LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61323\
Data File : VN@©78182.D

Acqg On : 13 Jun 2023 13:36

Operator : JC\MD

Sample : 03172-01

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 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_N\methods\82N060623W.M

Title : SW846 8260

Signal : TIC: VN@78182.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.542 95 100 121 rVB2 248957 1257632 2.46% 0.465%
2 4.441 411 423 447 rBV 5957964 19366350 37.93% 7.154%
3 6.700 791 807 835 rBv4 214244 1443435 2.83% 0.533%
4 8.171 1044 1057 1061 rBV 457379 1117856 2.19% 0.413%
5 8.224 1061 1066 1076 rVB2 1078920 2472896 4.84% 0.913%

6 8.447 1094 1104 1113 rBV 482766 1073182 2.10% ©
7 8.582 1117 1127 1139 rVB 461374 1098723 2.15% ©
8 8.971 1184 1193 1203 rVB 396559 807391 1.58% ©.298%
9 9.106 1207 1216 1232 rVV 1090967 2284719 4.48% ©
9.600 1284 1300 1309 rBV 244924 602809 1.18% o

11 10.459 1438 1446 1457 rBV 280073 570201 1.12% 0.211%
12 10.570 1457 1465 1470 rBV 1617041 3058718 5.99% 1.130%
13 10.635 1470 1476 1490 rVB 16025944 28868747 56.55% 10.664%
14 11.870 1678 1686 1697 rBV 1547521 2751352 5.39% 1.016%
15 12.076 1712 1721 1731 rBV 779761 1600400 3.13% 0.591%

16 12.400 1765 1776 1783 rBV2 395140 942516  1.85% ©.348%
17 12.853 1847 1853 1863 rVB2 1275144 2400879 4.70% 0.887%
18 13.100 1889 1895 1899 rBV 1031081 1833079 3.59% 0.677%
19 13.164 1899 1906 1914 rVB3 1386523 3412649 6.68% 1.261%

20 13.264 1914 1923 1930 rBV 34388730 51053350 100.00% 18.859%

21 13.341 1931 1936 1942 rVB 401085 652420 1.28% 0.241%
22 13.506 1954 1964 1973 rBV2 12025640 22262205 43.61% 8.224%
23 13.611 1977 1982 1988 rVB4 726907 1257693 2.46%  0.465%

24 13.676 1988 1993 1997 rBV3 638017 1274326 2.50% 0.471%
25 13.729 1999 2002 2008 rVB3 465054 873288 1.71% ©.323%
26 13.794 2008 2013 2021 rBV2 1716374 4144639 8.12% 1.531%
27 13.876 2021 2027 2033 rVB 2606009 4485918 8.79% 1.657%
28 13.953 2034 2040 2042 rBV5 465782 801109 1.57% ©.296%
29 13.988 2042 2046 2049 rBV2 1089308 1621170 3.18% ©.599%
30 14.023 2049 2052 2062 rVB3 1464748 3345822 6.55% 1.236%
31 14.111 2062 2067 2073 rBV3 1645852 2896866 5.67% 1.070%
32 14.188 2076 2080 2084 rVB 486988 643348 1.26% 0.238%
33 14.247 2085 2090 2093 rBV 1810054 2824372 5.53% 1.043%
34 14.335 2100 2105 2113 rBV 1509526 2340305 4.58% 0.865%
35 14.447 2118 2124 2129 rVB2 1460337 2423787 4.75%  ©.895%
36 14.576 2140 2146 2151 rBV3 622136 1146311 2.25% 0.423%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61323\
Data File : VN@©78182.D

Acqg On : 13 Jun 2023 13:36

Operator : JC\MD

Sample : 03172-01

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 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_N\methods\82N060623W.M
Title : SW846 8260
37 14.629 2151 2155 2158 rBV 1120418 1845718 3.62% 0.682%
38 14.658 2158 2160 2163 rVB2 676314 713149 1.40% 0.263%
39 14.700 2163 2167 2170 rVB 1235327 1673318 3.28% 0.618%
40 14.770 2170 2179 2188 rVB2 4799604 9941391 19.47% 3.672%
41 14.876 2188 2197 2202 rBV3 3034121 5494632 10.76% 2.030%
42 14.941 2202 2208 2210 rBV3 1875381 3754657 7.35% 1.387%
43 15.058 2218 2228 2233 rBV3 2954960 8352548 16.36%  3.085%
44 15.105 2233 2236 2246 rVB3 927301 1926154 3.77% 0.712%
45 15.217 2249 2255 2261 rVB 1764273 3178628 6.23% 1.174%
46 15.282 2262 2266 2268 rBV4 453313 681772 1.34% 0.252%
47 15.323 2268 2273 2278 rBV3 1414577 2720993 5.33% 1.005%
48 15.464 2287 2297 2304 rBV5 2519689 7253850 14.21%  2.680%
49 15.605 2316 2321 2323 rBV5 559875 985342 1.93% 0.364%
50 15.641 2324 2327 2332 rVB3 683641 987933 1.94%  0.365%
51 15.705 2332 2338 2342 rBV 1130743 2217765 4.34% 0.819%
52 15.752 2342 2346 2350 rBV2 1072994 1650876 3.23% 0.610%
53 15.952 2371 2380 2387 rBV4 1452685 3653031 7.16% 1.349%
54 16.029 2388 2393 2397 rVW 264130 512265 1.00% 0.189%
55 16.129 2403 2410 2412 rBV5 688238 1481636 2.90% 0.547%
56 16.170 2412 2417 2427 rVB 2681073 5541057 10.85% 2.047%
57 16.264 2428 2433 2438 rVB3 356132 609734 1.19% 0.225%
58 16.341 2439 2446 2453 rBV4 726436 1978308 3.87% 0.731%
59 16.488 2462 2471 2481 rBV 7245982 17940402 35.14% 6.627%
60 16.717 2500 2510 2516 rBV2 1845824 4604704 9.02% 1.701%

Sum of corrected areas: 270710326
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VN@78182.D

Acqg On : 13 Jun 2023 13:36

Operator : JC\MD

Sample : 03172-01

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN078182.D\data.ms
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Abundance TIC: VN078182.D\data.ms
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Abundance TIC: VN078182.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VN©78182.D

Acqg On : 13 Jun 2023 13:36

Operator : JC\MD

Sample : 03172-01

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 4-Heptanone, 2,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.264 615.90 ug/1 51053400 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 2,6-dimethyl- 142 CS9H180 000108-83-8 94
2 5-Nonanone 142 C9H180 000502-56-7 64
3 3-Buten-2-o0l, 2,3-dimethyl- 100 C6H120 010473-13-9 59
4 t-Butyl isobutyl ketone 142 C9H180 014705-50-1 50
5 2(3H)-Furanone, dihydro-5-propyl- 128 C7H1202 000105-21-5 50

Abundance Scan 1923 (13.264 min): VN078182.D\data.ms (-1914) (- | m/z 85.05 100.00%

57.0 85.0
5000
142.1

\ 13.00 13.50
ol 2091 L A7 m/z 57.05  99.95%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #23057: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
5000 T
1300 13.50

m/z 41.05 40.25%

20.0 142.0
\‘\\\\‘\‘\‘\\““\\\\‘\f‘\\‘\‘\\\‘J-\O\g\.(\)‘\‘f\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22977: 5-Nonanone
57.0
85.0 ‘

o

29.0 13.00 13.50
5000 ITI/Z 58.05 30.76%
142.0
0 ‘2“0“\“‘\!”“””“;\‘H\H“\‘H}‘1‘1‘\3"?””“””‘””
m/z--> 0 20 60 80 100 120 140 160
Abundance #4413: 3-Buten-2-ol, 2,3-dimethyl- — e
59.0 85.0 13.00 13.50

m/z 43.10 20.42%

5000
39
150 \H H HH ‘ i

m/z--> 0O 20 40 60 80 100 120 140 160 13.00 13 50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VN©78182.D

Acqg On : 13 Jun 2023 13:36

Operator : JC\MD

Sample : 03172-01

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 1-Hexanol, 2-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.876  54.12 ug/1 4485920 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 72
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
4 Decane, 5,6-dipropyl- 226 C1l6H34 119209-20-0 50
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50
Abundance Scan 2027 (13.876 min): VN078182.D\data.ms (-2021) (- | m/z 57.10 100.00%
57.1
- w
13.50 14.00
1121
o‘“_"ﬂh‘wquh‘Jk‘J_‘:w“w‘%54ﬁ“w“w%9§? m/z 41.00  36.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 = =
13.50 14.00
29.0 83.0 m/z 43.05 28.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61072: 1-Isobutoxy-2-ethylhexane
57.0
— —
13.50 14.00
5000 m/z 55.00 28.71%
29.0
“ H 83.0 112.0
0“‘_uHh‘mﬂwﬂwwhh‘HHLW“}f%Q‘_‘H“H‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15686: 2-Propyl-1-pentanol — —
57.0 13.50 14.00
m/z 70.10  24.11%
5000
29.0 83.0
20
O bt it e e e e e o 7
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_N\Data\VN©61323\
Data File : VN©78182.D

Acqg On : 13 Jun 2023 13:36

Operator : JC\MD

Sample : 03172-01

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Di-tert-butyl disulfide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.770 119.93 ug/1 9941390 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-tert-butyl disulfide 178 C8H18S2 000110-06-5 68
2 Disulfide, bis(1-methylpropyl) 178 C8H18S2 005943-30-6 64
3 Disulfide, dibutyl 178 C8H18S2 000629-45-8 49
4 Disulfide, bis(2-methylpropyl) 178 C8H18S2 001518-72-5 47
5 Disulfide, (1,1-dimethylethyl)(1... 178 C8H18S2 072437-46-8 43
Abundance Scan 2179 (14.770 min): VN078182.D\data.ms (-2170) (- | m/z 57.10 100.00%
57.1
- J\M\‘
— =
‘ 90.0 122.0 148.1 178.1 14.50 15.00
bl 00 WL 20D 2069 us 41,05 39.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53420: Di-tert-butyl disulfide
57.0
5000 e A
14.50 15.00
29.0 m/z 39.00 17.28%
178.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53431: Disulfide, bis(1-methylpropyl)
57.0
= —
14.50 15.00
5000 m/z 122.00 10.37%
122.0
29.0 178.0
0 \‘ | Il 88.0 | 149.0 '
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53412: Disulfide, dibutyl —— —
57.0 14.50 15.00
m/z 56.10 10.17%
5000
29.0 122.0 178.0
S 0 PO AN 7Y I N BV OV WV S S
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VN©78182.D

Acqg On : 13 Jun 2023 13:36

Operator : JC\MD

Sample : 03172-01

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknownl4.876 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.876  66.29 ug/l 5494630 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxolamine 245 C14H19N30 000959-14-8 35
2 2(3H)-Furanone, dihydro-3-pentyl- 156 C9H1602 051849-71-9 30
3 4-Methyl-.alpha.-ethylaminobutio... 205 C13H19NO 018268-19-4 27
4 N,N-Diethyl-2-aminoethanol 117 C6H15NO 000100-37-8 25
5 1,2-Ethanediamine, N,N-diethyl- 116 C6H16N2 000100-36-7 22
Abundance Scan 2197 (14.876 min): VN078182.D\data.ms (-2188) (- | m/z 57.05 100.00%
57.0 86.0
5000
148.1
Ll ]
Obrerprrb Ml L L2070 280% o g6 e 85.82%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #129518: Oxolamine
86.0
5000 - b
14.50 15.00
m/z 105.10 77.86%
131.0
0 27\\\T0‘\5‘ﬁ‘.0m 1 - (- | 172.0 230.0
H\‘HH’HH’HH‘HH‘HH‘HH’HH‘HH‘HH‘HH’\H\’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33839: 2(3H)-Furanone, dihydro-3-pentyl-
86.0
= —
14.50 15.00
5000 m/z 106.05 60.86%
41.0
0 w‘UH‘,“L‘w‘w,‘muWw‘“‘,‘1‘5‘9-9”‘wW,W,W_W
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #81530: 4-Methyl-.alpha.-ethylaminobutiophenone
86.0 14.50 15.00
m/z 43.05 58.08%
h MN\M\/
o 4%0J4‘ | 119.0 176.0
e e e e e e e P P
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VN©78182.D

Acqg On : 13 Jun 2023 13:36

Operator : JC\MD

Sample : 03172-01

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 1-Methyl-2-phenylcyclopropane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.941 45.30 ug/l 3754660 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 93
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 90
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1OH12 000874-35-1 81
4 1-Phenyl-1-butene 132 C1OH12 000824-90-8 76
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 76

Abundance Scan 2208 (14.941 min): VN078182.D\data.ms (-2202) (- | m/z 117.00 100.00%
11v.0
- djtwﬂ
148.1 1 T
39.0 77"0 ‘ | ’ 15.00
Obrrredbide e b ol L2074 2819160 62.87%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16134: 1-Methyl-2-phenylcyclopropane
11v.0
5000 1
15.00
m/z 105.05 56.78%
51.0 ‘
O\‘\\\\“\\“w\“‘\“\Hﬁ‘?\‘.e“w‘\HH‘\V‘\‘\‘HH‘\\\\’\\\\‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (Z)-
117.0
e
15.00
5000 m/z 132.05 37.29%
51.0
022.%}%7.0”
m/z--> 20 40 60 80 100120140160180200220240260280 N
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- —
117.0 15.00
m/z 115.10 30.08%
5000
e ‘
Ottt bt e e —
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VN©78182.D

Acqg On : 13 Jun 2023 13:36

Operator : JC\MD

Sample : 03172-01

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 1-Phenyl-1-butene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.058 100.76 ug/l 8352550  1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 94
2 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 91
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 90
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 90
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 89
Abundance Scan 2228 (15.058 min): VN078182.D\data.ms (-2218) (- m/z 117.10 100.00%
1171
5000
77.0 ‘ 15.00 |
148.1 . :
om_m\uuh‘,‘UH“H,‘um‘Mnl“mmwlf?ﬂulu,”H_Ww_%%ln- m/z 132.05  38.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 .
15.00
m/z 115.00  29.64%
390 /7.0
O\H‘HH“\\“}H\’hH\h’\\w\“wh\\“\‘”‘\‘\‘H\\‘\H\’HH’\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)-
117.0
T \
15.00
5000 m/z 105.10 24 .65%
0 77.0
om‘H‘“_J‘:u,“lHw“‘,m“:H“ul“m”‘w‘m,‘H‘,WWWWW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- —r
117.0 15.00
m/z 131.05 18.92%
5000
51.0
SR W L/ Y ——
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VN©78182.D

Acqg On : 13 Jun 2023 13:36

Operator : JC\MD

Sample : 03172-01

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 unknownl5.464 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.464  87.51 ug/1l 7253850 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptanol, 2-propyl- 158 C10H220 010042-59-8 49
2 Ethanone, 1-(2,2-dimethylcyclope... 140 C9H160 003664-75-3 30
3 3-Ethyl-3-methylheptane 142 C10H22 017302-01-1 27
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 27
5 Cycloheptane, methyl- 112 C8H16 004126-78-7 25
Abundance Scan 2297 (15.464 min): VN0O78182.D\data.ms (-2287) (- | m/z 43.10 100.00%
431 131.1
85.1
5000
——
‘162.1 ' 15.50
ol Mol 2089 28LIns; 71,10 90.03%
miz-> 50 100 150 200 250
Abundance #34631: 1-Heptanol, 2-propyl-
43.0
5000 1
85.0 15.50
m/z 131.05  85.85%
01\3‘-\0“\‘ “‘H\ \““\ “‘ fh]-\z‘e\.()} ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #21617: Ethanone, 1-(2,2-dimethylcyclopentyl)-
43.0
—r=
15.50
5000 m/z 57.10 85.58%
84.0
M ‘ 140.0
0L— “\\ “M\u‘ i M‘H‘HH‘ bl }‘ — — —
miz--> 50 100 150 200 250
Abundance #22111: 3-Ethyl-3-methylheptane 7
57.0 15.50
m/z 41.05 76.97%
5000
113.0
27,0
0 S — e
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VN©78182.D

Acqg On : 13 Jun 2023 13:36

Operator : JC\MD

Sample : 03172-01

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Benzene, (1-methylenebutyl)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.170  66.85 ug/1 5541060 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylenebutyl)- 146 C11H14 005676-32-4 83
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 81
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 53
4 5H-Benzocycloheptene,6,7,8,9-tet... 146 C11H14 001075-16-7 53
5 3-Phenylcyclopentanecarboxylic ac1d 190 C12H1402 091495-75-9 50

Abundance Scan 2417 (16.170 min): VN078182.D\data.ms (-2412) (- m/z 118.10 100.00%

118.1
5000

[
39.0 770‘ ‘601 ' 16.00 16.50
ol L DI OO 2070 2820 7 146,05 6e.34%
miz--> 50 100 150 200 250
Abundance #24993: Benzene, (1-methylenebutyl)-
118.0
5000
16.00 16.50
77.0 m/z 131.05  54.54%

39.0 ‘ ‘
T T T } ‘ \‘H‘\H“\ ‘\‘ “ T T 4 T ““ T T T T ’ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

o

16.00 16.50

5000 ITI/Z 117.10 51.94%
91.0
39.0
ol ‘ v““h“ M ‘M‘\‘ S M
Miz--> 50 100 150 200 250
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl- r e
118.0 16.00 16.50

m/z 105.10  35.79%

160.0
5000
39.0 77.0 ‘
\\ “ ‘\\ M\\‘H \‘ H “ Jm ‘Mw\‘ H . ; ,

I
miz--> 50 100 150 200 250 16.00 16.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VN©78182.D

Acqg On : 13 Jun 2023 13:36

Operator : JC\MD

Sample : 03172-01

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 unknownl6.488 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.488 216.43 ug/l 17940400 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-tert-butyl sulfide 146 C8H18S 000107-47-1 49
2 Propanoic acid, 2,2-dimethyl-, s... 208 C5H9Ag02 007324-58-5 32
3 Butane, 2-bromo- 136 C4H9Br 000078-76-2 25
4 Butane, 1-bromo- 136 C4H9Br 000109-65-9 25
5 Propane, 2-methyl-2-nitro- 103 C4H9NO2 000594-70-7 25

Abundance Scan 2471 (16.488 min): VNO78182.D\data.ms (-2462) (- | m/z 57.10 100.00%

57.1
5000

]
051 15TD 101 16.20 16.40 16.60

Ol A2y L m/z 41.05 45.87%

m/z--> 0 50 100 150 200 250 300 350
Abundance #25602: Di-tert-butyl sulfide
57.0

5000 e
16.20 16.40 16.60

m/z 39.00  22.36%

146.0
O \\“\‘\““\\‘\“}“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz—> 0 50 100 150 200 250 300 350
Abundance #85469: Propanoic acid, 2,2-dimethyl-, silver(1+) salt
57.0

16.20 16.40 16.60

5000 m/z 56.05 15.84%
317.0
I L O
m/z--> 0 50 100 150 200 250 300 350
Abundance #18331: Butane, 2-bromo- e e RN
57.0 16.20 16.40 16.60

m/z 154.00 14.61%

5000
050 | | 107.0

m/z--> 0 50 100 150 200 250 300 350 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©61323\
Data File : VN©78182.D

Acqg On : 13 Jun 2023 13:36

Operator : JC\MD

Sample : 03172-01

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.717  55.55 ug/1 4604700 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 168 C12H16 013065-07-1 81
3 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 78
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 70
5 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 70
Abundance Scan 2510 (16.717 min): VN078182.D\data.ms (-2500) (- | m/z 118.10 100.00%
118.1 145.1
5000
91.0 e e
39.0 65.0 16.40 16.60
0 il L7861 2042 s 145,05 90.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 L B B B B B B B
16.40 16.60
91.0 m/z 160.10  63.14%
28.0 510
0' \\"‘\‘\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
e  haaman
160.0 16.40 16.60
5000 ITI/Z 117.05 48.15%
39.0 91.0
63.0
o} O N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #36276: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)- T T
145.0 16.40 16.60
m/z 105.00 37.37%
5000
91.0 115.0
39.0
0 ‘1‘5{‘0““‘“‘mhh?uiq“”‘m““‘H“H ;‘,hw‘”M‘MHWHWH e
m/z--> 20 40 60 80 100 120 140 160 180 200 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61323\
Data File : VNO©78182.D

Acqg On : 13 Jun 2023 13:36

Operator : JC\MD

Sample : 03172-01

Misc : 5.04g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N060623W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
4-Heptanone, 2,... 13.264 615.9 ug/l 51053400 4 13.800 4144640 50.0
1-Hexanol, 2-et... 13.876 54.1 ug/l 4485920 4 13.800 4144640 50.0
Di-tert-butyl d... 14.770 119.9 wug/l 9941390 4 13.800 4144640 50.0
unknownl14.876 14.876 66.3 ug/l 5494630 4 13.800 4144640 50.0
1-Methyl-2-phen... 14.941 45.3 ug/l 3754660 4 13.800 4144640 50.0
1-Phenyl-1-butene 15.058 100.8 ug/l 8352550 4 13.800 4144640 50.0
unknown15.464 15.464 87.5 wug/l 7253850 4 13.800 4144640 50.0
Benzene, (1-met... 16.170 66.8 ug/l 5541060 4 13.800 4144640 50.0
unknownl16.488 16.488 216.4 ug/l 17940400 4 13.800 4144640 50.0
Naphthalene, 1,... 16.717 55.5 ug/l 4604700 4 13.800 4144640 50.0
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