LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020115.D

Aca On : 03 May 2019 17:04 Instrument :
Operator : JU/SJ (B.‘,ll\:gﬁ’;ﬂSam ol
3?22'6 i K2584-03 SSSHM&&gDHﬁ
ALS Vial : 9 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 M\METHODS\8270-BM043019 .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 5.363 397 404 417 rBVY 3321149 4570181 37.36% 5.541%
2 6.951 665 674 686 rBY 3372831 5391429 44.07% 6.537%
3 7.316 728 736 746 rBVY 3489683 5349313 43.72% 6.486%
4 7.787 807 816 822 rBV 620523 965692 7.89% 1.171%
5 8.104 862 870 878 rBVY 2477726 3845717 31.43% 4.663%
6 8.951 1005 1014 1024 rBvV 2086833 3395563 27.75% 4.117%
7 10.581 1280 1291 1298 rBV 710234 1196515 9.78% 1.451%
8 12.945 1688 1693 1699 rVB 89502 130717 1.07% 0.158%
9 13.045 1699 1710 1719 rBV 5364136 7839460 64.08% 9.505%
10 13.745 1824 1829 1835 rBV4 79971 188446 1.54% 0.228%

11 13.886 1847 1853 1859 rBV2 464459 799907 6.54% 0.970%
12 14.251 1911 1915 1920 rVB4 74612 125662 1.03% 0.152%
13 14.316 1920 1926 1933 rBV5 71220 183088 1.50% 0.222%
14 14.386 1933 1938 1940 rBVv3 103707 158602 1.30% 0.192%
15 14.427 1940 1945 1951 rVB2 1072106 1602850 13.10% 1.943%

16 14.645 1976 1982 1988 rVB3 124089 309066 2.53% 0.375%
17 14.816 2007 2011 2016 rVB3 221912 338174 2.76% 0.410%
18 14.933 2028 2031 2040 rVvB4 171260 317325 2.59% 0.385%
19 15.039 2045 2049 2055 rBVv3 119508 212443 1.74% 0.258%
20 15.210 2074 2078 2081 rBv4 75189 124734 1.02% 0.151%

21 15.316 2092 2096 2101 rBV6 100299 193091 1.58% 0.234%
22 15.369 2102 2105 2115 rVB7 138256 312953 2.56% 0.379%
23 15.669 2149 2156 2161 rBV 580223 1096825 8.97% 1.330%
24 15.769 2169 2173 2179 rVB4 197684 378128 3.09% 0.458%
25 15.839 2179 2185 2189 rBV8 128360 270517 2.21% 0.328%

26 15.916 2189 2198 2205 rVV 4672652 6785054 55.46% 8.226%
27 16.151 2231 2238 2242 rBV2 1162749 1940248 15.86% 2.352%
28 16.469 2288 2292 2295 rBV3 195668 300409 2.46% 0.364%
29 16.527 2300 2302 2307 rVB5 227773 269244 2.20% 0.326%
30 16.739 2335 2338 2341 rVB 198662 231704 1.89% 0.281%

31 16.968 2373 2377 2382 rBV 779679 1097945 8.97% 1.331%
32 17.174 2407 2412 2416 rBV 1339696 2059393 16.83% 2.497%
33 17.216 2416 2419 2426 rVB 555318 813614 6.65% 0.986%
34 17.574 2477 2480 2485 rVB5 261611 346498 2.83% 0.420%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020115.D

Aca On : 03 May 2019 17:04 Instrument :
Operator : JU/SJ gmgﬁgamleM'
3?22'6 i K2584-03 SSSHM&&gDHﬂ
ALS Vial : 9 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 M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 17.657 2491 2494 2500 rVB3 184740 210348 1.72% 0.255%

36 18.057 2557 2562 2565 rBV3 493465 780604 6.38% 0.946%
37 18.098 2566 2569 2574 rVB 296330 401199 3.28% 0.486%
38 18.962 2713 2716 2723 rBV2 181535 327616 2.68% 0.397%
39 19.233 2757 2762 2768 rVB 839113 1240464 10.14% 1.504%
40 19.562 2816 2818 2820 rBV2 134843 159557 1.30% 0.193%

41 19.598 2820 2824 2831 rVB 665369 1044946 8.54% 1.267%
42 19.804 2853 2859 2864 rVB 9727641 12234378 100.00% 14.833%
43 21.056 3069 3072 3075 rVB 283803 272275 2.23% 0.330%
44 21.356 3116 3123 3127 rBV2 1911676 3010009 24.60% 3.649%
45 21.392 3127 3129 3135 rVB 395440 453412 3.71% 0.550%

46 22.545 3321 3325 3329 rVB 313007 435593 3.56% 0.528%
47 22.945 3389 3393 3399 rBVY 209351 462772 3.78% 0.561%
48 23.439 3474 3477 3484 rVB 170784 299007 2.44% 0.363%
49 23.539 3491 3494 3500 rVB 298790 477012 3.90% 0.578%
50 23.645 3505 3512 3518 rBV 1134928 2216510 18.12% 2.687%

51 28.485 4327 4335 4348 rVB3 264996 1013415 8.28% 1.229%
52 29.162 4439 4450 4464 rVB3 1080836 4299049 35.14% 5.212%

Sum of corrected areas: 82478673
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020115.D

Aca On : 03 May 2019 17:04

Operator : JU/SJ

ﬁ?ggle i K2584-03 SSSI-0419-S-DH-8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM020115.D
1e+07

8000000
6000000

4000000 5.36 6.95 7.32

8.10 8.95
2000000 '

7.79 10.58

G|||||||||A||| RN FUR LSS SRS SRR U

Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: BM020115.D
1e+07 19.80

8000000

6000000 13.05
15.92

4000000

2000000 16.15 17.17

14.43 lG.QI o . .
15.67 . .
K)=b-56¢4 : 18643874 171586 % 1806 | D8
12.$L 13:.[%89 1 34 o 4 w!&kwwmw Y NS

Ol R e e e e T T T T e

Time--> 12.00 12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BM020115.D
1e+07

8000000

6000000

4000000

21.36
2000000 23.64

21.06211.39 2254 2294 o3

29.16

28.49 ]L
NSV VAN

e SRS

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020115.D

Aca On : 03 May 2019 17:04

Operator : JU/SJ

ﬁ?ggle i K2584-03 SSSI-0419-S-DH-8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.32 Concentration Rank 1

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

7.32 110.79 ng 5349310 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 737 (7.322 min): BM020115.D (-728) (-) m/z 132.00 100.00%
32
68
5000
40 | 75 % 103 7.00 7.20 7.40 7.60
o..,....,....,....,'.'.‘.‘7.,!...‘”r!-.'.,.:':-:,..5.‘.7,....,.'!~..,.1.1.5.,....,"...,.. m/z 68.10 55.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 AT

7.00 7.20 7.40 7.60
m/z 66.10 38.25%

15 28 39 52 8 77 00 104

R e e I e B O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
R R
9 7.00 7.20 7.40 7.60
5000 ’ m/z 134.00 33.39%
70
31
4451 €0 | 77 g5 | 105 116
S P BT M 1 UMMM |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14022: Pyrazolo(2,3-a)pyridine, 7-methyl- B e R a
132 7.00 7.20 7.40 7.60
m/z 69.10 25.75%
5000
78 104
39 51
G W \M \M T 117 \
- R RBERE e aramat
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRVA\HPCHEMI\BNA M\DATA\BMO050319\

BM020115.D

03 May 2019 17:04

JU/SJ

K2584-03 SSSI-0419-S-DH-8.
9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
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 Naphthalene, 1,4,6-trimethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.65 3.86 ng 309066 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 64
2 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 58
3 Naphthalene. 2-(1l-methvlethvl)- 170 C13H14 002027-17-0 58
4 Ethanone. 1-(5-chloro-2-hvdroxyp... 170 C8H7CI02 001450-74-4 37
5 2-Naphthyl methyl ketone 170 C12H100 000093-08-3 37

Abundance Scan 1983 (14.651 min): BM020115.D (-1976) (-) m/z 155.05 100.00%
57 145
5000
14.40 14.60 14.80 15.00
o} m/z 57.10 81.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36210: Naphthalene, 1,4,6-trimethyl-
185
170
5000 LRI IR B UL B
14.40 14.60 14.80 15.00
115 128 m/z 71.05 59.99%
0 a0 51 83 77 89 102 i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36209: Naphthalene, 1,4,5-trimethyl-
185
170 S A o e o RO
14.40 14.60 14.80 15.00
5000 m/z 170.10 49 _.53%
115 128 ‘
51 63 76 141
0 ...|....4|.1..‘..|‘.‘. \H ”‘8‘9.10‘.2...“‘...'..‘Hlu“.H.w....l....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36222: Naphthalene, 2-(1-methylethyl)-
155 14.40 14.60 14.80 15.00
m/z 55.10 46 .04%
5000
170
128
m/z--> 2'0 4'0 6|0 8|0 100 12'0 14'10 160 180 200 14.40 14.60 14.80 15.00

8270-BM043019.

M Mon May 06 05:37:59 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020115.D

Aca On : 03 May 2019 17:04

Operator : JU/SJ

ﬁ?ggle i K2584-03 SSSI-0419-S-DH-8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Naphthalene, 2,3,6-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14 .82 4.22 ng 338174 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 93
2 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 92
3 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 91
1-(2.2-Dimethvilcvclopropv)-2-ph... 170 C13H14 1000294-91-1 83
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 64
Abundance Scan 2012 (14.822 min): BM020115.D (-2007) (-) m/z 155.10 100.00%
155 170
5000
115 128139
99 14.60 14.80 15.00 15.20
ol 193 205 m/z 170.05  90.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36214: Naphthalene, 1,6,7-trimethyl- .
155 10
5000
14.60 14.80 15.00 15.20
m/z 71.10 35.79%
39 51 63 76 gg 10, 115128 141
01
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36216: Naphthalene, 2,3,6-trimethyl-
155 170
14,60 14.80 15.00 15.20
5000 m/z 57.10 31.49%
14 27 39 51 63 70 89 102 1}5 I 1ﬁ1 ‘M\ Ml
m/z--> 2|O 4|0 6|0 8|0 1(I)O 12|0 140 1(|30 1é0 2(I)O
Abundance #36210: Naphthalene, 1,4,6-trimethyl- L e
155 14.60 14.80 15.00 15.20
170 m/z 85.10 26.96%
5000
115 128 141
63 77
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14. 80 15. OO 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050319\
Data File : BM020115.D

Aca On : 03 May 2019 17:04

Operator : JU/SJ

Sample : K2584-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl14.93 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.93 3.96 ng 317325 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 1ll1-(l-ethvilpropvl)- 366 C26H54 055282-11-6 47
2 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 43
3 1-Hexene. 4.5-dimethvl- 112 C8H16 016106-59-5 27
4 Heptane. 3.3-dimethvl- 128 C9H20 004032-86-4 27
5 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 27
Abundance Scan 2030 (14.927 min): BM020115.D (-2028) (-) m/z 57.10 100.00%
57
85
5000
3 113130 182901 14.60 14.80 15.00 15.20
ol il ", W) WL ureRe? 0 ‘m/z 71.10 93.57%
m/z--> 0 50 100 150 200 250 300
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000 R NI PR B I
14.60 14.80 15.00 15.20
m/z 85.10 70.65%
0 127 155 183902 225 253 295 337
m/z--> 0 50 100 150 200 250 300
Abundance #7450: Hexane, 3,3-dimethyl-
43
14.60 14.80 15.00 15.20
5000 71 m/z 43.10 63.68%
0 |}§H'J'l"9?""l UL UL UL WL
m/z--> 0 50 100 150 200 250 300
Abundance #6546: 1-Hexene, 4,5-dimethy!- T
43 14.60 14.80 15.00 15.20
m/z 41.10 43.20%
71
5000
m/z--> 0 50 100 150 200 250 300 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020115.D

Aca On : 03 May 2019 17:04

Operator : JU/SJ

ﬁ?ggle i K2584-03 SSSI-0419-S-DH-8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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, 1,6,7-trimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.04 2.65 ng 212443 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 94
2 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 94
3 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 94
4 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 91
5 Azulene, 4,6,8-trimethyl- 170 C13H14 000941-81-1 87
Abundance Scan 2049 (15.039 min): BM020115.D (-2045) (-) m/z 170.10 100.00%
1%5 170
5000
193905 14.80 15.00 15.20 15.40
o 218 m/z 155.00 96.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36211: Naphthalene, 1,6,7-trimethyl-
170
155
5000
14.80 15.00 15.20 15.40
m/z 153.10 23.15%
oL 27 39 51 63 76 g9 102115128141 )
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36212: Naphthalene, 2,3,6-trimethyl-
170
155 14,80 15.00 15.20 15.40
5000 m/z 128.10 19.46%
oL 15 27 39 51 63 76 g9 102115128 141 4| |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36219: Naphthalene, 1,4,6-trimethyl- b RRREE EEE A
170 14.80 15.00 15.20 15.40
m/z 152 .00 19.32%
5000 155
0 39 51 70 84 103115128141 ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020115.D

Aca On : 03 May 2019 17:04

Operator : JU/SJ

ﬁ?ggle i K2584-03 SSSI-0419-S-DH-8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl5.37 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.37 3.90 ng 312953 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-EthvIl-3-methvilcvclohexane (c.t) 126 C9H18 003728-55-0 43
2 Cvclohexane. l-ethvl-1-methvl- 126 C9H18 004926-90-3 43
3 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 38
4 Cvclohexane. 1-methvl-2-propvl- 140 C10H20 004291-79-6 37
5 Cis-1-methyl-3-n-nonylcyclohexane 224 C16H32 039762-39-5 37
Abundance Scan 2105 (15.369 min): BM020115.D (-2102) (-) m/z 97.10 100.00%
g7
55
5000
41 69 83 169 R LR B B I
111 106 14113 771 184, 0 911 204036 15.00 15.20 15.40 15.60
o x m/z 55.10 58.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11251: 1-Ethyl-3-methylcyclohexane (c,t)
o7
55
5000 A R L UV B
15.00 15.20 15.40 15.60
126 m/z 96.10 26 .38%
81
0'”'I”'JL"W'J”I'” E%%I”"P"W"” [T T T
m/z--> 40 80 100 120 140 160 180 200 220 240
Abundance #11243. Cyclohexane, 1-ethyl-1-methyl-
55 o7
15.00 15.20 15.40 15.60
5000 m/z 69.10 23.57%
41
27 69
0 15 H L), \‘\ 81 | 111 126
m/z--> ﬁo 45 60 éo 100 150 140 160 180 200 220 240
Abundance #11264: Cyclohexane, 1-ethyl-4-methyl-, trans- L B o
55 97 15.00 15.20 15.40 15.60
m/z 41.00 22 .82%
5000
69 126
m/z--> 20 ' eb éo 100 120 140 160 180 200 220 240 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020115.D

Aca On : 03 May 2019 17:04

Operator : JU/SJ

ﬁ?ggle i K2584-03 SSSI-0419-S-DH-8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.67 13.69 ng 1096830 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Undecane 156 C11H24 001120-21-4 87
3 Eicosane 282 C20H42 000112-95-8 86
4 Dodecane. 1-iodo- 296 C12H251 004292-19-7 86
5 Tridecane 184 C13H28 000629-50-5 83
Abundance Scan 2156 (15.669 min): BM020115.D (-2149) (-) m/z 57.10 100.00%
g7
71
5000 43
99113 ' 15.40 15.60 15.80 16.00
127141155169183 . . .
O el e 198 225239 m/z 71.10 73.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64571: Pentadecane
57
43
71
5000 85 LR B BN UL B
mmmmmmmm
29 m/z 43.10 44 .08%
ol15 | l. %9113127141155169133 212
m/z--> 25 46 éo 8b 160 150 150 160 180 200 220 240 2éo 2éo
Abundance #27117: Undecane
43 57
' 15.40 15.60 15.80 16.00
5000 71 m/z 85.10 34 .69%
85
29
ol.15 N I J‘ 99113127 156
m/z--> 25 46 éo 8b 160 150 150 1éo 180 200 220 240 2é0 2éo
Abundance #107651: Eicosane B
57 15.40 15.60 15.80 16.00
43 m/z 41.10 29.64%
71
5000
85
29 99
0 J | 1}3127141155169183197211225239253 282
IIII""I""I""I""IIIII R S DN B N R N R U B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 1580 1600

8270-BM043019.M Mon May 06 05:38:02 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020115.D

Aca On : 03 May 2019 17:04

Operator : JU/SJ

ﬁ?ggle i K2584-03 SSSI-0419-S-DH-8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl5.77 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.77 4.72 ng 378128 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 4-methvl- 212 C15H32 025117-24-2 38
2 2.4.4-Trimethvl-1-hexene 126 C9H18 051174-12-0 35
3 1-Hexene. 4.5-dimethvl- 112 C8H16 016106-59-5 35
4 Di(tetrahvdrofurfuryvladipate 314 C16H2606 1000132-93-8 27
5 Piperidin-3-one, 2,2,5-methyl- 141 C8H15NO 103634-57-7 22
Abundance Scan 2173 (15.769 min): BM020115.D (-2169) (-) m/z 71.10 100.00%

7
43
5000 181

15. 40 15. 60 15. 80 16. 00
Ol e m/z 43.10 61.12%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64578: Tetradecane, 4-methyl-
443 57 71

5000 g5 T
15. 40 15. 60 15. 80 16.00

m/z 181.10 47 .75%

9 113 169
0 . h 127140 155 || 183197 212
R RAREEEERE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11194: 2,4,4-Trimethyl-1-hexene
43 71

15. 40 15. 60 15. 80 16.00

5000 55 m/z 70.05 47 .33%
29 97
ol 15 | \‘M 4l 83 | 111126
B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6546: 1-Hexene, 4,5-dimethyl- T
43 15. 40 15. 60 15. 80 16. 00

m/z 182.10 41_.32%

71
5000
27 55
0 1\5 M WLl \‘\ \“\ 84 97 112

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15. 40 15. 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020115.D

Aca On : 03 May 2019 17:04

Operator : JU/SJ

ﬁ?ggle i K2584-03 SSSI-0419-S-DH-8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.15 18.84 ng 1940250 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 4-methvl- 226 C16H34 002801-87-8 72
2 Tridecane 184 C13H28 000629-50-5 58
3 Octadecane. 2.6-dimethvl- 282 C20H42 075163-97-2 47
4 Octane. 2-bromo- 192 C8H17Br 000557-35-7 47
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 46
Abundance Scan 2238 (16.151 min): BM020115.D (-2231) (-) m/z 71.10 100.00%
!
>0 i /\_/w\.__j\\’ﬂ/\/\/
113 DN SUNIRA BRI B
184 15.80 16.00 16.20 16.40
141
Olrrprrrethebe b k9 42T 265 [ 204 232253 8% o687 10 83.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73981: Pentadecane, 4-methyl-
43 T
5000 AR AR SR UL
15.80 16.00 16.20 16.40
s 183 m/z 43.10 48.71%
ol 2 197717 135154 u 211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45543: Tridecane
57
15.80 16.00 16,20 16.40
5000 85 m/z 85.10 32.25%
29
m/z--> 20 40 65 85 160 120 140 160 180 200 220 240 260 280 300 320
Abundance #107664: Octadecane, 2,6-dimethyl- R T e
57 15.80 16.00 16.20 16.40
m/z 41.10 27 .89%
5000
85
113
o \ | ‘ L | 141 168 196 539 267283
m/z--> %&eb%mmmmmmmmnmmmmm®ﬁ' 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020115.D

Aca On : 03 May 2019 17:04

Operator : JU/SJ

ﬁ?ggle i K2584-03 SSSI-0419-S-DH-8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Dodecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.47 2.92 ng 300409 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 58
2 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 58
3 Tetradecane. 4-methvl- 212 C15H32 025117-24-2 53
4 Hexatriacontane 507 C36H74 000630-06-8 50
5 3-Ethyl-3-methylheptane 142 C10H22 017302-01-1 47

Abundance Scan 2292 (16.469 min): BM020115.D (-2288) (-) m/z 71.10 100.00%

57 7

165 184 ~«_A]n\\_,\m/\MJ\/LW_J\/

43
5000
99 113196 14154 204 96039 16.20 16.40 16.60 16.80
Ol m/z 57.10 98.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36157: Dodecane
43 57
71
5000 LA L L L L L LB
16 20 16. 40 16 60 16 80
29 m/z 43.10 54.18%
o || | 98 113127 141 170
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #114972: Dodecane, 1-iodo-
57
71 L
16.20 16.40 16.60 16.80
5000 43 85 m/z 85.10 53.81%
29 9
R o B B LA LA B B S S e !
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64578: Tetradecane, 4-methyl- i e B mam s S
43 57 71 16.20 16.40 16.60 16.80
m/z 41.10 33.19%
5000 85
99 113

J h I | 127140 155 M 183 197 212

e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16 20 16. 40 16 60 16 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020115.D

Aca On : 03 May 2019 17:04

Operator : JU/SJ

ﬁ?ggle i K2584-03 SSSI-0419-S-DH-8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tridecane, 5-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.97 10.66 ng 1097950 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 90
2 Tridecane 184 C13H28 000629-50-5 86
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 83
4 Tetracosane 338 C24H50 000646-31-1 80
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72

Abundance Scan 2377 (16.968 min): BM020115.D (-2373) (-) m/z 71.10 100.00%

57 7

5000 43
99 113,57 T o
141755150183107 16.60 16.80 17.00 17.20

o/ N 223239 258 m/z 57.10 93.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73971: Tridecane, 5-propyl-

57
43 71

5000

16.60 16.80 17.00 17.20
m/z 85.10 51.76%

112

127141 168183197 226

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45541: Tridecane
43 57
LN e
71 16.60 16.80 17.00 17.20
5000 m/z 43.10 40.83%
s L | P o
“'v“'w“'v“'w“'v“"“"“"“"“"“"“"“w'“w“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107670: Hexadecane, 2,6,10,14-tetramethyl- L BT o e
57 16.60 16.80 17.00 17.20
71 m/z 41.10 29.66%
43
5000
85
29 99113127
o L L | 1141155160183197011005039253067 282
R AR B e RSN RAARRERIEE A L R e RAREa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 60 16. 80 17. OO 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020115.D

Aca On : 03 May 2019 17:04

Operator : JU/SJ

ﬁ?ggle i K2584-03 SSSI-0419-S-DH-8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownl7.57 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.57 3.37 ng 346498 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 60
2 Heptacosane 380 C27H56 000593-49-7 49
3 Dodecane. 4-methvl- 184 C13H28 006117-97-1 49
4 Eicosane 282 C20H42 000112-95-8 43
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 43
Abundance Scan 2479 (17.568 min): BM020115.D (-2477) (-) m/z 71.10 100.00%
!
43
5000 167
141 | 190 17.20 17.40 17.60 17.80
I ..m.l B dll 25200 281 e 10 80.69%
m/z--> 50 100 150 200 250 300 350
Abundance #64571: Pentadecane
57
5000 L USRI R B BN
85 17,20 17.40 17.60 17.80
29 m/z 43.10 54 .34%
oL L)1 0a e 212
m/z--> 50 100 1éo 200 250 300 350
Abundance #151556: Heptacosane
57
17.20 17.40 17.60 17.80
5000 m/z 85.10 53.91%
85
0 201, J (M8 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350
Abundance #45555: Dodecane, 4-methyl- L BT o e
4 71 17.20 17.40 17.60 17.80
m/z 167 .05 38.32%
5000
99 141
olzs i )1, ‘ Ay e | | e
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80

8270-BM043019.M Mon May 06 05:38:05 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020115.D

Aca On : 03 May 2019 17:04

Operator : JU/SJ

ﬁ?ggle i K2584-03 SSSI-0419-S-DH-8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.06 7.58 ng 780604 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 53
3 Tetradecane 198 C14H30 000629-59-4 42
4 Dodecane. 4-methvl- 184 C13H28 006117-97-1 38
5 Hexadecane 226 C16H34 000544-76-3 38
Abundance Scan 2563 (18.063 min): BM020115.D (-2557) (-) m/z 73.00 100.00%
7B
43
5000
| 17.80 18.00 18.20 18140
— N m/z 71.10 79.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
48 78
5
5000{ 29 256 L SIS B SULRLSE BAUE
ﬂmmmmmmm
21 m/z 43.10 75.62%
. L 143157171185, o
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50623: Phenanthrene, 1-methyl-
192
| 17.80 18.00 18.20 18140
5000 m/z 57.10 67.66%
ol 96 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2é0 2éo
Abundance #55009: Tetradecane e  RRRaE Bam s
3 57 17.80 18.00 18.20 18.40
4 o m/z 41.10 62.67%
5000 g5
29
99
0 N I ‘ d i 1%3127141155169 198
m/z--> ﬁo 45 éo 85 100 150 110 160 180 200 220 240 2éo 2éo 1780 1800 1820 1820
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020115.D

Aca On : 03 May 2019 17:04

Operator : JU/SJ

ﬁ?ggle i K2584-03 SSSI-0419-S-DH-8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Phenanthrene, 3-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

18.10 3.90 ng 401199 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 90
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 86
3 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 81
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 74
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 74

Abundance Scan 2569 (18.098 min): BM020115.D (-2566) (-) m/z 192.10 100.00%

192

5000

209 227 252 267281 17.80 18.00 18.20 18.40

0 ot 8L | Tm/z 191.10  59.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

43 57 71 165

95 111 127 150

Abundance #50624: Phenanthrene, 3-methyl-
192
5000 LA L L L L L L L L LB
17.80 18.00 18.20 18.40
96 m/z 189.00 28.05%
oL 39 63 8 | 115 1371501
- IIIIIIIIIII IIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50614: Anthracene, 9-methyl-
192
I R R RS e
17.80 18.00 18.20 18.40
5000 m/z 193.10 15.77%
96
o 39 63 82 115 139 165
- IIIIIIIIIII IIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50604: 1H-Indene, 2-phenyl- R R B
192 17.80 18.00 18.20 18.40
m/z 190.00 12.93%
5000
165

ol 22 3 63 77 96 115 139
I~ T TTrTT TTrTT TTrTT I TTrTT I TT TT TTTrT L L TT 1T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020115.D

Aca On : 03 May 2019 17:04

Operator : JU/SJ

ﬁ?ggle i K2584-03 SSSI-0419-S-DH-8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 9,10-Dimethylanthracene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

18.96 3.18 ng 327616 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Dimethvlanthracene 206 Cl16H14 000781-43-1 93
2 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 91
3 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 90
4 1.3-Diphenvl-3-methvlcvclopropene 206 C16H14 086544-79-8 81
5 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 81

Abundance Scan 2716 (18.962 min): BM020115.D (-2713) (-) m/z 206.05 100.00%

6
5000

18.60 18.80 19.00 19.20
m/z 191.10 49.23%

222 241 268283 302

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60343: 9,10-Dimethylanthracene

5000

18:60 18.80 19.00 19.20
m/z 189.10 28.60%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60351: Phenanthrene, 2,3-dimethyl-

R e S EEEE
18.60 18.80 19.00 19.20
5000 m/z 205.10 24.66%

o 115

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

Abundance #60352: Phenanthrene, 2,5-dimethyl- e Al BEEEEEEas St
18.60 18.80 19.00 19.20

m/z 207.10 21.75%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18 60 18 80 19. OO 19 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020115.D

Aca On : 03 May 2019 17:04

Operator : JU/SJ

ﬁ?ggle i K2584-03 SSSI-0419-S-DH-8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Squalene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.54 3.93 ng 435593 Perylene-d12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 98
2 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 80
3 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 72
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 72
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
Abundance Scan 3324 (22.539 min): BM020115.D (-3321) (-) m/z 69.10 100.00%
69
At ‘ % 137 22.20 22.40 22.60 22.80
obd bl u g 1161 101217242065 305 341367 401429 | oGl 10 42180
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000 AR U AR AR
22120 22.40 22.60 22.80
41 m/z 41.10 16.53%
Ok { e ﬂ 1.1.6.‘. 183 191 217 245 273209 31367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #87347: 4,8,12-Tetradecatrienal, 5,9,13-trimethy!-
69
" 22.20 22.40 22.60 22.80
5000 m/z 68.10 13.69%
oy daan ) 161 205 28
m/z--> 50 100 150 200 250 300 350 400
Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- U BLBLELLS BLSLEL L B R BRI
69 22.20 22.40 22.60 22.80
a1 m/z 95.05 11.62%
o M\NW\»J\‘
95 123
NI TN ol o O I I
m/z--> 50 100 150 200 250 300 350 400 2220 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020115.D

Aca On : 03 May 2019 17:04

Operator : JU/SJ

ﬁ?ggle i K2584-03 SSSI-0419-S-DH-8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown28.49 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
28.49 9.14 ng 1013420 Perylene-d12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4.6a.6b.8a.11.11.14b-Octamethy... 424 C30H480 1000194-62-4 49
2 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 49
3 5-Adamantan-1-vIl-2H-pvrazol-3-ol 218 C13H18N20 1000274-32-3 46
4 Benzolblnaphthol2.3-d1furan 218 C16H100 000243-42-5 38
5 3-METHOXY-2-METHYL-8-NITROQUINOLINE 218 C11H10N203 1000242-11-7 38
Abundance Scan 4336 (28.491 min): BM020115.D (-4327) (-) m/z 218.20 100.00%
218

5000

-

28.20 28.40 28.60 28.80
m/z 203.15 66.73%

o 255 290 343 393 429 468

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #160977: 4,4,6a,6b,8a,11,11,14b-Octamethyl-1,4,4a,5,6,6a,6...

-

5000
28.20 28.40 28.60 28.80

m/z 43.10 34 .00%

o 43 273 299 327 353 381

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #68256: Pyrene, hexadecahydro-

%

28.20 28.40 28.60 28.80
m/z 189.05 23.00%

5000

%

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #68026: 5-Adamantan-1-yl-2H-pyrazol-3-ol T T
218 28.20 28.40 28.60 28.80
m/z 69.10 22 .47%
5000
161
4% 1| g |
ol prih s L 8 L MM
m/z--> 50 100 150 200 250 300 350 400 450 28.20 28.40 28.60 28.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020115.D

Aca On : 03 May 2019 17:04

Operator : JU/SJ

ﬁ?ggle i K2584-03 SSSI-0419-S-DH-8
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 12-Oleanen-3-yl acetate, (3... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
29.16 38.79 ng 4299050 Perylene-d12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Oleanen-3-vl acetate. (3.alph... 468 C32H5202 033055-28-6 78
2 Urs-12-en-3-ol. acetate. (3.beta.)- 468 C32H5202 000863-76-3 76
3 Urs-12-en-24-oic acid. 3-oxo-. m... 468 C31H4803 020475-86-9 72
4 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 70
5 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 64
Abundance Scan 4450 (29.162 min): BM020115.D (-4439) (-) m/z 218.20 100.00%
218
5000 43
189
69 95119 47 e

28.80 29.00 29.20

257 468
0 281 323 365393 m/z 43.10 44_13%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #166209: 12-Oleanen-3-yl acetate, (3.alpha.)-
218
5000 LI L L L L B B L L L |
28.80 29.00 29.20
6o 189 m/z 203.10 30.99%
95
ol28 Tl et | o57oms m0sn s 68
L B A e S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #166206: Urs-12-en-3-ol, acetate, (3.beta.)-
218
R R e
28.80 29.00 29.20
5000 m/z 189.10 30.48%
43 69 93 135 189 468
161 249
ol 286 325 368 408
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #166198: Urs-12-en-24-oic acid, 3-oxo-, methyl ester, (+)- B e e
218 28.80 29.00 29.20
m/z 69.10 23.33%
5000
109133 , -, 189
161
S S ¥ 1 V' w90 . o ———
m/z--> 0 50 100 150 200 250 300 350 400 450 28.80 29.00 29.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM0O50319\

Data File : BM020115.D

Acq On : 03 May 2019 17:04 Instrument :
Operator : JU/SJ gmgﬁgamleM'
3?22'6 i K2584-03 SSSHM&&gDHﬂ
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .32 7.32 110.8 ng 5349310 1 7.79 965692 20.0
Naphthalene, 1,4,... 14.65 3.9 ng 309066 3 14.43 1602850 20.0
Naphthalene, 2,3,... 14.82 4.2 ng 338174 3 14.43 1602850 20.0
unknownl14 .93 14.93 4.0 ng 317325 3 14.43 1602850 20.0
Naphthalene, 1,6,... 15.04 2.6 ng 212443 3 14.43 1602850 20.0
unknown15.37 15.37 3.9 ng 312953 3 14.43 1602850 20.0
Pentadecane 15.67 13.7 ng 1096830 3 14.43 1602850 20.0
unknownl15.77 15.77 4.7 ng 378128 3 14.43 1602850 20.0
Pentadecane, 4-me... 16.15 18.8 ng 1940250 4 17.17 2059390 20.0
Dodecane 16.47 2.9 ng 300409 4 17.17 2059390 20.0
Tridecane, 5-propyl- 16.97 10.7 ng 1097950 4 17.17 2059390 20.0
unknownl17 .57 17 .57 3.4 ng 346498 4 17.17 2059390 20.0
n-Hexadecanoic acid 18.06 7.6 ng 780604 4 17.17 2059390 20.0
Phenanthrene, 3-m... 18.10 3.9 ng 401199 4 17.17 2059390 20.0
9,10-Dimethylanth... 18.96 3.2 ng 327616 4 17.17 2059390 20.0
Squalene 22.54 3.9 ng 435593 6 23.64 2216510 20.0
unknown28.49 28.49 9.1 ng 1013420 6 23.64 2216510 20.0
12-Oleanen-3-yl a... 29.16 38.8 ng 4299050 6 23.64 2216510 20.0
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