LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011620\
Data File : BP001646.D

Aca On : 17 Jan 2020 01:26

Operator :© JU

Sample : L1016-05 2X

Misc :

ALS Vial : 18 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\HPCHEMI1I\BNA P\METHODS\8270-BP010820.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 5.258 414 420 433 rVB 277974 423655 1.90% 0.521%
2 6.828 677 687 701 rBV 320306 533886 2.39% 0.657%
3 7.175 736 746 759 rVB 318209 512272 2.30% 0.630%
4 7.634 817 824 829 rBV 190886 302805 1.36% 0.373%
5 7.952 867 878 884 rBV 246712 407329 1.83% 0.501%
6 8.781 1014 1019 1026 rVB 184242 298657 1.34% 0.368%
7 10.410 1286 1296 1302 rBV2 450576 776027 3.48% 0.955%
8 11.463 1470 1475 1483 rBV3 105344 234582 1.05% 0.289%
9 11.869 1536 1544 1552 rBV 340338 545799 2.45% 0.672%
10 12.898 1714 1719 1724 rVB 391664 548451 2.46% 0.675%

11 13.128 1749 1758 1765 rBV 448323 728740 3.27% 0.897%
12 14.216 1938 1943 1947 rBV 583871 710508 3.18% 0.874%
13 14.287 1947 1955 1960 rBV 360984 593685 2.66% 0.731%
14 14.445 1975 1982 1986 rVB 5459629 7051573 31.60% 8.677%
15 14.840 2045 2049 2056 rVvB2 155745 239408 1.07% 0.295%

16 15.175 2102 2106 2111 rVB 591952 697034 3.12% 0.858%
17 15.587 2168 2176 2180 rBV 197319 379641 1.70% 0.467%
18 15.787 2205 2210 2219 rVB2 374138 612781 2.75% 0.754%
19 16.045 2249 2254 2257 rBV 613121 820306 3.68% 1.009%
20 16.234 2280 2286 2291 rBV 2912219 3616491 16.21% 4._.450%

21 16.839 2385 2389 2395 rBV2 557735 738384 3.31% 0.909%
22 16.892 2395 2398 2409 rVB 195495 309221 1.39% 0.381%
23 17.045 2419 2424 2427 rBV 337058 470099 2.11% 0.578%
24 17.092 2427 2432 2438 rVV 769108 1096351 4.91% 1.349%
25 17.175 2439 2446 2451 rVB 190990 319399 1.43% 0.393%

26 17.586 2511 2516 2519 rBV 492454 585244 2.62% 0.720%
27 17.622 2519 2522 2527 rVB2 191969 237152 1.06% 0.292%
28 17.763 2540 2546 2550 rBV 4870647 5933522 26.59% 7.302%
29 17.969 2577 2581 2587 rVB 176857 245856 1.10% 0.303%
30 18.110 2601 2605 2609 rBV2 142666 228117 1.02% 0.281%

31 18.263 2627 2631 2637 rVB 422224 487632 2.19% 0.600%
32 18.881 2729 2736 2738 rBV 11370983 17135880 76.80% 21.087%
33 18.916 2738 2742 2750 rVV 14111895 22313286 100.00% 27.458%
34 19.028 2756 2761 2765 rBV 2008743 2220169 9.95% 2.732%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011620\
Data File : BP001646.D

Aca On : 17 Jan 2020 01:26

Operator :© JU

Sample : L1016-05 2X

Misc :

ALS Vial : 18 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-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 19.075 2765 2769 2775 rVB 811593 1053779 4.72% 1.297%

36 19.380 2817 2821 2825 rBV2 393145 568149 2.55% 0.699%
37 19.428 2825 2829 2839 rVB2 755388 1273207 5.71% 1.567%
38 19.633 2857 2864 2868 rBV 628387 810944 3.63% 0.998%
39 19.863 2899 2903 2905 rBV 329278 396227 1.78% 0.488%
40 19.963 2916 2920 2921 rBV 244556 273408 1.23% 0.336%

41 19.986 2921 2924 2927 rVB 341047 377965 1.69% 0.465%
42 20.092 2939 2942 2946 rVB 296760 301080 1.35% 0.370%
43 21.022 3097 3100 3106 rBV2 225243 261221 1.17% 0.321%
44 21.145 3116 3121 3125 rBV3 535152 1050434 4.71% 1.293%
45 21.186 3125 3128 3136 rVB 342269 450484 2.02% 0.554%

46 21.751 3220 3224 3230 rBV3 248926 439310 1.97% 0.541%
47 22.427 3334 3339 3345 rBVY 361938 624040 2.80% 0.768%
48 22.721 3384 3389 3390 rBV2 214496 331973 1.49% 0.409%
49 23.286 3481 3485 3489 rBVY 174315 329256 1.48% 0.405%
50 23.386 3498 3502 3507 rVB 229166 368240 1.65% 0.453%

Sum of corrected areas: 81263659
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001646.D

Aca On : 17 Jan 2020 01:26

Operator :© JU

Sample : L1016-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP001646.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001646.D

Aca On : 17 Jan 2020 01:26

Operator :© JU

Sample : L1016-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.18 Concentration Rank 8

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

7.18 33.84 ng 512272 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 14
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 747 (7.181 min): BP001646.D (-736) (-) m/z 131.95 100.00%
132
5000 68
4 | o ok Th 70 140 750
0 I\ .I,l. A, 163 208237268 309 358384413 444473 512540 m/z 68.05 48.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14512: Pyrazolo(2,3-a)pyridine, 7-methyl-
132
5000
104 6.80 7.00 7.20 7.40 7.60
39 77 ‘ m/z 66.00 38.86%
0 \I\H\ “\ \\ ‘ MM SN
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 31.97%
33 105
70
S L L I W S L L L LIS B I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14150: 3H-1,2-Dithiol-3-one, 5-methyl- R AR e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.05 22 .59%
5000 67
. ‘103
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001646.D

Aca On : 17 Jan 2020 01:26

Operator :© JU

Sample : L1016-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tridecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

11.87 14.07 ng 545799 Naphthalene-d8 10.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tetradecane 198 C14H30 000629-59-4 90
3 Dodecane 170 C12H26 000112-40-3 87
4 Hexadecane 226 C16H34 000544-76-3 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 83

Abundance Scan 1544 (11.869 min): BP001646.D (-1536) (-) m/z 57.10 100.00%

5000 n

Jss
11.60 11.80 12.00 12.20
113 184
O d L L 2140 183 221252284 327 364 402 455484512544 | 7z 43.05  88.19%

T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48831: Tridecane
57
_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_f

5000
11.60 11.80 12.00 12.20
29 | |85 m/z 41.10 54.15%
\

o \“ 1“ 113141 184
B o o LA I o e o e o o e I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

57

11.60 11. 80 12. OO 12.20

O

5000 o m/z 71.05  46.34%
29
0 113141169198
T T T T T T T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38317: Dodecane

11.60 11.80 12.00 12.20
m/z 85.10 29.37%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.60 11.80 12.00 12.20

8270-BP010820-M Fri Jan 17 11:45:03 2020

Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001646.D

Aca On : 17 Jan 2020 01:26

Operator :© JU

Sample : L1016-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Tetradecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.13 24 .55 ng 728740 Acenaphthene-d10 14.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Tetradecane 198 C14H30 000629-59-4 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Undecane 156 C11H24 001120-21-4 86
5 Dodecane 170 C12H26 000112-40-3 83

Abundance Scan 1758 (13.128 min): BP001646.D (-1749) (-) m/z 57.10 100.00%

- ML

12 80 13.00 13.20 13.40
13
ol 141169198 234 281 323 368 419 462 504536 m/z 43.10 89 _.58%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #48834: Tridecane
57
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

5000 85
12.80 13.00 13.20 13.40
29 m/z 41.10 53.65%

R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57

12.80 13. 00 13 20 13.40

o

5000 85 m/z 71.05 50.05%
29
o 1131419198
T T T T T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83025: Hexadecane
12.80 13.00 13.20 13.40
m/z 85.05 32.44%
5000

| 13141169197 226
mz--> 0 50 100 150 200 250 300 350 400 450 500 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001646.D

Aca On : 17 Jan 2020 01:26

Operator :© JU

Sample : L1016-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Bacchotricuneatin c Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

14.22 23.94 ng 710508 Acenaphthene-d10 14.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 98
2 Pentadecane 212 C15H32 000629-62-9 95
3 Hexadecane 226 C16H34 000544-76-3 95
4 Heptadecane 240 C17H36 000629-78-7 93
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 93

Abundance Scan 1944 (14.222 min): BP001646.D (-1938) (-) m/z 57.10 100.00%

g7
5000

14.00 14.20 14.40 14.60

13
Obr AL L (2141160 212 256 295324354362410 444475831 | nz57 43 10 84.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #178298: Bacchotricuneatin c
m 112
5000

14.00 14.20 14.40 14.60
m/z 41.05 52.98%

m\h 1?1 245 312342

O IR e o e LN I i e e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
B EaEme e
85 14.00 14.20 14.40 14.60
5000 m/z 71.10 50.51%
29
113141169 212
O T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83024: Hexadecane

14.00 14.20 14.40 14.60
m/z 85.10 35.97%

5000

113141169 226
miz—-> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001646.D

Aca On : 17 Jan 2020 01:26

Operator :© JU

Sample : L1016-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Undecanoic acid, 10-methyl-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.45 237.55 ng 7051570 Acenaphthene-d10 14.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid. 10-methvl-. met... 214 C13H2602 005129-56-6 94
2 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 80
3 Nonanoic acid. methvl ester 172 C10H2002 001731-84-6 74
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 72
5 Dodecanoic acid, 2-methyl- 214 C13H2602 002874-74-0 64
Abundance Scan 1983 (14.451 min): BP001646.D (-1975) (-) m/z 74.00 100.00%
!
5000{ 41
L 1151431{1 214242269298 341369397425454482512540 14.20 14.40 14.60 14.80
L R e L m/z 87.00 68.95%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72721: Undecanoic acid, 10-methyl-, methyl ester
74
5000 L B IURBLL UL B
14.20 14.40 14.60 14.80
143171 m/z 41.10 43.50%
0|""|""ﬂrqg"|"" 2}?" LI AL LI WL BRI WL B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
74
" 14.20 14.40 14.60 14.80
5000 m/z 43.05 41.73%
43
115143 183214
Oy o e e e e e e e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39522: Nonanoic acid, methyl ester
74 14.20 14.40 14.60 14.80
m/z 55.00 39.20%
5000
43 141
R R N B PR G | G
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 14.20 14.40 14.60 14.80

8270-BP010820-M Fri Jan 17 11:45:04 2020

Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001646.D

Aca On : 17 Jan 2020 01:26

Operator :© JU

Sample : L1016-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Silane, trichlorooctadecyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.17 23.48 ng 697034 Acenaphthene-d10 14.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 95
2 Pentadecane 212 C15H32 000629-62-9 95
3 Octadecane 254 C18H38 000593-45-3 94
4 Heptadecane 240 C17H36 000629-78-7 93
5 Heptacosane 380 C27H56 000593-49-7 93
Abundance Scan 2105 (15.169 min): BP001646.D (-2102) (-) m/z 57.10 100.00%
57
85
rTprrTTyTTTT T T T T T
13 14.80 15.00 15.20 15.40
ob A b4 L [3141160107226256 289 332 369 404437 482512 849 | 175" 43 10 90.62%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #205394: Silane, trichlorooctadecyl-
57
5000 LU DAL SR AR B
85 14.80 15.00 15.20 15.40
29 m/z 41.05 51.29%
o J‘\ | H‘ﬂ13%41 175203231250 303331 386
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
14.80 15.00 15.20 1540
5000 g5 m/z 71.10 51.09%
29
0 113141168 212
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105884: Octadecane B B e B e e e
14.80 15.00 15.20 15.40
m/z 85.10 33.84%
5000 85

‘ 141169197225254
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 14.80 15.00 15.20 15.40

l%
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001646.D

Aca On : 17 Jan 2020 01:26

Operator :© JU

Sample : L1016-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-lodo-2-methylundecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.59 12.79 ng 379641 Acenaphthene-d10 14.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 94
2 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 76
3 Tridecane. 5-propvl- 226 C16H34 055045-11-9 74
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 72
5 Undecane, 5,5-dimethyl- 184 C13H28 017312-73-1 64
Abundance Scan 2177 (15.592 min): BP001646.D (-2168) (-) m/z 57.10 100.00%
g7
5000
T 15.20 15.40 15.60 15.80 16.00
13145 : : : : :
ol A 11,11 Suo 83 220249280 326 371403 443 488514543 | 1./, 43 05 59.37Y%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140553: 1-lodo-2-methylundecane
57
5000 A BRI DR SRR I
85 15,20 15.40 15.60 15.80 16.00
29 m/z 71.05 39.84%
oL 1] h‘ 13 169 o1 296
m/z--> 50 100 1%0 200 250 300 350 400 450 500 550
Abundance
57
15.20 15.40 15.60 15.80 16.00
5000 m/z 41.10 33.05%
29
. —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83031: Tridecane, 5- propyl LS BLELLEL B LN B

15.20 15.40 15.60 15.80 16.00
m/z 55.10 24.15%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 550 15 20 15. 40 15 60 15. 80 16. 00

8270-BP010820-M Fri Jan 17 11:45:05 2020

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001646.D

Aca On : 17 Jan 2020 01:26

Operator :© JU

Sample : L1016-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.05 34.90 ng 820306 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Heneicosane 296 C21H44 000629-94-7 94
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
4 Octadecane 254 C18H38 000593-45-3 93
5 Heptadecane 240 C17H36 000629-78-7 93

Abundance Scan 2255 (16.051 min): BP001646.D (-2249) (-) m/z 57.05 100.00%

57
5000 85

15. 80 16 00 16. 20 16. 40

13
ol LI %141 107 240 267 326353385 420 465 508537 | gz 43.10  84.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83024: Hexadecane
57
5000
85 1580 16.00 16.20 16.40

m/z 71.10 51.28%

. L msane 226
e e T T T e T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

57

15.80 16 00 16. 20 16.40

5000 85 m/z 41.10 49 _.15%
29
. 13141169107225055 296
[ T T T T [ e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl-
57 15. 80 16.00 16.20 16.40

m/z 85.10 36.81%

) 85 MJ\/L\/W
13 154
| J ;[1,1 , | 183211239 281

e el o e/ A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.80 16.00 16. 20 16. 40

8270-BP010820-M Fri Jan 17 11:45:05 2020

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001646.D

Aca On : 17 Jan 2020 01:26

Operator :© JU

Sample : L1016-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 10 Tridecanoic acid, 12-methyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.23 153.86 ng 3616490 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 93
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
3 Decanoic acid. methvl ester 186 C1l1H2202 000110-42-9 72
4 Methvl 11-methvl-dodecanoate 228 C14H2802 1000336-45-1 72
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 72
Abundance Scan 2285 (16.228 min): BP001646.D (-2280) (-) m/z 73.95 100.00%
!
so00] 43
143 199 R BRI SO BN SUR
16.00 16.20 16.40 16.60
ob LI 115 | 171, || 242273300329360 395 431450489515547 | 77 87.00  70.89%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95897: Tridecanoic acid, 12-methyl-, methy! ester
74
5000{ 43 LB BN SULILILN BN SURR

16.00 16.20 16.40 16.60
143 199 m/z 43.10 51.27%

TR 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
74
16.00 16.20 16.40 16.60
5000 m/z 41.10 47 .63%
43 EEI
ol 15 11, 171 242
R B B o o L e o o o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #50090: Decanoic acid, methyl ester e e A R ]
74 16.00 16.20 16.40 16.60
m/z 55.10 42 .81%
5000
43 143
o s | e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16. 00 16. 20 16. 40 16. 60

8270-BP010820.-M Fri Jan 17 11:45:06 2020

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001646.D

Aca On : 17 Jan 2020 01:26

Operator :© JU

Sample : L1016-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 11 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.84 31.41 ng 738384 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Nonane. 5-butvl- 184 C13H28 017312-63-9 94
3 Triacontane 422 C30H62 000638-68-6 93
4 1-lodoundecane 282 C11H23lI 004282-44-4 93
5 Hexatriacontane 507 C36H74 000630-06-8 92
Abundance Scan 2389 (16.839 min): BP001646.D (-2385) (-) m/z 57.10 100.00%
57
R BN SO S B
13 16.60 16.80 17.00 17.20
ol L LA 115141160 200207254 295322 358 408435463490 526 | 77T 43 05 89.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #105886: Octadecane
57
5000 85 LRI S SULBLL BB U
16 60 16. 80 17. oo 17. 20
- m/z 71.10 54 _67%
ol | [ 160107295258
m/z--> 55 100 1%0 200 250 300 3%0 460 4%0 560 séo
Abundance
43 71
' 16:60 16.80 17.00 17.20
5000 126 m/z 41.00 49 .93%
o 98 155184
m/z--> 55 160 1%0 200 250 300 3%0 460 4%0 560 séo
Abundance #219831: Triacontane e A EaEEE R S
57 16.60 16.80 17.00 17.20
m/z 85.10 35.78%
5000 85
f13141
o2 e }@9;97225253281309337365393422
m/z--> 55 160 1%0 200 250 300 350 400 4%0 560 séo 1660 1680 1700 1720

8270-BP010820.-M Fri Jan 17 11:45:06 2020

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001646.D

Aca On : 17 Jan 2020 01:26

Operator :© JU

Sample : L1016-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 12 Tridecane, 7-hexyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

16.89 13.16 ng 309221 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 91
2 Nonadecane 268 C19H40 000629-92-5 83
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 83
4 Decane. 2-methvl- 156 C11H24 006975-98-0 83
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 81

Abundance Scan 2398 (16.892 min): BP001646.D (-2395) (-) m/z 57.10 100.00%

5000
85

113 16,60 16.80 17.00 17.20
41 172200
ob A d L1 L7220 250281310 355 388 428457 505537 m/z 43.05 62.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117640: Tridecane, 7-hexyl-
57
29
5000 85 LA L L L L L LB
16 60 16. 80 17. 00 17. 20
182 m/z 71.10 59.70%
ot L 441 “ 211240267
e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R eSS E e R e
16.60 16.80 17.00 17.20
5000 85 m/z 41.10 37.95%
29 268
o e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane R e AR N R
57 16.60 16.80 17.00 17.20
m/z 85.10 33.84%
5000 85
29 13 169
0 141" | 248
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16 60 16. 80 17. 00 17. 20

8270-BP010820.-M Fri Jan 17 11:45:07 2020

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001646.D

Aca On : 17 Jan 2020 01:26

Operator :© JU

Sample : L1016-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 13 Eicosane, 10-methyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.59 2490 ng 585244 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 94
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
4 Octadecane. l1-iodo- 380 C18H371 000629-93-6 91
5 Hexadecane 226 C16H34 000544-76-3 91

Abundance Scan 2517 (17.592 min): BP001646.D (-2511) (-) m/z 57.10 100.00%
g7
5000 85
113 17.20 17.40 17.60 17.80 18.00
ob L AR L1 195 236268302 355 398428 466 516546 /5 43.10  86.63Y%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #205394: Silane, trichlorooctadecyl-
57
5000 DR BN UL UL
85 17.20 17.40 17.60 17.80 18.00
29 m/z 71.10 56.91%
o J‘\ J‘““ﬁ} 141 175203231250 303331359386
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
17.20 17.40 17.60 17.80 18.00
5000 85 m/z 41.00 47 .04%
0 113 154183211239 281
R N AN D VN N N D e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane REEENEEES SRRy ey
57 17.20 17.40 17.60 17.80 18.00
m/z 85.10 41.16%
5000 85
29 113 169
0 | 141 248
SR L A B N L L L L LA L IR B TTTTTTTT T T T T T T T T

m/z--> 0 50 100 150 200

250 300 350 400 450 500 550

17. 20 17. 40 17. 60 17. 80 18. 00

8270-BP010820.-M Fri

Jan 17 11:45:07 2020

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001646.D

Aca On : 17 Jan 2020 01:26

Operator :© JU

Sample : L1016-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 14 7-Hexadecenoic acid, methyl... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.62 10.09 ng 237152 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 99
2 7-Hexadecenoic acid. methvl este... 268 C17H3202 056875-67-3 97
3 Methvl mvristoleate 240 C15H2802 056219-06-8 93
4 Methvl hexadec-9-enoate 268 C17H3202 010030-74-7 70
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 70

Abundance Scan 2522 (17.622 min): BP001646.D (-2519) (-) m/z 55.00 100.00%

5000

17.40 17.60 17.80 18.00
m/z 41.05 65.89%

o 268 303 348377 427 475502 539
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-
55
5000 83 T T T
17.40 17.60 17.80 18.00
m/z 69.10 53.04%
‘ 152 194
- ¥ e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
T T T R
17.40 17.60 17.80 18.00
5000 83 m/z 73.95 46.61%
111
152
L B o B I B B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94118: Methyl myristoleate s B
55 17.40 17.60 17.80 18.00
m/z 198.00 36.76%
5000
166
124 208
27
Ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.40 17.60 17.80 18.00

8270-BP010820-M Fri Jan 17 11:45:08 2020

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001646.D

Aca On : 17 Jan 2020 01:26

Operator :© JU

Sample : L1016-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 15 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.76 252.44 ng 5933520 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 96
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 95
3 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 91
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 83
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80

Abundance Scan 2546 (17.763 min): BP001646.D (-2540) (-) m/z 74.00 100.00%

74

5000
143 227 LI LI B B L B
185 270 323351379407 437 467494520547 1740 17.60 17.50 15,00
0 m/z 87.00 75.16%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #119408: Hexadecanoic acid, methy! ester
74
5000 A

17.40 17.60 17.80 18.00
143 m/z 43.10 53.10%

M‘ 101 | 171199227 270

R T S S S S R e S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
74
P T e
17.40 17.60 17.80 18.00
5000{ 43 m/z 41.05 45.18%
101 143 185 58
O e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester i e A
74 17.40 17.60 17.80 18.00
m/z 55.00 44 _22%
5000{ 43
I ML 101 M3 155 227 270
T e e S e SO P R R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.40 17.60 17.80 18.00

8270-BP010820-M Fri Jan 17 11:45:08 2020

Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001646.D

Aca On : 17 Jan 2020 01:26

Operator :© JU

Sample : L1016-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 16 Phenanthrene, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.97 10.46 ng 245856 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 97
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 95
3 1H-Cvclopropal llphenanthrene.la.... 192 C15H12 000949-41-7 95
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 94
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 91

Abundance Scan 2581 (17.969 min): BP001646.D (-2577) (-) m/z 192.10 100.00%

192
5000

165
3 9% 137 17.60 17.80 18.00 18.20
0 ...',J.‘f.‘.ﬁ....|.‘l.‘f 234 269300 334362392420448 489519546, m/z 191.10 58.79%

T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54750: Phenanthrene, 2-methyl-
192
5000

17.60 17.80 18.00 18.20
m/z 189.05  29.53%

9 165
027 63\‘\ 126‘\1\“
i B e e o o o o S RLALII  ee  oe
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
192

17. 60 17. 80 18 00 18.20

5000 m/z 190.05 16.30%
165
0 27 63 94 126
T e T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro- T T
192 17. 60 17. 80 18 00 18. 20

m/z 165.10 15.76%

5000
165
ol27 63 %0126 |

m/z--> 50 100 150 200 250 300 350 400 450 500 550 17. 60 17. 80 18 00 18. 20

8270-BP010820-M Fri Jan 17 11:45:08 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001646.D

Aca On : 17 Jan 2020 01:26

Operator :© JU

Sample : L1016-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 17 Tridecane, 7-propyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.26 20.75 ng 487632 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 7-propvl- 226 C16H34 055045-09-5 93
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 93
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2631 (18.263 min): BP001646.D (-2627) (-) m/z 57.10 100.00%
57
SRR SR NN BN
113 18.00 18.20 18.40 18.60
Obrrd .J.J, L 181212239 282 320348 307 447480 533 | sz 43.10  83.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83029: Tridecane, 7-propyl-
43
71
5000 LRI SUMRLR SN UL UL
18.00 18.20 18.40 18.60
140 m/z 71.10 54 .94Y%
99 183
Oy “NW---M--J- 2%@ I S LA LA B LI B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
18.00 18.20 18.40 18.60
5000 85 m/z 85.10 39.63%
) 113140 182 -
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #152416: Tridecane, 1-iodo- L e e e e
57 18.00 18.20 18.40 18.60
m/z 41.10 39.56%
5000 85
28
| 13 15517 310
0||‘|||||||‘||||||||||||||||||||||||||||||||||| |||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.20 18.40 18.60

8270-BP010820-M Fri Jan 17 11:45:09 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001646.D

Aca On : 17 Jan 2020 01:26

Operator :© JU

Sample : L1016-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 18 Methyl 9-cis,ll-trans-octad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.88 729.03 ng 17135900 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
2 9.12-Octadecadienoic acid. methyv... 294 C19H3402 002566-97-4 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 98
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 98
Abundance Scan 2736 (18.881 min): BP001646.D (-2729) (-) m/z 67.00 100.00%
67
5000
B 250075 20 269 290 35300 760 1580 1900 1070
O L URRRY g Ay CIF 220 (050326353381 414441470497524 | 77z 81.05  83.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate
67
5000 % LI BN UL UL B
18.60 18.80 19.00 19.20
150 294 m/z 55.00 66 .85%
(53T a0
OIIIIIH‘H‘MHHh“lw““l“\wliwldll T+ “:::‘||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
67
18.60 18.80 19.00 19.20
5000 95 m/z 41.10 55.77%
39
. 123150, 7g 262 294
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester I R EREE N e
67 18.60 18.80 19.00 19.20
m/z 95.05 53.69%
5000
178 o903 263 294
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\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001646.D

Aca On : 17 Jan 2020 01:26

Operator :© JU

Sample : L1016-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 19 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.92 949.30 ng 22313300 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
3 6-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 99
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
Abundance Scan 2743 (18.922 min): BP001646.D (-2738) (-) m/z 55.00 100.00%
55
5000 /JL_J\
R R
18.60 18.80 19.00 19.20
o] | 296 326354382 415442 481508536 m/z 69.10 72 _93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
55
5000 AU LR SRS
18.60 18.80 19.00 19.20
9 1 m/z 74.00 64 .65%
38 180 222 264
0 ‘ “\ I 296
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
18:60 18.80 19.00 19,20
5000 - m/z 41.10 63.56%
1 264
27 138 180 222 296
Oy v e P T T e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141277: 6-Octadecenoic acid, methyl ester T R T
18.60 18.80 19.00 19.20
m/z 83.10 59.13%
5000 jftﬁ
o} R o
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\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001646.D

Aca On : 17 Jan 2020 01:26

Operator :© JU

Sample : L1016-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 20 N,N-Dimethyloctylamine Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.43 33.89 ng 624040 Perylene-di12 23.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 72
2 Formamide. N-I3-(dimethvlamino)p... 130 C6H14N20 005922-69-0 72
3 3-(Dimethvlamino)propvl isothioc... 144 C6H12N2S 027421-70-1 72
4 2-Trifluoromethvlbenzoic acid. 2... 261 C12H14F3N02 1000331-16-2 64
5 3-Hexanamine, 3-ethyl- 129 C8HI19N 056667-17-5 64
Abundance Scan 3339 (22.427 min): BP001646.D (-3334) (-) m/z 58.05 100.00%
58
5000 ]\\JL
R B e e e
157 22.20 22.40 22.60 22.80
ol by 012000 213 207 307337366 401438 489524 | 77 55.05  8.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29185: N,N-Dimethyloctylamine
58
5000 LRI UL UL BN B
22120 22.40 22.60 22.80
m/z 41.10 8.08%
0 29 | ge 1287
I""I""I""IIIII rrrryrrrTyrTTTrTT T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
58
22,20 22,40 22.60 22.80
5000 m/z 43.10 6.17%
29
0 102130
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20564: 3-(Dimethylamino)propyl isothiocyanate R AEEmEEES L
58 22.20 22.40 22.60 22.80
m/z 72.05 5.88%
5000
101
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2220 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP011620\
Data File : BP001646.D

Acq On : 17 Jan 2020 01:26

Operator : JU

Sample : L1016-05 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP010820_M
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]
unknown7 .18 7.18 33.8 ng 512272 1 7.63 302805 20.0
Tridecane 11.87 14.1 ng 545799 2 10.41 776027 20.0
Tetradecane 13.13 24 .6 ng 728740 3 14.28 593685 20.0
Bacchotricuneatin c 14.22 23.9 ng 710508 3 14.28 593685 20.0
Undecanoic acid, ... 14.45 237.6 ng 7051570 3 14.28 593685 20.0
Silane, trichloro... 15.17 23.5 ng 697034 3 14.28 593685 20.0
1-lodo-2-methylun... 15.59 12.8 ng 379641 3 14.28 593685 20.0
Hexadecane 16.05 34.9 ng 820306 4 17.05 470099 20.0
Tridecanoic acid, ... 16.23 153.9 ng 3616490 4 17.05 470099 20.0
Octadecane 16.84 31.4 ng 738384 4 17.05 470099 20.0
Tridecane, 7-hexyl- 16.89 13.2 ng 309221 4 17.05 470099 20.0
Eicosane, 10-methyl- 17.59 24 .9 ng 585244 4 17.05 470099 20.0
7-Hexadecenoic ac... 17.62 10.1 ng 237152 4 17.05 470099 20.0
Hexadecanoic acid... 17.76 252.4 ng 5933520 4 17.05 470099 20.0
Phenanthrene, 2-m... 17.97 10.5 ng 245856 4 17.05 470099 20.0
Tridecane, 7-propyl- 18.26 20.8 ng 487632 4 17.05 470099 20.0
Methyl 9-cis,11-t... 18.88 729.0 ng 17135900 4 17.05 470099 20.0
9-Octadecenoic ac... 18.92 949.3 ng 22313300 4 17.05 470099 20.0
N,N-Dimethyloctyl... 22.43 33.9 ng 624040 6 23.39 368240 20.0
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