LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061220\
Data File : VU038818.D

Acq On 11 Jun 2020 12:43

Operator : SY/MD

Sample : L2789-05

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\SOMUTRO53120WMA .M
Title = TRACE VOA SOM01.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.369 3 9 21 rvB 76786 76512 5.05% 0.679%
2 1.610 72 84 96 rBv2 145088 199290 13.16% 1.769%
3 1.932 175 184 195 rVB 109200 139834 9.24% 1.241%
4 2.591 372 389 404 rBV2 246423 420136 27.75% 3.730%
5 3.395 626 639 657 rvB3 14659 33038 2.18% 0.293%
6 3.736 729 745 767 rVB6 12469 29243 1.93% 0.260%
7 4_568 989 1004 1019 rBv4 24527 60774  4.01% 0.539%
8 4.681 1022 1039 1077 rBvV 170771 632894 41.81% 5.618%
9 4.848 1077 1091 1124 rVB 108338 277569 18.34% 2.464%
10 5.102 1151 1170 1191 rBV 240620 566229 37.40% 5.026%

11 5.761 1352 1375 1408 rBV2 425116 1132771 74.83% 10.056%
12 6.279 1521 1536 1571 rBV 375807 735027 48.55% 6.525%
13 6.571 1612 1627 1646 rBV2 84829 163013 10.77% 1.447%
14 6.723 1659 1674 1694 rBV 259295 508137 33.57% 4.511%
15 7.067 1767 1781 1802 rBV 113346 217200 14.35% 1.928%

16 7.591 1931 1944 1959 rBvV 137377 243016 16.05% 2.157%
17 7.922 2033 2047 2063 rBV 494448 886600 58.57% 7.870%

18 7.993 2064 2069 2078 rVB3 13779 23014 1.52% 0.204%
19 8.202 2120 2134 2149 rBvV 89552 148298 9.80% 1.316%
20 8.491 2210 2224 2238 rVB 12572 21493 1.42% 0.191%

21 8.658 2262 2276 2316 rBV 805560 1513822 100.00% 13.438%
22 8.960 2358 2370 2389 rVB4 7694 20978 1.39% 0.186%
23 9.436 2504 2518 2554 rBV 543832 927711 61.28% 8.235%
24 10.771 2917 2933 2947 rBV 215753 344154 22.73% 3.055%
25 10.902 2959 2974 2985 rBV2 18551 28887 1.91% 0.256%

26 11.822 3248 3260 3280 rBV 587092 931142 61.51% 8.266%
27 12.079 3328 3340 3356 rBV2 9835 18548 1.23% 0.165%

28 12.205 3365 3379 3394 rVB 534558 855999 56.55% 7.599%
29 17.385 4980 4990 5002 rBV3 59741 109591 7.24% 0.973%

Sum of corrected areas: 11264920
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061220\
Vu038818.D

11 Jun 2020 12:43

SY/MD

L2789-05

25_0mL/MSVOA_U/WATER

1 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\VU061220\
Data File : VU038818.D

Acq On 11 Jun 2020 12:43

Operator : SY/MD

Sample : L2789-05

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,l1-difluoro- Concentration Rank 5

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

1.37 0.52 ug/L 76512 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): VU038818.D (-3) (-) m/z 51.00 100.00%
g1
65
5000
47 N
39 44 | 1.40 1.50 1.60 1.70 1.80
BN ARl s ks Radad nARad naass nAad AEadd LA A ARSI AR m/z  64.95 60.99%
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 LR I I IR R
1.40 150 1.60 1.70 1.80
o7 47 m/z 47.00 24 .28%
2 121019 241 Sz 44 .
AR LA LS RRRLN RARAN NRRRN KAARS AN LA RN RARAE SRS NAARS RERRA LA SRR
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
o 140 150 160 1.70 180
5000 m/z 45.00 18.69%
47
2/ 31 40 44, ‘
mz-> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 A
Abundance #365: Ethane, 1,1-difluoro- D Rman R R e L
51 1.40 150 1.60 1.70 1.80
m/z 46.00 7.53%
5000 65
47
27 31 44 62,
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 | | 1.40 150 160 1.70 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061220\
Data File : VU038818.D

Acq On 11 Jun 2020 12:43

Operator : SY/MD

Sample : L2789-05

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.

4.85 1.89 ug/L 277569 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethyl Acetate 88 C4H802 000141-78-6 86
2 Ethyl Acetate 88 C4H802 000141-78-6 86
3 Ethyl Acetate 88 C4H802 000141-78-6 86
4 Ethyl Acetate 88 C4H802 000141-78-6 50
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 9

Abundance Scan 1092 (4.851 min): VU038818.D (-1077) (-) m/z 43.00 100.00%
43
5000 /\\
| 6|1 0 g 460 4.80 500 520
S| A\ S S NS i — m/z 61.00 14.84%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2019: Ethyl Acetate
43
5000
4.60 4.80 5.00 5.20
m/z 45.00 14 _.42%
29 61 4o
B l s | 83 58
miz--> 10 20 30 40 50 60 70 8 90
Abundance #2015: Ethyl Acetate
43
4.60 4.80 5.00 5.20
5000 m/z 70.00 11.14%
29 61 70
s s B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2018: Ethyl Acetate ....,....,....,.fﬁ.,..
43 4.60 4.80 5.00 5.20
m/z 42.05 6.63%
5000
29 61 70
s e B
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\VU061220\
Data File : VU038818.D

Acq On 11 Jun 2020 12:43

Operator : SY/MD

Sample : L2789-05

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 3

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

7.07 1.48 ug/L 217200 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 83
2 n-Propyl acetate 102 C5H1002 000109-60-4 72
3 n-Propyl acetate 102 C5H1002 000109-60-4 40
4 Acetic acid, pentyl ester 130 C7H1402 000628-63-7 38
5 1-Butanamine 73 C4H11IN 000109-73-9 9

Abundance Scan 1782 (7.070 min): VU038818.D (-1767) (-) m/z 43.00 100.00%
a3
5000
61
73
37, | 55 | g7 6.80 7.00 7.20 7.40
N W | S8 L DO/ — m/z 61.00 31.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4249: n-Propyl| acetate
43
5000 U R AL L SR
o1 6.80 7.00 7.20 7.40
73 m/z 73.00 16.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4250: n-Propyl| acetate
43
680 7.00 7.20 7.0
5000 m/z 42.00 11.79%
61
27 ‘ 3
"I”"I"”I“"“H"'I”"\'”'IJ"W""I”"I'”'I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4251: n-Propyl acetate
43 6.80 7.00 7.20 7.40
m/z 41.00 9.94%
5000
61
73
271 37 “ \ 103
m/z--> 10 20 3'0 4 50 6 70 8 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\VU061220\
Data File : VU038818.D

Acq On 11 Jun 2020 12:43

Operator : SY/MD

Sample : L2789-05

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 0.59 ug/L 109591 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,6-bis(1,1-dimethylethy... 234 C16H260 004130-42-1 96
2 Phenol, 2,6-bis(1,1-dimethylethy... 234 C16H260 004130-42-1 90
3 Phenol, 2,6-bis(1,1-dimethylethy... 234 C16H260 004130-42-1 87
4 4-tert-Butyl-2,6-diisopropylphenol 234 C16H260 057354-65-1 87
5 3,5-Di-tert-butylbenzoic acid 234 C15H2202 016225-26-6 83
Abundance Scan 4989 (17.381 min): VU038818.D (-4980) (-) m/z 219.25 100.00%
219
5000 /\
m 57 234 L SRR BRI SRR B
| 779 1151291451%9175191505 | | 082 1700 17.20 17.40
Y| WA 18 T S M PN S N SRR L2 m/z 220.30 19.18%
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- /\
219
5000 S UL SRR BUALE o
17.00 17.20 17.40
57 234 m/z 234.35 17.18%
159 ;¢ 191
2 4 ) A SRI0e As AT s | |
m/z--> 20 4b eb 85 100 120 150 160 1éo 260 220 240 260 280
Abundance #89225: Phenol, 2,6-bis(1,1-dimethylethyl)-4-ethyl-
219
1700 17.20 17.40
5000 m/z 57.05 16.70%
n 2 234
1| e nowzs 159175150203 | |
m/z--> 20 4b eb 80 100 120 140 160 180 260 220 240 260 280
Abundance #89226: Phenol, 2,6-his(1,1-dimethylethyl)-4-ethyl- A
219 17.00 17.20 17.40

m/z 40.95 12 _.49%

5000
234
57
27 4‘1 “ 74 88102 119133 159175191205‘ ‘

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\VU061220\
Data File : VU038818.D

Acq On 11 Jun 2020 12:43

Operator : SY/MD

Sample : L2789-05

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 0.5 ug/L 76512 1 6.28 735027 5.0
Ethyl Acetate 4.85 1.9 ug/L 277569 1 6.28 735027 5.0
n-Propyl acetate 7.07 1.5 ug/L 217200 1 6.28 735027 5.0
Phenol, 2,6-bis(1... 17.38 0.6 ug/L 109591 3 11.83 931142 5.0

SOMUTRO53120WMA_.M Mon Jun 15 02:13:53 2020 Page: 7



