LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046473.D

Aca On : 31 Aug 2020 17:51

Operator : CG/JU

Sample : L3828-02

Misc :

ALS Vial : 5 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-BG082520.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 3.129 3 7 26 rvB 465831 648589 17.18% 2.185%
2 5.044 327 333 343 rBV 26679 43970 1.16% 0.148%
3 5.514 406 413 431 rBV 1096677 1756579 46.52% 5.917%
4 7.101 674 683 700 rBY 1060518 1888952 50.02% 6.363%
5 7.929 816 824 832 rBV 248330 420238 11.13% 1.416%
6 8.076 842 849 856 rBV 310977 502791 13.32% 1.694%
7 8.699 947 955 964 rBV 254321 486003 12.87% 1.637%
8 9.086 1012 1021 1033 rBV 690216 1207330 31.97% 4_.067%
9 10.726 1293 1300 1306 rBV 342695 622695 16.49% 2.098%
10 11.766 1472 1477 1483 rBvV2 21151 37875 1.00% 0.128%
11 13.182 1711 1718 1728 rVV 1645505 2603668 68.95% 8.771%
12 13.399 1750 1755 1763 rBvV3 40114 75186 1.99% 0.253%
13 14.010 1853 1859 1864 rBvV 81429 126642 3.35% 0.427%
14 14.474 1932 1938 1942 rVB 40316 55901 1.48% 0.188%
15 14.562 1945 1953 1960 rVvVv 603849 956996 25.34% 3.224%
16 15.420 2095 2099 2103 rVB 40139 49121 1.30% 0.165%
17 15.826 2161 2168 2174 rBvV3 18728 41209 1.09% 0.139%
18 16.049 2199 2206 2215 rBV 1651211 2440510 64.63% 8.221%
19 16.284 2241 2246 2248 rBV 46500 63545 1.68% 0.214%
20 16.307 2248 2250 2255 rVB 31887 38254 1.01% 0.129%
21 17.300 2413 2419 2425 rBV 785745 1260782 33.39% 4_.247%
22 17.347 2425 2427 2433 rVB 52467 58650 1.55% 0.198%
23 17.488 2446 2451 2458 rBV2 33559 59884 1.59% 0.202%

24 18.205 2570 2573 2580 rVv2 81872 135141 3.58% 0.455%
25 18.405 2598 2607 2616 rVB4 42219 123106 3.26% 0.415%

26 18.587 2634 2638 2645 rVB 63544 100578 2.66% 0.339%
27 18.646 2645 2648 2652 rVB2 36610 53491 1.42% 0.180%
28 18.787 2667 2672 2681 rVB 479650 673134 17.83% 2.267%
29 18.922 2686 2695 2701 rBV 171877 270392 7.16% 0.911%
30 19.057 2712 2718 2722 rBV 230815 355169 9.41% 1.196%

31 19.134 2727 2731 2736 rVVv4 58630 90685 2.40% 0.305%
32 19.186 2737 2740 2746 rVB2 30694 44941 1.19% 0.151%
33 19.357 2765 2769 2774 rBV 42813 68277 1.81% 0.230%

34 19.416 2774 2779 2784 rVB 208795 278283 7.37% 0.937%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046473.D

Aca On : 31 Aug 2020 17:51

Operator : CG/JU

Sample : L3828-02

Misc :

ALS Vial : 5 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\HPCHEM1\BNA G\METHODS\8270-BG082520.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 19.633 2811 2816 2821 rVB 54189 78433 2.08% 0.264%
36 19.709 2826 2829 2831 rBV2 41937 51529 1.36% 0.174%

37 19.803 2840 2845 2853 rVB 104362 179361 4._75% 0.604%
38 19.880 2853 2858 2860 rBV 89884 128995 3.42% 0.435%
39 19.921 2860 2865 2874 rVB 2845187 3776072 100.00% 12.720%
40 20.138 2896 2902 2908 rVB 1960981 2508666 66.44% 8.451%

41 20.238 2915 2919 2924 rVB 75998 101751 2.69% 0.343%

42 20.456 2952 2956 2963 rBV 46962 87749 2.32% 0.296%
43 20.620 2978 2984 2989 rVB3 40897 75667 2.00% 0.255%
44 20.732 2997 3003 3006 rBV2 51655 74770 1.98% 0.252%

45 21.225 3082 3087 3099 rBV 355307 676456 17.91% 2.279%

46 21.448 3121 3125 3130 rVB2 53687 71445 1.89% 0.241%
47 21.548 3132 3142 3154 rVV 899326 1492478 39.52% 5.027%
48 21.760 3174 3178 3190 rVB2 55497 107603 2.85% 0.362%
49 22.377 3280 3283 3300 rVvB2 159877 395664 10.48% 1.333%
50 22.559 3310 3314 3323 rVB3 46211 88670 2.35% 0.299%

51 23.011 3389 3391 3399 rVB 37511 58646 1.55% 0.198%
52 23.793 3518 3524 3530 rBV2 93518 181386 4._80% 0.611%
53 23.863 3530 3536 3553 rVV5 64137 236243 6.26% 0.796%
54 24.651 3660 3670 3686 rBV2 534230 1499632 39.71% 5.052%
55 25.790 3857 3864 3871 rVB3 45556 112370 2.98% 0.379%

56 25.943 3882 3890 3891 rBV7 29519 64365 1.70% 0.217%

Sum of corrected areas: 29686518
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046473.D

Aca On : 31 Aug 2020 17:51

Operator : CG/JU

Sample : L3828-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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: BG046473.D
2500000
2000000

1500000

5.51 7.10
1000000
9.09
500000/:13

7 S 8.70 10.73
5.04 A A, 11.77
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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: BG046473.D

19.92

2500000
2000000 20.14
13.18 16.05
1500000

1000000 21.55
17.30

14.56
500000

1340 1401 1447 151\-4215.8j@ﬁﬁ lugsao  18FAUBTS | bimpead
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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: BG046473.D

2500000

2000000

1500000

1000000

24.65
500000

2
123,01 f§¥§§ 2525904
T T T T e T T e T e e e e e e e e e

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\BG083120\
Data File : BG046473.D

Aca On : 31 Aug 2020 17:51

Operator : CG/JU

Sample : L3828-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

3.13 30.87 ng 648589 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 25
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22

Abundance Scan 7 (3.129 min): BG046473.D (-3) (-) m/z 73.10 100.00%
3
5000 /\\‘
43
> 87 U S UL U
371! 1 20 | 7 3.20 3.30 3.40 3.50
o 7/ N R S — m/z 43.10 35.33%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 IS RN RN LR
43 3.20 3.30 3.40 3.50
55 87 m/z 87.10 26.16%
o ?9 35 1] | 67 ||, 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 HRSAE S UL U
3.20 3.30 3.40 3.50
5000 41 55 m/z 55.10 25.91%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.20 3.30 3.40 3.50
m/z 71.05 10.87%
5000 43
58
0'I”Hm“”'ﬂl”l”'W'”'P*”I”'W'”'P'”I”'W'”'P'” U S UL U I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046473.D

Aca On : 31 Aug 2020 17:51

Operator : CG/JU

Sample : L3828-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14

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

5.04 2.09 ng 43970 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 332 (5.038 min): BG046473.D (-327) (-) m/z 43.10 100.00%
43
59
5000
73 101 U R R R I
| 51 | | 83 | 480 5.00 520 5.40
O B S T R AL L e o S m/z 59.10 58.80%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
JAN
5000 59 U U R L I
480 5.00 520 5.40
m/z 101.10 18.46%
o 25 3t 37 , 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance
43
A SRR SRR AR R
480 5.00 520 5.40
5000 m/z 58.05 16.68%
29 55 83 98
e S S U I U UL SULILL I IUL L B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4425: Butane, 1-ethoxy-
59 480 5.00 520 5.40
31 m/z 73.00 12.90%
5000 41
73
0 1\5 ‘ | 147 53\‘ , ‘ 87 102
mz-> 10 20 30 40 50 60 70 80 90 100 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046473.D

Aca On : 31 Aug 2020 17:51

Operator : CG/JU

Sample : L3828-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 o0-Cymene Concentration Rank 3

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

8.08 23.93 ng 502791 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 95
2 p-Cvmene 134 C10H14 000099-87-6 95
3 Benzene. 1l-methvl-3-(l1-methvleth... 134 C10H14 000535-77-3 94
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 91
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 91

Abundance Scan 850 (8.082 min): BG046473.D (-842) (-) m/z 119.10 100.00%
119
5000
o1 134
41 51 gg 65 77 103 | | 7.80 8.00 8.20 8.40
Obrrr e e ettt et en | m/Z 134.100  27.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14810: o-Cymene
119
5000 UL L U I I
7.80 8.00 8.20 8.40
20 01 134 m/z 91.10 22 .82%
oL T ¥ S1sg® Tgq | 103 196 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
780 8.00 820 8.40
5000 m/z 117.10 15.45%
o1 134
o 27 344 515865 77 103 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)- b R
119 7.80 8.00 8.20 8.40
m/z 120.10 9.91%
5000
134
91
oL 15 27 41 s1sg 6 77 | 103 |16 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 780 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046473.D

Aca On : 31 Aug 2020 17:51

Operator : CG/JU

Sample : L3828-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.21 2.14 ng 135141 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 2574 (18.211 min): BG046473.D (-2570) (-) m/z 73.05 100.00%
43 s
5000 129 213 _/\NL~V~%M_Mv~“
143 17,80 18.00 18.20 18.40 18.60
0 m/z 60.00 95.43Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 T T T T PR
ﬂmmmmmmmmm
m/z 57.10 87.66%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
120 17,80 18.00 18.20 18.40 18.60
5000 m/z 43.10 83.77%
43
87 115
101 143 172
O o L L e
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #72643: Tridecanoic acid A mmumat S
43 6078 17.80 18.00 18.20 18.40 18.60
m/z 55.10 78.40%
5000 129
29
oL15 L#H 143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 80 18. 00 18. 20 18 40 18 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046473.D

Aca On : 31 Aug 2020 17:51

Operator : CG/JU

Sample : L3828-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 18-Norabietane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.79 10.68 ng 673134 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 18-Norabietane 262 C19H34 1000293-16-6 86
2 Pvrazol-3-amine. 1-(4-fluorobenz... 191 C10H10FN3 1000272-83-2 35
3 Pvrazol-4-amine. 1-(4-fluorobenz... 219 C12H14FN3 1000272-83-8 27
4 5-Hexen-1-one. 1-(1H-imidazol-4-... 192 C11H16N20 069393-41-5 14
5 Pyridine, 4-methoxy- 109 C6H7NO 000620-08-6 14
Abundance Scan 2673 (18.793 min): BG046473.D (-2667) (-) m/z 109.05 100.00%
9

5000

18.40 18.60 18.80 19.00 19.20
m/z 191.15 66.08%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #112660: 18-Norabietane

5000
18.40 18.60 18.80 19.00 19.20

m/z 95.05 65.03%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
109
18.40 18.60 18.80 19.00 19.20
5000 191 m/z 81.10 51.87%
83
40 52 g9 96 125 1y 172
B B o B R B Rl
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #76466: Pyrazol-4-amine, 1-(4-fluorobenzyl)-3,5-dimethyl-
18.40 18.60 18.80 19.00 19.20
m/z 55.10 42 .86%
5000

177

124136 150163
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 18 40 18. 60 18.80 19.00 19. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046473.D

Aca On : 31 Aug 2020 17:51

Operator : CG/JU

Sample : L3828-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 4b,8-Dimethyl-2-isopropylph... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.92 4.29 ng 270392 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4b.8-Dimethvl-2-isopropviphenant... 256 C19H28 1000197-14-1 97
2 s-Indacen-1(2H)-one. 3.5.6.7-tet... 256 C18H240 038754-94-8 83
3 As-Indacene. 1.2.3.6.7.8-hexahvd... 256 C19H28 017465-47-3 41
4 3.4-Dihvdro-3.3-dimethvl-1.9(2H.... 241 C15H15N02 1000212-95-2 35
5 Sebacic acid, butyl 6-ethyloct-3... 398 C24H4604 1000354-18-4 32
Abundance Scan 2695 (18.922 min): BG046473.D (-2686) (-) m/z 159.10 100.00%
1%9 241
5000 185
117 143 213 256
4l 55 69 91 Il | | - 18.60 18.80 19.00 19.20
o TR WV ot .'...,.... 22 Tm/z 241.20  91.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107705: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6,7,8...
241
159
5000
256 18.60 18.80 19.00 19.20
185
13 m/z 185.10 44 _23%
oz e o wsEE ||, | |
miz-> % 40 60 80 100 120 130 160 180 200 20 240 240 280
Abundance
241
18.60 18.80 19.00 19.20
5000 m/z 143.10 21.59%
185 256
ol 14243 637791 113128142157 99 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107706: As-Indacene, 1,2,3,6,7,8-hexahydro-1,1,6,6-tetram...
241 18.60 18.80 19.00 19.20
m/z 256.20 21.00%
5000
s 143 256
29 43
da D F mma T 0 P ms ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046473.D

Aca On : 31 Aug 2020 17:51

Operator : CG/JU

Sample : L3828-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 10,18-Bisnorabieta-8,11,13-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.06 5.63 ng 355169 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.18-Bisnorabieta-8.11.13-triene 242 C18H26 032624-67-2 93
2 s-Indacene-1.7-dione. 2.3.5.6-te... 242 C16H1802 055591-17-8 64
3 1.4-Naphthalenedione. 2-hvdroxv-... 242 C15H1403 004042-39-1 53
4 5-Methoxv-2-methvl-4-o0x0-1.2.3.4... 242 C14H14N202 1000227-06-0 53
5 7-Diethylamino-2-o0xo-2H-chromene... 242 C14H14N202 332411-59-3 52
Abundance Scan 2718 (19.057 min): BG046473.D (-2712) (-) m/z 227.20 100.00%
227
5000
143 242 /\
128 alen 1an 16'9n 16An
157 209 18.80 19.00 19.20 19.40
41 91 183
Oberrrprrr oo 00k i L1 299274 1 o943 10 33.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96021: 10,18-Bisnorabieta-8,11,13-triene
257
143
5000
242 18.80 19.00 19.20 19.40
m/z 242 .15 27.41%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
227
A‘“'l“"w"w"“l'“'
18.80 19.00 19.20 19.40
5000 m/z 228.20 18.94%
242
115
o 16 39 637701 129143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 )\
Abundance #95800: 1,4-Naphthalenedione, 2-hydroxy-3-(3-methyl-1-bute... T A RAREaRmEEE LS
227 18.80 19.00 19.20 19.40
m/z 128.05 13.22%
5000 199
242
77
51 | } S1p9 152 171 213
0....|.‘...‘l“..”..l‘.‘..‘.l. I\I\IIHI ”‘IIIQ\HHHI\I‘ -‘-‘--\‘---- ”\” - ‘....l....l..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40

8270-BG082520.M Tue Sep 01 18:11:54 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046473.D

Aca On : 31 Aug 2020 17:51

Operator : CG/JU

Sample : L3828-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
190.42  4.41ng 278283  Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 10.18-Bisnorabieta-5.7.9(10).11.... 238 Cl8H22 006566-19-4 99

118894-71-6 86
1000191-26-7 74
018970-30-4 60
000090-50-6 55

2 Tricvclol3.3.3.0(1.5)Tundec-6-en... 223 C14H13N3
3 12-Azabicvclol9.2.21pentadecan-1... 223 C14H25N0O
4 4 .47 -Diisopropvibiphenvl 238 C18H22

5 2-Propenoic acid, 3-(3,4,5-trime... 238 C12H1405

Abundance Scan 2780 (19.421 min): BG046473.D (-2774) (-) m/z 223.20 100.00%
233

238

5000 181
165

41 55 76 89 104 199 122 210 255

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

195

19.20 19.40 19.60 19.80
m/z 238.15 66.33%

Abundance #92596: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223
181 238
5000 165 LB I o
19.20 19.40 19.60 19.80
150 m/z 181.10 39.79%
104 123 137
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
143 196 223
117 19.20 19.40 19.60 19.80
5000 41 130 m/z 195.05 30.98%
7 103
168
63 90 181
209
(o NSNS AP AL L VL L R L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #80200: 12-Azabicyclo[9.2.2]pentadecan-13-one
97 223

19.20 19.40 19.60 19.80
m/z 165.10 25.39%

43 56
5000 69 gy 112

126
29 1401 4166180194

208

19.20 19.40 19.60 19.80

8270-BG082520.M Tue Sep 01 18:11:55 2020

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046473.D

Aca On : 31 Aug 2020 17:51

Operator : CG/JU

Sample : L3828-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 9-Ethyl-10-methylanthracene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.80 2.40 ng 179361 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-EthvI-10-methvlanthracene 220 C17H16 019713-49-6 91
2 Chrom-6-ol-4-one. 2.3-dihvdroxv-... 220 C13H1603 084945-26-6 81
3 Phenanthrene. 2.3.5-trimethvl- 220 C17H16 003674-73-5 74
4 1-(4-Methvilphenv)-4-phenvlbuta-... 220 C17H16 037985-11-8 70
5 Benzo[b]dihydropyran, 6-hydroxy-... 220 C14H2002 050442-70-1 64

Abundance Scan 2844 (19.797 min): BG046473.D (-2840) (-) m/z 205.10 100.00%

205

220

5000

19.40 19.60 19.80 20.00 20.20
m/z 220.10 76 .20%

o 125139152 176 245 267281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #77697: 9-Ethyl-10-methylanthracene
205
220
5000 LI N I O B I B B
19.40 19.60 19.80 20.00 20.20
m/z 189.10 33.67%
o 39 e377 0 127 1sp1e5 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
205
220
19.40 19.60 19.80 20.00 20.20
5000 165 m/z 206.05 18.45%
53 136
o 77 91 107121 151 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77700: Phenanthrene, 2,3,5-trimethy!-
220 19.40 19.60 19.80 20.00 20.20
m/z 221.10 16.11%
205
5000
101 189
o s9ss 76 |415100 15265 | | N
L REa s e e RARAS BEARE RasEs Ba s Es LER s L B e i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.40 19.60 19.80 20.00 20.20

8270-BG082520.M Tue Sep 01 18:11:56 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046473.D

Aca On : 31 Aug 2020 17:51

Operator : CG/JU

Sample : L3828-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 Retene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.14 33.62 ng 2508670 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Retene 234 C18H18 000483-65-8 98
2 2-1sopropvl-10-methvlphenanthrene 234 C18H18 066552-97-4 95
3 Phenanthrene. 3.4.5.6-tetramethvl- 234 C18H18 007343-06-8 58
4 2.3.5.6-Detetrahvdrocyclohexanon... 234 C15H2202 101100-38-3 50
5 Ethanone, 1-(4,6-dihydroxy-2,3,5... 234 C13H1404 021987-07-5 49
Abundance Scan 2902 (20.138 min): BG046473.D (-2896) (-) m/z 219.10 100.00%
219
234
5000
204
101 1 1980 20,00 206 2040 !
165 : : : :
o 39 6276 117 136150 251 267281 n/z 234.05 60 _38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89260: Retene
219
234
5000 UNNBSUNNB USRI
204 19.80 20.00 20.20 20.40
189 m/z 204 .05 34.10%
102
oL 2741 63 88 | 117 137151165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
219234
19.80 20.00 20.20 20.40
5000 m/z 203.10 27 .65%
204

189
0 39 63 88102117 139 165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89277: Phenanthrene, 3,4,5,6-tetramethyl-  REamn e
4 19.80 20.00 20.20 20.40
m/z 202.10 21.25%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.80 20.00 20.20 20.40

8270-BG082520.M Tue Sep 01 18:11:57 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046473.D

Aca On : 31 Aug 2020 17:51

Operator : CG/JU

Sample : L3828-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 1-Hexadecanol, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.23 9.06 ng 676456 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 93
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 92
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 81

Abundance Scan 3088 (21.231 min): BG046473.D (-3082) (-) m/z 57.10 100.00%

57

83
5000

R

21.00 21.20 21.40 21.60
m/z 43.10 79.02%

0 139155 182 207226 250 280298 341

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107668: 1-Hexadecanol, 2-methyl-
57

5

21,00 21.20 21.40 21.60
m/z 55.10 69.47%

5000

139 168185 210 238555

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

55
R e RAREEEE SRR
83 21.00 21.20 21.40 21.60
5000 m/z 83.05 60.19%
29

111
139 168 195 224 252

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester EEE e e R
57 21.00 21.20 21.40 21.60
m/z 71.10 55.07%
5000
lll
ol ” .~ 139 196 224 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21.00 21.20 21.40 21.60

8270-BG082520.M Tue Sep 01 18:11:58 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046473.D

Aca On : 31 Aug 2020 17:51

Operator : CG/JU

Sample : L3828-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.38 5.30 ng 395664 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 81
2 1-Nonadecene 266 C19H38 018435-45-5 68
3 n-Nonadecanol-1 284 C19H400 001454-84-8 62
4 Cvclohexadecane 224 C16H32 000295-65-8 58
5 1-Hexadecanol 242 C16H340 036653-82-4 53
Abundance Scan 3284 (22.383 min): BG046473.D (-3280) (-) m/z 97.10 100.00%
55 97 V/J\\\A/‘
259
5000
NN RN
3 324 356 22.00 22.20 22.40 22.60
- ﬂ R 82300 m/z 83.10 98.06%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 111 BB BAR U R
nmnmnmnm
29 m/z 55.10 80.32%
0 L1?9 ,167 196 238 266 294
m/z--> 50 260 2%0 360 3éo
Abundance
43 97
69 NN DR U I
22.00 22.20 22.40 22.60
5000 m/z 69.10 78.20%
125
0 25 154 182 210 238 266
m/z--> §o 160 150 260 250 300 3éo
Abundance #131391: n-Nonadecanol-1 B s Lo At
55 83 22.00 22.20 22.40 22.60
m/z 259.10 54 _.59Y%
5000 111
29
A .,J.l.’ L L% e voe  zmopes
m/z--> 50 100 150 200 250 300 350 22.00 22.20 22.40 22.60

8270-BG082520.M Tue Sep 01 18:11:59 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046473.D

Aca On : 31 Aug 2020 17:51

Operator : CG/JU

Sample : L3828-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

23.79 2.42 ng 181386 Perylene-di12 24 .65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Eicosane 282 C20H42 000112-95-8 93
3 Heptadecane 240 C17H36 000629-78-7 91
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 91
5 Docosane 310 C22H46 000629-97-0 90

Abundance Scan 3524 (23.793 min): BG046473.D (-3518) (-) m/z 57.05 100.00%

57
5000 85

23.40 23.60 23.80 24.00 24.20

141
165183 208
Obrprrretl ,‘ll,,,,, cemoag2ss 2l 32T "m/z 71.10  64.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83025: Hexadecane
57

85 23.40 23.60 23.80 24.00 24.20
29 m/z 43.10 58.15%

I113 141 169 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
[T
23.40 23.60 23.80 24.00 24.20
5000 m/z 85.10 43.77%

85
29
113 141 169 197 225 253 282

1%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94345: Heptadecane
57 23.40 23.60 23.80 24.00 24.20
m/z 55.10 22_.67%
5000 a5
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 23.40 23.60 23.80 24.00 24.20

8270-BG082520.M Tue Sep 01 18:12:00 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046473.D

Aca On : 31 Aug 2020 17:51

Operator : CG/JU

Sample : L3828-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 Tetradecyl trifluoroacetate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.86 3.15 ng 236243 Perylene-di12 24.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 90
2 1-Octadecanol. methvl ether 284 C19H400 1000333-92-7 64
3 Thienol2.3-d1-1.3-thiaselenol-2-... 238 C5H2S3Se 081803-09-0 56
4 Behenic alcohol 326 C22H460 000661-19-8 53
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 52
Abundance _ Scan 3535 (23.857 min): BG046473.D (-3530) (-) m/z 83.10 100.00%
D
HRUAA R S B
139 166 199210 235 23.60 23.80 24.00 24.20
o m/z 55.05 96.79%
m/z--> 50 100 150 200 250 300
Abundance #152719: Tetradecy! trifluoroacetate
5000 L BRI SUARAR B AR
1l 23.60 23.80 24.00 24.20
29 m/z 57.10 95 ._25%
o ]\ | j 140 168 196 pr3241 292
m/z--> 50 100 150 200 250 300
Abundance
45 83
23.60 23.80 24.00 24.20
5000 111 m/z 43.10 90.09%
oL 27 66 19 165 195 224 27 g5
m/z--> "~ s0 100 150 200 250 300
Abundance #92620: Thieno[2,3-d]-1,3-thiaselenol-2-thione LA s o S S
69 23.60 23.80 24.00 24.20
0
45 028 m/z 97.05 84 _.40%
117
5000
88 158 194
‘ 136 ‘
oL, ..M,W le ,ﬂbtw U..lh,...“l, S et
m/z--> 50 100 150 200 250 300 23.60 23.80 24.00 24.20

8270-BG082520.M Tue Sep 01 18:12:01 2020
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG083120\
Data File : BG046473.D

Acq On : 31 Aug 2020 17:51

Operator : CG/JU

Sample - L3828-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082520_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]
Butane, 2-methoxy... 3.13 30.9 ng 648589 1 7.93 420238 20.0
2-Pentanone, 4-hy... 5.04 2.1 ng 43970 1 7.93 420238 20.0
o-Cymene 8.08 23.9 ng 502791 1 7.93 420238 20.0
n-Hexadecanoic acid 18.21 2.1 ng 135141 4 17.30 1260780 20.0
18-Norabietane 18.79 10.7 ng 673134 4 17.30 1260780 20.0
4b,8-Dimethyl-2-1... 18.92 4.3 ng 270392 4 17.30 1260780 20.0
10,18-Bisnorabiet... 19.06 5.6 ng 355169 4 17.30 1260780 20.0
10,18-Bisnorabiet... 19.42 4.4 ng 278283 4 17.30 1260780 20.0
9-Ethyl-10-methyl... 19.80 2.4 ng 179361 5 21.55 1492480 20.0
Retene 20.14 33.6 ng 2508670 5 21.55 1492480 20.0
1-Hexadecanol, 2-_... 21.23 9.1 ng 676456 5 21.55 1492480 20.0
1-Heneicosanol 22.38 5.3 ng 395664 5 21.55 1492480 20.0
Hexadecane 23.79 2.4 ng 181386 6 24.65 1499630 20.0
Tetradecyl triflu... 23.86 3.1 ng 236243 6 24.65 1499630 20.0
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