LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF053119\

Data File : BF114702.D

Aca On : 31 May 2019 12:32 Instrument :

Operator : HP/JU ?:'l\:gﬁ't:Sam ol

3§mple : K2971-15 SUPQNCA%SZMQ
isc :

ALS Vial : 11 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 F\METHODS\8270-BF052919 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.304 542 547 550 rBVY 6125337 6475939 19.41% 2.740%
2 6.333 716 722 725 rBVY 6318480 6665762 19.97% 2.820%
3 6.463 739 744 748 rBVY 6702017 6991010 20.95% 2.958%
4 6.692 780 783 787 rBVY 2056767 1855602 5.56% 0.785%
5 6.851 806 810 814 rBVY 6076969 5602403 16.79% 2.370%
6 7.257 873 879 882 rBVY 4466331 4432929 13.28% 1.875%
7 7.975 997 1001 1004 rBVY 2948502 2362047 7.08% 0.999%
8 9.051 1179 1184 1187 rBV 8194079 7761341 23.26% 3.284%
9 9.439 1246 1250 1254 rBV 1041397 874129 2.62% 0.370%
10 9.722 1293 1298 1302 rBvV 3222748 2738468 8.21% 1.159%

11 10.504 1426 1431 1434 rBV 5181607 4722022 14.15% 1.998%
12 11.198 1545 1549 1551 rVB 3049883 2814839 8.43% 1.191%
13 11.757 1636 1644 1657 rVB 7577124 15812200 47.38% 6.690%
14 12.004 1683 1686 1693 rVB3 267915 364863 1.09% 0.154%
15 12.398 1748 1753 1754 rBV 416745 439416 1.32% 0.186%

16 12.433 1754 1759 1760 rVvVv2 895054 1327611 3.98% 0.562%
17 12.539 1760 1777 1788 rVB2 10136292 33371356 100.00% 14.118%
18 12.780 1813 1818 1822 rBV 7912597 8298099 24.87% 3.511%
19 13.215 1878 1892 1898 rBV3 530753 1989521 5.96% 0.842%
20 13.539 1931 1947 1958 rBV 8697781 24916754 74.67% 10.541%

21 13.686 1969 1972 1983 rVB 1429569 1724265 5.17% 0.729%
22 13.815 1990 1994 1997 rBV 3155236 2948882 8.84% 1.248%
23 13.945 2006 2016 2022 rBV 657510 1347985 4.04% 0.570%
24 14.009 2022 2027 2036 rVB 1640182 2168284 6.50% 0.917%
25 14.209 2048 2061 2070 rBV 8847759 21751530 65.18% 9.202%

26 14.315 2074 2079 2089 rVB 3223938 3624676 10.86% 1.533%
27 14.557 2113 2120 2125 rVV3 1204179 2949395 8.84% 1.248%
28 14.609 2125 2129 2133 rVB 4268847 5219783 15.64% 2.208%
29 14.756 2144 2154 2160 rBV 7862235 14588287 43.71% 6.172%
30 14.921 2176 2182 2191 rBV 4293198 5632049 16.88% 2.383%

31 15.086 2207 2210 2216 rVB 316772 469535 1.41% 0.199%
32 15.145 2216 2220 2226 rVVv4 201202 522268 1.57% 0.221%
33 15.209 2226 2231 2234 rVV 2313503 2681022 8.03% 1.134%
34 15.274 2234 2242 2245 rVV 3960016 5720165 17.14% 2.420%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF053119\

Data File : BF114702.D

Aca On : 31 May 2019 12:32

Operator : HP/JU

3?22'6 i K2971-15 SUP-2A-C-4-052019
ALS Vial : 11 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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.327 2245 2251 2268 rVB 3577195 6817368 20.43% 2.884%
36 15.668 2301 2309 2314 rBV 2922592 5367896 16.09% 2.271%
37 16.003 2359 2366 2375 rVB 1030329 2341498 7.02% 0.991%
38 16.133 2381 2388 2400 rVB 1145026 2085125 6.25% 0.882%
39 16.603 2460 2468 2474 rBV 848182 1915494 5.74% 0.810%
40 16.674 2475 2480 2482 rBV2 242353 455792 1.37% 0.193%

41 17.974 2689 2701 2723 rBV2 1778849 6223242 18.65% 2.633%

Sum of corrected areas: 236370852
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF053119\

BF114702.D

31 May 2019 12:32

HP/JU

K2971-15 SUP-2A-C-4-052019
11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BF114702.D

46

6.3§'

5.30 6.85

6.69

7.26

0
Time-->

5.00

Abundance

1e+07

8000000

6000000

4000000

2000000

7.97

TIC: BF114702.D

9.05 11.76

10.50

9.72 11.20

12/43
1240

12.78

13.22

A

0
Time-->

12.00

12.50

11.50

10.00 10.50 11.00

I
13.00

Abundance

1e+07

8000000

6000000

4000000

2000000

13.54

TIC: BF114702.D

14.21
14.76

14.61

13.82 14.32

13.

0
Time-->

™1
13.50

I
14.00 14.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF053119\

Data File : BF114702.D

Aca On : 31 May 2019 12:32

Operator : HP/JU

3?22 le K2971-15 SUP-2A-C-4-052019
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 unknown6.46 Concentration Rank 6

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

6.46 75.35 ng 6991010 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 744 (6.463 min): BF114702.D (-739) (-) m/z 132.00 100.00%
132
5000 68
40 % J " 620 6.40 6.60 6.80
54 : : : :
g8 lwewr o "n/z 68.00 38.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

A
LA L L L L LB

6.20 6.40 6.60 6.80
m/z 134.00 34 .53%

5000

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
B
6.20 6.40 6.60 6.80
5000 m/z 66.00 26.06%
104
66
14 27 30 50 07T g | us ‘
e e A e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl Ea o R ama R
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 16.34%
116
5000 98
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF053119\

Data File : BF114702.D

Aca On : 31 May 2019 12:32

Operator : HP/JU

3?22 le K2971-15 SUP-2A-C-4-052019
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.76 112.35 ng 15812200 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 94
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87
Abundance Scan 1645 (11.763 min): BF114702.D (-1636) (-) m/z 73.00 100.00%
43 &
5000
213
157 185

256 11.40 11.60 11.80 12.00
m/z 60.00 80.15%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid

5000

11.40 11. 60 11. 80 12. OO
256 m/z 43.00 78.53%

157 1g5 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84453: Tetradecanoic acid
73
_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—l_l'

43 11.40 11.60 11.80 12.00
5000 m/z 57.10 63.49%
129
185 228
2
Tl | e | o |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72647: Tridecanoic acid =TT e
3 11.40 11.60 11.80 12.00
43 m/z 41.00 61.51%
5000 129
171
ZT \ 214
0 U 2 N B Y ) ST
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11. 40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF053119\

Data File : BF114702.D

Aca On : 31 May 2019 12:32

Operator : HP/JU

3?22 le K2971-15 SUP-2A-C-4-052019
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Octadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.54 226.33 ng 33371400 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 66
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 64
3 Hexacosane 366 C26H54 000630-01-3 60
4 2-methvltetracosane 352 C25H52 1000376-72-6 58
5 Octadecanoic acid 284 C18H3602 000057-11-4 50
Abundance Scan 1777 (12.539 min): BF114702.D (-1760) (-) m/z 57.10 100.00%
g7
5000 4///\\\__
129 185 241 550 19140 1960 1280
213 284 05 ae1 379 408 nmnmnmnm

(o} m/z 43.10 80.21%

m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57

5000 L LA L
85 1220 1240 1260 12.80

m/z 71.10 70.76%

29
T LM, 141169 197 225 254
gLy T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #100330: 2-Bromo dodecane
57

12.20 12.40 12.60 12.80

5000 85 m/z 85.10 53.06%
29 113 169
R 1 e A 7
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane T T
57 12 20 12. 40 12 60 12. 80

m/z 73.00 44 _44%

5000 85
29
‘ | ”1ﬁ3\141‘169 197 225 253 205 323 367

L e o e e IO B o e e B B o B R A REREE R

m/z--> 50 100 150 200 250 300 350 400 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF053119\

Data File : BF114702.D

Aca On : 31 May 2019 12:32

Operator : HP/JU

3?22 le K2971-15 SUP-2A-C-4-052019
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Cyclododecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.22 13.49 ng 1989520 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclododecane 168 C12H24 000294-62-2 95
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 50
3 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 50
4 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 50
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 50

Abundance Scan 1893 (13.221 min): BF114702.D (-1878) (-) m/z 57.05 100.00%

57 257

5000

13.00 13.20 13.40 13.60
m/z 257.20  91.10%

m/z--> 50 100 150 200 250 300 350 400
Abundance #36738: Cyclododecane
56
83
5000 LN LL L  ILL L B LBL
29 13. OO 13 20 13. 40 13. 60
111 m/z 43.00 87 .29%

LS

=
— B
4 O
B
—
©

m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57
83 TS
13.00 13.20 13.40 13.60
5000 111 m/z 71.00 70.87%
29 139 82 210
i \.‘.l..,..l.x.,....ZS?... S R
m/z--> 50 100 150 200 250 300 350 400
Abundance #190678: 2- Chloropropionic acid, octadecy! ester R AR RO e
57 83 13.00 13.20 13.40 13.60
m/z 55.00 62.14%
5000 11
29
139 250
DL P aonses 2020 aor a0 b i
m/z--> 50 100 150 200 250 300 350 400 13. 00 13 20 13. 40 13. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF053119\

Data File : BF114702.D

Aca On : 31 May 2019 12:32

Operator : HP/JU

3?22 le K2971-15 SUP-2A-C-4-052019
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Tetracosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.54 168.99 ng 24916800 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Heneicosane 296 C21H44 000629-94-7 97
3 Octacosane 394 C28H58 000630-02-4 94
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 1947 (13.539 min): BF114702.D (-1931) (-) m/z 57.05 100.00%

7

85

5000

%

13.20 13.40 13.60 13.80

141 169 197 225
o 253 281 309 337 365 393 422 m/z 71.10 77 _68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57
5000
13.20 13.40 13.60 13.80
m/z 43.05 61.42%
‘ J | 1141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
_l—l_l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

85 13.20 13.40 13.60 13.80

5000 m/z 85.10 59.16%
29 113
| L ‘ J |, 141 169 197 225 253 296
T e T e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57 13.20 13.40 13.60 13.80
m/z 55.05 23.33%
B I \/\__AM
29
| L (113 141 169 197 225 253 281 309 337 365 394
T T T T e P e e T e I e S
m/z--> 50 100 150 200 250 300 350 400 1320 1340 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF053119\

Data File : BF114702.D

Aca On : 31 May 2019 12:32

Operator : HP/JU

3?22 le K2971-15 SUP-2A-C-4-052019
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 18
R.T. EstConc Area Relative to ISTD R.T.
14 .01 14.71 ng 2168280 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 11-butvl- 366 C26H54 013475-76-8 95
2 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 91
Abundance Scan 2027 (14.009 min): BF114702.D (-2022) (-) m/z 57.10 100.00%
57 ﬂ
85
5000
141 13.60 13.80 14.00 14.20 14.40
— 1| -' AT 109 197 225 253 | 295 324 366 407 | “nsz 71.10  75.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl-
g7
5000 85
13.60 13.80 14.00 14.20 14.40
m/z 43.10 61.02%
AT M e 210 230 267 309 436 356
m/z--> 50 100 150 200 250 300 350 400
Abundance #194506: Octadecane, 5,14-dibutyl-
43 71

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
13.60 13.80 14.00 14.20 14.40
5000 m/z 85.10 54 _96%

126 ﬂ
99 309
il |, 155 183 211 239 266 | 335 364
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57 13.60 13.80 14.00 14.20 14.40
m/z 41.00 23.04%
85
5000

29 113

[0 LM 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400 13. 60 13.80 14.00 14.20 14. 40

8270-BF052919.M Mon Jun 03 04:44:41 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF053119\

Data File : BF114702.D

Aca On : 31 May 2019 12:32

Operator : HP/JU

3?22 le K2971-15 SUP-2A-C-4-052019
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.21 147.52 ng 21751500 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 94
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2061 (14.209 min): BF114702.D (-2048) (-) m/z 57.10 100.00%
5000
141 13.80 14.00 14.20 14.40 14.60
o 183 225 267 309 351 393 436 n/z 71.10 77 _88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
5
5000
13.80 14.00 14.20 14.40 14.60
99 m/z 43.05 60.85%
26 ]1 141 183 225 296
miz--> 0 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #185535: Heptadecane, 9-octyl-
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
13.80 14.00 14.20 14.40 14.60
5000 m/z 85.10 59.91%
9 239
D 00 Wit <
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 13.80 14.00 14.20 14.40 14.60
m/z 55.00 23.53%
5000
97
26 ] | 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> c') 5'0 1(')0 1&'30 200 250 300 350 400 4&'30 5(')0 séo 6(I)O 13. 80 14. 00 14 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF053119\

Data File : BF114702.D

Aca On : 31 May 2019 12:32

Operator : HP/JU

3?22 le K2971-15 SUP-2A-C-4-052019
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Pentadecane, 8-hexyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.32 24 .58 ng 3624680 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
4 Eicosane., 3-methvl- 296 C21H44 006418-46-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2080 (14.321 min): BF114702.D (-2074) (-) m/z 57.10 100.00%
57
85
5000
113
141 169 14.00 14.20 14.40 14.60
o311 .U' Lo~ 20 197220239 267 295 323 351 380 | sy 71.10  77.48%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
14.00 14.20 14.40 14.60
m/z 43.05 62.12%
29 113
LA LA J A1§1‘169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43
71 14.00 14.20 14.40 14.60
5000 m/z 85.05 59.01%
l 196
AT s s
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57 14.00 14.20 14.40 14.60
m/z 55.00 23.84%
5000 85
3 I I Jlﬁ3;331? 183 211 239 281
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF053119\

Data File : BF114702.D

Aca On : 31 May 2019 12:32

Operator : HP/JU

3?22 le K2971-15 SUP-2A-C-4-052019
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Oxalic acid, isobutyl octad... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14 .56 22.00 ng 2949400 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 76
2 l1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 74
3 Dodecvl isobutvl carbonate 286 C17H3403 959067-22-2 72
4 Hexadecanoic acid. tetradecvl ester 452 C30H6002 004536-26-9 70
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 68
Abundance Scan 2121 (14.562 min): BF114702.D (-2113) (-) m/z 57.05 100.00%
57
83 285
5000

14.20 14.40 14.60 14.80
m/z 43.00 79.47%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #211266: Oxalic acid, isobutyl octadecy! ester
57
5000

14.20 14.40 14.60 14.80

2] | ,83 m/z 285.25 58.65%
i u 11 139 169 224 252 297

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107668: 1-Hexadecanol, 2-methyl-
57
e R
14.20 14.40 14.60 14.80
5000 83 m/z 55.00 53.13%
29
111
[ l A 139 168 210 238
el it
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #132956: Dodecyl isobutyl carbonate R e e
57 14.20 14.40 14.60 14.80
m/z 83.05 52.83%
5000
83
29ﬂ 111
m/z--> 50 100 150 200 250 300 350 400 450 14.20 14.40 14.60 14.80

8270-BF052919.M Mon Jun 03 04:44:42 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF053119\

Data File : BF114702.D

Aca On : 31 May 2019 12:32

Operator : HP/JU

3?22 le K2971-15 SUP-2A-C-4-052019
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.61 38.94 ng 5219780 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2129 (14.609 min): BF114702.D (-2125) (-) m/z 57.05 100.00%

5000

14.20 14.40 14.60 14.80 15.00
m/z 71.10 76.94%

o 141 169 197 225 253 295 323 351 394 421

m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane

5000
14.20 14.40 14.60 14.80 15.00

m/z 43.05 63 .44%

113 141 169 197 225 268

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
_rl_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_
85 14.20 14.40 14.60 14.80 15.00
5000 m/z 85.10 57 .04%
29 113
UL T4 160 197 225 253 296
e I L e e e ML BNLA o o o o o e o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57 14.20 14.40 14.60 14.80 15.00
m/z 55.00 22.78%
5000 85
113
29 h |77 241 169 197 225 267 295 365 393
L B TR B e e e LN o B B B B e e o R e AR R
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80 15.00

8270-BF052919.M Mon Jun 03 04:44:43 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF053119\

Data File : BF114702.D

Aca On : 31 May 2019 12:32

Operator : HP/JU

3?22 le K2971-15 SUP-2A-C-4-052019
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.76 108.83 ng 14588300 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2155 (14.762 min): BF114702.D (-2144) (-) m/z 57.05 100.00%
57
85
5000
I ] ﬂli3 141 169 197 225 253 281 309 337 365 393 421 450 1440 14.50 14.80 12.00
ol A i b L R 2D 220 200 J09 397 o0 398 Aot 0 m/z 71.10 79.72%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175560: Tetracosane
57
85
5000
14.40 14.60 14.80 15.00
141 m/z 85.10 61.91%
| 4y [ 200 10 v g 59
m/z--> 55 160 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
57
85 14.40 14.60 14.80 15.00
5000 m/z 43.05 57.47%
29 113
U1 L 7724 160 197 225 253 206
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215181: 2-methyloctacosane
57 14.40 14.60 14.80 15.00
m/z 55.00 22 .47%
5000 85
29 j | 13 141 169 197 225 267 295 365 393
m/z--> 50 100 1%0 200 250 300 350 400 450 1440 14.60 14.80 15.00

8270-BF052919.M Mon Jun 03 04:44:44 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF053119\

Data File : BF114702.D

Aca On : 31 May 2019 12:32

Operator : HP/JU

3?22 le K2971-15 SUP-2A-C-4-052019
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 Eicosane, 10-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.92 42_.01 ng 5632050 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2182 (14.921 min): BF114702.D (-2176) (-) m/z 57.10 100.00%
g7
85
5000

14.60 14.80 15.00 15.20

I I| / .1141 169 197 225 253

ol SR b A iy T O 220 203 295 323 351 378 408 | m/z  71.10  76.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57
5000 85
14.60 14.80 15.00 15.20
m/z 43.05 61.28%
LL J y 133 h .183 211 239 281
B e o L i e e o o e o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl-
43
1 14.60 14.80 15.00 15.20
5000 m/z 85.10 57.10%
99 196
127
....,A.J..xi.d,.m.x..xlﬁ? lzsse o
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57 14.60 14.80 15.00 15.20
m/z 55.00 22 .30%
85
5000
29 113
| ‘ ey J 1M 169 197 205 253 296
I B aa e T e T T T T T
m/z--> 50 100 150 200 250 300 350 400 14 60 14. 80 15. 00 15 20

8270-BF052919.M Mon Jun 03 04:44:44 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF053119\

Data File : BF114702.D

Aca On : 31 May 2019 12:32

Operator : HP/JU

3?22 le K2971-15 SUP-2A-C-4-052019
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 10
R.T. EstConc Area Relative to ISTD R.T.
15.27 42 .67 ng 5720170 Perylene-di12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
4 Hexacosane 366 C26H54 000630-01-3 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2241 (15.268 min): BF114702.D (-2234) (-) m/z 57.05 100.00%
57
85
5000
—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
] ] ﬂ113 141 169 197219230 267 309 351 379 412 1500 15,20 1590 1260
oL, TP 197219289 267 509 851 379 412 | Tz 71.10  75.94%
m/z--> 50 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85
15.00 15.20 15.40 15.60
m/z 43.05 60.09%
113
sl e ner %P o670 sz
m/z--> 50 100 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl-
43
L DA SUNIL B B
71 15.00 15.20 15.40 15.60
5000 m/z 85.10 55.75%
‘ 99 196
AT | s e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, lO—methyI N N L L B
57 15.00 15.20 15.40 15.60
m/z 55.00 22.51%
5000 85
] ‘ I J 1331?4M183 211 239 281
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60

8270-BF052919.M Mon Jun 03 04:44:45 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF053119\

Data File : BF114702.D

Aca On : 31 May 2019 12:32

Operator : HP/JU

3?22 le K2971-15 SUP-2A-C-4-052019
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 2-Bromo dodecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.33 50.86 ng 6817370 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 94
2 Docosane. 7-hexvl- 394 C28H58 055373-86-9 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2252 (15.333 min): BF114702.D (-2245) (-) m/z 57.00 100.00%
57
85
5000
] | ||11|3 141 169 197 225 253 205 323 365 393 421 15.00 15.20 15.40 15.60
(L A B 5D R A e e SR R A m/z 71.10 77.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #100330: 2-Bromo dodecane
57
5000 85
15.00 15.20 15.40 15.60
29 m/z 85.10 59.38%
113 169
"I'hW i J'% J"}éq : Tt '?ﬁ8"' N UL PR UARL
m/z--> 50 100 150 200 250 300 350 400
Abundance #209568: Docosane, 7-hexyl-
57
15.00 15.20 15.40 15.60
5000 85 m/z 43.05 57 .26%
113 182
. J WLt T os ge7 PP sarasgger
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane T T
57 15.00 15.20 15.40 15.60
m/z 99.10 21.66%
85
5000
29 113
LT 42 169 107 295 253 296
m/z--> 5'0 1(')0 1&1;0 2(')0 25'30 3(')0 3&1;0 4(')0 15.00 15.20 15.40 15.60

8270-BF052919.M Mon Jun 03 04:44:45 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF053119\

Data File : BF114702.D

Aca On : 31 May 2019 12:32

Operator : HP/JU

3?22 le K2971-15 SUP-2A-C-4-052019
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 unknownl16.00 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.00 17.47 ng 2341500 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
Abundance Scan 2365 (15.998 min): BF114702.D (-2359) (-) m/z 57.05 100.00%
85
5000
LRI IR AN SN B
141 15.60 15.80 16.00 16.20 16.40
o 169 197 225 253 295 323 351 379 421 n/z 71.10 76 . 21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
15.60 15.80 16.00 16.20 16.40
m/z 85.10 58.70%
141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance #100330: 2-Bromo dodecane
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—r
15.60 15.80 16.00 16.20 16.40
5000 85 m/z 43.00 55.61%
29 1 113 169
d A frae0 17 e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane A B B
57 15.60 15.80 16.00 16.20 16.40
m/z 99.10 20.86%
85
5000 L\//L—
29 113
0L R 14 160 107 225 0sg 296
T+ rrrrrrrrrrrryrrrrryrrrrrrrrrr T rr T T —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—r
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1;0 4(')0 15.60 15.80 16.00 16.20 16.40

8270-BF052919.M Mon Jun 03 04:44:46 2019

Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF053119\

Data File : BF114702.D

Aca On : 31 May 2019 12:32

Operator : HP/JU

3?22 le K2971-15 SUP-2A-C-4-052019
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 18 Tridecane, 7-hexyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.13 15.55 ng 2085130 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2388 (16.133 min): BF114702.D (-2381) (-) m/z 57.10 100.00%
57
85
5000
13 15.80 16.00 16.20 16,40
141 169 : : : :
o e :.1|, LA 0, 211 239 267 295 323 365 393 429 | Tz 71 10 77.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane

15.80 16.00 16.20 16.40
m/z 85.10 58.30%

141 169 197 225 267 295 365 393
miz--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r
P 15.80 16.00 16.20 16.40
5000 m/z 43.00 57.92%
29 113
UL L L7 241 169 197 205 253 206
R e T e T i o = B
miz--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane R AR e
57 15.80 16.00 16.20 16.40
m/z 55.00 21.47%
- | /\U\\/U
29
4 i M3 141 160 197 225 253 205 323 367
I I I I

T
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40

8270-BF052919.M Mon Jun 03 04:44:46 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF053119\

Data File : BF114702.D

Aca On : 31 May 2019 12:32

Operator : HP/JU

3?22 le K2971-15 SUP-2A-C-4-052019
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 19 16-Hentriacontanone Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.60 14.29 ng 1915490 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Hentriacontanone 450 C31H620 000502-73-8 86
2 Palmitic acid vinvl ester 282 C18H3402 000693-38-9 68
3 2-Heptadecanone 254 C17H340 002922-51-2 47
4 Decane. 3-methvl- 156 C11H24 013151-34-3 38
5 Phthalic acid, 4-methoxyphenyl 3... 362 C22H1805 1000315-68-0 27
Abundance Scan 2467 (16.598 min): BF114702.D (-2460) (-) m/z 71.00 100.00%
43 239
LRI IR SRR SN B
67 16.20 16.40 16.60 16.80 17.00
_— 294 323 355 407 450 m/z 57.10 97 . 28%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #227190: 16-Hentriacontanone
57 239
5000 AR DAL B B BN
85 16. 20 16. 40 16 60 16. 80 17. 00
m/z 239.15 94 .28%
29 09 194
|, 37 166
miz--> 0 éo 100 150 200 250 300 350 400 450
Abundance #129350: Palmitic acid vinyl ester
57
239 16,20 1640 16.60 16.80 17.00
5000 m/z 43.10 88.14%

85
29 109
J { 137165 211 | 2p4

”.&,....,.”.,....,........,....,.”.,....,.

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

Sy

Abundance #105853: 2-Heptadecanone T
58 16.20 16.40 16.60 16.80 17.00
m/z 58.00 56.96%
5000
29 9% 254
[y g 127152 196 205
m/z--> 0 50 100 150 200 250 300 350 400 450 16. 20 16. 40 16 60 16. 80 17. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF053119\

Data File : BF114702.D

Aca On : 31 May 2019 12:32

Operator : HP/JU

3?22 le K2971-15 SUP-2A-C-4-052019
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF052919_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 20 Octadecanoic acid, ethenyl ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.97 46.42 ng 6223240 Perylene-d12 15.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonadecanone 282 C19H380 000629-66-3 64
2 Octadecanoic acid. ethenvl ester 310 C20H3802 000111-63-7 53
3 16-Hexadecanovl hvdrazide 270 C16H34N20 002619-88-7 49
4 Hexadecanal. 2-methvl- 254 C17H340 055019-46-0 46
5 Eicosane 282 C20H42 000112-95-8 44
Abundance Scan 2700 (17.968 min): BF114702.D (-2689) (-) m/z 71.10 100.00%
239
DA SN BRI UL I
95 17.60 17.80 18.00 18.20
0 323 351 379 435460 m/z 57.10 97_.06%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #129460: 2-Nonadecanone
58
5000 L DA PR BRI SO I
17.60 17.80 18.00 18.20
85 m/z 43.05 81.96%
ﬁg, | 111138 180 222 282
miz--> 0 55 160 1éo 260 2éo 360 3éo 460 4%0
Abundance #153147: Octadecanoic acid, ethenyl ester
57
239 DA SN BRI UL I
17.60 17.80 18.00 18.20
5000 85 267 m/z 58.00 53.98%
29 &109 5 211
I'ﬂtf'“'wh“ﬁrﬁ%le"”I""I”"I"”I""I”"
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #119244: 16-Hexadecanoy! hydrazide R ERE R S S N
3P 17.60 17.80 18.00 18.20
m/z 239.20 53.16%
5000
57
1| | /85109137165 104 23° 270
m/z--> c') 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 4(')0 4&1;0 17.|60 17.|80 18.IOO 18.|20 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF053119\
Data File : BF114702.D
Acq On : 31 May 2019 12:32 Instrument :
Operator : HP/JU gﬁA{s el

- _ lentosampleld :
3?22Ie - (297115 SUP-2A-C-4-052019
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052919_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]
unknown6 .46 6.46 75.3 ng 6991010 1 6.70 1855600 20.0
n-Hexadecanoic acid 11.76 112.3 ng 15812200 4 11.20 2814840 20.0
Octadecane 12.54 226.3 ng 33371400 5 13.82 2948880 20.0
Cyclododecane 13.22 13.5 ng 1989520 5 13.82 2948880 20.0
Tetracosane 13.54 169.0 ng 24916800 5 13.82 2948880 20.0
Docosane, 11-butyl- 14 .01 14.7 ng 2168280 5 13.82 2948880 20.0
Heneicosane 14.21 147.5 ng 21751500 5 13.82 2948880 20.0
Pentadecane, 8-he... 14.32 24.6 ng 3624680 5 13.82 2948880 20.0
Oxalic acid, isob... 14.56 22.0 ng 2949400 6 15.21 2681020 20.0
Nonadecane 14.61 38.9 ng 5219780 6 15.21 2681020 20.0
2-methyloctacosane 14.76 108.8 ng 14588300 6 15.21 2681020 20.0
Eicosane, 10-methyl- 14.92 42.0 ng 5632050 6 15.21 2681020 20.0
Heptadecane, 9-oc... 15.27 42.7 ng 5720170 6 15.21 2681020 20.0
2-Bromo dodecane 15.33 50.9 ng 6817370 6 15.21 2681020 20.0
unknownl16.00 16.00 17.5 ng 2341500 6 15.21 2681020 20.0
Tridecane, 7-hexyl- 16.13 15.6 ng 2085130 6 15.21 2681020 20.0
16-Hentriacontanone 16.60 14_.3 ng 1915490 6 15.21 2681020 20.0
Octadecanoic acid... 17.97 46.4 ng 6223240 6 15.21 2681020 20.0
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