LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060120\
Data File : VU038467.D

Aca On : 01 Jun 2020 13:47

Operator : JC/MD

Sample : L2789-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 2 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

1.369 3 9 19 rBV 83342 80200 5.03% 0.690%
1.610 72 84 94 rBv2 130162 204462 12.83% 1.759%
rBv 108349 140056 8.79% 1.205%
2.594 375 390 405 rBvV 219212 376321 23.61% 3.237%
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2.883 451 480 483 rBV2 8134 24304 1.53% 0.209%
6 3.221 570 585 600 rvB 11635 25829 1.62% 0.222%
7 3.398 626 640 655 rvB4 16140 35822 2.25% 0.308%
8 3.735 729 745 767 rBV2 15661 36555 2.29% 0.314%
9 4.571 987 1005 1021 rBV3 28142 67156 4.21% 0.578%
0

4.681 1021 1039 1076 rBV2 223115 723869 45.42% 6.227%

11 4.845 1076 1090 1123 rVB 170117 408721 25.65% 3.516%
12 5.102 1154 1170 1194 rBV2 249221 571450 35.86% 4.916%
13 5.423 1256 1270 1286 rVB7 8377 19925 1.25% 0.171%
14 5.761 1352 1375 1406 rBV2 424144 1131359 70.99% 9.732%
15 6.282 1522 1537 1561 rBV 356964 695482 43.64% 5.983%

16 6.571 1613 1627 1643 rBvV2 85579 167472 10.51% 1.441%
17 6.722 1657 1674 1694 rBV 264686 516304 32.40% 4.441%
18 7.066 1767 1781 1807 rBV 184843 333985 20.96% 2.873%
19 7.590 1928 1944 1958 rBV 139467 245777 15.42% 2.114%
20 7.922 2033 2047 2063 rBvV 493022 866486 54.37% 7.454%

21 7.989 2064 2068 2082 rVB3 12930 22342 1.40% 0.192%
22 8.201 2121 2134 2149 rBV2 89652 151803 9.53% 1.306%
23 8.655 2262 2275 2306 rBvV 868793 1593671 100.00% 13.709%
24 8.957 2356 2369 2386 rBV5 11068 26376 1.66% 0.227%
25 9.436 2504 2518 2545 rBV 518453 878279 55.11% 7 .555%

26 10.770 2921 2933 2947 rBV 231048 364988 22.90% 3.140%
27 11.822 3248 3260 3279 rBV 542811 857452 53.80% 7.376%
28 12.082 3330 3341 3354 rBv4 8718 18180 1.14% 0.156%
29 12.204 3363 3379 3395 rBvV 540648 861305 54.05% 7.409%
30 17.388 4980 4991 5003 rBV2 95734 179212 11.25% 1.542%

Sum of corrected areas: 11625143
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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\VU060120\
VU038467.D

01 Jun 2020 13:47

JC/MD

L2789-05

25_0mL/MSVOA U/WATER

2 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR053120WMA .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\VU060120\
Data File : VU038467.D

Aca On : 01 Jun 2020 13:47

Operator : JC/MD

Sample : L2789-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 2 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 80200 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 Propane. 2.2-difluoro- 80 C3H6F2 000420-45-1 4
5 Propiolonitrile 51 C3HN 001070-71-9 3

Abundance Scan 9 (1.369 min): VU038467.D (-3) (-) m/z 51.00 100.00%
51
65
5000
N 1% 150 160 170 150
4. . . . . .
o.......,....,....,....,....,....,....,....,.?.f?f‘:l..ﬁl.l..,...,....,...:,....,....,. m/z 65.00 58.31%
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 LI L L B L
1.40 150 1.60 1.70 1.80
7 47 m/z 46.95 20.65%
o 2 121519 24 3y M 62,
R L RAR I EaEa B e R o o O LARRNEANE RaRs nana
m/z--> O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
51
B B o R
65 1.40 1.50 1.60 1.70 1.80
5000 m/z 44.95 17.34%
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- S ERaNEREEEE e
51 1.40 1.50 1.60 1.70 1.80
m/z 45.90 6.31%
5000 es
47
23 il 62,
O e
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\VU060120\
Data File : VU038467.D

Aca On : 01 Jun 2020 13:47

Operator : JC/MD

Sample : L2789-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 2 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 2.94 ug/L 408721 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 86
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 33

Abundance Scan 1089 (4.841 min): VU038467.D (-1076) (-) m/z 42.95 100.00%
43 A
5000
s 6|1 70 88 460 480 500 520
o Y Y B 8 S m/z 61.00 14.59%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2019: Ethyl Acetate
43
5000 IIIII'/'.'\'I""I""IIII
4.60 4.80 500 5.20
m/z 45.00 13.49%

29 61
70
1\5 \“ \‘ 55 ‘ ‘\ 8388
O T T T e e e T
m/z--> 10 20 30 40 50 60 70 80 20
Abundance
43

4.60 4.80 5.00 5.20

5000 m/z 70.00 10.79%
15 2 61 0
! 88
T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2015: Ethyl Acetate L o TN
43 460 480 500 5.20

m/z 41.95 7.20%

5000
29 61 70
5 s | s B8
o e e e e

m/z--> 10 20 30 40 50 60 70 80 90 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU060120\
Data File : VU038467.D

Aca On : 01 Jun 2020 13:47

Operator : JC/MD

Sample : L2789-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 2 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 2.40 ug/L 333985 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 Isopropyl acetate 102 C5H1002 000108-21-4 33

Abundance Scan 1782 (7.070 min): VU038467.D (-1767) (-) m/z 43.00 100.00%

43
5000
61

73 IIIIIIIIIIIIIIIIIIII
37 | 87 101 680 700 720 740
ot et e e e S 2% - m/z 61.00 31.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4251: n-Propyl acetate
43
5000 LIS N L L L L L LB
6.80 7.00 7.20 7.40
61 m/z 73.00 15.82%
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 N NN BEEREmEEs
6.80 7.00 7.20 7.40
5000 m/z 42.10 11.05%
61
27 73
O T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4249: n-Propyl acetate
43 6.80 7.00 7.20 7.40

m/z 41.00 9.92%

5000
61
73
0 1\5 2\7\ 37‘\\ \‘ ‘ 87
LI L B B B B B B

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\VU060120\
Data File : VU038467.D

Aca On : 01 Jun 2020 13:47

Operator : JC/MD

Sample : L2789-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 2 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.
17.39 1.05 ug/L 179212 1,4-Dichlorobenzene-d4 11.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(1l.1-dimethvlethv... 234 C16H260 004130-42-1 94
2 Phenol. 2.6-bis(1.1-dimethvlethv... 234 C16H260 004130-42-1 91
3 Phenol. 2.6-bis(1l.1-dimethvlethv... 234 C16H260 004130-42-1 90
4 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 87
5 3,5-di-tert-Butyl-4-hydroxybenza... 234 C15H2202 001620-98-0 86
Abundance Scan 4992 (17.391 min): VU038467.D (-4980) (-) m/z 219.30 100.00%
219
5000 j\
41 57 234 L SR AU DU
77 91 115129 145159 175191 17.00 17.20 17.40
Ol bbb et b oo ok 293269283 | T o34 30 01 .36%
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 AL UL
234 17.00 17.20  17.40
57 m/z 57.10 18.10%
o 74 88102 119133 159175191905
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
219
oo 1720 1740
5000 m/z 220.30 16.67%
5 234
o 2641 | 7488102119135 159 175 19155
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89225: Phenol, 2,6—bis(l,l—dimethylethyl)—4—9thy|— IA T T LN L BN B
219 1700 17.20 1740
m/z 41.00 11.56%
5000
mn 2 234
74 88102 119133 159 175149203
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\VU060120\
Data File : VU038467.D

Acq On : 01 Jun 2020 13:47

Operator : JC/MD

Sample : L2789-05

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 2 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 80200 1 6.28 695482 5.0
Ethyl Acetate 4.84 2.9 ug/L 408721 1 6.28 695482 5.0
n-Propyl acetate 7.07 2.4 ug/L 333985 1 6.28 695482 5.0
Phenol, 2,6-bis(1... 17.39 1.1 ug/L 179212 3 11.82 857452 5.0

SOMUTRO53120WMA_.M Tue Jun 02 16:32:14 2020 Page: 7



