LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11422\
Data File : VN@70625.D

Acqg On : 14 Jan 2022 16:04

Operator : JC/MD

Sample : N1141-06

Misc : 1.03g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 13  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\82N122721W.M

Title : SW846 8260

Signal : TIC: VN@70625.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.069 1098 1148 1183 rBv4 147162 610090 6.87% ©0.850%
2 5.559 1308 1331 1360 rVB3 57945 200035 2.25% 0.279%
3 7.354 1978 2000 2032 rBvV2 78457 265432 2.99% 0.370%
4 7.812 2150 2171 2196 rBV2 155082 405612 4.57% 0©.565%
5 8.019 2225 2248 2256 rBV 661594 1625334 18.30%  2.265%
6 8.075 2260 2269 2288 rVV 1149122 2694902 30.34% 3.756%
7 8.158 2289 2300 2323 rVB3 98669 242745  2.73% 0.338%
8 8.282 2324 2346 2367 rBv2 412789 955686 10.76%  1.332%
9 8.432 2382 2402 2426 rBV2 815824 1872668 21.08% 2.610%
10 8.547 2429 2445 2460 rBV6 52196 136454 1.54% 0.190%
11  8.815 2528 2545 2579 rBV 376366 832568 9.37% 1.160%
12 8.963 2581 2600 2636 rVB 1593197 3342240 37.62% 4.658%
13 9.451 2757 2782 2802 rBV3 256378 598149 6.73% 0.834%
14 10.073 3003 3014 3044 rVB5 54413 135774 1.53% 0.189%
15 10.210 3046 3065 3092 rBV3 49044 125010 1.41% 0.174%

16 10.440 3132 3151 3162 rBV 2682327 5021840 56.53%
17 10.505 3162 3175 3204 rVV 4710842 8883653 100.00% 1
18 10.620 3205 3218 3240 rVB2 174866 350006 3.94%
19 11.291 3461 3468 3478 rVB 86567 124882 1.41%
20 11.344 3479 3488 3501 rVB4 69458 129220 1.45%
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R

21 11.452 3517 3528 3537 rBv4 59057 99239 1
22 11.524 3539 3555 3580 rVB7 238125 612020 6
23 11.626 3581 3593 3606 rBV 223658 364938 4.11%
24 11.747 3622 3638 3661 rBV 1956938 3534660 39.
25 11.846 3662 3675 3693 rBV 306874 603677 6

O PhP,OOO®
il
[
o
B

26 11.953 3695 3715 3736 rBV3 2035129 4027359 45.33%
27 12.280 3812 3837 3853 rBV2 592036 1594774 17.95%
28 12.366 3862 3869 3879 rVB 210089 311229 3.50%
29 12.455 3894 3902 3906 rBV5 118582 174335 1.96%
30 12.581 3941 3949 3954 rBv4 80710 130787 1.47%
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31 12.734 3994 4006 4029 rVB2 2097184 4001244 45.04%
32 12.916 4061 4074 4085 rVB2 246028 520055 5.85%
33 12.983 4086 4099 4107 rBV 989576 1711650 19.27%
34 13.047 4114 4123 4139 rVB2 2475114 4430015 49.87%
35 13.109 4140 4146 4157 rVB4 244671 368479  4.15%
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36 13.283 4205 4211 4227 rVB4 351843 594279 6.69% ©0.828%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11422\
Data File : VN@70625.D

Acqg On : 14 Jan 2022 16:04

Operator : JC/MD

Sample : N1141-06

Misc : 1.03g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 13  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\82N122721W.M
Title : SW846 8260
37 13.369 4230 4243 4256 rBV 1846696 3061239 34.46% 4.266%
38 13.562 4305 4315 4325 rVB8 501907 848426  9.55%  1.182%
39 13.675 4346 4357 4377 rVB2 2092846 4195379 47.23% 5.847%
40 13.871 4422 4430 4438 rBV3 642712 943851 10.62% 1.315%
41 13.994 4465 4476 4488 rBV3 1763099 2787403 31.38%  3.885%
42 14.131 4522 4527 4532 rBV 184363 212187 2.39% 0.296%
43 14.217 4551 4559 4570 rVB 550905 855126 9.63% 1.192%
44 14.327 4590 4600 4611 rVB2 605373 989741 11.14% 1.379%
45 14.506 4659 4667 4675 rBV4 461131 682160 7.68% 0.951%
46 14.579 4689 4694 4702 rVB 434774 535529 6.03% 0.746%
47 14.622 4704 4710 4718 rVWVW2 274314 355296 4.00%  0.495%
48 14.667 4719 4727 4740 rVB7 382572 650871 7.33% 0.907%
49 14.812 4772 4781 4788 rBv4 378949 690739 7.78% 0.963%
50 14.927 4809 4824 4837 rBV6 771462 1974132 22.22% 2.751%
51 15.086 4874 4883 4897 rVB 425076 726430 8.18% 1.012%

52 16.620 5445 5455 5487 rVB3 240158 615132 6.92% 0.857%

Sum of corrected areas: 71754681
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N1141-06
: 1.03g/10emL/100uL/5.00mL/MSVOA_N/MEOH
. 13

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe11422\

: VN@70625.D
: 14 Jan 2022 16:04

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
4000000
3000000
2000000
1000000

0

2

Time-->
Abundance

4000000
3000000
2000000

1000000

TIC: VNO70625.D\data.ms

5.069

5.559

.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: VN070625.D\data.ms
10.505

10.4

11.747
8.963

8.075
8.432

8.282 8.815

8.0

9.451 1152426118

0
Time-->
Abundance

4000000

3000000

2000000

1000000

8.00 8.50

10.013.210 0,620
R ——

111_.2311%

9.00 9.50
TIC: VNO70625.D\data.ms

T
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Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70625.D

Acqg On : 14 Jan 2022 16:04

Operator : JC/MD

Sample : N1141-06

Misc : 1.03g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 Pentane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.069 11.32 ug/1 610090 Pentafluorobenzene 8.078

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 87
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 50
3 Butanoic acid, 3-methyl-2-oxo-, ... 130 C6H1003 003952-67-8 43
4 trans-2,3-Epoxydecane 156 C10H200 054125-39-2 40
5 Pentane, 2-bromo- 150 C5H11Br 000107-81-3 38
Abundance Scan 1148 (5.069 min): VN070625.D\data.ms (-1098) (-) m/z 43.00 100.00%
43.0
5000
71.1
B B SRR B
‘ 4.80 5.00 5.20 5.40
el 2071 4/ 41,95 55.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2048: Pentane, 2-methyl-
43.0
5000 710 L L L L L B B L B
4.80 5.00 5.20 5.40
m/z 41.00 40.46%
;\5\"0\‘\‘\\“}\\”\“\\‘\\‘\‘\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: Butane, 2,3-dimethyl-
43.0
R RREEE e
4.80 5.00 5.20 5.40
5000 m/z 71.10 34.14%
71.0
sol
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15266: Butanoic acid, 3-methyl-2-oxo-, methyl ester R ARa e A RRma R T o
43.0 4.80 5.00 5.20 5.40
m/z 38.95 17.90%
5000
71.0
15.0
BN | A L S—
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70625.D

Acqg On : 14 Jan 2022 16:04

Operator : JC/MD

Sample : N1141-06

Misc : 1.03g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 Hexane, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.281 17.73 ug/l 955686  Pentafluorobenzene 8.078

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Heptane 100 C7H16 000142-82-5 59
3 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 53
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53
5 Diisoamyl ether 158 C10H220 000544-01-4 50
Abundance Scan 2346 (8.281 min): VN070625.D\data.ms (-2324) (-) m/z 43.00 100.00%
43.0
71.0
5000
‘ ‘ 100.1 207 C 8.00 8.20 8.40 8.60
o+ttt m/z 40.95 54.98%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4471: Hexane, 3-methyl-
43.0
5000 710
8.00 8.20 8.40 8.60
m/z 71.00 54.13%
15\.0 “ “\ ‘ | 100.0
\‘\\\\‘\\\\‘\\\\"\\}\‘\\\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4464: Heptane
43.0
8.00 8.20 8.40 8.60
5000 71.0 m/z 57.00  49.77%
-
Wm"m“m“,um‘m‘1””_”“mwmwm_m
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #59101: Decane, 3,3,4-trimethyl- R RN e
43.0 71.0 8.00 8.20 8.40 8.60
m/z 70.00 49.59%
5000
| \‘\ “ |1 990 1290 155.0 A/V\
R R E e A
m/z--> 0 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60

82N122721W.M Tue Jan 18 ©3:09:21 2022 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70625.D

Acqg On : 14 Jan 2022 16:04

Operator : JC/MD

Sample : N1141-06

Misc : 1.03g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 3 Heptane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.815 12.46 ug/l 832568 1,4-Difluorobenzene 8.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 94
2 Hexane, 3-methyl- 100 C7H16 000589-34-4 40
3 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 38
4 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 38
5 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 37
Abundance Scan 2545 (8.815 min): VN070625.D\data.ms (-2528) (-) m/z 43.00 100.00%
43.0
71.0
5000
T e
‘ | loﬁ'l 8.40 8.60 8.80 9.00 9.20
ol e 2072 sz 40095 62.38%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4462: Heptane
43.0
5000 71.0 \v\'ﬁ‘\u’\\\\‘uu‘uu/’\/\\\
8.40 8.60 8.80 9.00 9.20
m/z 70.95 55.64%
‘ 100.0
\‘\:\L\':-)‘\.‘()\“\\\‘i‘\\\‘\“\\“\\‘\\\\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4471: Hexane, 3-methyl-
43.0
8.40 8.60 8.80 9.00 9.20
5000 71.0 m/z 57.00 51.38%
150 || | 1100.0
et
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8647: Hexane, 2,3-dimethyl-
43.0 8.40 8.60 8.80 9.00 9.20
m/z 56.00  33.94%
70.0
5000
50 || | uao M J\
R e e A RARsanass s e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70625.D

Acqg On : 14 Jan 2022 16:04

Operator : JC/MD

Sample : N1141-06

Misc : 1.03g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.983 20.40 ug/l 1711656 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 4099 (12.983 min): VN070625.D\data.ms (-4086) (-  m/z 105.00 100.00%

105.0
5000
oy
39.0 77.0 13.00
B
Ol erenbobprt bl 140.01632189.0 2208 /) 156 69 30.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 T
13.00
m/z 77.00 12.36%
B0
-V P P | I [ | N1
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
T
13.00
5000 ITI/Z 91.00 11.29%
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10727: Benzene, 1-ethyl-4-methyl- —
105.0 13.00
m/z 106.00 8.92%
5000
79.0 ‘
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70625.D

Acqg On : 14 Jan 2022 16:04

Operator : JC/MD

Sample : N1141-06

Misc : 1.03g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 Cyclohexane, butyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.562 10.11 ug/l 848426 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 53
2 o-Cymene 134 C10H14 000527-84-4 47
3 p-Cymene 134 C10H14 000099-87-6 47
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 38
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 38

Abundance Scan 4315 (13.562 min): VN070625.D\data.ms (-4305) (- m/z 83.00 100.00%

83.0
55.0 119.1
5000
T \
L bl ol o
ettt ol b L, A0 1708 2081 119 65 g5, 93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 —
13.50
m/z 55.00 79.60%
29.0 140.0
\\\‘\H\\"H\\\“!“\‘}h\\“\‘\\\“:L\]\-]\“\O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16998: o-Cymene
119.0
T \
13.50
5000 ITI/Z 82.00 57.83%
91.0
41.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16994: p-Cymene —
119.0 13.50
m/z 41.00  48.25%
5000
91.0
39.0
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©11422\
Data File : VN@70625.D

Acqg On : 14 Jan 2022 16:04

Operator : JC/MD

Sample : N1141-06

Misc : 1.03g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 Benzene, 2-propenyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.871  11.25 ug/1 943851 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 50
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 45
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 45
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 43
5 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 43
Abundance Scan 4430 (13.871 min): VN0O70625.D\data.ms (-4422) (-  m/z 105.00 100.00%
105.0
5000
134.1
39.0 77‘-0 ‘ | ‘ 13.50 14.00
Ol el b L L ASTL 1931 2190y 117,00 62.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10191: Benzene, 2-propenyl-
11y7.0
5000 — Py
91.0 13.50 14.00
m/z 118.00  33.83%
51.0
27.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
13.50 14.00
5000 m/z 115.00 23.54%
91.0
39.0 650
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #10215: Bicyclo[4.2.0]octa-1,3,5-triene, 7-methyl-
117.0 13.50 14.00
m/z 134.05  22.82%
5000
91.0
39.0 63.0 M

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70625.D

Acqg On : 14 Jan 2022 16:04

Operator : JC/MD

Sample : N1141-06

Misc : 1.03g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 Undecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.994  33.22 ug/1l 2787400 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 81
2 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 72
3 Tetradecane 198 C14H30 000629-59-4 64
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 64
5 Decane 142 C10H22 000124-18-5 64
Abundance Scan 4476 (13.994 min): VN070625.D\data.ms (-4465) (- m/z 57.00 100.00%
57.0
5000
85.0
l 00 1381 14.00
Obrrrrrrrre O 1719 2081 ;43,00 91.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33077: Undecane
57.0
5000 1
14.00
20.0 8.0 m/z 41.68 56.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #126240: Oxirane, [(dodecyloxy)methyl]-
57.0
—
14.00
m/z 71.00 45.81%
5000 83.0 /
29.0 111.0
1400 166.0 197.0
R A A RRaa
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane =
57.0 14.00
m/z 55.00 31.26%
5000
85.0
29.0
L‘ I\ ‘ L | 1130 1410 169.0 1980
e e A e e e e
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©11422\
Data File : VN@70625.D

Acqg On : 14 Jan 2022 16:04

Operator : JC/MD

Sample : N1141-06

Misc : 1.03g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 8 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.217 10.19 ug/l 855126  1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95

Abundance Scan 4559 (14.217 min): VN070625.D\data.ms (-4551) (-  m/z 119.00 100.00%

119.0
5000
91.0
390 650 | | | 171.2199.2 234. 1400 1450
0t bl LI 1992 2305 myz 134.00 28.25%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
14 00 14 50
m/z 16.01%
91.0
\‘\\\\‘\\3\?"9‘\\6‘?\0\\“\\‘\\‘w‘\\‘\‘l\\\”\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
14 00 14 50
39.0 g5 910
20 o b b e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0 14 00 14 50
m/z 120.0 9.04%
5000
91.0
oo ) |
|y I
e e e e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 14 00 14 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70625.D

Acqg On : 14 Jan 2022 16:04

Operator : JC/MD

Sample : N1141-06

Misc : 1.03g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 3-Phenylbut-1-ene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.327 11.80 ug/l 989741 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 64
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 62
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 62
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 62
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 60
Abundance Scan 4600 (14.327 min): VN070625.D\data.ms (-4590) (-  m/z 117.00 100.00%
117.0
5000
91.0
P P
39.0 65.0 ‘ 14?'1 14.00 14.50
Obrrereredbbd bl | 1708 2002 00 00 68.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16106: 3-Phenylbut-1-ene
11y7.0
5000 o .
14.00 14.50
91.0 m/z 105.00 37.33%
390 450 ‘ ”
\\\‘\\\\“\\“”\“f“\\i‘h‘\\”\“m\\H‘\i‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0
M L
14.00 14.50
5000 m/z 115.00 35.42%
91.0
somo ™ |
S O W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16143: Benzene, (2-methyl-1-propenyl)- e —
117.0 14.00 14.50
m/z 91.00 29.18%
5000
91.0
39.0 65.0
;?Pm‘ﬂuﬁw‘w‘N_Jm‘WHUMUJW‘H‘_“W‘H‘_“W“ e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70625.D

Acqg On : 14 Jan 2022 16:04

Operator : JC/MD

Sample : N1141-06

Misc : 1.03g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.927  23.53 ug/1 1974130 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
3 Benzene, 1-methyl-4-(2-propenyl)- 132 C1eH12 003333-13-9 87
4 2,4-Dimethylstyrene 132 C10H12 002234-20-0 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 76

Abundance Scan 4824 (14.927 min): VN070625.D\data.ms (-4809) (-  m/z 117.00 100.00%

11y7.0
5000
91.0 =
39.0 65.0 ‘ 15.00
148.0
{HUH“\“1”,‘:‘[‘7‘7"‘2‘”“2‘;‘7,"2‘”‘ m/z 119.00  43.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
11y.0
5000 T
15.00
m/z 132.05 33.70%
39.0 g5 910 ‘ ‘
\\\‘\‘\\\“‘\\“”\“‘U\\\“‘\\“\\"W\\U‘\“\“\‘\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
L
15.00
5000 ITI/Z 115.00 30.77%
91.0
51.0 ‘
150 4 bbb bt Ml
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)- —
117.0 15.00
m/z 91.00 22.13%
5000
91.0
51.0
BTN N Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11422\
Data File : VN@70625.D

Acqg On : 14 Jan 2022 16:04

Operator : JC/MD

Sample : N1141-06

Misc : 1.03g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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|
Pentane, 2-methyl- 5.069 11.3 ug/l 610090 1 8.078 2694900 50.0
Hexane, 3-methyl- 8.281 17.7 ug/l 955686 1 8.078 2694900 50.0
Heptane 8.815 12.5 ug/l 832568 2 8.963 3342240 50.0
Benzene, 1-ethy... 12.983 20.4 ug/l 1711650 4 13.675 4195380 50.0
Cyclohexane, bu... 13.562 10.1 ug/l 848426 4 13.675 4195380 50.0
Benzene, 2-prop... 13.871 11.3 ug/l 943851 4 13.675 4195380 50.0
Undecane 13.994 33.2 ug/l 2787400 4 13.675 4195380 50.0
Benzene, 2-ethy... 14.217 10.2 ug/l 855126 4 13.675 4195380 50.0
3-Phenylbut-1-ene 14.327 11.8 ug/l 989741 4 13.675 4195380 50.0
1H-Indene, 2,3-... 14.927 23.5 wug/l 1974130 4 13.675 4195380 50.0
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