LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021891.D

Acqg On : 11 May 2021 12:08
Operator : JC/MD

Sample : M2336-01

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 7 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 : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ X\Method\SFAMXTRO51021WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VX@21891.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.154 9 11 14 rVB2 4321 4091 1.22% 0.085%
2 1.288 29 33 39 rBv2 3013 4560 1.36% 0.094%
3  1.368 42 46 53 rVB 54668 54625 16.26% 1.129%
4 1.672 92 96 104 rBV 46338 55381 16.49% 1.145%
5 2.136 169 172 179 rVB7 2330 3753 1.12% 0.078%
6 2.313 194 201 209 rBV 68982 112972 33.63% 2.335%
7 2.392 209 214 224 rW 17349 36516 10.87% 0.755%
8 3.001 306 314 324 rBVS 1356 3788 1.13% 0.078%
9 3.331 363 368 378 rVB4 2087 4987 1.48% 0.103%
10 4.221 507 514 526 rVB4 4402 13043 3.88% 0.270%
11 4.471 543 555 566 rBV 41908 131633 39.19% 2.721%
12 4.574 566 572 582 rVB2 11360 32784 9.76% 0.678%
13 5.062 632 652 666 rBV5 53248 205133 61.07%  4.240%
14 5.977 790 802 817 rBV3 113007 335831 99.99% 6.941%
15 6.763 923 931 942 rBV 79117 191517 57.02%  3.958%
16 7.104 979 987 995 rBVv7 3333 8949 2.66% 0.185%
17 7.312 1012 1021 1031 rBV 70659 155880 46.41%  3.222%
18 8.330 1181 1188 1197 rVB 50449 83338 24.81% 1.722%
19 8.653 1233 1241 1248 rBV 182922 286709 85.36% 5.926%
20 8.720 1248 1252 1258 rVB2 7552 12483 3.72% 0.258%
21 8.952 1284 1290 1297 rBV 32914 49199 14.65% 1.017%
22 9.177 1321 1327 1332 rBV2 4275 7029 2.09% 0.145%
23 9.244 1332 1338 1343 rBvV 12195 18970 5.65% 0.392%
24  9.384 1355 1361 1380 rBV 228850 335877 100.00%  6.942%
25 10.055 1460 1471 1486 rBV 164284 247524 73.69% 5.116%
26 10.195 1490 1494 1499 rBV 9710 13699 4.08% 0.283%
27 10.305 1506 1512 1518 rBV 25636 34677 10.32% 0.717%
28 10.378 1518 1524 1534 rVB 92491 125403 37.34%  2.592%
29 10.543 1548 1551 1558 rVB4 2314 3517 1.05% 0.073%
30 10.646 1562 1568 1576 rVB 74336 98350 29.28% 2.033%
31 10.970 1614 1621 1624 rBV4 2677 4520 1.35% 0.093%
32 11.018 1624 1629 1636 rVB3 3534 6087 1.81% 0.126%
33 11.195 1653 1658 1665 rVB 70702 90193 26.85% 1.864%
34 11.293 1669 1674 1679 rBV5 16644 27687 8.24% 0.572%
35 11.384 1684 1689 1690 rBvV2 5683 5819 1.73% 0.120%
36 11.500 1703 1708 1713 rVB4 4072 6444 1.92% 0.133%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021891.D

Acqg On : 11 May 2021 12:08
Operator : JC/MD

Sample : M2336-01

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 7 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 : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ X\Method\SFAMXTRO51021WMA .M
Title : TRACE VOA SFAM1.0
37 11.573 1713 1720 1723 rBV 14522 18301 5.45% 0.378%
38 11.616 1723 1727 1731 rWV 13110 15930 4.74% 0.329%
39 11.701 1735 1741 1746 rBV 9247 14209 4.23% 0.294%
40 11.768 1746 1752 1756 rBV5 3666 7513 2.24% 0.155%
41 11.890 1766 1772 1777 rBV3 15710 25984 7.74% 0.537%
42 11.975 1782 1786 1789 rBV5 2803 4056 1.21% 0.084%
43 12.024 1789 1794 1800 rBV 182446 236028 70.27% 4.878%
44 12.091 1800 1805 1812 rBV2 14645 23516 7.00% 0.486%
45 12.183 1817 1820 1823 rVV2 7456 9573 2.85% ©.198%
46 12.244 1823 1830 1834 rVV2 14021 28990 8.63% 0.599%
47 12.323 1838 1843 1851 rVB3 208063 328708 97.87% 6.794%
48 12.427 1856 1860 1865 rBV3 10359 13950 4.15% 0.288%
49 12.469 1865 1867 1873 rVB6 4031 6506 1.94% 0.134%
50 12.542 1873 1879 1881 rBV5 2951 4684 1.39% 0.097%
51 12.591 1882 1887 1893 rVB 46081 61016 18.17% 1.261%
52 12.689 1899 1903 1906 rBV5 4127 5867 1.75% 0.121%
53 12.780 1913 1918 1920 rBV5 4497 7815 2.33% 0.162%
54 12.811 1920 1923 1928 rVB4 11534 17799 5.30% 0.368%
55 12.908 1934 1939 1943 rVB4 7017 10085 3.00% ©0.208%
56 12.951 1943 1946 1947 rBvV3 6491 7138 2.13% 0.148%
57 12.975 1947 1950 1955 rVV6 10598 13666 4.07% 0.282%
58 13.042 1958 1961 1966 rvVB5 7634 9877 2.94% 0.204%
59 13.268 1994 1998 2001 rBV 27958 32421 9.65% 0.670%
60 13.298 2001 2003 2008 rVB5 9911 11839 3.52% 0.245%
61 13.353 2008 2012 2014 rBV4 2264 3461 1.03% 0.972%
62 13.408 2014 2021 2027 rBV6 13204 28697 8.54% 0.593%
63 13.597 2047 2052 2061 rVVv2 15991 24982 7.44% 0.516%
64 13.676 2061 2065 2068 rVVv4 6994 12139 3.61% 0.251%
65 13.707 2068 2070 2073 rVV3 6381 8080 2.41% 0.167%
66 13.737 2073 2075 2078 rV4 3611 4117 1.23% 0.085%
67 13.774 2078 2081 2088 rVV 10536 17097 5.09% 0.353%
68 13.841 2088 2092 2097 rVB4 4939 8171 2.43% 0.169%
69 13.963 2107 2112 2118 rVB7 2685 5078 1.51% 0.105%
70 14.042 2118 2125 2128 rBV2 7982 9885 2.94% 0.204%
71 14.128 2132 2139 2144 rVB9 2315 6016 1.79% 0.124%
72 14.414 2179 2186 2187 rBV4 4096 6044 1.80% 0.125%
73 14.451 2187 2192 2194 rVV4 5388 9843 2.93% 0.203%
74 14.475 2194 2196 2198 rVVv2 4549 4582 1.36% 0.095%
75 14.524 2198 2204 2208 rVv4 24788 39251 11.69% 0.811%
76 14.566 2208 2211 2216 rVV4 7652 11917 3.55% 0.246%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021891.D

Acqg On : 11 May 2021 12:08
Operator : JC/MD

Sample : M2336-01

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 7 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 : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_ X\Method\SFAMXTRO51021WMA .M
Title : TRACE VOA SFAM1.0

77 14.615 2216 2219 2225 rVV3 11405 15848 4.72% ©.328%
78 14.670 2225 2228 2233 rVB7 4692 5497 1.64% 0.114%
79 14.762 2238 2243 2247 rW 77585 96480 28.72% 1.994%
80 14.798 2247 2249 2251 rVV2 6270 6240 1.86% 0.129%
81 14.835 2251 2255 2260 rVV6 10740 18535 5.52% ©.383%
82 14.883 2260 2263 2267 rVB4 3892 4990 1.49% 0.103%
83 14.993 2278 2281 2286 rVB6 5279 7876 2.34% 0.163%
84 15.103 2292 2299 2302 rBV5 13463 25898 7.71% ©.535%
85 15.140 2302 2305 2308 rvVs 10493 13745 4.09% 0.284%
86 15.176 2308 2311 2313 rVV2 16155 22179 6.60% ©.458%
87 15.213 2313 2317 2322 rVW2 65974 96481 28.73% 1.994%
88 15.280 2324 2328 2331 rVWW2 16196 22383 6.66% 0.463%
89 15.329 2331 2336 2341 rVB 119457 156771 46.68% 3.240%
90 15.493 2358 2363 2369 rVB 100486 129341 38.51% 2.673%
91 15.578 2375 2377 2382 rVBS 4148 5650 1.68% ©0.117%
92 15.627 2382 2385 2391 rVB5 4546 6075 1.81% 0.126%
93 15.895 2423 2429 2433 rBVe6 6986 16541 4.92% 0.342%
94 15.975 2437 2442 2449 rVW2 119703 198144 58.99%  4.095%
95 16.036 2449 2452 2457 rVBS 8254 12518 3.73% ©.259%
96 16.097 2458 2462 2463 rBvV4 4296 5143 1.53% 0.106%
97 16.158 2469 2472 2476 rVB5 3957 5933 1.77% ©0.123%
98 16.377 2503 2508 2515 rVB 23446 38452 11.45% ©.795%

Sum of corrected areas: 4838519
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: M2336-01
: 25.0mL/MSVOA_X/WATER
: 7 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe51121\

: VX021891.D
: 11 May 2021 12:08

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

200000

150000

100000

50000

TIC: VX021891.D\data.ms

5.977

2.313

1.368 4 672 5.062
4.471

.392

574
1542 2.136 3.001 3.331 4.221

0

Time-->

Abundance

200000

150000

100000

50000

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

TIC: VX021891.D\data.ms
9.384

8.653
10.055

10.378
6.763
7.312 10.646 11.195

0

Time-->

Abundance

200000

150000

100000

50000

Time-->

8.330
. 103 1.293
9.244 ;
400 o || ot 1% lioses__romeas | Tt

‘ —T i R \ = T
6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

TIC: VX021891.D\data.ms

12.024

15.329 15.975

12.591

e

T ‘ T T ‘ T T ‘ T
15.50 16.00 16.50

T T T
12.00 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021891.D

Acqg On : 11 May 2021 12:08
Operator : JC/MD

Sample : M2336-01

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.378 2.53 ug/L 125403  Chlorobenzene-d5 10.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Pentene-2-0l, 2-methyl 100 C6H120 000624-97-5 36
2 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 9

3 2-Hexanol, methyl ether 116 C7H160 1000333-92-0 9
4 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 1524 (10.378 min): VX021891.D\data.ms (-1518) (- m/z 59.10 100.00%

59.1
5000

41.1

1000 1050

791 971 1151

\\‘H\\’\\\\‘\H\“‘H\\’\\w\“\H\‘H\\‘\\H‘\H\‘H\\‘\\H‘\H mZ 57 16 43 72/
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3895: 4-Pentene-2-ol, 2-methyl
59.0
5000

43.0 1000 1050

m/z 41.10 16.71%

85.0
\\‘\\\\’\2\\7\-9\\\\“‘i\\\’\\‘\\i\\\‘\7‘2\-\0\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7830: Butanamide, 3,3-dimethyl-
59.0

1000 1050
5000 ITI/Z 43.10 12.70%
41.0
115.0
,,83°1°°°
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8370: 2-Hexanol, methyl ether s P
59.0 10.00 10.50
m/z 56.10 8.27%
5000
29.0
s0 B0 T e PMweo  n [l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021891.D

Acqg On : 11 May 2021 12:08
Operator : JC/MD

Sample : M2336-01

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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 3 unknown-02 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.293 0.59 ug/L 27687 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Norbornanol, formate 140 C8H1202 090199-27-2 37
2 1(2H)-Pentalenone, 3,3a,4,6a-tet... 122 C8H100 056138-05-7 37
3 Bicyclo[2.2.1]non-2-ene, 5-(amin... 123 C8H13N 1000162-20-0 25
4 exo-Norborneol, trifluoroacetate 208 C9H11F302 031024-13-2 23
5 3a,4,5,6,7,7a-Hexahydro-4,7-meth... 134 C1@H14 004488-57-7 17
Abundance Scan 1674 (11.293 min): VX021891.D\data.ms (-1669) (- m/z 43.10 100.00%
431
66.0
5000
137.1
109.1
91.1 MN‘\W\I\‘ 1 7
| ‘ i ‘ 11.00 11.50
\‘H\\‘HH"}\H"‘\\‘\‘\“\\‘\MH\“\H\‘\‘\‘\\‘\H\‘HH‘HH‘HH‘HH m/z 56.16 69-93%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18411: 2-Norbornanol, formate
66.0
94.0
5000
11.00 11.50
41.0 m/z 66.00 56.43%
27.0 ‘ ‘
\‘\HH‘HH"‘M‘H"\Mm}‘\\‘ \‘}‘\\%\U\P\\\“\‘H\‘H]\.\]-‘]\.\c\)\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #9997: 1(2H)-Pentalenone, 3,3a,4,6a-tetrahydro-
66.0
—— ——
80.0 122.0 11.00 11.50
5000 m/z 79.10 46.28%
39.0 04.0
Al
m/z--> 20 30 40 50 60 70 80 90 100110120130140 };V\
Abundance #10235: Bicyclo[2.2.1]non-2-ene, 5-(aminomethyl)-, exo- : W AL ‘A‘ g
66.0 11.00 11.50
m/z 59.00 40.47%
30.0
5000
91.0 J\ j\
1060 123.
T TR SN YN VY.
m/z--> 20 30 40 50 60 70 80 90 100110120130140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021891.D

Acqg On : 11 May 2021 12:08
Operator : JC/MD

Sample : M2336-01

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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 3-Heptanol, 3,5-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.890 0.55 ug/L 25984 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptanol, 3,5-dimethyl- 144 C9H200 019549-74-7 64
2 3-Octanol, 3-methyl- 144 C9H200 005340-36-3 38
3 3-Heptanol, 3,6-dimethyl- 144 C9H200 001573-28-0 38
4 3-Heptanol, 3,6-dimethyl- 144 C9H200 001573-28-0 37
5 3-Dodecanol, 3,7,11-trimethyl- 228 C15H320 007278-65-1 37
Abundance Scan 1772 (11.890 min): VX021891.D\data.ms (-1766) (-~ m/z 73.10 100.00%
3.1
5000
55.0
SN A VW L.
39 “ 97‘-1 11‘5'1 11.50 12.00
‘H“HH‘HN“HM‘MH_m“H‘H_H m/z 55.05 32.51%
miz--> 20 40 60 80 100 120 140
Abundance #21148: 3-Heptanol, 3,5-dimethyl-
73.0
5000 50 J\f\ : e
11.50 12.00
29.0 m/z 59.10 24.27%
H | e
\\\\‘\M‘\\“\\\“‘\\\‘\‘\\\\“\\\‘\‘\\‘\\‘\\\
m/z--> 20 80 100 120 140
Abundance #21132. 3—Octanol, 3-methyl-
73.0
‘ T T T T ‘ T \ﬂ T
11 50 12.00
5000 55.0 43.05 21.49%
29.0 115.0
97.0
30 T “ w‘“ e 2910
m/z--> 80 100 120 140
Abundance #21149: 3—Heptano|, 3,6-dimethyl-
73.0 11 50 12 00
41.10  21.25%
5000 55.0
97.0
29.0 ‘ ‘ 115.0
‘H"‘M"""1"‘“m_m_w“_m‘m
m/z--> 20 40 60 80 100 120 140 11. 50 12 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021891.D

Acqg On : 11 May 2021 12:08
Operator : JC/MD

Sample : M2336-01

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Benzene, 1-propenyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.244 0.61 ug/L 28990 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propenyl- 118 C9H10 000637-50-3 64
2 Benzene, 1-propenyl- 118 C9H10 000637-50-3 58
3 Benzene, 1-propenyl- 118 C9H10 000637-50-3 52
4 Benzene, cyclopropyl- 118 C9H1e0 000873-49-4 52
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 52
Abundance Scan 1830 (12.244 min): VX021891.D\data.ms (-1823) (- m/z 117.10 100.00%
11y.1
5000 A
57.0 91.0 \‘\\\\"\L/\\
39.0 ‘ 12.00 12.50
H‘H\\‘HH‘\H\‘HHH“\‘\M‘1‘\”\\‘}\‘\‘3“\‘\‘H‘i\\\\‘\‘\‘\\“\‘\\\“\\\\]-‘3\ﬁ.\2’\\ m/z 118.16 54.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8962: Benzene, 1-propenyl-
117.0
5000 AA}\AM
12.00 12.50
91.0 o
m/z 115.10  39.87%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8958: Benzene, 1-propenyl-
117.0
- —
12.00 12.50
5000 m/z 91.00 21.60%
91.0
39.0 63.0
S P MR A SN S W —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8963: Benzene, 1-propenyl- Loy ‘AA“‘Ax\N [
117.0 12.00 12.50
m/z 57.00 19.00%
5000
910
39.0 )
240\w76u°\w ANALLAN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021891.D

Acqg On : 11 May 2021 12:08
Operator : JC/MD

Sample : M2336-01

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Benzene, (1-methoxypropyl)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.591 1.29 ug/L 61016 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methoxypropyl)- 150 C1eH140 059588-12-4 90
2 Benzeneacetic acid, .alpha.-meth... 166 C9H1003 007021-09-2 72
3 3-Methoxy-3-phenylpropyl chloride 184 C10H13ClO 1000370-35-5 72
4 (4-Methoxy-benzyl)-phenethyl-amine 241 C16H19NO 1000300-71-3 64
5 Benzeneacetic acid, .alpha.-meth... 180 C10H1203 056143-21-6 64
Abundance Scan 1887 (12.591 min): VX021891.D\data.ms (-1882) (- m/z 121.10 100.00%
121.1
5000
77.1 0 A
51.1 ‘ ‘ 12.50
e b L1802 s 770100 24.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23737: Benzene, (1-methoxypropyl)-
121.0
5000 \\/\”A\ T \W/\/\“\/\‘“
12.50
7.0 m/z 91.10  22.66%
290 51.0 ‘
\\\‘\‘\‘\\“‘\ \“i\“\‘\\\“\\\'1\()‘1\}(\)\‘\“‘\\\\‘1\5\9.\0‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #35777: Benzeneacetic acid, .alpha.-methoxy-, (.+/-.)-
121.0
bnAh\ﬁ‘ INAVEEN
12.50
5000 m/z 122.10 9.54%
77.0
29.0\ 511.0 L in H‘ L ‘
T e
mfz--> 20 40 60 80 100 120 140 160 180
Abundance #48297: 3-Methoxy-3-phenylpropyl chloride A : A
121.0 12.50
m/z 105.10 7.19%
5000
77.0
51.0
2?0 | il Ll ‘\ “,101,}0 N ‘ 147.0 184.0 A /\/\ /\
A o e AR Pt
m/z--> 20 40 60 80 100 120 140 160 180 12.50

SFAMXTRO51021WMA.M Mon May 24 07:25:10 2021 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021891.D

Acqg On : 11 May 2021 12:08
Operator : JC/MD

Sample : M2336-01

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.268 0.69 ug/L 32421 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 97
2 Dodecane 170 C12H26 000112-40-3 95
3 Dodecane 170 C12H26 000112-40-3 91
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 1998 (13.268 min): VX021891.D\data.ms (-1994) (- m/z 57.10 100.00%

57.1
5000
85.1
— —]
39 13.00 13.50
113.1 170.4
m"‘HUH“Uﬂ_‘“m‘lm“‘H:M_ml“"‘l"?”_m‘ m/z 43.10  70.93%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38315: Dodecane
57.0
5000 T T T T T T
85.0 13.00 13.50
m/z 71.10 54.35%
29.0 170.0
\\\‘\‘\‘\\‘\\\U‘ﬁ\\“}\“l‘\\\”‘ \].\1%'\()‘\”\ \1\4.‘1\.0\\\‘\\‘\.\‘
m/z--> 60 80 100 120 140 160
Abundance #38317: Dodecane
57.0
T —]
13.00 13.50
5000 ITI/Z 41.10 37.35%
85.0
290 170.0
112.0 .
HW\“H_HUU_J‘;w!mwwa‘1‘4‘1;9”_«‘
m/z--> 40 60 80 100 120 140 160
Abundance #38318: Dodecane T —
57.0 13.00 13.50
m/z 85.10 29.81%
5000
85.0
il I,
113.0 170.0
m/z--> 20 60 80 100 120 140 160 13.00 13.50

SFAMXTRO51021WMA.M Mon May 24 07:25:10 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021891.D

Acqg On : 11 May 2021 12:08
Operator : JC/MD

Sample : M2336-01

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.408 0.61 ug/L 28697 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Octene, 2,3,7-trimethyl-, [S-(... 154 C11H22 052763-13-0 59
2 6-Methyl-hept-2-yn-4-o0l 126 C8H140 060018-69-1 53
3 Triallylsilane 152 C9H16Si 001116-62-7 53
4 3-TIsopropyl-5-methyl-hex-4-en-2-one 154 C10H180 077142-85-9 50
5 Cyclohexane, 1-ethyl-1,3-dimethy... 140 C10H20 062238-31-7 50

Abundance Scan 2021 (13.408 min): VX021891.D\data.ms (-2014) (- m/z 69.05 100.00%

69.0
43.1
5000
111.2
——
‘ H 942 15‘42 13.50
e Wl gl L myz 43.10 65.91%
m/z--> 20 40 60 80 100 120 140 160
Abundance #27098: 4-Octene, 2,3,7-trimethyl-, [S-(E)]-
69.0
—
5000 . 13.50
4L 111.0 m/z 55.05 39.52%
Al
| . | ,
\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #11357: 6-Methyl-hept-2-yn-4-ol
69.0
——
13.50
5000 ITI/Z 111.20 32.51%
41.0 111.0
ST /NP . W
m/z--> 20 40 60 80 100 120 140 160 /\/\MJ\ |
Abundance #26142: Triallylsilane A i 4““ ‘th‘
69.0 13.50
m/z 41.00 25.49%
5000 43.0
111.0
w““ywh‘Lw‘ww‘p$“h“JM“:““;$¥9““‘ —
m/z--> 20 40 60 80 100 120 140 160 13.50

SFAMXTRO51021WMA.M Mon May 24 07:25:11 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021891.D

Acqg On : 11 May 2021 12:08
Operator : JC/MD

Sample : M2336-01

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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 Benzene, 1-(bromomethyl)-2-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.597 0.53 ug/L 24982 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(bromomethyl)-2-methyl- 184 C8H9Br 000089-92-9 93
2 Benzene, 2-bromo-1,4-dimethyl- 184 C8H9Br 000553-94-6 93
3 Benzene, 2-bromo-1,3-dimethyl- 184 C8H9Br 000576-22-7 91
4 Benzene, 1l-bromo-2,3-dimethyl- 184 C8H9Br 000576-23-8 91
5 Benzene, 2-bromo-1,3-dimethyl- 184 C8H9Br 000576-22-7 87
Abundance Scan 2052 (13.597 min): VX021891.D\data.ms (-2047) (- m/z 105.10 100.00%
105.1
5000 77.1
186.1
511 A A pape
13.50 14.00
145.1 166.1
H“‘H“NH‘,uNHjMuH m/z 77.10 41.82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49224: Benzene, 1-(bromomethyl)-2-methyl-
105.0
5000
13.50 14.00
79.0 m/z 186.10 34.17%
51.0 ' 184.0
\\\‘2\7\.\0\“\\“}\“\\\\M’\\‘\\“‘H\\\‘\\\\‘\\\\’\\\\‘U\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49218: Benzene, 2-bromo-1,4-dimethyl-
105.0
[ —
13.50 14.00
m/z 184.00  29.69%
5000 770 184.0 /
51.0 ’
20, | | |
S Tl N N YT S| R TI N
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #49220: Benzene, 2-bromo-1,3-dimethyl- LT ‘AH
105.0 13.50 14.00
m/z 51.10 28.82%
5000
184.0
51.0 77.0
27.0
cowse AAA |
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00

SFAMXTRO51021WMA.M Mon May 24 07:25:11 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021891.D

Acqg On : 11 May 2021 12:08
Operator : JC/MD

Sample : M2336-01

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.524 0.83 ug/L 39251 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octene, 4-ethyl- 140 C10H20 053966-52-2 49
2 Cyclopropane, 1,1,2-trimethyl-3-... 148 C1@H20 041977-43-9 46
3 Cyclopentanone, 2-methyl-3-(1-me... 140 C9H160 054549-81-4 46
4 5-Undecene, 4-methyl- 168 C12H24 143185-91-5 46
5 3-Decene, 2,2-dimethyl-, (E)- 168 C12H24 055499-02-0 43
Abundance Scan 2204 (14.524 min): VX021891.D\data.ms (-2198) (-] 55.10 100.00%
55.1
83.0
140.1
5000
168.2
111.2 ‘ 207.0 14 50
L2070 g3.es 78.70%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17962: 2-Octene, 4-ethyl-
55.0

5000
83.0 14.50
29.0 m/z 69.00 73.76%

W s i
A
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18081: Cyclopropane, 1,1,2-trimethyl-3-(2-methylpropyl)
55.0 83.0

14 50
5000 m/z 41.05 60.17%
140.0
wm‘,‘H1‘1‘_‘”““”‘H‘_HwHHWHWHWHWH

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #18793: Cyclopentanone, 2-methyl-3-(1-methylethyl)-
69.0 14 50

41.0

m/z 140.05 55.15%

5000 970 j\/‘
140.0
L Al

m/z--> 20 40 60 80 100 120 140 160 180 200 14.50

SFAMXTRO51021WMA.M Mon May 24 07:25:12 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021891.D

Acqg On : 11 May 2021 12:08
Operator : JC/MD

Sample : M2336-01

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.762 2.04 ug/L 96480 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Tetradecane 198 C14H30 000629-59-4 95
3 Tetradecane 198 C14H30 000629-59-4 93
4 Tetradecane 198 C14H30 000629-59-4 93
5 Tridecane 184 C13H28 000629-50-5 91
Abundance Scan 2243 (14.762 min): VX021891.D\data.ms (-2238) (- m/z 57.10 100.00%
57.1
- i MM
1450  15.00
‘H‘WW‘Hw“:up‘l“““1“1%‘,1“‘”1‘4,1“3",199‘4_‘1??‘3‘” m/z 43.10 72.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59882: Tetradecane
57.0
5000 85.0 T T
14.50 15.00
29.0 m/z 71.10  62.10%
11 198.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59879: Tetradecane
57.0
b -
14.50 15.00
5000 85.0 m/z 85.15 40.79%
29.0 ‘
113.0 1980
b b L 30,1410 1600 1980
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane T 1
57.0 14.50 15.00
m/z 41.10 39.36%
5000
85.0
29.0
L ‘ Ly 180 1410 1690 1980
H“H“_“‘“H"H‘_“w“u,‘u‘,u“_“w“u F P
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

SFAMXTRO51021WMA.M Mon May 24 07:25:12 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021891.D

Acqg On : 11 May 2021 12:08
Operator : JC/MD

Sample : M2336-01

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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 12 Octadecane, 1-chloro- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

15.103 0.55 ug/L 25898 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 72
2 Hexadecane 226 C16H34 000544-76-3 64
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
4 Tetradecane 198 C14H30 000629-59-4 59
5 2,3-Dimethyldecane 170 C12H26 017312-44-6 53

Abundance Scan 2299 (15.103 min): VX021891.D\data.ms (-2292) (- m/z 57.10 100.00%
57.1

5000 w
112.2 == N
‘ ‘ ‘ 151 ) 15.00 15.50
S I O m/z 71.20 73.79%
miz--> 50 100 150 200 250
Abundance #134594: Octadecane, 1-chloro-
57.0
5000 foer, =
1.0 15.00 15.50
m/z 43.05 52.91%
26,0, | ‘ \\m‘%?’? 1750 217.0 2520 288.0
T T T T ‘ T T T T T T T T T T T T ’ T T T \ ‘
m/z--> 50 100 150 200 250
Abundance #83023: Hexadecane
57.0
e Y
15.00 15.50
5000 m/z 85.10 39.48%
18~d \‘\‘ H\ H\ A u‘ I 1410 183.0 226'0
il e
miz--> 50 100 150 200 250
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- Py =
57.0 15.00 15.50
m/z 41.05 33.95%
- NNJKAAMAMJMJkAmNNAWA
L | ‘\ | 1410 1830 2390 296

m/z--> 50 100 150 200 250 15.00 15.50

SFAMXTRO51021WMA.M Mon May 24 07:25:13 2021 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021891.D

Acqg On : 11 May 2021 12:08
Operator : JC/MD

Sample : M2336-01

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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 14 Diphenyl ether Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.329 3.32 ug/L 156771 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diphenyl ether 170 C12H100 000101-84-8 87
2 Diphenyl ether 170 C12H1e0 000101-84-8 70
3 Diphenyl ether 170 C12H100 000101-84-8 68
4 Spiro[cyclopropane-1,1'(4'H)-nap... 170 C12H100 033498-24-7 64
5 Diphenyl ether 170 C12H100 000101-84-8 58
Abundance Scan 2336 (15.329 min): VX021891.D\data.ms (-2331) (-~ m/z 170.15 100.00%
170.2
141.1
5000 51.1 77.0
115.2 — ——
‘ ‘ 972 ‘ 15.00 15.50
‘\\\N‘\AM‘«WWWHNHJf‘H\J‘\\\\H\\\\Ml\\‘\ m/z 141.05 70.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38285: Diphenyl ether
170.0
5000 = ——
77.0 141.0 15.00 15.50
510 m/z 77.05  43.20%
‘ 115.0
‘2\7\.0\\“\\‘\\“\‘\H\\“\‘\9\5\.0‘\\\\‘\\\\“‘\\\\‘\\\\‘\
m/z--> 200 40 60 80 100 120 140 160 180
Abundance #38286: Diphenyl ether
170.0
— ——
15.00 15.50
5000 m/z 51.10 43.11%
141.0
51.0 77.0
115.0 ‘ |
miz--> 20 40 60 80 100 120 140 160 180
Abundance #38284: Diphenyl ether — A —
170.0 15.00 15.50
m/z 142.20 40.43%
5000
51.0  77.0 1410
28.0 115.0
‘\‘1.\\“H‘;\“1“\“\“1“\‘\9\5\'?”\‘1‘””‘1‘””‘\1“”‘\ — ——
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50

SFAMXTRO51021WMA.M Mon May 24 07:25:14 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021891.D

Acqg On : 11 May 2021 12:08
Operator : JC/MD

Sample : M2336-01

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.493 2.74 ug/L 129341 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Pentadecane 212 C15H32 000629-62-9 94
3 Pentadecane 212 C15H32 000629-62-9 94
4 Tetradecane 198 C14H30 000629-59-4 91
5 Tetradecane 198 C14H30 000629-59-4 91

Abundance Scan 2363 (15.493 min): VX021891.D\data.ms (-2358) (- m/z 57.05 100.00%
57.0

- T ML
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b TR 1412 ge08 2124 e 78,379
m/z--> 20 40 60 80 100 120 140 160 180 200
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5000 L
15.50
29.0 m/z 71.10 64.90%
11
m/z--> 20 40 60 80 100 120 140 160 180 200
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57.0
=
15.50
m/z 85.10 44.95%
5000 85.0
29.0
J oL 80 1410 1690 212.0
R R AR maEEEEE s e
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57.0 15.50
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ey 1130 1410 1680 2120 -
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SFAMXTRO51021WMA.M Mon May 24 07:25:14 2021 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021891.D

Acqg On : 11 May 2021 12:08
Operator : JC/MD

Sample : M2336-01

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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 16 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

15.975 4.20 ug/L 198144  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 95
2 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 94
3 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 87
4 Dimethyl 5-methylisophthalate 208 C11H1204 017649-58-0 22
5 2-Butanone, 3-(4-tert-butylpheno... 220 C14H2002 160875-28-5 20

Abundance Scan 2442 (15.975 min): VX021891.D\data.ms (-2437) (- m/z 177.15 100.00%

177.2
411 67.0
135.1
5000 011 220.3
o

‘ ‘ 16.00
“M“\\“‘M\H‘H‘l\‘\‘\\\‘H\ m z 67.05 64.18%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77415: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
177.0 220.0
41.0

5000
67.0 135.0 16 00
91.0 m/z 41.10 61.04%

T \ T “\ \‘\‘\ W\ \M{ “\‘MH‘\ ‘\“"‘H\ \‘\h!“‘ M‘\ \M‘\ T \“ r ‘! T I ‘\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77414: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
177.0

220.0

41.0 16 00
5000 m/z 135.05 48.08%
67.0 135.0
il e

Al b b L

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77416: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet podes
177.0 16.00

m/z 220.30 40.31%

220.0
5000 41.0
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95.0 JX
150\‘ ‘ g B M h‘\‘ . -

\u‘\u\‘uu‘\u\‘uu‘\\u,uu‘uu‘uu‘uu‘uu‘m
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021891.D

Acqg On : 11 May 2021 12:08
Operator : JC/MD

Sample : M2336-01

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.377 0.81 ug/L 38452 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Heptadecane 240 C17H36 000629-78-7 86
3 Pentadecane 212 C15H32 000629-62-9 80
4 Heptadecane 240 C17H36 000629-78-7 78
5 Hexadecane 226 C16H34 000544-76-3 64

Abundance Scan 2508 (16.377 min): VX021891.D\data.ms (-2503) (-~ m/z 57.05 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051121\
Data File : VX021891.D

Acqg On : 11 May 2021 12:08
Operator : JC/MD

Sample : M2336-01

Misc : 25.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXTRO51021WMA.M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown-01 10.378 2.5 ug/L 125403 2 10.055 247524 5.0
unknown-02 11.293 0.6 ug/L 27687 3 12.024 236028 5.0
3-Heptanol, 3,5... 11.890 0.6 ug/L 25984 3 12.024 236028 5.0
Benzene, 1-prop... 12.244 0.6 ug/L 28990 3 12.024 236028 5.0
Benzene, (1-met... 12.591 1.3 ug/L 61016 3 12.024 236028 5.0
(DEL) Alkane: S... 13.268 0.7 ug/L 32421 3 12.024 236028 5.0
(DEL) Alkane: S... 13.408 0.6 ug/L 28697 3 12.024 236028 5.0
Benzene, 1-(bro... 13.597 0.5 ug/L 24982 3 12.024 236028 5.0
(DEL) Alkane: S... 14.524 0.8 ug/L 39251 3 12.024 236028 5.0
(DEL) Alkane: S... 14.762 2.0 ug/L 96480 3 12.024 236028 5.0
Octadecane, 1-c... 15.103 0.6 ug/L 25898 3 12.024 236028 5.0
Diphenyl ether 15.329 3.3 ug/L 156771 3 12.024 236028 5.0
(DEL) Alkane: S... 15.493 2.7 ug/L 129341 3 12.024 236028 5.0
2,5-Cyclohexadi... 15.975 4.2 ug/L 198144 3 12.024 236028 5.0
(DEL) Alkane: S... 16.377 0.8 ug/L 38452 3 12.024 236028 5.0
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