LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11023\
Data File : VN@76190.D

Acqg On : 10 Jan 2023 18:24

Operator : JC\MD

Sample : 01061-02

Misc : 5.07gr/10mL/100uL/5.0mL/MSVOA_N/MeOH

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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\82N121422W.M
Title : SW846 8260
Signal : TIC: VN@76190.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.265 536 546 559 rBV4 18597 72571 1.61% 0.264%
2 7.965 997 1005 1019 rVB3 17634 49838 1.11% 0.181%
3 8.171 1030 1040 1044 rBV 267772 673235 14.96% 2.448%
4 8.224 1044 1049 1060 rVB 577351 1266519 28.15% 4.605%
5 8.441 1079 1086 1094 rBV 23883 53460 1.19% 0.194%
6 8.577 1100 1109 1120 rBV 284654 645113 14.34% 2.346%
7 8.759 1124 1140 1151 rBV3 30411 101089 2.25% 0.368%
8 8.965 1166 1175 1185 rVB2 23764 50899 1.13% 0.185%
9 9.100 1189 1198 1211 rBV 755920 1521372 33.81% 5.532%
10 9.594 1270 1282 1288 rBvV3 23332 63777 1.42% 0.232%
11 10.147 1370 1376 1381 rBV3 26088 48438 1.08% 176%

12 10.565 1440 1447 1454 rBV 1118233 2027205 45.06%
13 10.629 1454 1458 1466 rVB 57109 105058 2.33%
14 10.747 1471 1478 1484 rVB 61389 110513 2.46%

NADOOND®
w
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N
R

15 11.865 1659 1668 1680 rBV 938901 1692355 37.61% 154%
16 11.965 1680 1685 1690 rBV 49746 79199 1.76% 0.288%
17 12.071 1696 1703 1714 rBV 203093 401651 8.93% 1.460%
18 12.400 1749 1759 1766 rBV 79430 165575 3.68% 0.602%
19 12.706 1805 1811 1820 rBV2 65805 139811 3.11% ©0.508%
20 12.853 1829 1836 1844 rVB 724231 1259875 28.00% 4.581%
21 13.100 1873 1878 1882 rBV 61732 113474  2.52% ©0.413%
22 13.165 1884 1889 1897 rVB5 81379 206628 4.59% 0.751%
23 13.265 1902 1906 1912 rVB2 41814 61470 1.37% 0.224%
24 13.341 1912 1919 1924 rBV 28956 57195 1.27% ©.208%
25 13.488 1938 1944 1958 rBV 112493 217049 4.82% ©.789%

26 13.600 1958 1963 1968 rBV3 51788 86741 1.93%
27 13.706 1973 1981 1989 rBV 2818657 4499400 100.00% 1
28 13.794 1990 1996 2005 rVV 917408 1595860 35.47%

OOV o
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]
w
R

29 13.876 2005 2010 2016 rVB 99868 186245 4.14% 677%
30 13.947 2018 2022 2026 rBV 44847 69980 1.56% 254%
31 14.023 2032 2035 2044 rVB3 37260 77068 1.71% 280%

32 14.106 2045 2049 2056 rBV 71149 109395 2.43%
33 14.235 2066 2071 2077 rBV2 306321 511960 11.38%

OCO0ORrRrROOC
00
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N
B

34 14.335 2083 2088 2092 rVB2 31297 49682 1.10% 181%
35 14.388 2092 2097 2101 rBV3 39508 65092  1.45% 237%
36 14.447 2101 2107 2113 rBV9 36745 89347 1.99% 0.325%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11023\
Data File : VNO©76190.D

Acqg On : 10 Jan 2023 18:24

Operator : JC\MD

Sample : 01061-02

Misc : 5.07gr/10mL/100uL/5.0mL/MSVOA_N/MeOH

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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\82N121422W.M
Title : SW846 8260
37 14.529 2115 2121 2128 rBV 239972 424201 9.43%  1.542%
38 14.635 2134 2139 2142 rBV3 77272 119847 2.66% 0.436%
39 14.741 2153 2157 2159 rBV2 106742 161466 3.59% 0.587%
40 14.776 2159 2163 2178 rVB6 385907 1231230 27.36% 4.477%
41 14.894 2178 2183 2189 rVB 154444 225656 5.02% 0.821%
42 14.959 2190 2194 2201 rVB3 119231 207392 4.61% 0.754%
43 15.029 2201 2206 2209 rBV5 35915 66585 1.48% 0.242%
44 15.106 2210 2219 2227 rVB5 189139 471744 10.48% 1.715%
45 15.223 2229 2239 2240 rBv4 173778 360074 8.00%  1.309%
46 15.259 2240 2245 2248 rVV2 237367 472074 10.49% 1.717%
47 15.329 2252 2257 2265 rVB3 351749 915679 20.35%  3.330%
48 15.412 2265 2271 2276 rBV 293673 651038 14.47% 2.367%
49 15.564 2286 2297 2305 rBv4 334639 1254078 27.87% 4.560%
50 15.641 2306 2310 2325 rVB3 383728 1195275 26.57% 4.346%
51 15.835 2338 2343 2353 rVB 120040 233092 5.18% 0.848%
52 16.017 2368 2374 2387 rBv2 292574 652813 14.51% 2.374%
53 16.347 2426 2430 2435 rVB5 43161 72059 1.60% 0.262%
54 16.406 2436 2440 2446 rVB5 37443 67359 1.50% 0.245%
55 16.623 2473 2477 2486 rVB2 72831 149748 3.33% 0.545%
56 16.711 2488 2492 2499 rVBS 23706 46169 1.03% 0.168%

Sum of corrected areas: 27501718
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11023\
Data File : VN@76190.D

Acqg On : 10 Jan 2023 18:24

Operator : JC\MD

Sample : 01061-02

Misc : 5.07gr/10mL/100uL/5.0mL/MSVOA_N/MeOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
Quant Title : SW846 8260

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

Abundance TIC: VN076190.D\data.ms
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Abundance TIC: VN076190.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11023\
Data File : VN@76190.D

Acqg On : 10 Jan 2023 18:24

Operator : JC\MD

Sample : 01061-02

Misc : 5.07gr/10mL/100uL/5.0mL/MSVOA_N/MeOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 D-Limonene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.706 140.97 ug/l 4499400 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Limonene 136 C1OH16 005989-27-5 99
2 Limonene 136 C1OH16 000138-86-3 93
3 Cyclohexanol, 1-methyl-4-(1-meth... 196 C12H2002 010198-23-9 80
4 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 005989-54-8 74
5 Cyclohexene, 4-ethenyl-1,4-dimet... 136 C10H16 001743-61-9 68
Abundance Scan 1981 (13.706 min): VN076190.D\data.ms (-1973) (- | m/z 68.05 100.00%
68.0
93.1
5000
39.0 121.1 . ‘ . i ‘ .
‘ ‘ Ll 13.50 14.00
0 bl 1453 1742 2070 nyz 67.10  75.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18009: D-Limonene
68.0
93.0
5000 — —
121.0 13.50 14.00
41.0 ' m/z 93.10  74.06%
0| “\MH 207.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17996: Limonene
68.0
— =
39.0 93.0 13.50 14.00
5000 m/z 79.05 38.96%
136.0
0 \Jklsb 1
- \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71478: Cyclohexanol, 1-methyl-4-(1-methylethenyl)-, ac — ——
68.0 13.50 14.00
93.0 m/z 91.10 27.07%
5000
41.0 121.0
|
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©11023\
Data File : VN@76190.D

Acqg On : 10 Jan 2023 18:24

Operator : JC\MD

Sample : 01061-02

Misc : 5.07gr/10mL/100uL/5.0mL/MSVOA_N/MeOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 (+)-4-Carene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.235 16.04 ug/l 511960 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+)-4-Carene 136 C1oH16 029050-33-7 97
2 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 000586-62-9 97
3 2-Carene 136 C1OH16 000554-61-0 95
4 1,3-Cyclohexadiene, 1-methyl-4-(... 136 C10H16 000099-86-5 94
5 Bicyclo[2.2.1]hept-2-ene, 1,7,7-... 136 C1@H16 000464-17-5 93
Abundance Scan 2071 (14.235 min): VNO76190.D\data.ms (-2066) ( | m/z 121.85 100.00%
93.1 121.1
5000
41.0
H ‘65“0 M S 01ee 11872 14.00 14.50
0berr et Ml o L 463016521872 s 10 o463
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18016: (+)-4-Carene
93.0 121.0
5000 M\ ‘ 7
14.00 14.50
41.0 m/z 136.15 80.50%
0 \\\‘\\\\“H\\‘\H\‘\H\.\\}‘\\\\‘\M!‘\\[‘\\\f“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18204: Cyclohexene, 1-methyl-4-(1-methylethylidene)-
121.0
93.0
LW\/\‘ T T ‘ T
1400 14.50
5000 m/z 67.42%
41.0 67.0 ‘
S Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17994: 2-Carene
93.0 121.0 14 OO 14 50
m/z 41.78%
5000
41.0
|k L)
olasol i b
m/z--> 20 40 60 80 100 120 140 160 180 200 14 00 14 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11023\
Data File : VN@76190.D

Acqg On : 10 Jan 2023 18:24

Operator : JC\MD

Sample : 01061-02

Misc : 5.07gr/10mL/100uL/5.0mL/MSVOA_N/MeOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 3-Tetradecene, (Z)-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.776  38.58 ug/1 1231230 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Tetradecene, (Z)- 196 C14H28 041446-67-7 58
2 1-Heptanol, 4-methyl- 130 C8H180 000817-91-4 52
3 3-Heptene, (E)- 98 C7H14 014686-14-7 49
4 3-Heptene 98 C7H14 000592-78-9 46
5 (Z)-3-Heptene 98 C7H14 007642-10-6 46

Abundance Scan 2163 (14.776 min): VN076190.D\data.ms (-2159) (- | m/z 55.10 100.00%
55.1
‘ 1450 1500
ol L ) 2490 2083 28LL 40 05 97.19%
mi/z--> 50 100 150 200 250
Abundance #71735: 3-Tetradecene, (Z)-
41,0
5000 83.0 T ——
14.50 15.00
‘ m/z 69.10  97.10%
0 \“\ ‘} ““\ ‘\‘H\““ \‘}‘1\25.0\ T \1\9‘6‘0\ L B B B
m/z--> 50 100 150 200 250
Abundance #15699: 1-Heptanol, 4-methyl-
41.0
T —
84.0 14.50 15.00
5000 ITI/Z 57.10 91.55%
m/z--> 50 100 150 200 250
Abundance #3721: 3-Heptene, (E)- T —
41.0 14.50 15.00
m/z 56.10 88.00%
5000
98.0
oLl L — — — A —
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11023\
Data File : VN@76190.D

Acqg On : 10 Jan 2023 18:24

Operator : JC\MD

Sample : 01061-02

Misc : 5.07gr/10mL/100uL/5.0mL/MSVOA_N/MeOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 Cyclopropane, 1l-ethyl-2-hep... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.106 14.78 ug/l 471744  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-ethyl-2-heptyl- 168 C12H24 074663-86-8 87
2 1-Nonanol 144 C9H200 000143-08-8 86
3 3-Tetradecene, (Z)- 196 C14H28 041446-67-7 80
4 1-Decene 140 C10H20 000872-05-9 80
5 Cyclopropane, 1-methyl-2-octyl- 168 C12H24 037617-26-8 76

Abundance Scan 2219 (15.106 min): VN076190.D\data.ms (-2210) (- m/z 55.05 100.00%
.0

55
5000
83.1

7
119.1 15.00 15.50

151.1
o Lol B ass1 213 oe g0 sy
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43579: Cyclopropane, 1-ethyl-2-heptyl-
55.0
5000 — —
83.0 15.00 15.50

m/z 69.10 87.83%

- \\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24384: 1-Nonanol
56.0

——

15.00 15.50

5000 m/z 70.10  85.46%
29.0

83.0
\‘\‘\HH‘HH‘ - ,126'0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

#71735: 3-Tetradecene, (2)- —
41.0 15.00 15.50

69.0 m/z 41.00  80.27%

5000
97.0
| 1250 1680 1960

(RS M i . —
miz--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11023\
Data File : VN@76190.D

Acqg On : 10 Jan 2023 18:24

Operator : JC\MD

Sample : 01061-02

Misc : 5.07gr/10mL/100uL/5.0mL/MSVOA_N/MeOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 5 2,3-Dimethyl-2-octene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.259 14.79 ug/1 472074  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dimethyl-2-octene 140 C10H20 019781-18-1 74
2 2,3-Dimethyl-2-heptene 126 CSH18 003074-64-4 50
3 3-Hexene, 2,4-dimethyl- 112 C8H16 082085-14-1 47
4 Cyclopropane, 1,1,2-trimethyl-3-... 140 C10H20 041977-43-9 43
5 Oxalic acid, allyl tridecyl ester 312 C18H3204 1000309-24-1 43
Abundance Scan 2245 (15.259 min): VN076190.D\data.ms (-2240) (- m/z 55.10 100.00%
55.1
5000
ot WWN\
—— —
15.00 15.50
115.2 .
Olrrrrrr um“,“:h““,“u‘l‘wu_uH‘lrr?%"z”sz‘,o‘?;?’,uH_W%%lm m/z 83.10 95.67%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #20686: 2,3-Dimethyl-2-octene
55.0
5000 —r ——
15.00 15.50
84.0 140.0 m/z 43.05 71.40%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13205: 2,3-Dimethyl-2-heptene
55.0
— —
15.00 15.50
5000 m/z 41.10 53.28%
84.0 126.0
L —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7592: 3-Hexene, 2,4-dimethyl- — —
55.0 15.00 15.50
m/z 69.10 50.80%
5000
112.0
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11023\
Data File : VN@76190.D

Acqg On : 10 Jan 2023 18:24

Operator : JC\MD

Sample : 01061-02

Misc : 5.07gr/10mL/100uL/5.0mL/MSVOA_N/MeOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 unknownl5.329 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.329  28.69 ug/l 915679 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Hexen-2-one, 5-methyl- 112 C7H120 003240-09-3 43
2 1-Octene, 3,7-dimethyl- 140 C1eH20 004984-01-4 38
3 2-Methyl-2-heptene 112 C8H16 000627-97-4 38
4 Cyclopropane, 1l-methyl-2-(3-meth... 140 C10H20 062238-07-7 35
5 1-Heptene, 6-methyl- 112 C8H16 005026-76-6 30
Abundance Scan 2257 (15.329 min): VN076190.D\data.ms (-2252) (- | m/z 69.10 100.00%
69.1
41.0
5000 97.2
— ——
‘ H 13‘3'1 571 202.2 15.00 15.50
o‘H"‘H;:Mu‘u“JW;w‘u‘«‘wmmMm"ﬁu,'mww_m_‘ m/z 57.10  78.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7388: 5-Hexen-2-one, 5-methyl-
43.0
5000 — e
69.0 15.00 15.50
97.0 m/z 41.00 76.88%
O \\\‘\‘\‘\\‘iw\\“\‘\‘\‘“\\‘\\\\“\\1\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20701: 1-Octene, 3,7-dimethyl-
43.0
— ——
15.00 15.50
5000 m/z 56.10 66.19%
0 15.0
AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7530: 2-Methyl-2-heptene o —
410 690 15.00 15.50
m/z 55.10 64.05%
5000
112.0
0‘H"M‘“;”m“““J‘H“m‘J_m‘m“HH,HHWHWHW - —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11023\
Data File : VN@76190.D

Acqg On : 10 Jan 2023 18:24

Operator : JC\MD

Sample : 01061-02

Misc : 5.07gr/10mL/100uL/5.0mL/MSVOA_N/MeOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 4-Octene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.412  20.40 ug/l 651038 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Octene, (E)- 112 C8H16 014850-23-8 72
2 2-Octene, (E)- 112 C8H16 013389-42-9 72
3 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 72
4 Cyclooctane, 1,4-dimethyl-, cis- 140 C10H20 013151-99-0 59
5 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 58
Abundance Scan 2271 (15.412 min): VN076190.D\data.ms (-2265) (- | m/z 55.10 100.00%
55.1
5000
81 1101 M
——
‘ ‘ 15.50
I ool e 2220772 2073 /7 69,10 65.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7504: 4-Octene, (E)-
558.0
5000 isgd
112.0 .
83.0 o
270 m/z 70.10 59.25%
Ok ‘\‘M\‘”1\H‘H\‘\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7514: 2-Octene, (E)-
55.0
——
15.50
5000 m/z 57.10 55.88%
290 gao 7
0 “‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7668: Cyclohexane, 1,2-dimethyl-, cis- ——
55.0 15.50
97.0 m/z 41.10 54.67%
5000
i
0 H“WL‘HH$‘_ “N“ﬁ“NW“H“‘H“H“‘H“H“ e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11023\
Data File : VN@76190.D

Acqg On : 10 Jan 2023 18:24

Operator : JC\MD

Sample : 01061-02

Misc : 5.07gr/10mL/100uL/5.0mL/MSVOA_N/MeOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 2-Octene, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.565 39.29 ug/l 1254080 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 53
2 3-Heptene, 2-methyl-, (E)- 112 C8H16 000692-96-6 49
3 Cyclohexanone, 3-methyl- 112 C7H120 000591-24-2 46
4 3-Hexene, 2,5-dimethyl- 112 C8H16 015910-22-2 46
5 3-Hexene, 2,5-dimethyl-, (E)- 112 C8H16 000692-70-6 46
Abundance Scan 2297 (15.564 min): VN076190.D\data.ms (-2286) (- | m/z 69.10 100.00%
69.1
43.1
5000
112.1
T \
R
Ol Ml 1491 1980 myz 43.10 72.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20705: 2-Octene, 2,6-dimethyl-
41.0 69.0
5000 —— :
15.50
m/z 70.10 70.11%
LI gy o 208
O\\\\‘\}\\i\\\“\‘\w\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7616: 3-Heptene, 2-methyl-, (E)-
69.0
41.0 T I
15.50
5000 m/z 55.10 68.27%
112.0
20l i d |
YIS | S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7400: Cyclohexanone, 3-methyl- T ‘
69.0 15.50
m/z 41.10 59.60%
5000 41.0
112.0
0 ——
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11023\
Data File : VN@76190.D

Acqg On : 10 Jan 2023 18:24

Operator : JC\MD

Sample : 01061-02

Misc : 5.07gr/10mL/100uL/5.0mL/MSVOA_N/MeOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 1-Fluorononane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.641  37.45 ug/1l 1195280 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Fluorononane 146 COH19F 000463-18-3 68
2 Cyclooctane, 1,5-dimethyl- 140 C1oH20 021328-57-4 55
3 1-Dodecene 168 C12H24 000112-41-4 52
4 1,2-Cyclooctanedione 140 C8H1202 003008-37-5 46
5 Cyclooctane 112 C8H16 000292-64-8 45

Abundance Scan 2310 (15.641 min): VN076190.D\data.ms (-2306) (- | m/z 43.10 100.00%

43.1
69.1
5000 97.1
128.1

—
‘ ‘ 15.50 16.00
L ‘ NN ‘\ il

el L I 3628 2050 s 57,18 83.64%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25730: 1-Fluorononane
43.0

5000 —
70.0 15.50 16.00
97.0 m/z 56.10 80.89%

15.0126.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20718: Cyclooctane, 1,5-dimethyl-
56.0

T
15.50 16.00

o

o

5000 m/z 41.10 80.03%
97.0
29.0 ‘ 125.0
o“‘_”‘w“‘ "NL‘N_‘www‘u;‘u“u“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43465: 1-Dodecene T ——
43.0 15.50 16.00

m/z 55.10  69.36%

69.0
5000
97.0
\‘ | | 1250 1680

0 et s e e e 7 7
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11023\
Data File : VN@76190.D

Acqg On : 10 Jan 2023 18:24

Operator : JC\MD

Sample : 01061-02

Misc : 5.07gr/10mL/100uL/5.0mL/MSVOA_N/MeOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 1-Decanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.017  20.45 ug/l 652813 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol 158 C10H220 000112-30-1 91
2 1-Dodecanol 186 C12H260 000112-53-8 87
3 Cyclooctane 112 C8H16 000292-64-8 87
4 Cyclodecane 140 C1eH20 000293-96-9 76
5 Cyclooctane, 1,4-dimethyl-, cis- 140 C10H20 013151-99-0 74
Abundance Scan 2374 (16.017 min): VN076190.D\data.ms (-2368) (- | m/z 55.05 100.00%
55.0
83.1
5000
112.1 T
H 140.1163.2 188.1 16.99
0! bl 10116321881 2183 . 76 19  89.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34602: 1-Decano
70.0
43.0
5000 — :
97.0 16.00
m/z 41.05 84.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61033: 1-Dodecano
55.0
83.0 T 1
16.00
5000 m/z 43.10 81.87%
29.0
111.0
1400
H‘\ \‘ | h 16\80
Om‘\mim“\h‘mwmwm‘\m‘\m‘\m‘\m‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7496: Cyclooctane — ‘
56.0 16.00
m/z 69.10 81.74%
83.0 112.0
5000
27.0
om_MH I i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11023\
Data File : VN©76190.D

Acqg On : 10 Jan 2023 18:24

Operator : JC\MD

Sample : 01061-02

Misc : 5.07gr/10mL/100ulL/5.0mL/MSVOA_N/MeOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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|
D-Limonene 13.706 141.0 ug/l 4499400 4 13.794 1595860 50.0
(+)-4-Carene 14.235 16.0 ug/l 511960 4 13.794 1595860 50.0
3-Tetradecene, ... 14.776 38.6 ug/l 1231230 4 13.794 1595860 50.0
Cyclopropane, 1... 15.106 14.8 wug/l 471744 4 13.794 1595860 50.0
2,3-Dimethyl-2-... 15.259 14.8 ug/l 472074 4 13.794 1595860 50.0
unknown15.329 15.329 28.7 ug/l 915679 4 13.794 1595860 50.0
4-Octene, (E)- 15.412 20.4 ug/l 651038 4 13.794 1595860 50.0
2-Octene, 2,6-d... 15.565 39.3 ug/l 1254080 4 13.794 1595860 50.0
1-Fluorononane 15.641 37.5 ug/l 1195280 4 13.794 1595860 50.0
1-Decanol 16.017 20.4 ug/l 652813 4 13.794 1595860 50.0
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