/z 42.00 11.30%
61
73
15 27 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 #4250: n-Propyl acetate
43 6.80 7.00 7.20 7.40

m/z 41.00 10.17%

5000
61
(T |7
T M T

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 : VU038430.D

Aca On : 30 May 2020 21:48

Operator : JC/MD

Sample : L2787-09

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(1,1-dimethy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.38 0.80 ug/L 151615 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(1l.1-dimethvlethv... 234 C16H260 004130-42-1 95
2 Phenol. 2.6-bis(1.1-dimethvlethv... 234 C16H260 004130-42-1 94
3 Phenol. 2.6-bis(1l.1-dimethvlethv... 234 C16H260 004130-42-1 91
4 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 91
5 3,5-Di-tert-butylbenzoic acid 234 C15H2202 016225-26-6 80
Abundance Scan 4989 (17.381 min): VU038430.D (-4979) (-) m/z 219.30 100.00%
219
5000 /\
a Y 91 159 2 1700 17.20 17.40
77 115129 1451°% 175 191
o...,....,'...'.,....'-,..l'..,-.l..'.",.l.".-.,'.'...',....,....,29:5..!...l.,....,??.g.,... m/z 57.10 20.11%
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 A
234 17.00 17.20 17.40
57 m/z 220.30 18.93%
ol 2 Al 1 74 88102 119133 159175191205 \ ‘
m/z--> 20 40 60 85 160 150 140 160 180 200 220 240 260 280
Abundance
219
1700 17.20 17.40
5000 m/z 234.30 18.53%
n 2 234
. 27 74 88102 119133 159 175189203
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- T
219 17. OO 17. 20 17. 40

m/z 41.00 11.44%

5000
234
57 191
o 2sdn | aEie o 19907100 | |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : VU038430.D

Acq On : 30 May 2020 21:48

Operator : JC/MD

Sample : L2787-09

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 0.6 ug/L 87221 1 6.28 754718 5.0
Ethyl Acetate 4.84 2.6 ug/L 388993 1 6.28 754718 5.0
n-Propyl acetate 7.07 2.5 ug/L 372376 1 6.28 754718 5.0
Phenol, 2,6-bis(1... 17.38 0.8 ug/L 151615 3 11.83 947003 5.0
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