LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@62722\
Data File : VU@49444.D

Acqg On : 28 Jun 2022 08:10

Operator : SY/MD

Sample : N3334-23

Misc : 5.26g/1emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 51 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@49444 .D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.871 156 165 180 rBV 59287 101044 1.41% 0.101%
2 2.961 491 504 519 rBv2 37954 99122 1.38% 0.099%
3 3.173 555 570 604 rBV 73155 190517 2.66% ©0.191%
4 5.292 1214 1229 1241 rBV2 203489 510697 7.12% 0.512%
5 5.366 1241 1252 1270 rVB 437247 982075 13.69% ©.985%
6 5.703 1342 1357 1371 rBV 243065 575447 8.02% 0.577%
7 6.247 1510 1526 1552 rBV 600633 1283293 17.89% 1.287%
8 6.751 1663 1683 1695 rBv2 118636 280713 3.91% 0.282%
9 7.227 1810 1831 1847 rBV7 30607 80195 1.12% 0.080%
10 7.851 2012 2025 2029 rBV2 132858 231472 3.23% 0.232%
11  7.896 2029 2039 2050 rVV 937276 1730199 24.12% 1.735%
12 8.237 2133 2145 2166 rVB3 124161 250195 3.49% 0.251%
13 8.366 2166 2185 2195 rBV2 64239 117107 1.63% 0.117%
14  8.533 2227 2237 2250 rVB2 44753 75856 1.06% ©0.076%
15 8.632 2250 2268 2281 rBV 109198 212334  2.96% 0.213%
16  8.755 2295 2306 2312 rBV 81100 138020 1.92% 0.138%
17 8.796 2313 2319 2330 rVW5 67621 129696 1.81% 0.130%
18 8.861 2331 2339 2348 rVB 151800 241927 3.37% 0.243%
19 8.922 2348 2358 2368 rBV 251847 445761 6.21% 0.447%
20 9.070 2394 2404 2411 rBvV3 50544 86638 1.21% 0.087%
21  9.118 2411 2419 2425 rVWV 96590 145679 2.03% 0.146%
22 9.163 2425 2433 2442 rVV3 182500 335610 4.68% 0.337%
23 9.208 2442 2447 2459 rVB2 91504 148326 2.07% 0.149%
24 9.330 2459 2485 2496 rBV 139784 280389 3.91% 0.281%
25 9.420 2501 2513 2535 rBV 693328 1506360 21.00% 1.511%
26 9.565 2547 2558 2571 rVB4 113111 230922 3.22% 0.232%
27 9.668 2572 2590 2593 rBV4 155663 347256  4.84%  0.348%
28 9.713 2597 2604 2612 rVV4 280092 511432 7.13% 0.513%
29 9.758 2613 2618 2643 rVB3 167342 369074 5.14% 0.370%
30 9.877 2644 2655 2669 rBV5 83662 203469 2.84% 0.204%

31 10.021 2688 2700 2713 rBV6 330806 879504 12.26%
32 10.115 2721 2729 2740 rBV3 190610 305061 4.25%
33 10.250 2754 2771 2785 rBvV4 631976 1512078 21.08%
34 10.356 2795 2804 2810 rVV3 508895 898454 12.52%
35 10.391 2812 2815 2827 rVB 441341 630600  8.79%
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36 10.475 2828 2841 2842 rBV4 162196 258086 3.60% ©.259%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@62722\
Data File : VU@49444.D

Acqg On : 28 Jun 2022 08:10

Operator : SY/MD

Sample : N3334-23

Misc : 5.26g/1emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 51 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 10.555 2852 2866 2876 rBV5 309321 688264 9.59% 0.690%
38 10.642 2879 2893 2903 rVB3 624951 1503620 20.96% 1.508%
39 10.697 2904 2910 2916 rBV3 101496 157455 2.19% 0.158%
40 10.758 2923 2929 2934 rBV2 110204 158967 2.22% 0.159%
41 10.809 2937 2945 2966 rVB5 586656 1112981 15.51% 1.116%
42 10.909 2968 2976 2982 rBV 197016 332441 4.63% 0.333%
43 10.951 2984 2989 2996 rVB4 118302 149948 2.09% 0.150%
44 11.012 2999 3008 3017 rBV2 308025 704879 9.83% 0.707%
45 11.063 3018 3024 3029 rBV3 336190 475112 6.62% 0.477%
46 11.189 3055 3063 3073 rBV5 122719 235084  3.28% 0.236%
47 11.243 3074 3080 3086 rBV3 92163 132711 1.85% 0.133%
48 11.304 3086 3099 3113 rBV6 494753 1173702 16.36% 1.177%
49 11.378 3114 3122 3126 rBv4 219415 332163 4.63% 0.333%
50 11.417 3127 3134 3141 rVB 699247 927634 12.93% 0.930%
51 11.472 3141 3151 3173 rVB 1315948 2918011 40.67% 2.927%
52 11.574 3174 3183 3188 rBV 228451 393478 5.48% 0.395%
53 11.642 3190 3204 3216 rVB6 545997 1254260 17.48% 1.258%
54 11.713 3217 3226 3232 rBV2 591717 934441 13.03% 0.937%
55 11.819 3250 3259 3271 rVB3 896361 1735513 24.19% 1.741%
56 11.899 3272 3284 3298 rVB 666507 1339037 18.66% 1.343%
57 12.102 3336 3347 3364 rBV3 606814 1593437 22.21% 1.598%
58 12.189 3364 3374 3390 rVV5 1040934 2413093 33.64% 2.420%
59 12.381 3428 3434 3448 rVB7 649130 1357665 18.92% 1.362%
60 12.471 3455 3462 3464 rBV 360533 430780 6.00% ©.432%
61 12.574 3488 3494 3501 rVB 742254 983091 13.70% ©.986%
62 12.680 3515 3527 3532 rBV2 611455 1359642 18.95% 1.364%
63 12.838 3572 3576 3594 rVB8 613223 1291126 18.00%  1.295%
64 12.931 3596 3605 3611 rBV3 714364 1338378 18.66% 1.342%
65 13.028 3628 3635 3639 rBV 556843 832093 11.60% ©.835%
66 13.111 3653 3661 3674 rBV4 341406 813058 11.33% 0.815%
67 13.201 3684 3689 3700 rVB4 269044 415496 5.79% 0.417%
68 13.259 3701 3707 3711 rBV4 244005 334981 4.67% 0.336%
69 13.452 3758 3767 3783 rVB4 2039378 4176774 58.22% 4.189%
70 13.561 3797 3801 3804 rBV 173237 179684 2.50% 0.180%
71 13.587 3805 3809 3815 rVV2 300843 371622 5.18% 0.373%
72 13.735 3847 3855 3863 rBV5 427002 790535 11.02% 0.793%
73 13.783 3864 3870 3878 rVB 394406 582178 8.12% 0.584%
74 13.838 3879 3887 3898 rBV5 792264 1510475 21.05% 1.515%
75 13.944 3915 3920 3933 rVB2 503557 1052223 14.67% 1.055%

76 14.121 3970 3975 3984 rVB5 581082 855757 11.93% ©.858%

82U062722W.M Wed Jun 29 17:20:13 2022 Page: 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@62722\
Data File : VU@49444.D

Acqg On : 28 Jun 2022 08:10

Operator : SY/MD

Sample : N3334-23

Misc : 5.26g/1emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 51 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 14.188 3990 3996 4010 rVB4 745021 1374227 19.16% 1.378%
78 14.671 4135 4146 4158 rBVv8 1074454 2393704 33.37% 2.401%
79 14.809 4183 4189 4197 rBvV2 478840 668484 9.32% 0.670%
80 14.877 4204 4210 4219 rVB2 774387 1179493 16.44% 1.183%
81 14.938 4224 4229 4245 rVB4 467560 897398 12.51% 0.900%
82 15.018 4246 4254 4267 rBV5 758001 1706771 23.79% 1.712%
83 15.221 4304 4317 4326 rBV2 2204814 4153671 57.90% 4.166%
84 15.343 4348 4355 4362 rBV5 418385 731585 10.20% 0.734%
85 15.410 4367 4376 4387 rVV 1972362 3407144 47.49% 3.417%
86 16.147 4597 4605 4612 rBV3 1281736 2004661 27.94% 2.011%
87 16.259 4631 4640 4651 rBV 3337260 5307414 73.98% 5.323%
88 16.407 4676 4686 4693 rBV 4410330 7174055 100.00% 7.196%
89 16.446 4693 4698 4714 rVB 2930828 4575552 63.78%  4.589%
90 16.532 4717 4725 4736 rVB4 449751 852798 11.89% 0.855%
91 16.635 4742 4757 4777 rVB 1329616 3923775 54.69% 3.936%
92 16.783 4795 4803 4824 rVB 799667 1478094 20.60% 1.483%
93 16.880 4827 4833 4843 rVB6 199692 304515 4.24% 0.305%
94 17.114 4900 4906 4919 rVB 304049 500622 6.98% 0.502%
95 17.220 4934 4939 4949 rVB3 127879 193050 2.69% 0.194%
96 17.323 4966 4971 4980 rVB2 265384 385499 5.37% 0.387%
97 17.372 4981 4986 5005 rVB 216198 374983 5.23% 0.376%
98 17.536 5030 5037 5048 rVB 183381 306698 4.28% 0.308%
99 17.603 5051 5058 5067 rVB2 90372 140430 1.96% 0.141%

Sum of corrected areas: 99701020
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062722\
Data File : VU@49444.D

Acqg On : 28 Jun 2022 08:10

Operator : SY/MD

Sample : N3334-23

Misc : 5.26g/10mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS vial : 51 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 : . .
L 5eo000 TIC: VU049444.D\data.ms
4000000
3000000
2000000
1000000
5366 703 6.247
0 1.871 2.9613.173 5.2 . 6.7

\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\7\\‘\\\\‘\\\\‘\\\\
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 : . .

TS0 TIC: VU049444.D\data.ms
4000000
3000000
2000000
11.472
7.896 I 124
1000000 9.420 10.060
9.713 1004211 2

0 7.227 7.8 8. 2%7369 @g&%ﬁ%@m 0. % 858377 A @

—— —_—— — ———
Time--> 7.00 7.50 8.00 8. 50 9. OO 9. 50 10 00 10.50 11.00 11.50 12.00
Abundance TIC: VU049444.D\data.ms

5000000 16.407
16.259
4000000
16,446
3000000 15.2
15452 25 410
2000000 16.147
14.671
12574 £ | A4 8E018
1000000 12,381 _{2.682°63KH: P28 3583] ! ‘4938 [15.348
,n ‘ k‘ ":v 59 |13 }i-- . l‘ ‘lk
0 T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12 50 13 OO 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\VU062722\
Data File : VU@49444.D

Acqg On : 28 Jun 2022 08:10

Operator : SY/MD

Sample : N3334-23

Misc : 5.26g/10mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS vial : 51 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 Octane, 2,6-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.250 50.19 ug/l 1512080 Chlorobenzene-d5 9.420
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 93
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 87
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 83
4 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 64
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 53
Abundance Scan 2771 (10.250 min): VU049444.D\data.ms (-2754) (- | m/z 57.00 100.00%
57.0
= i
‘ 82.0 11‘3'1 ot 10.00 10.50
Ob ool M A ML 2068 o 7100 64.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22107: Octane, 2,6-dimethyl-
57.0
5000 o~ Y
10.00 10.50
20.0 113.0 m/z 43.00 51.93%
85.0
LA e X
O\\\\‘\\\\‘i\\“‘\\}\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
o —
10.00 10.50
5000 m/z 41.00 42 .00%
29.0
113.0
0 85.0 142.0
A o e RARAEEREE T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22080: Nonane, 3-methyl- . —
57.0 10.00 10.50
m/z 55.95 33.51%
5000 29.0
113.0
PO N USUN g V1 VY A A0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062722\
Data File : VU@49444.D

Acqg On : 28 Jun 2022 08:10

Operator : SY/MD

Sample : N3334-23

Misc : 5.26g/10mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS vial : 51 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 o-Cymene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.452 120.33 ug/l 4176770 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 70
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 64
3 p-Cymene 134 C1leH14 000099-87-6 64
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 58
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 58
Abundance Scan 3767 (13.452 min): VU049444.D\data.ms (-3758) (- | m/z 119.00 100.00%
119.0
- W
91.0 —Y
39.0 65.0 13.50
166.1
O oo bl i L 8000, 10O s 117, 00 55.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16998: 0-Cymene
119.0
5000 ‘
13.50
91.0 m/z 134.05 39.76%
41.0 65.0
0 \H.’H\\“‘\\‘\\“‘\‘H\“‘\H‘\‘W\\‘HH\‘\‘HH‘HH’H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
119.0
13.50
5000 m/z 91.00 22.38%
91.0
0 15.0 41.0 65.0
A B o e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16995: p-Cymene —
119.0 13.50
m/z 115.00 20.22%
5000
91.0
41.0 65.0
0 \\\,H\\\“‘\\‘\\‘H‘\\\‘”‘\mu“1‘\\‘MHH\‘HH‘HH,H e
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\VU062722\
Data File : VU@49444.D

Acqg On : 28 Jun 2022 08:10

Operator : SY/MD

Sample : N3334-23

Misc : 5.26g/10mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS vial : 51 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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.671 68.96 ug/l 2393700 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 64
2 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 64
3 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 60
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 60
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 58

Abundance Scan 4146 (14.671 min): VU049444.D\data.ms (-4135) (- m/z 131.00 100.00%

131.0
5000
=

91.0
550 | ‘ | 21 14.50 15.00
(VT AT m ‘ ‘\ il 196.2 m/z 133.05 49.11%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0

5000 s s
14.50 15.00

m/z 146.00  30.05%

‘ 39‘.0 ‘ 63.0 910 ‘\ M ‘
0"H\‘H‘\‘W‘H““JM“‘M“H‘ ASARESEEREEERRRS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
=

o

14.50 15.00
5000 m/z 115.00 24 .34%
150 39.0 630 910
Ot el el
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl- —— ——
131.0 14.50 15.00

m/z 91.00  19.28%

- WM
39.0
150 | 630 910

ol 1804 L o L bl L

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062722\
Data File : VU@49444.D

Acqg On : 28 Jun 2022 08:10

Operator : SY/MD

Sample : N3334-23

Misc : 5.26g/10mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS vial : 51 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 Benzocycloheptatriene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.221 119.67 ug/1 4153670 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 97
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 90
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 72

Abundance Scan 4317 (15.221 min): VU049444.D\data.ms (-4304) (- m/z 142.05 100.00%

142.1
5000
71.0 EI.S‘O(S 5.5‘56
390 7 113.0 ‘ : :
Ot ol 1762 2122 2811041 05 87.47%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 —— MR
15.00 15.50
m/z 115.00 36.04%
0 39.0 “7%”0 | 11‘\'0 |
’HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
142.0
— —
15.00 15.50
5000 m/z 143.05 11.35%

7o 630 1130

=

O T P T T T T T T T T T
mlz--> 20 40 60 80 100120140160180200220240260280
Abundance #22140: Benzocycloheptatriene T —
141.0 15.00 15.50
m/z 139.00 10.96%
5000

=

63.0
02,\7‘\'9“‘\\”u“‘\‘w”\‘v‘?“ﬁl"\'g\u‘l‘u‘u‘{‘;m‘uu‘mwm‘mwm‘mwu == =
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062722\
Data File : VU@49444.D

Acqg On : 28 Jun 2022 08:10

Operator : SY/MD

Sample : N3334-23

Misc : 5.26g/10mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS vial : 51 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 1,4-Methanonaphthalene, 1,4... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.410 98.16 ug/l 3407140  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 90
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 86
Abundance Scan 4376 (15.410 min): VU049444.D\data.ms (-4367) (- m/z 142.05 100.00%
142.1
5000 115.0 M
T
63.0 15.50
39.0 89.0
oo e i 17211982 s 141 00 90.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 1
115.0 15.50
m/z 115.00  38.92%
ol 500 ™0 90 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
142.0
—
15.50
m/z 143.05 12.19%
5000 115.0

390 630 890

m/z--> 20 40 60 80 100 120 140 160 180 200

-

Abundance #22140: Benzocycloheptatriene T
141.0 15.50
m/z 139.00 11.16%
5000
115.0
39.0 63.0 89.0

0‘H\H“‘H”\\“‘\‘w”\‘v‘w\‘u\‘HM‘\NuwmH‘HH‘HH‘HH‘ =
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe62722\
Vue49444.D

: 28 Jun 2022 08:10

: SY/MD

: N3334-23

: 5.26g/1emL/100uL/5.0mL/MSVOA_U/MEOH

: 51  Sample Multiplier: 1

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U062722W.M

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 6 Naphthalene, 1-ethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.147 57.75 ug/1 2004660 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 94
2 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 93
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 90
4 3',4'-Difluoroacetophenone 156 C8H6F20 000369-33-5 50
5 2-Thiophenecarboxylic acid, 5-et... 156 C7H802S 023229-72-3 50

Abundance Scan 4605 (16.147 min): VU049444.D\data.ms (-4597) (1 m/z 141.00 100.00%
141.0
5000
115.0
— —
510 770 1741 2042 16.00 16.50
Ol ooty b bl ol : m/z 156.10  43.71%
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  27.23%
63.0 ‘
O TT \‘\‘2\7‘{.(\)\“ T \“\ T “‘} T \“1“8\?\0\“\ TTT ‘ \“!‘\ \“‘\ \‘U‘\“ TTTT ‘ LI ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
141.0
— —
16.00 16.50
5000 m/z 128.00 14.03%
115.0
76.0
0 29.0 51.0
A e e A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33141: Naphthalene, 1,3-dimethyl- — ——
141.0 16.00 16.50
m/z 159.10 13.58%
5000
60 115.0
7
AT R o0 W I 1 N B
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\VU062722\
Data File : VU@49444.D

Acqg On : 28 Jun 2022 08:10

Operator : SY/MD

Sample : N3334-23

Misc : 5.26g/10mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS vial : 51 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 7 Naphthalene, 2,7-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.259 152.91 ug/1 5307410 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
Abundance Scan 4640 (16.259 min): VU049444.D\data.ms (-4631) (- | m/z 156.10 100.00%
156.1
5000 U ,
2920 77.0 11‘50‘ 16.00 16.50
I Y Y A M‘ 188.1220.2252.9282.  n/z 141.00 71.17%
miz-> 50 100 150 200 250
Abundance #33145: Naphthalene, 2,7-dimethyl-
156.0
5000 —— ——
16.00 16.50
m/z 155.10  35.00%

77.0 11
ol T
m/z--> 50 100 150 200 250
Abundance
156.0

16.00 16.50
5000 m/z 115.00  15.30%
77.0 115.0
39.0

ol — L1 e e

miz--> 50 100 150 200 250
Abundance #33132: Naphthalene, 2,6-dimethyl- ‘ —
156.0 16 00 16.50

m/z 128.00  15.09%

5000
77.0 115.0
\ \\ \h \ uH\ n ‘ \“\ I \ :

miz--> 50 100 150 200 250 16.00 16,50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062722\
Data File : VU@49444.D

Acqg On : 28 Jun 2022 08:10

Operator : SY/MD

Sample : N3334-23

Misc : 5.26g/10mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS vial : 51 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 8 Naphthalene, 2,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.407 206.68 ug/l 7174060 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, 1,6-dimethyl- 156 C12H12 000575-43-9 98
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97

Abundance Scan 4686 (16.407 min): VU049444.D\data.ms (-4676) (- | m/z 156.10 100.00%
156.1
5000
115.0
77.0 ‘ 16.50
39.0
Y I Y Y NPV uu“h I “Mu 188.2 2241 2690 ;m/z 141.00  87.75%
miz--> 50 100 150 200 250
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 T
16.50
m/z 155.10  29.12%
76.0 ‘
0 \‘\Sghl()i“\“”””‘\ b ]‘-‘1\0‘.(\)““\ ‘\‘ ‘M\ L B S B B B B B
m/z--> 50 100 150 200 250
Abundance
156.0
—r—
16.50
5000 ITI/Z 115.00 20.57%
115.0
39.0 77.0
1 JREEENA PR [ e e
m/z--> 50 100 150 200 250
Abundance #33156: Naphthalene, 1,7-dimethyl- —
156.0 16.50
m/z 128.00 16.63%
5000
77.0 115.0
OO PR O 1 1 Y
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\VU062722\
Data File : VU@49444.D

Acqg On : 28 Jun 2022 08:10

Operator : SY/MD

Sample : N3334-23

Misc : 5.26g/10mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS vial : 51 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 9 Naphthalene, 1,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.446 131.82 ug/l 4575550  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, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
Abundance Scan 4698 (16.446 min): VU049444.D\data.ms (-4693) (- | m/z 156.10 100.00%
156.1
5000 b i
190.2 16.50
0 22162 m/z 141.00  69.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000
16.50
115.0 ITI/Z 155.10 35.96%
51.0 77.0
0 \\\‘2\7‘\.(\)\“\\“\\"hH”U“\‘\‘H“H\‘\‘\“!‘H“‘HM‘HH‘\\H‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
156.0
16.50
5000 m/z 115.00 18.28%
77.0
115.0
0 27.0 51.0
L o B B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33166: Naphthalene, 1,5-dimethyl- —
156.0 16.50
m/z 128.00  18.04%
5000
76.0 1150
51.0
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\VU062722\
Data File : VU@49444.D

Acqg On : 28 Jun 2022 08:10

Operator : SY/MD

Sample : N3334-23

Misc : 5.26g/10mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS vial : 51 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 Naphthalene, 1,7-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.635 113.04 ug/l 3923780 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
2 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96

Abundance Scan 4757 (16.635 min): VU049444.D\data.ms (-4742) (- | m/z 156.10 100.00%
156.1
- M
60 115.0 i ——
7 16.50 17.00
51.0 ‘
o""H‘W"‘M\w,mw"H‘wlw‘t“Mw‘lﬁ?;?_m% m/z 141.00  91.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
5000
16.50 17.00
115.0 m/z 155.05  27.43%
ZZO Sloh‘JL ‘ M\\\ w
O\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
141.0 ﬂﬂ
—r :
16.50 17.00
5000 51.0 ITI/Z 115.00 20.53%
77.0 1150
1 RNMRESSEE 'S 1 O MV S N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33150: Naphthalene, 2,3-dimethyl- — —
156.0 16.50 17.00
m/z 128.00 14.96%
5000
115.0
o““2‘7‘9‘?‘1\9“;‘7“?“,()‘”W‘“"le“"1““””‘””‘””‘” e =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@62722\
Data File : VU@49444.D

Acqg On : 28 Jun 2022 08:10

Operator : SY/MD

Sample : N3334-23

Misc : 5.26g/10mL/100uL/5.0emL/MSVOA_U/MEOH

ALS vial : 51 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|
Octane, 2,6-dim... 10.250 50.2 ug/l 1512080 3 9.420 1506360 50.0
o-Cymene 13.452 120.3 ug/l 4176770 4 11.819 1735510 50.0
1H-Indene, 2,3-... 14.671 69.0 ug/l 2393700 4 11.819 1735510 50.0
Benzocyclohepta... 15.221 119.7 ug/l 4153670 4 11.819 1735510 50.0
1,4-Methanonaph... 15.410 98.2 ug/l 3407140 4 11.819 1735510 50.0
Naphthalene, 1-... 16.147 57.8 ug/l 2004660 4 11.819 1735510 50.0
Naphthalene, 2,... 16.259 152.9 ug/l 5307410 4 11.819 1735510 50.0
Naphthalene, 2,... 16.407 206.7 ug/l 7174060 4 11.819 1735510 50.0
Naphthalene, 1,... 16.446 131.8 ug/l 4575550 4 11.819 1735510 50.0
Naphthalene, 1, 16.635 113.0 ug/l 3923780 4 11.819 1735510 50.0
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