LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060721\
Data File : VX022539.D

Acqg On : 07 Jun 2021 17:17
Operator : JC/MD

Sample : M2583-19 20X

Misc : 5.0mL/MSVOA_X/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 X\Method\82X060721W.M

Title : SW846 8260

Signal : TIC: VX@22539.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.355 41 44 52 rVB 6068 6868 1.63% 0.239%
2 2.392 206 214 219 rBV 9528 15090 3.57% 0.525%
3 2.550 229 240 253 rVB 11185 22702 5.37% 0.790%
4 4,592 566 575 584 rBV3 3400 11180 2.65% ©.389%
5 5.397 696 707 719 rBV2 42793 123779 29.29% 4.307%

6 5.562 723 734 748 rBV 73083 203960 48.26% 7.098%
7 5.976 790 801 811 rBV2 56814 149662 35.41% 5.208%
8 6.769 923 932 945 rBV = 128162 302178 71.50% 10.515%
9 8.580 1222 1229 1234 rBV2 3189 4807 1.14% 0.167%

8

10 .653 1234 1241 1250 rBV 274138 422626 100.00% 14.707%
11 8.726 1250 1253 1261 rVB2 5568 9056 2.14% 0.315%
12 10.055 1464 1471 1483 rBV 260797 359316 85.02% 12.504%
13 10.543 1548 1551 1557 rVB 6965 9616 2.28% ©.335%
14 11.085 1635 1640 1652 rBV 208361 259036 61.29% 9.014%
15 11.360 1681 1685 1691 rBV 3946 5248 1.24% 0.183%
16 12.024 1789 1794 1802 rVB 263202 318982 75.48% 11.100%
17 12.103 1802 1807 1813 rBV2 16750 22262 5.27% ©.775%
18 12.219 1821 1826 1834 rBV2 11539 19272 4.56% ©.671%
19 12.768 1912 1916 1918 rBV3 5085 7562 1.79% 0.263%
20 12.792 1918 1920 1926 rVB3 7158 9696 2.29% 0.337%
21 12.865 1927 1932 1945 rBV 56282 99206 23.47% 3.452%
22 12.975 1945 1950 1956 rBV2 18715 37851 8.96% 1.317%
23 13.073 1961 1966 1968 rBV3 21955 31880 7.54% 1.109%
24 13.103 1968 1971 1975 rBV2 49673 74259 17.57% 2.584%
25 13.402 2017 2020 2027 rBvV4 7606 15547 3.68% 0.541%
26 13.536 2031 2042 2043 rBV5 13743 33467 7.92% 1.165%
27 13.560 2043 2046 2048 rVV3 6232 7331 1.73% ©.255%
28 13.591 2048 2051 2054 rvv3 14466 18510 4.38% 0.644%
29 13.701 2065 2069 2071 rBV2 18828 29028 6.87% 1.010%
30 13.731 2071 2074 2083 rVV5 41347 97973 23.18% 3.409%
31 13.835 2087 2091 2093 rvv2 24614 41026 9.71% 1.428%
32 13.859 2093 2095 2098 rVvVv3 22306 35210 8.33% 1.225%
33 13.896 2098 2101 2117 rVB5 26508 69490 16.44% 2.418%
Sum of corrected areas: 2873676
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060721\
Data File : VX022539.D

Acqg On : @07 Jun 2021 17:17
Operator : JC/MD

Sample : M2583-19 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060721W.M
Quant Title : SW846 8260

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

Abundance TIC: VX022539.D\data.ms
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Abundance TIC: VX022539.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060721\
Data File : VX022539.D

Acqg On : @07 Jun 2021 17:17
Operator : JC/MD

Sample : M2583-19 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060721W.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 wunknown2.550 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.550 5.57 ug/1 22702  Pentafluorobenzene 5.568

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 43
2 Formamide 45 CH3NO 000075-12-7 4
3 1-Butene, 4-methoxy 86 C5H100 004696-30-4 4

4 2-Propanone, 1-methoxy- 88 C4H802 005878-19-3 4
5 Oxirane, (methoxymethyl)- 88 (C4H802 000930-37-0 4

Abundance Scan 240 (2.550 min): VX022539.D\data.ms (-229) (-) m/z 45.10 100.00%

45.1
5000
R EammamEEEs SRR
26, 50.1 2.20 2.40 2.60 2.80
Y I T P m/z 43.10  27.63%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #294: Isopropyl Alcohol
43.0
5000 \‘\\\\‘\\\\‘\\\\’\\\\‘\
2.20 2.40 2.60 2.80
270 m/z 39.10 10.55%
T A7

o

\\‘\\\\‘\\r‘\\\\ \\’\\\\“\\\\’\\\\‘\\\\‘\\

miz--> 10 20 30 40 50 60 70 80 90

Abundance #91: Formamide

2.20 2.40 2.60 2.80

5000 29.0 ITI/Z 41.00 7.98%
0 H‘HH‘H;H‘HH‘:“:‘,HH‘HH,HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1748: 1-Butene, 4-methoxy
45.0 2.20 2.40 2.60 2.80

m/z 42.00 6.12%

5000

29.0
0 \ \ L1l 5\6\9 710 850 W\ f\MN\n [

m/z--> 10 20 40 50 60 70 80 90 2.20 2.40 2.60 2.80

82X060721W.M Wed Jun 09 02:40:28 2021 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060721\
Data File : VX022539.D

Acqg On : @07 Jun 2021 17:17
Operator : JC/MD

Sample : M2583-19 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060721W.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-Pentanol, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.865 15.55 ug/l 99206 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 2-methyl- 102 C6H140 000105-30-6 50
2 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 47
3 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 47
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 47
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 43

Abundance Scan 1932 (12.865 min): VX022539.D\data.ms (-1927) (- m/z 57.05 100.00%

57.0
e —
H H 12.50 13.00
O byl Ml e m/z sS5.05  89.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4451: 1-Pentanol, 2-methyl-
43.0
5000 - ~
71.0 12.50 13.00
‘ ‘ m/z 71.05 78.94%
O\\\’\‘\H\\“’}‘\\“\“‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #95881: Oxirane, [(dodecyloxy)methyl]-
57.0
e —
12.50 13.00
m/z 70.10 74.45%
5000 83.0 /
29.0 111.0
0 W\\M\‘ ), 1400 166.0 197.0
e R Rt B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4438: 1-Butanol, 2-ethyl- — —
43.0 12.50 13.00
m/z 41.05 74.34%
5000 70.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060721\
Data File : VX022539.D

Acqg On : @07 Jun 2021 17:17
Operator : JC/MD

Sample : M2583-19 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060721W.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 Octane, 1,1'-oxybis- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.975 5.93 ug/1 37851 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 64
2 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 59
3 1-Octanol, 2-methyl- 144 C9H200 000818-81-5 58
4 Tetradecane 198 C14H30 000629-59-4 50
5 Nonane, 2,3-dimethyl- 156 C11H24 002884-06-2 43

Abundance Scan 1950 (12.975 min): VX022539.D\data.ms (-1945) (-  m/z 57.10 100.00%
57.1

5000 J\J\\/\J]KM
84.0 -
126.1 13.00
oww‘}‘w‘_‘ w”ﬁ‘m:“;HMJHwmwHwawwww m/z 71.10  69.94%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #95998: Octane, 1,1'-oxybis-
57.0
5000 T T
84.0 13.00
29.0 ’ m/z 43.10 55.61%
" ‘ “ 111.0
O\\\‘\‘\\\“‘V\\‘“\‘1}\“\‘\\\‘\\m\‘\\}ﬁ?\.\o\‘]\-zﬁl‘o\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #176817: Oxalic acid, allyl pentadecyl ester
41.0
e
13.00
5000 ITI/Z 41.00 54.96%
71.0
111.0
o LIl B s
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #21129: 1-Octanol, 2-methyl- 7
57.0 13.00
m/z 55.10 31.04%
5000
29.0 84.0
L e
o"w‘:““i:uMu::WMM‘“"u:w“"W"wHwawwww -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060721\
Data File : VX022539.D

Acqg On : @07 Jun 2021 17:17
Operator : JC/MD

Sample : M2583-19 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060721W.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 unknownl13.103 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.103 11.64 ug/l 74259 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloheptane 98 C7H14 000291-64-5 46
2 1-Propene, 1-(2-propenyloxy)-, (Z)- 98 C6H100 061142-12-9 43
3 3-Heptene 98 C7H14 000592-78-9 38
4 Cyclopropane, 1l-ethyl-2-heptyl- 168 C12H24 074663-86-8 38
5 (Z)-3-Heptene 98 C7H14 007642-10-6 30

Abundance Scan 1971 (13.103 min): VX022539.D\data.ms (-1968) (-~ m/z 57.10 100.00%

411 57.1
5000
‘ 1300 1350
112.3 : :
o“_u‘_u‘_uuph‘whw_HU_HwMH‘_Hu_H‘_‘Hﬁgﬁﬁ“ m/z 41.10  99.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3301: Cycloheptane
41.0
98.0
5000 — —
13.00 13.50
27.0 ‘ m/z 55.10 93.93%
O ‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3281: 1-Propene, 1-(2-propenyloxy)-, (Z)-
41.0

13.00 13.50
5000 m/z 43.10 83.98%
27.0 580
' 70.0

0 ‘WmW1‘“‘m‘““m““!‘1“”?}‘m‘mwmwm‘mwm‘m

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3299: 3-Heptene 7 —
41.0 13.00 13.50

m/z 56.10 76.07%

56.0
5000
27.0 98.0
‘ 70.0
‘ \M Rl \M‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00 13.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060721\
Data File : VX022539.D

Acqg On : @07 Jun 2021 17:17
Operator : JC/MD

Sample : M2583-19 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060721W.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 n-Tetracosanol-1 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.536 5.25 ug/1 33467 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 72
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 64
3 1-Heptanol, 2,4-diethyl- 172 C11H240 080192-55-8 50
4 n-Dodecyl methacrylate 254 C16H3002 000142-90-5 38
5 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 38
Abundance Scan 2042 (13.536 min): VX022539.D\data.ms (-2031) (- 55.10 100.00%
55.1
5000 971 M
L 1550
ob— ] 69.05  73.64%
miz--> 50 100 150 200 250 300
Abundance #186969: n-Tetracosanol-1
43.0
5000 3.0
13 50
43.10 64.80%

25
oLt LI #2589 1600 2100 2520 2040 335
mi/z--> 50 100 150 200 250 300
Abundance #104186: 5-Octadecene, (E)-

53.0

1350
5000 97.0 57.10 60.49%
o L 90 sa0 2320
“““ L e
miz--> 50 100 150 200 250 300
Abundance #39806: 1-Heptanol, 2,4-diethyl-
69.0 1350
m/z 41.10 54.25%
5000
110
29# ‘
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060721\
Data File : VX022539.D

Acqg On : @07 Jun 2021 17:17
Operator : JC/MD

Sample : M2583-19 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060721W.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 D-Limonene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.731 15.36 ug/l 97973 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Limonene 136 C10H16 005989-27-5 74
2 Cyclohexene, 1-methyl-5-(1-methy... 136 C10OH16 013898-73-2 49
3 .alpha.-Phellandrene 136 C1@H16 000099-83-2 38
4 Bicyclo[2.2.1]heptane, 7,7-dimet... 136 C1lOH16 000471-84-1 38
5 Cyclohexene, 4-methylene-1-(1-me... 136 C1OH16 000099-84-3 35

Abundance Scan 2074 (13 731 min): VX022539.D\data.ms (-2071) (- m/z 93.05 100.00%

59.1 93.0
5000 121.2
/\ /\ .
3 N ‘ fl 9 13 50 14. 00
01 “NHWWm"fu“_“‘_“w““ m/z . 91.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15682: D-Limonene
68.0
93.0
5000 1
121.0 13 50 14 00
41.0 ' m/z 59.10 91.10%
O !2‘70
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15836: Cyclohexene, 1-methyl-5-(1-methylethenyl)-
93.0
68.0 At M
13.50 14 00
5000 ITI z . 82.25%
41.0
H 121.0
(o REIN, I 1. “m“_“w“u“u‘_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15728: .alpha.-Phellandrene
93.0 13 50 14 00
m/z . 70.10%
5000
136.0
41.0
ob bl 80 L s Yag
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\VX060721\

Data File : VX@22539.D

Acqg On : @07 Jun 2021 17:17
Operator : JC/MD

Sample : M2583-19 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060721W.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 Cyclopentane, ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.835 6.43 ug/l 41026 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 52
2 Acetic acid, 3-methylpentyl ester 144 C8H1602 1000368-21-4 47
3 (S)-3-Ethyl-4-methylpentanol 130 C8H180 1000144-07-1 43
4 1-Acetyl-4,5-dihydro-1H-pyrazole 112 C5H8N20 1000373-42-6 43
5 Pentane, 3-methylene- 84 C6H12 000760-21-4 43

Abundance Scan 2091 (13.835 min): VX022539.D\data.ms (-2087) (-

m/z 43.10 100.00%

T 69.1
5000
84.1 112.2
— ——
98.1
I b Al | 1264 i R
Obrrprrrrprrreprer A b e Wl bl b e m/z 69.10 82.33%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #3337: Cyclopentane, ethyl-
69.0
41.0
5000 55.0 — e
13.50 14.00
270 m/z 55.10 67.39%
' ‘ 83.0 980
OH‘HH‘H\“\“\H\i\‘H\‘\w\‘\‘H\‘\“H\\‘\‘\H’HH‘H\\‘\H\’HH‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #20943: Acetic acid, 3-methylpentyl ester
43.0 69.0
84.0
— ——
13.50 14.00
5000 m/z 41.10  65.16%
27.0 ‘ 115.0
O i L 299, 11501200
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13750: (S)-3-Ethyl-4-methylpentanol — —
41.0 69.0 13.50 14.00
84.0 m/z 76.10  61.94%
55.0
5000
SIS N N 1 I
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060721\
Data File : VX022539.D

Acqg On : @07 Jun 2021 17:17
Operator : JC/MD

Sample : M2583-19 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060721W.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 unknown13.859 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.859 5.52 ug/1 35210 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentanol, 3-methyl- 100 C6H120 018729-48-1 40
2 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 40
3 2-Propanone, 2-propenylhydrazone 112 C6H12N2 019031-79-9 38
4 Decane, 4-methyl- 156 C11H24 002847-72-5 32
5 Octane, 2,3,6-trimethyl- 156 C11H24 062016-33-5 32

Abundance Scan 2095 (13.859 min): VX022539.D\data.ms (-2093) (- m/z 57.00 100.00%
57.0

85.1 111.2
P P
| H 13.50 14.00
b Il e m/z 71.20 89.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3894: Cyclopentanol, 3-methyl-
57.0
5000 — —
13.50 14.00
210 m/z 43.10  89.00%
82.0
O' “\wh‘\\““‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #95998: Octane, 1,1'-oxybis-
57.0
P P
13.50 14.00
5000 ITI/Z 56.10 50.66%
84.0
29.0
111.0
o L | 1430 173.0 199.0
e e B R R EE Rt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6308: 2-Propanone, 2-propenylhydrazone — ——
56.0 112.0 13.50 14.00
' m/z 41.10 37.59%
28.0
5000
83.0
o — —
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\VX060721\
Data File : VX@22539.D

Acqg On : @07 Jun 2021 17:17

Operator JC/MD

Sample : M2583-19 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060721W.M
. 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-Hexanol, 5-methyl-2-(1-me... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.896 10.89 ug/l 69490 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 5-methyl-2-(1-methyle... 158 C1@H220 002051-33-4 53
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 43
3 L-Homoserine lactone, N,N-dimethyl- 129 C6H11NO2 1000374-45-7 38
4 2,3-Dimethyldecane 170 C12H26 017312-44-6 38
5 Decane, 4-methyl- 156 C11H24 002847-72-5 35

Abundance Scan 2101 (13.896 min): VX022539.D\data.ms (-2098) (-  m/z 55.10 100.00%

55.1
5000 851
— ——
38, | ‘ 1121 1400 13.50 14.00
0 ‘_m_m“ e T w2 71,10 88.47%
miz--> 0 20 40 60 80 100 120 140
Abundance #29668: 1-Hexanol, 5-methyl-2-(1-methylethyl)-
43.0 71.0
5000 — —
13.50 14.00
97.0 m/z 43.10 87.29%
127.0
15'0 Il i ‘ Il L
O \‘\\\\‘\‘\“\\“H‘\\‘LULTV—JM\“‘\\\“‘\\}\‘\“\\\}\\\
miz--> 0 20 40 60 80 100 120 140
Abundance #7644: Hexane, 3,3-dimethyl-
43.0
— ——
13.50 14.00
5000 71.0 m/z 58.05 84.73%
miz--> 0 20 40 60 80 100 120 140
Abundance #12872: L-Homoserine lactone, N,N-dimethyl- — ——— I
71.0 13.50 14.00
m/z 57.10 82.36%
42.0
5000
129.0
180 bl || 1000
N B e N ; ; ;
m/z--> 0 20 40 60 80 100 120 140 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060721\
Data File : VX022539.D

Acqg On : 07 Jun 2021 17:17
Operator : JC/MD

Sample : M2583-19 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060721W.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|
unknown2.550 2.550 5.6 ug/l 22702 1 5.568 203960 50.0
1-Pentanol, 2-m... 12.865 15.6 ug/l 99206 4 12.024 318982 50.0
Octane, 1,1'-ox... 12.975 5.9 wug/l 37851 4 12.024 318982 50.0
unknown13.103 13.103 11.6 ug/l 74259 4 12.024 318982 50.0
n-Tetracosanol-1 13.536 5.3 ug/l 33467 4 12.024 318982 50.0
D-Limonene 13.731 15.4 ug/1l 97973 4 12.024 318982 50.0
Cyclopentane, e... 13.835 6.4 ug/l 41026 4 12.024 318982 50.0
unknown13.859 13.859 5.5 ug/l 35210 4 12.024 318982 50.0
1-Hexanol, 5-me... 13.896 10.9 ug/1 69490 4 12.024 318982 50.0

82X060721W.M Wed Jun 09 02:40:33 2021 Page: 12



