LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM032119\
Data File : BM019302.D

Aca On : 21 Mar 2019 22:09

Operator : JU/SJ

Sample : K2004-08

Misc :

ALS Vial : 14 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-BM031119.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 5.234 375 382 404 rBVY 3624050 5257035 54.68% 6.412%
2 6.816 644 651 667 rBY 3851729 6394269 66.50% 7 .800%
3 7.163 703 710 724 rBVY 3914935 6274608 65.26% 7 .654%
4 7.628 782 789 796 rBV 729849 1118535 11.63% 1.364%
5 7.946 835 843 853 rBY 2715183 4306855 44.79% 5.253%
6 8.798 980 988 1003 rBY 2188374 3614860 37.60% 4.409%
7 9.887 1166 1173 1184 rBV 64334 144566 1.50% 0.176%
8 10.410 1255 1262 1269 rBV 1014690 1682020 17.49% 2.052%
9 12.898 1678 1685 1700 rBV 6260245 8980159 93.40% 10.954%
10 13.233 1734 1742 1748 rBvV 64701 128520 1.34% 0.157%

11 13.751 1824 1830 1836 rBV 428846 611270 6.36% 0.746%
12 14.286 1914 1921 1936 rVB2 1647724 2481245 25.81% 3.027%
13 15.786 2170 2176 2189 rBV 4956425 7211750 75.01% 8.797%
14 16.827 2348 2353 2362 rVB4 62812 113263 1.18% 0.138%
15 17.045 2383 2390 2399 rBV 1759126 2620824 27.26% 3.197%

16 17.933 2536 2541 2552 rBV 399280 630914 6.56% 0.770%
17 19.221 2757 2760 2770 rBvV 115471 213444 2.22% 0.260%
18 19.686 2833 2839 2846 rBV 6705845 8246499 85.77% 10.059%
19 20.662 3002 3005 3011 rBV 111500 109349 1.14% 0.133%
20 20.874 3037 3041 3049 rBV2 248365 367641 3.82% 0.448%

21 20.951 3050 3054 3063 rVvVv 699789 1137693 11.83% 1.388%
22 21.245 3100 3104 3114 rBV 1640524 2035751 21.17% 2.483%
23 21.568 3155 3159 3163 rBV3 216519 276019 2.87% 0.337%
24 21.809 3198 3200 3203 rBV 127873 137784 1.43% 0.168%
25 21.845 3203 3206 3214 rVB2 247028 398133 4.14% 0.486%

26 23.474 3477 3483 3493 rVB 1106748 2111929 21.97% 2.576%
27 26.656 4014 4024 4039 rVB2 1789942 5762147 59.93% 7.029%
28 27.044 4079 4090 4113 rVB2 2540966 9614811 100.00% 11.728%

Sum of corrected areas: 81981893
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019302.D

Aca On : 21 Mar 2019 22:09

Operator : JU/SJ

Sample : K2004-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM019302.D
6000000
5000000
4000000 523 6.82 7.16
3000000 7.95
2000000

1000000 763 1041

9.89

T = L B = oL L e e T

T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM019302.D

12.90

19,69
6000000

5000000 1579
4000000
3000000
2000000 14.%0 17.04

1000000
13.75 17.93 L«_’—‘A
13.23 | k 16.83 L 19 IEEA_J

I o e T e e B e e

Time-->  12.00 1250 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: BM019302.D

6000000

5000000

4000000

3000000 21,04
26.66

2000000

1000000

R

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\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019302.D

Aca On : 21 Mar 2019 22:09

Operator : JU/SJ

Sample : K2004-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.16 Concentration Rank 1

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

7.16 112.19 ng 6274610 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Xenon 132 Xe 007440-63-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 709 (7.157 min): BM019302.D (-703) (-) m/z 132.00 100.00%
5000 68
40 %6 J 6.80 7.00 7.20 7.40
54 - : . :
o Jrer [ ysus N Tn/z 68.10  46.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57 132
74
5000 og 116 LA R L L B
6.80 7.00 7.20 7.40
m/z 134.00 32.25%
ol 8 7 158 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14069: Xenon
132
SR N R I
6.80 7.00 7.20 7.40
5000 m/z 66.00 28.33%
66
0 I'"'I'"'IJW"I""I""I'l"I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- B L L e
132 6.80 7.00 7.20 7.40
m/z 69.05 18.52%
117
5000
39 91
A A W W
0|'“"f'“”'Nl'”m"”'lw"”l'“'|""|""|"” SR N R I
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019302.D

Aca On : 21 Mar 2019 22:09

Operator : JU/SJ

Sample : K2004-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.93 4.81 ng 630914 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 52
3 Tetradecanoic acid 228 C14H2802 000544-63-8 47
4 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 43
5 Tridecanoic acid 214 C13H2602 000638-53-9 43
Abundance Scan 2540 (17.927 min): BM019302.D (-2536) (-) m/z 73.00 100.00%
73
60
43
5000
129
S 115 157171 213 1760 17.80 18.00 1820
|| I 143 185199 | 227 256 081 17.60 17.80 18.00 18.20
Ol el L m/z 60.00 71.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43 go 73
5000{ 29 L UM U BN SRS
17. 60 17. 80 18 00 18.20
o7 129 256 m/z 43.05 55.81%
oLl 15 | 143157171185199213597
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 60 73

17.60 17.80 18.00 18.20
5000{ g 129 m/z 57.05 54 _20%
3 1
0<

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

%

Abundance #75071: Tetradecanoic acid B L e

60 73 17.60 17.80 18.00 18.20

43 m/z 41.05 49.11%
5000 129
29 185 228
115
1 14317171 ‘
Ll L3 et a0y | S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18 00 18. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019302.D

Aca On : 21 Mar 2019 22:09

Operator : JU/SJ

Sample : K2004-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.22 2.10 ng 213444 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 53
3 Pentadecanoic acid 242 C15H3002 001002-84-2 47
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 42
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 37
Abundance Scan 2760 (19.221 min): BM019302.D (-2757) (-) m/z 73.00 100.00%
5000
"' 10.00 19.20 19.40 19.60
0! m/z 59.95 60.38%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
B 7
5000 129
19.00 19.20 19.40 19.60
97 185 o B4 m/z 57.10 59.74%
0! 15 ul 15I.7| |. 12:!'31 | 265 ||
m/z--> 50 100 150 200 250 300 3%0
Abundance #75071: Tetradecanoic acid
78
43 "' 10.00 19.20 19.40 19.60
5000 m/z 43.10 57 .94Y%
129
185 228
Lz ]
0..{.anMan}MuuJ,%%{‘.i..:. —
m/z--> 50 100 150 200 250 300 350
Abundance #83686: Pentadecanoic acid RS EmmEs o L
43 7B 19.00 19.20 19.40 19.60
m/z 55.10 45 _.39%
5000 129
97 199 242
T
0! ‘IMIII‘ILIH‘\IUI il ‘II‘]'?(PIII\II ——— T s e RRmaS R S
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019302.D

Aca On : 21 Mar 2019 22:09

Operator : JU/SJ

Sample : K2004-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown20.87 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
20.87 3.61 ng 367641 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Methano-1H-indene. octahvdro... 204 C15H24 003650-28-0 47
2 1H-Benzocvcloheptene. 2.4a.5.6.7... 204 C15H24 003853-83-6 42
3 1H-Benzocvcloheptene. 2.4a.5.6.7... 204 C15H24 080923-88-2 30
4 (E.E.E)-2.4.6-Octatriene 108 C8H12 015192-80-0 27
5 2,3-Dimethyl-cyclohexa-1,3-diene 108 C8H12 004430-91-5 27

Abundance Sd():an 3040 (20.868 min): BM019302.D (-3037) (-) m/z 108.10 100.00%
108
5000 ’ 1
2060 20.80 21.00 21.20
0! m/z 95.05 89.82%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #58938: d:)L,4— Methano-1H-indene, octahydro-4-methyl-8-methyl...
108
41 161
5000 79 LR N UL S B
133 204 20.60 20.80 21.00 21.20
}dm“ m/z 93.10 57 .29%
0"'|'”lﬁ
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #58839: 1H-Benzocycloheptene, 2,4a,5,6,7,8,9,9a-octahydro-...
93
41 R UL UL AR
119 20.60 20.80 21.00 21.20
5000 69 w1 2 m/z 109.10 35.70%
L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #58814: lH—BenzocycIoheptene, 2,4a,5,6,7,8,9,9a—0Ctahydr0—... LI B B B
41 93 20.60 20.80 21.00 21.20
m/z 91.05 32.56%
5000 161 189
OﬂJ' LRI UL UL AR
m/z--> 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019302.D

Aca On : 21 Mar 2019 22:09

Operator : JU/SJ

Sample : K2004-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.95 11.18 ng 1137690 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
5 1-Hexadecanol 242 C16H340 036653-82-4 90

Abundance Scan 3054 (20.951 min): BM019302.D (-3050) (-) m/z 83.10 100.00%

57| 83

5000 111

:

139 20.60 20.80 21.00 21.20
168 207 280
oLl ..1,1..1.1.-,-....,-..?3.8,....?‘?8...3,5?...4?1....,.4.7?. m/z 69.10 98.32%

T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester

69

-

97

5000 LA L L L L L B
20.60 20.80 21.00 21.20
125 m/z 57.10 96.78%
o 153 196 224
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #154046: Bromoacetic acid, octadecyl ester
43
69 IIIIIIIIIIIIIIIIIIIIIII
97 20.60 20.80 21.00 21.20
5000 m/z 97.10 85.85%

LI V& (193181 22420 597
ok T o e N R

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #137330: 1-Heneicosyl formate R L T o
57 83 20.60 20.80 21.00 21.20

m/z 55.10 79.61%

:L

e
N
=

5000 111

-

11319”167 196222 266 294 322

m/z--> 50 100 150 200 250 300 350 400 450 20 60 20. 80 21. 00 21 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019302.D

Aca On : 21 Mar 2019 22:09

Operator : JU/SJ

Sample : K2004-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.57 2.71 ng 276019 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 90
2 1.19-Eicosadiene 278 C20H38 014811-95-1 89
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
4 17-Octadecenal 266 C18H340 056554-86-0 83
5 1,22-Docosanediol 342 C22H4602 022513-81-1 64
Abundance Scan 3159 (21.568 min): BM019302.D (-3155) (-) m/z 82.10 100.00%
57
5000
324 21120 21.40 21.60 21.80
232257281 : : : :
ob i el 48 A "m/z 57.10 84.50%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #99445: Octadecanal
43
82
5000 UL B BRI U
21.20 21.40 21.60 21.80
m/z 43.10 71.03%
0 18 137 166 194 222 250
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #105306: 1,19-Eicosadiene

82 LA DA AL SN
21.20 21.40 21.60 21.80
5000 m/z 55.10 65.92%

29 109
| | 137 166 194 222 250 278
AL AL b0 N WA A

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #99461: Oxirane, hexadecy!- L B o e
82 21.20 21.40 21.60 21.80
m/z 69.10 64.71%
- WML
29
o 166 211 250
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019302.D

Aca On : 21 Mar 2019 22:09

Operator : JU/SJ

Sample : K2004-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Docosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.84 3.91 ng 398133 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 86
2 1-Nonadecene 266 C19H38 018435-45-5 81
3 1-Nonadecanol 284 C19H400 001454-84-8 80
4 1-Heptadecene 238 C17H34 006765-39-5 80
5 1-Octadecanol 270 C18H380 000112-92-5 80
Abundance Scan 3205 (21.839 min): BM019302.D (-3203) (-) m/z 97.10 100.00%
69 | 97
5000 43 »w\,vjkmvu»fdj\WMN~\4-WJWA
P s 710 200 220
181 281 328 417 : : : :
ol A Ll 25 SRR3R 39 T Tm/z 83.10  98.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #121981: 1-Docosene
g5
97
5000 L S BRI BN B
29 mmmmnmnm
195 m/z 69.10 89.14%
0 l| 153 181 308
m/z--> 55 100 150 200 250 300 350 400
Abundance #98171: 1-Nonadecene
43 97
69 R BRI BRI BRI SR
21.60 21.80 22.00 22.20
5000 m/z 57.10 71.83%
125
RECIN J’ \ L 124 182 210 238 266
m/z--> 55 160 1%0 260 250 360 3éo 460
Abundance #108955: 1-Nonadecanol R RRREE EE s
43 83 21.60 21.80 22.00 22.20
m/z 55.05 65.53%
111
m/z--> % 1m ﬁo m 250 ﬁo ﬁ)4& mmmmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019302.D

Aca On : 21 Mar 2019 22:09

Operator : JU/SJ

Sample : K2004-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9(1H)-Phenanthrenone, 2,3,4... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

26.66 54.57 ng 5762150  Perylene-d12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 9(1HY)-Phenanthrenone. 2.3.4.4a.1... 300 C20H2802 000511-05-7 56
2 2(1H)-Phenanthrenone. 3.4.4a.9.1... 300 C20H2802 006755-93-7 41
3 Farnesvl bromide 284 C15H25Br 006874-67-5 38
4 1.3-Dimethvl-5-(propen-1-v)adam... 204 C15H24 057040-48-9 38
5 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 35

m/z 204.15 100.00%

Abundance

Scan 4025 (26.662 min): BM019302.D (-4014) (-)

5000

26.40 26.60 26.80 27.00
m/z 133.05 87 .30%

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

100 150 200 250 300 350

400 450

Abundance #117812: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexahydro-6...
285
5000 TT T[T T T T[T I rrrrrr[rrom
217 26.40 26.60 26.80 27.00
41 g9 243 m/z 285.20 84 .24%
16318
ol 15
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #117815: 2(1H)-Phenanthrenone, 3,4,4a,9,10,10a-hexahydro-7...
285
26.40 26 60 26. 80 27.00
5000 m/z 300.25 75.52%
243
18 43 g3 115 145 1752?1
o} D o i VP Y A Y O
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #108551: Farnesyl bromide L L
69 93 26. 40 26 60 26. 80 27. 00
204 m/z 107.10 66.89%
41
5000
0 I EEERE R RS ]

26. 40 26 60 26. 80 217. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM032119\
Data File : BM019302.D

Aca On : 21 Mar 2019 22:09

Operator : JU/SJ

Sample : K2004-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown27.04 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27.04 91.05 ng 9614810 Perylene-di12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvl-8-isopropvlidenetri... 204 Cl15H24 1000140-07-7 49
2 Guaia-3.9-diene 204 C15H24 000489-83-8 47
3 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 45
4 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 43
5 2,5,5,8a-Tetramethyl-6,7,8,8a-te... 204 C14H200 124957-09-1 41
Abundance Scan 4089 (27.(()b38 min): BM019302.D (-4079) (-) m/z 204.20 100.00%
204 é
69 135
5000

411 26.80 27.00 27.20 27.40
461 491 m/z 135.10 59.50%

323 365

0!

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #58755: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204
5000 LA L B L L L L LB
95 161 26.80 27.00 27.20 27.40
N ‘nﬁ \ m/z 69.10 53.73%
0 L I T o e e o ot
m/z--> 100 150 200 250 300 350 400 450
Abundance #58648: Guaia-3,9-diene
105 135161 204
AL maua s e
a1 26.80 27.00 27.20 27.40
5000 m/z 133.05 48 .70%
81
0 h.ﬁtﬂu,...w....“...,”..,.”.,..”,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #58723: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-diene R B B e
204 26.80 27.00 27.20 27.40
m/z 287.20 46 .82%
108
5000 133 161
Tty
0! e s B e B A R ABABRERES m
m/z--> 50 100 150 200 250 300 350 400 450 26. 80 27. 00 27. 20 27.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032119\
Data File : BM019302.D

Acq On : 21 Mar 2019 22:09

Operator : JU/SJ

Sample - K2004-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119.M
Quant Title : 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]
unknown7 .16 7.16 112.2 ng 6274610 1 7.63 1118540 20.0
n-Hexadecanoic acid 17.93 4.8 ng 630914 4 17.04 2620820 20.0
Octadecanoic acid 19.22 2.1 ng 213444 5 21.24 2035750 20.0
unknown20 .87 20.87 3.6 ng 367641 5 21.24 2035750 20.0
Trichloroacetic a... 20.95 11.2 ng 1137690 5 21.24 2035750 20.0
Octadecanal 21.57 2.7 ng 276019 5 21.24 2035750 20.0
1-Docosene 21.84 3.9 ng 398133 5 21.24 2035750 20.0
9(1H)-Phenanthren... 26.66 54_.6 ng 5762150 6 23.47 2111930 20.0
unknown27 .04 27.04 91.0 ng 9614810 6 23.47 2111930 20.0

8270-BM031119.M Mon Mar 25 17:54:59 2019 Page: 12



