LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM012519\
Data File : BM018656.D

Aca On : 25 Jan 2019 17:20

Operator : JU/SJ

Sample : K1157-05

Misc :

ALS Vial : 8 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-BM010919 .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 4.875 299 304 314 rBV 178915 254479 3.07% 0.331%
2 5.322 374 380 394 rVB 2837104 3979966 48.02% 5.178%
3 6.904 642 649 661 rBY 2821278 4532157 54.69% 5.896%
4 7.263 703 710 723 rBVY 3019510 4696712 56.67% 6.110%
5 7.728 783 789 796 rBV 828174 1322071 15.95% 1.720%
6 8.046 836 843 854 rVB 2271104 3650293 44 .05% 4_.749%
7 8.898 979 988 998 rBVY 1652210 2742338 33.09% 3.568%
8 10.522 1256 1264 1271 rBV 1088047 1774834 21.42% 2.309%
9 12.186 1533 1547 1555 rBV4 60307 157097 1.90% 0.204%
10 12.998 1678 1685 1692 rBY 3988219 5963083 71.95% 7.758%
11 13.692 1797 1803 1809 rBv2 54097 96400 1.16% 0.125%
12 13.839 1822 1828 1836 rBvV 270850 384543 4.64% 0.500%
13 14.104 1868 1873 1881 rBvV 58784 91489 1.10% 0.119%

14 14.380 1911 1920 1926 rBV2 1527258 2310750 27.88% 3.006%
15 14.445 1926 1931 1939 rVB 142297 221545 2.67% 0.288%

16 14.780 1982 1988 1996 rBvV2 121237 204604 2.47% 0.266%
17 15.433 2093 2099 2108 rVB 145354 248909 3.00% 0.324%
18 15.721 2144 2148 2154 rVB 77705 122476 1.48% 0.159%
19 15.874 2165 2174 2184 rBV 3745492 5218727 62.97% 6.790%
20 16.433 2257 2269 2274 rBV7 62815 176550 2.13% 0.230%

21 16.786 2324 2329 2335 rVB 104402 163520 1.97% 0.213%
22 16.857 2336 2341 2344 rBV2 50033 95921 1.16% 0.125%
23 16.951 2353 2357 2364 rVB 88932 136737 1.65% 0.178%
24 17.133 2382 2388 2391 rBV 1896579 2742035 33.09% 3.567%
25 17.174 2391 2395 2401 rVV 1518981 2072344 25.01% 2.696%

26 17.263 2403 2410 2415 rVB 338101 475084 5.73% 0.618%
27 17.539 2454 2457 2466 rVB 129109 195851 2.36% 0.255%
28 18.021 2531 2539 2542 rBV2 978594 1601040 19.32% 2.083%
29 18.051 2542 2544 2549 rVB 381452 508748 6.14% 0.662%
30 18.133 2554 2558 2564 rVvVv 157755 241955 2.92% 0.315%

31 18.204 2564 2570 2573 rvv4 270805 523091 6.31% 0.681%
32 18.239 2573 2576 2582 rVB 164265 227316 2.74% 0.296%
33 18.510 2617 2622 2626 rBV 159804 212324 2.56% 0.276%
34 18.557 2626 2630 2636 rVB2 142625 187865 2.27% 0.244%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM012519\
Data File : BM018656.D

Aca On : 25 Jan 2019 17:20

Operator : JU/SJ

Sample : K1157-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 18.757 2660 2664 2667 rBV2 61869 83142 1.00% 0.108%

36 18.921 2688 2692 2699 rBV 128050 254155 3.07% 0.331%
37 19.074 2713 2718 2725 rVB3 112549 215176 2.60% 0.280%
38 19.192 2733 2738 2744 rVB 1699365 2249877 27.15% 2.927%
39 19.304 2752 2757 2761 rBV3 364060 505687 6.10% 0.658%
40 19.527 2790 2795 2797 rBV2 351073 535149 6.46% 0.696%

41 19.557 2797 2800 2808 rVV 1320461 1795756 21.67% 2.336%
42 19.627 2809 2812 2818 rVB2 142360 207619 2.51% 0.270%
43 19.762 2828 2835 2840 rBV 6800916 8287343 100.00% 10.782%
44 19.874 2850 2854 2856 rBVY 147306 211066 2.55% 0.275%
45 20.015 2874 2878 2879 rBv4 122171 153217 1.85% 0.199%

46 20.157 2898 2902 2905 rBV2 103728 144345 1.74% 0.188%
47 20.215 2905 2912 2915 rvv2 203180 394428 4.76% 0.513%
48 20.351 2932 2935 2939 rBVY 90110 110533 1.33% 0.144%
49 20.804 3008 3012 3017 rVB 221342 284023 3.43% 0.370%
50 21.021 3044 3049 3052 rBV3 793973 967186 11.67% 1.258%

51 21.103 3059 3063 3072 rVB2 613678 840711 10.14% 1.094%
52 21.327 3094 3101 3104 rBV2 2906204 4594015 55.43% 5.977%
53 21.362 3104 3107 3115 rVB 714633 936398 11.30% 1.218%
54 21.468 3122 3125 3133 rVB2 144052 239528 2.89% 0.312%
55 22.368 3275 3278 3282 rVB 301101 397938 4._80% 0.518%

56 22.880 3361 3365 3367 rBV 503122 708489 8.55% 0.922%
57 23.450 3459 3462 3466 rBV 260711 381923 4.61% 0.497%
58 23.492 3466 3469 3478 rVB 451877 787831 9.51% 1.025%
59 23.597 3481 3487 3493 rBV 1623107 3067026 37.01% 3.990%
60 24.109 3570 3574 3584 rVB 508071 979112 11.81% 1.274%

Sum of corrected areas: 76864527
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM012519\
Data File : BM018656.D

Aca On : 25 Jan 2019 17:20

Operator : JU/SJ

Sample : K1157-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance :
7000000 TIC: BM018656.D

6000000
5000000
4000000

3000000 5.32 6.90
8.05
2000000 8.90

10.52
1000000 7.73

4.88
A

e SRR R R e S A L e AR R

I
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance ;
7000000 TIC: BM018656.D e

6000000

5000000

4000000 13.00 15.87

3000000

17.13 19.19
2000000 14.38 17.17

18.02

1000000

7.2 1
12.19 13%9°14 1014.451478 1543570 1643166789 4754 P

A
L

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018656.D

6000000

5000000

4000000

21.33
3000000

23.60

2000000

2 P%a .36

1000000 20.80 }&47

e

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 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\BM012519\
Data File : BM018656.D

Aca On : 25 Jan 2019 17:20

Operator : JU/SJ

Sample : K1157-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.88 3.85 ng 254479 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9

Abundance Scan 305 (4.881 min): BM018656.D (-299) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 U UL A R R
460 4.80 5.00 5.20
....,....',lu...~:|,....53,3::(’...~,|....,....,....,....,.1.9.3-.0, m/z 59.10 55.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 0 iR 3k sho 5k
0
150 1010 m/z 101.10 22.61%
wl ol 830
miz--> 20 40 60 80 100 120 140 160 180
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
460 480 500 520
5000 1010 m/z 58.05 13.99%
27.0 42.0 116.0
'"'lﬂm'@h"hi”'”?+9"w"'|"”|""|”"|"'w
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #3955: 2,3-Butanedione, monooxime T
43.0 460 4.80 5.00 5.20
m/z 41.05 11.01%
5000
101.0
15.0 | 58.0 86.0
mz-> 20 40 60 80 100 120 140 160 180 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM012519\
Data File : BM018656.D

Aca On : 25 Jan 2019 17:20

Operator : JU/SJ

Sample : K1157-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 2 unknown7.26 Concentration Rank 1

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

7.26 71.05 ng 4696710 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 709 (7.257 min): BM018656.D (-703) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 IR SARRS SRR SRS S
40.0 54 7.00 7.20 7.40 7.60
82.9 e — m/z 68.10 38.33%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 HRIUL NI UL UL
7.00 7.20 7.40 7.60
310 510 m/z 134.00 31.81%
'J'%I!J!'I'!"I""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
700 720 7.40 7.60
5000 m/z 66.10 25.42%
"'M |'§%0'k'7%?'“8§P'J| J“" [rr T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57.0 132.0 7.00 7.20 7.40 7.60
m/z 69.05 16.05%
74.0
5000 98.0 116.0
||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| I AREE s S S
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM012519\
Data File : BM018656.D

Aca On : 25 Jan 2019 17:20

Operator : JU/SJ

Sample : K1157-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.02 11.68 ng 1601040 Phenanthrene-d10 17.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 25
Abundance Scan 2539 (18.021 min): BM018656.D (-2531) (-) m/z 73.00 100.00%
43.0 .0
5000 129.1
213.2
157.1 185.1 UL UL BN SUUIN B

256.2 1780 18.00 18.20 18.40
ERRRRRLE m/z 43.05 91.79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43.0
73.0

5000
~ 17'80 18100 18.20 1840
m/z 60.00 82.97%

97.0 129.0 256.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid
73.0
43.0 N A o
17.80 18.00 18.20 18.40
5000 129.0 m/z 41.05 79.60%
15.0 buv )

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid

73.0 " 17'80 18100 18.20 1840
m/z 55.10 72.74%

43.0
5000 1200
' 171.0
214.0
98.0
18%‘ “‘H\M\HM“ N N—— ‘ \ ‘

m/z--> 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\HPCHEMI\BNA M\DATA\BM012519\
Data File : BM018656.D

Aca On : 25 Jan 2019 17:20

Operator : JU/SJ

Sample : K1157-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Phenanthrene, 1-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.05 3.71 ng 508748 Phenanthrene-d10 17.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 93
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 91
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 91
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 90
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 90
Abundance Scan 2544 (18.051 min): BM018656D(2542)() m/z 192.10 100.00%

17.80 18.00 18.20 18.40
57.30%

192.
5000

39.1 63.0 m/z 191.10

’ 139.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50623: Phenanthrene, 1-methyl-
192.0

5000 e R e
17.80 18.00 18. 20 18.40

m/z 189.10 27.21%
39.0 63.0

165.0
. . 96.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50611: Anthracene, 2-methyl-
192.0

17.80 18 00 18. 20 18.40

5000 m/z 193.10 17.31%
96.0 165.0
63.0 139.0
R AAARRRammR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50609: Anthracene, 1-methyl- T T T
192.0 17. 80 18 00 18. 20 18 40

m/z 190.10 16.41%

5000
83.0 165.0
15.0 39.0 62.0 115.0 139.0

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\HPCHEMI\BNA M\DATA\BM012519\
Data File : BM018656.D

Aca On : 25 Jan 2019 17:20

Operator : JU/SJ

Sample : K1157-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

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

18.20 3.82 ng 523091 Phenanthrene-d10 17.13

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 64

2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 46

3 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 38

4 Anthracene. l-methvl- 192 C15H12 000610-48-0 30

5 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 20
Abundance Scan 2569 (18.198 min): BM018656.D (-2564) (-) m/z 189.05 100.00%

189.1

5000

L

17. 80 18 00 18 20 18. 40 18 60
.0243.1 .
218.0 281.0304.1  ~h/7>189.95  96.85%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #49337: 4H- Cyclopenta[de phenanthrene
5000

17.80 18.00 18.20 18.40 18.60
m/z 192.05 85.62%

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

17.80 18.00 18.20 18.40 18.60
m/z 191.05 65.03%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50604: 1H-Indene, 2- phenyl
192. 17.80 18.00 18.20 18.40 18.60

m/z 94.60 23.97%

5000

39.0 63.0 89.0 11509399
mz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1780 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM012519\
Data File : BM018656.D

Aca On : 25 Jan 2019 17:20

Operator : JU/SJ

Sample : K1157-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.30 2.20 ng 505687 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58

Abundance Scan 2756 (19.298 min): BM018656.D (-2752) (-) m/z 73.00 100.00%

43.1 73.0

5000

i

19.00 19.20 19.40 19.60
m/z 43.10 99.58%

m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0 e
19. 00 19. 20 19. 40 19. 60
1850 o410 2840 m/z 60.00 82.66%
1.
IR I
m/z--> 50 100 150 200 250 300 350
Abundance #75072: Tetradecanoic acid
73.0
T

43.0 AR A RS e

19.00 19.20 19.40 19.60
5000 129.0 m/z 41.10 82.47%
185.0
228.0
xs-Pl.,J.’m“f“fnu.F??.'F’..\.,..\..
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R RAaEE B
43.0 19.00 19.20 19.40 19.60
m/z 57.05 75.71%
73.0
129.0
185.0
213.0241.0
_— “H 0 | QR0 | g0 i) | b Sy
m/z--> 50 150 200 250 300 350 19. 00 19. 20 19. 40 19. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM012519\
Data File : BM018656.D

Aca On : 25 Jan 2019 17:20

Operator : JU/SJ

Sample : K1157-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 9-Tricosene, (2)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.02 4.21 ng 967186 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 94
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
3 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 3049 (21.021 min): BM018656.D (-3044) (-) m/z 57.05 100.00%
57.0
97.0
5000
39.1 220 20,80 21.00 2120 21.40
300.1 : : : :
A B w21 A 26305001 3411 4009 | nsz 43.10  98.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance ) #129063: 9-Tricosene, (2)-
510 970
5000 LN SURULR BN SO
20,80 21.00 21.20 21.40
m/z 55.10 87.31%
15. ", 1820 224.0 266.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57.0
67.0 20,80 21.00 2120 21.40
5000 m/z 83.10 83.00%
| ‘ | ‘ | Lﬁlp 19702020270 2830
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #144923: 2- Chloropropionic acid, octadecy! ester T T T T
20.80 21.00 21.20 21.40
m/z 69.10 75.79%
5000 k\ﬁhkxﬁr“ﬁAAh
miz--> 2080 21.00 2120 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM012519\
Data File : BM018656.D

Aca On : 25 Jan 2019 17:20

Operator : JU/SJ

Sample : K1157-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Diethylene glycol dibenzoate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.10 3.66 ng 840711 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 50
2 3-Benzovlamino-2-benzvl-butvric ... 311 C19H21NO3 1000193-12-7 50
3 Benzamide. N-(5-acetvl-1.2.3-tri... 230 C11H10N402 129959-33-7 49
4 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 38
5 1,3-Dioxolane, 2-methyl-2-phenyl- 164 C10H1202 003674-77-9 37
Abundance Scan 3062 (21.098 min): BM018656.D (-3059) (-) m/z 105.00 100.00%
106.0 230.1
149.1
5000
ﬂﬂ‘ 20.80 21.00 21.20 21.40
194.0 : : : :
SO N AU | PO %{ A 37003021 3441 41491 Thz7 230.10 92.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #124905: Diethylene glycol dibenzoate
106.0 149.0
5000
20.80 21.00 21.20 21.40
m/z 149.05 81.06%
51.0
180 | || 192.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #123430: 3-Benzoylamino-2-benzyl-butyric acid, methyl ester
1050 149.0
20.80 21.00 21.20 21.40
5000 m/z 77.00 47 .12%
510 1 || 10002200  280.0312.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #75939: Benzamide, N-(5-acetyl-1,2,3-triazol-4-yl)- T T T T
105.0 20.80 21.00 21.20 21.40
m/z 202.00 22 .42%
5000
510 230.0
| 14001740
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM012519\
Data File : BM018656.D

Aca On : 25 Jan 2019 17:20

Operator : JU/SJ

Sample : K1157-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 Triacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

24.11 6.38 ng 979112 Perylene-d12 23.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Docosane, 1l-decyl- 451 C32H66 055401-55-3 91

Abundance Scan 3574 (24.109 min): BM018656.D (-3570) (-) m/z 57.10 100.00%

57.1
5000

23.80 24.00 24.20 24.40

169.1 205 1
" ...,.1.1..,.‘..-.1.... 299185013992 4901 | “m/z 71.10 74.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #160628: Triacontane
57.0
5000 LA L L L L L L LB L |

23.80 24.00 24.20 24.40
m/z 43.10 68.86%

13.0
]]“ 169.0 2250 2810 337.0 4220

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

%

Abundance #172957: Tetratetracontane
57.0
R RRRRE R R RS SRRy
23.80 24.00 24.20 24.40
5000 m/z 85.10 56.68%
13. O
‘ ,169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
e A e e T T T e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #167081: Tetracosane, 11-decyl- LB B a s B e
57.0 23.80 24.00 24.20 24.40
m/z 55.10 26.47%
- /JW]U\—W
13. O

,169.0 225, 0 281. o 337. 0 393.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23. 80 24. OO 24. 20 24 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM012519\
Data File : BM018656.D

Acq On : 25 Jan 2019 17:20

Operator : JU/SJ

Sample : K1157-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919_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]
2-Pentanone, 4-hy... 4.88 3.9 ng 254479 1 7.73 1322070 20.0
unknown7 .26 7.26 71.0 ng 4696710 1 7.73 1322070 20.0
n-Hexadecanoic acid 18.02 11.7 ng 1601040 4 17.13 2742040 20.0
Phenanthrene, 1-m... 18.05 3.7 ng 508748 4 17.13 2742040 20.0
4H-Cyclopenta[def... 18.20 3.8 ng 523091 4 17.13 2742040 20.0
Octadecanoic acid 19.30 2.2 ng 505687 5 21.33 4594020 20.0
9-Tricosene, (2)- 21.02 4.2 ng 967186 5 21.33 4594020 20.0
Diethylene glycol... 21.10 3.7 ng 840711 5 21.33 4594020 20.0
Triacontane 2411 6.4 ng 979112 6 23.60 3067030 20.0
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