LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042419\
Data File : VU031486.D

Aca On : 24 Apr 2019 21:33

Operator : JC/SP

Sample : K2536-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 31 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\SOMUTR042419WMA .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 1.177 20 27 36 rBv 162649 160482 11.47% 1.476%

2 1.289 56 62 68 rBv 45839 43293 3.09% 0.398%

3 1.395 85 95 111 rVB 184365 207883 14.86% 1.911%

4 1.675 175 182 195 rVvB 147509 190145 13.59% 1.748%

5 2.270 356 367 377 rBV 307124 468129 33.46% 4 .304%
2.331 378 386 403 rVB 46967 91835 6.56% 0.844%
2.495 422 437 440 rBvV2 21512 50917 3.64% 0.468%
2.833 533 542 550 rBV3 13434 25864 1.85% 0.238%

4.193 949 965 988 rBV 204548 597912 42.74% 5.498%
4.389 1012 1026 1070 rVB 151519 399253 28.54% 3.671%

=
QO ~NO®

11 4.640 1088 1104 1133 rVB 208526 504300 36.04% 4.637%
12 5.334 1297 1320 1345 rBV2 417305 1195103 85.42% 10.988%
13 5.881 1476 1490 1512 rBV 360373 740966 52.96% 6.813%
14 6.328 1615 1629 1650 rBV 277280 564652 40.36% 5.192%
15 7.225 1894 1908 1928 rBV 121477 232104 16.59% 2.134%

16 7.562 2000 2013 2032 rBV 457574 853135 60.98% 7.844%
17 7.852 2092 2103 2118 rBV2 75094 140560 10.05% 1.292%
18 8.312 2233 2246 2289 rBvV 703551 1399091 100.00% 12.864%
19 9.086 2469 2487 2510 rBV 532197 934498 66.79% 8.592%
20 10.430 2893 2905 2924 rBV 204701 347926 24.87% 3.199%

21 11.482 3220 3232 3256 rBV 413519 700560 50.07% 6.441%
22 11.742 3303 3313 3336 rBvV 134809 285015 20.37% 2.621%
23 11.858 3337 3349 3375 rVB 422443 742383 53.06% 6.826%

Sum of corrected areas: 10876006
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU042419\
Data File : VU031486.D

Aca On : 24 Apr 2019 21:33

Operator : JC/SP

Sample : K2536-06

Misc - 25.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR042419WMA .M
TRACE VOA SOM01.0

Quant Method
Quant Title

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

Abundance TIC: VU031486.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042419\
Data File : VU031486.D

Aca On : 24 Apr 2019 21:33

Operator : JC/SP

Sample : K2536-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR042419WMA .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 4

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

1.18 1.08 ug/L 160482 1,4-Difluorobenzene 5.88
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 28 (1.180 min): VU031486.D (-20) (-) m/z 51.00 100.00%
g1
65
5000
K 4‘H o 1120 1.30 1.40 1.50 1.60
o/ S - YY) 71 NN -1 NS m/z 65.10 59.48%

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

1.20 1.30 1.40 1.50 1.60
47 m/z 47.00 20.41%

27
o 2 121519 24 3y M 62,
N Y DUNEH——

miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

Abundance

51

65 1.20 1.30 1.40 1.50 1.60
5000 m/z 45.00 17 .08%

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 1.20 1.30 1.40 1.50 1.60
m/z 44.05 9.73%
5000 65
47
2l 31 44 62

O e T T T T T
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042419\
Data File : VU031486.D

Aca On : 24 Apr 2019 21:33

Operator : JC/SP

Sample : K2536-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR042419WMA .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_.39 2.69 ug/L 399253 1,4-Difluorobenzene 5.88
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 78
3 Ethvl Acetate 88 C4H802 000141-78-6 78
4 Ethvl Acetate 88 C4H802 000141-78-6 64
5 Isopropyl acetate 102 C5H1002 000108-21-4 9

Abundance Scan 1026 (4.389 min): VU031486.D (-1012) (-) m/z 43.00 100.00%
43
5000
1 rrrrrrptrrrp T T T T
| 73 ss 207 4.00 420 4.40 4.60 4.80
r---——r-r--+-+r--+--rrrr m/z 45.05 14 _.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2018: Ethyl Acetate
43
5000 rrrrrrrrrrTp T e et e
4.00 420 4.40 4.60 4.80
m/z 61.10 13.73%

29 61
5 | 4 | 73 88
G L S S S S S S L B L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43

4.00 4.20 4.40 4.60 4.80

5000 m/z 70.10 9.77%
61
15 29 73 88
e S L L LA B S L B WL L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2019: Ethyl Acetate
43 4.00 4.20 4.40 4.60 4.80

m/z 42.10 6.43%

5000
29 61
15 ‘ ‘ ‘ 73 88
o) |
T T T T T T T T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 420 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042419\
Data File : VU031486.D

Aca On : 24 Apr 2019 21:33

Operator : JC/SP

Sample : K2536-06

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR042419WMA .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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.74 2.03 ug/L 285015 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 86
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
3 2-Propvl-1-pentanol 130 C8H180 058175-57-8 64
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
Abundance Scan 3312 (11.739 min): VU031486.D (-3303) (-) m/z 57.10 100.00%
57 P
5000 41
98 11.40 11.60 11.80 12.00
112
) S | " :,...':|,|-.'...,:...,...!,....,....,....,....,....1,“?.2.., m/z 41.10 44.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41 AR LA RN BRI
11,40 11.60 11.80 12.00
29 m/z 55.10 37 .35%
‘ ‘ “ Iy “

15 ‘ 9‘8 112
..,....,....,....,....,....,....,....,....,....,....,....,....,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57

11.40 11.60 11.80 12.00

o

5000 m/z 43.10 34_.27%
43
29 70 83 o
112
o 18
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13662: 2-Propyl-1-pentanol
57 11.40 11.60 11.80 12.00
m/z 56.10 26.16%
5000
41 70
29 ‘ 8 g
0..P%?w..hbn..ﬁ.”,nk:“.”h”..“l”,.”l“..ﬁ%?”,”..“.”,”..“.”,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU042419\
Data File : VU031486.D

Acq On 24 Apr 2019 21:33

Operator : JC/SP

Sample - K2536-06

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 31 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR042419WMA .M
TRACE VOA SOMO01.0

Quant Method :
Quant Title :
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... 1.18 1.1 ug/L 160482 1 5.88 740966 5.0
Ethyl Acetate 4._.39 2.7 ug/L 399253 1 5.88 740966 5.0
1-Hexanol, 2-ethyl- 11.74 2.0 ug/L 285015 3 11.48 700560 5.0

SOMUTRO42419WMA_M Thu Apr 25 18:01:51 2019 Page: 6



