LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001428.D

Aca On : 26 Dec 2019 18:26

Operator :© JU

Sample : K6393-03

Misc :

ALS Vial : 16 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-BP121919.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 5.599 587 597 609 rVB 87915 151326 8.78% 1.207%
2 6.210 695 701 722 rVB 657190 805408 46.75% 6.425%
3 7.752 957 963 976 rBV 437939 570654 33.12% 4 _.552%
4 7.934 987 994 1005 rBVY 1156051 1395686 81.02% 11.134%
5 8.281 1048 1053 1061 rBVY 205530 249174 14.46% 1.988%
6 8.528 1087 1095 1099 rBV 956597 1093717 63.49% 8.725%
7 8.981 1165 1172 1180 rVB 38450 48888 2.84% 0.390%
8 9.169 1196 1204 1208 rBV 653374 914996 53.11% 7.299%
9 10.028 1345 1350 1361 rVB2 75299 101241 5.88% 0.808%
10 10.316 1393 1399 1407 rBvV 225041 296710 17.22% 2.367%

11 12.098 1694 1702 1720 rBV 1304434 1722749 100.00% 13.743%
12 12.769 1811 1816 1821 rBV 13824 17750 1.03% 0.142%
13 13.181 1879 1886 1894 rBV 292877 361738 21.00% 2.886%
14 14.481 2100 2107 2120 rBV 937056 1217600 70.68% 9.713%
15 15.575 2284 2293 2300 rBV 298718 368786 21.41% 2.942%

16 16.469 2441 2445 2459 rBV2 67589 102764 5.97% 0.820%

17 17.557 2626 2630 2640 rBV2 45520 68254 3.96% 0.544%
18 17.869 2677 2683 2686 rBV 1575250 1703205 98.87% 13.587%
19 17.957 2694 2698 2701 rVB 19901 20736 1.20% 0.165%
20 19.139 2895 2899 2908 rVB2 29379 52780 3.06% 0.421%
21 19.221 2908 2913 2917 rBV 267403 290841 16.88% 2.320%
22 19.510 2958 2962 2965 rVB 23121 24295 1.41% 0.194%
23 19.898 3024 3028 3033 rBV 42748 43980 2.55% 0.351%
24 20.274 3088 3092 3096 rVB 68620 74808 4._.34% 0.597%
25 20.574 3140 3143 3149 rVB3 20047 25451 1.48% 0.203%
26 20.663 3154 3158 3164 rVB 74931 95716 5.56% 0.764%

27 20.986 3208 3213 3221 rVB 194670 275294 15.98% 2.196%
28 21.098 3227 3232 3241 rBV2 71589 105774 6.14% 0.844%
29 21.586 3310 3315 3323 rVB 57684 100620 5.84% 0.803%
30 21.686 3327 3332 3344 rVV 58443 110363 6.41% 0.880%

31 21.798 3347 3351 3359 rVBS8 10870 21364 1.24% 0.170%
32 22.151 3406 3411 3422 rVB3 34291 74208 4_.31% 0.592%
33 22.810 3517 3523 3530 rBV5 12630 28316 1.64% 0.226%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001428.D

Aca On : 26 Dec 2019 18:26

Operator :© JU

Sample : K6393-03

Misc :

ALS Vial : 16 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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 12535192

8270-BP121919.M Tue Jan 07 04:19:40 2020 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001428.D

Aca On : 26 Dec 2019 18:26

Operator :© JU

Sample : K6393-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001428.D

Aca On : 26 Dec 2019 18:26

Operator :© JU

Sample : K6393-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.60 12.15 ng 151326 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 597 (5.599 min): BP001428.D (-587) (-) m/z 43.00 100.00%

43.0
5000
101.0

5.20 5.40 5.60 5.80 6.00

Ol 1469 192.5 248.9294.6 346.5 401.6 4801 4801 n/z 59.00 59.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | ALANLILEN NI L L L LI LB L

520 5.40 5.60 5.80 6.00
m/z 101.00 19.34%

101.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
T R b
520 540 5.60 5.80 6.00
5000 m/z 58.10 14 .34%
101.0
Ol e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T T T T
59.0 520 540 560 580 600

m/z 41.10 10.55%

e |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 520 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001428.D

Aca On : 26 Dec 2019 18:26

Operator :© JU

Sample : K6393-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 2 unknown7.93 Concentration Rank 1

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

7.93 112.03 ng 1395690 1,4-Dichlorobenzene-d4 8.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 11
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 10

Abundance Scan 993 (7.928 min): BP001428.D (-987) (-) m/z 132.00 100.00%
13R.0
5000 68.0
e R e
7.60 7.80 8.00 8.20
o 201.8245.4 313.1 368.9 429.0476.0 548.0 n/z 67.95 47 _86%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 AR RS SRR SR
7.60 7.80 8.00 8.20
33.0 m/z 66.00 41.72%
L
Ottt '”I"'I”"P""'” NN LN SR B B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14502: 1H-Benzimidazole, 2-methyl-
132.0
760 7.80 8.00 820
5000 m/z 134.00 32.87%
63.0
U T
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- EAm T e
132.0 7.60 7.80 8.00 8.20
m/z 69.05 24 .43%
5000
67.0
0 S B B B B A A LA LA R AR S R
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001428.D

Aca On : 26 Dec 2019 18:26

Operator :© JU

Sample : K6393-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Quinoline, 1,2,3,4-tetrahyd... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.03 6.82 ng 101241 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Quinoline., 1.2.3.4-tetrahvdro-2-... 147 C10H13N 001780-19-4 64
2 Cvanamide. methvlphenvl- 132 C8H8N2 018773-77-8 58
3 5.8.13.13a-Tetrahvdro-6H-i1soauin... 251 C17H17NO 149539-06-0 50
4 1H-Indole. 2.3-dihvdro-1-methvl- 133 C9H11N 000824-21-5 50
5 Alpha-methyl-4-vinylbenzylamine 147 C10H13N 019303-08-3 50
Abundance Scan 1350 (10.028 min): BP001428.D (-1345) (-) m/z 132.05 100.00%
13p.1
91.0
5000
39.0 e A RAAssmss
9.80 10.00 10.20 10.40
Ol ]l,* hdod |4 178.7221.1266.8312.6 367.6 434.7 490.7 S8 "7z 90.95  73.36%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22301: Quinoline, 1,2,3,4-tetrahydro-2-methyl-
132.0
5000
9.80 10.00 10.20 10.40
m/z 147.10 37.62%
o 270 710
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14501: Cyanamide, methylphenyl-
132.0
" 9.80 10.00 10.20 10.40
5000 910 m/z 65.00 29.58%
42.0i
OI”'{«"W%h”I'”'I”""""”I'”' LU N DN
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #103250: 5,8,13,13a-Tetrahydro-6H-isoquino[3,2-a]isoquinol... R B AN EREasmar s
132.0 9.80 10.00 10.20 10.40
m/z 117.00 20.75%
5000
91.0
200 | || 180 2510
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001428.D

Aca On : 26 Dec 2019 18:26

Operator :© JU

Sample : K6393-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.47 5.57 ng 102764 Phenanthrene-d10 15.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 Dodecanoic acid 200 C12H2402 000143-07-7 78
Abundance Scan 2445 (16.469 min): BP001428.D (-2441) (-) m/z 43.05 100.00%
43
213.2 N R AR AmEs e
170" 556 2 1620 1640 16.60 16.80

311.4354.1 428.1  500.3 546.0

(o} m/z 72.95 99.37%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.(
5000 129.0
16.20 16.40 16.60 16.80
0
171.0213.0256.0 m/z 41.05 94.09%
Oty
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #95851: Pentadecanoic acid
3.0

:

16.20 16.40 16.60 16.80
m/z 60.00 88.42%

5000
2 199.0242.0
Oty
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid
73.0 16.20 16.40 16.60 16.80
m/z 55.00 83.61%
5000

129.0

29. 185.0228.0

:

T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001428.D

Aca On : 26 Dec 2019 18:26

Operator :© JU

Sample : K6393-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.56 4.69 ng 68254 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Pentadecanoic acid 242 C15H3002 001002-84-2 62

Abundance Scan 2631 (17.563 min): BP001428.D (-2626) (-) m/z 43.05 100.00%

43

5000 0 129.1 185.1

241.2

2842 LA L L L L L L B B
17.20 17.40 17.60 17.80
o 341.0 387.3 465.4 545.6 m/z 73.00 98.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #131258: Octadecanoic acid
43.0

17.20 17.40 17.60 17.80
m/z 55.05 94.78%

5000

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0

17.20 17.40 17.60 17.80
m/z 59.95  93.54%

5000

284.0
0 129.0
: 185.0
. | 241.0 372.0
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84452: Tetradecanoic acid

.0 17.20 17.40 17.60 17.80

m/z 41.05 80.47%

5000

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001428.D

Aca On : 26 Dec 2019 18:26

Operator :© JU

Sample : K6393-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Fumaric acid, 2-chloropropy... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.14 3.63 ng 52780 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid. 2-chloropropvl tri... 374 C20H35CI04 1000348-57-1 93
2 4_.4-Difluororetinol (all-trans) 322 C20H28F20 090660-21-2 92
3 9-Hexacosene 364 C26H52 071502-22-2 90
4 Z-5-Nonadecene 266 C19H38 1000131-11-8 90
5 Fumaric acid, pentadecyl pentafl... 492 C25H33F504 1000348-10-7 87
Abundance Scan 2899 (19.139 min): BP001428.D (-2895) (-) m/z 43.05 100.00%
43.0
7.1
5000
38.1  208.0 18.80 19.00 19.20 19.40
oh ] 2820 3841M1214613 8425 0T BE 00 96.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #199267: Fumaric acid, 2-chloropropy! tridecyl ester
%80 170
5000 NN B
18.80 19.00 19.20 19.40
m/z 83.05 91.68%
ob-db
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #162922: 4,4-Difluororetinol (all-trans)
69.0
119.0 et A b AR
291.0 18.80 19.00 19.20 19.40
5000 m/z 57.05 90.25%
3.0
213.0
0""|'H Uh"'l'"'l""'l""l"''|""|""|'
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #193364: 9-Hexacosene e e AR ARR
439 97.0 18.80 19.00 19.20 19.40
m/z 69.00 76 .87%
5000
39.0 364.0
0"”|"L'w"kﬁﬁ?io"“ N NI LI DL BRI BN I NN B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40

8270-BP121919.M Tue Jan 07 04:19:45 2020 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001428.D

Aca On : 26 Dec 2019 18:26

Operator :© JU

Sample : K6393-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 2-Bromo dodecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.90 3.02 ng 43980 Chrysene-di12 19.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 91
5 Tricosane 324 C23H48 000638-67-5 91

Abundance Scan 3028 (19.898 min): BP001428.D (-3024) (-) m/z 57.05 100.00%

57.0
5000

91 LN L L L L L L L LB
155.2 2112 2671 19.60 19.80 20.00 20.20
o kb L2552 2112 26713130 392 4690 589 17, 23.10  78.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane
57.0
5000 LIS L L L L L L L L LB
19.60 19.80 20.00 20.20
m/z 71.05 65.29%
9.0 9.0
Olad 11, 7] 248.0
L L o o o e I e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl-
57.0
R e R EEEEEE
19.60 19.80 20.00 20.20
5000 m/z 85.10 42.67%
90 1540
0 | | 1 197.0239.0281.0
R o e o e o L o e e AL B e o e e e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, ll—butyl— B L L L
57.0 19.60 19.80 20.00 20.20
m/z 41.05 32.24%
5000

.

9.0
| 1410 2100530 3090 3660

(O o o o B o T L e e o e R e e  EEEmmmEm

T I T I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001428.D

Aca On : 26 Dec 2019 18:26

Operator :© JU

Sample : K6393-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Tridecane, l-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.66 6.95 ng 95716 Perylene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 95
2 Docosane 310 C22H46 000629-97-0 94
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 3158 (20.663 min): BP001428.D (-3154) (-) m/z 57.05 100.00%
57.0
5000
Fg-o ' 20.40 20.60 20.80 21.00
155.1 . . . .
ol UL 350 2101 2811 3360 387.043314754 8363 | Lz 43705 69.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 LN B B SN R

20. 40 20 60 20. 80 21. OO
m/z 71.10 57 .95%

9.0 183.0
ol e T s
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153221: Docosane
57.0
R B e i
20.40 20.60 20.80 21.00
5000 m/z 85.10 45_.13%
}901410 #10.0
183.0
o L 000 |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141433: Pentadecane, 8-hexyl-  Ehassabees e
43.0 20.40 20.60 20.80 21.00
m/z 41.00 29.43%
5000 5.0
196.0
o L 1270 239.0280.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20. 40 20 60 20. 80 21. 00

8270-BP121919.M Tue Jan 07 04:19:46 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001428.D

Aca On : 26 Dec 2019 18:26

Operator :© JU

Sample : K6393-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.10 7.68 ng 105774 Perylene-di12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
2 Docosane. 9-butvl- 366 C26H54 055282-14-9 94
3 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 93
4 Triacontane 422 C30H62 000638-68-6 93
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 3232 (21.098 min): BP001428.D (-3227) (-) m/z 57.10 100.00%
57.1
5000
20 20.80 21.00 21.20 21.40
185.1 : : : :
ok ALy 355071 2531206.0 3410 38720201 4891 5472 sz 4310 72.98%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 U L S B
20.80 21.00 21.20 21.40
m/z 71.05 64 .15%
9.0 239.0
0 | ;14101830 “°7"V281.0323.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194496: Docosane, 9-butyl-
43.Q
20.80 21.00 21.20 21.40
5000 5.0 m/z 85.05 52.06%
182.0
o b0 1 B0 R w0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194506: Octadecane, 5,14-dibutyl- L DR BLBLELIL SR B
43.0 20.80 21.00 21.20 21.40
m/z 55.00 31.02%
5.0
5000
126.0
oL, 16902110 266, 030?'0 364.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.80 21.00 21.20 21.40

8270-BP121919.M Tue Jan 07 04:19:46 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001428.D

Aca On : 26 Dec 2019 18:26

Operator :© JU

Sample : K6393-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Hexadecane, l-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.59 7.31 ng 100620 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l-iodo- 352 C16H33l1 000544-77-4 95
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 93
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 3316 (21.592 min): BP001428.D (-3310) (-) m/z 57.05 100.00%
5000 \\’AL
30 21120 21.40 21.60 21.80 22.00
41.1183.2 : : : : :
ol 252.1295.1 341.1 389.7 442.8484.2 537.1 m/z 43.05 68 76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184946: Hexadecane, 1-iodo-
57.0
5000 A DA B R BN
mmmmmmmmnm
9.0 2250 m/z 71.05 66.99%
oLl bdi] 1401830 352,0
m/z--> Sb 160 1éo 200 250 300 350 460 4éo 560 séo
Abundance #185535: Heptadecane, 9-octyl-
57.0
21120 21.40 21.60 21.80 22.00
5000 m/z 85.05 43.24%
9.0
0 | 14101830 2390551 93230
m/z--> Sb 160 1éo 200 250 300 350 460 4éo 560 séo
Abundance #164584: Heptadecane, 9—hexy|— [Trrr [ rrrr T rr[rrrrprr
43.0 21.20 21.40 21.60 21.80 22.00
m/z 55.05 23.70%
- [ \VWJJ\W/\\/—\'\-
210.0
o 1 127.0169.071 " 267.0 323.0
m/z--> §o 160 1éo 200 250 300 350 460 4éo 560 séo 21 20 21. 40 21 60 21. 80 22. 00

8270-BP121919.

M Tue Jan 07 04:19:47 2020

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001428.D

Aca On : 26 Dec 2019 18:26

Operator :© JU

Sample : K6393-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 3-Pyridinecarbonitrile, 4-(... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.69 8.02 ng 110363 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pvridinecarbonitrile. 4-(metho... 316 C18H28N40 1000320-13-0 78
2 3-Pvridinecarboxamide. 4-(methox... 334 C18H30N402 1000319-24-9 64
3 Nicotinic acid. dodecvl ester 291 C18H29N02 1000299-86-2 58
4 Benzoic acid. 4-amino-. 2.2.6.6-... 276 C16H24N202 1000337-88-4 56
5 N,N"-Bis-(2,2,6,6-tetramethylpip... 442 C26H42N402 042774-14-1 56
Abundance Scan 3333 (21.692 min): BP001428.D (-3327) (-) m/z 124.10 100.00%
124.1
5000
580 21,40 21.60 21.80 22.00
O ,J. oyl 1166.6207.0 267.0 3423 397.0 4653 5394 | 75" 58 05  18.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158061: 3-Pyridinecarbonitrile, 4-(methoxymethyl)-6-methy...
124.0
5000

21.40 21.60 21.80 22.00
58.0 m/z 125.05 9.24%

316.0
[, 1780 2440

Ol et b e S e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #172303: 3-Pyridinecarboxamide, 4-(methoxymethyl)-6-methyl...
124.0
21.40 21.60 21.80 22.00
5000 m/z 140.05 7.90%
58.0
196.0
e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #137088: Nicotinic acid, dodecyl ester
124.0 21.40 21.60 21.80 22.00
m/z 55.00 5.75%
5000
79.0
29.
AL L 70 12000
Obdebd i d L e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21. 40 21 60 21. 80 22. 00

8270-BP121919.M Tue Jan 07 04:19:48 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001428.D

Aca On : 26 Dec 2019 18:26

Operator :© JU

Sample : K6393-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.15 5.39 ng 74208 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Tetradecane 198 C14H30 000629-59-4 81
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 80
4 Docosane 310 C22H46 000629-97-0 80
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72

Abundance Scan 3411 (22.151 min): BP001428.D (-3406) (-) m/z 57.10 100.00%

57.1

%

5000
0140 21.80 22.00 22.20 22.40
207.1 267.0 : : : -
Y — ..J,.“..J.,....,....,....31.1.8.3.?“3..1.3?9.9.‘.‘5‘??..51.1.5..,. m/z 43.05 59.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
5000 LA L L L L L L B

21.80 22.00 22.20 22.40
m/z 71.05 59.69%

ol ,141.0183.0225.0 281.0 337.0 394.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59880: Tetradecane

E

21.80 22.00 22.20 22.40
m/z 85.00 43 .89%

5000
o 15. "7141.0 198.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl- AR R EE s SR e
57.0 21.80 22.00 22.20 22.40
m/z 55.05 30.88%
5000

?

0
1410~ 210.02530 3090 366.0

QLN 8 B B A - .12 SN e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 80 22. 00 22 20 22. 40

8270-BP121919.M Tue Jan 07 04:19:48 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122619\
Data File : BP001428.D

Aca On : 26 Dec 2019 18:26

Operator :© JU

Sample : K6393-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.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 Heptadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
22.81 2.06 ng 28316 Perylene-d12 20.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 83
3 Octacosane 394 C28H58 000630-02-4 64
4 Tetratetracontane 619 C44H90 007098-22-8 58
5 Pentacosane 352 C25H52 000629-99-2 58

Abundance Scan 3523 (22.810 min): BP001428.D (-3517) (-) m/z 57.10 100.00%

5000

207.0 R AR
ol 281.0 337.0 387.3429.0 488.9 536.3 22:40 22,50 22.50 23.00 23.20

m/z 71.00 52.98%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #94344: Heptadecane
57.0
5000 TT T T [T T I T [T T T T [ TTTT[TT
22. 40 22. 60 22. 80 23. OO 23 20
0.0 m/z 43.05 48 .36%
A o R e B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane

22.40 22.60 22.80 23.00 23.20
m/z 85.05 44 _16%

5000

141.0183 02250

296.0

04
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209565: Octacosane A ERE T
57.0 22.40 22.60 22.80 23.00 23.20
m/z 40.95 23.83%
5000
9.0
| 141.0183.0225.0 281.0 337.0 394.0

T e . S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 40 22. 60 22. 80 23. 00 23 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP122619\
Data File : BP001428.D

Acq On : 26 Dec 2019 18:26

Operator : JU

Sample - K6393-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP121919_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]
2-Pentanone, 4-hy... 5.60 12.2 ng 151326 1 8.28 249174 20.0
unknown7 .93 7.93 112.0 ng 1395690 1 8.28 249174 20.0
Quinoline, 1,2,3,... 10.03 6.8 ng 101241 2 10.32 296710 20.0
n-Hexadecanoic acid 16.47 5.6 ng 102764 4 15.58 368786 20.0
Octadecanoic acid 17.56 4.7 ng 68254 5 19.22 290841 20.0
Fumaric acid, 2-c... 19.14 3.6 ng 52780 5 19.22 290841 20.0
2-Bromo dodecane 19.90 3.0 ng 43980 5 19.22 290841 20.0
Tridecane, 1-iodo- 20.66 7.0 ng 95716 6 20.99 275294 20.0
Heptadecane, 9-oc... 21.10 7.7 ng 105774 6 20.99 275294 20.0
Hexadecane, 1-iodo- 21.59 7.3 ng 100620 6 20.99 275294 20.0
3-Pyridinecarboni... 21.69 8.0 ng 110363 6 20.99 275294 20.0
Octacosane 22.15 5.4 ng 74208 6 20.99 275294 20.0
Heptadecane 22.81 2.1 ng 28316 6 20.99 275294 20.0
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