LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039600.D

Acq On 21 Jul 2020 16:33

Operator : SY/MD

Sample - L3348-07

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\SOMUTRO72120WMA .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 1.366 3 8 16 rVB 500986 481865 11.23% 4.713%
2 1.594 70 79 91 rBV3 297150 449109 10.46%  4.393%
3 1.739 118 124 139 rVB 47543 59962 1.40% 0.586%
4 1.922 165 181 195 rVB3 55958 88732 2.07% 0.868%
5

2.166 246 257 265 rBV 87824 121312 2.83% 1.187%

2.227 265 276 293 rVB4 67451 137882 3.21% 1.349%

6

7 2.427 323 338 347 rvB2 34670 55885 1.30% 0.547%
8 2.581 372 386 398 rBvV2 92982 155253 3.62% 1.518%
9 3.205 568 580 597 rvB2 30221 71324 1.66% 0.698%
10 3.607 688 705 724 rVB5 29209 72822 1.70% 0.712%

11 4.674 1015 1037 1069 rBv4 138031 655965 15.28% 6.416%
12 4.832 1070 1086 1150 rVV 1526269 4292598 100.00% 41.985%
13 5.086 1151 1165 1191 rVB 79651 195912 4_56% 1.916%
14 5.745 1348 1370 1382 rBV3 159200 423339 9.86% 4.141%
15 6.266 1517 1532 1557 rBV2 145162 285602 6.65% 2.793%

16 6.703 1655 1668 1691 rBV 99582 213326 4._.97% 2.086%
17 7.578 1923 1940 1956 rBV2 56231 109039 2.54% 1.066%
18 7.906 2028 2042 2055 rBvV 196415 337699 7.87% 3.303%
19 8.189 2116 2130 2138 rBV 33949 58654 1.37% 0.574%
20 8.558 2233 2245 2257 rBV2 38704 68634 1.60% 0.671%

21 8.642 2257 2271 2300 rBvV 270892 538140 12.54% 5.263%
22 9.420 2501 2513 2525 rBV 207476 340770 7.94% 3.333%
23 9.693 2584 2598 2612 rVB10 20273 48686 1.13% 0.476%
24 10.037 2685 2705 2722 rBV7 18620 56844 1.32% 0.556%
25 10.758 2918 2929 2939 rBV 83670 143438 3.34% 1.403%

26 11.809 3245 3256 3270 rBV 209178 336931 7.85% 3.295%
27 12.057 3323 3333 3355 rBvV 34217 63305 1.47% 0.619%
28 12.188 3362 3374 3388 rVB 210678 361122 8.41% 3.532%

Sum of corrected areas: 10224150
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039600.D

Acq On 21 Jul 2020 16:33

Operator : SY/MD

Sample - L3348-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: VU039600.D
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1400000

1200000

1000000

800000

600000

400000

200000

Ot——r—7—
Time--> 12.50

™ T T ™ T ——— T
15.50

™ -
14.50 15.00

T T i T
13.00 13.50 14.00 16.00

SOMUTRO72120WMA .M Mon Jul 27 02:15:31 2020 Page: 2



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039600.D

Acq On 21 Jul 2020 16:33

Operator : SY/MD

Sample - L3348-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 2

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

1.37 8.44 ug/L 481865 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 45
3 2-Oxetanone, 4-methyl- 86 C4H602 003068-88-0 9
4 Cyclopropane 42 C3H6 000075-19-4 9
5 Cyclopropene 40 C3H4 002781-85-3 9

Abundance Scan 9 (1.369 min): VU039600.D (-3) (-) m/z 41.00 100.00%
4.1
5000
44
|| 1.40 1.50 1.60 1.70 1.80
e LAy LA Ly LA AR LA R LA SR A REARS LSRN KA AR A m/z 39.00 84.23%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #57: Propene
4
5000 27
1.40 150 1.60 1.70 1.80
3 m/z 42.00 62.09%
1 121519 24 || 44
Ay LA Ay LA LA LA R LA RSN A REARS LARR A KA AR A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance
41
140 150 1.60 1.70 180
5000 27 m/z 40.00 24.14%
o 2 121 20
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #1671: 2-Oxetanone, 4-methyl-
42 1.40 150 1.60 1.70 1.80
m/z 43.00 21.93%
5000
27 39
o 121919 247 31 36 /|/l45 53 6871
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 1.40 150 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039600.D

Acq On 21 Jul 2020 16:33

Operator : SY/MD

Sample - L3348-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 8

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

1.74 1.05 ug/L 59962 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 72
2 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 72
3 2-Butene 56 C4HS8 000107-01-7 64
4 2-Butene, (2)- 56 C4HS8 000590-18-1 59
5 1-Propene, 2-methyl- 56 C4HS8 000115-11-7 59

Abundance Scan 124 (1.739 min): VU039600.D (-118) (-) m/z 41.00 100.00%
a1
56
5000
38 5|0| 27 1.60 1.80 2.00
1 RS S m/z 56.05 61.31%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #188: 1-Propene, 2-methyl-
4
5000 %6 T /\I S L
1.60 1.80 2.00
o8 m/z 39.00 54 _06%
ol 2 1215 o5 37 50
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
41
1.60 1.80 2.00
5000 56 m/z 55.00 29.84%
28
0 2 1215 25 37 50
B LA L) K ALY KAy LA AR KAL) KAk RARAN LAY KAk BARN NAALY NALA) LA AL L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #172: 2-Butene
a4 1.60 1.80 2.00
m/z 49.90 12.20%
28
56
5000
w Pal o)
e Ly L k) LA AR LALA SRS LA ALy AARA) RN SRS AL LA RS AR AR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039600.D

Acq On 21 Jul 2020 16:33

Operator : SY/MD

Sample - L3348-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 4

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

2.17 2.12 ug/L 121312 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene 70 C5H10 000109-68-2 86
2 2-Pentene, (2)- 70 C5H10 000627-20-3 72
3 Cyclobutane, methyl- 70 C5H10 000598-61-8 64
4 1-Pentene 70 C5H10 000109-67-1 64
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 62

Abundance Scan 258 (2.170 min): VU039600.D (-246) (-) m/z 42.00 100.00%
ap
55
39
5000 70
51 67 1.80 2.00 2.20 2.40 2.60
Obrrprrrrrrrerrrrrrrprer o 28 P e o bt e | M7z 55.00  74.51%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #552: 2-Pentene
55
5000
42 70 1.80 2.00 2.20 2.40 2.60
29 39 m/z 38.95 55.16%
0 15 26 ‘ 36 45 51, | 606367
mz> & 10 15 20 25 3 95 40 45 % 85 80 65 10 75 30 85
Abundance
55
1.80 2.00 2.20 2.40 2.60
5000 42 m/z 40.95 53.63%
70
29 39
0 1215 26 3236 51 | 6063 67
SR LR KRR R N AR KRR RN LR AR ALY AR LR RARAN RARAN LR RS L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #572: Cyclobutane, methyl-
a4 1.80 2.00 2.20 2.40 2.60
m/z 70.00 47 .52%
5000
39 55
27 70
o 15 131 51 62 67 |
m/z--> 5 10 1'5 20 25 30 35 40 45 50 5'5 60 65 70 75 80 85 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039600.D

Acq On 21 Jul 2020 16:33

Operator : SY/MD

Sample - L3348-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

2.23 2.41 ug/L 137882 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene, 3-methyl- 70 C5H10 000563-45-1 90
2 2-Methyl-1-butene 70 C5H10 000563-46-2 86
3 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 83
4 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 83
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 83

Abundance Scan 277 (2.231 min): VU039600.D (-265) (-) m/z 55.00 100.00%
55
5000 39
42 70
50 1.80 2.00 2.20 2.40 2.60
0.......,....,....,....,....,....,....,....?9!.',!.!.,....','.'..: b2 e TM/Z 39.00  40.64%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #568: 1-Butene, 3-methyl-
55
5000 27 39
42 1.80 2.00 2.20 2.40 2.60
70 m/z 70.05  30.74%
| O 36\ (AN \5\1‘\ | 67‘
O T T T T T T e e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55
1.80 2.00 2.20 2.40 2.60
5000 m/z 41.00 29.34%
29 3942 70
o 2 1215 26 32
mwwwwﬁmwwwmwwwmm
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #578: Cyclopropane, 1,1-dimethyl-
55 1.80 2.00 2.20 2.40 2.60
m/z 42.00 27.07%
5000 39 70
27 2
0"'“"v'“|'“'|“'}ﬁ'“|“"ﬂ'“l'“'lﬁl'L'“l'“'?&""“|§2'|§?'v'“|'“'v
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039600.D

Acq On 21 Jul 2020 16:33

Operator : SY/MD

Sample - L3348-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

TRACE VOA SOM01.0

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

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .M

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 (DEL) Alkane: Cyclic2.43 Concentration Rank 9

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

2.43 0.98 ug/L 55885 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 87
2 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 83
3 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 64
4 2-Pentene, (E)- 70 C5H10 000646-04-8 58
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 53

Abundance Scan 339 (2.430 min): VU039600.D (-323) (-) m/z 55.00 100.00%
55
39
5000 12 0
51 67 2.00 220 2.40 2.60 2.80
o.,....,....,....,....,....,....f’.‘?!.:l..f‘ﬁ...;'..!.-:...,.‘?.3.,..'.=,:...,....,. m/z 39.00 46.57%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #578: Cyclopropane, 1,1-dimethyl-
55
5000 39 70
) 2.00 220 2.40 2.60 2.80
21 m/z 70.00 36.79%
0 1\5 1 il ﬁl ! 62 67
LA SRR LA RN RN RN RARES SN RS RAREE RERRN RN RARRE RRRRN RRRRA R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55
2.00 220 2.40 2.60 2.80
5000 39 70 m/z 42.00 30.35%
27
42
15
o 303336, 4548°1 59 63 67
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #580: Cyclopropane, 1,1-dimethyl- P T
55 2.00 220 2.40 2.60 2.80
m/z 41.00 25_.55%
5000 39 70
0 2\?\‘ 3336, | || 4851| | 61 67 |
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.00 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039600.D

Acq On 21 Jul 2020 16:33

Operator : SY/MD

Sample - L3348-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 6

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

3.61 1.27 ug/L 72822 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
2 1-Hexene 84 C6H12 000592-41-6 52
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 50
4 1-Butene 56 C4H8 000106-98-9 47
5 1-Hexene 84 C6H12 000592-41-6 46

Abundance Scan 706 (3.610 min): VU039600.D (-688) (-) m/z 40.95 100.00%
41 56
5000
69 84
3 53 72 3.20 3.40 3.60 3.80 4.00
i, SOl 65, | 0
O T T e T m/z  55.95 80.75%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1478: 1-Pentene, 2-methyl-
41 56
5000 27 69
84 3.20 3.40 3.60 3.80 4.00
m/z 39.00 57 .94%
15 53
0 12 | 0 4 50| 6165 | 747781
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
4 56
3.20 3.40 3.60 3.80 4.00
5000 m/z 55.00 51.38%
27 69 84
0 15 30 38 44 50°3 6165 747781
R AR L RAAAA RN LA RALA RARENREARS RARRN AL KAL) RALE) RARA RRALY LRRRARARAN AL ML
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1491: Cyclopentane, methyl-
56 3.20 3.40 3.60 3.80 4.00
m/z 42.00 48.88%
5000 4l
69
7 84
0 15 |30 38|44 505§“ 6165 | 737781
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039600.D

Acq On 21 Jul 2020 16:33

Operator : SY/MD

Sample - L3348-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 Ethyl Acetate Concentration Rank 1

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

4.83 75.15 ug/L 4292600 1,4-Difluorobenzene 6.27
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 86
5 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 59

Abundance Scan 1085 (4.829 min): VU039600.D (-1070) (-) m/z 43.00 100.00%
43
5000 S
61 70 4.40 460 4.80 5.00 5.20
88 : : : : :
Ob e BBl 88 | 78 8 Tnyz 44.95 13.81%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2017: Ethyl Acetate
43
5000
440 4.60 4.80 5.00 5.20
29 m/z 60.95 13.37%
15 ‘ 61 70 88
0 | A L] ‘ |
LRI PN S SR FURLELEL SR S SR AL SURIEL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
440 4.60 4.80 5.00 5.20
5000 m/z 70.00 9.49%
61
15 il 55 P g3 88
e S L L S L S SIS S I SU AL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2015: Ethyl Acetate
43 440 4.60 4.80 5.00 5.20
m/z 41.95 7.41%
5000
29 61 70
SN | N - e S SN
m/z--> 10 20 30 40 50 60 70 80 90 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039600.D

Acq On 21 Jul 2020 16:33

Operator : SY/MD

Sample - L3348-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 (DEL) Alkane: Cyclicl0.04 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.04 0.83 ug/L 56844 Chlorobenzene-d5 9.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, l-ethyl-2-methyl- 126 C9H18 003728-54-9 91
2 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 68
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 64
4 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 64
5 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 64

Abundance Scan 2706 (10.041 min): VU039600.D (-2685) (-) m/z 97.00 100.00%
o7
55
5000
|| | || g 20 9.80 10.00 10.20 10.40
o..,....,....,....,!...,.'!.., ...l...-.','.-...,..!.',....,~....,.:..,... m/z 55.00 75.97%
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55 97
5000 T '|"" UL
9.80 10.00 10.20 10.40
69 m/z 40.90 26 .94%
‘ ‘ 81 ‘ 1 126
0'w'“'w'm““'LM“'VM“|“JU'“'W““l“'h'“'w'“l“lw'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
55 97
"'9"86' 10.00 10.20 10.40
5000 m/z 69.00 22 .96%
41
29 69 126
15 81 111
e A S AR RS AR AR RAARA RARRS RARAS LRSS RAARN SRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6808: Cyclohexane, 1,3-dimethyl-, cis-
5 o7 9.80 10.00 10.20 10.40
m/z 56.00 16.79%
5000 41
112
27
O”I}?I””I”'W”'W'”W'”W'“'fi'P'“P'“P'”I“”I“'
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039600.D

Acq On 21 Jul 2020 16:33

Operator : SY/MD

Sample - L3348-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 11 1-Hexanol, 2-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.06 0.94 ug/L 63305 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 64
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
4 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 59
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50
Abundance Scan 3334 (12.060 min): VU039600.D (-3323) (-) m/z 57.00 100.00%
g7
5000 41
70 83
51 ‘| | | % 11 11.80 12.00 12.20 12.40
Ol by el ol N M2 a7 40.90 0 42.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000 L SULULN BN UL I
43 11/80 12.00 12.20 12.40
70 m/z 43.00 32.29%
01851637798“2
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance
57
11.80 12.00 12.20 12.40
5000 a1 m/z 55.00 30.44%
- 70
83
R L8 - N N S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13669: 1-Hexanol, 2-ethyl- B B B SR
57 11.80 12.00 12.20 12.40

m/z 70.00 24 .17%

5000 41
70 83

98
15 M‘\ ‘\‘ 51\‘ 63 .| 77 M | 112

L i

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\VUO72120\
Data File : VU039600.D

Acq On 21 Jul 2020 16:33

Operator : SY/MD

Sample - L3348-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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]
(DEL) Alkane: Str... 1.37 8.4 ug/L 481865 1 6.27 285602 5.0
(DEL) Alkane: Str... 1.74 1.1 ug/L 59962 1 6.27 285602 5.0
(DEL) Alkane: Str... 2.17 2.1 ug/L 121312 1 6.27 285602 5.0
(DEL) Alkane: Str... 2.23 2.4 ug/L 137882 1 6.27 285602 5.0
(DEL) Alkane: Cyc... 2.43 1.0 ug/L 55885 1 6.27 285602 5.0
(DEL) Alkane: Str... 3.61 1.3 ug/L 72822 1 6.27 285602 5.0
Ethyl Acetate 4.83 75.2 ug/L 4292600 1 6.27 285602 5.0
(DEL) Alkane: Cyc... 10.04 0.8 ug/L 56844 2 9.42 340770 5.0
1-Hexanol, 2-ethyl- 12.06 0.9 ug/L 63305 3 11.81 336931 5.0
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