LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122019\
Data File : BP001351.D

Aca On : 20 Dec 2019 19:15

Operator :© JU

Sample - K6348-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP121919.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.340 40 43 58 rvB 17879 30489 1.38% 0.222%
2 4.058 324 335 341 rBV2 13111 27954 1.26% 0.203%
3 6.199 694 699 708 rBV 391603 502114 22.71% 3.655%
4 7.740 957 961 972 rVB 290826 358318 16.20% 2.608%
5 7.934 989 994 1005 rVB 830788 972860 43.99% 7.081%
6 8.299 1051 1056 1064 rVB 290063 327230 14.80% 2.382%
7 8.540 1091 1097 1102 rBVY 1167560 1351422 61.11% 9.836%
8 9.181 1199 1206 1210 rBV 928242 1130631 51.13% 8.229%
9 10.334 1396 1402 1410 rBV 332063 371805 16.81% 2.706%
10 12.116 1699 1705 1709 rBVY 1671587 1986541 89.83% 14.459%
11 12.781 1814 1818 1827 rVB 53964 66822 3.02% 0.486%

12 13.198 1884 1889 1896 rBV 361159 429241 19.41% 3.124%
13 14.492 2103 2109 2119 rBV 811450 1003807 45.39% 7.306%
14 15.404 2259 2264 2270 rBV3 27539 58247 2.63% 0.424%
15 15.598 2292 2297 2301 rVB 398140 442511 20.01% 3.221%

16 16.492 2445 2449 2464 rBV 213092 288986 13.07% 2.103%
17 17.580 2630 2634 2645 rBV 119098 158948 7.19% 1.157%
18 17.886 2680 2686 2690 rBV 2050835 2211370 100.00% 16.095%
19 18.257 2746 2749 2754 rVB 55080 59349 2.68% 0.432%
20 18.704 2822 2825 2829 rVB 63595 68557 3.10% 0.499%

21 19.122 2891 2896 2904 rBV2 193262 302674 13.69% 2.203%
22 19.245 2912 2917 2922 rVB 394772 422679 19.11% 3.076%
23 19.533 2963 2966 2973 rVB 63740 73134 3.31% 0.532%
24 19.927 3029 3033 3039 rBvV 86811 104650 4.73% 0.762%
25 20.304 3093 3097 3102 rVB 107751 118476 5.36% 0.862%

26 20.698 3159 3164 3169 rBvV 104644 132266 5.98% 0.963%
27 21.016 3213 3218 3224 rVB 305639 399877 18.08% 2.910%
28 21.133 3233 3238 3245 rVB 86877 129372 5.85% 0.942%

29 21.633 3318 3323 3328 rBV 60423 97669 4._.42% 0.711%

30 21.692 3328 3333 3340 rBV4 24050 53186 2.41% 0.387%

31 22.204 3414 3420 3425 rBV2 29591 58049 2.63% 0.423%
Sum of corrected areas: 13739234

8270-BP121919.M Mon Dec 23 17:22:22 2019 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP122019\
Data File : BP001351.D

Aca On : 20 Dec 2019 19:15

Operator : JU

Sample : K6348-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP001351.D
2000000

1500000
8.54

1000000 9.18
7.93

500000 6.20
7.74| 830

2.34 4.06

0 e ELAL o o oo s s e e L e e s s e e e

T T T T T T T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00
Abundance TIC: BP001351.D
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1500000

1000000
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Abundance TIC: BP001351.D

2000000 1789
1500000
1000000
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21.02
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i 1826 18.70 1953 19.93 20.30 20.70 [p1.13
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Time-->  17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001351.D

Aca On : 20 Dec 2019 19:15

Operator :© JU

Sample - K6348-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown7.93 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.93 59.46 ng 972860 1,4-Dichlorobenzene-d4 8.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 10
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 Tranvlcvypromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 9
Abundance Scan 993 (7.928 min): BP001351.D (-989) (-) m/z 131.95 100.00%
132
68
5000
40 96 A RS S SR

7.60 7.80 8.00 8.20
o 159 205 254281309337 377 411 444474503531 m/z 68.00 56 . 04%

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

Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56 132
5000 LA L L L L L L L BB |
7.60 7.80 8.00 8.20
m/z 66.00 43 .15%
27
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
N
69  EEAS S e
104 7.60 7.80 8.00 8.20
5000 m/z 134.00 32.48%
31
O,HJHLs.W..”,.”.,”....” !
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14770: Cyclopropanamine, 1-phenyl- e
132 7.60 7.80 8.00 8.20
m/z 69.05 28.12%
104
5000
i
39
o Y e =L S ———
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001351.D

Aca On : 20 Dec 2019 19:15

Operator :© JU

Sample - K6348-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknownl15.40 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.40 2.63 ng 58247 Phenanthrene-d10 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.3.6-Tetrahvdropvridine. 4-T4... 175 C11H13NO 090684-15-4 35
2 Phthalimide. N-(2-hvdroxv-3-butvl)- 219 C12H13NO3 105105-02-0 25
3 [2-(5-Methoxv-2-methvl-1H-indol-... 378 C20H21F3N202 1000300-99-7 16
4 1H-1.2.4-Triazole. 3-I3-methoxvp... 175 C9H9N30 1000211-44-1 14
5 2(1H)-Quinolinone, 4-hydroxy-1-m... 175 C10H9NO2 001677-46-9 14
Abundance Scan 2263 (15.398 min): BP001351.D (-2259) (-) m/z 105.00 100.00%
105
174
5000 8
ot 16 | 202 15.00 15.20 15.40 15.60 15.80
0 falh-p .|, by .Js,' 4231 276 313341 S85 423456487 54l | /7 174.05  59.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #41932: 1,2,3,6-Tetrahydropyridine, 4-[4-hydroxyphenyl]-
175
5000 146
15.00 15.20 15.40 15.60 15.80
82
" 115 m/z 77.95 48.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #76409: Phthalimide, N-(2-hydroxy-3-butyl)-
175
15.00 15.20 15.40 15.60 15.80
5000 m/z 175.10 46.83%
130
76
0 ‘4L21 ] 193 \204
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #201419: [2-(5-Methoxy-2-methyl-1H-indol-3-yl)-ethyl]-(4-t... N B e B
175 15.00 15.20 15.40 15.60 15.80
m/z 106.00 28.37%
5000
45 135
O O s~ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001351.D

Aca On : 20 Dec 2019 19:15

Operator :© JU

Sample - K6348-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.49 13.06 ng 288986 Phenanthrene-d10 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2449 (16.492 min): BP001351.D (-2445) (-) m/z 43.10 100.00%

5000

213 S s

256 16.20 16.40 16.60 16.80
o 300330363 415 464492 538 m/z 73.00 99_96%

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

Abundance #107549: n-Hexadecanoic acid
6
5000 LI L L L L B L L B
16.20 16.40 16.60 16.80
0
15715213 256 m/z 41.05 93.92%
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84452: Tetradecanoic acid
73
43 R R RRREREREE
16.20 16.40 16.60 16.80
5000 129 m/z 59.95 91.05%
185
228
15 1 | 157
e b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid I EANEEE S s
43 |73 16.20 16.40 16.60 16.80
m/z 55.05 83.69%
5000 129
199
7 242
e Sttt e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001351.D

Aca On : 20 Dec 2019 19:15

Operator :© JU

Sample - K6348-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.58 7.52 ng 158948 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 87

Abundance Scan 2634 (17.580 min): BP001351.D (-2630) (-) m/z 43.05 100.00%

5000

D

[3)
~
w

241 R N I e o
o 4312340 382 429460488517 549 17:20 17.40 17.60 17.80

m/z 73.00 82.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131258: Octadecanoic acid
43 73

-

5000
17.20 17.40 17.60 17.80

m/z 55.00 76.02%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
6l

:

17.20 17.40 17.60 17.80
m/z 59.95  74.75%

5000
157185213 256
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid
43 73 17.20 17.40 17.60 17.80
m/z 41.05 71.47%
5000 129
199 242
1 57
o} R e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001351.D

Aca On : 20 Dec 2019 19:15

Operator :© JU

Sample - K6348-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Tridecane, 6-propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.26 2.81 ng 59349 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 6-propvl- 226 C16H34 055045-10-8 90
2 Docosane 310 C22H46 000629-97-0 90
3 Dodecane. 1-iodo- 296 C12H251 004292-19-7 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 2750 (18.263 min): BP001351.D (-2746) (-) m/z 57.05 100.00%
g7
5000 85
113141169 213 18.00 18.20 18.40 18.60
Ot bl ol Ly 17 220 294324 358387 431 464493520847 | 177770 95 63.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83030: Tridecane, 6-propyl-
43
71
5000 L SN BN BN SR
18.00 18.20 18.40 18.60
m/z 43.05 61.71%
99126154183
s LRSS LA sy 2%@ I S LA LA B LI I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153222: Docosane
57
18,00 18.20 18.40 18.60
5000 85 m/z 85.05 45.01%
. 2° f}3141169197225253281310
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140551: Dodecane, 1-iodo- PP T T
57 18.00 18.20 18.40 18.60
m/z 41.05 35.38%
5000 g5
29
169 296
0 \‘ \1}3141 [ 197225
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001351.D

Aca On : 20 Dec 2019 19:15

Operator :© JU

Sample - K6348-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Docosane, 11-butyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

18.70 3.24 ng 68557 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 98
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Hexadecane 226 C16H34 000544-76-3 91
4 Heneicosane. 1l-decvl- 437 C31H64 055320-06-4 91
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 2824 (18.698 min): BP001351.D (-2822) (-) m/z 57.00 100.00%

5000 85

i3

13141, pq197 18.40 18.60 18.80 19.00
Ol ok ..“,14. 08226203 298 345 383410 464492 545 | "n/z 43.05 68.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
57
5000 85 LIS L L L L L L L L LB

18.40 18.60 18.80 19.00
m/z 71.05 54.37%

13
f} 141169 210239267 309333366

Ottt e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane
57
P T T TR T
18.40 18.60 18.80 19.00
5000 85 m/z 85.05 38.86%
29 13 169
0 141 | 248
L o o e o AL N I e e e o s R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83023: Hexadecane B S RAREaEEE e et
18.40 18.60 18.80 19.00
m/z 41.05 32.62%
5000

i

13141169197226
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 1840 1860 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001351.D

Aca On : 20 Dec 2019 19:15

Operator :© JU

Sample - K6348-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Octacosyl acetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.12 14.32 ng 302674 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl acetate 452 C30H6002 018206-97-8 95
2 Cvclotetracosane 336 C24H48 000297-03-0 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
Abundance Scan 2896 (19.122 min): BP001351.D (-2891) (-) m/z 57.05 100.00%
g7
97 { ﬂ
5000
P25153183 238 280311341369399 432462 515545 1é§o'i§56 1555'1&46"'
O A AR 4L F27183 238 280311341369309 432462 515545 | "m/z 43.05  90.48%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227661: Octacosyl acetate
a3 97
5000 SR PR UL UL B
18:80 19.00 19.20 19.40
m/z 55.05 89.05%
ol 15, 53181209 250278306334364392 437
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174179: Cyclotetracosane
43
83
18.80 19.00 19.20 19.40
5000 m/z 83.10 63.41%
11
o J‘ [ l (139167196224 265 308336
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227400: Heptadecy! heptafluorobutyrate R T R R
57 18.80 19.00 19.20 19.40
m/z 69.05 58.51%
97
5000
29 25
o ] Pl 109 210238 g3 434
mz-> 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\BP122019\
Data File : BP001351.D

Aca On : 20 Dec 2019 19:15

Operator :© JU

Sample - K6348-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Tetradecane, 2,6,10-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.53 3.46 ng 73134 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Heneicosane 296 C21H44 000629-94-7 83
4 Docosane. 5-butvl- 366 C26H54 055282-16-1 80
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 2965 (19.527 min): BP001351.D (-2963) (-) m/z 57.00 100.00%
57
5000 85
13 159 911 19.20 19.40 19.60 19.80
Ok “,11 248 202 836 370 410438466 504535 | 77 43.10  76.91%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57
5000 85 R R R BN R
mmwmmmmm
m/z 71.05 51.21%
113 155, .. -
ot
m/z--> 6 55 160 1%0 200 250 300 3éo 400 4éo 560 séo
Abundance #175558: Tetracosane
57
85 19.20 19.40 19.60 19.80
5000 m/z 85.10 40.82%

13
}f%169197225253281309338

(O o L A I B e S o o SR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
19.20 19.40 19.60 19.80
m/z 55.00 35.91%
5000

141169197225253 296
- TT TT 1T L TTTrT L I
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 1920 1940 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001351.D

Aca On : 20 Dec 2019 19:15

Operator :© JU

Sample - K6348-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Heptadecane, 9-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.93 4.95 ng 104650 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
2 Eicosane. 3-methvl- 296 C21H44 006418-46-8 94
3 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3033 (19.927 min): BP001351.D (-3029) (-) m/z 57.05 100.00%
57
5000 85
113141 169 19.60 19.80 20.00 20.20
ol A d b LTI 7109196225253 289 328355 403431457489 837 | 7 43 05  68.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 VNN UGS
19.60 19.80 20.00 20.20
m/z 71.05 59.74%
o J1}%1§1}§9197 2?9267294323352
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141428: Eicosane, 3-methyl-
57
19.60 19.80 20.00 20.20
5000 m/z 85.05 43.16%
85
ol Jul}3141169197 2392?7294
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
57 19.60 19.80 20.00 20.20
m/z 55.00 28.24%
5000 85
o4 f}%1ﬂ1469 210239267 309336 366
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19,60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001351.D

Aca On : 20 Dec 2019 19:15

Operator :© JU

Sample - K6348-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.30 5.93 ng 118476 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Hexatriacontane 507 C36H74 000630-06-8 95
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3096 (20.298 min): BP001351.D (-3093) (-) m/z 57.05 100.00%
57
5000 85
13 20.00 20.20 20.40 20.60
141
Oh A b J[,l L4109, 207 239267205305 355382 416 448476 _ 521549 | /5743710 74.66%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175557: Tetracosane
5000 UL B DU

20 00 20. 20 20 40 20. 60
m/z 71.05 60.66%

13141169197225253281 309338

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #235973: Hexatriacontane
20.00 20.20 20.40 20.60
5000 m/z 85.10 44.70%

13141169197225253281309337 379 421449477506

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
20.00 20.20 20.40 20.60
m/z 41.05 28.37%
5000

| 13141169197225253281309337365394
mz—-> 0 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\BP122019\
Data File : BP001351.D

Aca On : 20 Dec 2019 19:15

Operator :© JU

Sample - K6348-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Octadecane, 5,14-dibutyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.70 6.62 ng 132266 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 93
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3164 (20.698 min): BP001351.D (-3159) (-) m/z 57.05 100.00%
57
5000
19 141175211 253 308343374 424455486 538 2040 20.60 20.80 21.00
oA A e R m/z 43.05 60.90%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194506: Octadecane, 5,14-dibutyl-
43
85
5000 NSNSV
20 40 20. 60 20 80 21. oo
126 m/z 71.05 53.72%
0 169 211 266 3?9 364
m/z--> 6 55 160 150 200 250 300 350 460 4éo 560 séo 660
Abundance #241528: Tetratetracontane
57
20.40 20.60 20.80 21.00
5000 m/z 85.10 40.27%

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

Oy P e e e e e e e e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57 20.40 20.60 20.80 21.00
m/z 55.05 25.37%
5000

99
26 ] |, 141 183 225 281 337 394

e M —— SR

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 20 40 20. 60 20 80 21. OO

8270-BP121919.M Mon Dec 23 17:22:29 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001351.D

Aca On : 20 Dec 2019 19:15

Operator :© JU

Sample - K6348-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 5-Fluoro-3-trifluoromethylb... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.69 2.66 ng 53186 Perylene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-3-trifluoromethvlbenzoi... 474 C27H42F402 1000338-91-1 89
2 Z-12-Pentacosene 350 C25H50 1000131-09-4 87
3 1-Octadecanol 270 C18H380 000112-92-5 76
4 Behenic alcohol 326 C22H460 000661-19-8 76
5 n-Tetracosanol-1 354 C24H500 000506-51-4 76
Abundance Scan 3333 (21.692 min): BP001351.D (-3328) (-) m/z 55.00 100.00%
56
97
5000
125
J 19 237 283 21,40 21.60 21.80 22.00
155 : : : :
Okt bbb s 05 W 827 369398430 476809537 | 757 4310 88.11%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #231705: 5-Fluoro-3-trifluoromethylbenzoic acid, nonadecy!...
83 191
5
5000 111 LA L L L L LB
163 2140 21.60 21.80 22.00
m/z 96.95 77 .70%
ol 2 g 236200 474
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #184195:; Z-12-Pentacosene
43
S 21,40 21.60 21.80 22.00
5000 m/z 57.10 70.95%
125 350
. | }53181208236264293322
mz-> 0 50 160 150 200 250 300 350 400 450 500 550
Abundance #119523: 1-Octadecanol T R T R T T
55 o3 21.40 21.60 21.80 22.00
m/z 83.00 59.96%
5000
0 ZF J 1139168106224252
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 2140 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP122019\
Data File : BP001351.D

Aca On : 20 Dec 2019 19:15

Operator :© JU

Sample - K6348-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP121919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Heneicosane, 11-pentyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.20 2.90 ng 58049 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. ll-pentvl- 366 C26H54 014739-72-1 93
2 Docosane. 1ll-butvl- 366 C26H54 013475-76-8 90
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 3419 (22.198 min): BP001351.D (-3414) (-) m/z 57.00 100.00%
- T LNL
4L e a1 st sar drosce cop cag || 2100 2200 2220 22,40 22160
Okt bbb b Lol F2A0L 20T S13301 387 420459 502536 | "m/z 71.10  63.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194505: Heneicosane, 11-pentyl-
43
71
5000 UM AR B I
2180 22.00 22.20 22.40 22.60
224 m/z 43.05 60.01%
99 127155 l 295
PP v S Y 72—
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
57
21.80 22.00 22.20 22.40 22.60
5000 85 m/z 85.05 45_.80%
o4 f}3}41169 210239267 399336366
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl- T T R T T P
57 21.80 22.00 22.20 22.40 22.60
m/z 41.05 20.58%
h 1 M"W/\VMMMW
ol il 113 1?ﬁ183211239 281
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.80 22.00 22.20 22.40 22.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP122019\
Data File : BP001351.D

Acq On : 20 Dec 2019 19:15

Operator : JU

Sample - K6348-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP121919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .93 7.93 59.5 ng 972860 1 8.30 327230 20.0
unknown15.40 15.40 2.6 ng 58247 4 15.60 442511 20.0
n-Hexadecanoic acid 16.49 13.1 ng 288986 4 15.60 442511 20.0
Octadecanoic acid 17.58 7.5 ng 158948 5 19.25 422679 20.0
Tridecane, 6-propyl- 18.26 2.8 ng 59349 5 19.25 422679 20.0
Docosane, 11-butyl- 18.70 3.2 ng 68557 5 19.25 422679 20.0
Octacosyl acetate 19.12 14.3 ng 302674 5 19.25 422679 20.0
Tetradecane, 2,6,... 19.53 3.5 ng 73134 5 19.25 422679 20.0
Heptadecane, 9-oc... 19.93 5.0 ng 104650 5 19.25 422679 20.0
Tetracosane 20.30 5.9 ng 118476 6 21.02 399877 20.0
Octadecane, 5,14-_... 20.70 6.6 ng 132266 6 21.02 399877 20.0
5-Fluoro-3-triflu... 21.69 2.7 ng 53186 6 21.02 399877 20.0
Heneicosane, 11-p... 22.20 2.9 ng 58049 6 21.02 399877 20.0
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