LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011520\
Data File : BP001619.D

Aca On : 15 Jan 2020 20:47

Operator :© JU

Sample : L1126-07

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 2.875 10 15 24 rBvV 62271 116250 4 .54% 0.790%
2 2.952 24 28 44 rVB 687661 853831 33.37% 5.804%
3 5.257 415 420 431 rVB 247637 362733 14.18% 2.466%
4 6.822 680 686 702 rVB 169336 277852 10.86% 1.889%
5 7.175 738 746 761 rBV 429541 685813 26.80% 4.662%
6 7.634 817 824 830 rBV 147659 228505 8.93% 1.553%
7 7.951 871 878 888 rVB 560321 865623 33.83% 5.884%
8 8.781 1011 1019 1036 rBV 487559 821483 32.11% 5.584%
9 10.404 1288 1295 1306 rBV 157662 279290 10.92% 1.898%
10 12.898 1712 1719 1732 rBV 1079141 1571207 61.41% 10.680%
11 13.745 1856 1863 1875 rBvV 54091 79253 3.10% 0.539%

12 14.280 1947 1954 1961 rBV 253204 378466 14.79% 2.573%
13 15.780 2203 2209 2220 rBV 623918 869669 33.99% 5.912%
14 17.039 2417 2423 2428 rBV 312660 450575 17.61% 3.063%

15 17.974 2575 2582 2588 rBV2 53981 82765 3.23% 0.563%
16 19.215 2789 2793 2799 rBV5 16105 26314 1.03% 0.179%
17 19.633 2858 2864 2879 rBV 2049794 2558615 100.00% 17.392%
18 20.321 2978 2981 2987 rVB3 18795 26146 1.02% 0.178%
19 20.451 2997 3003 3006 rBV2 31559 39639 1.55% 0.269%

20 20.904 3074 3080 3086 rBV 126541 185853 7.26% 1.263%

21 21.145 3116 3121 3128 rBV 375928 512190 20.02% 3.482%
22 21.333 3149 3153 3157 rBV 132383 150919 5.90% 1.026%
23 21.768 3223 3227 3235 rBV 203187 237157 9.27% 1.612%
24 22.239 3302 3307 3313 rVB 236654 324160 12.67% 2.204%
25 22.751 3389 3394 3400 rVB 248181 350166 13.69% 2.380%

26 22.921 3418 3423 3430 rVB 173874 261397 10.22% 1.777%
27 23.333 3487 3493 3496 rBvV 202477 350174 13.69% 2.380%
28 23.374 3496 3500 3509 rVB2 236177 427941 16.73% 2.909%
29 23.992 3598 3605 3612 rBV 156548 320119 12.51% 2.176%
30 24.133 3622 3629 3638 rVB 246601 527387 20.61% 3.585%

31 24.750 3728 3734 3743 rVB2 77510 171308 6.70% 1.164%
32 25.721 3891 3899 3909 rVB2 113902 318337 12.44% 2.164%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011520\
Data File : BP001619.D

Aca On : 15 Jan 2020 20:47

Operator :© JU

Sample : L1126-07

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: 14711137
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011520\
Data File : BP001619.D

Aca On : 15 Jan 2020 20:47

Operator : JU

Sample : L1126-07

Misc :

ALS Vial : 15 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: BP001619.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011520\
Data File : BP001619.D

Aca On : 15 Jan 2020 20:47

Operator :© JU

Sample : L1126-07

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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

2.95 74.73 ng 853831 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 3-Pentanol. 3-methvl- 102 C6H140 000077-74-7 25
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 23
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 23

Abundance Scan 28 (2.952 min): BP001619.D (-24) (-) m/z 73.10 100.00%
73
43
5000
2.90 3.00 3.10 3.20 3.30 3.40
o! ,'...|.1°?. L47 185217251 301329 873 429458 501534 m/z 43.00 57.66%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.90 3.00 3.10 3.20 3.30 3.40
m/z 55.05 33.71%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol

f

2.90 3.00 3.10 3.20 3.30 3.40

5000, 41 m/z 87.10 26.88%
ol 112
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4448: 3-Pentanol, 3-methyl-
73 2.90 3.00 3.10 3.20 3.30 3.40
m/z 41.10 19.22%
5000
43
m/z--> 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\HPCHEMI1\BNA P\DATA\BP011520\
Data File : BP001619.D

Aca On : 15 Jan 2020 20:47

Operator :© JU

Sample : L1126-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 3 unknown7.17 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.17 60.03 ng 685813 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 14
Abundance Scan 745 (7.169 min): BP001619.D (-738) (-) m/z 132.00 100.00%

132
68
5000

40 96
680 700 720 740 760
o 173 208234261290 327354384 429 461488516 550 m/z 68.05 53_09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 LI L L L L L L B B

6.80 7.00 7.20 7.40 7.60

69
m/z 65.95 44 _20%
lu“l P
0...,”.:5. A B B e B ma
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
R
6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 31.89%
105
O.LMEH.U”..“..W..” N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R e L R
132 680 700 720 740 760

m/z 69.10 27 .06%

69
104
5000
31 o
L = e S R T o = S

|
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\HPCHEMI1\BNA P\DATA\BP011520\
Data File : BP001619.D

Aca On : 15 Jan 2020 20:47

Operator :© JU

Sample : L1126-07

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

43

Peak Number 5 n-Hexadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.97 3.67 ng 82765 Phenanthrene-d10 17.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 Tridecanoic acid 214 C13H2602 000638-53-9 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Octadecanoic acid 284 C18H3602 000057-11-4 60
Abundance Scan 2581 (17.968 min): BP001619.D (-2575) (-) m/z 43.00 100.00%
48 73
o \J\—\L‘
wfzglsﬂss”f“ - i
0 205 344 384412 447478504 537 n/z  73.00 94 _23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid
a8 78
5000
17.60 17.80 18.00 18.20
21 m/z 41.00 82.63%
157185
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid
78
I I I

17.60 17.80 18.00 18.20

5000 m/z 55.00 78.63%
‘ 12\9 171 214
O.L.H FPA.”‘u....k...... e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid R T
7. 17.60 17.80 18.00 18.20

m/z 60.00 78 .40%

5000
185 228

%

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011520\
Data File : BP001619.D

Aca On : 15 Jan 2020 20:47

Operator :© JU

Sample : L1126-07

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 Cyclotetradecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.90 7.26 ng 185853 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 83
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 83
3 Docosane. 7-hexvl- 394 C28H58 055373-86-9 76
4 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 70
5 8-Heptadecene 238 C17H34 002579-04-6 64
Abundance Scan 3079 (20.898 min): BP001619.D (-3074) (-) m/z 57.05 100.00%
57
5000
85
25 207 20.60 20.80 21.00 21.20
- y 30,163 207230 283311341 381416 455490 537 o A3 05 OB.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58279: Cyclotetradecane
55
5000
20.60 20.80 21.00 21.20
2 m/z 55.05 58.49Y%
o 39168196
miz--> "'s'o""166"iéd"éod'"256"éoé"ééd"Add"&éé"ééé"ééd
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43
71 RN BN U
20.60 20.80 21.00 21.20
5000 m/z 41.00 52 .50%
111
ol LA ||| 141169197224253
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209569: Docosane, 7-hexyl- R e B AR B
43 20.60 20.80 21.00 21.20
m/z 71.05 51.89%
71
5000
182 309
99927
rrdhdd (27155 | 211230 om0 | saraesame
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011520\
Data File : BP001619.D

Aca On : 15 Jan 2020 20:47

Operator :© JU

Sample : L1126-07

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 Octadecane, 5,14-dibutyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.33 5.89 ng 150919 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 93
2 Heneicosane 296 C21H44 000629-94-7 93
3 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 91
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 91
Abundance Scan 3152 (21.327 min): BP001619.D (-3149) (-) m/z 57.10 100.00%
g7
5000 P
21.00 21.20 21.40 21.60
Y- Jl,fl . .1.1‘.‘}1.‘?9. 208239 281 325355 401429 473503535 | 177 43.05  79.13%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194506: Octadecane, 5,14-dibutyl-
3 71
5000
21.00 21.20 21.40 21.60
126 m/z 71.10 54 _85%
o N 1951832113826 3?9337364
miz-> 0 50 100 1éo 200 250 300 350 400 450 500 550
Abundance #141424: Heneicosane j\
57
21.00 21.20 21.40 21.60
5000 85 m/z 85.10 37.37%
. ﬁg‘ f}3}§1169197225253 296
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 jL
Abundance #194500: Docosane, 11-butyl- R e RAREY
57 21.00 21.20 21.40 21.60
m/z 41.00 30.40%
5000 85
ol 4l (3141269 210239267 309338366
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.20 2140 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011520\
Data File : BP001619.D

Aca On : 15 Jan 2020 20:47

Operator :© JU

Sample : L1126-07

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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.77 9.26 ng 237157 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 96
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tridecane. 6-propvl- 226 C16H34 055045-10-8 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 90
Abundance Scan 3227 (21.768 min): BP001619.D (-3223) (-) m/z 57.10 100.00%
57
5000 85
113 21.40 21.60 21.80 22.00
141
O v A b A A 1169, 207 230267295 327356386 416445 485512 548 | /7" 43 05 79.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209565: Octacosane
57
5000 85
21.40 21.60 21.80 22.00
m/z 71.05 57 .92%
29 113141
ol I 169197225253281309337365394
m/z--> sb 100 1éo 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
7
21.40 21.60 21.80 22.00
5000 m/z 85.05 40.57%
85
o %9 [113141160197225253281 323351380
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83030: Tridecane, 6-propyl- R EE e AR EEE R
43 21.40 21.60 21.80 22.00
71 m/z 41.05 30.84%
5000
99126154183
0% I""I'J"'IIIII '2'2'6' rrrTryTrTTTTTTT T T T T T T T T T T T T AL AR AR VA
m/z--> 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\HPCHEMI1\BNA P\DATA\BP011520\
Data File : BP001619.D

Aca On : 15 Jan 2020 20:47

Operator :© JU

Sample : L1126-07

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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

22.24 12.66 ng 324160 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3307 (22.239 min): BP001619.D (-3302) (-) m/z 57.05 100.00%

57
5000 85

22.00 22.20 22.40 22.60

(3141160 207 239 281309 341370 402428 475502530

o A S e A s AR m/z 43.10 78.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
5000

22.00 22.20 22.40 22.60
m/z 71.05 58.99%

113141169197225253281309337365394

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57
22.00 22.20 22.40 22.60
5000 85 m/z 85.05 42.00%
29

113
o 1] [ 141169197225253 295323 367
LI L L L B l l | T T T LENLINL L L L L L L L L L L L L L I J

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane T TR T
57 22.00 22.20 22.40 22.60
m/z 41.10 30.19%

5000
85

29
| 113141169197225253281 323351380

e N S s

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\BP011520\
Data File : BP001619.D

Aca On : 15 Jan 2020 20:47

Operator :© JU

Sample : L1126-07

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 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.75 16.37 ng 350166 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 98
2 Octacosane 394 C28H58 000630-02-4 97
3 Eicosane 282 C20H42 000112-95-8 94
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3394 (22.751 min): BP001619.D (-3389) (-) m/z 57.05 100.00%
57
5000 85
13141 22.40 22.60 22.80 23.00
ol L LL [ 7141160197 205053281 327355 401420461 504535 | nso 43,10 77.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #223851: Hentriacontane
5000

22.40 22.60 22.80 23.00
m/z 71.05 55.79%

13
141169197225253280309 351379407436

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209565: Octacosane
57
B REEEE AR S
22.40 22.60 22.80 23.00
5000 85 m/z 85.10 42.32%
29 13
oL L. fJ }§1}§9}97225253281309337365394
i B L R e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 \
Abundance #129490: Eicosane AT T T T
57 22.40 22.60 22.80 23.00
m/z 41.05 28.19%
85
5000
13
ol (] [} 109197225255 282
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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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011520\
Data File : BP001619.D

Aca On : 15 Jan 2020 20:47

Operator :© JU

Sample : L1126-07

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 Glycerol tricaprylate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.92 12.22 ng 261397 Perylene-di12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Glvcerol tricaprvlate 470 C27H5006 000538-23-8 80
2 Octanethioic acid. S-hexvl ester 244 C14H280S 055590-85-7 58
3 Hexanoic acid. 2-ethvl-. anhvdride 270 C16H3003 036765-89-6 53
4 Caprvlic anhvdride 270 C16H3003 000623-66-5 53
5 Octanoic acid, 2-formyl-4,6-dich... 316 C15H18CI1203 1000330-95-4 53
Abundance Scan 3423 (22.921 min): BP001619.D (-3418) (-) m/z 127.10 100.00%
57 127
5000
201 327
171 242 22.60 22.80 23.00 23.20
ok .“,J.-.L.J. k| 205 283 | 368307 420456 490520549 | BT e g5 g0y,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #231044: Glycerol tricaprylate
127
57
5000
22.60 22.80 23.00 23.20
327 m/z 43.05 27 .68%
0 98 | 158 AT 242 5e3 | gggnq7
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #97353: Octanethioic acid, S-hexyl ester
57 127
22.60 22.80 23.00 23.20
5000 m/z 41.05 21.41%
159
NEJIRN 244
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #119233: Hexanoic acid, 2-ethyl-, anhydride o BBERRE LS La e e
127 22.60 22.80 23.00 23.20
57 m/z 55.00 20.99%
5000 99
0 2\\9U 4Ll 170
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2260 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011520\
Data File : BP001619.D

Aca On : 15 Jan 2020 20:47

Operator :© JU

Sample : L1126-07

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 2-Bromo dodecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.99 14.96 ng 320119 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 92
3 Tetracosane. 3-ethvl- 366 C26H54 055282-17-2 91
4 Heptacosane 380 C27H56 000593-49-7 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3605 (23.992 min): BP001619.D (-3598) (-) m/z 57.05 100.00%

57
5000 85

23.60 23.80 24.00 24.20 24.40

(13141 183 221 267295328355 402431461490 542

0|”..“1.w#ﬂd|.nn|.”.|”.....w..” P o e, m/z 43.05 70.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane
57
5000 85
23 60 23. 80 24, OO 24 20 24. 40
- m/z 71.10 58.65%
13 169
O ||11401 248 R S S S B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194506: Octadecane, 5,14-dibutyl-
438 71
23.60 23.|80 24.|00 24.|20 24.I40
5000 m/z 85.10 39.47%

126
309
1‘ ! }55183211238266 | 36364

(O o o o B LA B e o e e e
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194504: Tetracosane, 3-ethyl-
43 23.60 23.80 24.00 24.20 24.40
m/z 55.10 26.97%
71
5000
337
o | J%9127155183211239267295 365
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550 23 60 23. 80 24. OO 24 20 24. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011520\
Data File : BP001619.D

Aca On : 15 Jan 2020 20:47

Operator :© JU

Sample : L1126-07

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

24._.75 8.01 ng 171308 Perylene-di12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 95
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
4 Docosane. 7-hexvl- 394 C28H58 055373-86-9 91
5 Tetracosane, 3-ethyl- 366 C26H54 055282-17-2 90

Abundance Scan 3734 (24.750 min): BP001619.D (-3728) (-) m/z 57.10 100.00%

g7
5000 85

113 24.40 24.60 24.80 25.00
141 183211 249 282
Obrrd b b L 15211 249 282 325356387417 461 503534 ns5 43,05  76.43Y%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane
5000 LA L L L L L L B

24.40 24.60 24.80 25.00
m/z 71.10 59.05%

1131411691972257253282

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217413: Heptacosane, 1-chloro-
57
24.40 24.60 24.80 25.00
5000 85 m/z 85.10 36.33%
29
o 1. (3141 183211039 273301 343371 414
L i o B e L R s e e o R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141433: Pentadecane, 8-hexyl- B B e B e
43 24.40 24.60 24.80 25.00
- m/z 54_.95 35.52%
5000
99 196
o 127155 | 225252280
L i o o A B I I T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24 40 24.60 24.80 25.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011520\
Data File : BP001619.D

Aca On : 15 Jan 2020 20:47

Operator :© JU

Sample : L1126-07

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 1-Naphthoic acid, 3-chlorop... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.72 14.88 ng 318337 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthoic acid. 3-chlorophenvl... 282 C17H11CI102 1000325-54-1 50
2 1-Naphthoic acid. 4-chlorophenvl... 282 C17H11CI102 1000307-82-4 50
3 Ethanone. 2-I5-(2-furvl)-1.3.4-0... 336 C18H12N203S 296243-46-4 50
4 2H-Pvran-2-carboxvlic acid. 5-et... 200 C10H1604 019776-82-0 50
5 1-Naphthoic acid, 2,4,6-trichlor... 350 C17H9CI302 1000325-54-3 46
Abundance Scan 3899 (25.721 min): BP001619.D (-3891) (-) m/z 155.10 100.00%
145
57
127
5000
355
M 201219 sy, | a0 e e e e
311 - - - -
ob—d .k “, I N 2RO kA2t 475809 849 1 hsr 57,05 77.12%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129176: 1-Naphthoic acid, 3-chloropheny! ester
155
5000 NAABRA AR AUV
127 25.40 25.60 25.80 26.00
m/z 43.05 56.43%
ol 51 7 189 282
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129175: 1-Naphthoic acid, 4-chloropheny! ester
155
25.40 25.60 25.80 26.00
5000 m/z 127.10 54.62%
127
0 77 282
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173766: Ethanone, 2-[5-(2-furyl)-1,3,4-oxadiazol-2-yl]thi... R o
155 25.40 25.60 25.80 26.00
m/z 55.10 32.55%
0 39 67‘%5 184215 248 294 336
miz--> 55 100 1éo 200 250 300 3%0 400 450 500 550 2540 25.60 25.80 26.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP011520\
Data File : BP001619.D

Acq On : 15 Jan 2020 20:47

Operator : JU

Sample : L1126-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.95 74.7 ng 853831 1 7.63 228505 20.0
unknown7 .17 7.17 60.0 ng 685813 1 7.63 228505 20.0
n-Hexadecanoic acid 17.97 3.7 ng 82765 4 17.04 450575 20.0
Cyclotetradecane 20.90 7.3 ng 185853 5 21.14 512190 20.0
Octadecane, 5,14-... 21.33 5.9 ng 150919 5 21.14 512190 20.0
Octacosane 21.77 9.3 ng 237157 5 21.14 512190 20.0
Heptacosane 22 .24 12.7 ng 324160 5 21.14 512190 20.0
Hentriacontane 22.75 16.4 ng 350166 6 23.37 427941 20.0
Glycerol tricapry... 22.92 12.2 ng 261397 6 23.37 427941 20.0
2-Bromo dodecane 23.99 15.0 ng 320119 6 23.37 427941 20.0
Eicosane 24.75 8.0 ng 171308 6 23.37 427941 20.0
1-Naphthoic acid, ... 25.72 14.9 ng 318337 6 23.37 427941 20.0
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