LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31622\
Data File : VN@71324.D

Acqg On : 16 Mar 2022 16:48
Operator : JC\MD

Sample : N1886-05

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 16 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\82N©30722W.M

Title : SW846 8260

Signal : TIC: VN@71324.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.281 380 390 402 rBV 978114 2847280 15.29% 2.343%
2 4.569 424 439 454 rBV 382253 1259447 6.76% 1.036%
3 4.851 477 487 500 rVB 98626 312552 1.68% 0.257%
4 7.063 850 863 874 rBV3 138604 445941  2.39% 0.367%
5 7.334 895 909 921 rBV2 129323 396375 2.13% 0.326%

6 8.022 1014 1026 1031 rBV 606763 1519857 8.16%
7 8.081 1031 1036 1053 rVB 1205825 2731282 14.67%
8 8.434 1085 1096 1110 rBV 728312 1728744  9.28%
9 8.963 1177 1186 1197 rBV 1770368 3615507 19.42%

9.151 1210 1218 1236 rBV 519098 1244930 6.69%

P NRNPR
IS
N
N
R

11  9.410 1254 1262 1273 rVB 158545 322184 1.73%
12 10.328 1411 1418 1426 rBV ~ 388895 704294  3.78%
13 10.439 1429 1437 1445 rVV 2846454 5158999 27.71%
14 10.533 1449 1453 1460 rVB 99706 188486 1.01%
15 10.945 1514 1523 1537 rBV 1361639 2542107 13.65%

NORAOO®
N
S
B
xR

16 11.127 1549 1554 1559 rVV 215830 376419 2.02%
17 11.457 1604 1610 1625 rVB 242963 467228 2.51%
18 11.739 1647 1658 1668 rBV 2541719 4668692 25.07%

NOWOOS
(o]
o
=
R

19 11.945 1686 1693 1706 rVB 309712 624859 3.36% 5147%
20 12.727 1819 1826 1835 rVB 2091420 3495557 18.77% 876%
21 12.816 1835 1841 1848 rBV 475087 908663 4.88% 0.748%
22 12.927 1855 1860 1867 rBV 299178 476778 2.56% 0.392%
23 13.051 1877 1881 1894 rVB2 159109 292382 1.57% 0.241%
24 13.304 1911 1924 1937 rBV7 80348 327909 1.76% ©.270%
25 13.516 1955 1960 1966 rVB4 108227 195001 1.05% ©.160%

26 13.580 1966 1971 1978 rBV2 300345 497165 2.67%
27 13.668 1979 1986 1993 rBV 2124219 3714200 19.95%
28 13.763 1993 2002 2010 rVV 2206659 4553199 24.45%
29 13.833 2010 2014 2024 rVB4 183366 428846 2.30%
30 13.986 2035 2040 2044 rBV 234134 369266 1.98%

cCoOwWwWOe
N
N
o
R

31 14.027 2044 2047 2056 rVB3 152945 234561  1.26%
32 14.133 2059 2065 2073 rBV 661616 1168415 6.28%
33 14.339 2088 2100 2106 rBV3 674570 2078026 11.16%
34 14.416 2106 2113 2122 rBV 8301742 13376114 71.84% 11.
35 14.521 2126 2131 2135 rBV 941750 1422208 7.64%

PRRPROO
N
=
S
R

36 14.563 2135 2138 2139 rBV2 184639 212980 1.14% 0.175%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31622\
Data File : VN@71324.D

Acqg On : 16 Mar 2022 16:48
Operator : JC\MD

Sample : N1886-05

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 16 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\82N©30722W.M
Title : SW846 8260

37 14.586 2139 2142 2144 rBV 342335 410284 2.20% ©.338%
38 14.627 2144 2149 2151 rBV 3306383 5073590 27.25% .174%
39 14.668 2151 2156 2161 rBV3 7247488 18620025 100.00% 15.319%

IN

40 14.780 2170 2175 2181 rVB 4120478 6134765 32.95% 5.047%
41 14.992 2201 2211 2218 rBv4 1261038 3437482 18.46%  2.828%
42 15.104 2219 2230 2231 rVV5 847913 2160163 11.60% 1.777%
43 15.133 2232 2235 2237 rVV2 1264167 2028408 10.89% 1.669%
44 15.163 2238 2240 2244 rVV2 1559263 2778667 14.92%  2.286%
45 15.198 2244 2246 2255 rVV3 1298932 3274817 17.59%  2.694%
46 15.286 2255 2261 2265 rVV 1406528 3205220 17.21% 2.637%
47 15.333 2266 2269 2274 rVV2 1104190 2204924 11.84% 1.814%
48 15.398 2274 2280 2282 rVV 835283 1960485 10.53% 1.613%
49 15.439 2284 2287 2295 rVV 1149838 2823780 15.17%  2.323%
50 15.527 2296 2302 2317 rVB4 657443 2068992 11.11% 1.702%
51 15.880 2357 2362 2373 rVB2 120738 247714  1.33% 0.204%

52 16.192 2411 2415 2422 rVB3 109559 212040 1.14% 0.174%

Sum of corrected areas: 121547809
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N1886-05
: 5.0mL/MSVOA_N/WATER
. 16

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31622\

: VNO71324.D
: 16 Mar 2022 16:48

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@30722W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000
6000000
4000000
2000000
0
2

Time-->
Abundance

8000000
6000000
4000000

2000000

TIC: VNO71324.D\data.ms

4.281

4.569 4.851

.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 6.40 6.60 6.80

TIC: VNO71324.D\data.ms

10.439 11.739

8.963
10.945

9.151

AN

10.328|) £25 11.457

Time-->
Abundance

8000000

6000000

4000000

2000000

Time-->

82N030722W.M

0 7.063 7.334

9.410 11.127
= — =
7.00

7.50 9.00

10.00 10.50 11.00

9.50 11.50

TIC: VNO71324.D\data.ms
68

14.
14.416

1.945

T ‘ T T ‘ T T ‘ T
12.00 12.50 14.50 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31622\
Data File : VN@71324.D

Acqg On : 16 Mar 2022 16:48
Operator : JC\MD

Sample : N1886-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.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 1-Hexanol, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.763 61.29 ug/l 4553200 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
3 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 50
4 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 42
5 2-Ethyl-1-hexanol, trifluoroacetate 226 C10H17F302 053800-08-1 38

Abundance Scan 2002 (13.763 min): VN071324.D\data.ms (-1993) (- m/z 57.10 100.00%
57.1

83.0 = I
39 “ﬂ ‘ ‘ 1121 13.50 14.00
ol BEE 1863 1651 u,; 49,10 38.68%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 = ==
13.50 14.00
29.0 83.0 m/z 43.10 31.32%
T SN
O\\\‘\\‘\\“‘\\\‘\\‘\\“1\\\‘\\}\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #15686: 2-Propyl-1-pentano
57.0
—T —r=
13.50 14.00
5000 ITI/Z 55.10 28.75%
29.0 83.0
‘ ‘ ‘ 112.0
0\\\‘\MM\MM\H “wh“d“ﬂ“‘l“““““““
m/z--> 20 40 60 80 100 120 140 160
Abundance #61072: 1-Isobutoxy-2-ethylhexane = T
57.0 13.50 14.00
m/z 70.10 22.61%
5000
29.0
w 83.0 112.0
ool b I T 1430 PN
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31622\
Data File : VN@71324.D

Acqg On : 16 Mar 2022 16:48
Operator : JC\MD

Sample : N1886-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.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 Pentadecafluorooctanoic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.416 180.07 ug/l 13376100 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, 2-... 526 C16H17F1502 1000406-80-9 53
2 1-Pentanol, 2-methyl- 102 C6H140 000105-30-6 50
3 Cyclopentane, 1,1,3,3-tetramethyl- 126 C9H18 050876-33-0 50
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 47
5 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 47

Abundance Scan 2113 (14.416 min): VNO71324.D\data.ms (-2106) (- m/z 57.10 100.00%
57.1

97.1
5000
o
H 14.50
0! bA) 1433 2073 m/z s55.10 93.88%
mlz--> 50 100 150 200 250 300 350
Abundance #341435: Pentadecafluorooctanoic acid, 2-ethylhexyl este
57.0
5000 L
14.50
m/z 70.10 87.44%
112.0
ol \‘ | M0 1690 2190 369.
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #5011: 1-Pentanol, 2-methyl-
43.0
=
14.50
5000 ITI/Z 41.10 75.89%
h 4.0
0 H‘U‘w e —
miz--> 50 100 150 200 250 300 350
Abundance #13279: Cyclopentane, 1,1,3,3-tetramethyl- —
70.0 14.50
m/z 71.10 72.71%
111.0
5000
27.
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31622\
Data File : VN@71324.D

Acqg On : 16 Mar 2022 16:48
Operator : JC\MD

Sample : N1886-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.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 3 (R)-(+)-3-Methylcyclopentanone Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.627 68.30 ug/l 5073590 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (R)-(+)-3-Methylcyclopentanone 98 C6H100 006672-30-6 52
2 Cyclopentanone, 3-methyl- 98 C6H100 001757-42-2 52
3 2-Pentene, 3-ethyl- 98 C7H14 000816-79-5 43
4 3-Heptene 98 C7H14 000592-78-9 43
5 Cyclopentanecarboxaldehyde 98 C6H100 000872-53-7 38

Abundance Scan 2149 (14.627 min): VN071324.D\data.ms (-2144) (- m/z 69.10 100.00%
69.1

39/0 == ==
H 99.1 14.50 15.00
. (
ol JTIT 1489 1012 280 .., 5519 96.23%
miz--> 50 100 150 200 250
Abundance #3669: (R)-(+)-3-Methylcyclopentanone
69.0
98.0
5000 — ==
28.0 14.50 15.00
‘ m/z 41.10 87.75%
0 \‘\“\ i“”\ ! \‘\ “ L L
m/z--> 50 100 150 200 250
Abundance #3652: Cyclopentanone, 3-methyl-
69.0
98.0 —— =
14.50 15.00
5000 m/Z 57.10 79.84%
26.0
OHM\“H“‘“H!\‘\‘_ —
m/z--> 50 100 150 200 250
Abundance #3739: 2-Pentene, 3-ethyl- T =
55.0 14.50 15.00
m/z 70.10 71.66%
5000 98.0
15.0‘ ‘ ‘
ol bl 4 =
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@31622\
Data File : VN@71324.D

Acqg On : 16 Mar 2022 16:48
Operator : JC\MD

Sample : N1886-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.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 1-Hexene, 3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.668 250.66 ug/l 18620000 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 53
2 Cyclopentane, 2-ethyl-1,1-dimethyl- 126 C9H18 054549-80-3 52
3 2-Pentene, 3-ethyl- 98 C7H14 000816-79-5 43
4 Cyclopentanone, 3-methyl- 98 C6H100 001757-42-2 43
5 5-Nonanol, trifluoroacetate 240 C11H19F302 1000463-48-1 38
Abundance Scan 2156 (14.668 min): VN071324.D\data.ms (-2151) (- m/z 55.10 100.00%
55.1
— =
H | ‘ ' 1450 15.00
ob—— il 4k 182 2810 nyz 69.10  89.31%
miz-> 50 100 150 200 250
Abundance #3738: 1-Hexene, 3-methyl-
55.0
5000 LN ‘ ‘
14.50 15.00
m/z 41.10 83.91%
15.0 98.0
0' \“\‘ \‘ 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 #13281: Cyclopentane, 2-ethyl-1,1-dimethyl-
56.0
— =
14.50 15.00
5000 m/z 56.10 73.14%
111.0
AN 1 ¥ N U
miz--> 50 100 150 200 250
Abundance #3729: 2-Pentene, 3-ethyl- " =~
41.0 14.50 15.00
m/z 43.10 65.32%
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@31622\
Data File : VN@71324.D

Acqg On : 16 Mar 2022 16:48
Operator : JC\MD

Sample : N1886-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.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 (S)-(+)-6-Methyl-1-octanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.780  82.59 ug/l 6134770  1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-6-Methyl-1-octanol 144 C9H200 110453-78-6 91
2 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 47
3 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 47
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 47
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 45
Abundance Scan 2175 (14.780 min): VNO71324.D\data.ms (-2170) (- m/z 55.10 100.00%
55.1
97.1
5000
— =
“ 1450 15.00
Orreprrrlcib Al b | 126115221769 2051 /7 97,19 61.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24442: (S)-(+)-6-Methyl-1-octanol
55.0
97.0
5000 " O,
14.50 15.00
29.0 m/z 41.10 48.79%
OHH‘\‘\“\\"‘\H “\‘HH“h‘\\1"\\‘\\1‘2\\7\-0\‘\\\\‘\\\\‘\H\‘H\\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7676: Cyclohexane, 1,3-dimethyl-, cis-
55.0 97.0
— =
14.50 15.00
5000 m/z 70.10 45.48%
27.0
oHm"HHU“H“\whm“:H:‘,Hmwwmewwu
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7686: Cyclohexane, 1,4-dimethyl-, trans- —= =~
55.0 97.0 14.50 15.00
m/z 56.10 45.05%
5000
27.0
NN 1 A T AS. WA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31622\
Data File : VN@71324.D

Acqg On : 16 Mar 2022 16:48
Operator : JC\MD

Sample : N1886-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.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 3-Decene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.992  46.27 ug/l 3437480 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Decene 140 C10H20 019398-37-9 70
2 Cyclopropane, 1l-ethyl-2-heptyl- 168 C12H24 074663-86-8 64
3 1-Nonanol 144 C9H200 000143-08-8 58
4 Cycloheptane 98 C7H14 000291-64-5 55
5 Cyclopropane, 1-methyl-2-octyl- 168 C12H24 037617-26-8 47

Abundance Scan 2211 (14 992 min): VNO71324.D\data.ms (-2201) (- m/z 55.10 100.00%

5000
3.1
/
111 1 15.00
0 LA300 1661 1911 0 41,10 87.38%

?

m/z--> 20 40 60 80 100 120 140 160 180 15.00

miz--> 80 100 120 140 160 180
Abundance #20635.3-Decene
41.0
9.0
5000 L
15.00
m/z 56.10 86.23%
e, e
O\\\\‘\\\\‘\\\ \\‘\\\\‘\\\\‘\\\\l\\\\‘\\\\‘\\\\‘
miz--> 20 40 80 100 120 140 160 180
Abundance #43579 Cyclopropane 1-ethyl-2-heptyl-
55.0
I
15.00
5000 m/z 69.10  85.64%
83.0
29.0
. M ‘J | 1110 1390 168.0
“H“‘H““ R R RS RAARRRERR
miz--> 20 40 60 80 100 120 140 160 180
Abundance #24381: 1-Nonanol ==
5.0 15.00
m/z 43.10 82.73%
29.0
5000
83.0
e
0 =
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31622\
Data File : VN@71324.D

Acqg On : 16 Mar 2022 16:48
Operator : JC\MD

Sample : N1886-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.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 unknownl5.163 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.163  37.41 ug/1 2778670  1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptene, 4-methyl-, (E)- 112 C8H16 066225-17-0 43
2 Cyclohexane, 1l-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 39
3 trans-3,4-Dimethylcyclopentanone 112 C7H120 019550-73-3 38
4 3-Cyclopropylcarboxy-6-ethyldecane 254 C16H3002 1000245-65-6 38
5 2-Hexene, 2,5-dimethyl- 112 C8H16 003404-78-2 37
Abundance Scan 2240 (15.163 min): VN071324.D\data.ms (-2238) (- m/z 69.10 100.00%
69.1
—~= —
391 H | , 15.00 15.50
Okl 1520 1881 2811, 5719 48.58%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7610: 2-Heptene, 4-methyl-, (E)-
69.0
5000 == e
15.00 15.50
390 112.0 m/z 41.10 46.80%
O \H‘\‘”\\“h\\‘H’\“\‘H"}\H“H!\‘H\\‘HH‘HH’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #20757: Cyclohexane, 1-ethyl-2,3-dimethyl-
69.0
111.0 T ‘ T T ‘ T
15.00 15.50
5000 m/z 111.10 39.74%
29.0 140.0
0 ‘H‘““H\“‘m!‘,m‘,H‘l‘H‘W‘l"mlH‘W‘,‘m,‘Wuwww
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7461: trans-3,4-Dimethylcyclopentanone e —
69.0 15.00 15.50
m/z 70.10 29.49%
5000 112.0
39,0
0! bbb e = o
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@31622\
Data File : VN@71324.D

Acqg On : 16 Mar 2022 16:48
Operator : JC\MD

Sample : N1886-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.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 unknownl15.198 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.198 44.09 ug/l 3274820 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 35
2 Silane, trichlorodocosyl- 442 C22HA45C13Si 007325-84-0 30
3 Cyclooctane, methyl- 126 CO9H18 001502-38-1 30
4 Cycloheptane, methyl- 112 C8H16 004126-78-7 30
5 1,5-Heptadiene, 2,3,6-trimethyl- 138 C10H18 033501-88-1 27

Abundance Scan 2246 (15.198 min): VNO71324.D\data.ms (-2244) (- m/z 69.10 100.00%

69.1
5000
1500 1550
152.1 ’ ’
ok lM*xz?lozgll, m/z 57.10 92.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #7604: 1-Hexene, 3,3-dimethyl-
69.0
5000 R —
15.00 15.50
m/z 41.10 89.82%
01\5-\@\‘\““‘\J \I‘\“\\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #322824: Silane, trichlorodocosyl-
43.0
P e
15.00 15.50
5000 m/z 43.10 82.44%
7.0
0 L], 1540 210.0 266.0 398.0
e e e R e T
miz--> 50 100 150 200 250 300 350 400
Abundance #13198: Cyclooctane, methyl- T —
55.0 15.00 15.50
m/z 55.10 64.49%
5000
111.0
A1 11—
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31622\
Data File : VN@71324.D

Acqg On : 16 Mar 2022 16:48
Operator : JC\MD

Sample : N1886-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.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 Cyclohexane, 1,2-dimethyl-,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.286  43.15 ug/1l 3205220 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 74
2 Cyclooctane, 1,4-dimethyl-, trans- 140 C10H20 013151-98-9 68
3 Cyclooctane, 1,4-dimethyl-, cis- 140 C1leH20 013151-99-0 68
4 2-Octene, (E)- 112 C8H16 013389-42-9 64
5 4-Octene, (E)- 112 C8H16 014850-23-8 64

Abundance Scan 2261 (15.286 min): VN071324.D\data.ms (-2255) (-  m/z 55.10 100.00%
55.1

5000
83.1 1121
e —
‘ ‘ ‘ 15.00 15.50
Om\‘\m““\”u“‘\‘\‘u‘”!‘\\\“\\‘\“\‘\%‘\19'\:‘7\‘””‘\\\\29\7\'%\”‘\”?96(? m/z 69.10 51.12%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #7671: Cyclohexane, 1,2-dimethyl-, cis-
55.0
97.0
5000 — s
270 15.00 15.50
' m/z 41.10 50.10%
Of‘f
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #20754: Cyclooctane, 1,4-dimethyl-, trans-
55.0
—— —
15.00 15.50
5000 83.0 m/z 43.10 42.54%
27‘.0 125.0
ow_‘m‘g“u“‘“M‘,“luu“_““wwm_m_ww_ww_m
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #20745: Cyclooctane, 1,4-dimethyl-, cis- T —
55.0 15.00 15.50
m/z 56.10 42.45%
5000 83.0
27,0
H 112.0
obrrdd M A AL B200 o S VA
m/z--> 20 40 60 80 100120140160180200220240260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31622\
Data File : VN@71324.D

Acqg On : 16 Mar 2022 16:48
Operator : JC\MD

Sample : N1886-05

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.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-Octyl trifluoroacetate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.439  38.01 ug/l 2823780 1,4-Dichlorobenzene-d4 13.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octyl trifluoroacetate 226 C1OH17F302 002561-21-9 53
2 3-Methylpentyl acetate 144 C8H1602 035897-13-3 38
3 1-Hexanol, 4-methyl- 116 C7H160 000818-49-5 35
4 Cyclopropane, 1,2,3-trimethyl- 84 C6H12 042984-19-0 35
5 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 25

Abundance Scan 2287 (15.439 min): VN0O71324.D\data.ms (-2284) (- m/z 43.10 100.00%

77 691
112.1
5000
——
\H 140.1 1550
O e W |4 1801 1770 2071 0 69,19 ge.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106100: 1-Octyl trifluoroacetate
69.0
41.0
5000 UL
15.50
m/z 70.10 64.23%
97.0
0150 L‘ | I 1270 15701790 2080
\\\‘\\\\’\\\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24082: 3-Methylpentyl acetate
43.0 69.0
——
15.50
5000 ITI/Z 56.10 61.33%
115.0
11504, |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9480: 1-Hexanol, 4-methyl- —
41.0 70.0 15.50
m/z 41.10 54.08%
5000
| %0
] —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31622\
Data File : VN©71324.D

Acqg On : 16 Mar 2022 16:48
Operator : JC\MD

Sample : N1886-05

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.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|
1-Hexanol, 2-et... 13.763 61.3 ug/l 4553200 4 13.669 3714200 50.0
Pentadecafluoro... 14.416 180.1 wug/l 13376100 4 13.669 3714200 50.0
(R)-(+)-3-Methy... 14.627  68.3 ug/l 5073590 4 13.669 3714200 50.0
1-Hexene, 3-met... 14.668 250.7 ug/l 18620000 4 13.669 3714200 50.0
(S)-(+)-6-Methy... 14.780  82.6 ug/l 6134770 4 13.669 3714200 50.0
3-Decene 14.992 46.3 ug/l 3437480 4 13.669 3714200 50.0
unknown15.163 15.163 37.4 ug/l 2778670 4 13.669 3714200 50.0
unknown15.198 15.198 44.1 ug/l 3274820 4 13.669 3714200 50.0
Cyclohexane, 1,... 15.286 43.1 ug/l 3205220 4 13.669 3714200 50.0
1-Octyl trifluo... 15.439 38.0 ug/l 2823780 4 13.669 3714200 50.0
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