LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72222\
Data File : BGO54361.D

Acqg On : 22 Jul 2022 15:50

Operator : CG/JU

Sample : N3806-02 :
Misc : FRAC-TANK-N48964

ALS vial : 6 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:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG071522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54361.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.075 281 287 294 rVB2 9932 170660 1.42% 0.198%
2 5.562 365 370 377 rBV 44606 77003 6.42% 0.894%
3 5.985 434 442 450 rVB4 6711 17582 1.47% 0.204%
4 7.172 639 644 649 rBV 27023 45571 3.80% ©.529%
5 7.636 715 723 729 rVB 25634 44292 3.70% 0.514%
6 7.989 777 783 790 rBvV2 57464 102200 8.53% 1.186%
7 8.166 799 803 810 rVB2 12527 20746 1.73% 0.241%
8 8.236 819 825 832 rBV 11449 22742 1.90%  0.264%
9 8.371 842 848 853 rVB3 8911 16718 1.39% 0.194%
10 8.776 910 917 920 rBv3 15349 29624 2.47% 0.344%
11  9.1065 965 973 975 rBv4 15180 26329 2.20% 0.306%
12 9.152 975 981 992 rVB 125057 246217 20.54% 2.857%
13 9.687 1067 1072 1081 rVB 13774 29585 2.47% 0.343%
14 10.051 1128 1134 1141 rVB 11207 20433 1.70% 0.237%
15 10.198 1152 1159 1167 rVB3 30350 57310 4.78% 0.665%
16 10.433 1193 1199 1205 rVB2 22886 38685 3.23% 0.449%
17 10.797 1250 1261 1266 rBV 80629 175275 14.62% 2.034%
18 10.850 1266 1270 1277 rVB2 47337 88414 7.38% 1.026%
19 11.156 1317 1322 1335 rBV3 14376 28788 2.40% 0.334%
20 11.714 1412 1417 1424 rVB3 11048 20075 1.67% 0.233%
21 11.902 1444 1449 1456 rBV4 9395 16316 1.36% ©0.189%
22 11.990 1456 1464 1471 rVB2 40185 70958 5.92% 0.823%
23 12.137 1483 1489 1494 rBV5 8055 16412 1.37% 0.190%
24 12.208 1498 1501 1507 rVB2 12828 20321 1.70% 0.236%
25 12.343 1519 1524 1530 rVB3 24683 45257 3.78% ©.525%
26 12.454 1532 1543 1549 rBV 74600 138310 11.54% 1.605%
27 12.572 1557 1563 1567 rBV5 13571 25784  2.15%  0.299%
28 12.672 1573 1580 1585 rBV 52580 107249 8.95%  1.245%
29 12.971 1623 1631 1636 rBV8 10101 23577 1.97% 0.274%
30 13.248 1670 1678 1685 rVB 406401 647194 54.00% 7.511%
31 13.453 1706 1713 1721 rBV5 31272 64271 5.36% 0.746%
32 13.565 1725 1732 1738 rVWv2 28154 50050 4.18% 0.581%
33 13.653 1744 1747 1756 rVB4 15231 34389 2.87% 0.399%
34 13.788 1763 1770 1780 rBV3 28893 79463 6.63% 0.922%
35 13.947 1786 1797 1802 rBV 45021 100903 8.42% 1.171%
36 14.000 1802 1806 1813 rVB3 34737 62354 5.20% 0.724%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72222\
Data File : BGO54361.D

Acqg On : 22 Jul 2022 15:50

Operator : CG/JU

Sample : N3806-02 :
Misc : FRAC-TANK-N48964

ALS vial : 6 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:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG071522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.182 1826 1837 1841 rBV5 22633 63864 5.33% 0.741%
38 14.352 1857 1866 1872 rBV3 14445 27466  2.29% 0.319%
39 14.517 1890 1894 1900 rVB2 33198 46819 3.91% 0.543%
40 14.628 1901 1913 1919 rBV 155684 278372 23.23% 3.231%
41 14.834 1943 1948 1957 rBV3 11811 29140 2.43% 0.338%
42 14.969 1965 1971 1976 rBV 28601 42517 3.55% 0.493%
43 15.022 1976 1980 1988 rVB4 18599 33895 2.83% 0.393%
44 15.098 1988 1993 1996 rBV3 13226 23116 1.93% 0.268%
45 15.245 2013 2018 2023 rBV 13666 25133 2.10% 0.292%
46 15.292 2023 2026 2031 rVB2 12831 19777 1.65% 0.230%
47 15.416 2040 2047 2050 rBv4 7842 17245 1.44%  0.200%
48 15.468 2050 2056 2066 rVB3 39985 82577 6.89% ©.958%
49 15.627 2079 2083 2087 rBV 21867 27100 2.26% 0.314%
50 15.797 2102 2112 2115 rBvV3 17455 29511 2.46% 0.342%
51 15.874 2122 2125 2130 rVB4 14510 21406 1.79%  0.248%
52 16.115 2156 2166 2175 rBV2 256718 412583 34.42% 4.788%
53 16.326 2195 2202 2212 rVB4 38847 93423 7.79% 1.084%
54 16.620 2246 2252 2255 rBV2 20186 32040 2.67% 0.372%
55 16.673 2259 2261 2266 rVV6 12379 21546 1.80% 0.250%
56 16.726 2266 2270 2275 rVB2 19750 31018 2.59% 0.360%
57 16.873 2290 2295 2298 rBV 29134 54203 4.52% 0.629%
58 17.119 2332 2337 2341 rBV 39752 52198 4.36% 0.606%
59 17.172 2342 2346 2350 rVB5 14675 23365 1.95% 0.271%
60 17.372 2374 2380 2384 rBV 216976 339548 28.33%  3.940%
61 17.413 2384 2387 2393 rWV 59656 96101 8.02% 1.115%
62 17.495 2397 2401 2407 rVV2 10999 21793 1.82% 0.253%
63 17.584 2413 2416 2426 rVB2 16945 34633 2.89% 0.402%
64 17.736 2437 2442 2447 rBV 54036 87394  7.29% 1.014%
65 17.860 2459 2463 2469 rVB 35734 497760 4.15% 0.578%
66 17.942 2469 2477 2480 rBV9 8041 20904 1.74% 0.243%
67 18.030 2488 2492 2494 rBV2 20270 24573  2.05% 0.285%
68 18.071 2494 2499 2509 rVB 221284 334100 27.87% 3.877%
69 18.253 2524 2530 2534 rBV2 60577 111894 9.34% 1.299%
70 18.295 2534 2537 2543 rVB2 70458 101602 8.48% 1.179%
71 18.436 2556 2561 2565 rBV2 26395 41053 3.43% 0.476%
72 18.477 2565 2568 2575 rVB 23857 35415 2.95% 0.411%
73 18.547 2575 2580 2584 rBV2 31491 42275 3.53% 0.491%
74 18.700 2599 2606 2610 rBV7 11021 18893 1.58% 0.219%
75 18.988 2648 2655 2659 rBV2 25954 45948 3.83% ©0.533%
76 19.041 2659 2664 2667 rVV2 33512 51651 4.31% 0.599%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72222\
Data File : BGO54361.D

Acqg On : 22 Jul 2022 15:50

Operator : CG/JU

Sample : N3806-02 :
Misc : FRAC-TANK-N48964

ALS vial : 6 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:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG071522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 19.076 2667 2670 2675 rVB2 22294 30388 2.54% 0.353%
78 19.164 2675 2685 2689 rBV3 62015 151917 12.67% 1.763%
79 19.199 2689 2691 2697 rVB5 35332 51018 4.26% 0.592%
80 19.299 2704 2708 2716 rVB4 17465 36820 3.07% 0.427%
81 19.417 2724 2728 2733 rVB5 9616 16368 1.37% 0.190%
82 19.528 2743 2747 2752 rVB8 17997 27499 2.29% 0.319%
83 19.664 2766 2770 2773 rBV5 13226 20826 1.74% 0.242%
84 19.699 2773 2776 2782 rVWW7 14044 27101  2.26% 0.315%
85 19.752 2782 2785 2789 rVV2 41749 63358 5.29% ©0.735%
86 19.805 2789 2794 2799 rVWW4 34363 73063 6.10% ©.848%
87 19.857 2799 2803 2809 rVB 25576 39791 3.32% 0.462%
88 19.981 2818 2824 2829 rVB 948537 1198566 100.00% 13.909%
89 20.139 2847 2851 2857 rVB6 14174 22112 1.84% 0.257%
90 20.280 2866 2875 2879 rBV5 25874 56565 4.72% 0.656%
91 20.521 2912 2916 2921 rVB 26084 35321 2.95% 0.410%
92 20.615 2929 2932 2936 rVB3 18233 27117 2.26% 0.315%
93 20.774 2957 2959 2963 rVB4 14695 17270 1.44% 0.200%
94 21.068 3006 3009 3017 rVB3 16123 31885 2.66% 0.370%
95 21.273 3040 3044 3050 rVB3 54561 82825 6.91% 0.961%
96 21.391 3060 3064 3069 rBV4 34154 51523 4.30% 0.598%
97 21.638 3100 3106 3114 rVB 263100 444892 37.12% 5.163%
98 22.425 3236 3240 3245 rBV8 11660 24231 2.02% 0.281%
99 23.295 3380 3388 3395 rVB6 18586 44769 3.74% 0.520%
100 24.840 3641 3651 3660 rVB2 161128 468353 39.08% 5.435%

Sum of corrected areas: 8616896
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072222\
Data File : BGO54361.D

Acqg On : 22 Jul 2022 15:50

Operator : CG/JU

Sample : N3806-02 :
Misc FRAC-TANK-N48964

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG054361.D\data.ms

800000
600000
400000

200000
9.152

562 7.989 3{’ %72
5075 ° ?f 5.985 7.172 7.636 '3 3(g718.776. 9.6870'0518%43 /\A}l 156 1170 22.97:

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\’\

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG054361.D\data.ms

19.981

800000

600000

.248
400000

21.638
16.115

17.372 18.071

200000

0 BB e e e e e e
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG054361.D\data.ms
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600000
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200000 24.840
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0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072222\
Data File : BGO54361.D

Acqg On : 22 Jul 2022 15:50

Operator : CG/JU

Sample : N3806-02 :
Misc : FRAC-TANK-N48964

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.636 8.67 ng 44292  1,4-Dichlorobenzene-d4 7.989

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Mesitylene 120 CO9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 723 (7.636 min): BG054361.D\data.ms (-715) (-) m/z 105.10 100.00%
105.1
5000 120.1 /\
WA A .
R A RARamma R
39.1 630 'L 9L0 7.40 7.60 7.80 8.00
\\’H\\’H\\’H\\"‘H\\"‘\‘\\\‘\‘\‘H|H\MHH|‘HH|\‘\‘\‘\|H‘\‘\‘|‘HH| m/Z 120.10 38.5100
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0

120.0 7.40 7.60 7.80 8.00
m/z 77.10 12.60%

39.0 77.0 91.0
\\’]\_\5\‘\0’\\\“\’\\\\"‘\\\\"“\‘\\\6‘:\3‘\“\0\‘\\\M“\\\\“\\\\‘\‘\1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0 | A 0 (\
R amE e RERREEEE T
7.40 7.60 7.80 8.00
5000 ITI/Z 91.00 11.64%
120.0
6.0 39.0 63.0 77.0 91.0
T e R e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 ﬂ M /\
Abundance #10695: Mesitylene | e ‘M .
105.0 7.40 7.60 7.80 8.00
m/z 119.00 10.91%
120.0
5000
39.0 63.0 77.0 91.0 ‘ n
SN 10N NS 1NN RO SV N S B —
m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072222\
Data File : BGO54361.D

Acqg On : 22 Jul 2022 15:50

Operator : CG/JU

Sample : N3806-02 :
Misc FRAC-TANK-N48964

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzene, 1,2,4-trimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.106 4.06 ng 20746  1,4-Dichlorobenzene-d4 7.989

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
3 Mesitylene 120 CO9H12 000108-67-8 90
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 83
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 80
Abundance Scan 803 (8.106 min): BG054361.D\data.ms (-799) (-) m/z 105.10 100.00%
105.1
5000 120.1 )
770 o11 R AmmEa i
51.1 : - 7.80 8.00 8.20 8.40
e A L L gz 120005 39.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0
120.0
5000 UL L B A I B
7.80 8.00 8.20 8.40
m/z 77.00 14.53%
77.0 91.0
H‘\H.\‘HH‘\\\?’gr‘q\\S\:‘lT\.(\)\\‘Gﬂ“\o\‘\\\‘H‘HH“HH‘\Hl\‘\\‘\‘\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance

105.0 [’\HMM

120.0 7.80 8.00 8.20 8.40
5000 ITI/Z 119.10 12.74%
77.0
15.0 39.0 63.0 91.0
R R RaAaEaa e R L s  E e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10695: Mesitylene H_m,uu_u‘n_m‘l
105.0 7.80 8.00 8.20 8.40
m/z 91.10 12.62%
120.0
5000
39.0 77.0 91.0 ﬂ ﬂ ﬂ
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072222\

Data File : BG@54361.D

Acqg On : 22 Jul 2022 15:50

Operator : CG/JU

Sample : N3806-02 :
Misc FRAC-TANK-N48964

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Phenylbut-1-ene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.198 6.54 ng 57310  Naphthalene-d8 10.803
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 70
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 64
3 Cyclopropane, 1-methyl-1-phenyl- 132 C1eH12 002214-14-4 60
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 58
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 58

Abundance Scan 1159 (10.198 min): BG054361.D\data.ms (-1152) (- | m/z 117.10 100.00%
117.1
5000
132.1
91.0 — L A
51.0 77.1 ‘ ‘ 10.00 10.50
\‘HH‘HH‘i\H\i\‘u\‘\‘w\\‘H\\“H\\“MH‘HH‘H\‘H\HM\‘\H‘H m/Z 119.10 49.8900
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000 /\“/‘\ /\/\,
10.00 10.50
91.0 132.0 m/z 115.00  34.29%
39.0 63.0 77.0
\‘\\\‘\‘H\\“\\\\M“\\\‘\H‘\\‘H\H“\\\\“i\\\‘i‘}‘\\‘H!!‘\\\\“\‘\\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance
117.0
R 8 AT VI
10.00 10.50
m/z 132.05 32.00%
5000 1320 /
39.0 65.0 91.0
T T T e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16147: Cyclopropane, 1-methyl-1-phenyl- — 4
117.0 10.00 10.50
m/z 91.00 22.53%
5000
91.0
51.0 77.0 132.0
0 1o L
W‘mhw‘m“mH}wJwNW‘_MM_‘HHM‘WMNW‘WEM‘meH‘H : Nn‘ | il -t
m/z--> 20 30 40 50 60 70 80 90 100110 120130140 10.00 10.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072222\

Data File : BG@54361.D

Acqg On : 22 Jul 2022 15:50

Operator : CG/JU

Sample : N3806-02 :
Misc FRAC-TANK-N48964

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 1,2,3,4-tetrah... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
10.433 4.41 ng 38685 Naphthalene-d8 10.803
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 93
2 Indan, epoxide 132 C9H80 000768-22-9 58
3 Benzene, cyclobutyl- 132 C1eH12 004392-30-7 53
4 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 47
5 2-Methylbenzyl cyanide 131 CSHOSN 022364-68-7 43

Abundance Scan 1199 (10.433 min): BG054361.D\data.ms (-1193) (- | m/z 104.10 100.00%
104.1
5000 91.0 132.0
SR AL
281 51.1 77Tl 1171 10.50
"HH,Hm‘,um,“;H‘,\M“W\M‘qm‘:wl‘““H!“wm‘mw m/z 132.00  41.86%
m/z--> 20 30 40 50 60 70 80 90 100110120 130140
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 91.0 1320 H— b
10.50
1170 m/z 91.00 39.02%
78.0 .
\‘\2\7\"0\\H"\\\5\?".‘\.‘(\)\\’6\‘?‘)\.(\)‘\\\‘\‘H\\‘H\HH"\\‘HM\‘H\‘M“\‘\H‘\
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140
Abundance
S Al
Y
10.50
5000 ITI/Z 115.00 21.66%
51.0 78.0 132.0
38.0 65.0 117.0
T e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 AM
Abundance #16121: Benzene, cyclobutyl- — Wﬁm‘ Q ‘ m e
104.0 10.50
m/z 78.10 17.85%
5000
78.0
50.0 91.0 132.0
S L 1 A Y
m/z--> 20 30 40 50 60 70 80 90 100110120 130140 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072222\
Data File : BGO54361.D

Acqg On : 22 Jul 2022 15:50

Operator : CG/JU

Sample : N3806-02 :
Misc FRAC-TANK-N48964

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.990 8.10 ng 70958 Naphthalene-d8 10.803
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 94
3 Benzene, (1-ethyl-2-propenyl)- 146 C1l1H14 019947-22-9 74
4 Benzene, (1-methylenebutyl)- 146 C11H14 005676-32-4 68
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 55
Abundance Scan 1464 (11.990 min): BG054361.D\data.ms (-1456) (- | m/z 131.05 100.00%
131.1
5000
115/0
43 l T T T T T T T m
P L) e
\\\‘\\\\‘\\\‘\‘\\\\‘\\‘1\M“\\\\“\‘\‘!\“i‘\\\ m/Z 118.19 84.6900
mfz--> 20 80 100 120 140
Abundance  #25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 T
105.0 12.00
m/z 146.05 61.62%
39.0 77.0 ‘
\\\‘\\\\“‘\\‘\‘\‘}\‘\\“\\\\“\\\1“\‘“‘1\““\‘\\\
miz-> 20 40 60 100 120 140
Abundance
131.0 (\ /\
UL
12.00
m/z 117.10 42.71%
5000 105.0 /
39.0 77.0
58.0 147.0
T e T e e e
m/iz--> 20 40 60 80 100 120 140
Abundance #25002: Benzene, (1-ethyl-2-propenyl)- L A MW‘ Ly
118.0 12.00
m/z 115.00  33.90%
5000 91.0
51.0 ‘ ‘ 146.0
27.
St NI AN A 00 PO e
m/z--> 20 40 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072222\
Data File : BGO54361.D

Acqg On : 22 Jul 2022 15:50

Operator : CG/JU

Sample : N3806-02 :
Misc FRAC-TANK-N48964

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 1,2,3,4-tetrah... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.343 5.16 ng 45257  Naphthalene-d8 10.803
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 97
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 96
3 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 Cl11H14 1010189-31-0 87
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 55
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 55

Abundance Scan 1524 (12.343 min): BG054361.D\data.ms (-1519) (- | m/z 131.00 100.00%
131.0

5000 A
" 77.1 ‘ H 147.1 12.00 12.50
““‘“‘u“suuhh“h“u“uh‘ujb‘hw“‘k“ m/z 118.10  73.47%
miz--> 20 40 60 80 100 120 140
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 A e
20.0 910 1150 12.00 12.50
15.0 63.0 m/z 146.05 62.23%
RN ||
\\\‘\‘i‘\\‘i‘\\‘“\"‘“\uw“‘\\‘}\“‘\‘\\\“\‘\1\‘\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance

131.0 A | L. "

12.00 12.50
5000 m/z 117.16  50.48%
105.0
39.0 77.0
B e o e O LA s '
miz--> 20 40 60 80 100 120 140
Abundance #25065: 2,3,4,5,6,7-Hexahydro-1H-cyclopentala]pentaler LER MW‘ ATaE —
146.0 12.00 12.50
m/z 105.10 31.01%
118.0
5000
91.0
39.0
S V. AP I 11 B A A
m/z--> 20 40 60 80 100 120 140 12.00 12.50

8270-BG0O71522.M Mon Jul 25 14:34:07 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072222\
Data File : BGO54361.D

Acqg On : 22 Jul 2022 15:50

Operator : CG/JU

Sample : N3806-02 :
Misc FRAC-TANK-N48964

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Ethanone, 1-[4-(1-methyleth... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.565 3.60 ng 50050  Acenaphthene-d10 14.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-[4-(1-methylethenyl)... 160 C11H120 005359-04-6 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021693-54-9 90
3 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 87
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 025419-33-4 87
5 1H-Inden-1-one, 2,3-dihydro-3,3-... 160 C11H120 026465-81-6 81

Abundance Scan 1732 (13.565 min): BG054361.D\data.ms (-1725) (- | m/z 145.05 100.00%
1

145.
5000
WL
91.0 o

51.1 13.50
\\\‘\\\\‘i“\ \“\‘\“‘\“H‘i“‘\ \‘L\“‘\‘HMH‘\‘UH!‘\M‘\\\“‘\\\\‘\\\\2‘(\)9'\9\ m/Z 160.10 35.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36186: Ethanone, 1-[4-(1-methylethenyl)phenyl]-
145.0
NAn‘A‘ L ] AA

5000

13.50
m/z 115.10  29.59%

43.0 910
%I-\!:_)\.‘O\\\\“‘\\“\\‘?.\()\\“\\“\\“\\\1‘\\\\‘\h\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
145.0 M
i meAﬁ‘

115.0

13.50
5000 m/z 117.00  15.31%
117.0
R i A o R S
miz--> 20 40 60 80 100 120 140 160 180 200 HAM\A Mm%/wmf
Abundance #36292: Naphthalene, 1,2,3,4-tetrahydro-1,5-dimethyl- L MMO : A L
145.0 13.50

m/z 91.05 15.00%

5000 M/\/\\M
117.0
150 390 630 90 I NMAM”/\ | ““WM\

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072222\
Data File : BGO54361.D

Acqg On : 22 Jul 2022 15:50

Operator : CG/JU

Sample : N3806-02 :
Misc : FRAC-TANK-N48964

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10
R.T. EstConc Area Relative to ISTD R.T.
13.788 5.71 ng 79463  Acenaphthene-dile 14.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 93
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 90

Abundance Scan 1770 (13.788 min): BG054361.D\data.ms (- 1763) (- m/z 156.10 100.00%
156.
5000 /\/\ jk\
115.0 e ‘ﬂ\ do
510 770 13.50 14.00
SRR S R P S TRMSAT VAR \‘Wﬁ‘ b m/z 141.00  72.27%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0 J\\
5000 j
13.50 14.00
m/z 155.00 35.18%
115.0
““2‘8"‘0“4‘9'9“§9'9“““““““‘J‘“Z‘p M’\\\\ 1
miz--> 20 40 60 80 100 120 140 160
Abundance
156.0
13.50 14.00
5000 ITI/Z 115.00 23.29%
77.0 115.0
51.0
27.0 137.0
T o L =
m/z--> 20 40 60 80 100 120 140 160 /\
Abundance #33144: Naphthalene, 2,7-dimethyl- i i —
156.0 13.50 14.00
m/z 128.00 18.71%
5000
i\
270 S0 :
St i T N 1
m/z--> 20 40 60 80 100 120 140 160 13. 50 14 OO

8270-BGO71522.M Mon Jul 25 14:34:09 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072222\

Data File : BG@54361.D

Acqg On : 22 Jul 2022 15:50

Operator : CG/JU

Sample : N3806-02 :
Misc FRAC-TANK-N48964

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 2,3-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.947 7.25 ng 100903  Acenaphthene-di10 14.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95

Abundance Scan 1797 (13.947 min): BG054361.D\data.ms (-1786) (- | m/z 156.10 100.00%
156.1
5000 /\\
115.1 /\ e /\
511 77.1 ‘ 139.0 14.00
\\\‘\\\\“\\“\\“1\\”““\‘\‘?\7.%\\\}‘\“\“\\“‘\\L“l\*rv_r m/Z 141.00 85.23%
miz--> 20 80 100 120 140 160
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0
5000 J\ [\ T T 1 \j\\
14.00
m/z 155.10  29.00%
s1.0 60 150 1390
LI ‘%%‘?\“ T \‘\.\ ‘H T \‘!H‘ T \9\8-‘0\ T \‘\ ‘ \‘1‘\ \“‘.\ \‘U‘“ T
miz--> 20 60 80 100 120 140 160
Abundance
156.0 f“
VLA
14.00
5000 ITI/Z 115.10 20.50%
115.0
270 510 70 940 1350
T T e T e e
m/z--> 20 60 80 100 120 140 160 R ﬁh
Abundance #33162: Naphthalene, 1,6-dimethyl- | TR B
156.0 14.00
m/z 128.05 18.79%
5000
gL
51.0 139.0
Lzme SO eso ([T TR0 MWD
m/z--> 20 60 80 100 120 140 160 14.00

8270-BGO71522.M Mon Jul 25 14:34:10 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072222\
Data File : BGO54361.D

Acqg On : 22 Jul 2022 15:50

Operator : CG/JU

Sample : N3806-02 :
Misc FRAC-TANK-N48964

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 Naphthalene, 2,6-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.000 4.48 ng 62354  Acenaphthene-di0 14.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 94
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 93
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 93
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 93
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 93

Abundance Scan 1806 (14.000 min): BG054361.D\data.ms (-1802) (- | m/z 156.10 100.00%
1

5000 /\ /\/\/\\ }\

128.0 T
511760 1050 || | 1741 14.00
bl Al L 25 gz 141,00 87.46%

m/z--> 20 0 80 100 120 140 160
Abundance #33152: Naphthalene, 2,6-dimethyl-
156.0
i .

5000
14.00
770 115.0 m/z 155.00 39.92%
51.0 ' ’ 139.0
‘2\7\'0\\“\\“\\’H\\\‘H“\\\9\8.‘()\\\‘\‘\‘1‘\\“‘\\‘w‘\\\\ 1
miz--> 20 40 60 80 100 120 140 160
Abundance
156.0 /\f\
14.00
5000 m/z 153.00 21.02%
300 51.0 77.0 . 115.0 1390
T T T e
miz--> 20 40 60 80 100 120 140 160 MA A A
Abundance #33160: Naphthalene, 1,4-dimethyl- L A
156.0 14.00

m/z 128.00 16.11%

5000
115.0
i MU\ 97.0 ‘ \‘\13\ ‘0 il ‘ L - —— MM

m/z--> 200 40 60 80 100 120 140 160 14.00

8270-BGO71522.M Mon Jul 25 14:34:11 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072222\
Data File : BGO54361.D

Acqg On : 22 Jul 2022 15:50

Operator : CG/JU

Sample : N3806-02 :
Misc FRAC-TANK-N48964

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 Naphthalene, 1,4-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.182 4.59 ng 63864  Acenaphthene-di0 14.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 94
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 93
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 91
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 87
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 87

Abundance Scan 1837 (14.182 min): BG054361.D\data.ms (-1826) (- | m/z 156.00 100.00%
156.0
5000
451 115.0 /\ /\
TR
‘ 77.0 14.00 14.50
“““H‘wlmkwﬂm‘ﬂu‘WwWWuwl‘ﬂm‘H ‘_“M“ m/z 141.05 97.87%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33161: Naphthalene, 1,4-dimethyl-
156.0 J\
5000 \ /\ T T T T \/\\ T T f
14.00 14.50
115.0 m/z 115.00 31.33%
270 510 (70 134,
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ‘\\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance
156.0 L /\1 N
O el
14.00 14.50
5000 ITI/Z 128.00 29.96%
115.0
51.0 6.0
270 96.0 137.0
I o A o e e
m/z--> 20 40 60 80 100 120 140 160 ’\/\n m
Abundance #33129: Naphthalene, 2,3-dimethyl- (Wil i “MMM‘r
141.0 14.00 14.50
m/z 45.10 26.51%
5000
115.0
76.0 ‘
51.0
S O PO W N |
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50

8270-BGO71522.M Mon Jul 25 14:34:12 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072222\
Data File : BGO54361.D

Acqg On : 22 Jul 2022 15:50

Operator : CG/JU

Sample : N3806-02 :
Misc FRAC-TANK-N48964

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.468 5.93 ng 82577  Acenaphthene-dile 14.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 58
2 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 53
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 53
4 Heptacosane 380 C27H56 000593-49-7 52
5 Hexacosane 366 C26H54 000630-01-3 52
Abundance Scan 2056 (15.468 min): BG054361.D\data.ms (-2050) (- | m/z 57.10 100.00%
57.1
- JNA
105.1 [ —
‘ ‘ ‘ 141.1172.0 15.50
e ““wa“\‘w‘w“‘w T m/z 43.10  91.22%
miz--> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0
5000 R
15.50
99.0 m/z 71.10 63.95%
\Z\S‘Jp‘\‘ ‘H‘\ \‘ \“‘\ H‘ \ T “]\-4} ‘o\ \]-8\3\0‘ T \2\4\().’()\ T T T
miz--> 50 100 150 200 250
Abundance
57.0
15.50
5000 m/z 85.10 49.,09%
99.0
15.0 1550 1970  253.0
T T
m/iz--> 50 100 150 200 250
Abundance #194595: Eicosane, 10-methyl-
57.0 15.50
m/z 41.10 46.45%
5000
‘ 99.0 0
L T 1970 2390 2810 i
m/z--> 50 100 150 200 250 15.50

8270-BGO71522.M Mon Jul 25 14:34:13 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072222\
Data File : BGO54361.D

Acqg On : 22 Jul 2022 15:50

Operator : CG/JU

Sample : N3806-02 :
Misc FRAC-TANK-N48964

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 Tridecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.326 5.50 ng 93423  Phenanthrene-d1e 17.372
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Nonadecane 268 C19H40 000629-92-5 83
4 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 80
5 Tetradecane 198 C14H30 000629-59-4 72
Abundance Scan 2202 (16.326 min): BG054361.D\data.ms (-2195) (- | m/z 57.10 100.00%
57.1
5000 85.0
T s
113. 1 169.1 16.00 16.50
\H‘HH““\‘H‘!‘ “H‘““\“Hw“\\HU\“\H\H‘\.\\‘\‘H‘H“l\H‘HH‘HH‘HH‘HH m/z 43.19 77.3300
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59026: Tridecane
57.0
5000 — ——
290 85.0 16.00 16.50
m/z 71.10 54.49%

| 11301410 1840
H\‘HH‘\\H‘\\H‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
57.0 /\\
M/NWM

1600 1650
m/z 41.10 49.32%
5000 85.0
29.0
113.0141.0169.0197.0226.0
T T T T T T P T T T T T T T
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane — T
57.0 16.00 16.50
m/z 85.05 47.49%
5000 85.0
29.0
J\ hu | 113.0141.0169.0197.0 268.(
T e R e T T T T T T
m/z--> 20 40 60 80 100120140160180200220240260 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072222\
Data File : BGO54361.D

Acqg On : 22 Jul 2022 15:50

Operator : CG/JU

Sample : N3806-02 :
Misc FRAC-TANK-N48964

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 Phenol, 4-(1-methyl-1-pheny... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.736 5.15 ng 87394  Phenanthrene-d1e 17.372
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1-methyl-1-phenylethyl)- 212 C15H160 000599-64-4 94
2 1-Acetyl-4,6,8-trimethylazulene 212 C15H160 000834-97-9 74
3 Dimethyl diphenylsilane 212 Cl14H16Si 000778-24-5 74
4 1,4-di-iso-propylnaphthalene 212 Cl6H20 1000374-05-7 64
5 Benzo[d,E]isocoumarin, 3,3-dimet... 212 C14H1202 005723-17-1 64
Abundance Scan 2442 (17.736 min): BG054361.D\data.ms (-2437) (- | m/z 197.00 100.00%
197.0
5000
011 — s
391 65.0 ‘ 1191 1500 17.50 18.00
SRS Mt UL A PSRNV M M m/z 212.00  19.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90160: Phenol, 4-(1-methyl-1-phenylethyl)-
197.0
5000 Ll —
17.50 18.00
103.0 m/z 198.10 15.77%
135.0 165.0
\\\’2\7\9\’\5\]-\\0’\‘\\\"\\‘\\"\‘\\‘\“\\\\‘\\1‘\‘\\\\H‘H\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
197.0 A
TV [ . 8 ‘mA
17.50 18.00
5000 m/z 91.10 10.59%
430 76.0 102.0 128.0 1530
T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90082: Dimethyl diphenylsilane - =
197.0 17.50 18.00
m/z 102.95 10.29%
5000
135.0 165.0 W\W
so, L) T2, L B0 e Ll
m/z--> 20 40 60 80 100 120 140 160 180 200 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072222\
Data File : BGO54361.D

Acqg On : 22 Jul 2022 15:50

Operator : CG/JU

Sample : N3806-02 :
Misc : FRAC-TANK-N48964

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 unknownl8.071 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.071 19.68 ng 334100 Phenanthrene-d10 17.372
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2-Hydroxy-4,5-dimethylbenzoyl)f... 194 C10H1004 1000241-63-9 22
2 Phthalic anhydride 148 C8H403 000085-44-9 18
3 Pyrazole, 5-methyl-3-(5-nitro-2-... 193 C8H7N303 016239-90-0 18
4 Phthalic acid, 5-methylhex-2-yl ... 292 C17H2404 1000371-09-3 14
5 Benzothiazole, 2-methyl- 149 C8H7NS 000120-75-2 14
Abundance Scan 2499 (18.071 min): BG054361.D\data.ms (-2494) (1 m/z 193.00 100.00%
149.0 198.0
104.0
5000 76.0
T \
500 18.00
\\\‘\\\\"\‘\‘\\“\H\‘\“\“\\\‘\’\‘\\\l‘z\cii\g\‘\!‘\\‘\\\!‘\\\‘\‘\‘\\\‘ m/Z 149.00 91.8900
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #68473: (2-Hydroxy-4,5-dimethylbenzoyl)formic acid
149.0
5000 e :
18.00
194.0 m/z 104.00  57.05%
91.0
170 300 650 ~° 120 |
\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
76.0 104.0
T \
18.00
5000 50.0 m/z 76.05 39.30%
' 148.0
26.0
e o e e B e R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68239: Pyrazole, 5-methyl-3-(5-nitro-2-furyl)- — ‘
193.0 18.00
m/z 50.05 16.54%
5000
119.0
163.0
150, 420 690 o0 | | |
R A e B e e R —
m/z--> 20 40 60 80 100 120 140 160 180 200 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072222\
Data File : BGO54361.D

Acqg On : 22 Jul 2022 15:50

Operator : CG/JU

Sample : N3806-02 :
Misc FRAC-TANK-N48964

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17 Anthracene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.253 6.59 ng 111894  Phenanthrene-di10 17.372
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 89
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 89

Abundance Scan 2530 (18.253 min): BG054361.D\data.ms (-2524) (- | m/z 192.05 100.00%
192.1

5000 M

T
“onnmﬁmlmm - 18.00 18.50
: 10290 hm/z 191.85  56.43%

m/z--> 20 40 60 80 100120140 160180200 220240
Abundance #67024: Anthracene, 2-methyl-

192.0

5000 - s
18.00 18.50

m/z 189.00  30.39%

165.0
39.0 8%0u1150 | “M
\H‘\H\‘\\H‘\H\‘\\H‘HH‘HH‘HH‘HH‘H \‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance
192.0

18.00 18.50
5000 m/z 190.00 16.96%
oa 165.0
270 630 126.0
T R e
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #67035: Phenanthrene, 1-methyl- b P
192.0 18.00 18.50
m/z 193.00 14.95%
5000
165.0
27‘0‘ 630 9§0 1ZGQ " h‘\ I n‘
e e R R RRRY

— e
m/z--> 20 40 60 80 100120 140160 180 200 220 240 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072222\
Data File : BGO54361.D

Acqg On : 22 Jul 2022 15:50

Operator : CG/JU

Sample : N3806-02 :
Misc FRAC-TANK-N48964

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 Phenanthrene, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.294 5.98 ng 101602  Phenanthrene-di10 17.372
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 92
Abundance Scan 2537 (18.295 min): BG054361.D\data.ms (-2534) (- | m/z 192.00 100.00%
192.
5000 M
165.0 —— o
18.00 18.50
1 631 946 138.9 ‘ m
H\‘\\\3\9“\1\\\“H\‘\‘\‘\‘\M‘H‘H’\H\“H”}\‘H“H{l‘\w T m/Z 191.00 57.1900
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 gy s
18.00 18.50
010 165.0 m/z 189.00  28.74%
390 630 | 11601390
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
18.00 18.50
5000 m/z 181.05 21.16%
83.0 1
15.0 39.0 61.0 115.0 139.0
T R o e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro-
192.0 18.00 18.50
m/z 180.05 17.04%
5000
165.0
39.0 63.0 960 1390 W
A A RAREM A A
m/z--> 20 40 60 80 100 120 140 160 180 200 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072222\
Data File : BGO54361.D

Acqg On : 22 Jul 2022 15:50

Operator : CG/JU

Sample : N3806-02 :
Misc : FRAC-TANK-N48964

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 di-p-Tolylacetylene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.164 8.95 ng 151917  Phenanthrene-di10 17.372
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 91
2 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 90
3 Phenanthrene, 4,5-dimethyl- 206 Cl6H14 003674-69-9 87
4 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 83
5 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 83

Abundance Scan 2685 (19.164 min): BG054361.D\data.ms (-2675) (- | m/z 206.05 100.00%
206.1

5000

-

T =
57.1 178.3” 19.00 19.50

89.0 152.0
AR \‘M T \“1“‘\“1“\ ‘\“”\h\‘ \“\”“‘:\L\J\-‘?‘.%\ \”\”‘ T \“1 T “\‘ \‘\‘H‘i‘\‘\‘ M ‘}‘h} b EERRREA %6‘\3\\5 m/Z 191.00 53.85%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82923: di-p-Tolylacetylene
206.0

5000 i .
19.00 19.50

m/z 189.00  26.26%

39.0 76.0102.0 13901650 h‘\
‘\H\‘H\\‘\\H‘HH‘\H\‘H\\‘\\H‘\\\\‘HH‘HH‘HH‘HH‘H\
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
206.0
va/\zw

19.00 19.50
5000 m/z 205.00 25.04%
101.0
270 630 139,060

T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82951: Phenanthrene, 4,5-dimethyl- A T
191.0 19.00 19.50

m/z 206.95  18.24%

5000

101.0
740} 139-016,\5'0 H I

‘ T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072222\
Data File : BGO54361.D

Acqg On : 22 Jul 2022 15:50

Operator : CG/JU

Sample : N3806-02 :
Misc : FRAC-TANK-N48964

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 5-Eicosene, (E)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.273 3.72 ng 82825  Chrysene-di12 21.638
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 93
2 1-Eicosene 280 C20H40 003452-07-1 93
3 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 1-Hexacosene 364 C26H52 018835-33-1 90
Abundance Scan 3044 (21.273 min): BG054361.D\data.ms (-3040) (1 m/z 57.10 100.00%
57.1
2000 L\/\JLW\A
—— —
H ‘ | 1859 2390 5350 3409 21.00 21.50
L \‘ l “\ ;‘\‘\H‘ \}““‘\‘h ﬂm by " ‘u\‘u NRTE TS m/z 43.10 91.78%
m/z--> 50 100 150 200 250 300 350
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 .0 1 L
21.00 21.50
m/z 55.10  84.19%
T \“\ \ h \““\M }‘ \%\3\9 0\178\202\2\3\9 \2\8\0 \0‘ T T T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance
43.0
83.0 — —
21.00 21.50
5000 m/z 41.10 74 .82%
125.0 280.0
167.0 509.0
T N B puan o
m/z--> 50 100 150 200 250 300 350
Abundance #293797: Pentafluoropropionic acid, hexadecyl ester 7 —
57.0 21.00 21.50
97.0 m/z 83.05 69.66%
- Mﬂwwwwv%wJ\mewwwmww
15.0 ‘ h\ ‘M‘u18202240 269.0 3704
Pm e S e ——
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072222\
Data File : BGO54361.D

Acqg On : 22 Jul 2022 15:50

Operator : CG/JU

Sample : N3806-02 :
Misc : FRAC-TANK-N48964

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 1,2,3-... 7.636 8.7 ng 44292 1 7.989 102200 20.0
Benzene, 1,2,4-... 8.106 4.1 ng 20746 1 7.989 102200 20.0
3-Phenylbut-1-ene 10.198 6.5 ng 57310 2 10.803 175275 20.0
Naphthalene, 1,... 10.433 4.4 ng 38685 2 10.803 175275 20.0
Naphthalene, 1,... 11.990 8.1 ng 70958 2 10.803 175275 20.0
Naphthalene, 1,... 12.343 5.2 ng 45257 2 10.803 175275 20.0
Ethanone, 1-[4-... 13.565 3.6 ng 50050 3 14.628 278372 20.0
Naphthalene, 1,... 13.788 5.7 ng 79463 3 14.628 278372 20.0
Naphthalene, 2,... 13.947 7.3 ng 1009063 3 14.628 278372 20.0
Naphthalene, 2,... 14.000 4.5 ng 62354 3 14.628 278372 20.0
Naphthalene, 1,... 14.182 4.6 ng 63864 3 14.628 278372 20.0
Heptadecane 15.468 5.9 ng 82577 3 14.628 278372 20.0
Tridecane 16.326 5.5 ng 93423 4 17.372 339548 20.0
Phenol, 4-(1-me... 17.736 5.2 ng 87394 4 17.372 339548 20.0
unknownl18.071 18.071 19.7 ng 334100 4 17.372 339548 20.0
Anthracene, 2-m... 18.253 6.6 ng 111894 4 17.372 339548 20.0
Phenanthrene, 2... 18.294 6.0 ng 101602 4 17.372 339548 20.0
di-p-Tolylacety... 19.164 8.9 ng 151917 4 17.372 339548 20.0
5-Eicosene, (E)- 21.273 3.7 ng 82825 5 21.638 444892 20.0
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