LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062822\
Data File : VU@49455.D

Acqg On : 28 Jun 2022 14:00

Operator : SY/MD

Sample : N3455-13

Misc : 5.05G/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 11 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 U\Method\82U062722W.M

Title : SW846 8260

Signal : TIC: VU@49455.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.594 68 79 88 rVB 83750 98168 5.18% ©.332%
2 1.655 90 98 104 rBV 20492 23327 1.23% 0.079%
3 1.864 141 163 171 rBV 31026 68594  3.62% 0.232%
4 2.141 242 249 272 rVB 138274 232173 12.25% 0.786%
5 2.263 279 287 295 rVvB2 14567 21795 1.15% 0.074%
6 3.044 516 530 541 rVv4 33823 78183  4.12% 0.265%
7 3.176 558 571 591 rVB2 39507 93109 4.91% 0.315%
8 3.327 604 618 632 rVB2 20046 43679 2.30% 0.148%
9 3.668 709 724 744 rVB2 94101 208106 10.98% 0.705%
106  4.507 969 985 1003 rVB2 23403 56713 2.99% 0.192%
11  5.289 1209 1228 1240 rBV 214998 507217 26.76% 1.717%
12 5.366 1240 1252 1269 rVvV 441089 967886 51.06% 3.277%
13 5.578 1306 1318 1331 rBV2 19281 43633 2.30% 0.148%
14 5.700 1341 1356 1368 rBvV2 245375 540485 28.51% 1.830%
15 5.768 1369 1377 1389 rVWW2 69376 142785 7.53% 0.483%
16 5.838 1390 1399 1409 rVV4 14914 31147 1.64% 0.105%
17 5.909 1411 1421 1432 rVW5 11976 24504 1.29% 0.083%
18 5.977 1432 1442 1460 rVB6 13778 30746 1.62% 0.104%
19 6.124 1471 1488 1502 rBV2 85396 161647 8.53% 0.547%
20 6.243 1507 1525 1547 rBV 606212 1229055 64.83% 4.162%
21 6.755 1665 1684 1706 rBV4 50756 130976 6.91% 0.444%
22 6.973 1741 1752 1761 rVB2 10700 19552 1.03% 0.066%
23 7.067 1766 1781 1792 rVB6 11367 25473 1.34% 0.086%
24 7.231 1812 1832 1848 rBV8 10616 27846 1.47% 0.094%
25 7.494 1900 1914 1922 rBV5 15300 29679 1.57% 0.100%
26 7.584 1934 1942 1957 rBv4 11701 22807 1.20% 0.077%
27 7.748 1982 1993 2002 rBV6 16119 34114 1.80% 0.116%
28 7.896 2014 2039 2053 rBV 929653 1720905 90.78% 5.827%
29 7.970 2053 2062 2072 rVV 77348 142106 7.50% 0.481%
30 8.031 2073 2081 2094 rVW2 20235 44955  2.37% 0.152%
31 8.128 2096 2111 2122 rVB 57326 97619 5.15% ©.331%
32 8.234 2132 2144 2162 rVB4 68290 142499 7.52% 0.483%
33 8.366 2173 2185 2193 rBV4 17210 31669 1.67% 0.107%
34 8.427 2193 2204 2214 rVV1e 16800 33917 1.79% 0.115%
35 8.536 2228 2238 2250 rVB4 23949 42964  2.27% ©0.145%
36 8.632 2251 2268 2280 rBV2 22686 52156 2.75% 0.177%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062822\
Data File : VU@49455.D

Acqg On : 28 Jun 2022 14:00

Operator : SY/MD

Sample : N3455-13

Misc : 5.05G/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 11 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 U\Method\82U062722W.M
Title : SW846 8260
37 8.758 2294 2307 2311 rBV3 16660 30332 1.60% 0.103%
38 8.800 2311 2320 2333 rVW8 42576 108043 5.70% 0.366%
39 8.864 2334 2340 2348 rVV2 24164 42242 2.23% 0.143%
40  8.922 2348 2358 2366 rVV 69597 132506 6.99%  0.449%
41  8.970 2367 2373 2389 rVWW5 49612 113148 5.97% 0.383%
42 9.063 2393 2402 2411 rVV3 29122 56784 3.00% 0.192%
43 9.115 2411 2418 2423 rVV4 17904 28530 1.51% 0.097%
44  9.163 2423 2433 2442 rVVW3 108676 196848 10.38% 0.667%
45  9.211 2442 2448 2459 rVB3 28891 50336 2.66% 0.170%
46 9.333 2477 2486 2494 rBV 26979 41237 2.18% 0.140%
47  9.420 2499 2513 2537 rVV2 764281 1895681 100.00% 6.419%
48 9.568 2548 2559 2571 rBv4 110491 217167 11.46% 0.735%
49 9.697 2581 2599 2610 rBV3 255297 688362 36.31% 2.331%
50 9.880 2642 2656 2670 rBv4 112875 274213 14.47% 0.929%
51 9.954 2672 2679 2686 rBV3 18650 28880 1.52% 0.098%
52 10.015 2687 2698 2711 rBV5 183904 510033 26.91% 1.727%
53 10.118 2724 2730 2738 rVB4 59423 86180 4.55% 0.292%
54 10.247 2754 2770 2784 rBV5 189606 583174 30.76% 1.975%
55 10.359 2796 2805 2809 rBV7 86511 148962 7.86% 0.504%
56 10.394 2811 2816 2826 rVB2 243588 376232 19.85% 1.274%

57 10.465 2828 2838 2851 rVB7 90589 206384 10.89% ©.699%
58 10.546 2851 2863 2876 rBVle 145655 389453 20.54% 1.319%
59 10.639 2879 2892 2903 rBV2 639146 1177961 62.14%  3.989%

60 10.697 2903 2910 2918 rBV2 89161 124870 6.59% 0.423%
61 10.809 2937 2945 2965 rVB5 319750 652467 34.42%  2.209%
62 10.909 2968 2976 2981 rBV 99645 154561 8.15% ©.523%
63 10.951 2982 2989 2997 rBv4 132158 220682 11.64% 0.747%
64 11.189 3055 3063 3075 rVB7 139322 277870 14.66% ©.941%
65 11.311 3087 3101 3113 rBV8 149858 347377 18.32% 1.176%
66 11.382 3115 3123 3128 rBV7 90856 166879 8.80% ©.565%
67 11.417 3129 3134 3140 rVV 149166 193314 10.20% ©.655%
68 11.465 3141 3149 3174 rVB6 329350 908317 47.92% 3.076%
69 11.574 3177 3183 3187 rBV3 81024 120345 6.35% 0.408%
70 11.816 3249 3258 3271 rBV 880105 1468372 77.46%  4.972%
71 12.102 3337 3347 3359 rBV7 199948 493480 26.03% 1.671%
72 12.185 3365 3373 3389 rBV8 272313 734812 38.76%  2.488%
73 12.838 3568 3576 3591 rVB7 281385 587428 30.99%  1.989%
74 13.053 3637 3643 3656 rVB4 247632 374119 19.74% 1.267%
75 14.124 3970 3976 3985 rVB5 203340 295745 15.60% 1.001%

76 16.259 4632 4640 4662 rVB 742884 1357755 71.62%  4.598%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062822\
Data File : VU@49455.D

Acqg On : 28 Jun 2022 14:00

Operator : SY/MD

Sample : N3455-13

Misc : 5.05G/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 11 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 U\Method\82U062722W.M

Title : SW846 8260

77 16.407 4678 4686 4692 rBV 612418 924674 48.78%  3.131%
78 16.446 4693 4698 4715 rVB 518323 836638 44.13%  2.833%
79 16.783 4797 4803 4823 rVB 276618 546648 28.84% 1.851%
80 16.883 4827 4834 4844 rVV4 289787 453945 23.95% 1.537%
81 17.114 4900 4906 4918 rBV 351975 473701 24.99% 1.604%
82 17.323 4966 4971 4979 rVB2 511736 725518 38.27% 2.457%
83 17.372 4980 4986 5016 rVB2 532016 1119149 59.04% 3.790%
84 17.536 5031 5037 5048 rVB 527967 843722 44.51% 2.857%
85 17.603 5051 5058 5072 rVVW2 317756 545044 28.75%  1.846%

Sum of corrected areas: 29532309
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062822\
Data File : VU@49455.D

Acqg On : 28 Jun 2022 14:00

Operator : SY/MD

Sample : N3455-13

Misc : 5.05G/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU049455.D\data.ms
1000000
800000
600000 6.243
5.366
400000
59 5.700
200000 2141
1.594 3.668 768 612 6.7
16551864 15 263 3.084178 357 4.507 5.578 |5.83RWT7 '
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: VU049455.D\data.ms
1000000 11.816
7.896
800000 9.420

600000
400000
200000
978 18@
6.97067.231 7.49884.748 |$.03
— e a7 T — e — — — —
Time--> 7.00 7.50 8.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU049455.D\data.ms
1000000 16.289 407 17.323
[
16.446 17.372
17.536
800000 17.114
16.883 177.6(
600000 16.783
12 833053 14.124
400000 l
200000
0 T ‘ T T ‘ T T ‘ T T ‘ 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\VU062822\
Data File : VU@49455.D

Acqg On : 28 Jun 2022 14:00

Operator : SY/MD

Sample : N3455-13

Misc : 5.05G/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.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 2-Octene, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.809  22.22 ug/l 652467 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 70
2 Cyclohexane, 1,1,2,3-tetramethyl- 140 C1eH20 006783-92-2 58
3 4-Nonene, 3-methyl-, (Z)- 140 C1eH20 063830-69-3 47
4 2-Octanol, trifluoroacetate 226 C10H17F302 000332-83-2 43
5 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 43
Abundance Scan 2945 (10.809 min): VU049455.D\data.ms (-2937) (- | m/z 69.00 100.00%
69.0
125.1
41.0
5000
— —
970 10.50 11.00
0 b L1999 18392069 /7 70,00 83.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20698: 2-Octene, 2,6-dimethyl-
69.0
41.0
5000 — “
140.0 10.50 11.00
m/z 125.10  78.15%
111.0
015.0 \\‘H!‘\\\“\\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
69.0
41.0
— =
10.50 11.00
5000 m/z 55.00 63.17%
125.0
97.0
B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20711: 4-Nonene, 3-methyl-, (2)- — —
55.0 10.50 11.00
m/z 41.00 54.86%
5000
29.0
83.0
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_U\Data\VU062822\
Data File : VU@49455.D

Acqg On : 28 Jun 2022 14:00

Operator : SY/MD

Sample : N3455-13

Misc : 5.05G/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.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 trans-Decalin, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.838 20.00 ug/l 587428 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 94
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 90
3 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 76
4 Pulegone 152 C1eH160 000089-82-7 76
5 9-Methylbicyclo[3.3.1]nonane 138 C10H18 025107-01-1 64
Abundance Scan 3576 (12.838 min): VU049455.D\data.ms (-3568) (- | m/z 81.00 100.00%
81.0
152.1
5000 55.0
— —
11‘0'1 1702 12.50 13.00
0 il as0g | 1702 o 67,00 74.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29490: trans-Decalin, 2-methyl-
81.0
55.0 152.0
5000 — ——
12.50 13.00
20.0 109.0 m/z 152.05 72.12%
0' }\‘\M\“\\H‘\\‘M\\\“\\\‘\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
41.0 81.0 1520
B =
12.50 13.00
5000 m/z 95.00 62.38%
109.0
0 63.0 133.0
e e T e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29330: Cyclohexanone, 5-methyl-2-(1-methylethylidene P —
81.0 12.50 13.00
m/z 135.05 53.55%
152.0
5000 109.0
41.0
0! & ‘1340 - —
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062822\
Data File : VU@49455.D

Acqg On : 28 Jun 2022 14:00

Operator : SY/MD

Sample : N3455-13

Misc : 5.05G/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.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 Naphthalene, 1,6-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.259 46.23 ug/l 1357760  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97

Abundance Scan 4640 (16.259 min): VU049455.D\data.ms (-4632) (- m/z 156.10 100.00%
1

56.1
5000

115.0 I SN

w0 110 16.00 16.50
ol 00 Ll 18922023 2810 Ly 00 71.86%

m/z--> 50 100 150 200 250
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0

5000 —r— A
16.00 16.50
770 115.0 ITI/Z 155.10 35.73%
0 \‘\39‘\0” \“‘ \“H‘\ “ T \‘\““\ U ‘M\ L B S S B B e
miz--> 50 100 150 200 250
Abundance
156.0
16.00 16.50
5000 m/z 115.00 15.45%
77.0
39.0 115.0
b g
miz--> 50 100 150 200 250
Abundance #33138: Naphthalene, 1,5-dimethyl- — —
156.0 16.00 16.50

m/z 128.00  14.95%

h m
115.0
77.0
39.0 ‘ 1 “J“

0\H‘\“\”;”‘H‘Hm‘w — — T 7
m/z--> 50 100 150 200 250 16.00 16.50

82U062722W.M Fri Jul 01 14:00:15 2022 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062822\
Data File : VU@49455.D

Acqg On : 28 Jun 2022 14:00

Operator : SY/MD

Sample : N3455-13

Misc : 5.05G/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.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 Naphthalene, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.407  31.49 ug/l 924674  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97

Abundance Scan 4686 (16.407 min): VU049455.D\data.ms (-4678) (- | m/z 156.10 100.00%
156.1
w MUJL
6.0 115.0 T
76. 16.50
39.0
ol b I Il 1881 2244 2691 1 141 00 8s.15%
miz--> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 1
16.50
m/z 155.10 29.30%
76.0 ‘
O“:"’g\‘ow\m‘\u\“\\l\lo \““M““ R
m/z--> 50 100 150 200 250
Abundance
156.0
1&50
5000 m/z 115.00 19.74%
77 115.0
390 10
YN W 1Y MIVEND T 1
miz--> 50 100 150 200 250
Abundance #33158: Naphthalene, 1,3-dimethyl- —
156.0 16.50
m/z 128.00 16.36%
5000
115.0
390 76.0 |
] ‘\ bdo o Ll
Y —
miz--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062822\
Data File : VU@49455.D

Acqg On : 28 Jun 2022 14:00

Operator : SY/MD

Sample : N3455-13

Misc : 5.05G/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.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 Naphthalene, 1,5-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.446  28.49 ug/l 836638 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
Abundance Scan 4698 (16.446 min): VU049455.D\data.ms (-4693) (- | m/z 156.10 100.00%
156.1
5000 |
115.0
77.0 16.50
51.0 190.2 :
0 ‘HWm_uh‘M\ww”uumuH‘MiJ!M“mepw_m_z“lﬁ-‘l“ m/z 141.00  67.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33166: Naphthalene, 1,5-dimethyl-
156.0
5000 T
16.50
76,0 1150 m/z 155.10  33.86%
510 |
0 \\\‘2\7‘\.9\“\\“\\“h\‘\‘\“”“\\‘\\“\\\“\‘\“!‘\\“‘\\M‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
156.0
—r=
16.50
5000 m/z 115.00 18.50%
115.0
27,0 510 770
R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33148: Naphthalene, 2,3-dimethyl- ——
156.0 16.50
m/z 128.00 16.77%
5000
76.0 115.0
51.0
L2 T NN B I 1| E—— -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062822\
Data File : VU@49455.D

Acqg On : 28 Jun 2022 14:00

Operator : SY/MD

Sample : N3455-13

Misc : 5.05G/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.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 Naphthalene, 1,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.783  18.61 ug/l 546648 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 95
Abundance Scan 4803 (16.783 min): VU049455.D\data.ms (-4797) (- | m/z 141.00 100.00%
141.0
w M
7.0 1650 1700
oL— :‘38\\9\\\ ‘\H‘\‘H‘\H m 3 ‘Hn\‘\h | H“l?s‘l‘ 29?? — ‘28‘3-‘: m/z .156.19 .73.28"0
miz--> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 A L
16.50 17.00
m/z 115.00  24.64%
76.0 ‘
O T T \\?’9‘\ O“ “h H‘h‘\ ‘\ ]‘-1\0 T ““\ \‘ M\ T T T T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance
156.0
— —
16.50 17.00
5000 m/z 123.10 15.85%
115.0
1 — T
miz--> 50 100 150 200 250
Abundance #33135: Naphthalene, 1,3-dimethyl- — —
156.0 16.50 17.00
m/z 155.05 15.69%
5000
115.0
o0 B2 Ll A A,
m/z--> 50 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062822\
Data File : VU@49455.D

Acqg On : 28 Jun 2022 14:00

Operator : SY/MD

Sample : N3455-13

Misc : 5.05G/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.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 7 Naphthalene, 2,3,6-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.323  24.70 ug/1 725518 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 94
3 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 90
4 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 87
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 83

Abundance Scan 4971 (17.323 min): VU049455.D\data.ms (-4966) (- | m/z 170.10 100.00%
170.1
1200 o070
77.0 ‘ ‘ : : :
o250 wtiuy ‘m“ ““‘ wHLLL 2102 2510282 /7 155.10  75.03%
miz--> 50 100 150 200 250
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
5000 L L L L B
17.0017.2017.40
1280 m/z 169.10 21.64%
a0 780 T
0 T T T ‘\ “ \‘ T ‘\HH\ ‘ T T H\ ‘\‘ ‘ \“ T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
170.0
EE e R RmEaa
17.0017.2017.40
5000 m/z 153.00 21.58%
390 76.0 128.0
1] RN NP HUMENES S - —————
m/iz--> 50 100 150 200 250
Abundance #45531: Naphthalene, 1,4,5-trimethyl- R mmEa e
155.0 17.0017.2017.40
m/z 161.00 20.80%
5000
115.0
63.0 ‘ ‘
Y I N 1O WPV B WY | O S .
m/z--> 50 100 150 200 250 17.0017.20 17.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062822\
Data File : VU@49455.D

Acqg On : 28 Jun 2022 14:00

Operator : SY/MD

Sample : N3455-13

Misc : 5.05G/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.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 Naphthalene, 1,6,7-trimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.372  38.11 ug/1 1119156 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 94
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 93

Abundance Scan 4986 (17.372 min): VU049455.D\data.ms (-4980) (- | m/z 170.10 100.00%
170.1
- MUM
T A o
128.0
17.00 17.20 17.40
39.0 760 ‘
ol 20 w1y m | 206.1236.2 2830 n/; 155.10  84.32%
miz--> 50 100 150 200 250
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 L L L L
17.00 17.20 17.40
m/z 153.00 21.06%
0 760 0
05— ‘\ ‘ \“\‘H\”H\ T \‘\H\ ‘\“ "H\“ L B B B B
miz--> 50 100 150 200 250
Abundance
170.0
T
17.00 17.20 17.40
5000 m/z 169.10 18.80%
ol 390 760 128.0
e e — ——
m/iz--> 50 100 150 200 250
Abundance #45532: Naphthalene, 1,4,6-trimethyl-  RRamt SE
155.0 17.00 17.20 17.40
m/z 152.00 15.45%
5000
115.0
o |
) S v ‘uw“ [ Y S
m/z--> 50 100 150 200 250 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062822\
Data File : VU@49455.D

Acqg On : 28 Jun 2022 14:00

Operator : SY/MD

Sample : N3455-13

Misc : 5.05G/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M
. 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 Naphthalene, 1,4,6-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.536  28.73 ug/1 843722 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 98
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 97
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 94
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 94

Abundance Scan 5037 (17.536 min): VU049455.D\data.ms (-5031) (- | m/z 170.10 100.00%
170.1
- M\J\J\
e a e
500 760 128.0 | ’ 17.20 17.40 17.60
ol A 2282 2810 ny7 155,10 99.05%
m/z--> 40 60 80 100120140160 180200 220240 260 280
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 LI L B B
17.20 17.40 17.60
m/z 153.05 25.08%
w0 00 W
O \H"\\‘\\“‘HH\‘U’HU\H‘\H‘\‘\‘\‘\\““\\‘\‘\‘\“\\\‘HH‘\H\‘HH‘\H\‘HH‘\\
m/z--> 40 60 80 100120140160 180200 220240 260 280
Abundance
155.0
T
17.20 17.40 17.60
5000 m/z 152.00 18.69%
128.0
. 63.0 91.0
T
m/z--> 40 60 80 100120140160 180200 220240260280
Abundance #45540: Naphthalene, 2,3,6-trimethyl- T
170.0 17.20 17.40 17.60
m/z 169.10 16.21%
5000
128.0
0 \\\E?ﬂ'e‘\\“ﬁ,“‘l”.\(\)\‘\u‘\‘\‘!‘u“‘\HHH‘1“‘\“\\‘uu‘\m‘\m‘\m‘\m‘u T T
m/z--> 40 60 80 100120140160 180200 220240260280 17.20 17.40 17.60

82U062722W.M Fri Jul 01 14:00:22 2022

Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062822\
Data File : VU@49455.D

Acqg On : 28 Jun 2022 14:00

Operator : SY/MD

Sample : N3455-13

Misc : 5.05G/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.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 4,6,8-Trimethylazulene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.603 18.56 ug/l 545044  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 96
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 94
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 94
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 93
Abundance Scan 5058 (17.603 min): VU049455.D\data.ms (-5051) (- | m/z 170.10 100.00%
170.1
128.0 T
38.9 76. ‘ 17.20 17.40 17.60
ob——5 ‘w”wmw 14 b liuf 20022333 2689 " 1cs 10 87.68%
miz-> 50 100 150 200 250
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
5000 L L L B B
17.20 17.40 17.60
128.0 m/z 169.10 37.83%
;0 700
O T T T \ ‘ \‘ T ‘\HH\ ‘ T T H\ ‘\‘ \“ T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
170.0
T
17.20 17.40 17.60
5000 m/z 153.00 24.24%
270 760 1280
o e L
m/iz--> 50 100 150 200 250
Abundance #45532: Naphthalene, 1,4,6-trimethyl- T
155.0 17.20 17.40 17.60
m/z 152.00 18.89%
5000
115.0
o |
0 H‘i‘w“u‘”ﬁ‘““w“m“‘“ ) — B
m/z--> 50 100 150 200 250 17.20 17.40 17.60

82U062722W.M Fri Jul 01 14:00:23 2022 Page: 14



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062822\
Data File : VU@49455.D

Acqg On : 28 Jun 2022 14:00

Operator : SY/MD

Sample : N3455-13

Misc : 5.05G/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.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-Octene, 2,6-d... 10.809 22.2 ug/l 652467 4 11.816 1468370 50.0
trans-Decalin, ... 12.838 20.0 ug/l 587428 4 11.816 1468370 50.0
Naphthalene, 1,... 16.259 46.2 ug/l 1357760 4 11.816 1468370 50.0
Naphthalene, 2,... 16.407 31.5 wug/l 924674 4 11.816 1468370 50.0
Naphthalene, 1,... 16.446 28.5 ug/l 836638 4 11.816 1468370 50.0
Naphthalene, 1,... 16.783 18.6 ug/l 546648 4 11.816 1468370 50.0
Naphthalene, 2,... 17.323 24.7 wug/l 725518 4 11.816 1468370 50.0
Naphthalene, 1,... 17.372 38.1 wug/l 1119150 4 11.816 1468370 50.0
Naphthalene, 1,... 17.536 28.7 ug/l 843722 4 11.816 1468370 50.0
4,6,8-Trimethyl... 17.603 18.6 ug/l 545044 4 11.816 1468370 50.0
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