LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65636.D

Acqg On : 27 Jan 2021 17:50
Operator : JC/MD

Sample : M1229-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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©12521W.M

Title : SW846 8260

Signal : TIC: VN@65636.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.782 616 635 667 rBV 574183 1484429 17.63% 3.404%
2 5.692 1211 1229 1260 rBv4 27751 93867 1.12% 0.215%
3 7.550 1787 1807 1817 rBV 136726 340596 4.05% 0.781%
4 7.624 1818 1830 1851 rVB 274018 657538 7.81% 1.508%
5 7.994 1926 1945 1972 rBV3 300190 774389  9.20% 1.776%

8.550 2102 2118 2136 rBV 420015 877275 10.42% 2
9.235 2317 2331 2362 rBV 875410 1621375 19.26% 3
9.872 2507 2529 2543 rBV 100170 183615 2.18% ©0.421%
10.058 2573 2587 2595 rBV 671005 1220804 14.50% 2
10 10.122 2595 2607 2638 rVB 4390979 8109441 96.34% 18.598%

11 10.325 2660 2670 2700 rVB 60226 121274  1.44%
12 10.608 2739 2758 2772 rVB2 62089 108791 1.29%
13 10.733 2785 2797 2815 rBV 852436 1372249 16.30%
14 10.823 2815 2825 2852 rVB 132958 232431 2.76%
15 11.138 2909 2923 2938 rBV 262620 421512 5.01%

O o0oOwWoeoe
=
N
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16 11.376 2985 2997 3016 rVB 576351 1003376 11.92%
17 11.479 3016 3029 3047 rVB 680263 1131661 13.44%
18 11.589 3047 3063 3088 rBV 2277415 4288028 50.94%
19 11.917 3152 3165 3183 rBV 1543753 2549715 30.29%
20 12.373 3295 3307 3328 rVB 434255 728529  8.65%

R UV NN
00
w
IS
R

21 12.563 3356 3366 3375 rBV 112076 177144  2.10%
22 12.627 3375 3386 3392 rBV 523662 856500 10.17%
23 12.704 3403 3410 3429 rVB 229161 367329 4.36%
24 12.862 3447 3459 3474 rBV 251555 403059  4.79%
25 13.010 3492 3505 3518 rBV 945441 1500733 17.83%

WeoOoORr®
0
N
N
B

26 13.093 3519 3531 3546 rBV2 122383 248568  2.95% ©.570%
27 13.312 3588 3599 3605 rBV 525675 913094 10.85% 2.094%
28 13.418 3620 3632 3644 rBV 5404366 8417855 100.00% 19.305%
29 13.489 3644 3654 3655 rBV3 255848 327889 3.90% 0.752%
30 13.560 3671 3676 3696 rvVB4 123983 267561 3.18% ©.614%

31 13.859 3760 3769 3778 rVB 73740 111689 1.33% 0.256%
32 13.965 3793 3802 3820 rVB2 79495 144207 1.71% 0.331%
33 14.216 3874 38860 3890 rVB 80400 122013 1.45% ©.280%
34 14.444 3943 3951 3960 rBV 73194 111888 1.33% ©.257%
35 14.560 3974 3987 3998 rBV3 167611 340225 4.04% ©.780%
36 14.711 4027 4034 4043 rBV 61870 86079 1.02% 0.197%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65636.D

Acqg On : 27 Jan 2021 17:50
Operator : JC/MD

Sample : M1229-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % 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©12521W.M
Title : SW846 8260
37 14.920 4089 4099 4104 rBV6 52517 95824 1.14% 0.220%

38 14.968 4105 4114 4128 rVB 649719 988385 11.74% 2.267%
39 15.100 4145 4155 4165 rVB 282797 480984 5.71% 1.103%
40 16.113 4460 4470 4487 rVB 91896 187517 2.23% 0.430%

41 16.305 4517 4530 4545 rBV2 62930 134072 1.59% ©.307%

Sum of corrected areas: 43603510
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65636.D

Acqg On : 27 Jan 2021 17:50
Operator : JC/MD

Sample : M1229-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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

Abundance TIC: VN065636.D\data.ms
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Abundance TIC: VN065636.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65636.D

Acqg On : 27 Jan 2021 17:50
Operator : JC/MD

Sample : M1229-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 Acetic acid, butyl ester Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.823 11.58 ug/l 232431  Chlorobenzene-d5 11.376
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 64
2 sec-Butyl acetate 116 C6H1202 000105-46-4 33
3 1-Butanol, 4-chloro-, acetate 150 C6H11C102 006962-92-1 12
4 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 10
5 Isopropyl acetate 102 C5H1002 000108-21-4 9
Abundance Scan 2825 (10.823 min): VN065636.D\data.ms (-2815) (-  m/z 43.00 100.00%
3.0
5000
1
‘ H?S‘.O 98.1 10.50 11.00
Obrrrrrreelrlb b e 22 e 2000 m/z 55.95  48.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8119: Acetic acid, butyl ester
43.0
5000 - P
10.50 11.00
73.0 m/z 41.00 24.41%
O\\]_\S‘\.(‘)\M\\““}\\‘\““\\\‘\‘\\J\-p‘l\.\o\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8085: sec-Butyl acetate
43.0
10.50 11.00
5000 m/z 72.95 16.37%
15.0 87.0
o P
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #24127: 1-Butanol, 4-chloro-, acetate Pt ——
43.0 10.50 11.00
m/z 44.00 14.78%
5000
73.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65636.D

Acqg On : 27 Jan 2021 17:50
Operator : JC/MD

Sample : M1229-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 Butanoic acid, 1-methylethy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.139 21.00 ug/l 421512  Chlorobenzene-d5 11.376
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 1-methylethyl ester 130 C7H1402 000638-11-9 90
2 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 64
3 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 56
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 47
5 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 47
Abundance Scan 2923 (11.138 min): VN065636.D\data.ms (-2909) (- m/z 43.00 100.00%
T 71.0
5000
89.0
—— ——
L H ‘ 115.0 11.00 11.50
Ol el A T m/z 71.00  82.74%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13507: Butanoic acid, 1-methylethyl ester
43.0
71.0
5000 —— ——
89.0 11.00 11.50
' m/z 89.00 30.03%
O \]_\5\.0‘\“\ T \“““\ T \u T ‘\‘\ ‘ T ’115.’0 LI ‘ L ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #30218: Butanoic acid, pentyl ester
43.0 71.0 /\
—— -
11.00 11.50
5000 89.0 m/z 41.00 26.25%
0 15.0 M Ll ‘ Ll Il | 115.0 159.0
I L T LA ma
miz--> 20 40 60 80 100 120 140 160 J\ A
Abundance #13551: Propanoic acid, 2-methyl-, propyl ester — L
43.0 11.00 11.50
m/z 60.00 14.28%
71.0
5000 89.0
18\.0 ‘\ L ‘h\ | i Il
o] A S ——t e
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65636.D

Acqg On : 27 Jan 2021 17:50
Operator : JC/MD

Sample : M1229-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 Benzene, 1-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.862 22.07 ug/l 403059 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 3459 (12.862 min): VN065636.D\data.ms (-3447) (-  m/z 105.05 100.00%
105.1
5000
39.0 77“-0‘ J sarg| |25 13.00
O e e bl e ST m/z 120.10  29.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 ﬁjkﬂL/\ T ‘ﬂ

12.50 13.00
m/z 77.00 12.08%

39.0 77.0
O\\\‘\‘H\“‘\\“V\”“\‘HMH‘{\‘H‘H‘\“‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9402: Mesitylene
105.0 /\ J\
T [ T

12.50 13.00
5000 ITI/Z 91.00 11.50%
39.0 77.0
Y B A R R R ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105.0 12.50 13.00
m/z 79.00 9.50%
5000
77.0
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_N\Data\VN@12721\
Data File : VN@65636.D

Acqg On : 27 Jan 2021 17:50
Operator : JC/MD

Sample : M1229-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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-Heptanol, 6-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.093 13.61 ug/l 248568 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptanol, 6-methyl- 130 C8H180 001653-40-3 90
2 1-Heptanol, 4-methyl- 130 C8H180 000817-91-4 53
3 Cyclopropane, 1l-ethyl-1-methyl- 84 C6H12 053778-43-1 50
4 1-Octanol 130 C8H180 000111-87-5 50
5 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 47

Abundance Scan 3531 (13.093 min): VN065636.D\data.ms (-3519) (- m/z 43.00 100.00%

43.0 69.0
5000
97.1 T \
‘ ‘ 13.00
ol el el m/z 69.00 91.10%
m/z--> 0 20 40 60 80 100 120
Abundance #13673: 1-Heptanol, 6-methyl-
41.0 69.0
5000 — ‘
13.00
m/z 55.05 91.03%
15.0 97.0
0 T \‘\“ \‘1‘\ \‘} H\‘\“ “‘ \‘\‘ ‘\‘\ |‘\M\ T \‘”‘ T \:L:{LS\‘O\ T
miz--> 0 20 40 60 80 100 120
Abundance #13674: 1-Heptanol, 4-methyl-
41.0 69.0
7 T
13.00
5000 m/z 57.10 78.62%
85.0
S | T Y V2.
m/z--> o 20 40 60 80 100 120
Abundance #1521: Cyclopropane, 1-ethyl-1-methyl- — ‘
41.0 13.00
690 m/z 41.00 77.20%
5000
o L
) Y S | O . e
m/z--> 0 20 40 60 80 100 120 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65636.D

Acqg On : 27 Jan 2021 17:50
Operator : JC/MD

Sample : M1229-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.418 460.95 ug/1l 8417860 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
4 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 47
5 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 47

Abundance Scan 3632 (13.418 min): VN065636.D\data.ms (-3620) (- m/z 57.10 100.00%
57.1

5000 JL
83.0 A
‘ ‘ ‘ 1121 13.50
Ol bl 121839 207.0 0 u,; 41,00 33.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000 T
13.50
29.0 83.0 m/z 43.00 30.68%
A AR
O\\\‘\\‘\\“‘\\\“\1‘\\“1\\\“\\}\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57.0
=
13.50
5000 m/z 55.00 25.71%
29.0 83.0
\ | | 1120
Ol e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13662: 2-Propyl-1-pentanol —
57.0 13.50
m/z 70.05 22.62%
5000
29.0 83.0
[ e
Ot e e e =
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65636.D

Acqg On : 27 Jan 2021 17:50
Operator : JC/MD

Sample : M1229-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 2-Pentene, 3-methyl-, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.489 17.95 ug/l 327889 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 50
2 Pentane, 3-methylene- 84 C6H12 000760-21-4 50
3 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 50
4 1-Pentene, 2,3-dimethyl- 98 C7H14 003404-72-6 43
5 1-Hexene, 3,3,5-trimethyl- 126 C9H18 013427-43-5 43

Abundance Scan 3654 (13.489 min): VN065636.D\data.ms (-3644) (-  m/z 69.05 100.00%

69.0
43.0
5000
117.1 =
10 | ‘ 13.50
0 el L “;H‘ e 288 m/z 55.00 74.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1511: 2-Pentene, 3-methyl-, (E)-
41.0 69.0
5000 T
13.50
‘ ‘ m/z 43.00 65.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1489: Pentane, 3-methylene-
41.0 69.0
A
13.50
5000 ITI/Z 56.05 64.34%
15.0 ‘
AN N 1 ) R N —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1514: 2-Pentene, 3-methyl-, (2)- —
41.0 69.0 13.50
' m/z 41.00 63.06%
5000 [\\
OL‘“ L
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65636.D

Acqg On : 27 Jan 2021 17:50
Operator : JC/MD

Sample : M1229-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 Benzene, (2-methyl-1-propen... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.965 7.90 ug/l 144207 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
2 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 76
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 76
4 Benzene, 1l-ethenyl-3-ethyl- 132 C1OH12 007525-62-4 74
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 74
Abundance Scan 3802 (13.965 min): VN065636.D\data.ms (-3793) (-  m/z 117.05 100.00%
117.1
5000
s | !
39.0 650 ‘ 148.1 :
o‘H"‘H"uMMMH‘H_‘H P 170 2181 ) 115,00 32.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
11y7.0
5000 ‘Aj\\ : ‘J\
91.0 14.00
m/z 132.00  25.79%
39.0 65.0 ‘
O \\\.‘0\‘\\\“\\“\‘\“‘f“\\\H‘\\\\“”\\U‘\U\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14065: Benzene, (2-methylcyclopropyl)-
117.0
——
14.00
5000 m/z 119.05 24.15%
91.0
51.0
) Y 0 Y O A | Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /\
Abundance #14031: Indan, 1-methyl- e
117.0 14.00
91.00 18.37%
5000
o o %0 | A
O‘“_“ﬂ‘JHWWH"H"_“M‘MH“H‘,H“_“W“H“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65636.D

Acqg On : 27 Jan 2021 17:50
Operator : JC/MD

Sample : M1229-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.560 18.63 ug/l 340225 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 95
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 76
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 70
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1OH12 000824-22-6 70
5 Benzene, 1-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 70
Abundance Scan 3987 (14.560 min): VN065636.D\data.ms (-3974) (-  m/z 117.00 100.00%
117.0
5000
91.0 T 1
39.0 65.0 ‘ H 1481 14.50
bl b W398 2070 s 119,05 46.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 Y
91.0 14.50
510 m/z 132.05 35.47%
27.0 ‘ ‘ ‘
0 \\\‘\‘\ T \“i‘\ \‘U\““UHN‘M‘HH\“H‘H\"\‘Ur‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
o
14.50
5000 m/z 115.00 29.40%
91.0
270 °1° ‘ ! ‘
O bl el ol bl
m/z--> 20 40 60 80 100 120 140 160 180 200 N&H
Abundance #14031: Indan, 1-methyl- e ‘
117.0 14.50
m/z 91.00 19.72%
5000
300 650 10 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65636.D

Acqg On : 27 Jan 2021 17:50
Operator : JC/MD

Sample : M1229-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 10-Methylnonadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.968 54.12 ug/l 988385 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Methylnonadecane 282 C20H42 056862-62-5 64
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 58
3 Nonane, 1-iodo- 254 C9H19I 004282-42-2 47
4 Octane, 4-methyl- 128 C9H20 002216-34-4 43
5 1-Tetradecene 196 C14H28 001120-36-1 38

Abundance Scan 4114 (14.968 min): VN065636.D\data.ms (-4105) (-  m/z 43.00 100.00%

e
430 711
5000
T
L
[ wm_“mum,mW‘_“‘29‘7‘9”“_”‘,”” m/z 71.10  81.89%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #129494: 10-Methylnonadecane
57.0
85.0
5000 T
15.00
154.0 m/z 57.00 80.05%
29.0 ‘ 113.0 ‘
OH\’\W‘H"‘M\“\W“H“H‘H}“\\H\‘\H\H’\H‘\‘H\\‘H\\‘\\\\‘\\\\‘\\\\2’6\\7\(\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #7634: Hexane, 3,3-dimethyl-
43.0
e
71.0 15.00
5000 ITI/Z 55.00 61.51%
isof | | ) |20
0‘HV‘HVHW‘HWHH‘HH_H‘VHWH‘WHH_‘H_HW‘HWH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #106031: Nonane, 1-iodo- T
43.0 710 15.00
m/z 41.00 57.58%
5000
127.0
0d5:0] 1| | | o0 | 15501839 254.0
HW‘HWHH‘HH_H‘_HWH‘WHH_‘HMHW‘HWHH‘HHMH‘ —
m/z--> 20 40 60 80 100120140160180200220 240260 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65636.D

Acqg On : 27 Jan 2021 17:50
Operator : JC/MD

Sample : M1229-01

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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 Naphthalene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.113 10.27 ug/l 187517 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e0 000P91-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 93
4 1,4-Methanonaphthalene, 1,4-dihy... 142 Cl11H10 004453-90-1 90
5 3,4-Difluorobenzaldehyde 142 C7H4F20 034036-07-2 59
Abundance Scan 4470 (16.113 min): VN065636 D\data.ms (-4460) (- m/z 142.00 100.00%
2.0
5000
115.0
—4 ——
63.0 ggp 16.00 16.50
Ol it b b 2970 /2 141,00 83.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000 -t ——
115.0 16.00 16.50

m/z 115.00  30.95%

\“"\‘5(‘)‘(‘)‘\“7‘:%‘(‘)\‘9‘2“\“"\““‘\““‘\‘“‘\““\““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19232: Naphthalene, 1-methyl- /\\
142.0
AN ‘

o

16.00 16.50
m/z 139.00 11.50%
5000 115.0
39.0 P99, 890 I
L 1l 1 1Ln L
e e e et e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19231: Benzocycloheptatriene T —
141.0 16.00 16.50
115.0 m/z 143.00 11.38%
5000
63.0 89.0
o‘mwHH“““M”w‘w‘mw"M‘HH“HH_MWH_M — A
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65636.D

Acqg On : 27 Jan 2021 17:50
Operator : JC/MD

Sample : M1229-01

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.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|
Acetic acid, bu... 10.823 11.6 ug/l 232431 3 11.376 1003380 50.0
Butanoic acid, ... 11.139 21.0 ug/l 421512 3 11.376 1003380 50.0
Benzene, 1l-ethy... 12.862 22.1 wug/l 403059 4 13.315 913094 50.0
1-Heptanol, 6-m... 13.093 13.6 ug/l 248568 4 13.315 913094 50.0
1-Hexanol, 2-et... 13.418 461.0 ug/l 8417860 4 13.315 913094 50.0
2-Pentene, 3-me... 13.489 18.0 ug/l 327889 4 13.315 913094 50.0
Benzene, (2-met... 13.965 7.9 ug/l 144207 4 13.315 913094 50.0
Benzene, 2-ethe... 14.560 18.6 ug/l 340225 4 13.315 913094 50.0
10-Methylnonade... 14.968 54.1 wug/l 988385 4 13.315 913094 50.0
Naphthalene, 2-... 16.113 10.3 ug/l 187517 4 13.315 913094 50.0
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