Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

. 17

LS

: Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102621\
: VN@69168.D
: 25 Oct 2021 22:21

JC/MD

: M4284-08

5.00mL/MSVOA_N/WATER

Sample Multiplier: 1
Parameters: RTEINT.P
RTE
ON Filtering:
1 Min Area:
0.2 Max Peaks:
: 0 Peak Location:

C Area Percent Report

5

3 % of largest Peak
100

TOP

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

Peak separation: 5
Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Title : SW846 8260
Signal : TIC: VN@69168.D\data.ms
peak R.T. first max last PK peak corr. corr % of
# min  scan scan scan TY height area % max total
1 4.285 830 856 935 rBV 4387085 12969704 32.28% 5.534%
2 4.572 939 963 1031 rVB 891461 2842625 7.08% 1.213%
3 7.335 1963 1993 2037 rBV 510147 1400896 3.49% 0.598%
4 8.024 2228 2250 2261 rBV 263601 616390 1.53% 0.263%
5 8.088 2262 2274 2298 rVB 489869 1122339 2.79% 0.479%
6 8.440 2380 2405 2430 rBV 285004 668966 1.67%  0.285%
7 8.971 2581 2603 2629 rBV 726482 1506923 3.75% 0.643%
8 10.443 3126 3152 3171 rBV 1167268 2166676 5.39% 0.924%
9 11.087 3376 3392 3418 rBV 306667 531869 1.32% 0.227%
10 11.747 3614 3638 3657 rBV 1119918 2028452 5.05% 0.866%
11 12.353 3850 3864 3876 rBV 319582 520669 1.30% 0.222%
12 12.420 3876 3889 3909 rVV 544451 875685 2.18% 0.374%
13 12.554 3925 3939 3958 rBV 373184 594981 1.48% 0.254%
14 12.734 3982 4006 4026 rBV 924437 1623573 4.04% 0.693%
15 12.838 4029 4045 4055 rBV2 390430 730446  1.82% 0.312%
16 13.179 4156 4172 4194 rVB2 693982 1407267 3.50% 0.600%
17 13.412 4247 4259 4272 rBV 732713 1128884 2.81% 0.482%
18 13.495 4279 4290 4310 rVB2 433193 748687 1.86% 0.319%
19 13.619 4313 4336 4346 rBV 579467 1154422 2.87% 0.493%
20 13.675 4346 4357 4368 rVV 1088182 1786134 4.45% 0.762%
21 13.739 4368 4381 4408 rVB 8155705 14020580 34.90% 5.982%
22 14.142 4515 4531 4553 rBV2 8615115 13460119 33.50% 5.743%
23 14.257 4564 4574 4588 rBv4 287881 504681 1.26% 0.215%
24 14.348 4588 4608 4624 rBV2 3900336 9572480 23.83% 4.084%
25 14.423 4624 4636 4651 rVB 19185540 30310538 75.44% 12.933%
26 14.530 4666 4676 4683 rBV 4689003 7212888 17.95% 3.078%
27 14.635 4705 4715 4720 rBV3 6377123 9455887 23.54% 4.035%
28 14.675 4720 4730 4734 rBV 20710434 31026886 77.23% 13.239%
29 14.785 4761 4771 4800 rVB 9766747 16454685 40.96% 7.021%
30 14.997 4838 4850 4857 rBV2 2359689 4014635 9.99% 1.713%
31 15.204 4911 4927 4940 rBV2 7229759 13104311 32.62% 5.591%
32 15.257 4941 4947 4959 rVvv2 582555 1001190 2.49% 0.427%
33 15.348 4960 4981 5015 rVV 23114953 40177050 100.00% 17.143%
34 15.480 5019 5030 5036 rVV 1483299 2589108 6.44% 1.105%
35 15.517 5037 5044 5078 rVB 2248905 4618374 11.50% 1.971%
36 15.885 5172 5181 5220 rVB3 196043 417817 1.04% 0.178%
82N101221W.M Tue Oct 26 18:19:58 2021 Page:



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102621\
Data File : VN@69168.D

Acqg On : 25 Oct 2021 22:21
Operator : JC/MD

Sample : M4284-08

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 17 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\82N101221W.M
Title : SW846 8260

Sum of corrected areas: 234366817
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102621\
Data File : VN@69168.D

Acqg On : 25 Oct 2021 22:21
Operator : JC/MD

Sample : M4284-08

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

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

Abundance TIC: VN069168.D\data.ms
2.5e+07

2e+07
1.5e+07
le+07

5000000 4.285

4.572

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 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 6.40 6.60 6.80

Abundance TIC: VN069168.D\data.ms
2.5e+07

2e+07
1.5e+07
le+07

5000000

o 7.335 88088  8.440 8.971 10.443 11.087 11./7\47
e :

— R — — N —A —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN069168.D\data.ms

2.5e+07 14.&75

15.348

2e+07 14.423

1.5e+07

1e+07 14.785

13.739 15.204

5000000

14.997 %5 67

5,257 15.885

T T T ‘ T T T ‘ T T ‘ T
15.50 16.00 16.50

148520554 {3538 13-179%@
L S S S S B

‘ T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102621\
Data File : VN@69168.D

Acqg On : 25 Oct 2021 22:21
Operator : JC/MD

Sample : M4284-08

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

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

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

Peak Number 1 Eucalyptol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.739 392.48 ug/l 14020600 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 99
2 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302 1000058-17-6 43
3 4-Isopropyl-1-methylcyclohex-2-enol 154 C10H180 000619-62-5 32
4 2-(3'-0xo-butyl)-cyclopentanone 154 C9H1402 1010143-37-2 25
5 2-Acetonylcyclohexanone 154 C9H1402 006126-53-0 22
Abundance Scan 4381 (13.739 min): VN069168.D\data.ms (-4368) (-  m/z 43.00 100.00%
43.0
81.0
5000 108.1
139.1 4¥/\A
. —
‘ ‘ H 4 13.50 14.00
] B W Ju‘m” bl g b 1961 sz 81,00 61.41%
m/z--> 20 40 80 100 120 140 160
Abundance #30918.EucaWpKﬂ
43.0
81.0
108.0
5000 —— ——
154.0 13.50 14.00
m/z 71.00 46.79%
125.0
0\1\5\.(‘)\‘\‘\\‘“1‘\‘1 3 ‘\‘\‘H‘ \‘\H\“\h\\li\\\‘\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #135218: Trifluoroacetyl-.alpha.-terpineol
43.0
L —
69.0 13.50 14.00
5000 108.0 154.0 m/z 108.05 45.33%
O A
S H | H‘mmhmwmw
miz--> 20 40 80 100 120 140 160
Abundance #31129: 4—Isopropyl—l—methylcyclohex—Z—enol — ——
43.0 13.50 14.00
m/z 84.10 41.02%
5000
71.0 139.0
93.0 111.0
— ““JM m —— ‘ A~
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\VN102621\
Data File : VN@69168.D

Acqg On : 25 Oct 2021 22:21
Operator : JC/MD

Sample : M4284-08

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 unknownl4.142 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.142 376.80 ug/l 13460100 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclobutyl-2-propanol 114 C7H140 059383-67-4 37
2 6-hydroxy-4-octanone 144 C8H1602 1000376-33-8 35
3 7-Octen-2-0l, 2,6-dimethyl- 156 C10H200 018479-58-8 35
4 Formamide, N-formyl-N-methyl- 87 C3H5NO02 018197-25-6 27
5 N,N-Dimethylformamide-di-t-butyl... 203 C11H25N0O2 036805-97-7 22

Abundance Scan 4531 (14.142 min): VN069168.D\data.ms (-4515) (- m/z 59.00 100.00%

59.0
5000
99.0 AN
M 123.1 14.00 14.50
1 e b e 2970 s 43,00 77.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8525: 2-Cyclobutyl-2-propanol
59.0
5000 —T— —3—
14.00 14.50
27.0 81.0 m/z 41.00 52.69%
0 m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24077: 6-hydroxy-4-octanone
43.0 J\
—r—— —F—
14.00 14.50
5000 71.0 m/z 55.00 49.87%
H ‘ ‘ 115.0
0 wa“m‘i‘lw R N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32937: 7-Octen-2-ol, 2,6-dimethyl- J\‘ — ——
59.0 14.00 14.50
m/z 71.00 48.11%
5000
83.0 123.0
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\VN102621\
Data File : VN@69168.D

Acqg On : 25 Oct 2021 22:21
Operator : JC/MD

Sample : M4284-08

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 unknownl4.348 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.348 267.97 ug/l 9572480 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Cyclohexanediol, 1-methyl-, ... 130 C7H1402 019534-08-8 47
2 4-Octanone 128 C8H160 000589-63-9 43
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 43
4 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 43
5 Heptane, 3,3-dimethyl- 128 C9H20 004032-86-4 43

Abundance Scan 4608 (14.348 min): VN069168.D\data.ms (-4588) (-  m/z 43.00 100.00%

71.1
5000 97.1
14‘06 EI.4‘5(5
142.1 ! ’
oww_m‘;‘:m“ ol BT myz s7.05  79.52%
m/z--> 20 40 60 80 100 120 140
Abundance #15545: 1,2-Cyclohexanediol, 1-methyl-, trans-
430 110
5000 — ——
14.00 14.50
112.0 m/z 71.10 75.74%
130.0
O\\\\‘\\\\“ ‘|\‘H}\“‘HH\9\4‘.\P‘\\!‘\|\\‘\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #14274: 4-Octanone
43.0
71.0 — .
14.00 14.50
5000 ITI/Z 58.00 69.95%
128.0
15.0
] | 990
0L+ L o B e
m/z--> 20 40 60 80 100 120 140
Abundance #8664: Pentane, 2,3,4-trimethyl- = 7
43.0 14.00 14.50
m/z 55.00 60.98%
71.0
5000
0 26‘.b L H ‘ 97.0 114.0
B o L B AL I e — —
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102621\
Data File : VN@69168.D

Acqg On : 25 Oct 2021 22:21
Operator : JC/MD

Sample : M4284-08

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

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

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

Peak Number 4 1-Butanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.423 848.50 ug/l 30310500 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 50
2 1-Pentanol, 2-methyl- 102 C6H140 000105-30-6 50
3 Pentadecafluorooctanoic acid, 2-... 526 C16H17F1502 1000406-80-9 47
4 2-Ethyl-1-hexanol, trifluoroacetate 226 C10H17F302 053800-08-1 43
5 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 43
Abundance Scan 4636 (14.423 min): VN069168.D\data.ms (-4624) (- m/z 57.05 100.00%
1.0
97.1
5000
——
‘ H 14.50
oAl 1431 2070 4/ s5.05  93.72%
mlz--> 50 100 150 200 250 300 350
Abundance #4998: 1-Butanol, 2-ethyl-
43.0
5000 —1
14.50
m/z 70.10 90.43%
1V
O\\\1“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #5011: 1-Pentanol, 2-methyl-
43.0
14.50
5000 m/z 71.10 77 .23%
L
L
miz--> 50 100 150 200 250 300 350
Abundance #341435: Pentadecafluorooctanoic acid, 2-ethylhexyl este
57.0 14.50
m/z 41.05 70.95%
5000
112.0
ol H || M20 1600 2190 369,
- "‘““““““““““““““ ——
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\VN102621\
Data File : VN@69168.D

Acqg On : 25 Oct 2021 22:21
Operator : JC/MD

Sample : M4284-08

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Carbonic acid, dodecyl prop... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.530 201.91 ug/l 7212890 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, dodecyl prop-1-en... 270 C16H3003 1000382-90-7 72
2 Carbonic acid, octyl vinyl ester 200 C11H2003 1000383-25-5 72
3 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 72
4 1-Heptanol, 2-propyl- 158 C10H220 010042-59-8 53
5 Tetradecane 198 C14H30 000629-59-4 50

Abundance Scan 4676 (14.530 min): VN069168.D\data.ms (-4666) (- m/z 57.10 100.00%
57.1

5000
84.1
112 1 14.50
0 Mw‘i‘w 1521 2069 m/z 71.10 81.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #160996: Carbonic acid, dodecyl prop-1-en-2-yl ester
57.0
5000
85.0 14.50
m/z 43.10 64.97%
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75515: Carbonic acid, octyl vinyl ester
57.0
14.50
5000 ITI/Z 41.00 60.08%
29.0 83.0 1120
o NI B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126387: Octane, 1,1'-oxybis-
57.0 14.50
m/z 55.00 45.89%
5000
84 0
29.0
0 | \ a “ m 143.0 199.0 243
e ek L T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102621\
Data File : VN@69168.D

Acqg On : 25 Oct 2021 22:21
Operator : JC/MD

Sample : M4284-08

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 1-Octene, 6-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.635 264.70 ug/l 9455890 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octene, 6-methyl- 126 C9H18 013151-10-5 53
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 43
3 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 38
4 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 38
5 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 35

Abundance Scan 4715 (14.635 min): VN069168.D\data.ms (-4705) (- m/z 57.10 100.00%
57.1

41.0
5000 971
14.50 15.00
821 112.1
| RERE “;‘m“ ol e TR 12801481 sy 55,00 78.08%
m/z--> 20 40 60 80 100 120 140
Abundance #13185: 1-Octene, 6-methyl-
55.0
70.0
5000 29.0
97.0 14.50 15.00
m/z 41.00  74.44%
O\\\‘\l\\}‘\\M\’\‘f“\f“!‘\!“‘\\\\]‘.2\6\.0\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #22107: Octane, 2,6-dimethyl-
57.0
41.0 14.50 15.00
5000 ITI/Z 71.10 74.23%
113.0
‘ ‘ 85.0 ‘
olaso | L J T e
m/z--> 20 40 60 80 100 120 140
Abundance #7539: 1-Heptene, 3-methyl-
55.0 14.50 15.00
m/z 70.10 62.27%
70.0
5000
29.0
Ll L eso mzo
oww‘:”;‘””‘ o1 990

m/z--> 20 40 60 80 100 120 140 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102621\
Data File : VN@69168.D

Acqg On : 25 Oct 2021 22:21
Operator : JC/MD

Sample : M4284-08

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 1-Heptanol, 6-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.675 868.55 ug/l 31026900 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptanol, 6-methyl- 130 C8H180 001653-40-3 53
2 1-Heptanol, 4-methyl- 130 C8H180 000817-91-4 50
3 6-Methyl-2-heptanol, chlorodiflu... 242 C10H17C1F202  1000447-27-5 47
4 Cycloheptane 98 C7H14 000291-64-5 43
5 3-Heptene, (E)- 98 C7H14 014686-14-7 43

Abundance Scan 4730 (14.675 min): VN069168.D\data.ms (-4720) (- m/z 55.05 100.00%
55.

84.1
5000
H ‘ " 14.50 15.00
Obrr el Ml o 1431 1702 m/z 69.18 95.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15698: 1-Heptanol, 6-methyl-
41,0 69.0
5000
14.50 15.00
m/z 57.10 86.59%
15.0 97.0
ol | 1300
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15699: 1-Heptanol, 4-methyl-
410 69.0
14.50 15.00
5000 ITI/Z 41.05 82.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #125242: 6-Methyl-2-heptanol, chlorodifluoroacetate
55.0 14.50 15.00
m/z 56.10 77.65%
5000
85.0
29.0 ‘ 113.0
obrrd el il L1570 1850
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\VN102621\
Data File : VN@69168.D

Acqg On : 25 Oct 2021 22:21
Operator : JC/MD

Sample : M4284-08

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 (S)-(+)-6-Methyl-1-octanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.785 460.62 ug/l 16454700 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-6-Methyl-1-octanol 144 C9H200 110453-78-6 91
2 1-Heptene, 3-methyl- 112 C8H16 004810-09-7 50
3 Cyclopentane, (1-methylbutyl)- 140 C1eH20 004737-43-3 42
4 Cyclopentane, 1,2-dimethyl-3-(1-... 140 C10H20 000489-20-3 40
5 6-Methyloctyl acetate 186 C11H2202 1000439-66-5 40

Abundance Scan 4771 (14.785 min): VN069168.D\data.ms (-4761) (- m/z 55.00 100.00%
5!:

5.0
97.1
5000
‘ 14.50 15.00
0b e bl 1280 1820 2069 1o gg 10 63.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24442: (S)-(+)-6-Methyl-1-octanol
55.0
97.0
5000
14.50 15.00
29.0‘ m/z 41.00 48.64%
0 \\\‘\‘\“\\“‘\\\ “\‘H\\“h‘!\1“\\‘\\1‘2\\7.\0\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7539: 1-Heptene, 3-methyl-
55.0
14.50 15.00
5000 m/z 70.10 46.23%
29.0
83.0
ol L1220
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20728: Cyclopentane, (1-methylbutyl)- e ——
55.0 14.50 15.00
97.0 m/z 56.05 44.63%
5000
27.0
0 ST PO RN B O L 6% 1| W N
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\VN102621\
Data File : VN@69168.D

Acqg On : 25 Oct 2021 22:21
Operator : JC/MD

Sample : M4284-08

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Camphor Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.204 366.83 ug/l 13104300 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Camphor 152 C10H160 000076-22-2 98
2 (+)-2-Bornanone 152 C10H160 000464-49-3 98
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C10H160 000464-48-2 98
4 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10H160 006752-80-3 58
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1010142-17-5 43
Abundance Scan 4927 (15.204 min): VN069168.D\data.ms (-4911) (- m/z 95.05 100.00%
95.0
69.0
152.0 — —
‘ h H ‘ 1231 ‘ 15.00 15.50
O “MWM‘MW‘W;‘\ﬁu“k“‘ﬁ‘w“‘u“‘ m/z 81.00 68.57%
miz--> 20 40 60 80 100 120 140 160
Abundance #29050: Camphor
41.0 95.0
5000 69.0 Vi — —
: 15.00 15.50
152.0 m/z 41.00 47.51%
O T \‘i‘\ \‘N\ \‘\“1 T \‘M‘\ \Hl‘i \‘\H“ T 121.0 \‘| T !‘\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #29115: (+)-2-Bornanone
95.0
15.00 15.50
5000 m/z 108.05 37.32%
41.0
69.0 152.0
olzso U Ll o, |
miz--> 20 40 60 80 100 120 140 160
Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S —— —
95.0 15.00 15.50
m/z 69.00 36.44%
5000 4o 69.0
152.0
SECIE 1230
m/z--> 20 40 60 80 100 120 140 160 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102621\
Data File : VN@69168.D

Acqg On : 25 Oct 2021 22:21
Operator : JC/MD

Sample : M4284-08

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 1-Heptanol, 2-propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

15.348 1124.69 ug/1l 40177100 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptanol, 2-propyl- 158 C10H220 010042-59-8 72
2 Nonyl tetradecyl ether 340 C23H480 1000406-37-6 64
3 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 58
4 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 38
5 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 38

Abundance Scan 4981 (15.348 min): VN069168.D\data.ms (-4960) (-  m/z 43.05 100.00%

43.0 711
5000 97.1
15‘00‘ ‘15‘50‘
126.1 . .
ow_m‘i‘m H‘l“‘u‘lmm‘u??ﬂ-%”_“?‘9‘7:‘1_”‘ m/z 71.10  90.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34631: 1-Heptanol, 2-propyl-
43.0
71.0
5000 = —
15.00 15.50
97.0 m/z 57.05 86.41%
sso || | | 7] s
O\\\‘\‘\‘}\\i}‘\\M“\W}\“\‘\\\‘\\u\‘\‘\\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #249109: Nonyl tetradecyl ether
57.0
= —
85.0 15.00 15.50
5000 m/z 55.05 67.62%
29.0 H ‘ 127.0
SIS N R N O LT -4
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14544: Heptane, 2,4-dimethyl- = =
43.0 15.00 15.50
m/z 41.05 66.08%
5000 85.0
o500 | || 1130 s UL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50

82N101221W.M Tue Oct 26 18:20:06 2021 Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN102621\
Data File : VN©69168.D

Acqg On : 25 Oct 2021 22:21
Operator : JC/MD

Sample : M4284-08

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N101221W.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|
Eucalyptol 13.739 392.5 ug/l 14020600 4 13.675 1786130 50.0
unknown14.142 14.142 376.8 ug/l 13460100 4 13.675 1786130 50.0
unknown14.348 14.348 268.0 ug/l 9572480 4 13.675 1786130 50.0
1-Butanol, 2-et... 14.423 848.5 ug/l 30310500 4 13.675 1786130 50.0
Carbonic acid, ... 14.530 201.9 ug/l 7212890 4 13.675 1786130 50.0
1-Octene, 6-met... 14.635 264.7 ug/l 9455890 4 13.675 1786130 50.0
1-Heptanol, 6-m... 14.675 868.5 ug/l 31026900 4 13.675 1786130 50.0
(S)-(+)-6-Methy... 14.785 460.6 ug/l 16454700 4 13.675 1786130 50.0
Camphor 15.204 366.8 ug/l 13104300 4 13.675 1786130 50.0
1-Heptanol, 2-p... 15.348 1124.7 ug/l 40177100 4 13.675 1786130 50.0
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