LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VU040089.D

Aca On : 10 Sep 2020 18:24

Operator : SY/MD

Sample : L3961-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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\SOMUTRO83120WMA .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 1.604 71 82 93 rvB2 56735 88921 15.36% 1.689%
2 1.803 115 144 145 rBvV2 50908 194269 33.56% 3.689%
3 1.922 177 181 197 rVB 44003 65270 11.27% 1.239%
4 2.253 280 284 295 rVvB4 18270 24982 4.32% 0.474%
5

2.581 374 386 397 rBV 80414 131617 22.73% 2.499%

2.652 397 408 438 rvB2 39776 101708 17.57% 1.931%
2.832 441 464 524 rBV2 93769 578951 100.00% 10.994%
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w
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w
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602 rBV6 3386 9368 1.62% 0.178%

3.382 622 635 651 rVB3 9178 23121 3.99% 0.439%

1 3.890 775 793 813 rBV 81982 202943 35.05% 3.854%
11 4.523 976 990 1006 rVB3 10496 25277 4._.37% 0.480%
12 4.649 1014 1029 1051 rBV 62034 171471 29.62% 3.256%
13 4.829 1071 1085 1104 rVB2 25958 59054 10.20% 1.121%
14 5.083 1149 1164 1179 rBV 70893 155937 26.93% 2.961%
15 5.597 1312 1324 1338 rBv4 11992 27150 4.69% 0.516%

16 5.742 1347 1369 1376 rBV2 134077 347120 59.96% 6.591%
17 5.790 1376 1384 1405 rVB 235557 499309 86.24% 9.481%
18 6.263 1516 1531 1554 rBV 125420 245329 42.37% 4_.659%
19 6.507 1594 1607 1620 rBV2 47990 96338 16.64% 1.829%
20 6.703 1654 1668 1685 rBvV2 89157 170892 29.52% 3.245%

21 7.311 1847 1857 1867 rVB5 6149 10692 1.85% 0.203%
22 7.472 1894 1907 1923 rBV2 51861 96448 16.66% 1.831%
23 7.575 1927 1939 1951 rVB 45379 77814 13.44% 1.478%
24 7.726 1970 1986 1996 rBV6 10362 22850 3.95% 0.434%
25 7.906 2016 2042 2056 rBV 158326 290735 50.22% 5.521%
26 8.185 2112 2129 2141 rBV2 29173 52293 9.03% 0.993%
27 8.430 2191 2205 2214 rBV5 5304 9494 1.64% 0.180%
28 8.504 2219 2228 2239 rVB4 3042 5967 1.03% 0.113%
29 8.639 2255 2270 2291 rBV 235255 420414 72.62% 7.983%
30 8.928 2347 2360 2376 rBV2 8274 16666 2.88% 0.316%
31 9.346 2482 2490 2501 rVB4 3954 5869 1.01% 0.111%

32 9.420 2501 2513 2529 rBV 186001 308960 53.37% 5.867%
33 10.754 2917 2928 2943 rBV 69260 111526 19.26% 2.118%
34 11.471 3142 3151 3161 rBV2 15422 25141 4_.34% 0.477%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VU040089.D

Aca On : 10 Sep 2020 18:24

Operator : SY/MD

Sample : L3961-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO83120WMA .M
TRACE VOA SOMO1.0

35 11.809 3243 3256 3270 rBV 174542 277784 47 .98% 5.275%
36 12.053 3320 3332 3344 rBV2 31263 52433 9.06% 0.996%
37 12.188 3361 3374 3389 rVB 163597 262121 45.28% 4._.977%

Sum of corrected areas: 5266234
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

OQuant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\

VU040089.D

10 Sep 2020 18:24

SY/MD

L3961-08

25_0mL/MSVOA U/WATER

23 Sample Multiplier: 1

d :
- TRACE VOA SOM01.0

- C:\DATABASE\NIST11.L
tion Parameters: LSCINT.P

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VU040089.D

Aca On : 10 Sep 2020 18:24

Operator : SY/MD

Sample : L3961-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Sulfur dioxide Concentration Rank 2

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

1.80 3.96 ug/L 194269 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Sulfur dioxide 64 02S 007446-09-5 83
3 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 64
4 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 64
5 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9

Abundance Scan 143 (1.800 min): VU040089.D (-115) (-) m/z 63.95 100.00%

61
48
5000

160 180 200 220
e — m/z 48.00 62.52%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #358: Sulfur dioxide

5000 T R
1.60 1.80 2.00 2.20

m/z 66.00 4._.73%

32
0 ‘ ! |
B BRI o e e R N EREma
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
64

1.60 1.80 2.00 2.20

5000 48 m/z 47.00 2.86%
16 32
G I S S L I U UL I SIS S I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6179: Aminomethanesulfonic acid
64 1.60 1.80 2.00 2.20

m/z 50.00 2.74%

48
5000
42
o ., 58 |, 71 8 94 111

m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.60 1.80 200 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VU040089.D

Aca On : 10 Sep 2020 18:24

Operator : SY/MD

Sample : L3961-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 2-Butyne Concentration Rank 10

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

2.25 0.51 ug/L 24982 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butvne 54 C4H6 000503-17-3 86
2 2-Butvne 54 C4H6 000503-17-3 86
3 2-Butvne 54 C4H6 000503-17-3 86
4 2.5-Dihvdrothiophene sulfone 118 C4H602S 000077-79-2 83
5 1,2-Butadiene 54 C4H6 000590-19-2 78

Abundance Scan 283 (2.250 min): VU040089.D (-280) (-) m/z 54.05 100.00%
34
5000
39 ‘ S I S —
60 66 91 2.00 220 2.40 2.60
0 ...,....,....,....,...-!|,~.-:..'!|! et iy || M/Z  53.05  45.48%
m/z--> 0O 10 20 30 40 50 60 70 8 90
Abundance #140: 2-Butyne
54
5000 27
2.00 220 2.40 2.60
39 m/z 50.00 27.09%
0 \‘ H‘ 43“‘ !
LA I UL UL SR UL IR UL S SO I
m/z--> 0O 10 20 30 40 50 60 70 8 90
Abundance
54
200 220 240 260
5000 27 m/z 39.00 23.19%
39
1 15 48
e L UL UL U UL IR S UL UL UL
m/z--> 0O 10 20 30 40 50 60 70 8 90
Abundance #138: 2-Butyne
54 2.00 220 2.40 2.60
m/z 51.00 14_47%
5000
27 39
0 ‘\ ‘ 48”\ !
AL I UL LR S UL SR UL S SO I IS RS SRR RN L
m/z--> 0O 10 20 30 40 50 60 70 8 90 2.00 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VU040089.D

Aca On : 10 Sep 2020 18:24

Operator : SY/MD

Sample : L3961-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Isopropyl Alcohol Concentration Rank 1

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

2.83 11.80 ug/L 578951 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 78
2 Isopropnvl Alcohol 60 C3H80 000067-63-0 78
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 56
4 Formic acid. l-methvlethvl ester 88 C4H802 000625-55-8 40
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 40

Abundance Scan 463 (2.829 min): VU040089.D (-441) (-) m/z 45.05 100.00%

45
5000

41
3 59 64 76 240 260 280 300 320

Obrprrrerrrrr ety H by O o | M/Z 4305 23.57%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #295: Isopropy! Alcohol
45

5000 [ e e
2.40 2.60 2.80 3.00 3.20

m/z 41.00 9.79%

27
1519 3 st 59
O e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45
240 2.60 2.80 3.00 3.20
5000 m/z 39.10 8.30%
27
. 15 19 31 g4l 59
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #297: Isopropy! Alcohol
45 240 2.60 2.80 3.00 3.20
m/z 42.00 7.25%
5000
1519 2731 gg4l 53 59
Orrrrrr e e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VU040089.D

Aca On : 10 Sep 2020 18:24

Operator : SY/MD

Sample : L3961-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Propane, 2-ethoxy-2-methyl- Concentration Rank 9

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

4.52 0.52 ug/L 25277 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 78
2 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 64
3 3-Pentanol. 2.2-dimethvl- 116 C7H160 003970-62-5 39
4 3-Pentanol 88 C5H120 000584-02-1 36
5 1-Pentanamine 87 C5H13N 000110-58-7 9

Abundance Scan 989 (4.520 min): VU040089.D (-976) (-) m/z 59.10 100.00%
59
5000 P
41 .
o 25 ik abo 4k
o) ]SS |11 m/z 87.10 37.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4490: Propane, 2-ethoxy-2-methyl-
59
5000 H DR SRR RN U AR
87 420 4.40 4.60 4.80
s 4l ‘ m/z 57.10 32.56%
o il ‘\‘ 53 |, 73 80 93
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59
420 440 460 480
5000 m/z 41.00 27 .23%
87
15 53 72
G S R R S S RN RS LS LSS LRSS SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8378: 3-Pentanal, 2,2-dimethyl-
59 420 4.40 4.60 4.80
m/z 39.00 14.31%
41
5000
29 87
69
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 420 440 460 480
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VU040089.D

Aca On : 10 Sep 2020 18:24

Operator : SY/MD

Sample : L3961-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Ethyl Acetate Concentration Rank 6

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

4.83 1.20 ug/L 59054 1,4-Difluorobenzene 6.26
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 90
3 Ethvl Acetate 88 C4H802 000141-78-6 78
4 Ethvl Acetate 88 C4H802 000141-78-6 45
5 sec-Butyl nitrite 103 C4H9NO2 000924-43-6 40

Abundance Scan 1085 (4.829 min): VU040089.D (-1071) (-) m/z 43.00 100.00%
a3
5000
61 70 440 4.60 4.80 5.00 5.20
a0, | N % /z 45.10 15.52%
Ofrprrrrprerrprrrr e T e Ty m/z - - ¢
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
440 4.60 4.80 5.00 5.20
0
- 61 1o m/z 61.10 13.23%
1519 26| 33 “\ 58 | U 74 88
miz-> 8 10 15 20 25 30 35 40 45 50 %5 60 65 70 75 80 85 % 95
Abundance
43
440 460 4.80 500 520
5000 m/z 42.00 10.21%
15 2 61
o 19 26 0 88
A L) RN LARRNALREN RALSA RELE) AL KAL) LARANRAALY RRRR) NARE) RARA) RALLY LALAA LARA LAERARAAS) LA
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
43 440 4.60 4.80 5.00 5.20
m/z 70.10 9.10%
5000
29 61 -
o 118 26 | i 57| 174 g3 88
IR o ppensgugogrongagt gl I Dy AR v M pAg Sagpy o8
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VU040089.D

Aca On : 10 Sep 2020 18:24

Operator : SY/MD

Sample : L3961-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 Propane, 2-methyl-2-(1-meth... Concentration Rank 8

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

5.60 0.55 ug/L 27150 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 83
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 74
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 56
4 2-Propanol. 2-methvl- 74 C4H100 000075-65-0 50
5 3-0Octanol 130 C8H180 000589-98-0 43

Abundance Scan 1325 (5.600 min): VU040089.D (-1312) (-) m/z 59.10 100.00%
59
5000
41
101 SRS SR R
520 5.40 5.60 5.80 6.00
0 m/z 57.10 56.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000 SRS SR R
a 520 5.40 5.60 5.80 6.00
101 m/z 41.00 28.29%
29
0 M ‘ \‘\ 50 Jhly 73 86
A IR NI L AR IR NN LA RN S SIS RN SARSS SRR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
520 5.40 5.60 5.80 6.00
5000 m/z 43.10 25.96%
43
- a3 101
ol 15 51 71
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 520 5.40 5.60 5.80 6.00
m/z 101.10 17.81%
5000 41
68
0 Il s0 . 126 142
s 1 % 3 40 65 T 8 % 100 116 o 1% 140 520 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VU040089.D

Aca On : 10 Sep 2020 18:24

Operator : SY/MD

Sample : L3961-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 7 Acetic acid, cyano-, 1,1-di... Concentration Rank 4

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

6.51 1.96 ug/L 96338 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. cvano-. 1l.l1-dimethv... 141 C7H11NO2 001116-98-9 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 56
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 45
4 Propanoic acid. 2.2-dimethvl-. s... 208 C5H9A002 007324-58-5 10
5 1-Methyl-3-pyrrolidinol 101 C5H11NO 013220-33-2 9

Abundance Scan 1608 (6.510 min): VU040089.D (-1594) (-) m/z 59.10 100.00%

50
5000
41
101

620 640 660 6.80

50 72 87 114
0..,....,....,....|,!|...,..'!.,‘....,....,....,....,....,....,....,....,...., m/z 57.10 62.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
5000 41 lll||||||||||||||||llll|

6.20 6.40 6.60 6.80
68 m/z 41.00 33.73%

11| s0 \ 126 142
..,....,....,....,....,....,....,....,....,....,....,....,....,....,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59

6.20 6.40 6.60 6.80

o

5000 m/z 101.20 24.79%
41
0 50 73 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- e ey
59 6.20 6.40 6.60 6.80
31 m/z 43.10 19.02%
5000 41
73
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VU040089.D

Aca On : 10 Sep 2020 18:24

Operator : SY/MD

Sample : L3961-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 8 Propane, 1-(1,1-dimethyleth... Concentration Rank 3

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

7.47 1.97 ug/L 96448 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1-(1l.l1-dimethvlethoxv)-... 130 C8H180 033021-02-2 78
2 Propane. 2.2"-Imethvlenebis(oxv)... 160 C9H2002 002568-93-6 74
3 Ethanol. 2-(1.1-dimethvlethoxv)- 118 C6H1402 007580-85-0 50
4 tert-Butvl isopropvl carbonate 160 C8H1603 030221-21-7 39
5 Propane, 2,2"-[methylenebis(oxy)... 160 C9H2002 002568-93-6 39

Abundance Scan 1906 (7.468 min): VU040089.D (-1894) (-) m/z 57.10 100.00%
57
5000
41
115 RS SARN AR S R
7.20 7.40 7.60 7.80
ol 49 W72 & m/z 59.10 47.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13764: Propane, 1-(1,1-dimethylethoxy)-2-methyl-
57
5000 LN UL UL UL L
7.20 7.40 7.60 7.80
b 4 115 m/z 41.10 34 .64%
o NN I £ S AN - N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
7.20 7.40 7.60 7.80
5000 41 m/z 39.10 15.16%
28 115
0 49 || 65 75 89 103 145 159
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8866: Ethanol, 2-(1,1-dimethylethoxy)-
57 7.20 7.40 7.60 7.80
m/z 115.20 13.77%
5000 41
29 103
0"|“"P'Jmh'““”i%?“wﬁ"ﬁﬁ'“'|“§Zv"w"“|'“'|“"v"'v"w"“l'“' T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091020\
Data File : VU040089.D

Aca On : 10 Sep 2020 18:24

Operator : SY/MD

Sample : L3961-08

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .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 10 1-Hexanol, 2-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.05 0.94 ug/L 52433 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 64
4 3-Octene. (2)- 112 C8H16 014850-22-7 50
5 1-Hexene, 3,5-dimethyl- 112 C8H16 007423-69-0 50
Abundance Scan 3331 (12.050 min): VU040089.D (-3320) (-) m/z 57.10 100.00%
57
41
5000
70 83 A e
| ” 77 | 98 112 11.80 12.00 12.20 12.40
O o B e e e et e B A T m/z 41.00 55.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000 41
29 11.80 12.00 12.20 12.40
70 &3 m/z 55.10 42.50%
0...,.%?.,....,....,....?%...,??..,..7?,....,..?ﬁ....%%%..,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
11.80 12.00 12.20 12.40
5000 41 m/z 43.10 38.45%
29 0 8
o 15 51, 63 77 %8 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13670: 1-Hexanol, 2-ethyl-
57 11.80 12.00 12.20 12.40
m/z 56.10 25.66%
5000
43
29 ‘ 70 83
S SN 2 S -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU091020\
Data File : VU040089.D

Acq On : 10 Sep 2020 18:24

Operator : SY/MD

Sample - L3961-08

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O83120WMA .M
TRACE VOA SOMO1.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Sulfur dioxide 1.80 4.0 ug/L 194269 1 6.26 245329 5.0
2-Butyne 2.25 0.5 ug/L 24982 1 6.26 245329 5.0
Isopropyl Alcohol 2.83 11.8 ug/L 578951 1 6.26 245329 5.0
Propane, 2-ethoxy... 4.52 0.5 ug/L 25277 1 6.26 245329 5.0
Ethyl Acetate 4.83 1.2 ug/L 59054 1 6.26 245329 5.0
Propane, 2-methyl... 5.60 0.6 ug/L 27150 1 6.26 245329 5.0
Acetic acid, cyan... 6.51 2.0 ug/L 96338 1 6.26 245329 5.0
Propane, 1-(1,1-d... 7.47 2.0 ug/L 96448 1 6.26 245329 5.0
1-Hexanol, 2-ethyl- 12.05 0.9 ug/L 52433 3 11.81 277784 5.0
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