LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92921\
Data File : VU@44994.D

Acqg On : 29 Sep 2021 15:40

Operator : SY/MD

Sample : M3872-01ME

Misc : 5.05g/10mL/100uL/5.00mL/MSVOA_U/MEOH SP-LPA-01ME

ALS Vvial : 11 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 U\Method\82U092821W.M

Title : SW846 8260

Signal : TIC: VU@44994.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.292 1213 1229 1241 rBV 171251 373403 5.99% 0.784%
2 5.372 1241 1254 1278 rVB 309308 647225 10.38% 1.359%
3 5.703 1341 1357 1376 rBV 217461 455514 7.31% 0.956%
4 6.250 1511 1527 1549 rBV 468569 905700 14.53% 1.902%
5 7.899 2020 2040 2058 rVB 729981 1281563 20.55% 2.691%
6 9.423 2498 2514 2531 rBV 691565 1196076 19.18% 2.511%
7 10.021 2689 2700 2714 rBV4 35497 81997 1.32% 0.172%
8 10.253 2755 2772 2785 rBv4 79294 157163 2.52% 0.330%
9 10.359 2796 2805 2811 rBV4 52349 88751 1.42% 0.186%
10 10.398 2812 2817 2828 rVB 55416 85213 1.37% 0.179%
11 10.562 2852 2868 2877 rBV6 63797 146090 2.34% 0.307%
12 10.639 2879 2892 2904 rVB2 629057 1057955 16.97% 2.221%
13 10.812 2938 2946 2965 rVB9 53165 117449 1.88% 0.247%
14 11.021 3002 3011 3018 rBV6 34254 65190 1.05% ©.137%
15 11.070 3018 3026 3037 rBV3 75670 143029 2.29% 0.300%
16 11.314 3088 3102 3114 rBV8 79291 189545 3.04% 0.398%
17 11.378 3115 3122 3127 rBV3 58724 83994 1.35% 0.176%
18 11.420 3128 3135 3143 rVB 200470 273663 4.39% 0.575%
19 11.472 3143 3151 3157 rBV2 98501 168630 2.70% 0.354%
20 11.574 3176 3183 3190 rBV2 67383 111232 1.78% 0.234%
21 11.645 3198 3205 3216 rVB6 93836 157100 2.52% 330%
22 11.716 3217 3227 3234 rBV2 164243 269093 4.32% 565%

23 11.819 3249 3259 3272 rVB 793433 1342500 21.53%

ORrNOO®
(o]
iy
o)
IS

24 12.098 3336 3346 3362 rBv2 325912 600202  9.63% 260%
25 12.192 3365 3375 3390 rBV6 190509 419436 6.73% 881%
26 12.327 3411 3417 3428 rVV3 125507 200963 3.22%  0.422%
27 12.388 3430 3436 3450 rVB7 143292 334676 5.37% ©.703%
28 12.500 3458 3471 3476 rBV9 142641 318537 5.11% ©.669%
29 12.677 3515 3526 3540 rBvV2 249309 630104 10.11% 1.323%
30 12.844 3571 3578 3593 rVB8 236825 455903 7.31% 0.957%
31 12.931 3594 3605 3613 rBV2 355085 718061 11.52% 1.508%
32 13.031 3628 3636 3639 rBv2 128899 188872 3.03% 0.397%
33 13.201 3683 3689 3702 rVB5 117754 223691 3.59% 0.470%
34 13.298 3713 3719 3729 rVB 207774 301392 4.83% 0.633%
35 13.356 3731 3737 3748 rBV8 99135 159584  2.56% ©.335%

36 13.459 3759 3769 3785 rVB6 822497 1724082 27.65% 3.620%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92921\
Data File : VU@44994.D

Acqg On : 29 Sep 2021 15:40

Operator : SY/MD

Sample : M3872-01ME

Misc : 5.05g/10mL/100uL/5.00mL/MSVOA_U/MEOH

ALS Vvial : 11 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 U\Method\82U092821W.M
Title : SW846 8260
37 13.533 3786 3792 3798 rBV4 114878 171612 2.75% ©.360%
38 13.590 3804 3810 3816 rBV 297477 421911 6.77% ©.886%
39 13.735 3847 3855 3864 rBV7 147366 290867 4.67% 0.611%
40 13.790 3867 3872 3879 rVB 113514 155600 2.50% 0.327%
41 13.841 3882 3888 3895 rVV5 129294 194955 3.13% 0.409%
42 13.957 3917 3924 3933 rBV2 124278 259240 4.16% 0.544%
43 14.050 3945 3953 3959 rBV3 242794 418584 6.71% 0.879%
44 14.195 3990 3998 4012 rVB 490822 850003 13.63% 1.785%
45 15.224 4307 4318 4329 rBV2 1436923 2523051 40.47% 5.298%

46 15.413 4367 4377 4399 rVB 3723447 6234968 100.00% 13.092%
47 15.983 4549 4554 4560 rVB 151688 168741 2.71% .354%
48 16.150 4599 4606 4613 rBV 568833 830885 13.33% .745%
49 16.192 4614 4619 4629 rVB2 468551 727882 11.67%  1.528%
50 16.266 4631 4642 4667 rVB 2612648 4763018 76.39% 10.001%

ko

51 16.413 4678 4688 4695 rBV 3159095 4969703 79.71% 10.435%

52 16.452 4695 4700 4717 rVB 1695211 2562743 41.10% 5.381%
53 16.545 4721 4729 4739 rVB5 186770 349762 5.61% 0.734%
54 16.642 4742 4759 4778 rVB 778945 2315469 37.14%  4.862%
55 16.790 4795 4805 4826 rVB 532220 952378 15.27%  2.000%
56 16.883 4828 4834 4844 rVWV2 87786 128954 2.07% 0.271%
57 17.102 4895 4902 4922 rVB2 354256 827905 13.28% 1.738%
58 17.227 4935 4941 4949 rVB 85721 124128 1.99% 0.261%
59 17.301 4952 4964 4966 rVV2 120106 244657 3.92% 0.514%
60 17.330 4967 4973 4981 rVV 282445 485675 7.79%  1.020%
61 17.381 4982 4989 5018 rVB 250087 516911 8.29% 1.085%
62 17.542 5032 5039 5051 rVB2 180153 303578 4.87% 0.637%

63 17.610 5052 5060 5071 rBV2 95270 158620 2.54% ©.333%

Sum of corrected areas: 47625378
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@44994.D

Acqg On : 29 Sep 2021 15:40

Operator : SY/MD

Sample : M3872-01ME

Misc : 5.05g/10mL/100ulL/5.00mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VU044994.D\data.ms

3500000
3000000
2500000
2000000
1500000
1000000

6.250
500000
5532 5703

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU044994.D\data.ms

3500000
3000000
2500000
2000000
1500000
1000000

7.899 9.423
500000

01— e A e — A : : —L
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VU044994.D\data.ms
15.413

3500000 16.413
3000000 16.266
2500000
2000000

1500000

1000000

500000

T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@44994.D

Acqg On : 29 Sep 2021 15:40

Operator : SY/MD

Sample : M3872-01ME

Misc : 5.05g/10mL/100ulL/5.00mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 2,4-Dimethylstyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.459 64.21 ug/l 1724080 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylstyrene 132 C10H12 002234-20-0 66
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 66
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 64
4 Benzene, (1l-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 64
5 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 64

Abundance Scan 3769 (13.459 min): VU044994.D\data.ms (-3759) (- m/z 117.00 100.00%

117.0
5000
55.0 91.0 S
H _ 13.50
0 . ‘,HH_MWPE m/z 119.00  55.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16113: 2,4-Dimethylstyrene
117.0
5000 T
91.0 13.50
39.0 o
‘ 63.0 m/z 132.00  34.76%
15.0
O\\‘\‘\“\\\‘i‘\\m“m\\w‘\\}\‘m\\‘\U‘\‘\’\\\\‘\\\\‘\\
m/z--> 20 40 80 100 120 140 160 180
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
LA N
13.50
5000 ITI/Z 115.00 30.73%
91.0
51.0
270 7 ‘ ‘
H MM\ L e |
o R ' ' N NI | IS
miz-> 20 40 60 80 100 120 140 160 180
Abundance #16107: 1-Phenyl-1-butene s
117.0 13.50
m/z 91.00 22.87%
5000
91.0
51.0
I NN /% N P Y S S
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@44994.D

Acqg On : 29 Sep 2021 15:40

Operator : SY/MD

Sample : M3872-01ME

Misc : 5.05g/10mL/100ulL/5.00mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.195 31.66 ug/l 850003 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 72
2 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 72
3 Nonane, 2,6-dimethyl- 156 C1l1H24 017302-28-2 64
4 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 59
5 Decane, 4-methyl- 156 C11H24 002847-72-5 59

Abundance Scan 3998 (14.195 min): VU044994.D\data.ms (-3990) (- m/z 57.00 100.00%
57.0

5000

5

14.00 14.50
146.0 177.1 .
el _‘”1"UHuI‘H‘_m‘HH_H‘_H?R?%wwww m/z 71.60 87.69%

m/z--> 20 40 60 80 100120140160 180200 220 240 260

Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0

‘ g5.0 113.1

o

%

5000
14.00 14.50

850 113.0 m/z 43.00 61.23%
183.0
L) \\ 1410 | 225.0253.0

m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance  #271596: Sulfurous acid, dodecyl 2-ethylhexyl ester

o

%

57.0
14.00 14.50
5000 ITI/Z 41.00 34.06%
113.0
85.0
29 | 169.0
YN ' S St
m/z--> 20 40 60 80 100120140 160 180200 220 240 260
Abundance #33093: Nonane, 2,6-dimethyl- — —
43.0 14.00 14.50
71.0 m/z 56.00 21.78%
B WJ\/M
113.0
o e 7= AR
m/z--> 20 40 60 80 100120140160 180200 220240 260 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@44994.D

Acqg On : 29 Sep 2021 15:40

Operator : SY/MD

Sample : M3872-01ME

Misc : 5.05g/10mL/100ulL/5.00mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Naphthalene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.224 93.97 ug/1 2523050 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e0 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H1e0 000264-09-5 91
5 2,5-Difluorobenzaldehyde 142 C7H4F20 002646-90-4 64
Abundance Scan 4318 (15.224 min): VUO44994 D\data.ms (-4307) (- m/z 142.00 100.00%
2.0
5000
115.0
—
7WO 15.00 15.50
0 _HM uw by 929 M 17811972 s 140 00 86.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000
115.0 1500 1550
m/z 115.0 33.57%
0 50.0 /10 959 Il
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
— ‘
1500 1550
m/z 15.90%
5000 115.0
39.0 099, 890 I
L 1l 1 1L L
R o e o e s AR maEE
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 1500 1550
m/z 12.02%
5000 115.0
39.0 630 ggg ‘
0 _m‘_wmuuw_u‘u_H“HHMHHWHWH_m‘
m/z--> 20 40 60 80 100 120 140 160 180 200 1500 1550
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@44994.D

Acqg On : 29 Sep 2021 15:40

Operator : SY/MD

Sample : M3872-01ME

Misc : 5.05g/10mL/100ulL/5.00mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Naphthalene, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.414 232.22 ug/l 6234970 1,4-Dichlorobenzene-d4 11.819
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 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 93
4 Benzocycloheptatriene 142 C11H1e0 000264-09-5 91
5 1H-Indene, 1l-ethylidene- 142 C11H1e0 002471-83-2 72

Abundance Scan 4377 (15.413 min): VU044994.D\data.ms (-4367) (- m/z 142.00 100.00%
149.0

N

5000
115.0
T
63.0 g9 15.50
0 W??"?wu L i 27211881 g 14100 96.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 1
115.0 15.50
m/z 115.00 35.96%
39.0 630 89.0 Il
O ‘\\\\“\\H\\““\‘\“\H\‘\‘\‘f\’\\\‘}‘\\\\i\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
——r—
15.50
m/z 139.00 11.50%
5000 115.0

390 630 89.0 Il

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- ——
141.0 15.50

m/z 143.00  11.49%

—

5000 115.0

-

39.0 630 ggp ‘

o‘m“‘HHHp‘wu_uh‘,‘mu_MMHH,HH_HWHH e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@44994.D

Acqg On : 29 Sep 2021 15:40

Operator : SY/MD

Sample : M3872-01ME

Misc : 5.05g/10mL/100ulL/5.00mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Naphthalene, 1-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.150  30.95 ug/l 830885 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 96
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 96
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 86
4 2-Thiophenecarboxylic acid, 5-et... 156 C7H802S 023229-72-3 59
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 58

Abundance Scan 4606 (16.150 min): VU044994.D\data.ms (-4599) (- m/z 141.00 100.00%

141.0
5000
115.0 — —r—
16.00 16.50
51 o 76.0 174 1
O i gl TTEL 2041 156 00 44.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33122: Naphthalene, 1-ethyl-
141.0
5000
16.00 16.50
115.0 m/z 115.00 22.79%
27.0 63.0 89.0 ‘ ‘
O\\\\‘\H\\"\\“\\“h\\“1“\\\\’\\\1‘\“!‘\\“\\‘W\"\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33125: Naphthalene, 2-ethyl-
141.0
== —F=
16.00 16.50
5000 m/z 142.00 12.05%
115.0
510 /6.0 ‘
St PN S | ) E—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33140: Naphthalene, 1,7-dimethyl- —— —r=
141.0 16.00 16.50
m/z 128.00 10.07%
5000 76.0
51.0 115.0
0 | \‘m ! \‘\ \\‘ \\‘ ‘ | H‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92921\
Data File : VU@44994.D

Acqg On : 29 Sep 2021 15:40

Operator : SY/MD

Sample : M3872-01ME

Misc : 5.05g/10mL/100ulL/5.00mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
. SW846 8260

TIC Library : C:\Database\NIST20.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 Naphthalene, 1,6-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.265 177.39 ug/l 4763020 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 98
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97

Abundance Scan 4642 (16.266 min): VUO44994 D\data.ms (-4631) (-

m/z 156.00 100.00%

56.0
5000
9.0 115.0 16.00 16.50
o= H‘H‘ " u‘u“‘“ | “W 9L —28L0  m/z 141.00 68.04%
miz--> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000 — ——
16.00 16.50
115.0 ITI/Z 155.00 34.36%
O T T ‘\\39\ O“ \“‘ \“H‘\ H\ ‘ \“\ ““\ U M\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 200 250
Abundance #33132.Nathabne,Z6{ﬂmeﬂwL
156.0
— —
16.00 16.50
5000 m/Z 115.00 14.91%
77.0 115.0
0l— ‘\‘39\‘0” “\h MH\‘ e “‘\“\‘ U ‘M —
miz--> 50 100 150 200 250
Abundance #33134: Naphthalene, 1,7-dimethyl- = —
156.0 16.00 16.50
m/z 128.00  14.59%
5000
115.0
0 710 T
) Y R 1 S— PV
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@44994.D

Acqg On : 29 Sep 2021 15:40

Operator : SY/MD

Sample : M3872-01ME

Misc : 5.05g/10mL/100ulL/5.00mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Naphthalene, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.413 185.09 ug/l 4969700 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97

Abundance Scan 4688 (16.413 min): VU044994.D\data.ms (-4678) (-  m/z 156.00 100.00%
1

56.0
5000
6.0 115.0
. 16.50
39.0 ‘ .
ob B0 d LA 1881 2201 281 s 141 06 g6.07%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0|
5000 T
16.50
m/z 155.00 27.91%
76.0
O \H‘\‘f3\\9“-\0\“\ \"‘h‘\‘\“!h’\‘\‘\\J‘-‘%O\[‘O\“!‘\\“‘HM‘HH’HH’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
——
16.50
5000 m/z 115.00 20.52%
115.0
39.0 o
0! SN
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33137: Naphthalene, 1,6-dimethyl- —=
156.0 16.50
m/z 128.00 15.57%
5000
77.0 115.0
Y N O 1 O —— A
m/z--> 20 40 60 80 100120140160180200220240260280 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@44994.D

Acqg On : 29 Sep 2021 15:40

Operator : SY/MD

Sample : M3872-01ME

Misc : 5.05g/10mL/100ulL/5.00mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Naphthalene, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.452  95.45 ug/1l 2562740 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 98
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97

Abundance Scan 4700 (16.452 min): VU044994.D\data.ms (-4695) (- m/z 156.00 100.00%

156.0
5000
77.0 1150 16.50
39.0 :
ol id ' L Ll 1901 28L0 /7 141.00  64.75%
miz--> 50 100 150 200 250
Abundance #33152: Naphthalene, 2,6-dimethyl-
156.0
5000 1650
m/z 155.00  37.10%
77.0 115.0
O\\\\gg‘\oi‘ \H\‘H‘\ ‘\‘\‘\m\ ‘i“w\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #33166: Naphthalene, 1,5-dimethyl-
156.0
16.50
5000 ITI/Z 115.00 15.74%
76.0 115.0
N W S '
m/z--> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl- —F=
156.0 16.50
m/z 153.00  14.82%
5000
770 115.0
#9401
O Y PRV T 1 —
m/z--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@44994.D

Acqg On : 29 Sep 2021 15:40

Operator : SY/MD

Sample : M3872-01ME

Misc : 5.05g/10mL/100ulL/5.00mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Naphthalene, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.642 86.24 ug/l 2315470  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 98
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 4759 (16.642 min): VU044994.D\data.ms (-4742) (- m/z 156.00 100.00%
1

56.0
5000
115.0 — —
390 /80 ‘ | m _ 16.50 17.00
Obrr b AL 1882181 281 141 00 89.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0|
5000
16.50 17.00
m/z 155.00 26.73%
76.0
\39\-0\\ m‘hu\h\ Al 1‘10,.0‘\‘\ “ \M
O\H‘HH‘\H\’HH’HH‘HH‘HH‘H ‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33151: Naphthalene, 1,2-dimethyl-
156.0 NA
o —
16.50 17.00
5000 ITI/Z 115.00 21.98%
115.0
39.0 | ‘d\ﬂ‘w
Ol pre e el e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33137: Naphthalene, 1,6-dimethyl- —F= ==
156.0 16.50 17.00
m/z 128.00 16.08%
5000
77.0 115.0
390 .1 ey
Ot e e e e e —= —
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@44994.D

Acqg On : 29 Sep 2021 15:40

Operator : SY/MD

Sample : M3872-01ME

Misc : 5.05g/10mL/100ulL/5.00mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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, 2,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.790  35.47 ug/1l 952378 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
3 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
4 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95

Abundance Scan 4805 (16.790 min): VU044994.D\data.ms (-4795) (- m/z 141.00 100.00%
1

41.0
5000
R o
00 760 L ‘ _ 16.50 17.00
Ot s, 209104, | W‘ 18812022 2810 n/7 156.00  79.90%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0
5000 — —
16.50 17.00
m/z 115.00 23.76%
760 115.0
39.0 | |4y
O \H‘\M\“\\‘\\’\H‘\’\\‘H‘H\H\‘\‘H‘H‘\‘ ‘\H\’\H\’\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
—E =
16.50 17.00
5000 m/z 155.00  15.79%
76.0
0 39°ww\\1100w\w\w
m/z--> 20 40 60 80 100120140160180200220240260280 J\N\/
Abundance #33151: Naphthalene, 1,2-dimethyl- —r— ——
156.0 16.50 17.00
m/z 128.00 14.36%
5000
115.0
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92921\
Data File : VU@44994.D

Acqg On : 29 Sep 2021 15:40

Operator : SY/MD

Sample : M3872-01ME

Misc : 5.05g/1emL/100uL/5.00mL/MSVOA_U/MEOH

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.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|
2,4-Dimethylsty... 13.459 64.2 ug/l 1724080 4 11.819 1342500 50.0
Pentadecane, 2,... 14.195 31.7 wug/l 850003 4 11.819 1342500 50.0
Naphthalene, 2-... 15.224 94.0 ug/l 2523050 4 11.819 1342500 50.0
Naphthalene, 2-... 15.414 232.2 ug/l 6234970 4 11.819 1342500 50.0
Naphthalene, 1-... 16.150 30.9 ug/l 830885 4 11.819 1342500 50.0
Naphthalene, 1,... 16.265 177.4 ug/l 4763020 4 11.819 1342500 50.0
Naphthalene, 2, 16.413 185.1 ug/l 4969700 4 11.819 1342500 50.0
Naphthalene, 2,... 16.452 95.4 ug/l 2562740 4 11.819 1342500 50.0
Naphthalene, 2,... 16.642 86.2 ug/l 2315470 4 11.819 1342500 50.0
Naphthalene, 2, 16.790 35.5 wug/l 952378 4 11.819 1342500 50.0
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