LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092520\
Data File : BGO46708.D

Acqg On : 25 Sep 2020 19:09
Operator : CG/JU

Sample : L4127-07

Misc :

ALS Vvial : 13  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-BG092220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO46708.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.200 13 19 29 rBV2 119063 318894 2.95% 0.319%
2 3.288 29 34 40 rVB2 62407 114390 1.06% 0.114%
3 5.679 434 441 451 rVB 1187915 1925810 17.83% 1.926%
4 6.813 627 634 642 rVB 2330504 3739511 34.62% 3.740%
5 7.119 681 686 695 rvB2 181136 298428 2.76%  0.298%

6 7.266 703 711 721 rBV 1250290 2155035 19.95%
7 8.124 850 857 864 rBV 290244 501414  4.64%
8 8.347 888 895 902 rBV3 67780 114125 1.06%
9 9.281 1046 1054 1063 rBV 806591 1432000 13.26%
10 10.239 1211 1217 1225 rVB3 68913 118934 1.10%

ORrOoOON
=
=
i
R

11 10.726 1292 1300 1306 rBv2 155515 289852 2.68%
12 10.932 1325 1335 1342 rBV 386016 721292 6.68%
13 13.370 1742 1750 1757 rBV 1987095 2999099 27.76%
14 13.523 1766 1776 1782 rBV 324150 508904  4.71%

OO NOO
O
O
o]
B

15 14.187 1884 1889 1894 rBV 162213 234860 2.17% 235%
16 14.739 1974 1983 1990 rBV2 599515 981375 9.08% 0.981%
17 14.810 1990 1995 2002 rVB3 155304 247670 2.29%  ©0.248%
18 15.057 2031 2037 2044 rVB 84866 134367 1.24% ©.134%
19 15.286 2069 2076 2083 rBV3 166754 272738 2.52% 0.273%
20 16.226 2228 2236 2243 rBV 1562479 2435896 22.55% 2.436%
21 16.455 2269 2275 2280 rBV3 68239 120016 1.11% ©.120%
22 17.483 2444 2450 2454 rBV 777912 1161447 10.75% 1.162%
23 17.524 2454 2457 2463 rVB 489011 711845 6.59% 0.712%
24 17.618 2468 2473 2478 rVB 98861 147272 1.36% ©0.147%
25 18.376 2593 2602 2606 rBv2 551553 914143 8.46% 0.914%
26 18.558 2627 2633 2636 rBV3 119191 232996 2.16% 0.233%
27 18.658 2645 2650 2655 rBv4 87593 167772 1.55% ©.168%
28 18.705 2655 2658 2663 rVB4 100508 135791 1.26% ©.136%
29 18.852 2676 2683 2687 rBV3 86882 161697 1.50% 0.162%
30 18.976 2700 2704 2707 rBV2 90226 117793 1.09% 0.118%
31 19.011 2707 2710 2716 rVB4 93404 126423 1.17% ©.126%
32 19.070 2716 2720 2722 rBv4 132362 170188 1.58% ©0.170%
33 19.099 2722 2725 2730 rVWW3 172618 226129 2.09% 0.226%
34 19.158 2730 2735 2744 rVV3 287541 428984 3.97% 0.429%
35 19.299 2755 2759 2764 rVB2 151678 228747 2.12% ©.229%

36 19.528 2794 2798 2804 rVB 1176730 1696183 15.70% 1.696%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092520\
Data File : BGO46708.D

Acqg On : 25 Sep 2020 19:09
Operator : CG/JU

Sample : L4127-07

Misc :

ALS Vvial : 13  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-BG092220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.639 2812 2817 2826 rBV3 304945 554853 5.14%  ©.555%
38 19.892 2850 2860 2864 rBV 863632 1550205 14.35% 1.550%
39 20.092 2888 2894 2900 rBV 3367835 4480712 41.48% 4.481%
40 20.239 2915 2919 2926 rVB 874101 1104261 10.22% 1.104%
41 20.345 2933 2937 2940 rBv4 221890 367061 3.40% ©.367%
42 20.409 2945 2948 2955 rVB2 353680 442469 4.10% 0.442%
43 20.480 2957 2960 2964 rVB 133809 175069 1.62% 0.175%
44 20.556 2965 2973 2979 rBV5 813441 1239611 11.48%  1.240%
45 20.632 2979 2986 2992 rBV 7263305 10802438 100.00% 10.803%
46 20.715 2997 3000 3007 rVB7 221834 418891 3.88% 0.419%
47 20.832 3016 3020 3023 rBV2 461646 715890 6.63% 0.716%
48 20.885 3023 3029 3044 rVV2 3634097 7300697 67.58%  7.301%
49 21.008 3047 3050 3056 rVvVv3 338309 593544  5.49%  0.594%
50 21.061 3056 3059 3064 rVB2 157344 212009 1.96% 0.212%
51 21.202 3078 3083 3089 rBV 2654811 3887964 35.99%  3.888%
52 21.279 3089 3096 3104 rVV 2868518 5179621 47.95% 5.180%
53 21.408 3112 3118 3129 rVB3 2188889 4674337 43.27% 4.675%
54 21.655 3155 3160 3165 rBV 307232 575709 5.33% ©.576%
55 21.737 3165 3174 3184 rVV3 1997686 5796535 53.66% 5.797%
56 21.813 3184 3187 3197 rVB 413455 768023 7.11% 0.768%
57 21.931 3203 3207 3211 rBV2 313630 541977 5.02% ©.542%
58 21.990 3212 3217 3229 rVB3 1600951 3416927 31.63%  3.417%
59 22.154 3241 3245 3259 rVB4 255630 618487 5.73% 0.619%
60 22.389 3279 3285 3299 rBV 1721762 3287649 30.43%  3.288%
61 22.618 3318 3324 3334 rVB 1364422 2343041 21.69%  2.343%
62 22.959 3377 3382 3390 rBV 305071 712806 6.60% 0.713%
63 23.153 3411 3415 3425 rBV2 235525 489362 4.53% 0.489%
64 23.335 3439 3446 3453 rVB 1125025 2046725 18.95%  2.047%
65 24.017 3555 3562 3569 rBV = 227252 691324 6.40% 0.691%
66 24.175 3581 3589 3600 rBV 945488 2102406 19.46% 2.103%
67 25.057 3731 3739 3747 rBV 399552 1053808 9.76% 1.054%
68 25.162 3749 3757 3768 rVB 639089 1709957 15.83% 1.710%
69 26.226 3932 3938 3948 rVB2 190850 579363 5.36% ©.579%
70 26.343 3949 3958 3969 rVB2 489023 1459227 13.51% 1.459%
71 27.759 4192 4199 4208 rVB3 228552 686095 6.35% 0.686%

72 27.906 4216 4224 4241 rVB4 298047 1122954 10.40% 1.123%

Sum of corrected areas: 99994027
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46708.D

Acqg On : 25 Sep 2020 19:09
Operator : CG/JU

Sample : L4127-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG046708.D\data.ms
7000000

6000000
5000000
4000000

3000000
6.813
2000000

5.679 7.266
1000000 9.281
7.11

%068 8%%%47 A, 1023910%8§f2

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG046708.D\data.ms

o

20.632
7000000

6000000
5000000
4000000

3000000

13.370
2000000 16.226

1000000 14.739

. P28 14187 14aK0857286 6.455 17 s
e e R e s T

Time--> 13.00 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: BG046708.D\data.ms

7000000
6000000
5000000
4000000
3000000

2000000
23335 94175

1000000 162
29595 283 L2558

24.0 27275906

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46708.D

Acqg On : 25 Sep 2020 19:09
Operator : CG/JU

Sample : L4127-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Cyclohexane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.200 12.72 ng 318894 1,4-Dichlorobenzene-d4 8.124

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 53
4 1-Hexene 84 C6H12 000592-41-6 50
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 47
Abundance  Scan 19 (3.200 min): BG046708.D\data.ms (-13) (-) m/z 56.05 100.00%
56.0
5000 /\\
7
‘ ‘ 3.20 3.40 3.60
ol dil 15482065 2816 428 /7 41.10  59.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #1455: Cyclohexane
568.0
5000 L L B B B A BB
3.20 3.40 3.60
‘ m/z 84.05 57.43%
O"
m/z--> 50 100 150 200 250 300 350 400
Abundance #1488: 1-Pentene, 2-methyl-
56.0
O RRBmER B e
3.20 3.40 3.60
5000 m/z 55.05 37.05%
Al
miz--> 50 100 150 200 250 300 350 400
Abundance #1494: Cyclopentane, methyl- R i U e
56.0 3.20 3.40 3.60
m/z 39.10 26.84%
5000 \\J/\NALW
0 w e gy
m/z--> 50 100 150 200 250 300 350 400 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46708.D

Acqg On : 25 Sep 2020 19:09
Operator : CG/JU

Sample : L4127-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 .alpha.-Pinene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.813 149.16 ng 3739510 1,4-Dichlorobenzene-d4 8.124

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 95
2 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1OH16 004889-83-2 94
3 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 91
4 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000508-32-7 91
5 trans-.beta.-Ocimene 136 C10H16 003779-61-1 90
Abundance Scan 634 (6.813 min): BG046708.D\data.ms (-627) (-) m/z 93.00 100.00%
93.0
5000
39.1 T T T T T
H ‘ ‘ ‘136.1 6.40 6.60 6.80 7.00 7.20
ol Al A b P 1890 2930y 91,00 49.63%
miz--> 50 100 150 200 250
Abundance #15699: .alpha.-Pinene
93.0
5000 [T T T TT T I T TT
39.0 6.40 6.60 6.80 7.00 7.20
m/z 92.00 39.13%
136.0
0 \‘\ “\ N N“\‘H‘\ ‘!‘ \“““\ ‘\‘ \‘\ L B s B B B |
m/z--> 50 100 150 200 250
Abundance  #15837: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-
93.0
Rmaa  REama a R
6.40 6.60 6.80 7.00 7.20
5000 m/z 77.00 35.83%
41.0 ‘ ‘
obidpd b g0
m/z--> 50 100 150 200 250
Abundance #15854: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene Raaas e ERAEaaR L
93.0 6.40 6.60 6.80 7.00 7.20
m/z 79.00 29.83%
5000
41.0
b W NSNS Y, _—
m/z--> 50 100 150 200 250 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46708.D

Acqg On : 25 Sep 2020 19:09
Operator : CG/JU

Sample : L4127-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Camphene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.119 11.90 ng 298428 1,4-Dichlorobenzene-d4 8.124

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Camphene 136 C10H16 000079-92-5 93
2 (+)-4-Carene 136 C10H16 029050-33-7 74
3 1,3,6-Heptatriene, 2,5,5-trimethyl- 136 C10H16 029548-02-5 72
4 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C1OH16 005794-04-7 70
5 Cyclohexene, 1-methyl-4-(1-methy... 136 C10H16 000586-62-9 64
Abundance Scan 686 (7.119 min): BG046708.D\data.ms (-681) (-) m/z 93.00 100.00%
3.0
5000
411 \\‘\\\\‘\\\\‘\\\\’\\\\‘
H | ‘ 6.80 7.00 7.20 7.40
ol Ly 8550 485 . 121.e0 51.28%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #15675: Camphene
93.0
41.0
5000 L L L R B B
6.80 7.00 7.20 7.40
m/z 91.00 36.50%
01“”' ‘”\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #15688: (+)-4-Carene
93.0
AAEEETER TSR
6.80 7.00 7.20 7.40
5000 m/z 79.00 36.14%
41.0
0 H‘;H“”NH‘ ““‘H““HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #15801: 1,3,6-Heptatriene, 2,5,5-trimethyl- R EmmmnEREEE
93.0 6.80 7.00 7.20 7.40
m/z 77.00  31.42%
41.0
5000
m/z--> 50 100 150 200 250 300 350 400 450 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46708.D

Acqg On : 25 Sep 2020 19:09
Operator : CG/JU

Sample : L4127-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Bornyl acetate Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.726 8.04 ng 289852 Naphthalene-d8 10.932
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bornyl acetate 196 C12H2002 000076-49-3 72
2 Bicyclo[3.2.1]oct-3-en-2-one, 4-... 136 C9H120 062702-89-0 50
3 Borneol, trifluoroacetate (ester) 250 C12H17F302 028587-55-5 50
4 Cyclohexene, 3,5-dimethyl- 110 C8H14 000823-17-6 49
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 49
Abundance Scan 1300 (10.726 min): BG046708.D\data.ms (-1292) (-  m/z 95.10 100.00%
95.1
5000
41.1
T e
L | Fo7z o310 35.
ol hhdhidl ] | 2089 2049 478 o310 35.66%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #57976: Bornyl acetate
95.0
43.0
\ "
5000 — ity
10.50 11.00
‘ 54.0 m/z 41.10 26.02%
O \H\‘\‘““\M\h“\}h\“‘“\‘\‘\L\ “‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #16527: Bicyclo[3.2.1]oct-3-en-2-one, 4-methyl-
95.0
P —
10.50 11.00
5000 m/z 121.10 24.32%
39.0 ‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #101949: Borneol, trifluoroacetate (ester) L, — el
95.0 10.50 11.00
m/z 136.00 21.96%
5000
41.0
235.0
oL L) o7 S
m/z--> 50 100 150 200 250 300 350 400 450 10.50 11.00

8270-BGO92220.M Mon Sep 28 14:56:33 2020 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46708.D

Acqg On : 25 Sep 2020 19:09
Operator : CG/JU

Sample : L4127-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Copaene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.523 10.37 ng 508904  Acenaphthene-d10 14.739
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 96
3 .alfa.-Copaene 204 C15H24 1000360-33-0 94
4 1H-Cyclopenta[1,3]cyclopropa[l,2... 204 C15H24 013744-15-5 90
5 1,6-Cyclodecadiene, 1-methyl-5-m... 204 C15H24 023986-74-5 70
Abundance Scan 1776 (13.523 min): BG046708.D\data.ms (-1766) (- m/z 105.00 100.00%
105.0
161.1
5000
41.0 770 i ‘
133.0 204.1 13.50
01 uUW@WW‘uW‘;‘_J“Ju‘ m/z 119.10  84.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64252: Copaene
105.0 161.0
41.0
5000 s :
81.0 13.50
m/z 161.10  82.48%
133.0 204.0
Ot iy MN"\“?H‘i‘u\\‘\\‘\\‘\‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64312: .alpha.-Cubebene
105.0 161.0
R \
13.50
5000 m/z 91.00 55.15%
41.0 81.0
‘ M 133.0 204.0
0 _H"UHWM‘NNJﬁu‘m‘Mhﬂﬁhwﬁ‘ww“ﬁu““u“u‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64283: .alfa.-Copaene ey
119.0 161.0 13.50
m/z 93.00 50.80%
5000 91.0
41.0 204.0
69.0 ‘
ol MJWM,wH‘qk““‘L“J“ i
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@92520\
Data File : BGO46708.D

Acqg On : 25 Sep 2020 19:09
Operator : CG/JU

Sample : L4127-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.376 15.74 ng 914143  Phenanthrene-d10 17.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2602 (18.376 min): BG046708.D\data.ms (-2593) (- m/z 73.00 100.00%

.0
5000 129.0
213.1
= e
| ‘\H b LU L Lesso ssas 8. np az0n
o AdAAL L LWy 1, (2850 3548 488 L, 4305 94.65%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 ! T
18.00 18.50
” 213.0 m/z 60.00 93.83%
O TTT “‘ ‘ \““\“‘l‘“!ﬂ“\“} \‘[“\J\‘\“ \“\‘\\"‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #131261: Octadecanoic acid
73.0
- e
18.00 18.50
5000 129.0 m/z 55.10 83.08%
‘ ‘ 185.0 41 o
o | ‘\“‘w“h‘“‘J“hu“l‘\"H | \‘H Fhev \“,u \ c“\ R R EEREREEE
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #72643: Tridecanoic acid . T
73.0 18.00 18.50
m/z 41.10 81.81%
5000 129.0
il L 2
ol L o) e
m/z--> 0 50 100 150 200 250 300 350 400 450 18.00 18.50

8270-BGO92220.M Mon Sep 28 14:56:34 2020 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46708.D

Acqg On : 25 Sep 2020 19:09
Operator : CG/JU

Sample : L4127-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Acridin-9-amine, 1,2,3,4-te... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.632 37.27 ng 10802400 Chrysene-d12 21.766
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2 297758-19-1 70
2 N,N-Dimethylindoaniline 226 C14H14N20 002150-58-5 49
3 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2 1000300-57-6 49
4 Benzenamine, N-[(4-nitrophenyl)m... 226 C13H1ON202 000785-80-8 46
5 1-Ethyl-4-methoxy-9H-pyrido[3,4-... 226 C14H14N20 026585-14-8 43

Abundance Scan 2986 (20.632 min): BG046708.D\data.ms (-2979) (- m/z 226.00 100.00%

226.0
5000 164.9
—— —r—
‘ ‘ 20.50 21.00
ol w i “M u‘u‘k L iy ““‘\ L1 2720 3549 4120 m/z 225.00 47.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82946: Acridin-9-amine, 1,2,3,4-tetrahydro-5,8-dimethyl-
226.0
5000 — —
20.50 21.00
m/z 164.95 45.48%
39.0 113.0  4g3
o] M \““1“ ‘H\‘wl‘\w ol A [T
miz--> 50 100 150 200 250 300 350 400
Abundance #82714: N,N-Dimethylindoaniline
226.0
S| W —
20.50 21.00
5000 ITI/Z 226.95 18.71%
420 850  154.0 ‘ |
O bt ik “uh“‘e““u‘“N‘”“H‘HH‘HH‘HH‘H
m/z--> 50 100 150 200 250 300 350 400
Abundance #82945: Acridin-9-amine, 1,2,3,4-tetrahydro-5,7-dimethy!- ——
226.0 20 50 21.00
m/z 194.00 17.89%
5000
39.0 113.0
0 \hmwh \H b \1\8\\3\?\“ _A

—
m/z--> 50 100 150 200 250 300 350 400 20 50 21.00

8270-BGO92220.M Mon Sep 28 14:56:34 2020 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46708.D

Acqg On : 25 Sep 2020 19:09

Operator : CG/JU

Sample L4127-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 unknown20.885 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.885 25.19 ng 7300700 Chrysene-d12 21.766
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 cis,trans-2-Ethylbicyclo[4.4.0]d... 166 C12H22
2 2,5-Octadiene, 3,4,5,6-tetramethyl- 166 C12H22
3 2-Pentenoic acid, 5-(decahydro-5... 304 C20H3202
4 trans, cis-2-Ethylbicyclo[4.4.0]... 166 C12H22
5 cis, cis-3-Ethylbicyclo[4.4.0]de... 166 C12H22

066660-38-6 46
247797-85-9 42
024470-48-2 42
066660-39-7 38
066660-42-2 35

Abundance Scan 3029 (20.885 min): BG046708.D\data.ms (-3023) (- m/z 81.05 100.00%

411 81.0 137.1
5000 289.1
177.1
i P
20.50 21.00
244.1
0 JLd i ‘WLM vl 103291 7 137,05 91.89%
mlz--> 50 100 150 200 250 300 350
Abundance #35205: cis,trans-2-Ethylbicyclo[4.4.0]decane
137.0
81.0
5000 = -
20.50 21.00
m/z 41.10 86.35%
O ‘““\”“N‘\“‘\w‘“ ‘\‘ ey T o LA B e
m/z--> 50 100 150 200 250 300 350
Abundance #35191: 2,5-Octadiene, 3,4,5,6-tetramethyl-
41.0 137.0
P o
95.0 20.50 21.00
5000 m/z 95.85  80.32%
miz-> 50 100 150 200 250 300 350
Abundance #148268: 2-Pentenoic acid, 5-(decahydro-5,5,8a-trimethy 7 —r=
81.0 20.50 21.00
m/z 69.10 79.60%
43.0 21.0
5000 245.0
189.0 289.0
0! H““‘“{‘ ‘M‘ \H}\ \‘\ ‘Hu‘ \}L ‘h\h‘ ‘\‘ T 5 P
m/z--> 50 100 150 200 250 300 350 20.50 21.00

8270-BG092220.M Mon Sep 28 14:56:35 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46708.D

Acqg On : 25 Sep 2020 19:09
Operator : CG/JU

Sample : L4127-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 2-Propen-1-one, 1-(2,6-dihy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.202 13.41 ng 3887960 Chrysene-d12 21.766
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propen-1-one, 1-(2,6-dihydroxy... 270 C16H1404 018956-15-5 95
2 Estra-4,9,11-trien-3-one, 17-.be... 270 C18H2202 010161-33-8 90
3 2H-1-Benzopyran-7-ol, 3,4-dihydr... 270 C17H1803 055670-26-3 30
4 8-Methyl-4-azafluorene, phenylimine 270 C19H14N2 1000216-54-2 25
5 Indeno[1,2-b]pyridine, 4-methyl-... 270 C19H14N2 070740-31-7 22

Abundance Scan 3083 (21.202 min): BG046708.D\data.ms (-3078) (- m/z 192.90 100.00%

192.9
269.9
5000 138.0
77.0 T U
‘“ ‘ 21.00 21.50
NE— M“Wu“h pdee ol L8987 4290 p/7 269.95  81.09%
mlz--> 50 100 150 200 250 300 350 400
Abundance #119173: 2-Propen-1-one, 1-(2,6-dihydroxy-4-methoxyph
198.0  270.0
5000 1380 — —
21.00 21.50
51.0 m/z 268.90  67.89%
O \\“\‘f“‘\\\Y““HH‘\‘\HH\ \ ‘\\‘\\‘\ \l‘”\ ‘\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400

Abundance #119471: Estra-4,9,11-trien-3-one, 17-.beta.-hydroxy-
141.0 198.0 270.0

—

T T
91.0 21.00 21.50

5000 m/z 165.90 61.58%
41.0
0,
miz--> 50 100 150 200 250 300 350 400
Abundance #119316: 2H-1-Benzopyran-7-ol, 3,4-dihydro-5-methoxy-! P =
166.0 270.0 21.00 21.50
m/z 138.00 47.02%
5000
43.0 l
0 H‘U“‘MMM\“‘\“W\“‘u‘h‘Hu‘mh 4) S — A ——
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50

8270-BGO92220.M Mon Sep 28 14:56:36 2020 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46708.D

Acqg On : 25 Sep 2020 19:09

Operator : CG/JU

Sample L4127-07

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST11.L
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 unknown21.279 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.279 17.87 ng 5179620 Chrysene-d12 21.766
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenanthrenecarboxylic acid, 7... 316 C21H3202 001686-62-0 49
2 Andrographolide 350 C20H3005 005508-58-7 38
3 1,3,6,10-Dodecatetraene, 3,7,11-... 204 C15H24 026560-14-5 25
4 5-Chlorovaleric acid, hex-4-yn-3... 216 C11H17Cl02 1000292-47-6 22
5 3-Cyclohexene-1-ethanol, .alpha.... 220 C15H240 055780-93-3 22

Abundance Scan 3096 21 279 min): BG046708.D\data.ms (-3089) (- m/z 105.00 100.00%
105. 241.1
41.1
187.0
5000 287.0
U Y
Ll
ol “‘h “\\ \“ \HHH Hu H ‘h‘h M\\ H\} “‘ \‘ \‘ ‘3‘4‘3‘-9‘ = ‘4‘2‘8-“‘ m/z 91.00 95.89%
mlz--> 50 100 150 200 250 300 350 400
Abundance #158360: 1-Phenanthrenecarboxylic acid, 7-ethenyl-1,2,3
91.0 241.0
187.0
5000 s —=
21.00 21.50
103 316.0 m/z 241.10  89.43%
41.1
ol— “‘\ ‘u“ H“‘\ ‘r“\\ “
50

100 150 200 250 300 350 400
#183961: Andrographolide

m/z-->
Abundance

410 910

21.00 21.50
5000 m/z 79.05 77 .82%
332.0
0 m { \HHMHH\ 274.0 |
: I B e A A

m/z--> 5 100 150 200 250 300 350 400
Abundance #64403: 1,3,6,10-Dodecatetraene, 3,7,11-trimethyl-, (Z,E|

i

?

41.0 21.00 21.50
93.0 m/z 119.00  76.44%
) JKL\
O‘N‘
miz--> 100 150 200 250 300 350 400 21.00 21.50

8270-BG092220.M Mon Sep 28 14:56:36 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46708.D

Acqg On : 25 Sep 2020 19:09
Operator : CG/JU

Sample : L4127-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Dehydroabietic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.408 16.13 ng 4674340 Chrysene-d12 21.766
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 98
2 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 94
3 trans-1,2-Bis(methyldichlorosily... 252 C4H8C14Si2 065899-10-7 83
4 Butanoic acid, 2-(cyano)(2,4,6-t... 300 C17H20N203 1000267-71-7 74

5 Ethyl 4-hydroxy-7-trifluoromethy... 285 C13H10F3NO3 000391-02-6 50

Abundance Scan 3118 (21.408 min): BG046708.D\data.ms (-3112) (-  m/z 239.00 100.00%

239.0
285.0
5000
43.1
141.0 e
‘ ‘ 21.50
oL \H MWM H‘ “‘M ‘“ ‘I\LH‘ ll n\m \l et “ ‘ :3‘29‘0‘ _ ‘4‘0‘0‘8‘ m/z 285.00 60.70%
mlz--> 50 100 150 200 250 300 350 400
Abundance #144996: Dehydroabietic acid
239.0285.0
5000 L
21.50
50 141.0 F) ‘ m/z 197.00 37.42%
o] S ‘\“\‘ H‘ ‘\ ‘\‘\“ \“‘H “\‘ ‘ﬂ‘\H‘HH\ ‘\\h‘\‘ RS R “n‘ ‘\ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #145029: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,1C
285.0
239.0 R
21.50
5000 m/z 43.10  28.80%
141.0
43.0 91.0 ‘ %
[o L ‘H\\‘\‘ e 'l H‘h ‘d“n\d\‘uh \\\ A . ‘\‘\‘\ .
miz--> 50 100 150 200 250 300 350 400
Abundance  #104235: trans-1,2-Bis(methyldichlorosilyl)ethylene o
104.0 239.0 21.50
m/z 141.00 21.62%
B \M/\//\vp
0 N | =
mlz--> 100 150 200 250 300 350 400 21.50

8270-BGO92220.M Mon Sep 28 14:56:37 2020 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46708.D

Acqg On : 25 Sep 2020 19:09

Operator : CG/JU

Sample : L4127-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Octadecane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
21.990 11.79 ng 3416930 Chrysene-d12 21.766
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
3 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 90
4 Docosane 310 C22H46 000629-97-0 86
5 Hentriacontane 437 C31H64 000630-04-6 70

Abundance Scan 3217 (21.990 min): BG046708.D\data.ms (-3212) (-

m/z 57.10 100.00%

57.1
5000
‘ ‘ 131 1659 269.9 22.00
ol AT ] g0 [ 3372 aze 43.10  70.79%
mlz--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
57.0
5000
2200
m/z 71.10 59.95%
| ‘ || 1600 2540
O\‘\\‘“\“‘\“‘\“\“\“"\‘\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl-
57.0
=
22.00
5000 m/z 85.05  43.10%
ol LLLITTY 16007100 2640390 3660
miz--> 50 100 150 200 250 300 350 400
Abundance #194506: Octadecane, 5,14-dibutyl- — =
43.0 22.00
m/z 55.10 29.57%
5000
126.0 300.0
o Lyl 290 280 % sea0 AL
m/z--> 50 100 150 200 250 300 350 400 22.00

8270-BG092220.M

Mon Sep 28 14:56:38 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46708.D

Acqg On : 25 Sep 2020 19:09
Operator : CG/JU

Sample : L4127-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 4H-1-Benzopyran-4-one, 5-hy... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
22.389 11.34 ng 3287650 Chrysene-d12 21.766
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-1-Benzopyran-4-one, 5-hydroxy... 268 C16H1204 000520-28-5 96
2 Benzo(a)pyren-7-ol 268 C20H120 037994-82-4 62
3 Benzo(a)pyrene 4,5-oxide 268 C20H120 037574-47-3 58
4 Dinaphtho[2,1-b:1',2"'-d]furan 268 C20H120 000194-63-8 52
5 3-Hydroxy-cis-D-homoestra-1,3,5(... 268 C18H2002 021547-08-0 49
Abundance Scan 3285 (22.389 min): BG046708.D\data.ms (-3279) (- m/z 267.90 100.00%
267.9
5000 /L
95.0 — e
39, ‘ 165.9 J . 2200 22.50
0 1“‘ L 272190 | 3409 39614481 0 o35 09 50.98%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117302: 4H-1-Benzopyran-4-one, 5-hydroxy-7-methoxy-
268.0
5000 — e
22.00 22.50
m/z 224.90  27.80%
69.0 1380
O \\\"l\\\l\\"ml!“\“L"\‘\\?’J-?:P\H’\}\\’\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117660: Benzo(a)pyren-7-ol
268.0
T —=
22.00 22.50
5000 m/z 95.00 20.57%
42.0 134.0
oboi B804l 2 |
miz--> 50 100 150 200 250 300 350 400 450
Abundance #117661: Benzo(a)pyrene 4,5-oxide T —T
268.0 22.00 22.50
m/z 266.90  18.56%
5000
134.0
\|77\'0 o 211.0) J
ol e A P P
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.50

8270-BGO92220.M Mon Sep 28 14:56:38 2020 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46708.D

Acqg On : 25 Sep 2020 19:09

Operator : CG/JU

Sample : L4127-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Tricosane Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
22.618 8.08 ng 2343040 Chrysene-d12 21.766
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Docosane 310 C22H46 000629-97-0 93
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 3324 (22.618 min): BG046708.D\data.ms (-3318) (- m/z 57.10 100.00%
57.1

5000

—T —
13.0 22.50 23.00

169.1
ol LT 16912250 20513500 4161 489, 1/ 4310 72.26%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #164578: Tricosane
57.0
5000 T =
22.50 23.00
324.0 m/z 71.10 60.13%
| “ | J\’ nl ul \\ \\ P\ I 1 \2\6\7 0
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #153222: Docosane
57.0
— —
22.50 23.00
5000 m/z 85.10 42.10%
‘ 113.0 1699
ow‘ﬂwxx\m??‘?"o‘H‘?%F’:F’ww_ww

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #100330: 2-Bromo dodecane — —
57.0 22.50 23.00
m/z 55.05  28.42%
5000
113.0169.0
oL WL T e ) b
m/z--> 0 50 100 150 200 250 300 350 400 450 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46708.D

Acqg On : 25 Sep 2020 19:09
Operator : CG/JU

Sample : L4127-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Pentacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.175 39.90 ng 2102410 Perylene-di2 25.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 97
2 Tetracosane 338 (C24H50 000646-31-1 96
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
4 Octacosane 394 (C28H58 000630-02-4 91
5 Hexatriacontane 507 C36H74 000630-06-8 91

Abundance Scan 3589 (24.175 min): BG046708.D\data.ms (-3581) (- m/z 57.10 100.00%

57.1
5000
I

| 1131 1601 218.0267.0 24.00 24.50
ol A UTTT,109.1218.02670 3232 379.4 454 /74310 67.86%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185533: Pentacosane
57.0

5000
2400 2450
m/z 71.05 60.64%
0 | L ‘ “\ h u\ L] \9\012\250 281.0 352.0
\\\‘ \\‘\\‘\\\\‘\\\!‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175557: Tetracosane
57.0
=T
2400 24.50
5000 ITI z 85.10 44 .52%
o \‘\ “ “\\ h n‘ \ \11690 2250 2810 3380
gl e T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl- ——
57.0 2400 24.50

m/z 55.10  26.19%

h %JL
13.0 239.0
LT ,169.0 2P0 2940 3520

L

L
miz--> 50 100 150 200 250 300 350 400 450 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46708.D

Acqg On : 25 Sep 2020 19:09
Operator : CG/JU

Sample : L4127-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Pentadecane, 8-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.162 32.45 ng 1709960 Perylene-di2 25.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
4 Octacosane 394 (C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3757 (25.162 min): BG046708.D\data.ms (-3749) (- m/z 57.10 100.00%

57.1
5000
I P

25.00 25.50
41.0 1971 265.9
o _hhu“uH, LIAR0 o7l 2059 383713852 47 43.10  69.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl-
43.0
5000 5.0 T 5

25.00 25.50

m/z 71.10 61.37%

6.0
ol om0
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0
25.‘00 25.‘50
5000 m/z 85.85  46.49%
oL Ll om0 P00 /\
miz--> 50 100 150 200 250 300 350 400
Abundance #141431.: Eicosane, 10-methyl- s epr
57.0 25.00 25.50

m/z 55.10  28.13%

5000
9.0 154.0
VT 197.0239.0281.0

I R . - -
miz--> 50 100 150 200 250 300 350 400 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46708.D

Acqg On : 25 Sep 2020 19:09
Operator : CG/JU

Sample : L4127-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 .beta.-Carboline, 7-methoxy... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

26.226 11.00 ng 579363 Perylene-di2 25.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Carboline, 7-methoxy-1,2-... 226 C14H14N20 006519-18-2 50
2 9H-Thioxanthen-9-one, 2-methyl- 226 C14H1e0S 015774-82-0 40
3 1,8-Diazacyclotetradecane-2,7-dione 226 C12H22N202 004266-66-4 38
4 9H-Pyrido[3,4-b]indole, 7-methox... 226 C14H14N20 143502-37-8 38
5 N,N, .beta.-Trimethyl-10H-phenoth... 298 C17H18N20S 086382-43-6 37

Abundance Scan 3938 (26.226 min): BG046708.D\data.ms (-3932) (-  m/z 226.00 100.00%

226.0 ' '
50000 g4
164.9 —— ==
sasp 2821 26.00 26.50
Oh i b phyy 4, 2850 | 4290 8210 ey 10 39.42%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #82735: .beta.-Carboline, 7-methoxy-1,2-dimethyl-
226.0

%

5000
26.00 26.50
m/z 164.95 20.68%
42.0 113.0
O‘\\\\\‘l\“\“\"\“‘\h\h\J\i‘i\“\h\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82709: 9H-Thioxanthen-9-one, 2-methyl-
226.0
— —
26.00 26.50
5000 m/z 227.60  19.26%
165.0
69.0 \ ‘
o e N ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82502: 1,8-Diazacyclotetradecane-2,7-dione — —r
226.0 26.00 26.50
112.0 m/z 224.95 18.18%
5000
30.0
il et A,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46708.D

Acqg On : 25 Sep 2020 19:09
Operator : CG/JU

Sample : L4127-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 18 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.343 27.69 ng 1459230 Perylene-di2 25.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 91

Abundance Scan 3958 (26.343 min): BG046708.D\data.ms (-3949) (- m/z 57.05 100.00%

57.0
5000
26bd é6%d
13.1 . :
169.0 |
0 m‘u | u“ﬁ“, Litpre 2250 3091 8792 461" n 7 43.10  61.48%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane
57.0
5000 — e
26.00 26.50
m/z 71.10 58.90%
oL ||| 3130 160.0 225.0 281.0 380.0
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl-
57.0
P e
26.00 26.50
5000 m/z 85.10  41.17%
13.0 239.0
oL AL 2000 2P0 000 3520
miz--> 50 100 150 200 250 300 350 400 450
Abundance #185533: Pentacosane T TPy
57.0 26.00 26.50
m/z 55.10 26.84%
5000
13.0
oLl i i) 1690 2250 2810 3520
A — ——
m/z--> 50 100 150 200 250 300 350 400 450 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46708.D

Acqg On : 25 Sep 2020 19:09
Operator : CG/JU

Sample : L4127-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Docosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
27.759 13.02 ng 686095 Perylene-di2 25.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 91
2 Octacosane 394 (C28H58 000630-02-4 87
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87
4 Tetratetracontane 619 C44H99 007098-22-8 83
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 4199 (27.759 min): BG046708.D\data.ms (-4192) (- m/z 57.10 100.00%

57.1
5000

1 2750 2800
0 m“, h ““]H‘ 1001 22002709 34183932 17 4310 66.54%
mlz--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane
57.0

5000
2750 2800

m/z 71.10 62.26%

1) (10 1690 2250 3100
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0

o

2750 2800
5000 m/z 85.10 40.33%
1
oL L. \“‘]1““1‘690 225.0 281.0 337.0 394.0
T T R R G AR R
miz--> 50 100 150 200 250 300 350 400
Abundance #194499: Eicosane, 7-hexyl-

57.0 2750 2800

m/z 55.05 29.00%

- wMWWMWMJJ/\/f\VJWMMM
H“\ ﬁ “ ‘ Il 182 0

ol =Y206.0 281.0 3370
S I B A8 AN N 7 .

m/z--> 50 100 150 200 250 300 350 400 2750 2800
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46708.D

Acqg On : 25 Sep 2020 19:09
Operator : CG/JU

Sample : L4127-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 unknown27.906 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
27.906 21.31 ng 1122950 Perylene-di2 25.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(Fench-2-yl)fenchane 274 C20H34 1000105-83-1 49
2 Bicyclo[2.2.1]heptane, 2-[9-bora... 274 C18H31BO 1000160-80-7 38
3 2-Pentenoic acid, 3-methyl-5-(2,... 236 C15H2402 1000196-81-2 38
4 Propenoic acid, 3-(2-thienyl)-, ... 280 C17H1202S 284665-47-0 30
5 Cyclohexanone, 2-(2-nitro-2-prop... 183 C9H13NO3 078551-08-3 30

Abundance Scan 4224 (27.906 min): BG046708.D\data.ms (-4216) (- m/z 81.10 100.00%

81.1 137.1
5000
—r—
‘ ‘l ’ \ 51 2890 28.00
ok H‘\m‘“u‘”‘“‘ bbb St Ly 359.8415.94747 5361 /) 137 65 91.73%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #122971: 2-(Fench-2-yl)fenchane
81.0
137.0
5000 T
28.00
m/z 69.10  47.21%
193.0
O\\\\‘H\\‘ \H“\J\I\“\\\\‘“\\\\‘2\7\4\.3\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #122893: Bicyclo[2.2.1]heptane, 2-[9-borabicyclo[3.3.1]nc
81.0
137.0 -
28.00
5000 ITI/Z 95.05 41.75%
OZSJJHM i‘.uzog-oﬂf‘-"
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #90783: 2-Pentenoic acid, 3-methyl-5-(2,6,6-trimethyl-1-c P
137.0 28.00
m/z 82.05 29.75%
5000
81.
ST T — L
m/z--> 50 100 150 200 250 300 350 400 450 500 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092520\
Data File : BG@46708.D

Acqg On : 25 Sep 2020 19:09
Operator : CG/JU

Sample : L4127-07

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Cyclohexane 3.200 12.7 ng 318894 1 8.124 501414 20.0
.alpha.-Pinene 6.813 149.2 ng 3739510 1 8.124 501414 20.0
Camphene 7.119 11.9 ng 298428 1 8.124 501414 20.0
Bornyl acetate 10.726 8.0 ng 289852 2 10.932 721292 20.0
Copaene 13.523 10.4 ng 508904 3 14.739 981375 20.0
n-Hexadecanoic ... 18.376 15.7 ng 914143 4 17.483 1161450 20.0
Acridin-9-amine... 20.632 37.3 ng 10802400 5 21.766 5796540 20.0
unknown20.885 20.885 25.2 ng 7300700 5 21.766 5796540 20.0
2-Propen-1-one,... 21.202 13.4 ng 3887960 5 21.766 5796540 20.0
unknown21.279 21.279 17.9 ng 5179620 5 21.766 5796540 20.0
Dehydroabietic ... 21.408 16.1 ng 4674340 5 21.766 5796540 20.0
Octadecane 21.990 11.8 ng 3416930 5 21.766 5796540 20.0
4H-1-Benzopyran... 22.389 11.3 ng 3287650 5 21.766 5796540 20.0
Tricosane 22.618 8.1 ng 2343040 5 21.766 5796540 20.0
Pentacosane 24.175 39.9 ng 2102410 6 25.057 1053810 20.0
Pentadecane, 8-... 25.162 32.5 ng 1709960 6 25.057 1053810 20.0
.beta.-Carbolin... 26.226 11.0 ng 579363 6 25.057 1053810 20.0
Heptacosane 26.343 27.7 ng 1459230 6 25.057 1053810 20.0
Docosane 27.759 13.0 ng 686095 6 25.057 1053810 20.0
unknown27.906 27.906 21.3 ng 1122950 6 25.057 1053810 20.0
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