LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09
Operator : CG/JU

Sample : M3407-05

Misc :

ALS vial : 8 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-BG080321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO49859.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1  3.144 12 18 23 rBV 102562 183998 12.16% 0.724%
2 5.106 347 352 360 rBv2 44947 74493 4.92% 0.293%
3 5.582 426 433 447 rBV 547525 907758 59.98%  3.572%
4 7.191 698 707 720 rBV 560462 998779 66.00%  3.930%
5 8.026 842 849 858 rVvB 136114 228315 15.09% 0.898%
6 9.200 1040 1049 1059 rBvV 367709 671257 44.35% 2.641%
7 10.610 1282 1289 1298 rBV5 13144 29405 1.94% 0.116%
8 10.845 1323 1329 1336 rBV 170287 313185 20.69% 1.232%
9 11.268 1394 1401 1411 rBV 109354 204830 13.53% 0.806%
10 13.078 1704 1709 1716 rVB3 51778 79502 5.25% 0.313%
11 13.230 1729 1735 1739 rBV4 16354 25301 1.67% 100%

12 13.301 1739 1747 1753 rVWW 723443 1136567 75.10%
13 13.377 1753 1760 1765 rVV2 239397 420301 27.77%
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14 13.442 1765 1771 1778 rVV 627035 961171 63.51% 782%
15 13.553 1782 1790 1796 rBv4 34735 75553  4.99% 297%
16 13.806 1826 1833 1843 rBV2 116310 191091 12.63% ©.752%
17 13.959 1850 1859 1860 rBv4 17726 29755 1.97% ©0.117%
18 14.000 1860 1866 1874 rVB 390707 614197 40.58% 2.417%
19 14.088 1874 1881 1888 rBV5 42867 81565 5.39% 0.321%
20 14.170 1888 1895 1897 rBV5 14182 24434 1.61% 0.096%
21 14.205 1897 1901 1968 rVB4 31192 48387 3.20% 190%
22 14.282 1908 1914 1919 rVB6 17151 29718 1.96% 117%

23 14.388 1922 1932 1937 rBV 666980 1055382 69.74%
24 14.440 1937 1941 1946 rVB2 451574 660580 43.65%
25 14.517 1946 1954 1958 rBV 415834 619083 40.91%
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26 14.564 1958 1962 1967 rVB 184160 256392 16.94%
27 14.681 1976 1982 1986 rBV 264686 457927 30.26%
28 14.740 1987 1992 1998 rVV 458890 711482 47.01%
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29 14.793 1998 2001 2005 rVB4 29151 36573 2.42% 144%
30 14.922 2016 2023 2029 rBV2 452920 694685 45.90% 734%
31 14.993 2029 2035 2042 rVV 249562 414219 27.37% 1.630%
32 15.098 2047 2053 2055 rVV5 20730 33741 2.23% 0.133%
33 15.134 2055 2059 2064 rVB3 54101 77680 5.13% ©.306%
34 15.204 2065 2071 2075 rBV2 91587 134864 8.91% ©.531%
35 15.251 2075 2079 2082 rVB4 10948 16885 1.12% ©.066%
36 15.328 2087 2092 2097 rBV7 15570 25629 1.69% ©0.101%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09
Operator : CG/JU

Sample : M3407-05

Misc :

ALS vial : 8 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-BG080321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.586 2132 2136 2142 rVB5 38764 65106 4.30% 0.256%
38 15.686 2148 2153 2159 rVB2 82699 131995 8.72% 0.519%
39 15.774 2159 2168 2173 rBvVS8 45285 89953 5.94% 0.354%
40 15.868 2179 2184 2187 rBV5 19863 27547 1.82% 0.108%
41 15.909 2187 2191 2197 rVB7 29790 47913 3.17% 0.189%
42 15.980 2197 2203 2205 rBV5 24205 39303 2.60% 0.155%
43 16.009 2205 2208 2212 rVW4 52083 77014 5.09% 0.303%
44 16.050 2212 2215 2219 rVV4 24104 34359  2.27% 0.135%
45 16.138 2219 2230 2233 rVV2 410610 895978 59.20%  3.526%
46 16.173 2233 2236 2243 rVV 682264 1011177 66.81% 3.979%
47 16.244 2243 2248 2255 rVV2 390143 595105 39.32%  2.342%
48 16.320 2259 2261 2266 rVv4 18227 23704 1.57% 0.093%
49 16.397 2268 2274 2285 rVB 267484 394502 26.07% 1.552%
50 16.585 2302 2306 2311 rVB8 19994 31089 2.05% 0.122%
51 16.820 2341 2346 2350 rBV8 19281 30939 2.04% 0.122%
52 17.055 2379 2386 2387 rBv2 25824 39082 2.58% 0.154%
53 17.078 2387 2390 2395 rVB4 45140 65808 4.35% 0.259%
54 17.254 2415 2420 2426 rVB2 54555 86954 5.75% 0.342%
55 17.372 2434 2440 2445 rBV5 15072 36139 2.39% 0.142%
56 17.431 2445 2450 2455 rVV 273715 448318 29.62% 1.764%
57 17.483 2455 2459 2466 rVB3 200915 306045 20.22%  1.204%
58 17.572 2468 2474 2479 rVvv3 8956 17681 1.17% 0.070%
59 17.636 2479 2485 2491 rVV9 8877 17647 1.17% 0.069%
60 18.194 2571 2580 2586 rBV7 46654 116278 7.68%  0.458%
61 18.312 2596 2600 2606 rBvV2 76991 114677 7.58% 0.451%
62 18.500 2628 2632 2637 rBV8 10507 20820 1.38% 0.082%
63 18.547 2637 2640 2644 rVV6 11980 17718 1.17% 0.070%
64 18.776 2669 2679 2682 rBV9 12381 30260 2.00% 0.119%
65 19.040 2722 2724 2730 rVB7 11630 17606 1.16% 0.069%
66 19.181 2740 2748 2751 rVV1e 10368 22089 1.46% 0.087%
67 19.234 2753 2757 2760 rVV6 11617 18477 1.22% 0.073%
68 19.281 2760 2765 2774 rVWW6 17722 33789 2.23% 0.133%
69 19.487 2794 2800 2805 rBV 64652 107727 7.12% 0.424%
70 19.534 2805 2808 2812 rVB5 19723 27561 1.82% 0.108%
71 19.581 2812 2816 2822 rBvV8 15852 25642 1.69% 0.101%
72 19.663 2826 2830 2834 rBV6 16730 24637 1.63% 0.097%
73 19.780 2846 2850 2853 rBV2 46852 56411 3.73% 0.222%
74 19.851 2858 2862 2867 rVB 49875 65822 4.35% 0.259%
75 20.045 2889 2895 2900 rBV 865389 1148426 75.88% 4.519%
76 20.256 2928 2931 2936 rVB4 20119 23734 1.57% 0.093%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09
Operator : CG/JU

Sample : M3407-05

Misc :

ALS vial : 8 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-BG080321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 20.315 2936 2941 2951 rBV5 66254 164749 10.89% 0.648%
78 20.403 2952 2956 2959 rVV3 18087 21504 1.42% 0.085%
79 20.497 2967 2972 2973 rBV5 14111 18106 1.20% 0.071%
80 20.638 2992 2996 2999 rBV6 11463 18525 1.22% 0.073%
81 20.685 2999 3004 3008 rBvVv8 31763 61625 4.97% 0.242%
82 20.832 3025 3029 3034 rBV7 19858 33467 2.21% 0.132%
83 21.343 3111 3116 3128 rBV 558869 1017284 67.22% 4.003%
84 21.431 3128 3131 3135 rVB2 50249 70207 4.64% 0.276%
85 21.519 3143 3146 3152 rBv4 32481 47667 3.15% 0.188%
86 21.654 3164 3169 3173 rBV4 86288 140258 9.27%  ©.552%
87 21.713 3173 3179 3185 rVB 250700 432783 28.60% 1.703%
88 21.913 3209 3213 3215 rBV5 25779 35091 2.32% 0.138%
89 22.430 3290 3301 3302 rBVS5S 50657 139292 9.20% 0.548%
90 22.535 3313 3319 3333 rVB 673995 1513410 100.00% 5.955%
91 22.759 3353 3357 3360 rBV4 22404 36354 2.40% 0.143%
92 23.399 3462 3466 3472 rVB3 37548 72340 4.78% 0.285%
93 24.110 3579 3587 3599 rBV5 127397 393844 26.02% 1.550%
94 24.668 3676 3682 3683 rBV6 19350 29814 1.97% 0.117%
95 24.832 3706 3710 3720 rVB4 27695 73516 4.86% 0.289%

96 24.985 3728 3736 3746 rBV2 151877 422904 27.94% 1.664%
97 26.559 3997 4004 4014 rVBl1o 53520 173098 11.44% 0.681%
98 30.419 4649 4661 4668 rBVvlie 113767 507558 33.54% 1.997%
99 31.835 4889 4902 4916 rBV8 118783 598707 39.56%  2.356%
100 32.404 4984 4999 5001 rBVv8 132417 481088 31.79% 1.893%

Sum of corrected areas: 25412907
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09
Operator : CG/JU

Sample : M3407-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG049859.D\data.ms

800000
700000

600000 5582 7.191

500000
400000 9.200
300000

200000 10.845
144 8.026

1000001 11.268
5.106
10.61

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

Time--> 350 4.00 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG049859.D\data.ms

20.045

800000
13.301 22.535

700000 14.388
13.442 21.343

16.173

600000
500000
1

300000 4.681

200000

100000

3.078413 55

{\A Bwii W A n A
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Time--> 3.00 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: BG049859.D\data.ms

= O

800000

700000

600000

500000

400000

300000

24.985 30.419 31.835 32.404

200000

100000

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\BG@81621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09
Operator : CG/JU

Sample : M3407-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
3.144 16.12 ng 183998 1,4-Dichlorobenzene-d4 8.026

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 40
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 3-Hexanol, 3-methyl- 116 C7H160 000597-96-6 36
5 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
Abundance  Scan 18 (3.144 min): BG049859.D\data.ms (-12) (-) m/z 73.20 100.00%
73.2
5000
43.2 K
T
‘ 3.20 3.40
O bt 1188 1843 s 00 36.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L B B B LI B
430 3.20 3.40
‘ ‘ m/z 87.15 30.66%
O\\\\‘\u‘\\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 80 100 120 140 160 180
Abundance #15742. 3-Hexanol, 2,4-dimethyl-
450 730
—
3.20 3.40
5000 m/z 55.10 24.72%
0 15.0 _ L 970 1280
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #15764: 2,2,4-Trimethyl-3-pentanol et
73.0 320 3.40
m/z 41.20 13.16%
5000
0 H 97.0 1290

m/z--> 20 80 100 120 140 160 180 320 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09

Operator : CG/JU

Sample : M3407-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Phenethyl isocyanate Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.268 13.08 ng 204830 Naphthalene-ds 10.845
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenethyl isocyanate 147 comoN0 001943-82-4 87
2 Benzyl 2-chloroethyl sulfone 218 C9H11C102S 066998-67-2 53

3 2-(Benzyloxy)-4-methoxybenzaldehyde 242 C15H1403
4 benzene-1,2-diol, 4-[2-nitroethe... 271 C15H13NO4
5 Benzonitrile, 2-chloro-6-(phenyl... 243 C14H10C1NO

1000411-59-4 50
1000128-79-6 50
092161-40-5 50

Abundance Scan 1401 (11.268 min): BG049859.D\data.ms (-1394) (-  m/z 91.15 100.00%

91.2
5000
39.1 14‘7'2 11.00 11550
bkl e e e oY m/z 147.15 16.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #26078: Phenethyl isocyanate
91.0
5000 T T T T
11.00 11.50
147.0 m/z 65.15 14.46%
39.0 ‘
O\\\Jf‘“\\\‘\"\1\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #97143: Benzyl 2-chloroethyl sulfone
91.0
11 00 11 50
39.0
o7l | 1540 2180
-
miz--> 50 100 150 200 250 300 350 400
Abundance #126073: 2-(Benzyloxy)-4-methoxybenzaldehyde
91.0 11 00 11 50
m/z 39.15 6.76%
5000
oL 290 L 1510 2420
A e

m/z--> 50 100 150 200 250 300 350 400 11.00 11.50

8270-BGO8O321.M Tue Aug 17 14:54:10 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09
Operator : CG/JU

Sample : M3407-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Phenol, 3,5-bis(1-methyleth... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.377 18.36 ng 420301  Acenaphthene-d10 14.681
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3,5-bis(1-methylethyl)- 178 C12H180 026886-05-5 70
2 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 70
3 6-Ethyl-1,3-benzothiazol-2-amine 178 C9H1ON2S 021224-16-8 60
4 Benzene, 1,2-dimethoxy-4-propeny... 178 C11H1402 006380-24-1 50
5 5'-Hydroxy-2',3',4"'-trimethylace... 178 C11H1402 013667-28-2 49

Abundance Scan 1760 (13.377 min): BG049859.D\data.ms (-1753) (-  m/z 163.25 100.00%
168.3

5000 a1 . 107.3
136.3 — N
1913 13.00 13.50
0 bbb VT myz 178,25 65.88%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #52839: Phenol, 3,5-bis(1-methylethyl)-
168.0
5000 135.0 — —
1070 13.00 13.50

m/z 107.25 45.11%

430 770
H“HH‘H‘ SFRS ‘\“w”“‘ , “‘H‘ “M “‘H[\‘ }‘\h\‘\ru‘!ru“ ERa
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52845: Phenol, 2,4-bis(1-methylethyl)-
168.0
Al A,

o

1300 13.50
43, 121.0 ‘
ot o es0, 0 | M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53532: 6-Ethyl-1,3-benzothiazol-2-amine
163.0 1300 1350

m/z 91.15 36.87%

5000
136.0
0 28.0 510 \77\0\ 10?0 ‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 1300 1350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09
Operator : CG/JU

Sample : M3407-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Copaene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.442 41.98 ng 961171  Acenaphthene-d10 14.681
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Copaene 204 C15H24 003856-25-5 98
2 .alpha.-Cubebene 204 C15H24 017699-14-8 94
3 1H-Cyclopenta[1,3]cyclopropa[l,2... 204 C15H24 013744-15-5 90
4 cis-muurola-3,5-diene 204 C15H24 1000365-95-4 70
5 isoledene 204 C15H24 095910-36-4 53

Abundance Scan 1771 (13.442 min): BG049859.D\data.ms (-1765) (- m/z 119.20 100.00%
1

19.2 161.3
91.2
5000
41.3
==
65.3 ‘ 204.3 13.50
ok uWMMNW‘qt“‘_J“Nu“ m/z 105.15 97.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80080: Copaene
119.0 161.0
5000 U
91.0 13.50
41.0 204.0 m/z 161.25 88.11%
69.0 | ‘
0+ “\‘MM‘MH‘iuu‘u‘u‘\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80164: .alpha.-Cubebene
105.0 161.0
A AN
13.50
5000 ITI/Z 91.15 65.87%
41.0 81.0
‘ M 1330 204.0
0 _H‘ﬂmﬂﬁqNN$MHNMﬂWNWMWN‘NH‘\H“_“WL“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80566: 1H-Cyclopenta[1,3]cyclopropa[l,2]benzene, octe T /‘\\«
161.0 13.50
m/z 93.25 49.83%
41.0 91.0
5000
119.0
65.0 204.0
0 ‘Mk‘uh‘uﬂu“““w‘u“ /\

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\BG@81621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09
Operator : CG/JU

Sample : M3407-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Bicyclo[5.2.0]nonane, 2-met... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.000 26.83 ng 614197  Acenaphthene-die 14.681
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[5.2.0]nonane, 2-methylen... 204 C15H24 242794-76-9 94
2 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 000118-65-0 93
3 Cyclohexane, 1,5-diethenyl-3-met... 162 C12H18 074742-35-1 81
4 1S,2S5,5R-1,4,4-Trimethyltricyclo... 204 C15H24 1000140-07-5 68
5 Caryophyllene 204 C15H24 000087-44-5 58

Abundance Scan 1866 (14.000 min): BG049859.D\data.ms (-1860) (-  m/z 91.15 100.00%

412 9l2
133.3
5000
2
14.00
Obprrrl bl m/z 93.10  95.81%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80294: Bicyclo[5.2.0Jnonane, 2-methylene-4,8,8-trimeth
93.0

133.0

5000 410 ‘AA |
14.00
189.0 m/z 41.20 94.43%

\
\’HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #80394: Bicyclo[7.2.0Jundec-4-ene, 4,11,11-trimethyl-8-1v
41.0
3.0

’ T ‘ T
133.0 14.00
5000 m/z 79.15 89.33%
189.0
ey

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #38033: Cyclohexane, 1,5-diethenyl-3-methyl-2-methylen
79.0 14.00

m/z 69.20  68.46%

5000
119.0
162.0
0" ‘

m/z--> 20 40 60 80 100120140160180200220240260280 14.00

o

=

o

L

—
=

T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09

Operator : CG/JU

Sample : M3407-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Humulene

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.388 46.09 ng 1055380  Acenaphthene-d10 14.681
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Humulene 204 C15H24 006753-98-6 95
2 1,3,7-Octatriene, 3,7-dimethyl- 136 C1oH16 000502-99-8 80
3 trans-.beta.-0cimene 136 C1OH16 003779-61-1 74
4 .beta.-Pinene 136 C1OH1l6 000127-91-3 64
5 1,3,6-Octatriene, 3,7-dimethyl-,... 136 C10H16 003338-55-4 64

Abundance Scan 1932 (14.388 min): BG049859.D\data.ms (-1922) (-

m/z 93.25 100.00%

- AW\
Lo 121.3 j\ N
67.3 147 3 ‘ T T ‘ T T T
: 14.00 14.50
b I | 1751, 2043
L L Ui m/z 80.25 32.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80087: Humulene
93.0
41.0
5000 A e M
14.00 14.50
67.0 121.0 1470 m/z 91.25 30.43%
04 [T “‘\ \HHi T \“‘U\ T 7 \HM\ \““‘\ 4t T \‘} T “ \]\-7\\5‘0\ T \\2?14\9
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18099: 1,3,7-Octatriene, 3,7-dimethyl-
93.0
= ——
14.00 14.50
5000 41.0 ITI/Z 121.25 30.11%
67.0 121.0
o HM“‘Hu,‘u‘1,””‘””_‘”_”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18057: trans-.beta.-Ocimene
93.0 14.00 14.50
m/z 79.15 26.76%
5000
41.0
67.0 1210
(o \\MMM\H»\\H\\H‘\H\‘H\\M\\ i P
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

8270-BGO8O321.M Tue Aug 17 14:54:13 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09
Operator : CG/JU

Sample : M3407-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Aromandendrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.441  28.85 ng 660580  Acenaphthene-die 14.681
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aromandendrene 204 C15H24 000489-39-4 99
2 (1R,9R,E)-4,11,11-Trimethyl-8-me... 204 C15H24 068832-35-9 98
3 Alloaromadendrene 204 C15H24 025246-27-9 96
4 Naphthalene, 1,2,3,5,6,7,8,8a-0c... 204 C15H24 004630-07-3 93
5 10s,11s-Himachala-3(12),4-diene 204 C15H24 060909-28-6 90

Abundance Scan 1941 (14.440 min): BG049859.D\data.ms (-1937) (- m/z 91.20 100.00%

91.2
41.2
5000
T
‘ ‘ 14.50
Olprrrofh bl m/z 105.20  83.83%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80134: Aromandendrene
41.0
91.0 J\
5000 ‘ L
m/z 79.15 69.91%
‘ 204.0
O ‘ \!H“‘th‘w‘u \ T
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #80324: (1R,9R,E)-4,11,11-Trimethyl-8-methylenebicyclo
41.0 91.0
133.0161.0

o

—— T
14.50
m/z 41.20 68.08%
5000 204.0
“ \\‘ ‘H\ ““m” u m | ‘\ |
e N R B R R A ARARRNRARESRasRsnannsna

m/z--> 20 40 60 80 100 120 140160180200 220240260280

Abundance #80180:AHOanxnadendrene T
133.0 1450
m/z 161. 65.17%
161.0
5000 204.0 J\J\A
0l A JJL
m/z--> 20 40 60 80 100120140160180200220240260280 1450

8270-BGO8O321.M Tue Aug 17 14:54:14 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09
Operator : CG/JU

Sample : M3407-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Naphthalene, 1,2,4a,5,6,8a-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.517 27.04 ng 619083  Acenaphthene-die 14.681
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 000483-75-0 98
2 .gamma.-Muurolene 204 C15H24 030021-74-0 96
3 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 039029-41-9 93
4 Bicyclo[4.4.0]dec-1-ene, 2-isopr... 204 C15H24 150320-52-8 93
5 (S,1Z,6Z)-8-Isopropyl-1-methyl-5... 204 C15H24 317819-80-0 91
Abundance Scan 1954 (14.517 min): BG049859.D\data.ms (-1946) (-  m/z 161.25 100.00%
161.3
91.2
119.2
5000
41.1 A
67.2 T T
204.3 14.50
(o} m/z 91.15 70.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80351: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dimer
161.0
105.0
41.0 79.0
5000 e :
133.0 14.50
204.0 m/z 105.15 65.89%
0+ ‘\“H‘\\"“\HW‘H‘H‘!‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80185: .gamma.-Muurolene
161.0
41.0 L s :
oo 105.0 1450
5000 ' m/z 79.15 55.86%
133.0 204.0
0 0 S
m/z--> 20 40 60 80 100 120 140 160 180 200 \/\
Abundance #80529: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-7-met ; R —
161.0 14.50
m/z 119.20 54.10%
5000
0 105.0
41.
‘ 79.0 ‘ 133.0 204.0
0 _m‘””_m”;‘u Wm“l‘mh‘:_‘l",‘HH_JH‘!H
m/z--> 20 40 80 100 120 140 160 180 200 14.50

8270-BGO8O321.M Tue Aug 17 14:54:14 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09
Operator : CG/JU

Sample : M3407-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 .alpha.-Muurolene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.564 11.20 ng 256392  Acenaphthene-die 14.681
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 031983-22-9 98
2 .alpha.-Muurolene 204 C15H24 010208-80-7 95
3 (1R,4aS,8aR)-1-Isopropyl-4,7-dim... 204 C15H24 020085-19-2 93
4 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 000483-75-0 91
5 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 017627-24-6 68
Abundance Scan 1962 (14.564 min): BG049859.D\data.ms (-1958) (-  m/z 105.15 100.00%
105.2
5000
41.3 77.1 161.3 AU |
133.3 204.3 14.50
0! 4 HH“ “Juu“ww_“”_‘m 91.15  53.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80467: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dimer
105.0
5000{ 410 161.0
204.0 14.50
81.0 o
133.0 m/z 93.15 46.69%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80184: .alpha.-Muurolene
105.0
LAV J\A A
14.50
5000 1610 m/Z 94 15 36.64%
204.0
410 81.0 ‘ 133.0
0 ‘H‘M“MH“W‘M‘Hw‘ e m‘“““ aly 0 N N
miz--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #80376: (1R,4aS,8aR)-1-Isopropyl-4,7-dimethyl-1,2,4a,5, g
105.0 14 50
m/z 161.25 30.14%
5000 161.0
204.0
410 79.0 133.0 fjk
0 H‘ H\hu el |

m/z--> 20 40 60 80 100 120 140 160 180 200 l4 50

8270-BGO8O321.M Tue Aug 17 14:54:15 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09
Operator : CG/JU

Sample : M3407-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 1,2,4-Metheno-1H-indene, oc... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.740 31.07 ng 711482  Acenaphthene-die 14.681
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 031983-22-9 94
2 .alpha.-Muurolene 204 C15H24 010208-80-7 93
3 1,2,4-Metheno-1H-indene, octahyd... 204 C15H24 022469-52-9 91
4 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 000483-75-0 90
5 (1R,4aS,8aR)-1-Isopropyl-4,7-dim... 204 C15H24 020085-19-2 90

Abundance Scan 1992 (14.740 min): BG049859.D\data.ms (-1987) (- m/z 105.15 100.00%

105.2
5000 161.3
1.2 79.2
1332 204.3 14.50 15.00
0 m/z 91.15 39.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80467: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dimer
105.0
5000 41.0 161.0 =
204.0 14 50 15.00
81.0 m/z 161.25  36.32%
133.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80169: .alpha.-Muurolene
105.0
—— e
14.50 15.00
5000 161.0 m/z 93.15 34.70%
41.0 81.0 204.0
‘ ‘ ‘1330
P NSO N P TN T -1 B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80563: 1,2,4-Metheno-1H-indene, octahydro-1,7a-dimet A T
105.0 14 50 15.00
161.0 m/z 79.15 29.88%
5000 204.0
41.0 79.0 133.0
0’ m‘t”l_‘”“‘1‘””‘”‘”_“” ﬂk
m/z--> 20 40 60 80 100 120 140 160 180 200 14 50 15.00

8270-BGO8O321.M Tue Aug 17 14:54:16 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09
Operator : CG/JU

Sample : M3407-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 .gamma.-Muurolene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.922 30.34 ng 694685  Acenaphthene-die 14.681
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,5,6,8a-hexahy... 204 C15H24 000483-76-1 97
2 .gamma.-Muurolene 204 C15H24 030021-74-0 93
3 Bicyclosesquiphellandrene 204 C15H24 054324-03-7 91
4 (1S,4S,4aS)-1-Isopropyl-4,7-dime... 204 C15H24 267665-20-3 89
5 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 039029-41-9 89

Abundance Scan 2023 (14.922 min): BG049859.D\data.ms (-2016) (-  m/z 161.25 100.00%
161.3

91.2 119.2
5000
411 204.3
P
Wid 1OY s | 1200
0 _mw:“_”w “ ‘m”uWT%H_HWHMJM m/z 91.15 57.99%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #80407: Naphthalene, 1,2,3,5,6,8a-hexahydro-4,7-dimett
119.0 161.0
41.0 91.0
5000 204.0 15,00
65.0 m/z 105.20 57.68%
O' \‘M\H\\\“\\\{‘\\“\\‘\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80187: .gamma.-Muurolene
161.0
A
119.0 15.00
5000 93.0 m/z 119. 56.81%
41.0 204.0
67.0
0,
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #80235: Bicyclosesquiphellandrene ;
161.0 1500
m/z 134.25 33.84%
5000
105.0
81 0‘ ‘ 204.0 %
41.0 133.0
0 ‘H‘w“‘H‘HH““H:M‘WM“H‘wmHH;HH_HW!M M AP
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00

8270-BGO8O321.M Tue Aug 17 14:54:17 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09
Operator : CG/JU

Sample : M3407-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 cis-Calamenene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.993 18.09 ng 414219  Acenaphthene-d10 14.681
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Calamenene 202 C15H22 072937-55-4 96
2 trans-Calamenene 202 C15H22 073209-42-4 95
3 Naphthalene, 1,2,3,4-tetrahydro-... 202 C15H22 000483-77-2 95
4 4-isopropyl-1,6-dimethyl-1,2,3,4... 202 C15H22 1000378-99-6 93
5 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 021693-51-6 80
Abundance Scan 2035 (14.993 min): BG049859.D\data.ms (-2029) (- m/z 159.25 100.00%
159.3
5000
128.3 L
M2 772 105 1 H‘ | 202.3 15.00
Ol bbb bl b b m/z 128025 19.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #78023: cis-Calamenene
159.0
5000 A Ms
15.00
m/z 129.25 18.16%
105.0 1290 202.0
O ‘\\\4\]‘-\9\\‘\\7\7\‘0\\\\‘\\\”“\H‘\\‘ml‘\\\l‘\ \:!-\8‘0\0\\ T “\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #78025: trans-Calamenene
150.0 A
m A Nla
15.00
5000 m/z 160.25 13.39%
129.0 202.0
0 410 70.0 105 OM \H‘ 1l ‘ ‘
LR o
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #78072: Naphthalene, 1,2,3,4-tetrahydro-1,6-dimethyl-4-(  Ax, .
159.0 15.00
m/z 131.25 12.37%
5000
0 ‘mH‘mH_m“m_waupumwH_m‘m IRV EVE S v
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09
Operator : CG/JU

Sample : M3407-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 .alpha.-Cadinol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.244  26.55 ng 595105 Phenanthrene-d10 17.436
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Cadinol 222 C15H260 000481-34-5 91
2 1,5,6,7-Tetramethylbicyclo[3.2.0... 164 C11H160 120345-87-1 42
3 Tricyclo[3.1.0.0(2,4)]hexane, 3,... 136 C10H16 058987-01-2 41
4 Duroquinone 164 C10H1202 000527-17-3 30
5 Cyclohexene, 1-methyl-3-vinyloxy- 138 C9H140 100144-30-7 27

Abundance Scan 2248 (16.244 min): BG049859.D\data.ms (-2243) (- m/z 95.25 100.00%

43.1 95.3 121.2
5000 161.3
204.3

=
‘ T . 16.00 16.50
- m el L L 249 s 121,20 89.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101951: .alpha.-Cadino
43.0
95.0
5000 121.0 ey P
16.00 16.50

204.0
161.0 m/z 43.15 83.70%

69
O ‘\\\\‘”\\‘H‘\‘HF\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39709: 1,5,6,7-Tetramethylbicyclo[3.2.0]hept-6-en-3-one
121.0

1600 1650
164.0
41.0 93 0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #18263: Tricyclo[3.1.0.0(2,4)]hexane, 3,3,6,6-tetramethyl-
121.0 1600 1650

m/z 161.25 46.23%

5000 79.0
41.0
W “H\ Il M

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09
Operator : CG/JU

Sample : M3407-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Naphthalene, 1,6-dimethyl-4... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.397 17.60 ng 394502  Phenanthrene-d10 17.436
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl-4-(1-m... 198 C15H18 000483-78-3 95
2 6-Isopropyl-1,4-dimethylnaphthalene 198 C15H18 000489-77-0 90
3 Azulene, 1,4-dimethyl-7-(1-methy... 198 C15H18 000489-84-9 87
4 Cyclopropane, 1,1,2,2-tetramethy... 198 C15H18 1000264-08-5 68
5 Phenol, 2-(1-phenylethyl)- 198 C14H140 004237-44-9 52
Abundance Scan 2274 (16.397 min): BG049859.D\data.ms (-2268) (-  m/z 183.20 100.00%
183.2
5000
141 16‘0(5 5.6‘56
76.2 ‘ ’ :
S Y | L 820 m/z 198.25  39.10%
miz--> 50 100 150 200 250 300
Abundance #74041: Naphthalene, 1,6-dimethyl-4-(1-methylethyl)-
188.0
5000 RS S N S
16.00 16.50
m/z 168.25  32.36%
fo \‘u‘\ ‘\\‘\‘\‘“\\LH\ ‘\‘\\H \‘h\ ‘M\‘ e \‘ e
miz--> 50 100 150 200 250 300
Abundance #74033: 6-Isopropyl-1,4-dimethylnaphthalene
183.0
— i
16.00 16.50
5000 m/z 153.25 21.87%
75.0
120.0
oo L B
miz--> 50 100 150 200 250 300
Abundance #74036: Azulene, 1,4-dimethyl-7-(1-methylethyl)- pacapecty e
183.0 16.00 16.50
m/z 165.15 20.59%
5000
83.0 128.0
Y il T B UL N A"
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09
Operator : CG/JU

Sample : M3407-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 3-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.343 47.01 ng 1017280 Chrysene-d12 21.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 3116 (21.343 min): BG049859.D\data.ms (-3111) (-  m/z 55.20 100.00%
58.2
7.3
5000
= —
|| 1993 21.00 21.50
o — “u“\ LIy 1823 2283 2804 3574 .7 57.20  92.79%
mlz--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)-
57.0
7.0
5000 = -
21.00 21.50
m/z 43.20 90.86%
0 ‘\ “ \“‘ T M‘ %\3?‘(‘)\1\8\2\0‘ 2\2\4\0\‘ \2\810'\0‘ L
miz--> 50 100 150 200 250 300 350
Abundance #179255: n-Nonadecanol-1
43.0 83.0
= —=
21.00 21.50
5000 m/z 83.25 86.64%
25.0
il H || 1680 2380
0L \U“;“\w‘\w“‘ bd B A o A A A aa
miz--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene = T
57.0 97.0 21.00 21.50
m/z 69.25 77.67%
5000
39.0
o LT 1m0 230 200 sear L
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09
Operator : CG/JU

Sample : M3407-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 1-(Ethenesulfonyl)dodecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.535 69.94 ng 1513410 Chrysene-d12 21.713
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(Ethenesulfonyl)dodecane 260 C14H2802S 030719-66-5 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 1-Tetracosene 336 C24H48 010192-32-2 93
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
5 1-Hexacosene 364 C26H52 018835-33-1 91

Abundance Scan 3319 (22.535 min): BG049859.D\data.ms (-3313) (- m/z 43.20 100.00%

43.‘
D7.2
5000
22.50
ol id “H\ ‘1““‘*‘1““5‘%?%97"‘2‘2‘4‘1;3‘ 30843551 415 /7 s55.20  97.52%
mlz--> 50 100 150 200 250 300 350 400
Abundance #148062: 1-(Ethenesulfonyl)dodecane
43.0
5000 — :
7.0 22.50
m/z 57.25 92.61%
O LI ‘ WL ‘\“\ \1‘6\].;()\ T ‘ T \2\4]‘3‘.0\\ T ‘ LI ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosano
55.0
=
22.50
5000 11.0 ITI/Z 83.20 89.17%
ol LLLLLLLL om0 2op0me0
m/z--> 50 100 150 200 250 300 350 400
Abundance #244231: 1-Tetracosene o ‘
43.0 o97.0 22.50
m/z 69.20 82.16%
5000 MvaWﬁfﬁ«j\\wﬂmmw
ol LLLLLLLgB0 200 w0 -
m/z--> 50 100 150 200 250 300 350 400 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09
Operator : CG/JU

Sample : M3407-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 1-Hexacosene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
24.110 18.63 ng 393844 Perylene-di2 24.985
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Cyclotetracosane 336 C24H48 000297-03-0 94
3 1-Tetracosene 336 (C24H48 010192-32-2 90
4 Heptacosyl acetate 438 C29H5802 1000351-78-2 89
5 Octacosanol 410 C28H580 000557-61-9 89

Abundance Scan 3587 (24.110 min): BG049859.D\data.ms (-3579) (- m/z 43.25 100.00%

433 97.2
5000
| o0 2o
1532 ppg2 281.3 3551 : '
0 H‘VM'WH‘M”‘“Nmequ“““““u“““‘%?9‘ m/z 57.25 92.92%
miz--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0
5000 11.0 — —
24.00 24.50
m/z 97.20  88.88%
O \“\ ‘ “ T “\‘ ‘\ ‘H‘ ““ “ “‘ “‘6\7\ \O\ ‘ \2\3\8 P\ \2\9\2 0\\ T \:3‘6\4.\ \0\ ‘ LI
miz--> 50 100 150 200 250 300 350 400
Abundance #244233: Cyclotetracosane
83.0
—T —
24.00 24.50
5000 336.0 m/z 69.20  88.52%
29. 9.0
L ‘ 950  279.0
oL u‘“‘WMﬂhwm'wu“‘u““ﬂ‘_“‘““
m/z--> 50 100 150 200 250 300 350 400
Abundance #244231: 1-Tetracosene T —
43.0 970 24.00 24.50
m/z 55.15 83.78%
h MwwwawW“/\H¢WWwwwwm
oLl l Lm0 200 s e e
m/z--> 50 100 150 200 250 300 350 400 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09

Operator : CG/JU

Sample : M3407-05

Misc

ALS vial : 8 Sample Multiplier:

Quant Method
Quant Title

TIC Library

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

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 unknown30.419 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
30.419 24.00 ng 507558 Perylene-di2 24.985
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(Acetyloxy)-.gamma.-[4-(acetyl... 370 C21H2206 135439-71-3 38
2 .beta.-Sitosterol 414 C29H500 000083-46-5 35
3 .gamma.-Sitosterol 414 C29H500 000083-47-6 25
4 Ergost-7-en-3-o0l 400 C28H480 116179-22-7 15
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 11

Abundance

Scan 4661 (30.419 min): BG049859.D\data.ms (-4649) (- 43.20 100.00%

43.2
5000 )
3050
A 51.79%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #279044: 4-(Acetyloxy)-.gamma.-[4-(acetyloxy)phenyl]-.g
43.0
5000
3050
213.0 m/z 55.15 48.10%
0 ol 1 11\9 0165 0 ‘\ ‘ 29\7 0 370.0
‘\\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310595: .beta.-Sitosterol
43.0
——
30.50
5000 m/z 91.15 42.78%
0 ‘ T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310598: .gamma.-Sitosterol —
43.0 30.50
m/z 213.25 39.52%
5000
107.0
‘ 414.0
213.0 329.0
273.0
O‘ — \H H H‘ “H‘ ‘H‘ ‘h‘ H‘\ \\H“m‘\ \‘u H‘ \‘H\‘ “‘ ““ \ ‘\“ . L‘ mEn ‘\ “\\‘ ‘h‘ — WM/‘W\NM‘ . ‘ . . N\‘f
m/z--> 0 5 100 150 200 250 300 350 400 30.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09
Operator : CG/JU

Sample : M3407-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Quinoline, 2-(4-chloropheny... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
31.835 28.31 ng 598707 Perylene-di2 24,985
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Quinoline, 2-(4-chlorophenyl)-4-... 324 C19H17C1IN20 1000319-16-1 83
2 Methanone, bis[4-(diethylamino)p... 324 C21H28N20 000090-93-7 58
3 Sterigmatocystin 324 C18H1206 010048-13-2 42
4 2-(4-Styrylphenyl)ubdab-1,3-dione 324 C23H1602 1000434-44-9 38
5 9a-Benzyl-4b,9a-dihydroindeno[1,... 324 C23H1602 140462-96-0 38

Abundance Scan 4902 (31.835 min): BG049859.D\data.ms (-4889) (- m/z 324.35 100.00%

324.4
5000 279.3
31. 50 32 00
0 41 “3“ pugay um .‘:!'7‘7‘ ‘\2.‘ \‘m F‘ N‘“ M‘ | I ‘4‘29-‘3 m/z 309.30 93.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #229163: Quinoline, 2-(4-chlorophenyl)-4-(4-morpholinyl)
2390 324.0
5000 101.0
31. 50 32 00
m/z 279.25 39.24%
51.0 176.0
m/z--> 50 100 150 200 250 300 350 400
Abundance  #229523: Methanone, bis[4-(diethylamino)phenyl]-
309.0
31. 50 32 00
5000 m/z 280.25 33.80%
147.0
0 290 770\1‘\ \‘ml202370‘w Il 1
T B B A A o e B o o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #228965: Sterigmatocystin by
324.0 31. 50 32. 00
m/z 265.25 28.62%
5000
265.0
63.0 1320 ‘ ‘
SRR ST 1 O —

m/z--> 50 100 150 200 250 300 350 400 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09
Operator : CG/JU

Sample : M3407-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 4H-Dibenz[a,kl]anthracene, ... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
32.404 22.75 ng 481088 Perylene-di2 24.985
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Dibenz[a,kl]anthracene, 5,6-d... 268 C21H16 007198-87-0 62
2 2-(4-Styrylphenyl)ubdab-1,3-dione 324 C23H1602 1000434-44-9 42
3 3-Methylcholanthrene 268 C21H16 000056-49-5 42
4 [1,1':4',1'"'-Terphenyl]-4-carbon... 325 C24H23N 054211-46-0 38
5 Disperse Blue 1 268 C14H12N402 002475-45-8 35

Abundance Scan 4999 (32.404 min): BG049859.D\data.ms (-4984) (-  m/z 268.25 100.00%

268.3 '
324.4
5000
R
32.00 32.20 32.40
0- m/z 324.35 75.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #158662: 4H-Dibenz[a,klJanthracene, 5,6-dihydro-
268.0
5000 \\1‘\\\\‘\\\\‘\\\\‘\
32.00 32.20 32.40
m/z 174.25 62.42%
\\W‘\\\\’\\\\‘\\\\‘\\\\ \\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #229615: 2-(4-Styrylphenyl)ubdab-1,3-dione
324.0
32.00 32.20 32.40
265.0
o0 pso ||
ST B il VSR B VAV Y E——
miz--> 50 100 150 200 250 300 350 400
Abundance #158650: 3-Methylcholanthrene R R
268.0 32.00 32.20 32.40
m/z 252.25 27.13%
5000
126.0 ‘
0 “‘?‘3‘0“,““““_”me“ S — Y PSS
m/z--> 50 100 150 200 250 300 350 400 32.00 32.20 32.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081621\
Data File : BG@49859.D

Acqg On : 16 Aug 2021 21:09
Operator : CG/JU

Sample : M3407-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.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|
Butane, 2-metho... 3.144 16.1 ng 183998 1  8.026 228315 20.0
Phenethyl isocy... 11.268 13.1 ng 204830 2 10.845 313185 20.0
Phenol, 3,5-bis... 13.377 18.4 ng 420301 3 14.681 457927 20.0
Copaene 13.442 42.0 ng 961171 3 14.681 457927 20.0
Bicyclo[5.2.0]n... 14.000 26.8 ng 614197 3 14.681 457927 20.0
Humulene 14.388 46.1 ng 1055380 3 14.681 457927 20.0
Aromandendrene 14.441 28.9 ng 660580 3 14.681 457927 20.0
Naphthalene, 1,... 14.517 27.0 ng 619083 3 14.681 457927 20.0
.alpha.-Muurolene 14.564 11.2 ng 256392 3 14.681 457927 20.0
1,2,4-Metheno-1... 14.740 31.1 ng 711482 3 14.681 457927 20.0
.gamma. -Muurolene 14.922 30.3 ng 694685 3 14.681 457927 20.0
cis-Calamenene 14.993 18.1 ng 414219 3 14.681 457927 20.0
.alpha.-Cadinol 16.244 26.6 ng 595105 4 17.436 448318 20.0
Naphthalene, 1,... 16.397 17.6 ng 394502 4 17.436 448318 20.0
3-Eicosene, (E)- 21.343 47.0 ng 1017280 5 21.713 432783 20.0
1- (Ethenesulfon... 22.535 69.9 ng 1513410 5 21.713 432783 20.0
1-Hexacosene 24.110 18.6 ng 393844 6 24.985 422904 20.0
unknown30.419 30.419 24.0 ng 507558 6 24.985 422904 20.0
Quinoline, 2-(4... 31.835 28.3 ng 598707 6 24.985 422904 20.0
4H-Dibenz[a,kl]... 32.404 22.8 ng 481088 6 24.985 422904 20.0
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