LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65633.D

Acqg On : 27 Jan 2021 16:37

Operator : JC/MD

Sample : M1190-02ME

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 16 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@65633.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.788 617 637 705 rVB 730506 2315596 20.65% 4.076%
2 7.338 1721 1741 1762 rVB3 45331 135248 1.21% 0.238%
3 7.586 1786 1818 1841 rBV3 593394 2537374 22.63% 4.467%
4 7.698 1842 1853 1873 rVV 198976 508488 4.53% 0.895%
5 7.830 1873 1894 1927 rVV 771999 1892700 16.88%  3.332%
6 7.987 1927 1943 1962 rVV2 177376 421363 3.76% 0.742%
7 8.110 1962 1981 1990 rVV4 121641 320192 2.86% 0.564%
8 8.171 1991 2000 2017 rVV3 108222 330246 2.94% 0.581%
9 8.258 2017 2027 2045 rVB2 57808 135325 1.21% 0.238%
10 8.396 2053 2070 2099 rBV 711317 1454945 12.97% 2.561%
11  8.547 2099 2117 2140 rBV 423379 888771 7.93% 1.565%
12 9.042 2247 2271 2283 rBV2 180350 468627 4.18% 0.825%
13 9.483 2388 2408 2425 rBV4 53666 113052 1.01% ©.199%
14  9.621 2429 2451 2463 rBV3 63226 158230 1.41% 0.279%
15 9.695 2463 2474 2499 rVwv2 64518 164578 1.47% 0.290%

16  9.833 2499 2517 2540 rVB2 56496 142392 1.27% 0.251%
17 10.058 2573 2587 2595 rBV 694438 1270908 11.33%  2.237%
18 10.122 2595 2607 2632 rVB 5979089 11214309 100.00% 19.742%
19 10.251 2638 2647 2662 rVB 119671 212756 1.90% 0.375%
20 11.171 2917 2933 2953 rVB5 123645 290920 2.59% 0.512%

21 11.270 2953 2964 2985 rBvV2 105582 199747 1.78% ©.352%
22 11.376 2985 2997 3017 rVV 532592 970954  8.66%  1.709%
23 11.482 3018 3030 3045 rVV 109767 244758 2.18% 0.431%
24 11.601 3045 3067 3081 rVV5 597792 1446800 12.90%  2.547%
25 11.917 3143 3165 3182 rBV3 201236 583049 5.20% 1.026%
26 12.016 3188 3196 3204 rBV 90126 127424 1.14%  0.224%
27 12.132 3225 3232 3250 rVB6 140753 292100 2.60% ©.514%
28 12.373 3299 3307 3316 rVV 345282 530180 4.73% ©.933%
29 12.418 3316 3321 3329 rVB 100510 130539 1.16% 0.230%
30 12.560 3361 3365 3373 rVB 92004 119924 1.07% 0.211%
31 12.624 3374 3385 3392 rBV 311515 552290 4.92% ©.972%
32 12.698 3400 3408 3418 rVB3 841502 1347249 12.01% 2.372%
33 12.749 3419 3424 3434 rVB2 105448 157664 1.41% 0.278%
34 12.862 3449 3459 3467 rBV 147171 259702 2.32% ©0.457%
35 12.933 3475 3481 3493 rVB4 154279 259616 2.32% ©.457%

36 13.010 3494 3505 3516 rBV 510606 870220 7.76% 1.532%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65633.D

Acqg On : 27 Jan 2021 16:37

Operator : JC/MD

Sample : M1190-02ME

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 16 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 13.138 3535 3545 3553 rVB3 109734 194874 1.74%  0.343%
38 13.206 3554 3566 3575 rBV4 255096 495202 4.42% 0.872%
39 13.315 3589 3600 3607 rBV 485855 931533 8.31% 1.640%
40 13.511 3646 3661 3668 rBV2 575514 1063516 9.48% 1.872%
41 13.556 3668 3675 3690 rVV4 645775 1275829 11.38% 2.246%
42 13.640 3691 3701 3710 rVV4 502499 824861 7.36% 1.452%
43 13.711 3716 3723 3733 rVB 253681 392603 3.50% 0.691%
44 13.772 3734 3742 3746 rVW 528747 771067 6.88% 1.357%
45 13.801 3747 3751 3760 rVV 650329 942486 8.40% 1.659%
46 13.859 3760 3769 3780 rVB 1304178 1981419 17.67%  3.488%
47 13.965 3792 3802 3812 rVB2 424141 705274  6.29%  1.242%
48 14.097 3835 3843 3849 rBV 238929 369017 3.29% 0.650%
49 14.135 3849 3855 3861 rVV3 270599 444827 3.97% 0.783%
50 14.180 3861 3869 3874 rVV 883225 1408156 12.56% 2.479%
51 14.219 3874 3881 3890 rVV 1919024 2928924 26.12% 5.156%
52 14.264 3890 3895 3901 rVvVv2 198235 257760 2.30% 0.454%
53 14.302 3901 3907 3916 rVB2 240230 328376 2.93% 0.578%
54 14.360 3920 3925 3931 rVV4 83310 115498 1.03% 0.203%
55 14.405 3934 3939 3944 rVvv2 119408 146783 1.31% 0.258%
56 14.444 3944 3951 3960 rVV2 367605 660677 5.89% 1.163%
57 14.492 3961 3966 3974 rVB 356785 506306 4.51% 0.891%
58 14.553 3974 3985 3998 rBV4 1105662 2288429 20.41% 4.029%
59 14.614 3999 4004 4015 rVB2 199878 327301 2.92% 0.576%
60 14.711 4026 4034 4051 rVB2 213187 376228 3.35% 0.662%
61 14.820 4061 4068 4088 rVB3 191274 439347 3.92% 0.773%
62 14.923 4093 4100 4113 rVB4 148635 303688 2.71% 0.535%
63 15.100 4145 4155 4165 rVB 211636 403763 3.60% 0.711%
64 15.154 4166 4172 4180 rVV 137111 198130 1.77%  0.349%
65 15.212 4181 4190 4208 rVV8 174403 461527 4.12% ©.812%
66 15.293 4209 4215 4230 rVB6 128379 254049 2.27% 0.447%
67 15.379 4232 4242 4256 rVB3 97496 224572  2.00%  0.395%
68 15.576 4295 4303 4319 rVB2 281166 532295 4.75% 0.937%
69 15.730 4344 4351 4374 rVB7 77946 239837 2.14% 0.422%
70 15.868 4383 4394 4406 rBV2 159445 309237 2.76%  0.544%
71 16.058 4442 4453 4464 rVB2 194283 373510 3.33% 0.658%
72 16.119 4465 4472 4489 rVB7 65972 130159 1.16% 0.229%

73 16.437 4565 4571 4588 rVB5 59377 130111 1.16% 0.229%

Sum of corrected areas: 56805407
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65633.D

Acqg On : 27 Jan 2021 16:37

Operator : JC/MD

Sample : M1190-02ME

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 16 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: VN065633.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65633.D

Acqg On : 27 Jan 2021 16:37

Operator : JC/MD

Sample : M1190-02ME

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 16 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 Hexane, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.830 37.30 ug/l 1892700  Pentafluorobenzene 7.621

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 94
2 Heptane 100 C7H16 000142-82-5 64
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 Pentane, 3-ethyl- 100 C7H16 000617-78-7 53
5 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 50

Abundance Scan1894(7830nnm VN065633.D\data.ms (-1873) (-) m/z 43.00 100.00%

43.0
71.1
57.0
5000

| 85.1 100.1 7.60 7.80 8.00 8.20
Ol rrrprrrrprrerprrreprrribe b e e m/z 71,100 64.60%

mlz--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #3980: Hexane, 3-methyl-
43.0
5000 290.0 57.0 71.0

7.60 7.80 8.00 8.20
m/z 57.05 56.34%

1.0 150 “ | 850 1090
H\‘\\H’HH‘H\\‘\\H’HH‘\H\‘\\H’\H\‘HH‘HH‘HH‘HH’H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #3972: Heptane
43.0

7.60 7.80 8.00 8.20

o

5000 57.0 71.0 m/z 70.10 56.07%
29.0
100.0
obordso | 1 Il | w0
HW‘HW‘H‘_H‘_H‘V‘H_‘H_‘H,HH‘HH‘H‘WH‘WH‘W‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #7630: Heptane, 4-methyl- “‘W“H“H‘_“W“
43.0 7.60 7.80 8.00 8.20
m/z 41.00 49.20%
71.0
5000
29.0
57.0
L0150 || ) [" | 650 g9 1140
T e e e e e e e R REEEREL B RS R
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65633.D

Acqg On : 27 Jan 2021 16:37

Operator : JC/MD

Sample : M1190-02ME

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 16 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 Heptane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.396 81.85 ug/l 1454950  1,4-Difluorobenzene 8.547

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 59
3 Acetaldehyde, propylhydrazone 100 C5H12N2 007422-88-0 46
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 40
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 40

Abundance Scan 2070 (8.396 min): VN065633.D\data.ms (-2053) (-) m/z 43.00 100.00%

43.0
71.1
5000
N

100.1 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
‘ ‘ ‘ 8.00 8.20 8.40 8.60 8.80
\\ |

ol e e m/z 71.18  62.61%

m/z--> 20 40 60 80 100 120 140 160
Abundance #3972: Heptane
43.0
5000 71.0

8.00 8.20 8.40 8.60 8.80
L m/z 40.95 55.59%
‘ 100.0
0 “‘?§1‘Ji"N‘\‘w“!““‘l““\““\“"v‘
m/z--> 20 40 60 80 100 120 140 160
Abundance #73873: Oxalic acid, isobutyl pentyl ester
57.0
8‘008‘208‘408‘608‘80
5000 m/z 57.10  55.27%
29.0
obo Lo, Lm0 w0 seio
miz-> 20 40 60 80 100 120 140 160
Abundance #3640: Acetaldehyde, propylhydrazone
71.0 8.00 8.20 8.40 8.60 8.80

m/z 56.10  33.06%

30.0
5000
100.0
0 I i 540 | . | f/\A

m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65633.D

Acqg On : 27 Jan 2021 16:37

Operator : JC/MD

Sample : M1190-02ME

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 16 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-methyl-3-propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.511 57.08 ug/l 1063520 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C10H14 001074-43-7 70
2 2-Indanol 134 CS9H1e0 004254-29-9 68
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 64
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 64
5 Benzene, 1-methyl-2-propyl- 134 C10H14 001074-17-5 64
Abundance Scan 3661 (13.511 min): VN065633.D\data.ms (-3646) (-  m/z 105.00 100.00%
105.0
5000
134.1
. 3.50
390 573 ‘ 1
s L/ Y T ‘M“ M 2582 /7 117.05  24.53%
m/z--> 20 40 60 80 100 120 140
Abundance #14853: Benzene, 1-methyl-3-propyl-
105.0
5000 ! Aﬁﬁ\? T \
13.50
134.0 m/z 134.05  24.06%
77.0
0 \1\5\.(’)\‘\ \3\9"-‘0\\\5?.‘0‘\‘\ T \H‘ T \H T “i‘\ T “ T T
miz-> 20 40 60 80 100 120 140
Abundance #15273: 2-Indano
105.0
T \
13.50
m/z 106.05  14.23%
5000 134.0
77.0
T S Bl Y T
miz-> 20 40 60 80 100 120 140 A /\
Abundance #14857: Benzene, 1-methyl-4-propyl- A‘ R e
105.0 13.50
m/z 118.10 13.10%
5000
134.0
77.0
o 20 20 b L e L
m/z--> 20 40 60 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65633.D

Acqg On : 27 Jan 2021 16:37

Operator : JC/MD

Sample : M1190-02ME

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 16 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 Undecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.640 44.27 ug/l 824861 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 70
2 Tetradecane 198 C14H30 000629-59-4 50
3 Decane 142 C1OH22 000124-18-5 47
4 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 47
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 43
Abundance Scan 3701 (13.640 min): VN065633.D\data.ms (-3691) (- m/z 57.10 100.00%
57.1
5000
85.0
= L
| 108, 138.1 13.50 14.00
owwi‘m ‘?ﬂ_m“wwwwz“??‘l‘ m/z 43.00  80.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28422: Undecane
43.0
5000 s M
71.0 13.50 14.00
m/z 71.05 48.63%
0 LIl L9990 120 1500
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
57.0
== i
13.50 14.00
5000 m/z 41.00 47 .96%
85.0
29.0
‘H"H‘“H"‘H"H“‘H“_“‘_“‘_“w“‘w“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19158: Decane T ——
43.0 13.50 14.00
m/z 55.00 31.12%
5000
71.0
0150\‘ il 990 1420
"w‘H"H‘w"H‘H“_‘H“H‘_“W‘H“H‘w“u —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

82N©12521W.M Thu Jan 28 13:12:05 2021 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65633.D

Acqg On : 27 Jan 2021 16:37

Operator : JC/MD

Sample : M1190-02ME

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 16 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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.772  41.39 ug/l 771067 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 97
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 94
4 o-Cymene 134 C10H14 000527-84-4 94
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94

Abundance Scan 3742 (13.772 min): VN065633.D\data.ms (-3734) (-  m/z 119.10 100.00%
119.1
5000
91.0
Y P N PRI PR 1 e S m/z 134.05  31.17%
miz--> 20 40 60 80 100 120 140
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
13.50 14.00
l m/z 91.00 16.62%
39.0
15.0 65.0
O \‘\ T \‘\ T \““\ \‘M‘\ ‘H‘\ T \‘H’ T \‘\ T “1“\ \M T \1\ \6‘0\ T
miz-> 20 40 60 80 100 120 140
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
~— Y
13.50 14.00
5000 m/z 105.05 12.99%
91.0
39.0 65.0 ‘
e A T | A
miz--> 20 40 60 80 100 120 140
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 13.50 14.00
m/z 120.10 9.74%
5000
91.0
41.0 65.0
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65633.D

Acqg On : 27 Jan 2021 16:37

Operator : JC/MD

Sample : M1190-02ME

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 16 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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.801 50.59 ug/l 942486 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 91
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 91
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91

Abundance Scan 3751 (13.801 min): VN065633.D\data.ms (-3747) (-  m/z 119.10 100.00%

119.1
5000
41.0 €50 ‘ 13.50 14.00
) S TP L aol L 184 2070 u; 134,05 22.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
5000
13.50 14.00
390 m/z 91.00 13.25%
. 65.0 91.0
O\\\\‘\‘\\\“‘\\“”\“}“\\\‘H‘\\‘\\‘m\\wl\\1“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-
119.0
o e
13.50 14.00
5000 ITI/Z 120.10 10.34%
91.0
150 L 39\\0 L 65\0 y ‘ h‘\ \\“ Il
P e e e e e
miz--> 20 40 60 80 100 120 140 160 180 200 J\
Abundance #14887: Benzene, 4-ethyl-1,2-dimethyl- — ‘/\‘ ‘
119.0 13.50 14.00
m/z 77.00 7.84%
5000
15.0 39.0 65.0 91.0
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_N\Data\VN@12721\
Data File : VN@65633.D

Acqg On : 27 Jan 2021 16:37

Operator : JC/MD

Sample : M1190-02ME

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 16 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 o-Cymene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.965 37.86 ug/l 705274  1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 50
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 49
3 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 49
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 49
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 46

Abundance Scan 3802 (13.965 min): VN065633.D\data.ms (-3792) (-  m/z 119.05 100.00%
1

19.1
5000
91.0
148.1
41.0 65.0‘ ‘ 14.00
0Lttt b M L 207C s 977,05 51.55%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14811: 0o-Cymene
119.0
5000 J\/\‘ T T T
14.00
910 m/z 105.00  37.61%
41.0 65.0 ‘ |
0 \‘HH‘\‘\H“‘H‘\\”"\‘\H‘”‘H‘i‘\‘WHM“\H‘\‘HH‘\\H‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14883: Benzene, 1-ethyl-3,5-dimethyl-
119.0
.
14.00
5000 m/z 91.00 26.61%
91.0
i TR R N
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)- P
119.0 14.00
m/z 115.05 19.51%
5000
91.0 148.0
41.0 65.0 L ‘
NN I Y A L pl T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65633.D

Acqg On : 27 Jan 2021 16:37

Operator : JC/MD

Sample : M1190-02ME

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 16 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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.444  35.46 ug/l 660677 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 93
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 93
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 86
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 78

Abundance Scan 3951 (14.444 min): VN065633.D\data.ms (-3944) (- m/z 117.00 100.00%

117.0
5000
91.0 1450
64.1 ‘ 14.50
o 39‘0‘ AL i " L‘“ a1y 2070 13505  38.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000
14.50
m/z 115.00 26.80%
39.0 g5 910 ‘ ‘
O\‘\‘\\\““\\“”\“‘U\\H\“‘\\“\\“W\\U‘\‘U‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
—
14.50
5000 ITI/Z 131.05 22.62%
Y T SV "
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14033: 3-Phenylbut-1-ene ANV —
117.0 14.50
m/z 91.00 13.86%
5000
91.0
390 g5 ‘ ‘
o“JH‘M‘WM‘M‘WM‘J;WM“W‘wh‘_“‘_““w“‘u“ —
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@65633.D

Acqg On : 27 Jan 2021 16:37

Operator : JC/MD

Sample : M1190-02ME

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 16 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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.553 122.83 ug/l 2288430 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 93
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 81
3 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 Cl1l0OH14 076089-59-3 81
4 o-Cymene 134 C10H14 000527-84-4 76
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 70

Abundance Scan 3985 (14.553 min): VN065633.D\data.ms (-3974) (-  m/z 119.10 100.00%

119.1
5000
91.0 =1 T
39.0 65.0 ‘ 14.50
Y I OO WO O ;“Hul“}?(‘l‘ 2980 myz 117.05  36.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
14.50
91.0 m/z 134.85  35.82%
39.0 650
0 }\5\-‘0\‘\\\"‘\ \“i‘\“{“\ T MH‘M‘W\ \‘M\H“\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119.0
i ‘
14.50
5000 m/z 91.00 19.96%
91.0
150 390 650 |
0 HH‘\Muu\JM‘W\\M\\\WW\WWL\JMM\\\‘H\\‘H\\‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth e ‘
119.0 14.50
m/z 115.00 14.84%
5000
91.0
41.0 ‘
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@65633.D

Acqg On : 27 Jan 2021 16:37

Operator : JC/MD

Sample : M1190-02ME

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 16 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, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.576  28.57 ug/1 532295 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 87
3 Benzene, (1-methylenebutyl)- 146 C1l1H14 005676-32-4 87
4 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 74
5 2-Propyn-1-o0l, 3-(4- methylphenyl)- 146 C10H100 016017-24-6 53
Abundance Scan 4303 (15.576 min): VN065633.D\data.ms (-4295) (-  m/z 118.10 100.00%
118.1
5000
S VAN ‘
9.0 77-0‘ ‘ ‘ 0.1 , 15.50
oL, wmw 2000 28l. n/z 131.05  75.25%
miz--> 50 100 150 200 250
Abundance  #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 — /
91.0 15.50
' m/z 146.05 68.52%
39.0 ‘ ‘
O — M\L\ ‘M‘h‘h‘ \‘\ \‘u‘ “M\‘H‘ T T T T T T
miz--> 50 100 150 200 250
Abundance  #21674: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
=t o
15.50
5000 m/z 117.00 49, 20%
91.0
39.0 ‘ ‘
W | M ‘h‘\‘ —————
m/z--> 50 100 150 200 250
Abundance #21613: Benzene, (1-methylenebutyl)- S
118.0 15.50
m/z 105.05 39.63%
5000
77.0
Ll
oL “\‘ ‘L‘ ‘\ ‘\H\‘H\“ it ‘\‘ “ \H}\ ‘\“‘ . — T —
m/z--> 50 100 150 200 250 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65633.D

Acqg On : 27 Jan 2021 16:37

Operator : JC/MD

Sample : M1190-02ME

Misc : 1.00g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 16 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|
Hexane, 3-methyl- 7.830 37.3 ug/l 1892700 1 7.621 2537370 50.0
Heptane 8.396 81.9 wug/l 1454950 2 8.547 888771 150.0
Benzene, 1-meth... 13.511 57.1 wug/l 1063520 4 13.315 931533 50.0
Undecane 13.640 44.3 ug/l 824861 4 13.315 931533 50.0
Benzene, 2-ethy... 13.772 41.4 ug/l 771067 4 13.315 931533 50.0
Benzene, 1,2,3,... 13.801  50.6 ug/l 942486 4 13.315 931533 50.0
o-Cymene 13.965 37.9 ug/l 705274 4 13.315 931533 50.0
1H-Indene, 2,3-... 14.444 35.5 ug/l 660677 4 13.315 931533 50.0
Benzene, 1,2,4,... 14.553 122.8 ug/l 2288430 4 13.315 931533 50.0
Naphthalene, 1,... 15.576 28.6 ug/l 532295 4 13.315 931533 50.0
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