LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042419\
Data File : VvU031485.D

Aca On : 24 Apr 2019 21:09

Operator : JC/SP

Sample = K2536-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 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 39 rBv 221452 215002 15.90% 2.009%

2 1.289 57 62 68 rBv 45135 42091 3.11% 0.393%

3 1.396 87 95 109 rVvB 177811 210481 15.56% 1.967%

4 1.675 175 182 199 rVvB 143569 192204 14.21% 1.796%

5 2.270 356 367 378 rBV 306504 466695 34.50% 4.361%
2.331 378 386 399 rVB 48652 89817 6.64% 0.839%
2.502 427 439 440 rBvV2 19347 33408 2.47% 0.312%
2.833 532 542 555 rBV 12908 29340 2.17% 0.274%

4.193 950 965 1003 rBV 194155 606312 44.83% 5.666%
4.386 1014 1025 1050 rBV3 136080 334125 24.70% 3.122%

=
QO ~NO®

11 4.643 1085 1105 1125 rBV 204895 504253 37.28% 4.712%
12 5.334 1297 1320 1352 rBV2 412689 1199928 88.71% 11.213%
13 5.881 1475 1490 1514 rBV 361790 738695 54.61% 6.903%
14 6.328 1614 1629 1653 rBvV 275383 565826 41.83% 5.288%
15 7.228 1896 1909 1927 rBV2 119454 228565 16.90% 2.136%

16 7.562 1998 2013 2031 rBV 457566 846228 62.56% 7.908%
17 7.852 2089 2103 2123 rBV2 70375 140314 10.37% 1.311%
18 8.312 2235 2246 2277 rBV 694435 1352585 100.00% 12.640%
19 9.087 2474 2487 2508 rBvV 531630 912660 67.48% 8.529%
20 10.431 2893 2905 2922 rBV 202674 338095 25.00% 3.159%

21 11.482 3219 3232 3254 rBV 407818 688788 50.92% 6.437%
22 11.746 3303 3314 3335 rBV2 120964 252534 18.67% 2.360%
23 11.858 3338 3349 3368 rVB 421311 713095 52.72% 6.664%

Sum of corrected areas: 10701041
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU042419\
Data File : VU031485.D

Aca On - 24 Apr 2019 21:09

Operator : JC/SP

Sample : K2536-05

Misc - 25.0mL/MSVOA U/WATER

ALS vial : 30 Sample Multiplier: 1

OQuant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMUTRO042419WMA.M
Quant Title : TRACE VOA SOM01.0

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

Abundance TIC: VU031485.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042419\
Data File : VvU031485.D

Aca On : 24 Apr 2019 21:09

Operator : JC/SP

Sample - K2536-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR042419WMA_M
Quant Title : 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 1.46 ug/L 215002 1,4-Difluorobenzene 5.88
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 91
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 28 (1.180 min): VU031485.D (-20) (-) m/z 51.10 100.00%
51

5000

o

1.20 1.30 1.40 1.50 1.60
o‘mﬁﬂw“- 6 207 281 "m/z 65.00 54.78%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #366: Ethane, 1,1-difluoro-
51
5000
1.20 1.30 1.40 1.50 1.60
m/z 47.10 19.53%
2f || 66
O e e T T e T
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
51
1.20 1.30 1.40 1.50 1.60
5000 m/z 45.05 16.44%
27
0 12 66
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #365: Ethane, 1,1-difluoro-
51 1.20 1.30 1.40 1.50 1.60
m/z 44.00 7.43%
5000
O e e e e e e e e B LR R e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : VvU031485.D

Aca On : 24 Apr 2019 21:09

Operator : JC/SP

Sample - K2536-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR042419WMA_M
Quant Title : 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 2.26 ug/L 334125 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 86
3 Ethvl Acetate 88 C4H802 000141-78-6 78
4 Ethvl Acetate 88 C4H802 000141-78-6 78
5 (3-Methyl-oxiran-2-yl)-methanol 88 C4H802 1000194-22-9 9

Abundance Scan 1026 (4.389 min): VU031485.D (-1014) (-) m/z 43.05 100.00%
a3
5000 __/\K\
| o o 400 420 440 460 4.80
0'I""I""I""I""I""I"''I""I'! II""I''"I'"'I""I""I""I""I"''I""'I""IIII m/z 45.05 14.20%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2018: Ethyl Acetate
43

5000  RERE AR
4.00 4.20 4.40 4.60 4.80

m/z 61.10 13.67%

29 61 70
o 1519 26 33 58| 74 88
L Liass aaadaa s aa st
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
R
4.00 420 4.40 4.60 4.80
5000 m/z 70.10 10.47%
15 2 61 0
o 19 26 ! 88
S AL ARRN LARAN AL KAL) RALE) RALKN RLALN LA RLLLS LAKE) RARE) ARA LRRMN LAAA LAY ALY RLAS) ALY
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 R mEE mamr T A
43 400 420 440 460 4.80

m/z 42.10 7.41%

5000
29 61
70
1518 26| i 57| 74 838

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 4.00 4.20 440 4.60 4.80

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU042419\
Data File : VvU031485.D

Aca On : 24 Apr 2019 21:09

Operator : JC/SP

Sample - K2536-05

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR042419WMA_M
Quant Title : 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.
11.75 1.83 ug/L 252534 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 72
2 l1l-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
3 1l-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
4 2-Propvl-1-pentanol 130 C8H180 058175-57-8 59
5 Oxalic acid, 2-ethylhexyl octyl ... 314 C18H3404 1000309-39-1 59
Abundance Scan 3315 (11.749 min): VU031485.D (-3303) (-) m/z 57.05 100.00%
57
5000 41
98 11.40 11.60 11.80 12.00
ol o 2126152 207 | Tnzo 41,05 45.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000 41 DA BABAL AR AR
29 11.40 11.60 11.80 12.00
70 83 m/z 55.10 37.21%
A
0'”'I'”'I'””I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
11.40 11.60 11.80 12.00
5000 m/z 43.10 34.79%
43
29 70 83
18 98 112
e S S I I B L LS SR SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13669: 1-Hexanol, 2-ethyl-
57 11.40 11.60 11.80 12.00
m/z 56.10 30.08%
5000 41
29 ‘ 70 83 o8
0...1.5|.m e ....|....|.:.I-:!-2.|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : VvU031485.D

Acq On 24 Apr 2019 21:09

Operator : JC/SP

Sample - K2536-05

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR042419WMA_M
Quant Title : TRACE VOA SOM01.0

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... 1.18 1.5 ug/L 215002 1 5.88 738695 5.0
Ethyl Acetate 4._.39 2.3 ug/L 334125 1 5.88 738695 5.0
1-Hexanol, 2-ethyl- 11.75 1.8 ug/L 252534 3 11.48 688788 5.0
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