LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082720\
Data File : VU039991.D

Aca On 27 Aug 2020 14:34

Operator : SY/MD

Sample : L3821-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 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\SOMUTRO81920WMA .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 1.366 3 8 20 rvB 483631 470995 100.00% 9.687%
2 1.449 29 34 42 rVB 12431 12993 2.76% 0.267%
3 1.494 42 48 56 rBv 35699 35051 7.44% 0.721%
4 1.597 70 80 91 rBv3 187506 327180 69.47% 6.729%
5 1.665 97 101 109 rVB 9056 9651 2.05% 0.198%
6 1.739 115 124 139 rBv2 23915 32259 6.85% 0.663%
7 1.922 171 181 192 rvB2 44511 65044 13.81% 1.338%
8 2.006 198 207 217 rVB 31248 44050 9.35% 0.906%
9 2.166 248 257 264 rBV 44590 59994 12.74% 1.234%
10 2.215 264 272 294 rVB3 44407 86145 18.29% 1.772%
11 2.330 298 308 316 rBV 5607 8609 1.83% 0.177%
12 2.427 327 338 346 rBV2 14014 22503 4_.78% 0.463%
13 2.475 346 353 362 rvB4 3724 6537 1.39% 0.134%
14 2.578 373 385 397 rBV 79712 128730 27.33% 2.648%
15 2.990 501 513 524 rBV9 5201 13313 2.83% 0.274%
16 3.096 534 546 556 rVBS8 4567 9067 1.93% 0.186%
17 3.379 619 634 647 rBV3 5593 12372 2.63% 0.254%
18 3.604 690 704 717 rBV2 13981 33341 7.08% 0.686%
19 3.716 723 739 755 rBvV4 8459 18727 3.98% 0.385%
20 3.932 794 806 815 rVB5 1941 4793 1.02% 0.099%
21 4.218 883 895 907 rBV7Y 3299 7442 1.58% 0.153%

22 4.665 1018 1034 1078 rBV2 43697 161977 34.39% 3.331%
23 5.086 1149 1165 1186 rVB3 76337 189263 40.18% 3.893%
24 5.607 1315 1327 1337 rBV6 2853 5598 1.19% 0.115%
25 5.742 1349 1369 1400 rBV2 136608 363742 77.23% 7.481%

26 5.986 1430 1445 1452 rBVS8 2878 5688 1.21% 0.117%
27 6.041 1452 1462 1476 rVB6 4754 9931 2.11% 0.204%
28 6.153 1476 1497 1504 rBVS8 5066 12762 2.71% 0.262%

29 6.263 1518 1531 1555 rVB 109011 212403 45.10% 4 _.369%
30 6.703 1655 1668 1684 rBvV 90567 177907 37.77% 3.659%

31 6.896 1712 1728 1736 rBV6 3614 8326 1.77% 0.171%
32 7.575 1927 1939 1955 rBV 47295 83057 17.63% 1.708%
33 7.906 2029 2042 2056 rBvV 164573 277956 59.01% 5.717%
34 7.976 2056 2064 2073 rVB 5344 8699 1.85% 0.179%

SOMUTRO81920WMA_M Fri Aug 28 15:09:10 2020 Page: 1



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082720\
Data File : VU039991.D

Aca On 27 Aug 2020 14:34

Operator : SY/MD

Sample : L3821-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 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\SOMUTRO81920WMA .M
Title - TRACE VOA SOMO1.0

35 8.185 2118 2129 2143 rBV 31236 53792 11.42% 1.106%
36 8.558 2233 2245 2257 rBvV2 39501 64393 13.67% 1.324%
37 8.642 2257 2271 2309 rBvV 229503 431247 91.56% 8.870%
38 8.796 2309 2319 2338 rvB4 9301 18364 3.90% 0.378%
39 9.420 2501 2513 2529 rBvY 159735 262524 55.74% 5.399%
40 10.131 2725 2734 2750 rVB 8968 14569 3.09% 0.300%
41 10.234 2758 2766 2777 rBV 6722 10403 2.21% 0.214%
42 10.343 2790 2800 2813 rBVv4 9660 17096 3.63% 0.352%
43 10.755 2917 2928 2944 rVB 66408 106815 22.68% 2.197%
44 11.044 3007 3018 3027 rBvV2 6471 11345 2.41% 0.233%
45 11.111 3031 3039 3058 rvB3 11447 18673 3.96% 0.384%
46 11.568 3172 3181 3192 rVB3 6866 10600 2.25% 0.218%
47 11.684 3207 3217 3229 rVB3 29338 44510 9.45% 0.915%
48 11.806 3244 3255 3269 rVB 172485 274614 58.31% 5.648%
49 12.054 3321 3332 3342 rBvY 37516 58856 12.50% 1.211%
50 12.189 3361 3374 3386 rBV 180221 287105 60.96% 5.905%
51 12.439 3443 3452 3460 rBV5 5840 9431 2.00% 0.194%
52 12.494 3460 3469 3477 rVV6 3806 5873 1.25% 0.121%
53 12.764 3545 3553 3571 rVBY 11473 23687 5.03% 0.487%
54 12.880 3571 3589 3602 rBV2 88825 141259 29.99% 2.905%
55 13.201 3682 3689 3698 rVB6 5658 8148 1.73% 0.168%
56 13.282 3709 3714 3724 rVB6 2952 4795 1.02% 0.099%
57 13.433 3753 3761 3771 rVB5 4728 7778 1.65% 0.160%
58 13.844 3876 3889 3905 rBV7 13548 30735 6.53% 0.632%
59 13.973 3920 3929 3944 rVB6 12089 19322 4_.10% 0.397%

Sum of corrected areas: 4862039
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082720\
VU039991.D

27 Aug 2020 14:34

SY/MD

L3821-02

25.0mL/MSVOA U/WATER

8 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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\VU082720\
Data File : VU039991.D

Aca On 27 Aug 2020 14:34

Operator : SY/MD

Sample : L3821-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 11.09 ug/L 470995 1,4-Difluorobenzene 6.26
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 Cvclopronane 42 C3H6 000075-19-4 9
4 Cvclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance Scan 9 (1.369 min): VU039991.D (-3) (-) m/z 41.00 100.00%
a1
5000 a4 /\
| 58 1.40 1.50 1.60 1.70 1.80
O e e e m/z 38.95 84.62%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #57: Propene
41
5000 27
1.40 1.50 1.60 1.70 1.80
3 m/z 42.00 58.84%
1 1215 19 24 44
e e
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
41
R e SRR EEE
1.40 1.50 1.60 1.70 1.80
5000 27 m/z 43.95 36.70%
o 2 1215 20
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #60: Cyclopropane AR AR B —
2 1.40 1.50 1.60 1.70 1.80
39 m/z 43.00 34.40%
5000 27
|l 3|
e A R R HR 2 e R !
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 1.40 1.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082720\
Data File : VU039991.D

Aca On 27 Aug 2020 14:34

Operator : SY/MD

Sample : L3821-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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.

1.49 0.83 ug/L 35051 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 64
2 Isobutane 58 C4H10 000075-28-5 64
3 Isobutane 58 C4H10 000075-28-5 64
4 Isobutane 58 C4H10 000075-28-5 64
5 Propane, l1l-chloro-2-methyl- 92 C4HoCl 000513-36-0 4

Abundance Scan 47 (1.491 min): VU039991.D (-42) (-) m/z 43.00 100.00%
43
5000
39
58 1.40 1.50 1.60 1.70 1.80 1.90
0 ,,,,,,,,|, e e | m/Z 41.00 50.27%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #235: Isobutane
43
5000
o7 1.40 1.50 1.60 1.70 1.80 1.90
39 m/z 42.00 34.17%
0 12! ‘ 19 30 36 | 5053 57
miz--> 5T 15 20 25 % % 40 45 50 55 60 65
Abundance
43
1.40 1.50 1.60 1.70 1.80 1.90
5000 m/z 38.95 22 .39%
27 39
o 1215 30 36 4851 5528
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #237: Isobutane
43 1.40 1.50 1.60 1.70 1.80 1.90
m/z 58.00 4._.20%
5000
27 39
0 2 12 \ A1, . 5053 57
LAY LA LA RERRN RARS NEARS LU RAARA RAARS MRS RARAS NRARS RARAS RARS LAAL
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 1.40 1.50 1.60 1.70 1.80 1.90
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082720\
Data File : VU039991.D

Aca On 27 Aug 2020 14:34

Operator : SY/MD

Sample : L3821-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 11

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

1.74 0.76 ug/L 32259 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propene. 2-methvl- 56 C4H8 000115-11-7 72
2 1-Propene. 2-methvl- 56 C4HS8 000115-11-7 72
3 2-Butene. (2)- 56 C4HS8 000590-18-1 68
4 2-Butene. (2)- 56 C4HS8 000590-18-1 68
5 2-Butene, (E)- 56 C4HS8 000624-64-6 68

Abundance Scan 124 (1.739 min): VU039991.D (-115) (-) m/z 40.95 100.00%
a1
56
5000
3 as | . 160 180 200
Y 1S | ————— Y 52~ =300 10 B ST B 521
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #186: 1-Propene, 2-methyl-
4
5000 56 e j\u L SRR
1.60 1.80 2.00
28 m/z 38.90 48.90%
L2 15 g 3 483
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 55.10 27.91%
28
0 2 1215 24 38 50
B L) L) K AR LAY KAk BARRN ALY KAL) KA RAR) KAL) KARLA LA ALAR) KAk B
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #184: 2-Butene, (2)-
41 1.60 1.80 2.00
m/z 50.00 13.16%
5000 56
27
0 1215 1130 3534 ‘ 49\5\3“ A A
HAARRRRS RAARS RARRA AL RARRA SERRS RARAABERRA RAREN ARRRARERRS BRRAJ LARRANURLN NARRN R AARRABERRAN R AL N RS B

m/z--> 0O 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\VU082720\
Data File : VU039991.D

Aca On 27 Aug 2020 14:34

Operator : SY/MD

Sample : L3821-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 7

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

2.01 1.04 ug/L 44050 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 86
3 Butane. 2-methvl- 72 C5H12 000078-78-4 80
4 3-Buten-1-ol 72 C4H80 000627-27-0 47
5 Oxirane, trimethyl- 86 C5H100 005076-19-7 38

Abundance Scan 208 (2.009 min): VU039991.D (-198) (-) m/z 43.00 100.00%
43
57
5000
39
coss 7 150 1B 200 250 240
S —— 1] NS v || SS——— RS—— Y 52 W oo QY - T I L°]/
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #714: Butane, 2-methyl-
43
57
5000
1.60 1.80 2.00 2.20 2.40
29 39 m/z 41.95 88.47%
0 15 2¢ AL 5053‘ 62 67 ?2
miz--> 05 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
43
57 1.60 1.80 2.00 2.20 2.40
5000 29 m/z 57.00 66 .86%
39
o 1 0 26 33 5053 616467 (2
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #712: Butane, 2—methy|— LA L L L L L
43 1.60 1.80 2.00 2.20 2.40
m/z 38.95 34 .06%
57
5000 27
39
15
o 2 12 g0 L 5053 72
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 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\VU082720\
Data File : VU039991.D

Aca On 27 Aug 2020 14:34

Operator : SY/MD

Sample : L3821-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 5

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

2.17 1.41 ug/L 59994 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. ethvl- 70 C5H10 001191-96-4 90
2 2-Pentene. (2)- 70 C5H10 000627-20-3 72
3 Cvclopropane. ethvl- 70 C5H10 001191-96-4 68
4 1-Pentene 70 C5H10 000109-67-1 68
5 1-Pentene 70 C5H10 000109-67-1 64

Abundance Scan 258 (2.170 min): VU039991.D (-248) (-) m/z 42.00 100.00%
4
55
39
5000 70
51 67 1.80 2.00 2.20 2.40 2.60
Obreprrreprrrrprrr et e bl O e M/Z 55.00  76.78%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #577: Cyclopropane, ethyl-
42
55
5000 39
27 70 1.80 2.00 2.20 2.40 2.60
m/z 38.85 56 .52%
1 1 ik oL | 62 67
G e R B S RS A LA RARRA RARAS RRARN AALA RABLA RARLN RRARN RSN
m/z--> 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 42 m/z 40.95 52 .25%
70
29 39
0 1215 26 | 32 36 51 6063 67
L R R AR RS LARAS RS RALAN RRARN RARRN RARRN RAREN RARL) RARRN RERRN RAREN RN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #573: Cyclopropane, ethyl-
42 1.80 2.00 2.20 2.40 2.60
m/z 70.00 47 .95%
55
5000 39
27 70
1P 24|31 3 4851 6063 67
O'WH“V“J““P“wh“VHwﬁhM'WH“NJWH“V“W““V“W““P
m/z--> 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\VU082720\
Data File : VU039991.D

Aca On 27 Aug 2020 14:34

Operator : SY/MD

Sample : L3821-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 3

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

2.21 2.03 ug/L 86145 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 80
2 Pentane 72 C5H12 000109-66-0 72
3 Pentane 72 C5H12 000109-66-0 64
4 Pentane 72 C5H12 000109-66-0 59
5 Oxirane, ethyl- 72 C4H80 000106-88-7 50

Abundance Scan 271 (2.211 min): VU039991.D (-264) (-) m/z 43.00 100.00%
a3
5000
39
5053|5|7 o 7|2 1.80 2.00 220 240 2.60
Obvrerrprrerp e e e e e e b m/z 41.95 59.89%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #706: Pentane
43
5000
1.80 2.00 2.20 2.40 2.60
27 39 57 7 m/z 41.00 57 .05%
0 15 30 5053 | 6265 69 |
miz--> R R S
Abundance
43
1.80 2.00 2.20 2.40 2.60
5000 m/z 38.90 24 .58%
27
39 57
o 2 1215 30 53 69 2
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 57.05 13.92%
5000 27
39
57 72
0"”'”P?”I”'W}gd'”'P'“I“'W'“'P'” ¥ *'“?ﬁﬁgvl“l“'w'“w'“'v'“l“
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\VU082720\
Data File : VU039991.D

Aca On 27 Aug 2020 14:34

Operator : SY/MD

Sample : L3821-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 13

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

2.43 0.53 ug/L 22503 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. (E)- 70 C5H10 000646-04-8 87
2 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 87
3 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 86
4 Cvclopropane. 1.2-dimethvl-. trans- 70 C5H10 002402-06-4 80
5 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 72

Abundance Scan 339 (2.430 min): VU039991.D (-327) (-) m/z 55.00 100.00%
55
5000
3942 70

51| 62 67 78 2.00 2.20 2.40 2.60 2.80
Ot e e e e !...,..'..,.'.'..,....,..:.,....,... m/z 38.90 39.02%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #562: 2-Pentene, (E)-
55
5000 70
3942 2.00 2.20 2.40 2.60 2.80
29 m/z 70.10 34.34%
15 26323 a8l 62 67
O e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
55
2.00 2.20 2.40 2.60 2.80
5000 39 70 m/z 41.90 30.04%
27 42
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #579: Cyclopropane, 1,1-dimethyl-
55 2.00 2.20 2.40 2.60 2.80
m/z 41.00 27 .12%
5000 39 70
27 2
15
0 ‘ 1118033361, | 45481 |, 59 63 67
I T A e e A e e e
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\VU082720\
Data File : VU039991.D

Aca On 27 Aug 2020 14:34

Operator : SY/MD

Sample : L3821-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 4-Pentenal Concentration Rank 10

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

3.60 0.78 ug/L 33341 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Pentenal 84 C5H80 002100-17-6 59
2 1-Hexene 84 CG6H12 000592-41-6 58
3 1-Propene. 2-methvl- 56 C4H8 000115-11-7 43
4 2-Butene. (E)- 56 C4H8 000624-64-6 43
5 1-Butene 56 C4H8 000106-98-9 43

Abundance Scan 703 (3.600 min): VU039991.D (-690) (-) m/z 41.00 100.00%
4
56
5000
69 84
| | 3.20 3.40 3.60 3.80 4.00
O '! ""i ""'I'"'I'!"I'!"I""I""I""I""I m/z 56.00 75.48%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1376: 4-Pentenal
55
29 41
5000

3.20 3.40 3.60 3.80 4.00

83
m/z 39.00 56.48%
51 69
1519 25 sy gies > 757
0,,,,,,,,,,, LR E N L L e A tas ey
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41 56
3.20 3.40 3.60 3.80 4.00
5000 m/z 55.00 50.43%
27
69 84
0 15 37 51 6165 77
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #188: 1-Propene, 2-methyl-
a1 3.20 3.40 3.60 3.80 4.00
m/z 41.90 43.66%
5000 %6
28
2 15 24l 87 S0
O T T e T P AT T e e e e
m/z--> 0 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\VU082720\
Data File : VU039991.D

Aca On 27 Aug 2020 14:34

Operator : SY/MD

Sample : L3821-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .M
TRACE VOA SOM01.0

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Octanal Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.68 0.81 ug/L 44510 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanal 128 C8H160 000124-13-0 91
2 Octanal 128 C8H160 000124-13-0 90
3 Octanal 128 C8H160 000124-13-0 90
4 Octanal 128 C8H160 000124-13-0 86
5 3-Chlorohexane 120 C6H13ClI 002346-81-8 38

Abundance Scan 3216 (11.681 min): VU039991.D (-3207) (-) m/z 40.90 100.00%
4
57
5000
il |‘ 100 110 11.40 11.60 11.80 12.00
3 —— '“ - | m/z 42.95 95.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12422: Octanal
4 57
84
5000 29 69
11.40 11.60 11.80 12.00
m/z 57.00 76.38%
T
0 ..,.?“?.,...:,....l..‘.??‘l.i,..1.Hl.??,..‘;.,..‘..l....;....,....,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
- 56 11.40 11.60 11.80 12.00
5000 84 m/z 55.00 72.54%
69
100
ol 77 3 110 128
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12425: Octanal
43 s 84 11.40 11.60 11.80 12.00
m/z 44.00 66.00%
5000 29 69
100
| il s |
Obrrrrrrr et et ..:.M.Z?,n.u,gg.J,”..‘...w..%??..” AN g
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082720\
Data File : VU039991.D

Aca On 27 Aug 2020 14:34

Operator : SY/MD

Sample : L3821-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 6
R.T. EstConc Area Relative to ISTD R.T.
12.05 1.07 ug/L 58856 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 90
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 80
4 1-I1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 64
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 56
Abundance Scan 3331 (12.050 min): VU039991.D (-3321) (-) m/z 57.00 100.00%
57
5000 41
‘ | 70
98 112 11.80 12.00 12.20 12.40
o.”,”..“.”,”.JJ.”?3”'“.nﬂwn.“h.w.”!“..w.”.,. m/z 41.00 48.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41

70 11.80 12.00 12.20 12.40
‘ 83 m/z 43.00 36.39%

15 \J\ \J 51 | 63 ﬂ 77 “ % 1
...,....,....,....,....,...,....,....,....,....,....,....,.
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance
57

11.80 12. OO 12 20 12.40

o

5000 m/z 55.00 34.00%
43
29 70 83
9% 112
0 18 51 63 77
I o o o B B e AR S S s  RAR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13661: 1-Hexanol, 2-ethyl-
57 11.80 12.00 12.20 12.40

m/z 56.00 25.92%

5000 41

70 83
n L‘\ L sl es || 77 |, % 112

O L B o o B o B e e

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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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082720\
Data File : VU039991.D

Aca On 27 Aug 2020 14:34

Operator : SY/MD

Sample : L3821-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 12 Nonanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.88 2.57 ug/L 141259 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 C9H180 000124-19-6 90
3 Nonanal 142 C9H180 000124-19-6 90
4 Nonanal 142 C9H180 000124-19-6 64
5 Octanal 128 C8H160 000124-13-0 38
Abundance Scan 3589 (12.880 min): VU039991.D (-3571) (-) m/z 40.95 100.00%
7 n
5000
70 82 08 AV
114 207 12.60 12.80 13.00 13.20
(o} I O o SR m/z 56.95 93.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19920: Nonanal
41 57
29
5000 0 82 o 12,60 12.80 13.00 13.20
m/z 42.95 66.01%
L e
Olll|||‘l‘||kl‘ll“l‘ll‘l‘ll‘l‘l“ll|“|||‘|‘||1|2|5||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
41
12.60 12.80 13.00 13.20
m/z 56.00 59.02%
5000 29 0 g 98 0
114
RN N 0 T - ——
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #19922: Nonanal
57 12.60 12.80 13.00 13.20
41 m/z 55.00 57 .96%
98
70
5000 29 82
TN
SR O 0~ -
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU082720\
Data File : VU039991.D

Aca On 27 Aug 2020 14:34

Operator : SY/MD

Sample : L3821-02

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 13 unknown-01 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.84 0.56 ug/L 30735 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvl-4-(l1-methy... 138 C10H18 001124-25-0 49
2 Cyclohexane. 1-methyvl-4-(l-methy... 138 C10H18 001879-07-8 46
3 Cvclohexanol. 5-methvl-2-(1-meth... 156 C10H200 001490-04-6 43
4 Levomenthol 156 C10H200 002216-51-5 43
5 dI-Menthol 156 C10H200 000089-78-1 43
Abundance Scan 3888 (13.841 min): VU039991.D (-3876) (-) m/z 42.90 100.00%
55 71 81 95
5000
100 123 138
| | 207 13.60 13.80 14.00 14.20
o | M7z 40.90  88.39%
miz—-> 20 40 60 80 100 120 140 160 180 200
Abundance #17008: Cyclohexane, 1-methyl-4-(1-methylethenyl)-, trans-
81 95
68
55
41
5000
138 13.60 13.80 14.00 14.20
109 m/z 81.00 82.27%
0 | ‘\ | ‘\ | ‘\ 123 ‘
R UL UR IS SR DAL UL BRI LA DAL SR
mz—-> 20 40 60 80 100 120 140 160 180 200
Abundance
81 95
55 68 13.60 13.80 14.00 14.20
5000 41 m/z 71.00 78.99%
138
R S S S W B L S WL WL
mz—-> 20 40 60 80 100 120 140 160 180 200
Abundance #28345: Cyclohexanol, 5-methyl-2-(1-methylethyl)-
7 13.60 13.80 14.00 14.20
8l g5 m/z 94.90 74 .65%
41
5000 S5
29 123 138
L] Ean
0|--“-NUJW]NMquuﬂﬂuj“-|h--\--”|----“---|-”- SURRMRERY S &
miz—-> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU082720\
Data File : VU039991.D

Acq On 27 Aug 2020 14:34

Operator : SY/MD

Sample - L3821-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O81920WMA .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 11.1 ug/L 470995 1 6.26 212403 5.0
(DEL) Alkane: Str... 1.49 0.8 ug/L 35051 1 6.26 212403 5.0
(DEL) Alkane: Str... 1.74 0.8 ug/L 32259 1 6.26 212403 5.0
(DEL) Alkane: Str... 2.01 1.0 ug/L 44050 1 6.26 212403 5.0
(DEL) Alkane: Cyc... 2.17 1.4 ug/L 59994 1 6.26 212403 5.0
(DEL) Alkane: Str... 2.21 2.0 ug/L 86145 1 6.26 212403 5.0
(DEL) Alkane: Str... 2.43 0.5 ug/L 22503 1 6.26 212403 5.0
4-Pentenal 3.60 0.8 ug/L 33341 1 6.26 212403 5.0
Octanal 11.68 0.8 ug/L 44510 3 11.81 274614 5.0
1-Hexanol, 2-ethyl- 12.05 1.1 ug/L 58856 3 11.81 274614 5.0
Nonanal 12.88 2.6 ug/L 141259 3 11.81 274614 5.0
unknown-01 13.84 0.6 ug/L 30735 3 11.81 274614 5.0
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