LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011620\
Data File : BP001633.D

Aca On : 16 Jan 2020 18:09

Operator :© JU

Sample : L1145-01

Misc :

ALS Vial : 5 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 2.870 9 14 22 rBv 55585 100510 4 .05% 0.571%
2 2.946 22 27 41 rVB 580334 766387 30.90% 4 .352%
3 4.793 337 341 349 rVB 55618 79561 3.21% 0.452%
4 5.258 414 420 430 rvB 400176 575594 23.21% 3.269%
5 6.822 680 686 696 rBV 252019 421984 17.02% 2.396%
6 7.169 738 745 758 rBV 725697 1160944 46.81% 6.593%
7 7.628 815 823 832 rBV 196984 310591 12.52% 1.764%
8 7.946 870 877 887 rVB 614912 986702 39.79% 5.604%
9 8.775 1006 1018 1033 rBV 509132 865950 34.92% 4.918%
10 10.404 1288 1295 1304 rBvV 242722 400465 16.15% 2.274%

11 12.893 1711 1718 1730 rBV 1134841 1717311 69.25% 9.753%
12 13.198 1762 1770 1778 rBV 39035 64294 2.59% 0.365%
13 13.740 1856 1862 1874 rBV 76356 116780 4.71% 0.663%
14 14.275 1946 1953 1961 rBV 368915 553348 22.31% 3.143%

15 15.057 2081 2086 2091 rVB 18458 25212 1.02% 0.143%
16 15.781 2201 2209 2220 rBV 1033378 1472274 59.37% 8.361%
17 16.598 2344 2348 2353 rBV 39493 54860 2.21% 0.312%
18 17.039 2417 2423 2434 rBV 487515 662713 26.72% 3.764%
19 17.551 2505 2510 2514 rBV2 31844 49859 2.01% 0.283%
20 17.845 2556 2560 2567 rBV6 18468 31911 1.29% 0.181%

21 17.975 2577 2582 2596 rBV2 120179 204080 8.23% 1.159%
22 19.627 2857 2863 2874 rBV 2105279 2479888 100.00% 14.084%
23 19.957 2916 2919 2922 rVB 25296 26057 1.05% 0.148%
24 20.439 2998 3001 3005 rVB 46901 49589 2.00% 0.282%
25 20.892 3073 3078 3083 rBvV 312489 441019 17.78% 2.505%

26 21.145 3116 3121 3128 rBV 479123 639735 25.80% 3.633%
27 21.322 3147 3151 3164 rVB 184941 256819 10.36% 1.459%
28 21.757 3221 3225 3235 rBV 210442 290410 11.71% 1.649%
29 22.227 3301 3305 3311 rVB 290717 373698 15.07% 2.122%
30 22.357 3322 3327 3333 rVB 312464 427989 17.26% 2.431%

31 22.739 3387 3392 3398 rVB 263685 379476 15.30% 2.155%
32 23.316 3484 3490 3494 rBV 255335 407410 16.43% 2.314%
33 23.368 3494 3499 3511 rVB 320397 597684 24.10% 3.394%
34 23.974 3596 3602 3610 rVB 193845 356006 14.36% 2.022%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011620\
Data File : BP001633.D

Aca On : 16 Jan 2020 18:09

Operator :© JU

Sample : L1145-01

Misc :

ALS Vial : 5 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

Method = Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 24.057 3612 3616 3625 rVB7 31515 79170 3.19% 0.450%

36 24.733 3726 3731 3738 rVB 92516 182120 7.34% 1.034%

Sum of corrected areas: 17608400
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001633.D

Aca On : 16 Jan 2020 18:09

Operator : JU

Sample : L1145-01

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\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
Abundance TIC: BP001633.D
2000000
1500000
1000000
2.95
500000 5.26
10.40
D &7 4.79 A
e R e e e e a EiLaa L m s R
Time-->  3.00 3% 4.00 450 sm sm em 6.50 7m 7% 8.00 8% gm gm 10.00 10.50 11.00
Abundance TIC: BP001633.D
19.63
2000000
1500000
12.89
15.78
1000000
17.04
500000 14.27
17.97
13.74 L 19.96
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP001633.D
2000000
1500000
1000000
500000 22256 22 74 .
%! 24.73
-y T
Time--> 20.50 21.00 21.50 22.00 22.50 2300 23.50 2400 2450 2500 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001633.D

Aca On : 16 Jan 2020 18:09

Operator :© JU

Sample : L1145-01

Misc :

ALS Vial : 5 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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.95 49.35 ng 766387 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 23
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 28 (2.952 min): BP001633.D (-22) (-) m/z 73.10 100.00%
3
43
5000
2.90 3.00 3.10 3.20 3.30 3.40
Ol Al b |.1,°.5.1.3.2 173209241 274 315 355386413140 480508 S47 m/z 43.00 55.88%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
2.90 3.00 3.10 3.20 3.30 3.40
m/z 55.00 32.72%
e —
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
2.90 3.00 3.10 3.20 3.30 3.40
5000 41 m/z 87.10 27 .45%
0 112
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7506: 2-Methyl-5-hexen-3-ol
73 2.90 3.00 3.10 3.20 3.30 3.40
m/z 41.05 17.41%
43 $
5000
Olﬂ
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001633.D

Aca On : 16 Jan 2020 18:09

Operator :© JU

Sample : L1145-01

Misc :

ALS Vial : 5 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 15

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

4.79 5.12 ng 79561 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Propanenitrile, 3-ethoxy- 99 C5H9NO 002141-62-0 9

Abundance Scan 340 (4.787 min): BP001633.D (-337) (-) m/z 43.00 100.00%
a3
5000
731?1 149180209237267 312 346373402 443 479508 545 4.0 450 480 500 520
O A T T T T e e e e e e e m/z 58.95 45_.69%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR LS S RS L
440 4.60 4.80 5.00 5.20
m/z 57.95 14 _.26%
15 101
c,ﬂwiju..ﬁ..w..” R B e R RA R
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
440 4.60 4.80 5.00 5.20
5000 m/z 101.10 13.32%
101
L L B S S I B S S I B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3686: 1-Propen-2-ol, acetate T e
43 440 4.60 4.80 5.00 5.20
m/z 41.00 10.37%
5000
15 72 100
0 .‘..‘. I — SR ittt A stk S
mz-> 0 50 1(')0 150 200 250 300 350 400 450 500 550 440 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001633.D

Aca On : 16 Jan 2020 18:09

Operator :© JU

Sample : L1145-01

Misc :

ALS Vial : 5 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 unknown7.17 Concentration Rank 1

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

7.17 74.76 ng 1160940 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
2 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 10

Abundance Scan 745 (7.169 min): BP001633.D (-738) (-) m/z 131.95 100.00%
132
68
5000
“ % 6.80 7.00 7.20 7.40 7.60
0 \ .l,l. A 547208 253280308335 361393 433159 192519548 m/z 68.05  54.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 R A UL L
6.80 7.00 7.20 7.40 7.60
105 m/z 66.00 43.96%
0"WWIt“"'W""""""""P"'P"'P"'P"'P
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 67 m/z 134.00 33.32%
103
r—rr-r-r--——rr e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R e e R
132 6.80 7.00 7.20 7.40 7.60
69 m/z 69.05 25.48%
104
5000
31
0""Ll'"'l""l"" N SN SR B SR S DAL BN S A U R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001633.D

Aca On : 16 Jan 2020 18:09

Operator :© JU

Sample : L1145-01

Misc :

ALS Vial : 5 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.20 2.32 ng 64294 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 86
2 Metacetamol 151 C8H9NO2 000621-42-1 52
3 Acetaminophen 151 C8H9NO2 000103-90-2 47
4 1H-Pvrazole. 4-T4-(3-chloropheno... 278 C15H19CIN20 1000302-33-9 40
5 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 40
Abundance Scan 1770 (13.198 min): BP001633.D (-1762) (-) m/z 43.00 100.00%
a3
109
5000
151
8 12.80 13.00 13.20 13.40 13.60
Ol 179 228 282 326357 401433461 495523 m/z 109.05 65 . 44%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 AU AR SURUSE SN
12.80 13.00 13.20 13.40 13.60
m/z 151.10 30.10%
0|:!-§‘|‘|“LH“H‘}H h‘:‘u“ul‘u‘u:ulugzuuuu|||||||||||||||||||||||||||||
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
109
1280 13.00 13.20 13.40 13.60
5000 151 m/z 41.00 29.03%
43
80
ol 15
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24781: Acetaminophen o
109 12.80 13.00 13.20 13.40 13.60
m/z 85.10 15.93%
5000 151
43 go
ol 15 N
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 12:80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001633.D

Aca On : 16 Jan 2020 18:09

Operator :© JU

Sample : L1145-01

Misc :

ALS Vial : 5 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 Tridecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.97 6.16 ng 204080 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Undecanoic acid 186 C11H2202 000112-37-8 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2581 (17.969 min): BP001633.D (-2577) (-) m/z 43.10 100.00%

5000

213 e A
256 595 334 372 416 471501532 17.60 17.80 18.00 18.20

0 m/z 41.00 85.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72643: Tridecanoic acid
43|73
5000 129 LI L L
17.60 17.80 18.00 18.20
n m/z 73.00 82.56%
), L
015 ‘J“““ L ..” T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
60
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_
17.60 17.80 18.00 18.20
5000 129 m/z 60.00 79.80%

157185213 256

M

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid

lf

17.60 17.80 18.00 18.20
m/z 55.00 70.41%

5000

5

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\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001633.D

Aca On : 16 Jan 2020 18:09

Operator :© JU

Sample : L1145-01

Misc :

ALS Vial : 5 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-Hexacosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.89 13.79 ng 441019 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 95
2 1-Hexacosanol 382 C26H540 000506-52-5 91
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
4 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 89
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 81
Abundance Scan 3078 (20.892 min): BP001633.D (-3073) (-) m/z 57.10 100.00%
57
e M i /M
LR R AU BN
125 163 20.60 20.80 21.00 21.20
ol d Al 207238 280 331 369 410 459 496524 m/z 43.05 98 . 69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #193365: 1-Hexacosene
5
5000 IR AU R AR
195 mmmmmmmm
29 ‘ 364 m/z 55.10 70.24%
0..‘.‘| “ ‘H\\H‘ ‘\ \L\ \’1‘\11“2?9237 2783|07336 ""I""I""I""I'
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
i 4 AU PR AU B
20.60 20.80 21.00 21.20
5000 m/z 41.05 60.31%
364
29 125
. 193181209237 280307336
miz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227400: Heptadecy! heptafluorobutyrate L e
57 20.60 20.80 21.00 21.20
m/z 69.10 48 .46%
97
5000
29 125
o l 109 210238 283 434
m/z--> Sb 160 150 200 250 300 3éo 400 4%0 560 séo 2060 2080 2100 2120
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001633.D

Aca On : 16 Jan 2020 18:09

Operator :© JU

Sample : L1145-01

Misc :

ALS Vial : 5 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 Heneicosane, 11-decyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

21.32 8.03 ng 256819 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 93
2 Docosane. 9-butvl- 366 C26H54 055282-14-9 91
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 91
4 Pentacosane 352 C25H52 000629-99-2 90
5 Docosane, 5-butyl- 366 C26H54 055282-16-1 89

Abundance Scan 3151 (21.322 min): BP001633.D (-3147) (-) m/z 57.10 100.00%

57
5000 85

21.00 21.20 21.40 21.60

[112147 191221553281 377355387 429461491 527

(NS B ¥ D 8 I it LR el At T 22 LS T A m/z 43.10 82.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223853: Heneicosane, 11-decyl-
57
5000 85 LA L L L L L L LB L |
21.00 21.20 21.40 21.60
29 295 m/z 71.10 53.07%
o L ‘\‘ﬁ}3}41;69197225 266 w 323 435
T T T e T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
B BARREEEEEEEE S
71 21.00 21.20 21.40 21.60
5000 m/z 85.10 40.16%

127155 211 252581337365

A N

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

Abundance #83051: Dodecane, 2-methyl-6-propyl- AR o e
21.00 21.20 21.40 21.60

m/z 41.00 32.78%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. OO 21. 20 21. 40 21 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001633.D

Aca On : 16 Jan 2020 18:09

Operator :© JU

Sample : L1145-01

Misc :

ALS Vial : 5 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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

21.76 9.08 ng 290410 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Pentacosane 352 C25H52 000629-99-2 97
3 Octacosane 394 C28H58 000630-02-4 95
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 95

Abundance Scan 3226 (21.763 min): BP001633.D (-3221) (-) m/z 57.10 100.00%

57
5000 85

21.40 21.60 21.80 22.00

[13141160107225253281300337364 415 468 508536

Ol.nu,.”.,ﬁ..“.....”,.”.,”..“..w..”,.”.,”..“ m/z 43.10 76.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141425: Heneicosane
57
5000 85 LA L L L L L B
21.40 21.60 21.80 22.00
29 m/z 71.05 55.78%
o \“‘H Hhﬂ‘ 141160107205253 295
REEEEREES T T [ T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
S ARE S iEREaan
21.40 21.60 21.80 22.00
5000 85 m/z 85.10 39.49%
113
o2 141169 211239267295323352
[ 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 #209565: Octacosane
57 21.40 21.60 21.80 22.00
m/z 41.05 29.45%
5000 85
29 13
ol }41169197225253281309337365394
R o o e B LA B A I o o o o e o R e R R R e O E
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 40 21. 60 21. 80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001633.D

Aca On : 16 Jan 2020 18:09

Operator :© JU

Sample : L1145-01

Misc :

ALS Vial : 5 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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22.23 11.68 ng 373698 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 95
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 90

Abundance Scan 3305 (22.227 min): BP001633.D (-3301) (-) m/z 57.10 100.00%

5000 85

e

113 22.00 22.20 22.40 22.60
141169
Ob Al AL 747109, 211 252 285315 362 401430458484514540 | nso 43 10 74.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194494: Hexacosane
57
5000 85 LA L L L L LB
22. OO 22. 20 22. 40 22 60
m/z 71.10 55.98%
R T T e T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
T T T TR T T
22.00 22.20 22.40 22.60
5000 85 m/z 85.10 40.26%
113 154
0 183211239 281
B L AL A o B o o o o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane N B L L B B N
57 22.00 22.20 22.40 22.60
m/z 41.00 27.82%
5000
85
29
o 113141169197225253281 323351380
L L B B o e e LA e o o o o T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22. OO 22. 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001633.D

Aca On : 16 Jan 2020 18:09

Operator :© JU

Sample : L1145-01

Misc :

ALS Vial : 5 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 Supraene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.36 14.32 ng 427989 Perylene-di12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 90
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
4 3.7.11-Tridecatrienenitrile. 4.8... 231 C16H25N 006006-01-5 64
5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 64
Abundance Scan 3328 (22.363 min): BP001633.D (-3322) (-) m/z 69.10 100.00%
6o
5000
41
1214949 22.00 22.20 22.40 22.60
Ok l o Ly 9176203281 283 325 367 410439 475505531 | o g1 05 45.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69
5000 AABAMUAAL A AL
22.00 22,20 22.40 22.60
41 m/z 41.10 31.69%
N H\\u d 164191 231 273300 341368 410
m/z--> 50 100 1éo 200 250 300 350 400 450 500 550
Abundance
69
22.00 22,20 22,40 22.60
5000 m/z 95.00 12.81%
41
137
0 109 191 231 273 341 410
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R B B O
69 22.00 22.20 22.40 22.60
m/z 67.00 11.80%
5000
41
s S i T A T B0 b ae o wn| | o2 e e
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001633.D

Aca On : 16 Jan 2020 18:09

Operator :© JU

Sample : L1145-01

Misc :

ALS Vial : 5 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 2-Bromo dodecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22.74 12.70 ng 379476 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 94
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 94
4 Docosane. 9-butvl- 366 C26H54 055282-14-9 94
5 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 93

Abundance Scan 3392 (22.739 min): BP001633.D (-3387) (-) m/z 57.05 100.00%

57
5000 85

13 22.40 22.60 22.80 23.00
141169
Ol bk 1[,1 et 0225253282309 355383 429450491 535 | "m/z 43.10  78.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194494: Hexacosane
57
5000 85 LA L L L L L L |

22.40 22.60 22.80 23.00
m/z 71.05 56.62%

o2 | | hhﬁJ 141160197295053 205 366
O mE i e e e e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R SR EE st e
22.40 22.60 22.80 23.00
5000 85 m/z 85.05 38.06%
29 113 169
0 141 248
B T L B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140553: 1-lodo-2-methylundecane e Al
57 22.40 22.60 22.80 23.00
m/z 41.00 27.41%
5000
85
29
0 413 169 211 296
I R i e B e R A LAE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 40 22. 60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001633.D

Aca On : 16 Jan 2020 18:09

Operator :© JU

Sample : L1145-01

Misc :

ALS Vial : 5 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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.32 13.63 ng 407410 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3491 (23.321 min): BP001633.D (-3484) (-) m/z 57.10 100.00%

5000 85

NS

23.00 23.20 23.40 23.60

113
II 141 183 225253281309338 388 425 476504 537

o A O e e e m/z 43.05 76.19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175557: Tetracosane
57
5000 85 LA L L L L L B LB L |
23.00 23.20 23.40 23.60
29 m/z 71.05 56.77%
oL ‘h h‘ﬁ13141169197225253281309338
e T T T T T [ T T e T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
L R EE
23.00 23.20 23.40 23.60
5000 o m/z 85.10 40.37%
29 113
o 141169197225253281309337365394
T T [ T T T [T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane e L B N B R
57 23.00 23.20 23.40 23.60
m/z 55.00 27 .27%
5000
85
29 113141
ob L b 109197 225253281 323351380 e M
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23 00 23. 20 23. 40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001633.D

Aca On : 16 Jan 2020 18:09

Operator :© JU

Sample : L1145-01

Misc :

ALS Vial : 5 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 Eicosane, 7-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.97 11.91 ng 356006 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90

Abundance Scan 3601 (23.968 min): BP001633.D (-3596) (-) m/z 57.05 100.00%

13 23.60 23.80 24.00 24.20
ol AL LTTHE, 183 225252080309 358 401432 ATSSUS534  “hzz 43.10  77.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164584: Heptadecane, 9-hexyl-
71
5000 AUV AR AR &

23. 60 23. 80 24 00 24.20
m/z 71.10 52.71%
1

ol ‘M }?7455182 “ 239267296323
- . AR e
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
S
23.60 23.80 24.00 24.20
5000 85 m/z 85.10 39.59%
29
. 13141169197205253 205323 367
A A A e
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #223852: Hentriacontane S TR T T I TR
57 23.60 23.80 24.00 24.20
m/z 41.10 24 .39%
5000 85
13141169
o 14116 197225253281309337365 437
MR 8 A8 M i i Gt LS e
miz--> 50 100 150 200 250 300 350 400 450 500 550 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001633.D

Aca On : 16 Jan 2020 18:09

Operator :© JU

Sample : L1145-01

Misc :

ALS Vial : 5 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 Cyclotetracosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

24 .06 2.65 ng 79170 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 95
2 Cetene 224 C16H32 000629-73-2 93
3 Cvclopentadecane 210 C15H30 000295-48-7 86
4 17-Pentatriacontene 491 C35H70 006971-40-0 83
5 1-Heneicosanol 312 C21H440 015594-90-8 81

Abundance Scan 3617 (24.063 min): BP001633.D (-3612) (-) m/z 43.10 100.00%

71
5000

111 e e e

281

154 190 545 309 345 4,401 23.80 24.00 24.20 24.40
444 489

ob b ot 200, 1,309, 30037400% 442 s80s165a5 | S e e 0e T g0 a1
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #174180: Cyclotetracosane

(é)]
a1
o0
w

5000 111 336 L e e
23. 80 24 00 24. 20 24. 40

m/z 57.10 74 .59%

139
oba ‘.“,‘.“.‘..‘,‘l“.““‘.‘l‘ s |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
83 e
23.80 24.00 24.20 24.40
5000 m/z 69.00 58.95%
111
0 140168196224
s B N Raa AL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69584: Cyclopentadecane e  RRRaE Bam s
55 23.80 24.00 24.20 24.40
83 m/z 71.05 58.51%
5000
111
2 130 182210
oA e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23. 80 24 00 24. 20 24. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011620\
Data File : BP001633.D

Aca On : 16 Jan 2020 18:09

Operator :© JU

Sample : L1145-01

Misc :

ALS Vial : 5 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 Docosane, 11-butyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
24 .73 6.09 ng 182120 Perylene-di12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 91
4 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3730 (24.727 min): BP001633.D (-3726) (-) m/z 57.10 100.00%
57
5000 a5 -,V\,f»MNW“VJA\\ﬂM~M~Wu,MVV
113 24.40 24.60 24.80 25.00
155 281
Ok .l, AL 222 194 230 20 325356 388415444 477504 542 7, 4310 75.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane
57
5000 DA S DU SRR
85 mmmmmm%m
29 m/z 71.10 50.34Y%
0 \‘ 1 ‘ “\ ) \‘1:}3\14‘.1‘169197225253282
m/z--> Eb 160 1éo 200 250 300 3%0 460 4éo 560 5%0
Abundance
57
24.40 24.60 24.80 25.00 |
5000 85 m/z 85.05 35.71%
oh ey Boosnngznzsy
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl- T e e
57 24.40 24.60 24.80 25.00
m/z 55.00 27 .66%
h T MJ\VWM
0 [13141169 210739267 309336366
m/z--> éo 160 1éo 200 250 300 350 460 4éo 560 5%0 2440 2460 2480 2500 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP011620\
Data File : BP001633.D

Acq On : 16 Jan 2020 18:09

Operator : JU

Sample - L1145-01

Misc :

ALS Vial : 5 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]
Butane, 2-methoxy... 2.95 49.4 ng 766387 1 7.63 310591 20.0
2-Pentanone, 4-hy... 4.79 5.1 ng 79561 1 7.63 310591 20.0
unknown7 .17 7.17 74.8 ng 1160940 1 7.63 310591 20.0
2,4,7,9-Tetrameth... 13.20 2.3 ng 64294 3 14.27 553348 20.0
Tridecanoic acid 17.97 6.2 ng 204080 4 17.04 662713 20.0
1-Hexacosene 20.89 13.8 ng 441019 5 21.14 639735 20.0
Heneicosane, 11-d... 21.32 8.0 ng 256819 5 21.14 639735 20.0
Heneicosane 21.76 9.1 ng 290410 5 21.14 639735 20.0
Hexacosane 22.23 11.7 ng 373698 5 21.14 639735 20.0
Supraene 22.36 14.3 ng 427989 6 23.37 597684 20.0
2-Bromo dodecane 22.74 12.7 ng 379476 6 23.37 597684 20.0
2-methyloctacosane 23.32 13.6 ng 407410 6 23.37 597684 20.0
Eicosane, 7-hexyl- 23.97 11.9 ng 356006 6 23.37 597684 20.0
Cyclotetracosane 24_06 2.6 ng 79170 6 23.37 597684 20.0
Docosane, 11-butyl- 24.73 6.1 ng 182120 6 23.37 597684 20.0

8270-BP010820.M Fri Jan 17 11:40:05 2020 Page: 19



