LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052921\
Data File : VX022284.D

Acqg On : 29 May 2021 04:38
Operator : JC/MD

Sample : M2517-03 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 40 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 X\Method\82X051921W.M
Title : SW846 8260
Signal : TIC: VX@22284.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.124 160 170 185 rBV3 18680 84030 3.12% 1.131%
2 2.398 207 215 227 rBV 66082 117771 4.37% 1.585%
3 4.580 565 573 584 rVB2 18890 52385 1.95% 0.705%
4 5.397 694 707 719 rBV2 48737 139682 5.19% 1.880%
5 5.562 723 734 748 rVB2 76960 213187 7.92% 2.870%
6 5.964 790 800 813 rBV2 60563 163631 6.08% 2.203%
7 6.769 923 932 943 rBV 138599 328739 12.21%  4.426%
8 7.135 978 992 1001 rVB5 12993 30181 1.12% 0.406%
9 8.580 1223 1229 1235 rBV 24705 38711 1.44% 0.521%
10 8.653 1235 1241 1249 rW 300265 465072 17.27% 6.261%

11 10.e55 1461 1471 1482 rBV 283980 396964 14.74%
12 11.085 1635 1640 1646 rBV 224555 282131 10.48%
13 11.841 1759 1764 1769 rBV 29064 34283 1.27%
14 12.024 1789 1794 1802 rVB 287418 353833 13.14%
15 12.219 1821 1826 1844 rBV 874970 1108877 41.18% 14.928%

A O wWwW
N
o
N
B

16 12.591 1877 1887 1898 rBV3 26693 55672 2.07% 0.749%
17 12.859 1926 1931 1936 rBV 25403 32238 1.20% 0.434%
18 13.103 1968 1971 1974 rBV2 26570 35580 1.32% 0.479%
19 13.140 1975 1977 1987 rVB6 18288 35972 1.34% 0.484%
20 13.426 2019 2024 2044 rBV 2180811 2692936 100.00% 36.253%
21 13.695 2064 2068 2072 rBV3 19904 27681 1.03% 0.373%
22 13.896 2097 2101 2114 rVB3 18509 45618 1.69% 0.614%
23 14.201 2146 2151 2170 rBV 367701 618464 22.97% 8.326%
24 14.920 2265 2269 2281 rBV3 19238 39109 1.45% 0.526%
25 15.255 2320 2324 2334 rBV2 22019 35435 1.32% 0.477%
Sum of corrected areas: 7428182
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052921\
Data File : VX022284.D

Acqg On : 29 May 2021 04:38
Operator : JC/MD

Sample : M2517-03 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VX022284.D\data.ms
2000000
1500000
1000000
500000
2.398 5.399-562 5.964
2.124 4.580
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\mﬁf\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\/\_‘\\\\\‘\\\\‘\\\\‘\\\\/‘\\T\\‘\\\\‘\\\/\\‘\\\\‘\\\
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX022284.D\data.ms
2000000
1500000
1000000
500000
8.653
10.055 11.085
6.769
0 7.135 8.5
) N T — Y — — N 7
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX022284.D\data.ms
13.426
2000000
1500000
1000000 12219
500000 14.201
12.024
11.841 12.591 12.859183l 13.69%3.896 14.920 15.255
‘Y‘*Y_AFA‘FAA‘ T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052921\
Data File : VX022284.D

Acqg On : 29 May 2021 04:38
Operator : JC/MD

Sample : M2517-03 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

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

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

Peak Number 1 Ethanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.124 19.71 ug/1 84030  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 86
2 Dimethyl ether 46 C2H60 000115-10-6 9
3 Methane, nitroso- 45 CH3NO 000865-40-7 7
4 Formic acid 46 CH202 000064-18-6 4
5 Formamide 45 CH3NO 000075-12-7 3

Abundance Scan 170 (2.124 min): VX022284.D\data.ms (-160) (-) m/z 45.05 100.00%

45.0
5000
N AmEENENR
1.80 2.00 2.20 2.40
35.9 63.9 o
e e e 0 e m/Z 46,10 36.82%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #94: Ethano
31.0
5000 45.0 T T T
1.80 2.00 2.20 2.40
m/z 43.00 19.08%
\\‘H\\‘H%ﬁ]?\u\\?i{%h" \H‘\H\‘\l\\ !\H‘\\H‘HH‘HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #98: Dimethyl ether
45.0
29.0
 EAEammE
15.0 1.80 2.00 2.20 2.40
5000 m/z 42.00 9.89%
4220 390
T T e e e
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #92: Methane, nitroso-
30.0 1.80 2.00 2.20 2.40
45.0 m/z 44.00 5.47%
5000
15.0
H‘HH‘HM‘MH‘H‘wwlwH‘wu‘wmlhluw‘uw‘uw‘uw‘u‘wu S
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052921\
Data File : VX022284.D

Acqg On : 29 May 2021 04:38
Operator : JC/MD

Sample : M2517-03 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

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

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

Peak Number 2 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.219 156.69 ug/l 1108880 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
4 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 47
5 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 43

Abundance Scan 1826 (12.219 min): VX022284.D\data.ms (-1821) (- m/z 57.10 100.00%
57.1

5000 k
83.1 — —
39 ‘ 112.2 12.00 12.50
S| N e m/z 41.10  38.00%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13669: 1-Hexanol, 2-ethyl-
57.0
5000 T —
12.00 12.50
83.0 m/z 43.1@  33.15%
290 ‘ . . o
m/z--> 20 40 60 100 120 140 160
Abundance #72872: Heptane, 1,1'-oxybis-
57.0
A/\\ ‘ T T ‘ T
12.00 12.50
5000 ITI/Z 55.05 27.49%
290 98.0
‘ Hr” |77. q || 117.0135.0 171.0
‘H“““““““ e
m/z--> 60 80 100 120 140 160
Abundance #13668: 2-Propyl-1-pentanol —— —
57.0 12.00 12.50
m/z 70.05 22.47%
5000
29.0
L
‘wMw"H_‘u‘“Hmw_l‘l?:?w_ww S AS—
miz--> 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052921\
Data File : VX022284.D

Acqg On : 29 May 2021 04:38
Operator : JC/MD

Sample : M2517-03 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

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

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

Peak Number 3 Formic acid, octyl ester Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.591 7.87 ug/l 55672 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formic acid, octyl ester 158 C9H1802 000112-32-3 86
2 1-Octanol 130 C8H180 000111-87-5 86
3 Cycloheptane 98 C7H14 000291-64-5 76
4 Cyclobutane, 1-butyl-2-ethyl- 140 C1eH20 1000150-67-3 64
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 49
Abundance Scan 1887 (12.591 min): VX022284.D\data.ms (-1877) (- m/z 56.10 100.00%
56.1
5000 84.2 /k
39 — ‘
12.50
127.1
el T 1880 565 92.01%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30202: Formic acid, octyl ester
56.0
84.0
5000 —— :
12.50
m/z 41.10 91.82%
39 112.0
\\\“\\L\’\\\\‘\\]\.?g‘.p\
m/z--> 20 40 60 80 100 120 140 160
Abundance #13638: 1-Octanol
56.0
R \
12.50
5000 84.0 ITI/Z 69.10 71.19%
29.0
L 11201290
e B A e
miz--> 20 40 60 80 100 120 140 160
Abundance #3302: Cycloheptane — S T
41.0 12.50
70.0 m/z 43.10 71.02%
98.0
5000
15.0
| iy |
e e e —=
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052921\
Data File : VX022284.D

Acqg On : 29 May 2021 04:38
Operator : JC/MD

Sample : M2517-03 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

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

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

Peak Number 4 1-Nonene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.103 5.03 ug/1 35580 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonene 126 C9H18 000124-11-8 50
2 1-Pentanol, 4-methyl-2-propyl- 144 CSH200 054004-41-0 47
3 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 47
4 Cyclopropane, 1l-methyl-2-octyl- 168 C12H24 037617-26-8 38
5 Cycloheptane 98 C7H14 000291-64-5 35

Abundance Scan 1971 (13.103 min): VX022284.D\data.ms (-1968) (-  m/z 57.10 100.00%
57.1

5000
97.2
— —
‘ H 1260 13.00 13.50
\H\‘H\\i ‘\“}\\“H\‘H‘\“\\h\‘\‘\\\‘\\\\‘\H\‘HH‘\H\‘\H m/Z 43.10 88.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11502: 1-Nonene
9.0
5000 —— —
97.0 13.00 13.50
m/z 71.10 68.79%
150 ‘ 1260
\\\\‘\\\\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21166: 1-Pentanol, 4-methyl-2-propyl-
57.0
—r= —
13.00 13.50
5000 ITI/Z 41.10 67.16%
29.0
83.0
L o
 RRARAAR LA _wm“H‘_“w“u,u“_‘u“u‘““w‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #95997: Octane, 1,1'-oxybis- —— 7
57.0 13.00 13.50
m/z 55.10 56.81%
5000 29.0
84.0
‘ ‘ 112.0
e 4\‘m_ml\‘_}ﬁ%?wWW%%? S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052921\
Data File : VX022284.D

Acqg On : 29 May 2021 04:38
Operator : JC/MD

Sample : M2517-03 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

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

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

Peak Number 5 5-(Methylamino)-1,2,3,4-thi... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.140 5.08 ug/1 35972 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-(Methylamino)-1,2,3,4-thiatria... 116 C2H4N4S 052098-72-3 50
2 Heptanoic acid, 2,4-dimethyl-, m... 172 C10H2002 018524-86-2 45
3 Hexanoic acid, 2,4-dimethyl-, me... 158 C9H1802 014251-45-7 42
4 Methyl 2-methylhexanoate 144 C8H1602 002177-81-3 36
5 Hexanoic acid, 2,4-dimethyl-, me... 158 C9H1802 014251-44-6 36
Abundance Scan 1977 (13.140 min): VX022284.D\data.ms (-1975) (- m/z 88.10 100.00%
88.1
5000
39.0 57.1 112.0 T
N
\\\‘\\\\“‘\‘\\‘\}“ “H‘\‘\“\\\\‘“\\\\“\\\\‘\\\\ m/z 73.19 72.78%
m/z--> 20 100 120 140 160
Abundance #7921. 5-(Methylam|no)-l,2,3,4-thiatriazo|e
88.0
5000 46.0 — j\ [,
13.00 13.50
270 m/z 101.10 25.58%
7‘ ‘ 116.0
\\\‘\‘\‘\\U\‘\\1‘}‘?9\-}\‘\‘H\\‘\\\1‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 140 160
Abundance #39647. Heptanoic acid, 2,4-dimethyl-, methyl ester, (R,R
88.0 f'\
L —
13.00 13.50
5000 m/z 39.05 21.56%
43.0
69.0
15.0 ‘ ‘ 129.0
il I [ w‘u 10 | 1570
m/z--> 20 4 100 120 140 160
Abundance #30348: Hexanoic aud, 2,4—dimethy|—, methyl ester, [S-(R —— ==
88.0 13.00 13.50
m/z 112.00 21.21%
5000
57.0
290 ‘ ‘ 129.0
"w»\H‘H‘M‘Mm‘&%%P_u“_wm TN
mlz--> 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052921\
Data File : VX022284.D

Acqg On : 29 May 2021 04:38
Operator : JC/MD

Sample : M2517-03 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

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

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

Peak Number 6 1-Nonanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.426 380.54 ug/l 2692940 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonanol 144 C9H200 000143-08-8 91
2 Cycloheptane 98 C7H14 000291-64-5 83
3 Cyclopropane, 1-methyl-2-octyl- 168 C12H24 037617-26-8 80
4 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 68
5 Isopropylcyclobutane 98 C7H14 000872-56-0 68

Abundance Scan 2024 (13.426 min): VX022284.D\data.ms (-2019) (- m/z 56.10 100.00%
56.1

5000
83.1 M
e
“ u, 26.2 13.50
38 ool 40521262 m/z 55.10  92.56%
m/z--> 20 40 60 80 100 120 140 160
Abundance #21105: 1-Nonano
5.0
5000 T T
83.0 13.50
29.0 m/z 41.10  84.58%
L e
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #3301: Cycloheptane
56.0
s
98.0 13.50
5000 ITI/Z 70.10 76.09%
29.0
79 A
R T
miz--> 20 40 60 80 100 120 140 160
Abundance #36848: Cyclopropane, 1-methyl-2-octyl- —
56.0 13.50
m/z 43.05 74.26%
5000
83.0
29.0
| 110 400 1680
R o
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052921\
Data File : VX022284.D

Acqg On : 29 May 2021 04:38
Operator : JC/MD

Sample : M2517-03 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

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

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

Peak Number 7 unknownl3.896 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.896 6.45 ug/l 45618 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-1-dodecanol 214 C14H300 019780-33-7 49
2 2- Chloropropionic acid, decyl e... 248 C13H25C102 086711-78-6 43
3 Oxirane, hexyl- 128 C8H160 002984-50-1 35
4 Formic acid, 2-methylpentyl ester 130 C7H1402 381670-34-4 27
5 Oxalic acid, cyclobutyl octadecy... 396 C24H4404 1000309-70-8 27
Abundance Scan 2101 (13.896 min): VX022284.D\data.ms (-2097) (-  m/z 43.10 100.00%
71.1
5000 97.1 L
— ———
125.0 13.50 14.00
T T T T “\\“\‘\‘\‘\\\‘\‘\\\‘\\\\‘\\\\‘\ m/Z 57.10 89.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72869: 2-Ethyl-1-dodecano
57.0
5000 B — L
29.0 83.0 13.50 14.00
111.0 m/z 41.10 65.23%
Il || 130 1680 1950
\\\‘\\\\‘\\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #100482: 2- Chloropropionic acid, decyl ester
43.0
e
70.0 13.50 14.00
5000 m/z 71.10 64.69%
97.0
H |
m/z--> 20 40 60 80 100 120 140 160 180 200 L
Abundance #12451: Oxirane, hexyl- = P———r
71.0 13.50 14.00
41.0 9
m/z 56.10 62.41%
5000
15.0 i 920, A
Al — —
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_X\Data\VX052921\
Data File : VX022284.D

Acqg On : 29 May 2021 04:38
Operator : JC/MD

Sample : M2517-03 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

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

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

Peak Number 8 1-Decanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.201 87.39 ug/l 618464 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol 158 C10H220 000112-30-1 90
2 Acetic acid, chloro-, decyl ester 234 C12H23C102 006974-05-6 90
3 1-Undecanol 172 C11H240 000112-42-5 86
4 Formic acid, decyl ester 186 C11H2202 005451-52-5 83
5 Cyclooctane 112 C8H16 000292-64-8 81

Abundance Scan 2151 (14.201 min): VX022284.D\data.ms (-2146) (- m/z 55.05 100.00%

55.0
83.1
5000
112.2 T ‘ T T ‘ T
H 03 14.00 14.50
Al 1403 1653 ., s1.16 89.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29593: 1-Decano
70.0
43.0
5000 T T T T T T
97.0 14.00 14.50
m/z 70.10 85.74%
10,0 M‘\ J H 1400
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #88842: Acetic acid, chloro-, decyl ester
70.0
P =
14.00 14.50
5000 43.0 91.0 m/z 43.10  83.47%
140.0
i ‘\ 1850
el e
miz-> 20 40 60 80 100 120 140 160 180
Abundance #39772: 1-Undecanol T =
55.0 14.00 14.50
m/z 56.10 80.69%
83.0
5000
31.0
111.0
“ ‘\ \‘ 154'0
D T T P e
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052921\
Data File : VX022284.D

Acqg On : 29 May 2021 04:38
Operator : JC/MD

Sample : M2517-03 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

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

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

Peak Number 9 1-Undecanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.920 5.53 ug/1 39109 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Undecanol 172 C11H240 000112-42-5 91
2 2-Dodecene, (Z)- 168 C12H24 007206-26-0 90
3 Cyclopropane, octyl- 154 C11H22 001472-09-9 87
4 1-Decanol 158 C10H220 000112-30-1 86
5 Carbonochloridic acid, decyl ester 220 C11H21C102 055488-51-2 86

Abundance Scan 2269 (14.920 min): VX022284.D\data.ms (-2265) (-  m/z 41.05 100.00%
70.1

41.0
5000 97.2
169.2 15,00
| 1272 “ 2069 15.00
e e e e m/z 55.100 97.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39772: 1-Undecano
55.0
83.0
5000 T
31.0 15.00
m/z 70.10 94.81%
111.0
\\1“\\‘}\‘\“\\\‘\]_\5\4\.‘0\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36745: 2-Dodecene, (2)-
53.0
——
15.00
5000 ITI/Z 43.10 90.50%
29.0 83.0
111.0 168.0
1400
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27047: Cyclopropane, octyl- 7
55.0 15.00
m/z 69.10 89.69%
T MJ\WMM
l “\ 1110 = 1540

7
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052921\
Data File : VX022284.D

Acqg On : 29 May 2021 04:38
Operator : JC/MD

Sample : M2517-03 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

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

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

Peak Number 10 unknownl5.255 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.255 5.01 ug/1 35435 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonene 126 C9H18 000124-11-8 50
2 Cyclopropane, 1-methyl-2-pentyl- 126 C9H18 041977-37-1 46
3 Cyclopentane, butyl- 126 CO9H18 002040-95-1 46
4 1-Decene 140 C1eH20 000872-05-9 46
5 Cycloheptane 98 C7H14 000291-64-5 41

Abundance Scan 2324 (15.255 min): VX022284.D\data.ms (-2320) (-  m/z 43.05 100.00%
0

43.
70.1
5000
97.0
— —
‘ 12?3 572 15.00 15.50
A Lk 207 s 4110 84.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11498: 1-Nonene
43.0
5000 — e
69.0 15.00 15.50
m/z 57.05 84.22%
150 ‘\ ‘\ I u‘ 12?0
\\\‘\\\\‘\\\ \\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11609: Cyclopropane, 1-methyl-2-pentyl-
56.0
— —
15.00 15.50
=000 m/z 55.10  77.41%
84.0 126.0
MJ,,,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11531: Cyclopentane, butyl- 7 T
41.0 69.0 15.00 15.50
m/z 56.10 74.23%
5000
97.0
‘ 126.0
14.0 ““‘,‘,,“ S A
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX052921\
Data File : VX022284.D

Acqg On : 29 May 2021 04:38
Operator : JC/MD

Sample : M2517-03 10X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051921W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol 2.124 19.7 ug/l 84030 1 5.556 213187 50.0
1-Hexanol, 2-et... 12.219 156.7 ug/l 1108880 4 12.024 353833 50.0
Formic acid, oc... 12.591 7.9 ug/l 55672 4 12.024 353833 50.0
1-Nonene 13.103 5.0 ug/l 35580 4 12.024 353833 50.0
5-(Methylamino)... 13.140 5.1 wug/l 35972 4 12.024 353833 50.0
1-Nonanol 13.426 380.5 ug/l 2692940 4 12.024 353833 50.0
unknown13.896 13.896 6.5 ug/l 45618 4 12.024 353833 50.0
1-Decanol 14.201 87.4 ug/l 618464 4 12.024 353833 50.0
1-Undecanol 14.920 5.5 ug/l 39109 4 12.024 353833 50.0
unknownl5.255 15.255 5.0 ug/l 35435 4 12.024 353833 50.0
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