LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040044.D

Acq On : 20 Mar 2019 20:24

Operator : JU/SJ

Sample - K1935-08

Misc :

ALS Vial : 10 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 - 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-BG030419_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 height area % max. total
1 3.194 14 18 27 rvw2 72491 132828 5.37% 0.558%
2 3.264 27 30 41 rVB 150530 222117 8.97% 0.933%
3 5.691 436 443 455 rBV 987190 1596634 64.50% 6.708%
4 7.294 705 716 729 rBV 1065486 1861490 75.20% 7.820%
5 7.670 772 780 788 rBVY 985700 1739522 70.27% 7.308%
6 8.140 853 860 871 rvB 183803 321658 12.99% 1.351%
7 8.463 907 915 923 rVB 667269 1176636 47.53%  4.943%
8 9.321 1051 1061 1070 rBV 643690 1157785 46.77%  4.864%
9 10.960 1334 1340 1350 rBV 259424 472434 19.08% 1.985%
10 11.066 1354 1358 1365 rVB5 17850 33415 1.35% 0.140%
11 13.022 1686 1691 1696 rVB5 21747 36359 1.47% 0.153%
12 13.263 1728 1732 1738 rBV3 21890 35624 1.44% 0.150%
13 13.392 1747 1754 1763 rVB 1337600 2103279 84.96% 8.836%
14 13.503 1769 1773 1777 rBV5 22093 36935 1.49% 0.155%
15 13.791 1819 1822 1827 rVB6 17142 28751 1.16% 0.121%
16 13.885 1827 1838 1843 rBV6 18699 57097 2.31% 0.240%
17 14.120 1874 1878 1884 rVB8 15157 28952 1.17% 0.122%
18 14.208 1884 1893 1898 rBV2 186195 314419 12.70% 1.321%
19 14.261 1898 1902 1908 rVB7 28211 46161 1.86% 0.194%
20 14.766 1983 1988 1994 rVV2 408242 650371 26.27% 2.732%
21 14.819 1995 1997 2002 rVB5 18556 25329 1.02% 0.106%
22 14.949 2016 2019 2024 rBV8 22985 35663 1.44% 0.150%
23 16.259 2235 2242 2248 rBV 1256548 1972536 79.68% 8.287%
24 16.441 2270 2273 2277 rVB2 36463 49801 2.01% 0.209%
25 17.116 2384 2388 2392 rBV3 46660 67383 2.72% 0.283%
26 17.257 2410 2412 2418 rVB6 30244 47703 1.93% 0.200%
27 17.516 2450 2456 2461 rBV 488536 751175 30.34% 3.156%
28 17.880 2514 2518 2522 rBV5 48545 71529 2.89% 0.301%
29 17.927 2522 2526 2531 rVV7 77639 129205 5.22% 0.543%
30 17.986 2533 2536 2539 rVB2 52467 62463 2.52% 0.262%
31 18.056 2545 2548 2554 rBV6 33331 56496 2.28% 0.237%
32 18.174 2563 2568 2576 rBV 224354 329953 13.33% 1.386%
33 18.344 2593 2597 2598 rBV3 58102 77355 3.12% 0.325%

34 18.362 2598 2600 2606 rVV3 86543 119716 4.84% 0.503%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040044.D

Acq On : 20 Mar 2019 20:24

Operator : JU/SJ

Sample - K1935-08

Misc :

ALS Vial : 10 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 - 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-BG030419.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 18.438 2610 2613 2619 rVV6 47802 69605 2.81% 0.292%

36 18.503 2620 2624 2629 rVV5 101858 169746 6.86% 0.713%
37 18.561 2631 2634 2639 rVB2 68836 91833 3.71% 0.386%
38 18.679 2649 2654 2661 rvB2 181117 331398 13.39% 1.392%
39 18.779 2666 2671 2676 rBV6 148391 272255 11.00% 1.144%
40 18.920 2691 2695 2698 rBV3 82514 137106 5.54% 0.576%

41 18.955 2698 2701 2712 rVB2 242386 390852 15.79% 1.642%
42 19.225 2743 2747 2754 rVB4 52506 103830 4._.19% 0.436%

43 19.589 2806 2809 2812 rBV3 42752 56560 2.28% 0.238%
44 19.683 2822 2825 2831 rVB2 53595 76356 3.08% 0.321%
45 19.807 2844 2846 2851 rVB 48684 60637 2.45% 0.255%

46 20.053 2884 2888 2892 rBVY 112672 156865 6.34% 0.659%
47 20.106 2892 2897 2907 rVB 1855933 2475539 100.00% 10.400%

48 20.794 3012 3014 3018 rVB3 37482 45984 1.86% 0.193%
49 20.976 3042 3045 3048 rBV4 36767 48311 1.95% 0.203%
50 21.593 3146 3150 3154 rVB2 41025 57833 2.34% 0.243%

51 21.728 3167 3173 3178 rBV2 225128 350693 14.17% 1.473%
52 21.798 3179 3185 3192 rVB2 504816 886070 35.79% 3.722%
53 21.904 3199 3203 3206 rBv4 31099 48058 1.94% 0.202%
54 21.939 3206 3209 3213 rVB 40389 54693 2.21% 0.230%
55 22.562 3310 3315 3320 rVB 82822 130106 5.26% 0.547%

56 23.273 3431 3436 3444 rVB2 85749 160509 6.48% 0.674%
57 24.107 3571 3578 3585 rVB 94418 204133 8.25% 0.858%
58 25.088 3737 3745 3747 rBV3 48694 105092 4._.25% 0.442%
59 25.158 3748 3757 3771 rVB2 303808 914550 36.94% 3.842%
60 26.263 3937 3945 3955 rVB4 39359 119714 4.84% 0.503%

61 28.654 4342 4352 4366 rVB4 58667 226713 9.16% 0.952%
62 31.585 4840 4851 4852 rBV9 23722 63219 2.55% 0.266%
63 32.237 4950 4962 4963 rBV10 58840 146247 5.91% 0.614%

Sum of corrected areas: 23803281
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040044.D

Acq On : 20 Mar 2019 20:24

Operator : JU/SJ

Sample - K1935-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: BG040044.D

1500000

7.29

5.69 7.67

1000000

8.46 9.32

500000

3 10.96

6

350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
TIC: BG040044.D

8.14

0
Time-->
Abundance

20.11

1500000

13.39 16.26

1000000

17.52

500000

S

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
TIC: BG040044.D

Time-->
Abundance

1500000
1000000

500000
25.16

A 2“3}}{’

e e e e e e T

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

23.27 24.11 26.26 28.65 32.24
A

31.58

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040044.D

Acq On : 20 Mar 2019 20:24

Operator : JU/SJ

Sample - K1935-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.26 13.81 ng 222117 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 32
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 17

Abundance Scan 29 (3.259 min): BG040044.D (-27) (-) m/z 73.15 100.00%
7B
5000 43
55 o
173 3.20 3.30 3.40 3.50 3.60 3.70
0'W”“P“”LLP”W””ALW””P”W””P”W””P”W““P”W””P”W' m/z 43.15 42.62%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #4492: Butane, 2-methoxy-2-methyl- L
73
43 95 3.20 3.30 3.40 3.50 3.60 3.70
87 m/z 55.20 32.56%
0 “I"M“““'Ulm'l”"vq?'kl”l'“'I“'%9%'W"'W"“I"“I'”'I“"P"'P"'P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
73
87
3.20 3.30 3.40 3.50 3.60 3.70
5000 41 55 m/z 87.15 26.78%
29
o 65 97 112 129
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14334: Butanoic acid, 2-hydroxy-2-methyl-, methy! ester
73 3.20 3.30 3.40 3.50 3.60 3.70
43 m/z 41.15 12 .65%
5000 55
31
S P O O B A
m/z--> 20 30 40 50 & % 80 90 100 110 120 130 140 150 160 170 3.20 3.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040044.D

Acq On : 20 Mar 2019 20:24

Operator : JU/SJ

Sample - K1935-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.67 Concentration Rank 1

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

7.67 108.16 ng 1739520 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 27
4 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 17
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16

Abundance Scan 780 (7.670 min): BG040044.D (-772) (-) m/z 132.15 100.00%
132
5000 68
0, 5 ‘ 5 Ps . 740 7.60 7.80 800
0.w“.w.”w.”dﬂn“!Lw?hh.hn.“.““.“m.“.““.“pb”,”. m/z 68.15 45 .58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R N L IR
7.40 7.60 7.80 8.00
78 m/z 66.15 33.22%
31 54 Sﬁ
0'W'”'P'“I”J“'h'P'”I”'H““'P'”I”'W'“'P'”P'”I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
740 7.60 7.80 800
5000 97 m/z 134.15 32.87%

70

31 44 51 60 77 g 105 116

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R B maa
132 7.40 7.60 7.80 8.00
m/z 69.15 17.42%
5000
104
51 ., 66 77
oL 14 27 37445 58 | L 89 o7 | 115 \
R aa a e R R L e e e A A RAa R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040044.D

Acq On : 20 Mar 2019 20:24

Operator : JU/SJ

Sample - K1935-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl7.93 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

17.93 3.44 ng 129205 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4-(2-propenyl)- 134 C9H100 000501-92-8 25
2 1,2,4-Triazolo[4,3-a]pyridine, 3... 133 C7H7N3 001004-65-5 22
3 Bicyclo[2.2.1]heptan-2-one, 1,7,... 197 C10H15NO3 055784-71-9 15
4 Benzamide, 3-(4-fluorobenzoylami... 258 C14H11FN202 1000262-40-4 11
5 4H-3,1-Benzoxazine, 2-[4-(dimeth... 254 C16H18N20 082085-88-9 11

Abundance Scan 2527 (17.933 min): BG040044.D (-2522) (-) m/z 134.20 100.00%

92 134

5000

17.60 17.80 18.00 18.20

0 m/z 92.15 83.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #15295: Phenol, 4-(2-propenyl)-
134
107
5000 77
39 17.60 17.80 18.00 18.20
‘ 5 91 m/z 133.15 82.54%
B i g
0 T L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
133
R RARRE RS S
17.60 17.80 18.00 18.20
5000 92 m/z 123.25 73.32%
65
51 78
o) AN T N Y S S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #58738: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-4-nitro- R RREEEE T L
123 17.60 17.80 18.00 18.20
81 m/z 91.15 71.44%
5000 41 55
27 197
1
SIS 003 N N [ ettt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17. 80 18. 00 18. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040044.D

Acq On : 20 Mar 2019 20:24

Operator : JU/SJ

Sample - K1935-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Naphthalene, 6-ethyl-1,2,3,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.17 8.78 ng 329953 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 6-ethyl-1,2,3,4-tet... 256 C19H28 301643-35-6 86
2 4b,8-Dimethyl-2-isopropylphenant... 256 C19H28 1000197-14-1 76
3 3,4-Dihydro-3,3-dimethyl-1,9(2H, ... 241 C15H15NO2 1000212-95-2 50
4 2,3,4-Trifluorobenzoic acid, hex... 256 C13H11F302 1000292-55-4 43
5 Sebacic acid, butyl 3-heptyl ester 356 C21H4004 1000355-57-7 35
Abundance Scan 2567 (18.168 min): BG040044.D (-2563) (-) m/z 159.15 100.00%
139 241
5000
185 54
43 128 143 256
55 gg 91 11 Tl 100 | Lo W 17.80 18.00 18.20 18.40
o Wl 228 L L Tm/z 241.25  84.74%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107707: Naphthalene, 6-ethyl-1,2,3,4-tetrahydro-1,1,4,4-t...
241
5000
143 17.80 18.00 18.20 18.40
5129 256 m/z 185.20 35.68%
0 “ \‘ 77\ 91 ) u M “‘ 212 225 ‘
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 2éo
Abundance
241
159 17.80 18.00 18.20 18.40
5000 m/z 213.20 29.87%
185 256
0 4355 g9 o1 115129143 199713 o
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94946: 3,4-Dihydro-3,3-dimethyl-1,9(2H,10H)-acridinone R SR o S Lt
241 17.80 18.00 18.20 18.40
m/z 128.15 22.14%
5000 185
226
o SLoa 77 89102135 gy 150167 | 198212 o
mz-> 20 40 6|0 80 100 120 140 1('30 180 200 220 240 260 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040044.D

Acq On : 20 Mar 2019 20:24

Operator : JU/SJ

Sample - K1935-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.36 3.19 ng 119716 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 78
2 Pentadecanoic acid 242 C15H3002 001002-84-2 58
3 n-Decanoic acid 172 C10H2002 000334-48-5 47
4 Pentadecane 212 C15H32 000629-62-9 25
5 Tetradecane 198 C14H30 000629-59-4 25

Abundance Scan 2600 (18.362 min): BG040044.D (-2598) (-) m/z 60.15 100.00%

5000

18.00 18.20 18.40 18.60

0! m/z 55.15 86.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 LA L L L L LB L
18.00 18.20 18.40 18.60
m/z 43.15 78.02%
213
143157171185199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 e —
18.00 18.20 18.40 18.60
5000 129 m/z 73.15 74 .05%
29 87
115 @ 143 199 242
101 157171185
ol15 ir 213227
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39473: n-Decanoic acid
60 18.00 18.20 18.40 18.60
m/z 57.25 72.41%
41
5000 129

2
\T N J\ f?lu | 17‘3157172

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18. 00 18 20 18. 40 18. 60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040044.D

Acq On : 20 Mar 2019 20:24

Operator : JU/SJ

Sample - K1935-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl1l8.50 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

18.50 4.52 ng 169746 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthol, 2,5,8-trimethyl- 186 C13H140 033583-02-7 47
2 p-Dimethylaminobenzylidene p-ani... 254 C16H18N20 001749-04-8 42
3 3-Nitro-9-isopropyl-carbazole 254 C15H14N202 022130-02-5 38
4 Hydroquinone bis(trimethylsilyl)... 254 C12H2202Si2 002117-24-0 30
5 Acetamide, N-(9-hydroxy-9H-fluor... 239 C15H13NO2 057229-41-1 30

Abundance Scan 2624 (18.503 min): BGO4004£1.D (-2620) (-) m/z 186.20 100.00%

186
2395,

5000

18.20 18.40 18.60 18.80

0 m/z 239.20 76.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50361: 1-Naphthol, 2,5,8-trimethyl-
186
5000
171 18.20 18.40 18.60 18.80
o s 108143 m/z 254.25  68.75%
76 93
BN “m.vw.%yﬁ.dnHkJW W I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
239
254
18.20 18.40 18.60 18.80
5000 m/z 197.20  49.09%
223

77 105
15 39 63 91 127 145 167181195

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

Abundance #105490: 3-Nitro-9-isopropyl-carbazole B A M

239 18.20 18.40 18.60 18.80
254 m/z 171.20  47.51%

5000 193
139 166
30 ‘ “ 212

onn,nh,””“.”“.”“.”“hﬂﬂn..”.Wi..ﬂ..”ﬂ.nh.”w.” e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040044.D

Acq On : 20 Mar 2019 20:24

Operator : JU/SJ

Sample - K1935-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4H-8-Thia-6a-azafluoranthen... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.68 8.82 ng 331398 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-8-Thia-6a-azafluoranthen-7-on... 243 C14H13NOS 1000310-09-0 72
2 3-Phenyl-4-azafluorene 243 C18H13N 033777-97-8 59
3 9-Oxabicyclo[3.3.1]nonan-3-0l, 7... 414 C28H3003 1000197-53-9 59
4 9H-Carbazole, 9-phenyl- 243 C18H13N 001150-62-5 58
5 Pentanoic acid, tributylsilyl ester 300 C17H3602Si 018547-64-3 56
Abundance Scan 2654 (18.679 min): BG040044.D (-2649) (-) m/z 243.25 100.00%
243

5000

18.40 18.60 18.80 19.00

(o} m/z 244.25 21.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #96529: 4H-8-Thia-6a-azafluoranthen-7-one, 5,6,9,10-tetrah...
243
5000 169

18.40 18.60 18.80 19.00
m/z 91.15 15.75%

46
LT e
m/z--> 50 100 150 200 250 300 350 400
Abundance
243
A mmma
18.40 18.60 18.80 19.00
5000 m/z 55.15 11.62%
51 77 115139165 215
T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #217414: 9-Oxabicyclo[3.3.1]nonan-3-ol, 7-[(trityloxy)methyl] A EEEEE RS
243 18.40 18.60 18.80 19.00
m/z 41.15 10.10%
5000
105 165
oL At 77 TP 137 | dso 215 | 337 414
— T T T T T e T A mmma
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80 19.00

8270-BG030419.M Thu Mar 21 16:30:23 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040044.D

Acq On : 20 Mar 2019 20:24

Operator : JU/SJ

Sample - K1935-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl1l8.78 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.78 7.25 ng 272255 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Fluorobenzoic acid, undec-10-e... 292 C18H25F02 1000279-01-2 30
2 2-Cyclohexene-1-carboxaldehyde, ... 152 C10H160 000432-24-6 30
3 Cyclopentane, 1-methyl-1-(2-meth... 138 C10H18 074764-47-9 27
4 2-(4-Fluorophenyl)-1,1,1,3,3,3-h... 262 C9H5F70 002402-74-6 27
5 Benzoic acid, 4-fluoro-, ethyl e... 168 C9H9F02 000451-46-7 25
Abundance Scan 2671 (18.779 min): BG040044.D (-2666) (- m/z 233.30 100.00%
233
109123
1 g5
5000
137 163 i o oy et
177191 217 253 ., 18.40 18.60 18.80 19.00
o} m/z 123.20 77 .49%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #137968: 3-Fluorobenzoic acid, undec-10-enyl ester
123
95
41
55
5000 R U RN UL B
68 mmmmmmmm
) 82 110 141 m/z 109.25 72 .05%
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
81 123
1840 18.60 18.80 19.00
5000 94 m/z 81.15 62.67%
41 67 109
n 137152
O E T T T T T e e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17003: Cyclopentane, 1-methyl-1-(2-methyl-2-propenyl)- A REAREEEEEE RS
1. 123 18.40 18.60 18.80 19.00
mn 67 m/z 55.15 60.73%
5000
27 138
109
m/z--> ‘20 40 60 80 100 120 140 160 180 200 220 240 260 1840 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040044.D

Acq On : 20 Mar 2019 20:24

Operator : JU/SJ

Sample - K1935-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl1l8.92 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.92 3.65 ng 137106 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Bromo-3-tert-butyl-2-methoxy-5... 256 C12H17BrO 117439-55-1 38
2 Methanephosphonothioic acid, 0,0... 256 C7H2102PSSi2 1000226-86-9 38
3 s-Indacen-1(2H)-one, 3,5,6,7-tet... 256 C18H240 038754-94-8 38
4 1-Methyl-10,18-bisnorabieta-8,11... 256 C19H28 1000293-16-9 35
5 4b,8-Dimethyl-2-isopropylphenant... 256 C19H28 1000197-14-1 35
Abundance Scan 2695 (18.920 min): BG040044.D (-2691) (-) m/z 241.25 100.00%
241
256
5000

18.60 18.80 19.00 19.20

0 m/z 256.25 55.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #106868: 1-Bromo-3-tert-butyl-2-methoxy-5-methylbenzene
241
5000 256 IIIIIIIIIIIIIIIIIII
62 296 18.60 18.80 19.00 19.20
1 m/z 146.25  40.45%
b9 45 5 77 91 115132147 ‘ 185 200
EC oo S W T Wl 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
241
R L Bt B B
73 18.60 18.80 19.00 19.20
5000 m/z 131.15 37.75%
147
45 256
93 133
o 59 113 209 225
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107691: s-Indacen-1(2H)-one, 3,5,6,7-tetrahydro-3,3,4,5,5... A E e
241 18.60 18.80 19.00 19.20
m/z 147.20 30.09%
5000
185 256
142 199
0 1§ 2? 4‘13 63 77 91 113128 ]‘.5‘7}71 ] 225 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. 60 18 80 19. 00 19. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040044.D

Acq On : 20 Mar 2019 20:24

Operator : JU/SJ

Sample - K1935-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18-Norabietane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.95 10.41 ng 390852 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 18-Norabietane 262 C19H34 1000293-16-6 86
2 1,2-Benzooxazine,2-cyclohexyl-4-___. 262 C16H26N20 037898-39-8 30
3 (7,7-Dimethyl-2-oxobicyclo[2.2.1... 250 C10H15CI03S 1000194-76-1 27
4 1-(1-Butyny)cyclopentanol 138 C9H140 1000342-86-5 27
5 Longipinane, (E)- 206 C15H26 1000156-14-5 25
Abundance Scan 2700 (18.949 min): BG040044.D (-2698) (-) m/z 109.15 100.00%

5000

18.60 18.80 19.00 19.20
m/z 95.20  78.92%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #112660: 18-Norabietane

5000

18.60 18.80 19.00 19.20
m/z 81.15  68.04%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
109
B E B o
41 55 83 18.60 18.80 19.00 19.20
5000 m/z 55.15 61.95%
262
7 d3 137 153 219
0 122 180 206 245
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #101702: (7,7-Dimethyl-2-oxobicyclo[2.2.1]hept-1-yl)-metha... B E B o
109 18.60 18.80 19.00 19.20
81 m/z 163.25 57.68%
5000 67 123
41 151
oh il M M ul, d .T.,.”.,....,.”. . — B A S S
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\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040044.D

Acq On : 20 Mar 2019 20:24

Operator : JU/SJ

Sample - K1935-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dicyclopenta[a,d]benzene, 4... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.23 2.76 ng 103830 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dicyclopenta[a,d]benzene, 4,8-di... 242 C18H26 1000156-41-6 58
2 10,18-Bisnorabieta-8,11,13-triene 242 C18H26 032624-67-2 53
3 Lapachol 242 C15H1403 000084-79-7 53
4 2-(47-Hydroxyphenyl)-2-(4"-metho... 242 C16H1802 016530-58-8 47
5 s-Indacene-1,7-dione, 2,3,5,6-te... 242 C16H1802 055591-17-8 47
Abundance Scan 2748 (19.231 min): BG040044.D (-2743) (-) m/z 227.25 100.00%
5000
143 242
128 165 181
41 57 g 105 195 209 271 19.00 19.20 19.40 19.60
0 2 m/z 143.15 30.67%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #96028: Dicyclopenta[a,d]benzene, 4,8-diethyl-1,5-dimethyl-
227
5000 LI BN SULLN IR B
242 19.00 19.20 19.40 19.60
213 m/z 242.25 28.85%
27 41 55 77 91 1151391ﬁ13M %leﬁ5199 |

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

Abundance
227
143 19.00 19.20 19.40 19.60
5000 m/z 228.20 21.63%
128 242
69 91 115 157171 145199 214
) Y AN RSNV TR O RS A e S B
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95720: Lapachol
227 19.00 19.20 19.40 19.60
m/z 141.15 17 .34%
5000
242
27 41 63 ﬁ7 01105 128 152165179 199713
] RN VTSV S0 G i e S R N
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040044.D

Acq On : 20 Mar 2019 20:24

Operator : JU/SJ

Sample - K1935-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown20.05 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.05 3.54 ng 156865 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenoxy-2H-chromen-2-one 238 C15H1003 091787-19-8 38
2 Anthracene, 9-butyl-1,2,3,4-tetr... 238 C18H22 1000151-39-2 38
3 4-Acetamido-9-Ffluorenone 237 C15H11NO2 042135-35-3 30
4 Anthracene, 1,2,3,4-tetrahydro-9... 224 C17H20 101580-33-0 27
5 1-Hydroxy-4-methylanthraquinone 238 C15H1003 039008-90-7 25
Abundance Scan 2887 (20.048 min): BG040044.D (-2884) (-) m/z 238.25 100.00%
195 K
5000
43 83 19.80 20.00 20.20 20.40
63 2563
o 280296 m/z 195.15  92.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92260: 3-Phenoxy-2H-chromen-2-one
238
5000 LR UL BRI I U
181 mmmmmmmm
m 133 m/z 165.15  71.39%
51 105 210
1w ® w 2
m/z--> 25 45 éo 85 160 150 150 160 180 200 220 240 260 2éo 360
Abundance
195
"' 10.80 20.00 20.20 20.40
5000 238 m/z 168.15 55.95%
165,49
27 43 67 89 115 141 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91510: 4-Acetamido-9-fluorenone
195 19.80 20.00 20.20 20.40
m/z 179.15 53.98%
43
5000 237
139 167
s ®ow s |
0'"I'l"l"''I'"'I""I""I""l""'l"""""""""""I""I" IR DU B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1980 2000 2020 2040

8270-BG030419.M Thu Mar 21 16:30:29 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040044.D

Acq On : 20 Mar 2019 20:24

Operator : JU/SJ

Sample - K1935-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 unknown21.73 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.73 7.92 ng 350693 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-ethoxy-4-[(4-pentylph... 292 C21H240 095480-29-8 49
2 5-Amino-2-phenyl-3,3,4(2H)-furan... 236 C13H8N40 1000326-96-6 25
3 Benzene, 1,1"-ethenylidenebis-[4... 208 C16H16 002919-20-2 25
4 2-(4-Fluorophenyl)-5-methoxy-2H-... 292 C18H13FN20 1000194-51-1 25
5 (0-Decylphenoxy)acetic acid 292 (C18H2803 014353-81-2 25
Abundance Scan 3173 (21.728 min): BG040044.D (-3167) (-) m/z 207.15 100.00%
7

5000

-

21.40 21.60 21.80 22.00
m/z 292.25  83.24%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #138149: Benzene, 1-ethoxy-4-[(4-pentylphenyl)ethynyl]-
207

5000

21.40 21.60 21.80 22.00
m/z 193.15 60.42%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
7 193
209 L B e B
44 105 139 21.40 21.60 21.80 22.00
5000 165 m/z 208.15  49.48%

0 236
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #68007: Benzene, 1,1'-ethenylidenebis-[4-methyl- B A
21.40 21.60 21.80 22.00

m/z 178.15 46.31%

-

5000

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 21. 40 21. 60 21. 80 22. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040044.D

Acq On : 20 Mar 2019 20:24

Operator : JU/SJ

Sample - K1935-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
22.56 2.94 ng 130106 Chrysene-d12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 87
2 Tricosane, 2-methyl- 338 C24H50 001928-30-9 86
3 Heptacosane 380 C27H56 000593-49-7 83
4 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 81
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 80
Abundance Scan 3315 (22.562 min): BG040044.D (-3310) (-) m/z 57.15 100.00%
57
85
113 22.20 22.40 22.60 22.80
141
oL o e 109 996 229 289 285 U1 S5 “n/z 43.25  54.01%
m/z--> 50 100 150 200 250 300 350

Abundance #105893: Heptadecane, 2-methyl-

s

5000 71 R R R R
22.20 22.40 22.60 22.80

e L L L IS L I BN S

m/z 71.20 51.04%
w %9 127 155 155 M 239
miz--> 50 100 150 200 250 300 350
Abundance
43
s
22.20 22.40 22.60 22.80
5000 71 m/z 85.20 35.10%
99
0 127 155 183 211 239 267 2%° 323
T e - SRR
miz--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane R R e R
57 22.20 22.40 22.60 22.80
m/z 41.20 20.46%
5000
85
29
o | | 113 141 169 197 225 253 281 323 351 380
R e N s s e
mz--> 50 100 150 200 250 300 350 22120 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040044.D

Acq On : 20 Mar 2019 20:24

Operator : JU/SJ

Sample - K1935-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
23.27 3.62 ng 160509 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 87
5 Heptadecane 240 C17H36 000629-78-7 83

Abundance Scan 3436 (23.273 min): BG040044.D (-3431) (-) m/z 57.25 100.00%

57

5000 85

%

| 127 23.00 23.20 23.40 23.60
0 154 182 218239 289 341
0...'.1 JJP?J.:V.:..,..na,zg:..,....,...., m/z 43.25 58.41%

m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane

-

5000 85 III|IIII|IIII|IIII|IIII
23.00 23.20 23.40 23.60
m/z 71.20 54 _.09%
29 113
0 \‘ 1 ‘ “\ (I} H‘ m‘ J 14\.1 ‘169 197 225 254
e
m/z--> 50 100 150 200 250 300 350
Abundance
57
st AN Gttt
23.00 23.20 23.40 23.60
5000 o m/z 85.25  43.39%
29
o 113 141 169 197 225 253 281 300 337 365 394
A O e S RN SR
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R L
57 23.00 23.20 23.40 23.60
m/z 55.15 27 .67%
- 1 W”VVVWVMﬂKMMJ\¢uwMﬁkW/mwvw
29
LT ] || 13,141 160 197 225 253 205 323 367
A R L e
mz--> 50 100 150 200 250 300 350 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040044.D

Acq On : 20 Mar 2019 20:24

Operator : JU/SJ

Sample - K1935-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
24 .11 4.46 ng 204133 Perylene-di12 25.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Hexatriacontane 507 C36H74 000630-06-8 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
5 Tetratetracontane 619 C44H90 007098-22-8 83
Abundance Scan 3579 (24.113 min): BG040044.D (-3571) (-) m/z 57.25 100.00%
57
5000 P J\MVﬁﬂwwww,v}A\vaMNWw~wmv,
N U AR
113 23.80 24.00 24.20 24.40
155183
ob ek b A d ) 125193208 245 284 327 "m/z 43.20 62.59%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117636: Nonadecane
57
5000 85 U AU AR AR
23. 80 24. oo 24.20 24.40
29 113 268 m/z 71.20 53.58%
0 ..‘.‘.‘l‘..‘ 1 H‘ \‘ “1?1‘16:9"]'-9‘7'2'2'5'I"'"I""I""I""I""I"
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
23.80 24.00 24.20 24.40
5000 o m/z 85.15 37.42%
29
o 113141169197 225253 281309337 379 421449477 506
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4éo 560
Abundance #209566: Octacosane T A e A
23.80 24.00 24.20 24.40
m/z 55.15 25.29%
- /\AM/\MVJ\MW\M
| 113141169 197 225 253 281 309 337365 394
miz--> 0 50 100 150 200 250 300 350 400 450 500 23. 80 24. oo 24 20 24'40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040044.D

Acq On : 20 Mar 2019 20:24

Operator : JU/SJ

Sample - K1935-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 unknown28.65 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

28.65 4.96 ng 226713 Perylene-di12 25.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
11,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 49
2 Naphthalene, 1,2-dihydro-4-phenyl- 206 C16H14 007469-40-1 44
3 Benzothieno[2,3-d]pyrimidin-4(3H... 206 C10H10N20S 014346-24-8 30
4 Scoparone 206 C11H1004 000120-08-1 30
5 1,4-Diphenyl-1,3-butadiene 206 C16H14 000886-65-7 25

Abundance Scan 4351 (28.648 min): BG040044.D (-4342) (-) m/z 55.15 100.00%

206

5000
257 291

311 339 409 28.40 28.60 28.80 29.00
o b v | “m/z 206.25 81.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #54705: 1,5,9-Decatriene, 2,3,5,8-tetramethyl-
41 69
95
5000
28.40 28.60 28.80 29.00
137 m/z 137.15 69.53%
iy ]
0:|ll”‘u‘l“‘ﬁ“u‘ul‘iJ“uhuluu‘::l:::: T
m/z--> 50 100 150 200 250 300 350 400
Abundance
206
28.40 28.60 28.80 29.00
5000 91 m/z 95.20 67.02%
128
7 51 152 178
e L WL S L UL WL WL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #65517: Benzothieno[2,3-d]pyrimidin-4(3H)-one, 5,6,7,8-tet... e RARREEE RS
178 206 28.40 28.60 28.80 29.00

m/z 41.15 56.77%
5000

39 65 91 123 150

T T I T
m/z--> 50 100 150 200 250 300 350 400 28.40 28.60 28.80 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040044.D

Acq On : 20 Mar 2019 20:24

Operator : JU/SJ

Sample - K1935-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 Lup-20(29)-en-3-one Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
32.24 3.20 ng 146247 Perylene-d12 25.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 86
2 Dimethyl{bis[(4,8,8-trimethyldec... 500 C32H5602Si 1000364-69-0 49
3 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 45
4 3,5-Dimethylcyclohex-1-ene-4-car... 138 C9H140 006975-94-6 44
5 Longifolenaldehyde 220 C15H240 019890-84-7 42
Abundance Scan 4963 (32.243 min): BG040044.D (-4950) (-) m/z 67.15 100.00%
205
5000
3200 32.20 3240
o} m/z 55.15 98.00%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #220485: Lup-20(29)-en-3-one
205
109
424
5000 81 RN UL SURBUR BRI I
55 35 32.00 32.20 32.40
61 m/z 95.20 96 .85%
29
0‘
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
95
135 208 3200 32.20 3240
5000 69 m/z 93.15 92.38%
163
41
o 237263 299321348 387415 457485
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #220493: D:C-Friedoolean-8-en-3-one
205 32.00 32.20 32.40
m/z 205.25 91.38%
257
5000
121 149 424
0 "“l""l'MMAyﬁﬂ%‘“k'w"'??q"'w"'l""w"'l'
mz-> 0 50 100 150 200 250 300 350 400 450 500 32.00 32.20 32.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040044.D

Acq On : 20 Mar 2019 20:24

Operator : JU/SJ

Sample - K1935-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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... 3.26 13.8 ng 222117 1 8.14 321658 20.0
unknown7 .67 7.67 108.2 ng 1739520 1 8.14 321658 20.0
unknownl17.93 17.93 3.4 ng 129205 4 17.52 751175 20.0
Naphthalene, 6-et... 18.17 8.8 ng 329953 4 17.52 751175 20.0
n-Hexadecanoic acid 18.36 3.2 ng 119716 4 17.52 751175 20.0
unknown18.50 18.50 4.5 ng 169746 4 17.52 751175 20.0
4H-8-Thia-6a-azaf... 18.68 8.8 ng 331398 4 17.52 751175 20.0
unknown18.78 18.78 7.3 ng 272255 4 17.52 751175 20.0
unknown18.92 18.92 3.6 ng 137106 4 17.52 751175 20.0
18-Norabietane 18.95 10.4 ng 390852 4 17.52 751175 20.0
Dicyclopenta[a,d].-.. 19.23 2.8 ng 103830 4 17.52 751175 20.0
unknown20 .05 20.05 3.5 ng 156865 5 21.80 886070 20.0
unknown21.73 21.73 7.9 ng 350693 5 21.80 886070 20.0
Heptadecane, 2-me... 22.56 2.9 ng 130106 5 21.80 886070 20.0
Octadecane 23.27 3.6 ng 160509 5 21.80 886070 20.0
Nonadecane 24.11 4.5 ng 204133 6 25.15 914550 20.0
unknown28.65 28.65 5.0 ng 226713 6 25.15 914550 20.0
Lup-20(29)-en-3-one 32.24 3.2 ng 146247 6 25.15 914550 20.0
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