LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045871.D

Aca On 26 Jun 2020 13:22

Operator : CG/JU

Sample : L3101-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG061520.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 5.514 407 413 425 rBV 331700 590202 19.13% 2.259%
2 7.135 680 689 701 rBV 464997 869418 28.18% 3.328%
3 7.910 814 821 831 rBV 191650 330236 10.70% 1.264%
4 8.233 869 876 885 rBV 345148 606947 19.67% 2.323%
5 9.074 1011 1019 1031 rBV 313185 587165 19.03% 2.247%
6 10.718 1292 1299 1310 rBV 247359 458099 14.85% 1.753%
7 13.180 1710 1718 1728 rBV 1033477 1633101 52.93% 6.250%
8 14.014 1853 1860 1867 rBV 89037 141135 4_.57% 0.540%
9 14.560 1947 1953 1963 rBV2 391396 651442 21.11% 2.493%
10 16.064 2201 2209 2225 rBvV 987583 1667876 54.06% 6.384%
11 16.722 2314 2321 2328 rBvV9 23113 54481 1.77% 0.209%
12 17.221 2402 2406 2411 rBvV7 16563 32658 1.06% 0.125%
13 17.315 2415 2422 2429 rVV 498252 784653 25.43% 3.003%
14 17.697 2483 2487 2491 rBV6 21629 34590 1.12% 0.132%
15 18.220 2572 2576 2583 rBV4 47014 68142 2.21% 0.261%
16 18.972 2700 2704 2708 rBvV 53921 69410 2.25% 0.266%
17 19.066 2715 2720 2728 rBV4 55848 106100 3.44% 0.406%
18 19.131 2728 2731 2735 rVB4 28262 36765 1.19% 0.141%
19 19.213 2741 2745 2749 rBV6 23221 32996 1.07% 0.126%
20 19.377 2769 2773 2777 rBv4 36998 52553 1.70% 0.201%
21 19.418 2777 2780 2785 rVB3 41346 55138 1.79% 0.211%

22 19.935 2862 2868 2873 rBV 2214195 3085428 100.00% 11.809%
23 20.211 2911 2915 2918 rBV 124370 171230 5.55% 0.655%

24 20.482 2958 2961 2964 rBvV4 41470 57952 1.88% 0.222%
25 20.529 2966 2969 2972 rVV3 37619 59655 1.93% 0.228%
26 20.670 2991 2993 2997 rVB 42588 42252 1.37% 0.162%
27 20.828 3015 3020 3024 rBV 62309 81611 2.65% 0.312%

28 21.228 3083 3088 3099 rBvV 507480 753207 24.41% 2.883%
29 21.568 3141 3146 3161 rVB 528353 948501 30.74% 3.630%
30 21.774 3178 3181 3186 rBV6 38051 48356 1.57% 0.185%

31 22.003 3217 3220 3226 rVB3 59494 81619 2.65% 0.312%
32 22.379 3277 3284 3294 rBV 536033 1118546 36.25% 4.281%
33 23.207 3421 3425 3433 rVB 81914 157575 5.11% 0.603%
34 23.366 3446 3452 3460 rVB2 150024 294755 9.55% 1.128%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045871.D

Aca On 26 Jun 2020 13:22

Operator : CG/JU

Sample : L3101-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 23.807 3521 3527 3533 rBV 195117 417342 13.53% 1.597%

36 23.871 3533 3538 3547 rVB4 164547 403038 13.06% 1.543%
37 24.006 3556 3561 3573 rVB5 49580 119169 3.86% 0.456%
38 24.699 3671 3679 3690 rvVB2 308560 865910 28.06% 3.314%
39 25.222 3761 3768 3781 rVB5 161833 450219 14.59% 1.723%
40 25.810 3859 3868 3880 rVvB2 248924 740351 24 .00% 2.834%

41 25.933 3882 3889 3903 rBV3 135092 472744 15.32% 1.809%
42 27.877 4216 4220 4231 rVB7 84325 238833 7.74% 0.914%
43 29.105 4416 4429 4452 rVB7 426721 1977875 64.10% 7.570%
44 29.840 4543 4554 4565 rBV7 102583 471221 15.27% 1.804%
45 29.992 4567 4580 4597 rVB5 373529 1760332 57.05% 6.737%

46 30.633 4674 4689 4709 rVB6 361039 1851643 60.01% 7.087%
47 31.872 4890 4900 4904 rBV6 181014 595062 19.29% 2.278%

Sum of corrected areas: 26127533
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045871.D

Aca On : 26 Jun 2020 13:22

Operator : CG/JU

Sample : L3101-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG045871.D

2000000
1500000
1000000

500000 7.13
551 8.23 9.07

701 [\ ] 10.72

I

T T
Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG045871.D

1994

2000000

1500000

13.18
1000000 16.06

22.38

21.221.57

17.32
500000 14.56

. 14.01 1672 172 17.70 1822 1GNP

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: BG045871.D

2000000
1500000

1000000

29.11
500000 29.99  30.63

T

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\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045871.D

Aca On : 26 Jun 2020 13:22

Operator : CG/JU

Sample : L3101-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Cetene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.07 2.70 ng 106100 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 83
2 Cetene 224 C16H32 000629-73-2 78
3 7-Hexadecene. (2)- 224 C16H32 035507-09-6 76
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 76
5 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 76
Abundance Scan 2721 (19.072 min): BG045871.D (-2715) (-) m/z 69.05 100.00%
7
5000
159 189207 235 g5 18.80 19.00 19.20 19.40
(o} m/z 97.05 96 .59%
m/z--> 50 100 150 200 250 300 350
Abundance #81247: Cyclohexadecane
55
5000 LN BN UL LN B
111 18.80 19.00 19.20 19.40
294 m/z 83.05 94 .33%
m/z--> 50 260 250 300 350
Abundance
41
83 18.80 19.00 19.20 19.40
5000 m/z 55.05 92.85%
111
oL15 65 139 168 196 224
m/z--> 50 100 150 200 250 300 350
Abundance #81249: 7-Hexadecene, (2)- N B EE
55 18.80 19.00 19.20 19.40
m/z 57.05 83.16%
5000 8
29
111
0 \‘ Il I} I 140 167 196 224
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045871.D

Aca On : 26 Jun 2020 13:22

Operator : CG/JU

Sample : L3101-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 9-Eicosene, (E)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.21 3.61 ng 171230 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
2 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 91
4 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
Abundance Scan 2915 (20.211 min): BG045871.D (-2911) (-) m/z 83.05 100.00%
55 | 83
LIRS B B
139 166 187205 230 259 19.80 20.00 20.20 20.40 20.60
ol b SR AR VA0 30 Th/z 69.05  96.00%
m/z--> 50 100 150 200 250 300
Abundance #127771: 3-Eicosene, (E)-
83
5000 AU N
29 11 19,80 20.00 20.20 20.40 20.60
m/z 55.05 92.96%
oL J ‘\ “ J k 139 167 19 204 252 280
m/z--> 150 200 250 300
Abundance
57 83
19:80 20.00 20.20 20.40 20.60
5000 m/z 97.05 88.11%
29 111
o 139 168 196 223 252 280
m/z--> 50 100 150 200 250 300
Abundance #190374: Pentafluoropropionic acid, tetradecy! ester LI e e e
7 g3 19.80 20.00 20.20 20.40 20.60
m/z 57.05 77.63%
5000 111
29 ” 196
0 | I ‘ |10 1% Tz 342
m/z--> 50 100 150 200 250 300 19,80 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045871.D

Aca On : 26 Jun 2020 13:22

Operator : CG/JU

Sample : L3101-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 3-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.23 15.88 ng 753207 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 97
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 Bromoacetic acid. octadecvl ester 390 C20H39Br02 018992-03-5 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90
Abundance Scan 3088 (21.228 min): BG045871.D (-3083) (-) m/z 83.05 100.00%
55 | 83
R SN SN BN S
139 168 21.00 21.20 21.40 21.60
ol I b7y 027 196 224 293 280 308 345 . ‘m/z 69.05  94.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-
57
83
5000 L U SR U B
29 11 21.00 21.20 21.40 21.60
m/z 55.05 93.86%
o \‘ L “ ‘M‘ ‘ \\1?9 167 196 224 252 260
m/z--> 50 200 250 300 350 400
Abundance
57
83 R SR SN BRI SUM
21.00 21.20 21.40 21.60
5000 111 m/z 57.05 92.10%
29 139 189 210 255 406
O T T e e T e S B B e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester LB BRa e e
4 21.00 21.20 21.40 21.60
69 m/z 43.05 86 .60%
97
5000
‘ 125
ol Al b 13, 196228
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045871.D

Aca On : 26 Jun 2020 13:22

Operator : CG/JU

Sample : L3101-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.38 23.59 ng 1118550 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 96
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Cvclotetradecane 196 C14H28 000295-17-0 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 3284 (22.379 min): BG045871.D (-3277) (-) m/z 83.05 100.00%
57 83
5000 111 \
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
139 167189 22.00 22.20 22.40 22.60
I | I h a2l (R0 223 250271293 322 355 393 | sz 69.05  85.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55
5000 AUVABSUARUAREE R
29 111 22.00 22,20 22.40 22.60
m/z 57.05 84.62%
ol L] M h H L \139M167 196 234
m/z--> 50 200 250 300 350 400
Abundance
55 83
22.00 22.20 22.40 22.60
5000 111 m/z 55.05 83.35%
29
o 139 168 105 238 266
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol T T
83 22.00 22.20 22.40 22.60
m/z 97.05 81.98%
5000 1 ‘UdA\N—*_--J/\\thvwvvvﬂﬁ—%
29
0 ‘J i ‘ H ‘\ J}lﬁg \167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 400 22.00 22,20 22.40 22.60

8270-BG061520.M Sat Jun 27 06:22:22 2020 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045871.D

Aca On : 26 Jun 2020 13:22

Operator : CG/JU

Sample : L3101-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Supraene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
23.21 3.64 ng 157575 Perylene-di12 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 83
2 Saualene 410 C30H50 000111-02-4 83
3 Farnesol isomer a 222 C15H260 1000108-92-4 81
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 74
5 Hexadeca-2,6,10,14-tetraen-1-ol,... 290 C20H340 007614-21-3 72
Abundance Scan 3425 (23.207 min): BG045871.D (-3421) (-) m/z 69.05 100.00%
69
5000
T 22180 23,00 23,20 23,40 23,60
207 - - : - -
ok a bl 't”ﬁ ll 1631851231 257279299325 357 A ' “m/z 81.05  51.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 U AR BN
22.80 23.00 23.20 23.40 23.60
41 o 137 m/z 41.05 20.36%
0 )16 163 191 217 245 273 299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
22.80 23.00 23.20 23.40 23.60
s000l 4 m/z 95.05 15.82%
95
o 137 161 101 217 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #79401: Farnesol isomer a A RREEE RS E ST
69 22.80 23.00 23.20 23.40 23.60
m/z 67.05 14 .90%
5000{ 41
93
ol bl o 222 T T
m/z--> 50 100 150 200 250 300 350 400 22.80 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045871.D

Aca On : 26 Jun 2020 13:22

Operator : CG/JU

Sample : L3101-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 1,19-Eicosadiene Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.

23.37 6.81 ng 294755 Perylene-di12 24.70

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 97
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 93
3 Octadecanal 268 C18H360 000638-66-4 91
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
5 (2)-14-Tricosenyl formate 366 C24H4602 077899-10-6 86

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

Abundance Scan 3453 (23.372 min): BG045871.D (-3446) (-)
43
5000
152
o 1] 180 209 240264291 334 363 401 429
i

400

475
450

m/z 82.05 100.00%

L

23.00 23.20 23.40 23.60

m/z 43.05 89.95%

Abundance #126193: 1,19-Eicosadiene
55
5000 82 LA L L L L L L I
29 23.00 23.20 23.40 23.60
09 m/z 57.05 81.38%
ol 1L ‘n M 138 180208 250278
i e o e L e e o o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
82
R e AR
57 23.00 23.20 23.40 23.60
5000 m/z 55.05 67.04%
110
29
138
166 211 250
O T e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #117604: Octadecanal R Ba T e R
43 23.00 23.20 23.40 23.60
m/z 83.05 61.68%
82
5000
o 18 ¥ ﬂ‘ ‘ | 137 166 194 222 250
m/z--> 0 0 150 200 250 300 350 400 450 23 00 23. 20 23 40 23 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045871.D

Aca On : 26 Jun 2020 13:22

Operator : CG/JU

Sample : L3101-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 2-methyloctacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.81 9.64 ng 417342 Perylene-di12 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 86
Abundance Scan 3528 (23.812 min): BG045871.D (-3521) (-) m/z 57.05 100.00%
57
85
5000
LSRR DU SRR SR B
113 23.40 23.60 23.80 24.00 24.20
155 183
- .\, bl 0 225 256281 313337 365 305 425 | L0771 05 82.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 AR AU
23140 23.60 23.80 24.00 24.20
113 m/z 43.05 67.24%
oL 2 h‘ﬁ | 77,141 160 197 225 _ 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
o 23.40 23,60 23.80 24.00 24.20
5000 m/z 85.05 66 .88%
29 113
o 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane EP R e
57 23.40 23.60 23.80 24.00 24.20
m/z 55.05 28.68%
5000 85
= 113 141
oL {11 ﬂ | 7+, 169 197 225 253 281 309 337 365 394
m/z--> % ﬁo @ 2& 250 300 350 400 23140 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045871.D

Aca On : 26 Jun 2020 13:22

Operator : CG/JU

Sample : L3101-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 n-Nonadecanol-1 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
23.87 9.31 ng 403038 Perylene-di12 24._.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 8-Heptadecene 238 C17H34 002579-04-6 90
4 3-Heptadecene. (2)- 238 C17H34 1000141-67-3 90
5 10-Heneicosene (c,t) 294 C21H42 095008-11-0 86

Abundance Scan 3538 (23.871 min): BG045871.D (-3533) (-) m/z 97.05 100.00%
43 69 | 97
5000
e 2360 23180 24,00 2420
153 181 208 238 284 : : : :
ol A AN b 58 P R, SR 320302 S8 A5 T /7 69.05 98.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131391: n-Nonadecanol-1
55 83
5000 11 LR SR IR I
23.60 23.80 24.00 24.20
29 m/z 83.05 98.06%
oL, .“.‘ ‘.‘ I“" ‘. ) "H‘I l“ I\\ﬁgl.:‘[eﬁ Jl-gle'l ”2%8 2|6|6'| e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 83
| 23.60 23.80 24.00 24.20
5000 11 m/z 55.05 88.46%
29 139
o 167 195 222 250 280 308 336
m/z--> §o 160 1éo 260 2%0 360 3%0 460
Abundance #92564: 8-Heptadecene A EEEEEEEE L
55 23.60 23.80 24.00 24.20
83 m/z 43.05 84.87%
5000{ 29
111
238
0 '[I'“'yh"ﬂﬁi""l"" U DN UL DU LR AN SR SUNIUE B
m/z--> 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20

8270-BG061520.M Sat Jun 27 06:22:32 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045871.D

Aca On : 26 Jun 2020 13:22

Operator : CG/JU

Sample : L3101-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 2-Pentadecanone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
24 .01 2.75 ng 119169 Perylene-d12 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentadecanone 226 C15H300 002345-28-0 53
2 2-Propanone. 1l-cvclohexvl- 140 C9H160 000103-78-6 53
3 Oxirane. tetramethvl- 100 C6H120 005076-20-0 47
4 2-Pentadecanone. 6.10.14-trimethvl- 268 C18H360 000502-69-2 38
5 Hexacosa-2,25-dione 394 C26H5002 1000163-27-9 37
Abundance Scan 3562 (24.012 min): BG045871.D (-3556) (-) m/z 58.05 100.00%
58
48173 241 269293 325 ... g9, 4pg | 23.60 23.80 24.00 24.20 24.40
ol "-l”". m/z 59.05 86.23%
m/z--> 50 100 150 200 250
Abundance #82960: 2- Pentadecanone
58
5000 AR U BRI B
Bmmmmmmmmm
85 m/z 43.05 63.37%
29 226
o..“..‘,“‘ i “‘1“.?3.8,?6.8.%9,7....,....,....,....,....
m/z--> 50 100 150 200 250 300 350 400
Abundance
59
23.60 23.80 24.00 24.20 24.40
5000 m/z 71.05 42 .71%
82
o 21 107 140
m/z--> 55 160 1éo 260 2%0 360 3%0 460
Abundance #3858: Oxirane, tetramethyl- P T R
59 23.60 23.80 24.00 24.20 24.40
m/z 57.05 34.87%
5000
oL || w0
miz-> 50 100 150 200 250 300 350 400 | | 23.60 23.80 24.00 24.20 24.40

8270-BG061520.M Sat Jun 27 06:22:34 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045871.D

Aca On : 26 Jun 2020 13:22

Operator : CG/JU

Sample : L3101-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Octadecanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

25.22 10.40 ng 450219 Perylene-d12 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 95
2 1.19-Eicosadiene 278 C20H38 014811-95-1 89
3 Heptadecanal 254 C17H340 1000376-70-0 87
4 1.13-Tetradecadiene 194 C14H26 021964-49-8 86
5 Hexadecanal 240 C16H320 000629-80-1 86

Abundance Scan 3768 (25.222 min): BG045871.D (-3761) (-) m/z 57.05 100.00%

57 82

5000

:

25.00 25.20 25.40 25.60
m/z 82.05 90.16%

207 250 278 306 333 362 391 417440

m/z--> 100 150 200 250 300 350 400
Abundance #117605: Octadecanal

50
43 8
5000 LA B L L L L L LB
25.00 25.20 25.40 25.60
110 250 m/z 43.05 80.57%
138 222
.ka‘w 166 194 7

0!

-

o Aot
m/z--> 50 100 150 200 250 300 350 400
Abundance
55
R mEEEs L
25.00 25.20 25.40 25.60
5000 82 m/z 96.05 63.45%
29
109
o 138 180 208 250 278
A A o T S IS A
m/z--> 100 150 200 250 300 350 400
Abundance #105849: Heptadecanal B B B ma A S
25.00 25.20 25.40 25.60
m/z 55.05 63.02%
5000
109
o \l|137158180 208 236
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 150 200 250 300 350 400 25 00 25 20 25. 40 25 60

8270-BG061520.M Sat Jun 27 06:22:36 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045871.D

Aca On : 26 Jun 2020 13:22

Operator : CG/JU

Sample : L3101-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Heneicosane, 11-(1-ethylpro... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.81 17.10 ng 740351 Perylene-d12 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 89
Abundance Scan 3868 (25.810 min): BG045871.D (-3859) (-) m/z 57.05 100.00%
g7
85
5000
113 0 2560 9580 26.00 26.20
Muw 2540 25.60 25.80 26.00 26.20
o] , § H iy 30,107 225 293 261 308 341 379 415 | “ns7 71.05  85.37%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
85

5000 R EEREE RS
2540 25. 60 2580 26. OO 26. 20

m/z 85.05 63.62%

113
oL 2 h ] H L ‘141‘169 197 225 _ 267 295 365 393
....,... : LA M SN
miz--> 50 100 150 200 250 300 350 400
Abundance
43

_r'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_

71 25.40 25.60 25.80 26.00 26.20
5000 m/z 43.05 62.10%

9 197
o 155 183 225 253 295 337
e L e L MR A a e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane B T
57 25. 40 25. 60 25 80 26. 00 26. 20

m/z 55.05 26.37%

85
5000
2 ‘ ] 13 296

‘ |77 141 160 197 225 253

VIR 1 Db e L SR

m/z--> 50 100 150 200 250 300 350 400 25. 40 25. 60 25 80 26. 00 26. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045871.D

Aca On : 26 Jun 2020 13:22

Operator : CG/JU

Sample : L3101-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Behenic alcohol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
25.93 10.92 ng 472744 Perylene-d12 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 1-Heptacosanol 396 C27H560 002004-39-9 92
4 17-Pentatriacontene 491 C35H70 006971-40-0 81
5 n-Nonadecanol-1 284 C19H400 001454-84-8 70
Abundance Scan 3888 (25.927 min): BG045871.D (-3882) (-) m/z 57.05 100.00%
57 83
AR U RS
139 166 251 297 342 429 25.60 25.80 26.00 26.20
0....,.'.'1 "'""'“'“'....,....,....‘,....4?1..'.. m/z 83.05 94 .66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
55 83
5000 1l R AR AR SRR R
25. 60 25 80 26 00 26.20
m/z 55.05 91.87%
0 M Ll i ‘\ | 197 196 224 252 280 308
m/z--> 55 100 150 260 2éo 360 3%0 460
Abundance
57 83
25.60 25.80 26.00 26.20
5000 11 m/z 97.05 87.04%
29 139
o 167 195 222 250 280 308 336
m/z--> 55 160 1%0 260 250 300 350 460
Abundance #210517: 1-Heptacosanol O R B e LR
57 7 25.60 25.80 26.00 26.20
m/z 69.05 82.12%
5000
125
o 29| ‘\‘ ¥ L 193 181 209 236 264 292 320 350 378
m/z--> 55 160 1éo 260 2éo 360 3%0 460 2560 2580 2600 2620 '

8270-BG061520.M Sat Jun 27 06:22:40 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045871.D

Aca On : 26 Jun 2020 13:22

Operator : CG/JU

Sample : L3101-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Bicyclo[10.8.0]eicosane, cis- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
27.88 5.52 ng 238833 Perylene-d12 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 52
2 Pvridine. 1.2.3.6-tetrahvdro-1.2... 111 C7H13N 000694-84-8 43
3 o-Menth-8-ene 138 C10H18 015193-25-6 32
4 9-Methvl-11-oxo-1.6-diazatricvcl... 180 C10H16N20 111197-37-6 25
5 4-Cyclohexyl-1-butanol 156 C10H200 004441-57-0 25
Abundance Scan 4220 (27.877 min): BG045871.D (-4216) (-) m/z 96.05 100.00%
96
57
5000
153 180 217 243 283307 339 390 418 475 I I2I7(:‘:0I I2I78I0I I2I80IOI IZéZIOI -
01 m/z 57.05 68.18%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #126196: Bicyclo[10.8.0]eicosane, cis-
55
5000 L UL SRR B UL
29 278 27.60 27.80 28.00 28.20
109 m/z 71.05 65.18%
137
o .‘ L ‘H\ I ‘1.6.61942222?0..‘..,....,....,....,....
m/z--> 50 200 250 300 350 400 450
Abundance
42 96
| 27.60 27.80 28.00 28.20
5000 m/z 55.05 59.58%
67
S S B L L UL WL WL BRI L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #16856: 0-Menth-8-ene R B R A
96 27.60 27.80 28.00 28.20
67 m/z 69.05 53.28%
so00]
138
0 II""'I""I""I""I""I""I""IIIII IR AR AR VA
m/z--> 50 100 150 200 250 300 350 400 450 27.60 27.80 28.00 28.20

8270-BG061520.M Sat Jun 27 06:22:42 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045871.D

Aca On : 26 Jun 2020 13:22

Operator : CG/JU

Sample : L3101-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 2,2,4a,6a,8a,9,12b,14a-0Octa...

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

29.11 45.68 ng 1977880 Perylene-d12 24.70

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2.2.4a.6a.8a.9.12b.14a-0Octamethy... 410 C30H50 053013-35-7 83

2 6-1sopropenvl-4_.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 49

3 2-Cvclohexene-1-carboxaldehvde. ... 220 C15H240 056772-07-7 38

4 6.beta.Bicvclol4.3.01nonane. 5.b... 332 C15H251 1000195-85-9 35

5 1-Naphthalenepropanol, .alpha.-e... 308 C20H3602 000515-03-7 32
Abundance Scan 4430 (29.111 min): BG045871.D (-4416) (-) m/z 95.05 100.00%

95
I I I I I

395
87 328 367

5000

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215951: 2,2,4a,6a,8a,9,12b,14a-Octamethyl-1,2,3,4,4a,5,6, ...
95

28.80 29.00 29.20 29.40

m/z 107 .05 73 .53%

5

28. 80 29. OO 29 20 29. 40

m/z 109.05 69.89%

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
95
T TR
123 28.80 29.00 29.20 29.40
50001 41 218 m/z 69.05 69.30%
161
68 190
L T 8 R LM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77619: 2-Cyclohexene-1-carboxaldehyde, 2,6-dimethyl-6-(4-... B o ST
69 109 28.80 29.00 29.20 29.40
m/z 81.05 61.51%
5000
137 205
177
0...PMM.iJWJ”.l”........”,.”.,”..“..w..”,. St NN A 2 st
m/z--> 50 100 150 200 250 300 350 400 450 500 550 28. 80 29. OO 29.20 29.40

8270-BG061520.M Sat Jun 27 06:22:44 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045871.D

Aca On : 26 Jun 2020 13:22

Operator : CG/JU

Sample : L3101-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 _.gamma.-Sitosterol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
29.84 10.88 ng 471221 Perylene-d12 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Sitosterol 414 C29H500 000083-47-6 97
2 .beta.-Sitosterol 414 C29H500 000083-46-5 83
3 Campesterol 400 C28H480 000474-62-4 49
4 Kauren-18-ol. acetate. (4.beta.)- 330 C22H3402 072150-74-4 18
5 Cholest-7-en-3-o0l, 4,4-dimethyl-_._._. 414 C29H500 006384-28-7 14
Abundance Scan 4554 (29.840 min): BG045871.D (-4543) (-) m/z 43.05 100.00%
43
105
5000
29,60 29.80 30.00 30.20
0l m/z 105.05 T4.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 LRI BN SULRILN UL U
29.60 29.80 30.00 30.20
m/z 145.05 61.99%
oL \‘I 1 |
m/z-->
Abundance
43
29,60 29.80 30.00 30.20
5000 m/z 107 .05 60.68%
81 107 414
YO 73 213 os5 303320
o 234" 277 354 381
m/z--> 50 100 150 200 250 300 350 400
Abundance #212387: Campesterol e B
43 29.60 29.80 30.00 30.20
m/z 95.05 59.41%
5000
255 289315 347
0... h\\“\hl234||1||{340 LHIIIII L e s
m/z--> 50 100 150 200 250 300 350 400 29.60 29.80 30.00 30.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045871.D

Aca On : 26 Jun 2020 13:22

Operator : CG/JU

Sample : L3101-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 unknown29.99 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

29.99 40.66 ng 1760330 Perylene-d12 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acridin-9-vI-(4-methoxv-phenvl)-_.. 300 C20H16N20 1000317-35-5 42
2 1-Methoxvestrone 300 C19H2403 119831-01-5 41
3 9(1HY)-Phenanthrenone. 2.3.4.4a.1... 300 C20H2802 000511-05-7 38
4 4H-1-Benzopvran-4-one. 3.7-dihvd... 300 C16H1206 057396-72-2 38
5 Phenanthrene, 1,2,3,4,4a,9,10,10... 300 C21H320 010064-26-3 35

Abundance Scan 4580 (29.992 min): BG045871.D (-4567) (-) m/z 204.10 100.00%

285

5000
409
14 356 489 29.60 29.80 30.00 30.20 30.40
o} m/z 285.25 97.47%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #144972: Acridin-9-yl-(4-methoxy-phenyl)-amine
300
5000 | ANLANLINL LI L L L L L L

29.60 29.80 30.00 30.20 30.40
128 m/z 133.05 96.47%

255
0 51 77102 | 153178204220 |
e R e
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
300
e
29.60 29.80 30.00 30.20 30.40
5000 m/z 300.25 80.14%
o 137 176 215
55 243 272
R R R S R B o

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #145024: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexahydro-6... R R S EREEn L
29.60 29.80 30.00 30.20 30.40
m/z 55.05 70.82%

5000

41 @9

T I T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 29.60 29.80 30.00 30.20 30.40
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Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062620\
Data File : BG045871.D

Aca On : 26 Jun 2020 13:22

Operator : CG/JU

Sample : L3101-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Library Search Compound Report

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

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 1,1,4a-Trimethyl-5,6-dimeth...

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
30.63 42.77 ng 1851640 Perylene-di12 24._.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24
2 2H-Cvclopentacvclooctene. 4.5.6.... 204 C15H24
3 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24
4 1R.4S.7S.11R-2.2.4.8-Tetramethvl... 204 C15H24
5 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24

1000193-60-8 50
1000221-85-8 46
137235-51-9 46
1000140-07-6 43
1000140-07-7 43

Abundance Scan 4689 (30.633 min): BG045871.D (-4674) (-)
5000
04
m/z--> 50 100 150 200 250 300 350 400
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204
M 91 133
161
5000 69
m/z--> 50 100 150 200 250 300 350 400
Abundance
133 204
41
5000 161
67 91
O T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #64400: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-diene
204
108
5000 133 161
41 79 { k
0! ,.MWuq.uh.,L... e
m/z--> 50 100 150 200 250 300 350 400

m/z 204.15 100.00%

-

30.40 30.60 30.80 31.00

m/z 133.05 64 .51%

:

T T I T
30.40 30.60 30.80 31.00

m/z 135.05 54 .89%

-

30.40 30.60 30.80 31.00

m/z 69.05 52.29%

-

30.40 30.60 30.80 31.00

m/z 109.05 51.00%

-

T T I T
30.40 30.60 30.80 31.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEM1I\BNA G\DATA\BG062620\

BG045871.D

26 Jun 2020 13:22
CG/Ju

L3101-02

6 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG061520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 Hop-22(29)-en-3.beta.-ol

R.T.

EstConc

Concentration Rank 8

Relative to ISTD

31.87 13.

Hit# of 5

74 ng

Tentative ID

1 Hop-22(29
2 (-)-1solo
3 Azulene.

4 2-Butenal

Y-en-3.beta.-ol
naifolol.

methvl ether

1.2.3.5.6.7.8.8a-octahv. ..
. 2-methvl-4-(2.6.6-tri...
5 2-lIsopropenyl-4a,8-dimethyl-1,2,... 204

426
236
204
206

C30H500
C16H280
C15H24
C14H220
C15H24

058801-23-3 52
1000333-80-8 43
003691-11-0 42
003155-71-3 41
1000193-57-0 38

Abundance

5000

69 93 189

Scan 4900 (31.872 min): BG045871.D (-4890) (-)

18

257 297 342 38341

1

5000

350

04
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #221200: Hop-22(29)-en-3.beta.-ol

189
95
55
5000 135
162
1] F

o1 e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance

g1 109
41 135
5000
189
161

15 236

O r e e e T e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #64531: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7...

400

450

m/z 189.15 100.00%

-

31.60 31.80 32.00 32.20

m/z 93.05 87 .89%

5

T I I T
31.60 31.80 32.00 32.20

m/z 81.05 87 .63%

;

31.60 31.80 32.00 32.20

m/z 107.05 87.08%

31.60 31.80 32.00 32.20

m/z 109.05 82 .66%

T I I T
31.60 31.80 32.00 32.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG062620\
Data File : BG045871.D

Acq On 26 Jun 2020 13:22

Operator : CG/JU

Sample - L3101-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061520._M
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]
Cetene 19.07 2.7 ng 106100 4 17.32 784653 20.0
9-Eicosene, (E)- 20.21 3.6 ng 171230 5 21.57 948501 20.0
3-Eicosene, (E)- 21.23 15.9 ng 753207 5 21.57 948501 20.0
Cyclohexadecane 22.38 23.6 ng 1118550 5 21.57 948501 20.0
Supraene 23.21 3.6 ng 157575 6 24.70 865910 20.0
1,19-Eicosadiene 23.37 6.8 ng 294755 6 24.70 865910 20.0
2-methyloctacosane 23.81 9.6 ng 417342 6 24.70 865910 20.0
n-Nonadecanol-1 23.87 9.3 ng 403038 6 24.70 865910 20.0
2-Pentadecanone 24 _01 2.8 ng 119169 6 24.70 865910 20.0
Octadecanal 25.22 10.4 ng 450219 6 24.70 865910 20.0
Heneicosane, 11-(... 25.81 17.1 ng 740351 6 24.70 865910 20.0
Behenic alcohol 25.93 10.9 ng 472744 6 24.70 865910 20.0
Bicyclo[10.8.0]ei... 27.88 5.5 ng 238833 6 24.70 865910 20.0
2,2,4a,6a,8a,9,12. .. 29.11 45.7 ng 1977880 6 24.70 865910 20.0
-.gamma.-Sitosterol 29.84 10.9 ng 471221 6 24.70 865910 20.0
unknown29 .99 29.99 40.7 ng 1760330 6 24.70 865910 20.0
1,1,4a-Trimethyl-._.. 30.63 42.8 ng 1851640 6 24.70 865910 20.0
Hop-22(29)-en-3.b... 31.87 13.7 ng 595062 6 24.70 865910 20.0
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