LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039605.D

Acq On 21 Jul 2020 18:29

Operator : SY/MD

Sample - L3347-08

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 27 rvB 445037 443489 93.89% 8.155%
2 1.498 41 49 63 rBv 45296 47617 10.08% 0.876%
3 1.597 70 80 97 rBV3 243471 409789 86.75% 7.536%
4 1.668 97 102 106 rvVv 8735 10445 2.21% 0.192%
5 1.694 106 110 118 rVvv 14701 18765 3.97% 0.345%
6 1.742 118 125 134 rVB 32461 38627 8.18% 0.710%
7 1.922 171 181 195 rVB2 66057 99172 21.00% 1.824%
8 2.006 195 207 218 rVB 53132 74348 15.74% 1.367%
9 2.166 248 257 265 rBV 75935 103894 21.99% 1.911%
10 2.221 265 274 292 rVB3 63671 130669 27.66% 2.403%
11 2.330 301 308 315 rvB2 7679 9625 2.04% 0.177%
12 2.427 324 338 347 rBvV2 24829 39136 8.29% 0.720%
13 2.481 347 355 363 rvB2 5494 7789 1.65% 0.143%
14 2.581 370 386 398 rBvV 80166 136084 28.81% 2.502%
15 2.649 399 407 420 rvB2 9199 17320 3.67% 0.318%
16 2.877 467 478 488 rBv4 7247 12476 2.64% 0.229%
17 2.996 499 515 523 rBV7 9001 22849 4.84% 0.420%
18 3.099 539 547 557 rvwv3 6473 12170 2.58% 0.224%
19 3.153 557 564 577 rVB7 4517 9181 1.94% 0.169%
20 3.382 623 635 651 rvB2 8183 18790 3.98% 0.346%
21 3.604 687 704 721 rVB5 25955 66144 14.00% 1.216%
22 3.719 728 740 755 rvB3 11051 23711 5.02% 0.436%
23 3.851 768 781 793 rBV6 5007 10650 2.25% 0.196%
24 3.919 793 802 807 rBV6 3277 5890 1.25% 0.108%
25 4.215 881 894 908 rVB5 6272 15213 3.22% 0.280%
26 4.472 957 974 985 rBv4 4729 11607 2.46% 0.213%

27 4.649 1013 1029 1048 rBvV 69903 182329 38.60% 3.353%
28 5.086 1150 1165 1187 rVB2 71958 175793 37.22% 3.233%

29 5.465 1270 1283 1303 rVB5 4604 13658 2.89% 0.251%
30 5.610 1314 1328 1342 rVB5 5418 11916 2.52% 0.219%
31 5.742 1348 1369 1397 rBV2 148169 406485 86.05% 7.475%
32 5.980 1434 1443 1445 rBv4 5375 6152 1.30% 0.113%
33 6.034 1453 1460 1478 rVB7 9202 22015 4.66% 0.405%
34 6.153 1487 1497 1505 rBV5 6113 12458 2.64% 0.229%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039605.D

Acq On 21 Jul 2020 18:29

Operator : SY/MD

Sample - L3347-08

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
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .M
TRACE VOA SOMO1.0

35 6.266 1515 1532 1553 rBV 155961 307497 65.10% 5.655%

36 6.568 1613 1626 1635 rVBS8 4333 7886 1.67% 0.145%
37 6.706 1653 1669 1682 rBV2 95199 185981 39.37% 3.420%
38 6.777 1682 1691 1704 rVBS8 5636 12522 2.65% 0.230%
39 6.890 1716 1726 1737 rBV5 5382 11555 2.45% 0.212%
40 7.427 1883 1893 1904 rBV9 2397 5933 1.26% 0.109%
41 7.578 1928 1940 1961 rBV 48233 88833 18.81% 1.634%
42 7.906 2029 2042 2055 rBvV 183630 313036 66.27% 5.756%
43 7.976 2056 2064 2074 rVB 22589 35540 7.52% 0.654%
44 8.185 2119 2129 2140 rBV 29610 50763 10.75% 0.933%
45 8.558 2236 2245 2255 rVB5 9924 15841 3.35% 0.291%
46 8.642 2255 2271 2298 rBV 257597 472360 100.00% 8.686%
47 8.793 2308 2318 2331 rVB3 8954 16053 3.40% 0.295%
48 9.420 2501 2513 2540 rBV 223852 380968 80.65% 7.006%
49 9.574 2551 2561 2570 rBV2 16775 26807 5.68% 0.493%
50 9.693 2584 2598 2608 rBV2 8599 15485 3.28% 0.285%
51 10.102 2716 2725 2742 rBV3 9936 18115 3.83% 0.333%
52 10.346 2794 2801 2810 rVB5 3586 5482 1.16% 0.101%
53 10.558 2857 2867 2877 rBV3 8192 12331 2.61% 0.227%
54 10.758 2917 2929 2941 rBV 76619 124286 26.31% 2.285%
55 11.465 3141 3149 3160 rVB3 6082 9346 1.98% 0.172%
56 11.680 3208 3216 3226 rVB7 4983 8398 1.78% 0.154%

57 11.809 3243 3256 3273 rVB 224606 372186 78.79% 6.844%
58 12.188 3362 3374 3387 rVB 190206 307654 65.13% 5.657%
59 12.880 3580 3589 3600 rVB6 4670 6924 1.47% 0.127%

Sum of corrected areas: 5438038
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO072120\
VU039605.D

21 Jul 2020 18:29

SY/MD

L3347-08

25.0mL/MSVOA_U/WATER

1 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039605.D

Acq On = 21 Jul 2020 18:29

Operator : SY/MD

Sample - L3347-08

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 1

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

1.37 7.21 ug/L 443489 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 42
3 Cyclopropane 42 C3H6 000075-19-4 9
4 Cyclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance Scan 9 (1.369 min): VU039605.D (-3) (-) m/z 41.00 100.00%
a
5000
3 3
3 | H 1.40 150 1.60 1.70 1.80
- e e m/z 39.00 82 .35%
m/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #57: Propene
4
5000 27
1.40 1.50 1.60 1.70 1.80
38 m/z 42.00 60.97%
1 1315 19 94 \ 3
e L R AR RS RS LS RN AR AL
m/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance
4
1.40 1.50 1.60 1.70 1.80
5000 27 m/z 43.00 30.48%
2 1315 20 43
e L S RS AN RS RARRS MRS RN AR AL
m/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #60: Cyclopropane
a 1.40 1.50 1.60 1.70 1.80
39 m/z 43.95 28 .79%
5000 27 ]\‘\—‘—Aﬂgﬁ‘/\__JA\__ﬁsﬂ—_
o Xt 24120 36|
L L I I TN SULI I UL I SO I SR LR I L IR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.40 1.50 1.60 1.70 1.80

SOMUTRO72120WMA .M Mon Jul 27 02:15:59 2020 Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039605.D

Acq On = 21 Jul 2020 18:29

Operator : SY/MD

Sample - L3347-08

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 7

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

1.50 0.77 ug/L 47617 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 59
2 Isobutane 58 C4H10 000075-28-5 53
3 Isobutane 58 C4H10 000075-28-5 36
4 l1sobutane 58 C4H10 000075-28-5 9
5 Propane, 2-nitro- 89 C3H7NO2 000079-46-9 9

Abundance Scan 50 (1.501 min): VU039605.D (-41) (-) m/z 43.00 100.00%
a3
5000
39 ‘
57 1.40 1.50 1.60 1.70 1.80 1.90
o.......,....,....,....,....,....,....,....,..-.l-,..-.‘,‘.6..“.3?.?.3.,.:..,....,.... m/z 41.00 53.26%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #237: Isobutane
43
5000

27 1.40 1.50 1.60 1.70 1.80 1.90

15 39 m/z 42.00 31.37%
2 12 | .30 _ 5053 57
O e P e e A e
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
43
1.401.50 1.60 1.70 1.80 1.90
5000 m/z 38.95 23.88%
27
39
15 57
0 12 19 30 36 5053
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #238: Isobutane
43 1.401.50 1.60 1.70 1.80 1.90
m/z 57.00 4._.79%
5000
27 39
o 1215 |30 36 | 4851 5558
T T R e e e e
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 1.401.501.60 1.70 1.80 1.90
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039605.D

Acq On = 21 Jul 2020 18:29

Operator : SY/MD

Sample - L3347-08

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 9

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

1.74 0.63 ug/L 38627 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene 56 C4H8 000106-98-9 72
2 1-Propene, 2-methyl- 56 C4H8 000115-11-7 72
3 1-Butene 56 C4H8 000106-98-9 72
4 2-Butene, (2)- 56 C4H8 000590-18-1 64
5 2-Butene, (E)- 56 C4H8 000624-64-6 64

Abundance Scan 124 (1.739 min): VU039605.D (-118) (-) m/z 40.95 100.00%
a4
56
5000
3 5053 64 1.60 1.80 2.00
Obrrrerrreprrerprereprrer ettt e ereeree - mZZ . 56.00 60 28%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #177: 1-Butene
4
5000 56 L A !\u TR
1.60 1.80 2.00
28 J m/z 38.95 48.28%
0 2 1215 20 25 | 38 5083
miz--> 3T 15 20 %5 % 3 40 45 %0 55 80 o5 70
Abundance
41
1.60 1.80 2.00
5000 56 m/z 55.00 27 .74%
28
o 2 1215 o5 38 5053
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #176: 1-Butene
4 1.60 1.80 2.00
m/z 52.90 12.05%
5000
- 56
o 1 1215 20 24(/ /30 34 5053 /\
miz--> 37T 15 20 %5 30 3 40 45 50 55 80 o5 70 1.60 1.'80 g '
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039605.D

Acq On = 21 Jul 2020 18:29

Operator : SY/MD

Sample - L3347-08

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 5

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

2.01 1.21 ug/L 74348 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 81
2 Butane, 2-methyl- 72 C5H12 000078-78-4 72
3 Butane, 2-methyl- 72 C5H12 000078-78-4 64
4 3-Buten-1-ol 72 C4H80 000627-27-0 33
5 Pentane 72 C5H12 000109-66-0 25

Abundance Scan 208 (2.009 min): VU039605.D (-195) (-) 41.00 100.00%
41
57
5000
51 | o 2 o1 1.60 1.80 2.00 2.20 2.40
) ovt 1| PSS | P S IS~ S m/z 42.95 98.38%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #714: Butane, 2-methyl-
43
57
5000
1.60 1.80 2.00 2.20 2.40
29 m/z 42.00 89.68%
15 \‘ 37‘ . 51 63 2
e L UL UL S UL IR S UL UL UL
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance
43
57 1.60 1.80 2.00 2.20 2.40
5000 29 m/z 57.10 70.62%
1 s 37 51 63 '?
G S UL UL S UL IR S UL UL UL
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #712: Butane, 2-methyl- R e L  RRma m
43 1.60 1.80 2.00 2.20 2.40
m/z 38.90 37.66%
57
5000 21
15 ‘
0 '”lg“'|'i'|“llw"W'l“?%“'l“"jﬁ"w"w"“l
m/z--> 0O 10 20 30 40 50 60 70 8 90 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039605.D

Acq On = 21 Jul 2020 18:29

Operator : SY/MD

Sample - L3347-08

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 5 (DEL) Alkane: Cyclic2.17 Concentration Rank 3

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

2.17 1.69 ug/L 103894 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, ethyl- 70 C5H10 001191-96-4 91
2 2-Pentene, (2)- 70 C5H10 000627-20-3 83
3 Cyclopropane, ethyl- 70 C5H10 001191-96-4 68
4 1-Pentene 70 C5H10 000109-67-1 64
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 64

Abundance Scan 258 (2.170 min): VU039605.D (-248) (-) m/z 42.00 100.00%
ap
55
39
5000 70
51 1.80 2.00 2.20 2.40 2.60
3 48 62 67 78
| N —— 1 11 R vl Y PR 0 R LSS m/z 55.00 75.14%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #577: Cyclopropane, ethyl-
42
55
5000 39
27 70 1.80 2.00 2.20 2.40 2.60
m/z 38.95 57.37%
o i i ol sh 62 67
LA AR AR AN AR RARN REARA RARRA ARARS RERAN SERAN ARES BRRRA NEARE RRRAN SRR RERRA N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
55
1.80 2.00 2.20 2.40 2.60
5000 4 0 m/z 40.95 50.91%
29 39
0 15 26 32 36 51 62 67
S R K R NN KRR RN LR AL KRN LAAR) RN RLAR RARAN LR R L
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #573: Cyclopropane, ethyl-
a4 1.80 2.00 2.20 2.40 2.60
m/z 70.10 45_.03%
55
5000 39
27 70
2 \31 3 4851 6063 67
O'W””P“d““P“Wth”Wﬁhhl'””ﬂdﬁ””P”W””P”W””P”W”
m/z--> 5 10 15 20 25 30 35 40 45 50 55 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 : VU039605.D

Acq On = 21 Jul 2020 18:29

Operator : SY/MD

Sample - L3347-08

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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 2

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

2.22 2.12 ug/L 130669 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene 70 C5H10 000109-68-2 52
2 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 47
3 Pentane 72 C5H12 000109-66-0 43
4 Cyclopropane, ethyl- 70 C5H10 001191-96-4 38
5 Pentane, l1l-chloro- 106 C5H11CI 000543-59-9 38

Abundance Scan 274 (2.221 min): VU039605.D (-265) (-) m/z 43.00 100.00%
a3
55
5000 39 j\»
70 R e R ”
51 180 200 220 240 2.60
O —— -1 1] e o !...,.??,‘?Z:!.!..,....,.. m/z 41.95 72.02%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #552: 2-Pentene
55
5000
42 70 1.80 2.00 2.20 2.40 2.60
29 39 m/z 54.95 67.39%
0 15 26 36,45 51, | 606367
miz--> 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 39 70 m/z 40.95 65.35%
o 26 | 3336 4851 61 67
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #708: Pentane
43 1.80 2.00 2.20 2.40 2.60
m/z 39.00 48.35%
5000 27
39
57 72
0"”'”P?”I”'W}%'L'”I“'WlJ'ﬁ“'P'” ¥ *'“?ﬁﬁ?Pl”l”'W'”W'L'P'”I“
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 : VU039605.D

Acq On = 21 Jul 2020 18:29

Operator : SY/MD

Sample - L3347-08

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: Cyclic2.43 Concentration Rank 8

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

2.43 0.64 ug/L 39136 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, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87
3 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 83
4 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 83
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 80

Abundance Scan 339 (2.430 min): VU039605.D (-324) (-) m/z 55.00 100.00%
55
5000 3942 70
51 67 2.00 220 2.40 2.60 2.80
Obrerrrrrrrrrprrrrrrrrrrerr et b e st o || M7z 39.00  41.74%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #578: Cyclopropane, 1,1-dimethyl-
55
5000 39 70
) 2.00 220 2.40 2.60 2.80
27 m/z 70.00 37.46%
15 “0 ol >l 62 67
Or T T T T T T T T T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
55
2.00 220 2.40 2.60 2.80
5000 %, 70 m/z 41.95 33.68%
27
15 32 51 62 67
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #581: Cyclopropane, 1,2-dimethyl-, cis-
55 2.00 220 2.40 2.60 2.80
m/z 41.00 26.47%
70
5000 27 3942
15 51
0 S 1 1 S CTUTY | PR PR PR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 2.00 2.20 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 : VU039605.D

Acq On = 21 Jul 2020 18:29

Operator : SY/MD

Sample - L3347-08

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 (DEL) Alkane: Straight-Chai... Concentration Rank 6

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

3.60 1.08 ug/L 66144 1,4-Difluorobenzene 6.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 80
2 1-Hexene 84 C6H12 000592-41-6 58
3 Cyclopropane, 1l-ethyl-2-methyl-,... 84 C6H12 019781-68-1 53
4 3-Hexene, (E)- 84 C6H12 013269-52-8 52
5 1-Hexene 84 C6H12 000592-41-6 49

Abundance Scan 703 (3.600 min): VU039605.D (-687) (-) m/z 56.00 100.00%
a 56
5000
69 84
53
(|[a SCH 65, ‘7|2 79 ‘ 3.20 3.40 3.60 3.80 4.00
Otrerrrrprrrrprrrerrrerrrr e e e m/z 41.00 99.91%
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 55.00 66 .89%
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 39.00 64 .18%
27 69 84
0 15 30 38 44 50°3 6165 747781
Ry AARAN LAY LA LA ALY MY ARAARALRY RARAN NALA) AL AL NARA RRALY RARAIBAMAN LML AL B
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1522: Cyclopropane, 1-ethyl-2-methyl-, cis-
4 55 3.20 3.40 3.60 3.80 4.00
m/z 42.00 51.36%
5000 27 69
84
15 3 51 65
O“PMPML“W“W“WMW”W'“““WJ'WPMPh““W“WMW“M“W
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039605.D

Acq On 21 Jul 2020 18:29

Operator : SY/MD

Sample - L3347-08

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 7.2 ug/L 443489 1 6.27 307497 5.0
(DEL) Alkane: Str... 1.50 0.8 ug/L 47617 1 6.27 307497 5.0
(DEL) Alkane: Str... 1.74 0.6 ug/L 38627 1 6.27 307497 5.0
(DEL) Alkane: Str... 2.01 1.2 ug/L 74348 1 6.27 307497 5.0
(DEL) Alkane: Cyc... 2.17 1.7 ug/L 103894 1 6.27 307497 5.0
(DEL) Alkane: Str... 2.22 2.1 ug/L 130669 1 6.27 307497 5.0
(DEL) Alkane: Cyc... 2.43 0.6 ug/L 39136 1 6.27 307497 5.0
(DEL) Alkane: Str... 3.60 1.1 ug/L 66144 1 6.27 307497 5.0
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