LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP010820\
Data File : BP001569.D

Aca On : 09 Jan 2020 00:47

Operator :© JU

Sample : L1051-04

Misc :

ALS Vial : 15 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 2.975 28 32 50 rvB 102783 169993 4_.97% 0.911%
2 4.828 342 347 359 rVB 161779 242559 7.09% 1.299%
3 5.287 419 425 437 rVB 738935 1110637 32.44% 5.950%
4 6.857 684 692 703 rBV 934849 1488184 43.47% 7.973%
5 7.204 742 751 762 rBV 854565 1357811 39.66% 7.274%
6 7.657 821 828 837 rBV 141142 216292 6.32% 1.159%
7 7.975 874 882 890 rVB 650019 1023040 29.89%% 5.481%
8 8.804 1014 1023 1036 rBVY 586119 955417 27.91% 5.118%
9 10.434 1289 1300 1309 rBV 185779 304720 8.90% 1.632%
10 12.922 1716 1723 1732 rVB 1424034 2048381 59.84% 10.974%
11 13.769 1861 1867 1874 rBV 53287 72076 2.11% 0.386%

12 14.298 1951 1957 1964 rBV 300769 445570 13.02% 2.387%
13 15.804 2200 2213 2222 rBV 1320204 1918645 56.05% 10.279%
14 16.069 2251 2258 2260 rBV2 24999 35847 1.05% 0.192%
15 17.063 2420 2427 2432 rBV 405239 587922 17.17% 3.150%

16 17.992 2580 2585 2593 rBV2 89895 139705 4.08% 0.748%

17 18.898 2736 2739 2745 rVB 40073 49976 1.46% 0.268%
18 18.968 2747 2751 2758 rBV 35356 62403 1.82% 0.334%
19 19.092 2767 2772 2774 rBV2 556327 76435 2.23% 0.409%

20 19.127 2774 2778 2793 rVV2 322144 521850 15.24% 2.796%

21 19.239 2793 2797 2809 rVB2 89458 135478 3.96% 0.726%

22 19.462 2832 2835 2839 rVB3 42585 45460 1.33% 0.244%
23 19.651 2861 2867 2872 rBV 2820445 3423208 100.00% 18.339%
24 19.980 2919 2923 2928 rBV 49935 53999 1.58% 0.289%

25 20.286 2971 2975 2982 rBV 83032 126397 3.69% 0.677%

26 20.462 3002 3005 3010 rVB 54468 57630 1.68% 0.309%
27 20.915 3078 3082 3087 rVB2 105336 135234 3.95% 0.724%
28 21.162 3119 3124 3135 rBV 555870 709516 20.73% 3.801%
29 21.351 3152 3156 3159 rBV2 74625 86323 2.52% 0.462%
30 21.786 3227 3230 3239 rVB 89201 119443 3.49% 0.640%

31 22.256 3307 3310 3317 rVB 86490 115660 3.38% 0.620%

32 22.780 3395 3399 3404 rVB 78054 106236 3.10% 0.569%
33 23.398 3495 3504 3513 rVB 335043 724104 21.15% 3.879%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP010820\
Data File : BP001569.D

Aca On : 09 Jan 2020 00:47

Operator :© JU

Sample : L1051-04

Misc :

ALS Vial : 15 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\HPCHEM1\BNA P\METHODS\8270-BP010820.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 18666151
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010820\
Data File : BP001569.D

Aca On : 09 Jan 2020 00:47

Operator :© JU

Sample : L1051-04

Misc :

ALS Vial : 15 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

Abundance TIC: BP001569.D
2500000
2000000
1500000

1000000 6.86 , 5,
5.29

500000
2.98 4.83 7.66 10.43

T e L B L L T S L

T T
Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BP001569.D

19.65

2500000
2000000

1500000 12.92 15.80

1000000

500000 14.30 17.06 19.13

C
13.77 A 16.07 17.99 18c06F02%0 46| 19.980.2¢

Ot rr T L o . o o s o e o e e L BB AL e e e e S

Time--> 12.00 12,50 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP001569.D

2500000
2000000
1500000

1000000
21.16
500000 23.40

21.79 22.26 22.78
P ol e |

s o o L L

Time--> 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

N
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010820\
Data File : BP001569.D

Aca On : 09 Jan 2020 00:47

Operator :© JU

Sample : L1051-04

Misc :

ALS Vial : 15 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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.98 15.72 ng 169993 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 90
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 23
4 Butanoic acid. 2-hvdroxv-2-methv... 132 C6H1203 032793-34-3 23
5 3,4-Dimethyl-5-hexen-3-0l 128 C8H160 001569-45-5 17

Abundance Scan 33 (2.981 min): BP001569.D (-28) (-) m/z 73.05 100.00%
3
43
5000
2.903.003.103.20 3.303.40
O \ 111 147178207236265 312 351 402431 483513 549 | /7  43.00  56.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
43 2.903.003.103.20 3.303.40
m/z 55.10 33.00%
0 I""I""I""IIIII rrrryrrrryrTrTyTTTT 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 #13739: 2,2,4-Trimethyl-3-pentanol
3
2.903.003.103.20 3.303.40
5000 a1 m/z 86.95 29.07%
0 112
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1995: Silane, tetramethyl-
73 2.903.003.103.20 3.303.40
m/z 41.10 17.68%
5000 $
43
15
r+---r---r—rrrr e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2.903.003.103.20 3.303.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010820\
Data File : BP001569.D

Aca On : 09 Jan 2020 00:47

Operator :© JU

Sample : L1051-04

Misc :

ALS Vial : 15 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.83 22.43 ng 242559 1,4-Dichlorobenzene-d4 7.66
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Butene. 4-ethoxv- 100 C6H120 044611-46-3 23
4 Propanenitrile. 3-ethoxv- 99 C5H9NO 002141-62-0 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 347 (4.828 min): BP001569.D (-342) (-) m/z 43.00 100.00%
43
5000
101 440 4.60 480 500 520
- ,| itdlr2 209 242 279306 342371 415 453479 515542 m/z 59.00 48.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS DL U S

440 4.60 4.80 5.00 5.20
m/z 101.00 15.59%

101
O e o S I O St e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43
e
440 4.60 4.80 5.00 5.20
5000 m/z 57.95 11.49%
101
o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #3831: 1-Butene, 4-ethoxy- BEREEEEEEE RS SL LRSS R
31 440 4.60 4.80 5.00 5.20
m/z 41.00 10.12%
59
5000
g6
oA A e e R e SR s me AN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010820\
Data File : BP001569.D

Aca On : 09 Jan 2020 00:47

Operator :© JU

Sample : L1051-04

Misc :

ALS Vial : 15 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 unknown7.20 Concentration Rank 1

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

7.20 125.55 ng 1357810 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 22
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 18
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 14

Abundance Scan 750 (7.198 min): BP001569.D (-742) (-) m/z 132.00 100.00%
132
68
5000
40 96 A I UL R

6.80 7.00 7.20 7.40 7.60
ol 161 207235 281309337365 401429457 495 527 m/z 68.10 53_28%

1—|—rrv—v—rv—rrv—rﬁ—v—v—rv—v—v—rrv—v—ﬁ—rv—v—ﬁ—rrrrv—rrrv—v—rr
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 ||/\|||||||||||||||||||||
6.80 7.00 7.20 7.40 7.60
m/z 66.00 47 .00%
JI 103
c,.”.,”.bﬁ. T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14504: 1H-Benzimidazole, 2-methyl-
132
I e o e R SRR
6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 34.41%
0,”‘“!)1“ A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methy!l- T
56 132 6.80 7.00 7.20 7.40 7.60
m/z 69.05 27 .41%
5000
27
S S X G
m/z--> 0 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\HPCHEMI1\BNA P\DATA\BP010820\
Data File : BP001569.D

Aca On : 09 Jan 2020 00:47

Operator :© JU

Sample : L1051-04

Misc :

ALS Vial : 15 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

17.99 4.75 ng 139705 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 78
3 Octadecanoic acid 284 C18H3602 000057-11-4 70
4 Dodecanoic acid 200 C12H2402 000143-07-7 62
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58

Abundance Scan 2585 (17.992 min): BP001569.D (-2580) (-) m/z 43.05 100.00%

73

5000

256 17.60 17.80 18.00 18.20 18.40
ol 307 341 378 432463 512 549 m/z 73.00 385.96%

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

Abundance #107549: n-Hexadecanoic acid

60

5000 | BN INL L L L L L LB L
17.60 17.80 18.00 18.20 18.40
0
15715213 256 m/z 41.00 82.91%
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72643: Tridecanoic acid
43|73
T T T T
17.60 17.80 18.00 18.20 18.40
5000 129 m/z 59.95 78.49%
171
214
0 15 L
i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid e AR
43,73 17.60 17.80 18.00 18.20 18.40
m/z 55.05 77.85%
5000 129
241 284
(I it AR ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010820\
Data File : BP001569.D

Aca On : 09 Jan 2020 00:47

Operator :© JU

Sample : L1051-04

Misc :

ALS Vial : 15 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 Dimethyl palmitamine Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.97 2.12 ng 62403 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl palmitamine 269 C18H39N 000112-69-6 59
2 Dibenzothiophen-1-one. 1.2.3.4.6... 292 C16H24N20S 1000270-79-7 59
3 3-Carbethoxvamino-5-dimethvlamin. .. 367 C21H25N303 083275-56-3 59
4 Dodecvltrimethylammonium bromide 307 C15H34BrN 001119-94-4 59
5 3(N,N-Dimethylmyristylammonio)pr... 363 C19H41NO3S 014933-09-6 59
Abundance Scan 2751 (18.968 min): BP001569.D (-2747) (-) m/z 58.05 100.00%

58
5000

18. 60 18. 80 19. OO 19. 20
105134 165 206
Ol el e R EBE 200 T 251281 325355385415442 478508538 | Tn/z  43.05  9.46%

T 1 T 1 T 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #118388: Dimethyl palmitamine
58

5000 B RRE S S S
18. 60 18. 80 19. OO 19.20

m/z 41.00 8.31%

o 269
L I R B I B L sy s o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #137665: Dibenzothiophen-1-one, 1,2,3,4,6,7,8,9-octahydro-...
58
_'—I_'_'_'_'—I_'_'_'—'—I_'_'_'_'—I_'_'_'_'—I_'_

18.60 18.80 19.00 19.20
5000 m/z 57.10 4 _86%

204
88 115 148176 | 292

O P e e e e e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194814: 3-Carbethoxyamino-5-dimethylaminoacetyl-10,11(5H)... L i e R
58 18.60 18.80 19.00 19.20

m/z 206.10 4._79%

5000

29 89116 152180209236 282 324 367

e e MM

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010820\
Data File : BP001569.D

Aca On : 09 Jan 2020 00:47

Operator :© JU

Sample : L1051-04

Misc :

ALS Vial : 15 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 9,12-Octadecadienoic acid (... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.09 2.60 ng 76435 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 98
2 7-Hexadecvne 222 C16H30 074685-28-2 93
3 2-Chloroethvl linoleate 342 C20H35CI102 025525-76-2 87
4 5-Decen-1-ol. (- 156 C10H200 051652-47-2 70
5 5-Decen-1-ol, (E)- 156 C10H200 056578-18-8 70

Abundance Scan 2772 (19.092 min): BP001569.D (-2767) (-) 66.95 100.00%

281 414341 18.80 19.00 19.20 19.40
0 313341370 410 459491 537 77 81.00 84 44%

g7
5000
3
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127649: 9,12-Octadecadienoic acid (Z,2)-

5000 L B o B B R
1880 19. 00 19. 20 19. 40

m/z 55.05 79.41%

280
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #79550: 7-Hexadecyne
67

18.80 19.00 19.20 19.40

5000| g m/z 41.10 75.11%
Ao
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #178355: 2-Chloroethyl linoleate L B i e e
67 18.80 19.00 19.20 19.40

m/z 95.00 67 .30%

A

m/z--> 50 100 150 200 250 300 350 400 450 500 550 18. 80 19. 00 19. 20 19. 40

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010820\
Data File : BP001569.D

Aca On : 09 Jan 2020 00:47

Operator :© JU

Sample : L1051-04

Misc :

ALS Vial : 15 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 cis-13-Octadecenoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.13 14.71 ng 521850 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 94
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 94
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 94
4 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 93
5 Oleic Acid 282 C18H3402 000112-80-1 91

Abundance Scan 2778 (19.127 min): BP001569.D (-2774) (-) m/z 55.05 100.00%

151180 220 264 mmmmmmmm
o 296325356388 429 480 526 n/z 41.05 71750

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129347: cis-13-Octadecenoic acid
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

5000
18.80 19.00 19.20 19.40
11 m/z 69.05 54 .65%

. 39 180 222 264

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129357: trans-13-Octadecenoic acid

18.80 19.00 19.20 19.40
m/z 43.05 53.20%

5000

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129339: cis-Vaccenic acid L B
18.80 19.00 19.20 19.40

m/z 83.05 39.62%

5000

151180 202 264

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010820\
Data File : BP001569.D

Aca On : 09 Jan 2020 00:47

Operator :© JU

Sample : L1051-04

Misc :

ALS Vial : 15 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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.24 3.82 ng 135478 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 55
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 Pentadecanoic acid 242 C15H3002 001002-84-2 49
Abundance Scan 2797 (19.239 min): BP001569.D (-2793) (-) m/z 43.05 100.00%
4B
73
5000
T T ol00 1620 10140 1660
ol 313343 383 430463490 537 m/z 55.10 73 . 47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid
48
19.00 19.20 19.40 19.60
241 284 m/z 72.95 72.36%
(oI
m/z--> 6 55 100 150 200 250 300 350 400 450 500 550
Abundance #39473: n-Decanoic acid
60
" 19.00 19.20 19.40 19.60
5000 129 m/z 60.00 70.52%
29
o 01 172
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60 19.00 19.20 19.40 19.60
m/z 41.05 69.84Y%
5000
157185213 256
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010820\
Data File : BP001569.D

Aca On : 09 Jan 2020 00:47

Operator :© JU

Sample : L1051-04

Misc :

ALS Vial : 15 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 unknown20.29 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.29 3.56 ng 126397 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Hvdroxvstearic acid 300 C18H3603 000106-14-9 27
2 5-Methoxv-2-nitrobenzoic acid 197 C8H7NO5 001882-69-5 22
3 Succinic acid. 2-octvl 1.1.1-tri... 326 C15H25F304 1000370-97-2 22
4 Oleic Acid 282 C18H3402 000112-80-1 20
5 2-(4-Cyanophenyl)-5-hydroxypyrim... 197 C11H7N30 150405-59-7 14
Abundance Scan 2976 (20.292 min): BP001569.D (-2971) (-) m/z 55.00 100.00%
197
5000 97
129 " 20,00 2020 20,40 20.60
161 234 20.00 20.20 20.40 20.60
0 264295 341 387416444 475506535 77 43 05 53 79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #144839: 12-Hydroxystearic acid
197
55
5000 LRI BRI UL UL SR
97 20.00 20.20 20.40 20.60
120 m/z 197.10 53.10%
) 169 )3y 283
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59041: 5-Methoxy-2-nitrobenzoic acid
197
63
20.00 20.20 20.40 20.60
5000 95123 147 m/z 41.00 51.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #165434: Succinic acid, 2-octyl 1,1,1-trifluoro-2-propyl este AR EEREE L
197 20.00 20.20 20.40 20.60
m/z 97.10 44 _15%
5000
101
55 129
O T (NN At A b
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010820\
Data File : BP001569.D

Aca On : 09 Jan 2020 00:47

Operator :© JU

Sample : L1051-04

Misc :

ALS Vial : 15 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 Sulfurous acid, octadecyl 2... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.92 3.81 ng 135234 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 87
2 1-Bromodocosane 388 C22H45Br 006938-66-5 83
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 64
4 Docosane. 7-hexvl- 394 C28H58 055373-86-9 62
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 60
Abundance Scan 3083 (20.921 min): BP001569.D (-3078) (-) m/z 57.05 100.00%
57
5000 85
3141 20.60 20.80 21.00 21.20
o4 A4 l',l [041169107 233 268205 327355 385 424 461490 63 | o4 o0 o1 L o6
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43
71
5000 AU A SRR
20,60 20,80 21.00 2120
1 m/z 71.10 62.48%
obd 141169197224253
m/z--> 50 100 150 200 250 300 350 400 450 500 5850
Abundance #206609: 1-Bromodocosane
57
20.60 20.80 21.00 21.20
5000 g5 135 m/z 55.05 46 .45%
29
0 | , | (165 197225253 309
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104157: E-15-Heptadecenal e A RERREEESE L
43 20.60 20.80 21.00 21.20
83 m/z 85.10 43.24%
5000
11
o 1139168196224252
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2060 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010820\
Data File : BP001569.D

Aca On : 09 Jan 2020 00:47

Operator :© JU

Sample : L1051-04

Misc :

ALS Vial : 15 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 Docosane, 11-butyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
21.35 2.43 ng 86323 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Docosane. 1ll1-butvl- 366 C26H54 013475-76-8 93
2 Tricosane 324 C23H48 000638-67-5 91
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 89
Abundance Scan 3156 (21.351 min): BP001569.D (-3152) (-) m/z 57.05 100.00%

g7
5000 85
RPN SUNIE BRI DU
13 21.00 21.20 21.40 21.60
141 249
Ol J, ) J |!1.1.ﬂ. CA09201 TLC 284311 343371399429 462 505 545 | 77 43.05  75.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
57
5000 85 R DR UL BRI LIS

21,00 21.20 2140 21.60
m/z 71.05 57.85%

113
[ 141169 210239267 309336366

o A o R e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164578: Tricosane
57
A RammE
21.00 21.20 21.40 21.60
5000 85 m/z 85.10 45 _.34Y%
113 324
141169197 239267295 |
0 ..‘.,....,....‘,.... T LA e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #152416: Tridecane, 1-iodo- o BE s S
57 21.00 21.20 21.40 21.60
m/z 41.05 28.93%
5000 85
28
113 183
P 8 e N — A
m/z--> 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\HPCHEMI1\BNA P\DATA\BP010820\
Data File : BP001569.D

Aca On : 09 Jan 2020 00:47

Operator :© JU

Sample : L1051-04

Misc :

ALS Vial : 15 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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.79 3.37 ng 119443 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 96
2 Eicosane 282 C20H42 000112-95-8 95
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
4 Heptacosane 380 C27H56 000593-49-7 93
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 93
Abundance Scan 3231 (21.792 min): BP001569.D (-3227) (-) m/z 57.10 100.00%
57
5000
mmm 21.40 21.60 21.80 22.00 22.20
O bl “ [ ood9T220 298 295 328397 388 429462489 836 | n/7 43.10  90.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141442: Heptadecane, 2,6,10,15-tetramethy!-
57
5000 85 SR UM UL BRI I

21. 40 21. 60 21. 80 22. OO 22. 20
m/z 71.10 68.72%

113
[l 183211239267296

O e B e T L B o o o L o B S e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane
R e N ERERE R EEEE
21.40 21.60 21.80 22.00 22.20
5000 m/z 85.10 50.42%

113141169197225253 282

0!
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl- R L B T B
57 21.40 21.60 21.80 22.00 22.20
m/z 55.00 34.88%
5000 85

113
[7 141169197 239267294323352

oA A A A R R R e e e SN

m/z--> 50 100 150 200 250 300 350 400 450 500 550 21. 40 21. 60 21. 80 22. OO 22. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010820\
Data File : BP001569.D

Aca On : 09 Jan 2020 00:47

Operator :© JU

Sample : L1051-04

Misc :

ALS Vial : 15 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 Heptadecane, 9-octyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22 .26 3.26 ng 115660 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 83
3 Tetracosane 338 C24H50 000646-31-1 80
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 80
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 80
Abundance Scan 3311 (22.262 min): BP001569.D (-3307) (-) m/z 57.10 100.00%
57
5000 85
113 " 55'00 2220 22140 2260
141 185 22.00 22.20 22.40 22.60
Qb b L (7225258281 327358386 420460 506534 | sz 43.10  74.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
g7
5000 85 L SR BN BULUL I

22. OO 22 20 22. 40 22. 60
m/z 71.10 57.20%

113
[71°141169197 23%267294323352

O ,.”.,..”,............ R T e RN E I E
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83030: Tridecane, 6-propyl-
43
71 R A REEEE SR RS
22.00 22.20 22.40 22.60
5000 m/z 85.05 42 .62%
99126154183
0 J 226
e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175557: Tetracosane L B e B
22.00 22.20 22.40 22.60
m/z 41.00 31.59%
5000 85

| 113141169197225253281309338
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.20 22,40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010820\
Data File : BP001569.D

Aca On : 09 Jan 2020 00:47

Operator :© JU

Sample : L1051-04

Misc :

ALS Vial : 15 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 Heptadecane, 3-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

22.78 2.93 ng 106236 Perylene-d12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Docosane. l1ll-decvl- 451 C32H66 055401-55-3 87
4 Pentacosane 352 C25H52 000629-99-2 83
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 83

Abundance Scan 3399 (22.780 min): BP001569.D (-3395) (-) m/z 57.10 100.00%

57
5000 85

‘ 13 191 281 22.40 22.60 22.80 23.00

155 191 994
bl b L 1 222, )0 220202 ) 800 341371 402432 476 514549 | Thyz  43.05  74.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #105891: Heptadecane, 3-methyl-

%

5000 85 LA L L L L L I
22. 40 22. 60 22. 80 23.00
0
29 13, 25 m/z 71.10 56.53%
b [t ] s
i LA e e o e B e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
R s e e R
22.40 22.60 22.80 23.00
5000 85 m/z 85.10 43.68%
13
0 fd 141169197 239267294323352
e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227197: Docosane, 11-decyl- A e e B
43 22.40 22.60 22.80 23.00
m/z 41.05 30.33%
71
5000
309
99
o | }27155183211239 280[ 337365392 442
e e e T e T T [ e T RS R s e e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.40 22.60 22.80 23.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP010820\
Data File : BP001569.D

Acq On : 09 Jan 2020 00:47

Operator : JU

Sample : L1051-04

Misc :

ALS Vial : 15 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... 2.98 15.7 ng 169993 1 7.66 216292 20.0
2-Pentanone, 4-hy... 4.83 22.4 ng 242559 1 7.66 216292 20.0
unknown7 .20 7.20 125.6 ng 1357810 1 7.66 216292 20.0
n-Hexadecanoic acid 17.99 4.8 ng 139705 4 17.06 587922 20.0
Dimethyl palmitamine 18.97 2.1 ng 62403 4 17.06 587922 20.0
9,12-Octadecadien... 19.09 2.6 ng 76435 4 17.06 587922 20.0
cis-13-Octadeceno... 19.13 14.7 ng 521850 5 21.16 709516 20.0
Octadecanoic acid 19.24 3.8 ng 135478 5 21.16 709516 20.0
unknown20.29 20.29 3.6 ng 126397 5 21.16 709516 20.0
Sulfurous acid, o... 20.92 3.8 ng 135234 5 21.16 709516 20.0
Docosane, 11-butyl- 21.35 2.4 ng 86323 5 21.16 709516 20.0
Heptadecane, 2,6,... 21.79 3.4 ng 119443 5 21.16 709516 20.0
Heptadecane, 9-oc... 22.26 3.3 ng 115660 5 21.16 709516 20.0
Heptadecane, 3-me... 22.78 2.9 ng 106236 6 23.40 724104 20.0
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