LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071520\
Data File : BP002762.D

Aca On 15 Jul 2020 19:37

Operator : CG/JU

Sample : L3302-03

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 P\METHODS\8270-BP071020.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

4.716 305 311 322 rVB 51978 81445 2.10% 0.207%
5.187 384 391 407 rBV 1520807 2383731 61.59% 6.066%
rBv 1539113 2641458 68.25% 6.722%
6.863 671 676 689 rvVB 59532 117773 3.04% 0.300%
7.205 727 734 740 rBV3 16782 44124 1.14% 0.112%
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7.557 787 794 804 rBV 635037 993638 25.67% 2.529%
8.704 976 989 1003 rBV 976759 1732633 44.77% 4._.409%
rBv 803463 1448055 37.42% 3.685%
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11.393 1439 1446 1451 rBV3 25616 52262 1.35% 0.133%
1 11.798 1507 1515 1522 rBV 37128 73418 1.90% 0.187%
11 12.010 1542 1551 1560 rVB2 42095 94431 2.44% 0.240%
12 12.228 1583 1588 1592 rBV 35221 55887 1.44% 0.142%
13 12.822 1683 1689 1700 rBV 2370302 3542905 91.54% 9.016%
14 13.057 1726 1729 1735 rVB 42638 61595 1.59% 0.157%

15 13.369 1777 1782 1791 rBV2 43119 109951 2.84% 0.280%

16 13.528 1804 1809 1814 rBV 62892 102912 2.66% 0.262%
17 13.587 1814 1819 1824 rVB 47564 74401 1.92% 0.189%
18 13.669 1829 1833 1839 rVV 303885 410469 10.61% 1.045%
19 13.928 1873 1877 1886 rVB2 71945 121381 3.14% 0.309%
20 14.145 1909 1914 1918 rBV 64761 88047 2.27% 0.224%

21 14.210 1918 1925 1931 rVV2 1217124 1814666 46.89% 4.618%
22 14.275 1931 1936 1946 rVB 109324 191629 4_95% 0.488%

23 14.428 1958 1962 1970 rBv4 24983 62320 1.61% 0.159%
24 14.616 1988 1994 2003 rVB2 93661 176338 4._.56% 0.449%
25 14.698 2004 2008 2013 rVB 46499 65669 1.70% 0.167%
26 14.769 2016 2020 2026 rVB6 32295 51096 1.32% 0.130%
27 14.839 2027 2032 2037 rBV2 48976 86864 2.24% 0.221%
28 14.892 2038 2041 2046 rVB 36669 50489 1.30% 0.128%
29 15.016 2056 2062 2064 rBV3 31444 52449 1.36% 0.133%
30 15.039 2064 2066 2072 rVB2 32261 42720 1.10% 0.109%

31 15.104 2073 2077 2082 rVB2 80017 102792 2.66% 0.262%
32 15.269 2099 2105 2110 rBV 152118 226897 5.86% 0.577%
33 15.516 2139 2147 2151 rVB4 48013 92783 2.40% 0.236%
34 15.569 2152 2156 2159 rBV 33153 45874 1.19% 0.117%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071520\
Data File : BP002762.D

Aca On 15 Jul 2020 19:37

Operator : CG/JU

Sample : L3302-03

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

Z :\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 15.710 2175 2180 2190 rBV 1253447 1913007 49.43% 4 _.868%

36 15.969 2219 2224 2227 rBV2 98064 151572 3.92% 0.386%

37 16.328 2282 2285 2291 rVB3 43634 66012 1.71% 0.168%
38 16.628 2333 2336 2345 rVB2 52149 82926 2.14% 0.211%
39 16.716 2347 2351 2355 rBV5 28701 56133 1.45% 0.143%

40 16.769 2356 2360 2361 rBV2 85800 101386 2.62% 0.258%

41 16.822 2366 2369 2375 rVB 65499 94035 2.43% 0.239%
42 16.969 2389 2394 2398 rBV 1358634 1955112 50.52% 4_.976%
43 17.010 2398 2401 2407 rVB 1222643 1649965 42.63% 4_.199%
44 17.104 2412 2417 2424 rVB 336989 496185 12.82% 1.263%
45 17.375 2459 2463 2469 rVB2 119713 191222 4.94% 0.487%

46 17.504 2482 2485 2490 rBV2 79540 94306 2.44% 0.240%
47 17.557 2491 2494 2498 rVB2 54137 62268 1.61% 0.158%
48 17.675 2511 2514 2517 rBV 61021 79273 2.05% 0.202%

49 17.851 2539 2544 2548 rBVY 181642 272548 7.04% 0.694%
50 17.892 2548 2551 2557 rVB 275391 372457 9.62% 0.948%

51 17.975 2562 2565 2569 rVV 92254 118720 3.07% 0.302%
52 18.033 2571 2575 2579 rVV2 296206 502200 12.98% 1.278%
53 18.075 2579 2582 2589 rVB 139164 203056 5.25% 0.517%
54 18.186 2598 2601 2605 rVB2 108353 115930 3.00% 0.295%
55 18.339 2623 2627 2630 rBV 119805 157768 4.08% 0.402%

56 18.375 2631 2633 2640 rVB4 82946 141945 3.67% 0.361%
57 18.633 2673 2677 2680 rBV2 135258 186351 4.81% 0.474%
58 18.745 2693 2696 2700 rBV 140205 185769 4._80% 0.473%
59 18.786 2700 2703 2704 rVvVv 191696 203611 5.26% 0.518%
60 18.816 2705 2708 2715 rVB4 372987 527930 13.64% 1.344%

61 18.998 2734 2739 2744 rBV 1602548 2025339 52.33% 5.154%
62 19.351 2792 2799 2809 rBV 1356568 2124482 54.89% 5.407%
63 19.557 2830 2834 2839 rVB 3229509 3870223 100.00% 9.849%
64 20.821 3046 3049 3053 rvB2 318598 392401 10.14% 0.999%
65 21.074 3087 3092 3096 rBV2 1391940 2343017 60.54% 5.963%

66 23.274 3462 3466 3472 rVB2 737989 1264215 32.67% 3.217%

Sum of corrected areas: 39294466
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP071520\

- BP002762.D

- 15 Jul 2020 19:37

- CG/JIU

- L3302-03

- 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP002762.D

5.19 6.76

8.70
10.33
7.56

4.72 86 7.20 A 11.39

0
Time-->

I
3.00

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

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

11.82.aR.23

TIC: BP002762.D

19.56

12.82

13.0613 55859 4 inadk

A DA, A ~ Aana
LN N B B N B B B B N B D N B D B D B D B D B e B L B e N B D B N D B N B O B |

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

3500000

3000000

2500000

2000000

1500000

1000000

500000

05

TIC: BP002762.D

21.07

23.27

20.82

Time--> 20.50 21.00 21.50 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 P\DATA\BP071520\
Data File : BP002762.D

Aca On 15 Jul 2020 19:37

Operator : CG/JU

Sample - L3302-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Benzen-d5-amine Concentration Rank 6

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

6.86 2.37 ng 117773 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzen-d5-amine 98 C6H2D5N 004165-61-1 72
2 Piperidine. 1.1"-methvlenebis- 182 C11H22N2 000880-09-1 53
3 Mepivacaine 246 C15H22N20 000096-88-8 53
4 Propan-2-ol. 1-(2-methyl-4-nitro... 300 C12H20N403S 306326-24-9 50
5 1,3,4-Thiadiazole-2(3H)-thione, ... 229 C9H15N3S2 1000338-18-2 50

Abundance Scan 675 (6.857 min): BP002762.D (-671) (-) m/z 98.10 100.00%
98
a2 ! 660 6.80 7.00 7.20
Ol L 135165104223252281 317344372401429 464 809 544 m/z 71.10 24.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3291: Benzen-d5-amine
98
5000
42 4 6.60 6.80 7.00 7.20
m/z 70.10 16.90%
ol 14 ‘
m/z--> 0 50 160 1%0 200 250 300 3éo 400 4éo 560 séo
Abundance
98
6.60 6.80 7.00 7.20
5000 m/z 42.10 11.01%
42
0 69 182
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4%0 560 séo
Abundance #99091: Mepivacaine o EEmEEne sy eEE R
98 6.60 6.80 7.00 7.20
m/z 97.05 9.01%
70
0 42 | 132 245
m/z--> 6 55 160 150 200 250 300 3éo 400 4éo 560 séo 6%0 650 700 750
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071520\
Data File : BP002762.D

Aca On 15 Jul 2020 19:37

Operator : CG/JU

Sample - L3302-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Anthracene, 9-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.85 2.79 ng 272548 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-methvl- 192 C15H12 000779-02-2 94
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 93
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
4 Phenanthrene. l-methvl- 192 C15H12 000832-69-9 93
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91

Abundance Scan 2544 (17.851 min): BP002762.D (-2539) (-) m/z 192.20 100.00%

192
5000

17. 60 17. 80 18. OO 18 20
6 163
ol 3683, ) 133193 | 230 267298326355 304 438 484514545 | 170797 20 57.77%

1 1 T 1 T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54737: Anthracene, 9-methyl-
192
_l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_

5000
17.60 17.80 18.00 18.20
m/z 189.20 32.64%

165
ol 28 63 \ 126 |
e e e e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
192

17.60 17. 80 18. OO 18.20

5000 m/z 190.20 16.14%
165
0 39 83 115
e I B R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54750: Phenanthrene, 2-methy!- S EmEmTa A A SRS EES
192 17. 60 17. 80 18. OO 18 20

m/z 193.20 14 _.53%

5000
94 165
0 27 63 L 126 J L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.60 17. 80 18. OO 18 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071520\
Data File : BP002762.D

Aca On 15 Jul 2020 19:37

Operator : CG/JU

Sample - L3302-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Phenanthrene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.89 3.81 ng 372457 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 97
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 97
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 94
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93
Abundance Scan 2551 (17.892 min): BP002762.D (-2548) (-) m/z 192.20 100.00%
192
5000
94 Coen 17 a0 1800 1800
43 163 17.60 17.80 18.00 18.20
Ok 129103, 232262 302 342 388 435 472505534 | 1777191.20  56.55%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54749: Phenanthrene, 2-methyl-
192
5000

17.60 17.80 18.00 18.20
m/z 189.20  31.56%

27 63 96 126 163 |

Ol A g, NN M MMM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
192
R R b DR
17.60 17.80 18.00 18.20
5000 m/z 193.20 15.83%
ol 39 8 115 163
R B B B o o o B B e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54732: Anthracene, 1-methyl- R e
192 17.60 17.80 18.00 18.20
m/z 190.20 14 .54%
5000
83
ol 39 | 115 163
R B B T B I o o e e S e R T R T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071520\
Data File : BP002762.D

Aca On 15 Jul 2020 19:37

Operator : CG/JU

Sample - L3302-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 4H-Cyclopenta[def]phenanthrene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.03 5.14 ng 502200 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 58
2 2.6-Dichlorobenzaldoxime 189 C7H5CI2NO 025185-95-9 42
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 38
4 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 35
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 25
Abundance Scan 2574 (18.027 min): BP002762.D (-2571) (-) m/z 192.20 100.00%
2

5000

"

17. 80 18. OO 18 20 18 40
0 (223258 303 342 378 416 450 486 S35, m/z 189.20 87.91%

1 T 1 T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190

5000 L e L e
17. 80 18. OO 18 20 18 40

94 m/z 190.20 85.96%

31 63 $ 122 163
T i B o e o o o e o R EE e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
154 1%9

17.80 18. OO 18 20 18.40

o

5000 1% m/z 191.20  66.78%
37
L0 e L e e S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54745: Phenanthrene, 4-methyl- B B i B e e e
192 17.80 18.00 18.20 18.40

m/z 94.70 31.09%

5000

165
27 63 P 137

L N e

m/z--> 50 100 150 200 250 300 350 400 450 500 550 17. 80 18. OO 18 20 18 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071520\
Data File : BP002762.D

Aca On 15 Jul 2020 19:37

Operator : CG/JU

Sample - L3302-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Phenanthrene, 4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.07 2.08 ng 203056 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 91
2 Anthracene. 9-methvl- 192 C15H12 000779-02-2 87
3 1H-Cvclopropal llphenanthrene.la.... 192 C15H12 000949-41-7 87
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 87
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 83
Abundance Scan 2581 (18.069 min): BP002762.D (-2579) (-) m/z 192.20 100.00%
192
5000
6, . 0 17.80 18.00 18,20 18.40
63 : : : :
O 22, ,-.J.-. 230 274301328 362 400 432460488515542 | 777191 .20  64.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54745: Phenanthrene, 4-methyl-
192
5000
17.80 18.00 18.20 18.40
165 m/z 165.20 17.97%
o2z 63 % 137 |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
192
17.80 18.00 18.20 18.40
5000 m/z 193.20 13.82%
o283 94 1,5 165
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro- S B mm maa s e
192 17.80 18.00 18.20 18.40
m/z 189.20 11.66%
5000
165
27 63 P16 |
m/z--> éo 160 1éo 200 250 300 350 400 450 500 550 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071520\
Data File : BP002762.D

Aca On 15 Jul 2020 19:37

Operator : CG/JU

Sample - L3302-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 2-Chloroethyl linoleate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

18.79 2.08 ng 203611 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Chloroethvl linoleate 342 C20H35CI02 025525-76-2 87
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 78
3 13-Tetradece-11-vn-1-ol 208 C14H240 1000131-00-4 72
4 1.11-Dodecadiene 166 C12H22 005876-87-9 60
5 4,5-Nonadiene, 2-methyl- 138 C10H18 055956-32-6 58

Abundance Scan 2704 (18.792 min): BP002762.D (-2700) (-) m/z 206.20 100.00%

6

5000

8

18.40 18.60 18.80 19.00 19.20
m/z 57.10 96.33%

o 243 275304330 363391418 456 505 539

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #178355: 2-Chloroethyl linoleate

j

18.I40 18.I60 18!80 19.IOO 19.I20
m/z 43.10 67.44%

5000

(o}
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
41 67
B e
18.40 18.60 18.80 19.00 19.20
5000 95 m/z 67.10 66.76%
. 123150, ,g 262 294 J}\w’/
L o I B B e R B e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67849: 13-Tetradece-11-yn-1-ol B B o
5 81 18.40 18.60 18.80 19.00 19.20
m/z 71.10 61.93%
5000

3

09
[ §1 135163 208

NN S

T T T T I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.40 18.60 18.80 19.00 19.20

8270-BP071020-M Thu Jul 16 04:17:44 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071520\
Data File : BP002762.D

Aca On 15 Jul 2020 19:37

Operator : CG/JU

Sample - L3302-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 8-Octadecenoic acid, methyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.82 5.40 ng 527930 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Octadecenoic acid. methvl ester 296 C19H3602 002345-29-1 99
2 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 99
3 7-Octadecenoic acid. methvl ester 296 C19H3602 057396-98-2 98
4 8-Octadecenoic acid. methvl este... 296 C19H3602 026528-50-7 97
5 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 96
Abundance Scan 2709 (18.822 min): BP002762.D (-2705) (-) m/z 55.10 100.00%
56
5000 WA_J/LM
‘ 10138 180 222 264 s e
18.60 18.80 19.00 19.20
obrrhl 307 343375 414441 483 526 n/z 74.10 83 65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141273: 8-Octadecenoic acid, methyl ester
55
18.60 18.80 19.00 19.20
m/z 69.10 82 .05%
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
1860 18.80 19.00 19.20
5000 83 m/z 83.10 62.21%
264
111
2f 138 180 222 206
O T A ot o o e AN
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141274: 7-Octadecenoic acid, methyl ester BEEmEEEs
55 18.60 18.80 19.00 19.20
m/z 87.05 59.25%
5000
2
oL LLL
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP071520\
Data File : BP002762.D

Aca On 15 Jul 2020 19:37

Operator : CG/JU

Sample - L3302-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Ethanol, 2-(octadecyloxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.82 3.35 ng 392401 Chrysene-di12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 58
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 58
3 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 52
4 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 52
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 43
Abundance Scan 3049 (20.821 min): BP002762.D (-3046) (-) m/z 57.10 100.00%

it

5000 85 229
25 20.60 20.80 21.00 21.20
ﬁl 154 20 283 315
obLARLAISI%e 297 | 256283 315314373400420 477 819549 | T 430G 76. 950
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #156673: Ethanol, 2-(octadecyloxy)-
57
5000 85 LA L L L L L LB
2060 20,80 21.00 21.20
29 m/z 71.10 63.85%
oL 1. e 2y
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
- o = e
20.60 20.80 21.00 21.20
5000 m/z 55.10 52.13%
111 JMANWHAMWALfN\wﬂwﬂM
o 141169197224253
- L o e
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #119526: 1-Dodecanol, 2-hexyl- A L R REmms e
57 20.60 20.80 21.00 21.20
m/z 229.25 49 .39%
5000 85 MJ/L/
29
125
| | 154182 224252
o A A S e e e e
miz--> 50 100 150 200 250 300 350 400 450 500 550 2060 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP071520\
Data File : BP002762.D

Acq On 15 Jul 2020 19:37

Operator : CG/JU

Sample - L3302-03

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP071020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Benzen-d5-amine 6.86 2.4 ng 117773 1 7.56 993638 20.0
Anthracene, 9-met... 17.85 2.8 ng 272548 4 16.97 1955110 20.0
Phenanthrene, 2-m... 17.89 3.8 ng 372457 4 16.97 1955110 20.0
4H-Cyclopenta[def... 18.03 5.1 ng 502200 4 16.97 1955110 20.0
Phenanthrene, 4-m... 18.07 2.1 ng 203056 4 16.97 1955110 20.0
2-Chloroethyl lin... 18.79 2.1 ng 203611 4 16.97 1955110 20.0
8-Octadecenoic ac... 18.82 5.4 ng 527930 4 16.97 1955110 20.0
Ethanol, 2-(octad... 20.82 3.4 ng 392401 5 21.08 2343020 20.0
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