LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032421\
Data File : VX021446.D

Acqg On : 24 Mar 2021 19:10
Operator : JC/MD

Sample : M1774-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 25 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X032421W.M

Title : SW846 8260

Signal : TIC: VX@21446.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.158 9 12 21 rVB 73897 73783 12.30% 1.381%
2 1.387 46 51 56 rvVB2 6519 9942 1.66% 0.186%
3 1.617 79 90 95 rBV6 5018 16454 2.74% 0.308%
4 2.099 168 172 183 rVB 5574 8353 1.39% 0.156%
5 2.329 206 211 219 rVB 5322 9103 1.52% 0.170%
6 2.423 219 227 235 rBV 27391 45601 7.60% 0.854%
7 2.587 249 255 266 rVB 8236 15185 2.53% 0.284%
8 3.017 320 328 336 rBv4 6047 14429 2.40% 0.270%
9 3.382 383 390 401 rVB3 2689 7214 1.20% 0.135%
10 3.752 440 453 466 rBV 27217 77987 13.00% 1.460%
11 4.299 534 546 564 rBV 121264 334196 55.70% 6.255%
12 5.464 733 744 755 rBV 49185 141849 23.64% 2.655%
13 5.629 761 772 784 rVB 74831 209994 35.00% 3.931%
14 6.029 829 840 852 rBV 55778 146038 24.34%  2.734%
15 6.829 966 976 989 rBV 126314 299105 49.85% 5.599%
16 7.270 1042 1051 1062 rBvV2 21407 51639 8.61% 0.967%
17 7.629 1105 1112 1119 rBV 11608 22660 3.78% 0.424%
18 8.000 1167 1175 1183 rVB3 7371 13078 2.18% 0.245%
19 8.694 1286 1293 1301 rBV 265212 417453 69.57% 7.814%
20 8.765 1301 1305 1310 rVV 14957 24374 4.06%  0.456%
21 9.006 1339 1346 1351 rBV3 5486 9723 1.62% 0.182%
22 9.277 1387 1392 1397 rBV 34038 52479 8.75% 0.982%
23 10.094 1524 1531 1542 rBV 299707 413347 68.89% 7.737%
24 10.194 1543 1548 1566 rVV 67189 115654 19.27%  2.165%
25 10.341 1569 1573 1579 rVB 7912 12214 2.04% 0.229%
26 10.483 1593 1597 1603 rBV5 3840 6425 1.07% 0.120%
27 10.683 1625 1631 1636 rBV2 3905 6167 1.03% 0.115%
28 10.788 1644 1649 1661 rBV 30579 45079 7.51% 0.844%
29 11.118 1700 1705 1711 rBV 252127 326071 54.34% 6.103%
30 11.171 1711 1714 1718 rVB 19257 23371 3.89% 0.437%
31 11.318 1735 1739 1747 rVB2 6137 9636 1.61% ©0.180%
32 11.459 1758 1763 1767 rBV 41394 50477 8.41% 0.945%
33 11.612 1782 1789 1792 rBV 23116 33708 5.62% 0.631%
34 11.642 1792 1794 1803 rVV2 17206 23544  3.92% 0.441%
35 11.718 1803 1807 1816 rvV 152853 182028 30.34%  3.407%

36 11.906 1834 1839 1849 rBV 103302 138308 23.05% 2.589%
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032421\

Data File : VX021446.D

Acqg On : 24 Mar 2021 19:10

Operator : JC/MD

Sample : M1774-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 25 Sample Multiplier: 1

Integration Parameters: RTEINT.P

Integrator: RTE

Smoothing : ON Filtering: 5
Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100
Stop Thrs : © Peak Location: TOP

LSC Area Percent Report

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X032421W.M
Title : SW846 8260
37 11.995 1849 1854 1856 rBV 31878 45164 7.53% ©.845%
38 12.024 1856 1859 1862 rvv2 54667 78726 13.12% 1.474%
39 12.059 1862 1865 1872 rVB 323719 388206 64.70% 7.266%
49 12.253 1893 1898 1909 rBV 437104 600040 100.00% 1.231%
41 12.342 1909 1913 1928 rVB5 22891 51946 8.66% ©.972%
42 12.630 1954 1962 1970 rVB5S 8338 17023 2.84% 0.319%
43 12.824 1991 1995 2002 rVB7 6478 12758 2.13% 0.239%
44 12.942 2011 2015 2022 rBV5 4212 7228 1.20% ©.135%
45 13.448 2097 2101 2110 rVB5 5670 9102 1.52% 0.170%
46 13.648 2126 2135 2143 rBV 23279 37418 6.24% 0.700%
47 13.730 2143 2149 2155 rVB6 7775 13633 2.27% ©.255%
48 13.789 2155 2159 2161 rBvV2 7559 10034 1.67% ©.188%
49 13.812 2161 2163 2169 rVB 7582 10309 1.72% 0.193%
50 13.883 2169 2175 2182 rBV 224388 311178 51.86% 5.825%
51 13.954 2182 2187 2198 rVB 229465 317293 52.88% 5.939%
52 14.265 2231 2240 2244 rVW6 3272 7511 1.25% 0.141%
53 14.465 2270 2274 2280 rVB 5631 7303 1.22% 0.137%
54 14.677 2303 2310 2320 rVB 10063 15866 2.64% 0.297%
55 14.818 2330 2334 2339 rBV 7269 8929 1.49% 0.167%
56 16.024 2535 2539 2546 rVB6 3510 6183 1.03% 0.116%
Sum of corrected areas: 5342518
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032421\
Data File : VX021446.D

Acqg On : 24 Mar 2021 19:10
Operator : JC/MD

Sample : M1774-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

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

Abundance TIC: VX021446.D\data.ms
400000
350000
300000
250000
200000

150000
4.299

1000001 454 5.629

5.464 6.029
50000 2.423 3.752
1.387 1.617 2.099 2.32%;5\87 3.017 3.382

e
I T L T N L T L L L L L L I I L I L L L L L L L L B B A B

Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX021446.D\data.ms

o

400000

350000

300000 10.094

8.694

250000 11.118
200000

150000 6.820

100000

0.194
50000 9.277 10.788 11.458
7.27 -
. ﬁ\g 7629 8000 185 9006 |\ 10.304.4880.683, Wit 218
T — T — L B B B —
9.50

— —T —T ‘
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 10.00 10.50 11.00

Abundance TIC: VX021446.D\data.ms
400000
350000 12.059
300000
250000 13854
200000

11.718
150000

11.906
100000

2.024
50000 ! 1. j 34
0 T T ‘ T T T T
Time--> 12.00

2 13

N
T T T T (N

T T [ N ] T
12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032421\
Data File : VX021446.D

Acqg On : 24 Mar 2021 19:10
Operator : JC/MD

Sample : M1774-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Propane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.158 17.57 ug/1 73783  Pentafluorobenzene 5.629

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 83
2 Cyclopropene 40 C3H4 002781-85-3 39
3 Propene 42 C3He6 000115-07-1 9
4 Acetaldehyde 44 C2H40 000075-07-0 4

5 Ethanamine, 2-propoxy- 103 C5H13NO 042185-03-5 2
Abundance  Scan 12 (1.158 min): VX021446.D\data.ms (-9) (-) m/z 43.95 100.00%

44.0
5000
38, 0

1.201.301.401.501.60
o,,,,,“‘ e m/z 42,95 95.56%

miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #78: Propane
29.0
PN

5000 AR RN RN RN R
0 1.201.301.401.501.60
44. m/z 39.00  82.54%
s, |
O\\\\\\\\’\\\\’\\\\’\\1\’\\\1’1\\\ \\\ ‘\\\\‘\\1\ \\\\‘\\\\‘\\\\
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #50: Cyclopropene
39.0
D REERRERRLSEaEEes sy ey
1.201.301.401.501.60
5000 m/z 41.00 60.25%
260 |
.
mfz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #57: Propene R RERRIE NSRS
41.0 1.201.301.401.501.60

m/z 38.00 26.63%

5000 27.0 A
15.0 ‘
0 10 7210 | L

m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.201.301.401.501.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032421\
Data File : VX021446.D

Acqg On : 24 Mar 2021 19:10
Operator : JC/MD

Sample : M1774-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 unknown3.752 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.752 18.57 ug/1 77987  Pentafluorobenzene 5.629

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanethiol, 2-methyl- 90 C4H1es 000075-66-1 46
2 1-Propene, 2-methyl- 56 C4H8 000115-11-7 30
3 Thiopropanal sulfoxide 90 C3H60S 1000322-28-4 28
4 Butane, 2-nitro- 103 C4H9NO2 000600-24-8 14
5 Propane, 2-methyl-2-nitro- 103 C4H9NO2 000594-70-7 12

Abundance Scan 453 (3.752 min): VX021446.D\data.ms (-440) (-) m/z 41.00 100.00%

41.0
5000
90.0
R REEE R
207.C 3.40 3.60 3.80 4.00
Ot e e m/z 57.10 75.64%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2343: 2-Propanethiol, 2-methyl-
57.0
5000 29.0 90.0 S A S
3.40 3.60 3.80 4.00
m/z 39.00 42.71%
O \‘\\\‘\‘\‘}\\“i‘\“\‘\w‘\\\\‘\\w\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #186: 1-Propene, 2-methyl-
41.0
T ST R
3.40 3.60 3.80 4.00
5000 m/z 90.00 33.55%
50, ),
Ol e Al e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2283: Thiopropanal sulfoxide R e EE
41.0 3.40 3.60 3.80 4.00
m/z 75.00 18.64%
5000 90.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032421\
Data File : VX021446.D

Acqg On : 24 Mar 2021 19:10

Operator JC/MD

Sample : M1774-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Butanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.299 79.57 ug/l 334196 Pentafluorobenzene 5.629

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Propane 44 C3H8 000074-98-6 47
3 Ethene, ethoxy- 72 C4H80 000109-92-2 47
4 Propanal, 2-methyl- 72 C4H80 000078-84-2 38
5 Methacrolein 70 C4H60 000078-85-3 27
Abundance Scan 546 (4.299 min): VX021446.D\data.ms (-534) (-) m/z 43.95 100.00%
44.0
72.0
5000
57.0
R R e N aa
4.00 4.20 4.40 4.60
0b e e oo i e e m/z 43.00 95.09%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #646: Butanal
27.0 44.0
72.0
5000
4.00 4.20 4.40 4.60
15.0 ‘ 57.0 m/z 40.95 89.03%
0 36*”
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #79: Propane
29.0
AREEmAEEEEES
4.00 4.20 4.40 4.60
5000 m/z 72.00 71.82%
44.0
15.0 ‘
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #678: Ethene, ethoxy- R R RRRES S
44.0 4.00 4.20 4.40 4.60
m/z 39.00 56.19%
72.0
5000 29.0
B0l sto
o-rrr——t e e e R
m/z--> 0 10 20 30 40 50 60 70 80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032421\
Data File : VX021446.D

Acqg On : 24 Mar 2021 19:10
Operator : JC/MD

Sample : M1774-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 1-Butanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

7270 s.63ug/l 51639  1,4-Difluorobenzene 6.829
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Butanol 74 C4H100 000071-36-3 72
-Propene, 2-methyl- 56 C4HS8 000115-11-7 42
4-Dimethyldihydrofuran-2,5-dione 128 C6H803 007475-92-5 40
Butene, (Z)- 56 C4H8 000590-18-1 17
-Butene 56 C4HS8 000106-98-9 10

uhwNnpR
RPN WR R
[

Abundance Scan 1051 (7.270 min): VX021446.D\data.ms (-1042) (-) m/z 56.00 100.00%

410 560
5000
AR RRRRN e
| M “ 720 7.00 7.20 7.40 7.60 )
ol m/z 41.00 84.69%
miz--> 0 20 40 60 80 100 120
Abundance #839: 1-Butano
s10 80
5000 L L L L AN B
7.00 7.20 7.40 7.60
m/z 43.00 66.74%
\‘\\]-\5‘\-‘0‘\‘”\‘\M M\\“‘\\7\3.\0‘\\\\‘\\\\‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance #186: 1-Propene, 2-methyl-
41.0
P T T
7.00 7.20 7.40 7.60
5000 56.0 m/z 42.00 36.84%
26
miz--> 0 20 40 60 8 100 120 k
Abundance #12132: 3,4-Dimethyldihydrofuran-2,5-dione R Rl
56.0 7.00 7.20 7.40 7.60
41.0 m/z 39.00 29.24%
5000
ol 2 1280
m/z--> 0 20 40 60 80 100 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032421\
Data File : VX021446.D

Acqg On : 24 Mar 2021 19:10
Operator : JC/MD

Sample : M1774-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 1-Pentanol, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.194 13.99 ug/l 115654  Chlorobenzene-d5 10.094
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 2-methyl- 102 C6H140 000105-30-6 90
2 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 64
3 1-Fluorooctane 132 C8H17F 000463-11-6 45
4 Pyrrolidine 71 CAHSN 000123-75-1 42
5 Butane, 1-bromo-3-methyl- 150 C5H11Br 000107-82-4 38

Abundance Scan 1548 (10.194 min): VX021446.D\data.ms (-1543) (- m/z 43.00 100.00%

43.0
5000
71.0
T
H 570 65.0 10.00 10.50
0 H‘HwH_m_uw”‘!w_W?WWWWWWw m/z 41.80 45.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4451: 1-Pentanol, 2-methyl-
43.0
5000 [
71.0 1000 1050
29.0 m/z 71.00 36.72%
T
O H‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4433: 1-Butanol, 2-ethyl-
43.0
— —
10.00 10.50
5000 m/z 55.00 34.64%
29.0
o I L3
0‘W‘JW‘NM‘HW‘MW‘HW‘HW‘HW‘MW‘HW‘HW‘HW‘HW‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14487: 1-Fluorooctane ety P=m=s
43.0 10.00 10.50
m/z 70.00 31.91%
5000 29.0 >ro
83.0
0 [ ‘ ‘\ 97.0 1120 132.0

-
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032421\
Data File : VX021446.D

Acqg On : 24 Mar 2021 19:10
Operator : JC/MD

Sample : M1774-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Butanoic acid, butyl ester Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.718 23.44 ug/l 182028 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 90
2 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 74
3 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 72
4 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 72
5 Propanoic acid, 2-methyl-, butyl... 144 C8H1602 000097-87-0 72

Abundance Scan 1807 (11.718 min): VX021446.D\data.ms (-1803) (- m/z 71.00 100.00%

71.0 ‘
43.0
5000
‘ ‘ 101.0 1150 1200
Y S | 0 TR i gy 58.51%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20894: Butanoic acid, butyl ester
71.0
43.0
5000 89.0
11.50 12.00
m/z . 53.25%
0 15.0 H “ I | 116.0
\\\‘\1\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #39518: Butanoic acid, hexyl ester
43.0 71.0 89.0
T ‘ T T ‘/\\
1150 12.00
5000 ITI z 49.27%
. Ll oo 1seoio
e e R e A ame I S,
miz--> 20 40 60 80 100 120 140 160
Abundance #20972: Butanoic acid, 2-methylpropyl ester
71.0 1150 12.00
m/z . 46.92%
5000 43.0
89.0
‘\ L A‘ I | 114.0
o e A e e e e i =
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032421\
Data File : VX021446.D

Acqg On : 24 Mar 2021 19:10
Operator : JC/MD

Sample : M1774-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 4-Heptanol, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.906 17.81 ug/l 138308 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanol, 2,6-dimethyl- 144 C9H200 000108-82-7 83
2 4-Octanol, 2-methyl- 144 C9H200 040575-41-5 78
3 5-Nonanol 144 C9H200 000623-93-8 72
4 4,5-Octanediol, 2,7-dimethyl- 174 C10H2202 1000153-20-8 72
5 3-Heptanol, 2-methyl- 130 C8H180 018720-62-2 64

Abundance Scan 1839 (11.906 min): VX021446.D\data.ms (-1834) (- m/z 69.00 100.00%

69.0
5000 41.0 870
‘ 12,00
126.1 :
[ “M ‘ JH“‘ ab o Jl 1110701421 L 4100 47.22%
m/z--> 20 40 60 80 100 120 140
Abundance #21154: 4-Heptanol, 2,6-dimethyl-
69.0
5000 43.0
87.0 12.00
270 m/z 43.00 46.74%
O T \H‘\ \“"! T \‘m“ \‘\M\ | \“\‘ T \:L:\I_]\-\O:‘]-Z\‘e\o\\ T
m/z--> 20 40 60 80 100 120 140
Abundance #21131: 4-Octanol, 2-methyl-
69.0
12.00
5000 87.0 ITI/Z 87.00 41.19%
41.0
oL 20 || . aowso
m/z--> 20 40 60 80 100 120 140
Abundance #21097: 5-Nonanol =y
69.0 12.00
m/z 45.00 23.58%
5000 41.0 87.0
doso g e
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032421\
Data File : VX021446.D

Acqg On : 24 Mar 2021 19:10

Operator JC/MD

Sample : M1774-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1-Hexanol, 2-ethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.253 77.28 ug/l 600040 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 64
3 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 50
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 45

Abundance Scan 1898 (12.253 min): VX021446.D\data.ms (-1893) (-
57.0

m/z 56.95 100.00%

5000 k
83.1
1200 1250
1121
0 wa‘i‘mw‘ 2069 m/z 41.00 46.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13669: 1-Hexanol, 2-ethyl-
57.0
5000 T
1200 1250
29.0 83.0 m/z 43.00  34.61%
112.0
O\\\‘\h“\\“‘{\\w‘\H\\\‘!\\\“\\f‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57.0
—
1200 1250
5000 m/z 55.00  31.33%
29.0 83.0
A AT
Ol e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19182: Octane, 3,5-dimethyl- ‘
57.0 1200 1250
m/z 70.00 22.94%
5000
29'0‘ ‘ 850 1130
ol b L L 220
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032421\
Data File : VX021446.D

Acqg On : 24 Mar 2021 19:10
Operator : JC/MD

Sample : M1774-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 4-Nonanol, 2,6,8-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.883 40.08 ug/l 311178 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Nonanol, 2,6,8-trimethyl- 186 C12H260 000123-17-1 86
2 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 50
3 2-Methyl-3-decanol 172 C11H240 083909-79-9 47
4 Cyclopropanecarboxylic acid,isob... 142 C8H1402 064969-79-5 47
5 Cyclooctane, butyl- 168 C12H24 016538-93-5 47

Abundance Scan 2175 (13.883 min): VX021446.D\data.ms (-2169) (- m/z 69.00 100.00%

69.0
43.0
5000
1111 3‘6 “Od
13.5 14.
168.2
0 | “H e m‘l b 2010 myz 42,95 74.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50342: 4-Nonanol, 2,6,8-trimethyl-
69.0
5000 43.0 — RS
13.50 14.00
111.0 m/z 41.00 58.02%
O ]\-\4.\.(‘)\‘\‘\ \“ T \‘\“\ T “‘H“\ T \h‘ T \“1 T ’ T \‘\ T ‘ TTT \]‘-\6}8\\0‘ TTTT ‘ LI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6735: 1-Hexene, 3,3-dimethyl-
69.0
— —
410 13.50 14.00
5000 ITI/Z 57.00 39.12%
97.0
ooy ol d by
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39796: 2-Methyl-3-decanol = —
69.0 13.50 14.00
m/z 54.95 38.39%
5000
41.0
111.0
O Frrr et P e e ey T —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032421\
Data File : VX021446.D

Acqg On : 24 Mar 2021 19:10
Operator : JC/MD

Sample : M1774-03

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 5-Undecene, 7-methyl-, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.954 40.87 ug/l 317293 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Nonanol, 2,6,8-trimethyl- 186 C12H260 000123-17-1 87
2 5-Undecene, 7-methyl-, (E)- 168 C12H24 074630-66-3 50
3 2-Methyl-3-decanol 172 C11H240 083909-79-9 47
4 Cyclooctane, ethyl- 140 C1eH20 013152-02-8 43
5 2-Hexene, 4-methyl-, (E)- 98 C7H14 003683-22-5 35

Abundance Scan 2187 (13.954 min): VX021446.D\data.ms (-2182) (- m/z 69.00 100.00%

69.0
43.0
5000
111.1 e
14.00
168.2
0 “‘ H‘!MeLuL‘wuulcg_w‘ml‘??‘l“m_m‘m m/z 43.00  73.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50342: 4-Nonanol, 2,6,8-trimethyl-
69.0
5000 430 =
14.00
1110 m/z 41.00 54.99%
O}%\?\U\\‘ 1680
m/z--> 80 100 120 140 160 180
Abundance #36822.5—Undecene,7—methyL,(E}
69.0
—
14.00
5000 m/z 55.00 36.77%
41.0
111.0
o[ a0 180
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39796: 2-Methyl-3-decanol T
69.0 14.00
m/z 57.00 35.48%
5000
41.0
111.0
ouw‘l‘u“ RS
m/z--> 20 40 60 80 100 120 140 160 180 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032421\
Data File : VX021446.D

Acqg On : 24 Mar 2021 19:10
Operator : JC/MD

Sample : M1774-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X032421W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Propane 1.158 17.6 ug/l 73783 1 5.629 209994 50.0
unknown3.752 3.752 18.6 ug/l 77987 1 5.629 209994 50.0
Butanal 4.299 79.6 ug/l 334196 1 5.629 209994 50.0
1-Butanol 7.270 8.6 ug/l 51639 2 6.829 299105 50.0
1-Pentanol, 2-m... 10.194 14.0 ug/l 115654 3 10.094 413347 50.0
Butanoic acid, ... 11.718 23.4 ug/l 182028 4 12.059 388206 50.0
4-Heptanol, 2,6... 11.906 17.8 ug/l 138308 4 12.059 388206 50.0
1-Hexanol, 2-et... 12.253 77.3 ug/l 600040 4 12.059 388206 50.0
4-Nonanol, 2,6,... 13.883 40.1 ug/l 311178 4 12.059 388206 50.0
5-Undecene, 7-m... 13.954 40.9 wug/l 317293 4 12.059 388206 50.0
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