LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO0O50720\
Data File : VU038051.D

Aca On : 07 May 2020 20:04

Operator : JC/MD

Sample : L2527-14

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\SOMUTRO50720WMA .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 114685 115592 7.60% 0.848%
2 1.610 75 84 96 rBv 219815 245628 16.15% 1.802%
3 1.928 174 183 196 rvVB 171806 223662 14.71% 1.641%
4 2.591 376 389 401 rBV 295991 478804 31.48% 3.512%
5 2.652 401 408 422 rVB 16069 27983 1.84% 0.205%
6 2.784 437 449 468 rBV 52556 97908 6.44% 0.718%
7 3.073 528 539 557 rBvV4 8228 17120 1.13% 0.126%
8 3.221 568 585 600 rVB 21656 50048 3.29% 0.367%
9 3.395 626 639 655 rVB3 17287 39679 2.61% 0.291%
10 3.732 730 744 762 rBvV4 25452 57714 3.79% 0.423%
11 4.571 989 1005 1019 rVvB4 18958 46632 3.07% 0.342%

12 4.665 1019 1034 1074 rBV3 288214 798625 52.51% 5.858%
13 4.841 1075 1089 1115 rVB 234582 508852 33.46% 3.733%
14 5.099 1152 1169 1191 rBV3 270300 652928 42.93% 4_.790%
15 5.423 1257 1270 1286 rVB5 20652 47518 3.12% 0.349%

16 5.758 1351 1374 1400 rBV2 533048 1355569 89.13% 9.944%
17 6.279 1520 1536 1562 rBV 459126 880293 57.88% 6.457%
18 6.568 1614 1626 1640 rBV6 13905 29748 1.96% 0.218%
19 6.719 1659 1673 1692 rBvV 328445 639335 42.03% 4._.690%
20 7.066 1766 1781 1801 rBV 195757 341257 22.44% 2.503%

21 7.591 1931 1944 1961 rBV 168678 293989 19.33% 2.157%
22 7.922 2030 2047 2079 rBvV 652062 1180004 77.58% 8.656%
23 8.201 2120 2134 2150 rBV 101321 171083 11.25% 1.255%
24 8.574 2238 2250 2262 rBV2 38282 62584 4._.11% 0.459%
25 8.655 2262 2275 2318 rBV 793142 1520968 100.00% 11.157%

26 9.436 2505 2518 2553 rBV 649431 1122259 73.79% 8.232%
27 10.770 2920 2933 2953 rBV 223894 363574 23.90% 2.667%
28 11.825 3246 3261 3279 rBV 677772 1074878 70.67% 7.885%
29 12.079 3330 3340 3356 rBv4 7798 16583 1.09% 0.122%
30 12.204 3364 3379 3395 rBvV 605677 973683 64.02% 7.143%

31 17.375 4977 4987 5000 rBV2 109433 197605 12.99% 1.450%

Sum of corrected areas: 13632105
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU050720\

VU038051.D

07 May 2020 20:04

JC/MD

L2527-14

25_0mL/MSVOA U/WATER

1 Sample Multiplier: 1

TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO50720\
Data File : VU038051.D

Aca On : 07 May 2020 20:04

Operator : JC/MD

Sample : L2527-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 0.66 ug/L 115592 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane. 1.l1-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): VU038051.D (-3) (-) m/z 51.00 100.00%
51
65
5000
a7 LR I R IR
29 41| 1.40 1.50 1.60 1.70 1.80
Obrrrrrrprrrr e e e m/z 65.00 55.39%
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 /XI'"'I""I""I""I"'

1.40 1.50 1.60 1.70 1.80

- 47 m/z 47.00 22 .36%
0 2 1215 19 247 3134 44 62,
1 T ] S ——
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
51
/8 NN _—
o 1.40 150 1.60 1.70 1.80
5000 m/z 45.00 14.43%

47
o 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-

51 140 1.50 1.60 1.70 1.80
m/z 46.00 6.44%
5000 65
47
27 31 44 | 62, .
O e L e RRREAmE
miz--> 0 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\VUO50720\
Data File : VU038051.D

Aca On : 07 May 2020 20:04

Operator : JC/MD

Sample : L2527-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 6

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

2.78 0.56 ug/L 97908 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 90
2 Isopropvl Alcohol 60 C3H80 000067-63-0 83
3 Isopropvl Alcohol 60 C3H80 000067-63-0 78
4 Isopropvl Alcohol 60 C3H80 000067-63-0 78
5 Hydrazine, 1,2-dimethyl- 60 C2H8N2 000540-73-8 9

Abundance Scan 448 (2.780 min): VU038051.D (-437) (-) m/z 44.95 100.00%
45
5000
41 240 2.60 2.80 3.00 3.20
59
Obrrr et e e St O | M7z 42.95  22.56%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #297: Isopropy! Alcohol
45
5000
240 2.60 2.80 3.00 3.20
. m/z 41.00 9.07%
19 31 41 59
0 ”'I"”I"'ﬁé"“"'W'lJll'”l'?ﬁl'hl '“'|'§%|'“'|“"|“"|“"|“'
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
45
240 2.60 2.80 3.00 3.20
5000 m/z 39.00 7.00%
27
. 15 19 31 gg4l 59
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #296: Isopropy! Alcohol
45 240 2.60 2.80 3.00 3.20
m/z 42.00 5.83%
5000
27
15 19
. | | % e 59 69
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO50720\
Data File : VU038051.D

Aca On : 07 May 2020 20:04

Operator : JC/MD

Sample : L2527-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 1

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

4.84 2.89 ug/L 508852 1,4-Difluorobenzene 6.28
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 86
3 Ethvl Acetate 88 C4H802 000141-78-6 86
4 Ethvl Acetate 88 C4H802 000141-78-6 59
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 33

Abundance Scan 1089 (4.841 min): VU038051.D (-1075) (-) m/z 43.00 100.00%
a8
5000 /\
| s 68 460 480 500 520
| Y N S m/z 61.00 14.34%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2019: Ethyl Acetate
43

5000 e (T
4.60 4.80 5.00 5.20

m/z 44_.95 14 _.11%

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 10.44%
29 61
15 55 0 88
T
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2015: Ethyl Acetate A e A ma
43 460 480 500 5.20

m/z 42.00 6.69%

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

SOMUTRO50720WMA .M Fri May 08 13:24:17 2020




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO50720\
Data File : VU038051.D

Aca On : 07 May 2020 20:04

Operator : JC/MD

Sample : L2527-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 n-Propyl acetate Concentration Rank 2

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

7.07 1.94 ug/L 341257 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 83
3 n-Propvl acetate 102 C5H1002 000109-60-4 64
4 1-Butanamine 73 C4H11N 000109-73-9 9
5 Isopropyl acetate 102 C5H1002 000108-21-4 9

Abundance Scan 1782 (7.070 min): VU038051.D (-1766) (-) m/z 43.00 100.00%

43
5000
61

R N E S BEEEsmmas
3 6.80 7.00 7.20 7.40
sl 55, | 87 g
ot e m/z 61.00 29.28%
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 L LB LB
6.80 7.00 7.20 7.40
61 m/z 73.00 15.95%
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 RS BEEEsmmas
6.80 7.00 7.20 7.40
5000 m/z 42.00 11.37%
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
a3 6.80 7.00 7.20 7.40

m/z 41.00 10.08%

5000
27 61 23
0 ‘ ! L ‘ \

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\VUO50720\
Data File : VU038051.D

Aca On : 07 May 2020 20:04

Operator : JC/MD

Sample : L2527-14

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 Phenol, 2,6-bis(l1,1-dimethy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.37 0.92 ug/L 197605 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-bis(l1.1-dimethvlethy... 234 C16H260 004130-42-1 96
2 Phenol. 2.6-bis(l.1-dimethvlethyv... 234 C16H260 004130-42-1 93
3 Phenol. 2.6-bis(l.1-dimethvlethyv... 234 C16H260 004130-42-1 91
4 3.5-di-tert-Butvl-4-hvdroxvbenza... 234 C15H2202 001620-98-0 87
5 6-(1"-Hydroxyethyl)-7-methoxy-2,... 234 C14H1803 1000360-28-8 80
Abundance Scan 4986 (17.371 min): VU038051.D (-4977) (-) m/z 219.30 100.00%
219
5000 /\
4157 91 234 T[T et
77 115129 145159 175, 99203 17.00 17.20 17.40
o...,....,L...-'.,.-.-.-.h,.!'..,H..'.-', eI <l ...|:,....,???.2]5??. m/z 57.10 24.89%
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 UL BRSNS BURLEL L I
234 17.00 17.20  17.40
57 m/z 234.30 20.36%
oL 2 Al | 74 88102 119133 159175191205 ‘
m/z--> 20 40 60 éo 160 150 140 160 180 260 220 240 260 280
Abundance
219
1700 17.20 17.40
5000 m/z 41.00 17.12%
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|— ol e Armsqenapses T T
219 17.00 17.20 17.40
m/z 220.30 15.77%
5000
57 234
oL 7 T 10193 159175155203 \
m/z--> 25 40 eb éo 160 120 140 160 180 260 220 250 260 280 17.00 1720 17.40

SOMUTRO50720WMA .M Fri May 08 13:24:21 2020 Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO50720\
Data File : VU038051.D

Acq On : 07 May 2020 20:04

Operator : JC/MD

Sample : L2527-14

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 0.7 ug/L 115592 1 6.28 880293 5.0
Isopropyl Alcohol 2.78 0.6 ug/L 97908 1 6.28 880293 5.0
Ethyl Acetate 4.84 2.9 ug/L 508852 1 6.28 880293 5.0
n-Propyl acetate 7.07 1.9 ug/L 341257 1 6.28 880293 5.0
Phenol, 2,6-bis(1... 17.37 0.9 ug/L 197605 3 11.83 1074880 5.0
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