LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050919\
Data File : BM020224.D

Aca On : 09 May 2019 19:15

Operator : JU/SJ

Sample : K2645-09 5X

Misc :

ALS Vial : 15 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 5.357 397 403 412 rBV 411312 620412 8.24% 1.219%
2 6.940 666 672 684 rBV 364880 641933 8.53% 1.261%
3 7.304 728 734 744 rBV 409268 684140 9.09% 1.344%
4 7.775 808 814 828 rBV 458718 747810 9.93% 1.469%
5 8.092 862 868 875 rBV 326148 518316 6.88% 1.019%
6 8.945 1004 1013 1021 rBV 226548 422979 5.62% 0.831%
7 10.569 1283 1289 1295 rBV 541738 909787 12.08% 1.788%
8 12.457 1603 1610 1619 rVB2 44196 91174 1.21% 0.179%
9 13.039 1702 1709 1718 rBV 528532 791672 10.51% 1.556%
10 13.739 1823 1828 1833 rBvV3 52085 90005 1.20% 0.177%

11 13.880 1847 1852 1856 rVB2 86204 126546 1.68% 0.249%
12 14.145 1891 1897 1902 rBV 141026 230546 3.06% 0.453%
13 14.298 1919 1923 1929 rVB 68772 104404 1.39% 0.205%
14 14.422 1932 1944 1950 rBV2 776471 1270169 16.87% 2.496%
15 14.486 1950 1955 1961 rVB 102509 170183 2.26% 0.334%

16 14.821 2007 2012 2016 rVB2 87316 136888 1.82% 0.269%
17 15.251 2081 2085 2089 rBV 116521 155926 2.07% 0.306%
18 15.469 2116 2122 2134 rBV 195077 341408 4_.53% 0.671%
19 15.757 2168 2171 2178 rVB3 51078 81094 1.08% 0.159%
20 15.910 2193 2197 2205 rVB 471315 700137 9.30% 1.376%

21 16.116 2228 2232 2248 rVB2 173065 389261 5.17% 0.765%
22 16.910 2363 2367 2371 rVV 166595 205528 2.73% 0.404%
23 16.957 2371 2375 2378 rVV2 83588 132490 1.76% 0.260%
24 16.992 2378 2381 2387 rVB 113119 168238 2.23% 0.331%
25 17.168 2405 2411 2415 rBV 1017872 1494343 19.85% 2.936%

26 17.210 2415 2418 2424 rVB 1356990 1859682 24.70% 3.654%
27 17.304 2429 2434 2439 rVV 384079 523153 6.95% 1.028%
28 17.574 2476 2480 2487 rVB 92647 173293 2.30% 0.341%
29 17.645 2488 2492 2496 rBV 168568 195757 2.60% 0.385%
30 17.827 2518 2523 2530 rBV 1493840 1789102 23.76% 3.516%

31 18.051 2555 2561 2564 rBV2 353814 561835 7.46% 1.104%
32 18.092 2564 2568 2574 rVB 286458 406049 5.39% 0.798%
33 18.174 2578 2582 2587 rVB 105880 155915 2.07% 0.306%
34 18.239 2587 2593 2597 rBV4 339612 626311 8.32% 1.231%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM050919\
Data File : BM020224.D

Aca On : 09 May 2019 19:15

Operator : JU/SJ

Sample : K2645-09 5X

Misc :

ALS Vial : 15 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 18.339 2606 2610 2615 rBV 158765 209534 2.78% 0.412%

36 18.545 2641 2645 2649 rBV 141280 171828 2.28% 0.338%
37 18.592 2650 2653 2658 rVB3 85395 124674 1.66% 0.245%
38 18.974 2712 2718 2720 rBV 4000419 4691095 62.30% 9.218%
39 19.004 2720 2723 2735 rVB2 5682980 7529878 100.00% 14.796%
40 19.139 2742 2746 2751 rVB 782975 941906 12.51% 1.851%

41 19.227 2756 2761 2767 rVB 2140437 3124081 41.49% 6.139%
42 19.380 2784 2787 2790 rBV 70851 82340 1.09% 0.162%
43 19.509 2806 2809 2813 rVB2 176539 220115 2.92% 0.433%
44 19.556 2813 2817 2820 rBV2 384889 591748 7.86% 1.163%
45 19.592 2820 2823 2831 rVV 1842314 2559470 33.99% 5.029%

46 19.662 2832 2835 2840 rVV3 99639 138333 1.84% 0.272%
47 19.792 2853 2857 2861 rVB 793566 983412 13.06% 1.932%
48 20.003 2890 2893 2896 rBV3 125349 140282 1.86% 0.276%
49 20.092 2905 2908 2912 rVB 360856 444195 5.90% 0.873%
50 20.127 2912 2914 2921 rVB7 207565 292341 3.88% 0.574%

51 20.186 2921 2924 2928 rBV 270999 335839 4._.46% 0.660%
52 20.239 2929 2933 2938 rBV3 302505 487671 6.48% 0.958%
53 20.403 2955 2961 2964 rBV2 227162 460479 6.12% 0.905%
54 21.050 3067 3071 3074 rBV2 211299 304682 4._05% 0.599%
55 21.350 3116 3122 3127 rBV2 1815978 3826087 50.81% 7.518%

56 21.392 3127 3129 3136 rVB 1029988 1222790 16.24% 2.403%
57 22.956 3391 3395 3400 rBV 649321 1352386 17.96% 2.657%

58 23.550 3491 3496 3503 rVB 863001 1567514 20.82% 3.080%
59 23.650 3508 3513 3518 rVVv 892989 1570870 20.86% 3.087%

Sum of corrected areas: 50890036
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020224.D

Aca On : 09 May 2019 19:15

Operator : JU/SJ

Sample : K2645-09 5X

Misc :

ALS Vial : 15 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: BM020224.D

5000000
4000000
3000000
2000000

1000000

5.36 . 7.77 10.57
6.94 7.30 8.09 8.05

N

ot e A e 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: BM020224.D

19.00

5000000

18]97
4000000

3000000
2000000

1000000 14.42
13.04 15.91

1246 | 13174884045 39.4914.82 1535475 7416.12

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: BM020224.D

5000000

4000000

3000000 21.35

2296 23885

2000000

1000000

e

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\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020224.D

Aca On : 09 May 2019 19:15

Operator : JU/SJ

Sample : K2645-09 5X

Misc :

ALS Vial : 15 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 unknown7.30 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.30 18.30 ng 684140 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 22
2 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 10
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
Abundance Scan 733 (7.298 min): BM020224.D (-728) (-) m/z 132.00 100.00%
13R.0
68.1
5000
421 96.0 R RERREREEme s
) 700 7.20 7.40 7.60
0 208 m/z 68.10 61.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0

5000

7.00 7.20 7.40 7.60
m/z 66.10 42.83%

ol e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE
132.0
R
7.00 7.20 7.40 7.60
5000 m/z 134.00 34.80%
39.0 65.0 0
[ I l | 117.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14022: Pyrazolo(2,3- a)pyrldlne 7-methyl- R e
32.0 7.00 7.20 7.40 7.60
m/z 69.10 26.76%
5000
8.0 104.0
39.0 630 |
! “m \M\ \M\ \“\ i ‘ . \
ol il e e A R L s S
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020224.D

Aca On : 09 May 2019 19:15

Operator : JU/SJ

Sample : K2645-09 5X

Misc :

ALS Vial : 15 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 3 Dodecane, l1l-iodo- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.25 2.46 ng 155926 Acenaphthene-d10 14.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1-iodo- 296 C12H25l1 004292-19-7 80
2 Undecane. 5-ethvl- 184 C13H28 017453-94-0 72
3 Decane. 2.3.6-trimethvl- 184 C13H28 062238-12-4 72
4 Nonane. 5-(2-methvipropvl)- 184 C13H28 062185-53-9 59
5 Octane, 6-ethyl-2-methyl- 156 C11H24 062016-19-7 59
Abundance Scan 2085 (15.251 min): BM020224.D (-2081) (-) m/z 57.05 100.00%
>0 “ M\/J\M/\\/
1131 " 15.00 15.20 15.40 15.60
144.1 .1182.1
ol D ot 2021 m/z 71.10 88.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #114972: Dodecane, 1-iodo-
57.0
5000 85.0 L UL B U B
41lo 15.00 15.20 15. 40 15 60
m/z 43.00 61.76%
04 ||| il | 1130 1 15|50 1 1830
m/z--> 20 40 eb éo 160 150 150 1éo 1éo 260
Abundance #45550: Undecane, 5-ethyl-
57.0
" 15.00 15,20 15.40 15.60
5000 m/z 85.05 53.28%
41)0 85.0
0 254&) ] H 1l 1l 111 0126 0 15§ 0
m/z--> 26 4b eb éo 160 150 150 1éo 1é0 260
Abundance #45597: Decane, 2,3,6-trimethyl- LB mE SRt
43.0 15.00 15.20 15.40 15.60
m/z 41.05 38.53%
71.0
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 1520 1540 1560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020224.D

Aca On : 09 May 2019 19:15

Operator : JU/SJ

Sample : K2645-09 5X

Misc :

ALS Vial : 15 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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.12 5.21 ng 389261 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Hexadecane 226 C16H34 000544-76-3 86
3 Dodecane. l-iodo- 296 C12H251 004292-19-7 86
4 Decane. 3-methvl- 156 C11H24 013151-34-3 83
5 Eicosane 282 C20H42 000112-95-8 72
Abundance Scan 2233 (16.121 min): BM020224.D (-2228) (-) m/z 57.10 100.00%
51.
U AR IURN IR B
15.80 16.00 16.20 16.40
280.9
o 240.2 m/z 71.05 98.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82606: Heptadecane
57.0
5000 85.0 R AR R RN RN
15.80 16.00 16.20 16.40
0.0 m/z 85.05 57.40%
0 T 8o 1410|1690 1970 2400
m/z--> 20 40 60 éo 100 150 140 160 180 200 220 240 260 280
Abundance #73968: Hexadecane
57.0
15:80 16.00 16.20 16.40
5000 85.0 m/z 43.05 53.53%
0 29.0 Lo 11‘30“ 1410 169.0 197.0 2260
IR N S Y A Y et g
Abundance #114972: Dodecane, 1-iodo- B AN mEaE S
57.0 15.80 16.00 16.20 16.40
m/z 41.10 38.67%
- T /\\/\A/W/\/\nrr/\/"w
29.0 155.0
0...“..w...w..”,..”,%}i?n..“..w..f8?9. — e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020224.D

Aca On : 09 May 2019 19:15

Operator : JU/SJ

Sample : K2645-09 5X

Misc :

ALS Vial : 15 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 Heptadecane, 8-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.91 2.75 ng 205528 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 90
2 Tridecane. 1l-iodo- 310 C13H271 035599-77-0 86
3 Octane. 5-ethvl-2-methvl- 156 C11H24 062016-18-6 80
4 Tridecane. 6-methvl- 198 C14H30 013287-21-3 78
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 2367 (16.910 min): BM020224.D (-2363) (-) m/z 57.10 100.00%
51.1
>0 NMANJ/LM\
USRI BN B
154.9 16.60 16.80 17.00 17.20
o 182.0 209.0 254.2 281.0 /7 71.05 95 _E0%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91041: Heptadecane, 8-methyl-
57.0
85.0
5000 R UL UL IR SRR
16,60 16,80 17.00 17.20
0 540 m/z 43.05 55.24%
o | g iy .|| || 183.0 2110 239.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122578: Tridecane, 1-iodo-
57.0
16.60 16.80 17.00 17.20
5000 85.0 m/z 85.05 52 .88%
28.0
L) juso 1550 1RO 310.0
> T a0 € b a0 135 140 185 T80 0 55 240 380 200 0
Abundance #27145: Octane, 5-ethyl-2-methyl- o B o S
43.0 16.60 16.80 17.00 17.20
m/z 41.00 32 .45%
71.0
5000
0 I “ o \‘ 98.0 12('0 156.0
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300 16,60 16,80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020224.D

Aca On : 09 May 2019 19:15

Operator : JU/SJ

Sample : K2645-09 5X

Misc :

ALS Vial : 15 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 Dibenzothiophene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.99 2.25 ng 168238 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 80
2 Azuleno(2.1-b)thiophene 184 C12H8S 000248-13-5 72
3 2-Benzothiazolamine. 4-chloro- 184 C7HS5CIN2S 019952-47-7 50
4 1.1"-Biphenvl. 3-methoxv- 184 C13H120 002113-56-6 50
5 Benzidine 184 C12H12N2 000092-87-5 42
Abundance Scan 2381 (16.992 min): BM020224.D (-2378) (-) m/z 184.00 100.00%
184.0
5000
139.1
69.0 92.0 116.8 16.60 16.80 17.00 17.20 17.40
Ol st gt ok AR 20T 2381 28111 .o 7185 00 17.32%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45489: Dibenzothiophene
184.0
5000

16.60 16.80 17.00 17.20 17.40
m/z 139.05 12.76%

92.0 139.0
31.0 630 113.0 9.0 ||I|
1 IIIII IIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45493: Azuleno(2,1-b)thiophene
184.0
T T
16.60 16.80 17.00 17.20 17.40
5000 m/z 152.05 12.21%
79.0 139.0
Ol 280 | | 1140 | 1800
[ T e T T e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45795: 2-Benzothiazolamine, 4-chloro-
184.0 16.60 16.80 17.00 17.20 17.40
m/z 195.10 5.89%
5000
122.0
450 69.0 92.0 }70
Ottt e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020224.D

Aca On : 09 May 2019 19:15

Operator : JU/SJ

Sample : K2645-09 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.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 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.64 2.62 ng 195757 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 89
2 Hexadecane 226 C16H34 000544-76-3 80
3 Undecane. 2.3-dimethvl- 184 C13H28 017312-77-5 80
4 Undecane. 5-methvl- 170 C12H26 001632-70-8 72
5 Heptacosane 380 C27H56 000593-49-7 72

Abundance Scan 2491 (17.639 min): BM020224.D (-2488) (-) m/z 71.05 100.00%

5000

17.40 17.60 17.80 18.00

127.9 1550 191.0
m/z 57.05 91.22%

o 224.0246.1  281.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99476: Nonadecane
57.0

5000

17.40 17.60 17.80 18.00
m/z 43.10 65.03%

113.0 1410 169.0 197.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73968: Hexadecane
57.0
T RRSEE T
17.40 17.60 17.80 18.00
5000 85.0 m/z 85.10 62.69%
B AaE I B L R R o R E
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45564: Undecane, 2,3-dimethyl- R B e e B
43.0 17.40 17.60 17.80 18.00
m/z 41.05 36.14%
71.0
5000
140.0
990
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17. 60 17. 80 18 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020224.D

Aca On : 09 May 2019 19:15

Operator : JU/SJ

Sample : K2645-09 5X

Misc :

ALS Vial : 15 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 Tridecanoic acid, methyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.83 23.95 ng 1789100 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 96
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 95
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 95
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 80

Abundance Scan 2523 (17.827 min): BM020224.D (-2518) (-) m/z 74.00 100.00%
74.0
5000
Tl 1431 227.2 7o 7180 1200 1220
9r.1 185.1 ' 2703 : : - -
0 ,....,l....“,.-.-'.. M 1210 | 1640772060 | 2708 m/z 86.95 67.28%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75094: Tridecanoic acid, methyl ester
74.0
5000 43.0 LB B BN UL S
17.60 17.80 18.00 18.20
m/z 43.05 22 .66%
0 | ||| |. LIy 97 0 | 14? ° 185.0 228 0
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance #83693: Methyl tetradecanoate
74.0
" 17.60 17.80 18.00 18.20
0
5000 3.0 m/z 55.05 22 .28%
0 “‘ byl oo 130650 1990 2420
s 3 A eb 8 130 135 150 1k 130 30 300 23 280 2%
Abundance #100727: Pentadecanoic acid, 14-methyl-, methyl ester T T
74.0 17.60 17.80 18.00 18.20
m/z 41.10 19.00%
5000 43.0
1430
A A Y RTINSO
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20

8270-BM043019.M Fri May 10 17:32:00 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020224.D

Aca On : 09 May 2019 19:15

Operator : JU/SJ

Sample : K2645-09 5X

Misc :

ALS Vial : 15 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 1H-Cyclopropa[l]phenanthren... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.05 7.52 ng 561835 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvclopropal l'lphenanthrene.la.... 192 C15H12 000949-41-7 92
2 Anthracene. 1-methvl- 192 C15H12 000610-48-0 83
3 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 83
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 83
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 70

Abundance Scan 2561 (18.051 min): BM020224 D (-2555) (-) m/z 192.10 100.00%

5000

=

17.80 18.00 18.20 18.40

(o m/z 191.00 61.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50641: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192.0
5000 LA I L L L L L
17.80 18.00 18.20 18.40
165.0 m/z 73.00 51.95%
30.0 63.0 90 1390
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50617: Anthracene, 1-methyl-
192.0
R R o R R
17.80 18.00 18.20 18.40
5000 m/z 60.10 36.54%
82.0 165.0
0 16.0 39.0 115.0139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50623: Phenanthrene, 1-methyl-
192.0 17.80 18.00 18.20 18.40

m/z 57.00 32.81%

5000

165.0

s

39.0 63.0 96.0 139.0
- TTr T TTTT TTrTT TTr T I TTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17. 80 18 00 18. 20 18.40

8270-BM043019.M Fri May 10 17:32:01 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020224.D

Aca On : 09 May 2019 19:15

Operator : JU/SJ

Sample : K2645-09 5X

Misc :

ALS Vial : 15 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 Phenanthrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.09 5.43 ng 406049 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 95
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 94
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 94
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 91
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91

Abundance Scan 2568 (18.092 min): BM020224.D ( 2564) (-) m/z 192.10 100.00%

19p.

5000

y

95.0 11+ 1139.0 17.80 18.00 18.20 18.40
o 0 221.1242.1 267.1 m/z 191.05  58.29%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50630: Phenanthrene, 1-methyl-
192.0

165.1

5000 LI L L L L L L B I
17. 80 18 00 18. 20 18 40
165.0 m/z 189.00 30.71%
0 39.0 63.0 94.0115.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50612: Anthracene, 2-methyl-
192.0
17.80 18 00 18. 20 18.40
5000 m/z 193.10 16.35%
165.0
o 15.0 39.0 62.0 83.0 115.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50620: Phenanthrene, 2-methy!- T T
192.0 17. 80 18 00 18. 20 18 40
m/z 190.05 15.40%
5000
165.0
o 39.0 630 94071150 139.0

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

8270-BM043019.M Fri May 10 17:32:01 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020224.D

Aca On : 09 May 2019 19:15

Operator : JU/SJ

Sample : K2645-09 5X

Misc :

ALS Vial : 15 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 Anthracene, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.17 2.09 ng 155915 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 95
3 1H-Cvclopropal llphenanthrene.la.... 192 C15H12 000949-41-7 94
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 93
5 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 91

Abundance Scan 2581 (18.168 min): BM020224D(2578)() m/z 192.10 100.00%

5000

ly_

17. 80 18. OO 18 20 18. 40

2209 257.1282.2

. ' 136. '
01 : m/z 191.05 50.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50612: Anthracene, 2-methyl-
192.0
5000 LA I L L B L L L B
17.80 18.00 18.20 18.40
m/z 189.00 22 .98%
83.0 165.0
o 15.0 39.0 115.0139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50626: Phenanthrene, 2-methyl-
192.0
B e RN SR
17.80 18.00 18.20 18.40
5000 m/z 193.10 19.81%
165.0
ol 39.0 630 960 1390
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50641: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro- AR e S
192.0 17.80 18.00 18.20 18.40
m/z 165.05 13.69%
5000
165.0
0 39.0 63.0 9.0 1390
1 IIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.80 18.00 18.20 18.40

8270-BM043019.M Fri May 10 17:32:01 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020224.D

Aca On : 09 May 2019 19:15

Operator : JU/SJ

Sample : K2645-09 5X

Misc :

ALS Vial : 15 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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.24 8.38 ng 626311 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 90
2 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 50
3 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 50
4 3-(Trifluoromethoxy)benzaldehvde 190 C8H5F302 052771-21-8 47
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 27
Abundance Scan 2593 (18.239 min): BM020224.D (-2587) (-) m/z 189.00 100.00%
180.0

5000

-

18.00 18.20 18.40 18.60
| giol GR03 31300 sz 190.10  98.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #49338: 4H-Cyclopenta[def]phenanthrene

190.0

—

5000

18.00 18.20 18.I40 18!60
m/z 192.10  39.45%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48999: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190.0

=

18.00 18.20 18.40 18.60
5000 m/z 191.10 35.47%

95.0 134.0 162.0
40.0 67.0
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #49395: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl

45.0 190.0 18.00 18.20 18.40 18.60
’ 146.0 m/z 187.00 20.91%
5000 82.0
117.0
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.00 18.20 18.40 18.60

8270-BM043019.M Fri May 10 17:32:02 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020224.D

Aca On : 09 May 2019 19:15

Operator : JU/SJ

Sample : K2645-09 5X

Misc :

ALS Vial : 15 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 2-Bromo dodecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.34 2.80 ng 209534 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
2 Heptadecane 240 C17H36 000629-78-7 86
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
4 Nonacosane 408 C29H60 000630-03-5 86
5 Octacosane 394 C28H58 000630-02-4 72
Abundance Scan 2610 (18.339 min): BM020224.D (-2606) (-) m/z 57.10 100.00%
57.1
5000
0! : ; : m/z 71.10 85.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #86886: 2-Bromo dodecane
57.0
5000 AR PR BN B
18 00 18. 20 18 40 18. 60
29.0 m/z 43.10 63.48%
: 169.0
0! 9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82608: Heptadecane
57.0
85.0 18,00 18.20 18.40 18.60
5000 m/z 85.05 63.31%
29.0
0 | J f ﬂ\n? 0 141.0 169.0 197.0  240.0
m/z--> ﬁ&&%m@mmmmmmmmmﬁ
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- e EEamsmEEEE
57.0 18.00 18.20 18.40 18.60
m/z 41.00 28.30%
5000 85.0
0 ‘ w \11‘?09410 1830211023902670 2960
m/z--> 2'0 4'0 6|O 8IO 1(')0 12'0 140 160 180 200 220 240 260 280 300 32'0 18 00 18. 20 18 40 18. 60

8270-BM043019.M Fri May 10 17:32:02 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020224.D

Aca On : 09 May 2019 19:15

Operator : JU/SJ

Sample : K2645-09 5X

Misc :

ALS Vial : 15 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 Tricyclo[8.2.2.2(4,7)]hexad... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

18.54 2.30 ng 171828 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol8.2.2.2(4.7)1lhexadeca-2... 204 C16H12 006572-60-7 76
2 Naphthalene. 2-phenvl- 204 C16H12 000612-94-2 76
3 I1.1"-Biphenvll1-2.2"-dicarbonitrile 204 C14H8N2 004341-02-0 52
4 5.16I1".271:8.13I1"".2""1-Dibenz... 408 C32H24 005672-97-9 52
5 Naphthalene, 1-phenyl- 204 Cl6H12 000605-02-7 52

Abundance Scan 2644 (18.539 min): BM020224.D (-2641) (-) m/z 204.05 100.00%

204.1

5000

18.20 18.40 18.60 18.80

51.0 76.0 101:0126.1151 11760

238.2 281.9 316.1

0 m/z 202.00 36.20%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #58976: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13,15...
204.0
5000
18.20 18.40 18.60 18.80
m/z 202.95 32.60%

101.0

126.0 152.0176.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #58961: Naphthalene, 2-phenyl-
204.0

18.20 18.40 18.60 18.80
5000 m/z 205.05 15.53%

27.0 51.0 76.0 102.01280152.0176.0

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #58609: [1,1'-Biphenyl]-2,2"-dicarbonitrile
204.0 18.20 18.40 18.60 18.80
m/z 212_.00 11.43%
5000
177.0
027.0 510 880 12601500 ) H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.20 18.40 18.60 18.80

8270-BM043019.M Fri May 10 17:32:03 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020224.D

Aca On : 09 May 2019 19:15

Operator : JU/SJ

Sample : K2645-09 5X

Misc :

ALS Vial : 15 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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

18.97 62.78 ng 4691100 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 95
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 94
3 2-Chloroethvl linoleate 342 C20H35CI102 025525-76-2 94
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 91
5 7-Hexadecyne 222 C16H30 074685-28-2 90

Abundance Scan 2717 (18.968 min): BM020224.D (-2712) (-) m/z 67.10 100.00%

67.1
5000{ 471 :

123.1150.1 178.1 206.1

263.1 294 18.60 18.80 19.00 19.20
o 2842 3410 | /7 81.05  77.43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #114393: 9,12-Octadecadienoic acid, methyl ester, (E,E)-

41.0 67.0

5000

18:60 18.80 19.00 19.20
m/z 95.10  48.94%

o ’ : . 262.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #114374: 9,12-Octadecadienoic acid, methyl ester
671.0

41.0 BN R e e e
18 60 1880 19. OO 19.20

5000 m/z 55.10 48 _.81%
123.0150.0

' ' 178.0 223.0 263.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #138048: 2-Chloroethyl linoleate

0
67.0 18.60 18.80 19.00 19.20
m/z 79.05 42 _47%

|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18 60 18. 80 19. OO 19. 20

5000

8270-BM043019.M Fri May 10 17:32:03 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020224.D

Aca On : 09 May 2019 19:15

Operator : JU/SJ

Sample : K2645-09 5X

Misc :

ALS Vial : 15 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-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.00 100.78 ng 7529880 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
3 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 99
4 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99

Abundance Scan 2722 (18.998 min): BM020224.D (-2720) (-) m/z 55.10 100.00%

5000

37.1 180.1 18.60 18.80 19.00 19.20 19.40

m/z 69.10 98.47%

o 296.2 327.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115452: 9-Octadecenoic acid (2)-, methyl ester

5000
18.60 18.80 19.00 19.20 19.40
m/z 74.10 82.04%
. 180.0 222.0 264.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115459: 9-Octadecenoic acid, methyl ester, (E)-

18.60 18.80 19.00 19.20 19.40

5000 3.0 m/z 83.10 71.95%
29.0
264.0
“1s70 1800 2220 296.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115431: 9-Octadecenoic acid, methyl ester

18.60 18.80 19.00 19.20 19.40
m/z 41.10 63.41%

5000

I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.60 18.80 19.00 19.20 19.40

8270-BM043019.M Fri May 10 17:32:04 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020224.D

Aca On : 09 May 2019 19:15

Operator : JU/SJ

Sample : K2645-09 5X

Misc :

ALS Vial : 15 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 Octadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.14 12.61 ng 941906 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. methvl ester 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid. 16-methvl-., ... 298 C19H3802 005129-61-3 93
3 Heptadecanoic acid. 15-methvl-., ... 298 C19H3802 054833-55-5 93
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 86

Abundance Scan 2746 (19.139 min): BM020224.D (-2742) (-) m/z 74.00 100.00%

74.0

5000
43.1
326.1355.1 18.80 19.00 19.20 19.40
0 : ; m/z 87.05 70.22%
m/z--> 50 100 150 200 250 300 350
Abundance #116657: Octadecanoic acid, methyl ester
74.0
5000 43.0
18.80 19.00 19.20 19.40
\ 143.0 m/z 55.10 26.73%
: . ' 2550 298.0
o 4 L ilpe Fomgmmogamse 0
m/z--> 50 100 150 200 250 300 350
Abundance #116689: Heptadecanoic acid, 16-methyl-, methyl ester

74.0

18.80 19.00 19.20 19.40
5000 m/z 43.10 26.16%

28.0
‘ 143.0 1000 o559 2980
101.0 .
oL, { ,“‘. Wl | aro T 2270 ,‘l. N WN—
miz--> 50 100 150 200 250 300 350
Abundance L B B B e e

#116687: Heptadecanoic acid, 15-methyl-, methyl ester
74.0 18.80 19.00 19.20 19.40

m/z 41.10 20.30%

5000 298.0
43.0
143.0
111.0 ‘ 199.0 255.0
0 15A0“ \ ‘ \M \‘H LI‘ e ath el ! 11710L ‘ \2279\. ‘ il {
LI B LI B LI B T T T T _'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_

= e — T

T
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020224.D

Aca On : 09 May 2019 19:15

Operator : JU/SJ

Sample : K2645-09 5X

Misc :

ALS Vial : 15 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 18 11H-Benzo[a]fluorene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.09 2.32 ng 444195 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluorene 216 C17H12 000238-84-6 81
2 11H-Benzolblfluorene 216 C17H12 000243-17-4 81
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 72
4 7H-Benzolclfluorene 216 C17H12 000205-12-9 64
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 53
Abundance Scan 2908 (20.092 min): BM020224.D (-2905) (-) m/z 216.10 100.00%
5000
19.80 20.00 20.20 20.40
o390 240.1281.1316.1 3603 41631 7 215.10  74.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #67031: 11H-Benzo[a]fluorene
215.0
5000
19.80 20.00 20.20 20.40
m/z 71.10 32.36%
107.0
ol 270 630 | 163.0 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #67030: 11H-Benzo[b]fluorene
216.0
19.80 20,00 20.20 20.40
5000 m/z 57.10 23.56%
107.0
o280 89 .4 s, &
m/z--> 50 100 150 200 250 300 350 400
Abundance #67028: Pyrene, 1-methyl- I AEEREE TS
216.0 19.80 20.00 20.20 20.40
m/z 213.10 21.58%
5000
108.0
oL, 270 630 , | 163.0 |
m/z--> 50 100 150 200 250 300 350 400 10.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020224.D

Aca On : 09 May 2019 19:15

Operator : JU/SJ

Sample : K2645-09 5X

Misc :

ALS Vial : 15 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 Hexadecanoic acid, 15-methy... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.24 2.55 ng 487671 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 15-methvl-., m... 284 C18H3602 006929-04-0 95
2 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 90
3 Pvrene. 2-methvl- 216 C17H12 003442-78-2 50
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 47
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 46
Abundance Scan 2933 (20.239 min): BM020224.D (-2929) (-) m/z 73.95 100.00%
74.0 216.1
5000
20,00 20.20 20.40 20.60
o} m/z 216.10 99.99%
m/z--> 50 100 150 200 250 300 350
Abundance #108886: Hexadecanoic acid, 15-methyl-, methyl ester
74.0
5000
43.0 20.00 20.20 20.40 20.60
m/z 87.10 76 .73%
0‘
m/z--> 50 100 150 200 250 300 350
Abundance #130939: Eicosanoic acid, methyl ester
74.0
20,00 20.20 20.40 20.60
5000 m/z 215.00 63.77%
430 143.0 326.0
150, L1 120 | 1 0190.0227.0965 2239
m/z--> 50 100 150 200 250 300 350
Abundance #67025: Pyrene, 2-methyl-
216.0 20.00 20.20 20.40 20.60
m/z 232.10 30.78%
5000 95.0
0 530 | ” 150.0 187.0
m/z--> 50 100 150 200 250 300 350 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO050919\
Data File : BM020224.D

Aca On : 09 May 2019 19:15

Operator : JU/SJ

Sample : K2645-09 5X

Misc :

ALS Vial : 15 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 unknown20.40 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.40 2.41 ng 460479 Chrysene-d12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 2.4-diisopropvl-1.1... 196 C14H28 1000149-60-5 27
2 2-Acetvl-4_.4-dimethvl-cvclopent-... 152 C9H1202 081979-96-6 14
3 Cvclohexane. 1.1°-(2-propvl-1.3-... 250 C18H34 055030-21-2 14
4 2-Butvl-3-methvl-5-(2-methvlprop... 222 C15H260 1000281-10-7 14
5 Oxirane, 2-decyl-3-(5-methylhexy... 282 C19H380 029804-22-6 12
Abundance Scan 2960 (20.398 min): BM020224.D (-2955) (-) m/z 216.10 100.00%
216.1
5000
2551  307.2 20.00 20.20 20.40 20.60 20.80
o i3 4232 “n/z 55.10 66.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #53667: Cyclohexane, 2,4-diisopropyl-1,1-dimethyl-
41.0 971.0
5000 AU RN B
20.00 20.20 20.40 20.60 20.80
153.0 m/z 215.10 53.74%
AR O T
m/z--> 50 100 150 200 250 300 350 400
Abundance #24881: 2-Acetyl-4,4-dimethyl-cyclopent-2-enone
69.0
152.0 AU AR B
20.00 20.20 20.40 20.60 20.80
5000 m/z 69.10 48.02%
109.0
27.
0.\.q.l“.‘lldl‘.llt..‘.l....l.... e
m/z--> 50 100 150 200 250 300 350 400
Abundance #88630: Cyclohexane, 1,1'-(2-propyl-1,3-propanediyl)bis- A B o
55.0 20.00 20.20 20.40 20.60 20.80
970 m/z 81.00 35.62%
5000
0 "LI'!J'IJ'J"J""I"'%S?P"'I"" [rrr T AU RN B
m/z--> 50 100 150 200 250 300 350 400 20.00 20.20 20.40 20.60 20.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM050919\
Data File : BM020224.D

Acq On : 09 May 2019 19:15

Operator : JU/SJ

Sample - K2645-09 5X

Misc :

ALS Vial : 15 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]
unknown7 .30 7.30 18.3 ng 684140 1 7.77 747810 20.0
Dodecane, 1l-iodo- 15.25 2.5 ng 155926 3 14.42 1270170 20.0
Heptadecane 16.12 5.2 ng 389261 4 17.17 1494340 20.0
Heptadecane, 8-me... 16.91 2.8 ng 205528 4 17.17 1494340 20.0
Dibenzothiophene 16.99 2.3 ng 168238 4 17.17 1494340 20.0
Nonadecane 17.64 2.6 ng 195757 4 17.17 1494340 20.0
Tridecanoic acid,... 17.83 23.9 ng 1789100 4 17.17 1494340 20.0
1H-Cyclopropa[l]p--- 18.05 7.5 ng 561835 4 17.17 1494340 20.0
Phenanthrene, 1-m... 18.09 5.4 ng 406049 4 17.17 1494340 20.0
Anthracene, 2-met... 18.17 2.1 ng 155915 4 17.17 1494340 20.0
4H-Cyclopenta[def... 18.24 8.4 ng 626311 4 17.17 1494340 20.0
2-Bromo dodecane 18.34 2.8 ng 209534 4 17.17 1494340 20.0
Tricyclo[8.2.2.2(... 18.54 2.3 ng 171828 4 17.17 1494340 20.0
9,12-Octadecadien... 18.97 62.8 ng 4691100 4 17.17 1494340 20.0
9-Octadecenoic ac... 19.00 100.8 ng 7529880 4 17.17 1494340 20.0
Octadecanoic acid... 19.14 12.6 ng 941906 4 17.17 1494340 20.0
11H-Benzo[a]fluorene 20.09 2.3 ng 444195 5 21.36 3826090 20.0
Hexadecanoic acid... 20.24 2.5 ng 487671 5 21.36 3826090 20.0
unknown20.40 20.40 2.4 ng 460479 5 21.36 3826090 20.0
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