LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114443.D

Aca On : 20 May 2019 17:22

Operator : JU/SJ

Sample : K2943-17

Misc :

ALS Vial : 4 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-BF051019.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 5.463 570 574 592 rBVY 3673404 3858232 91.94% 8.552%
2 6.475 741 746 764 rBVY 3740619 4110944 97.96% 9.112%
3 6.604 764 768 789 rVB 4346951 3956016 94.27% 8.768%
4 6.828 802 806 814 rBVY 1293491 1089363 25.96% 2.415%
5 6.987 829 833 848 rBVY 3129043 3070002 73.16% 6.805%
6 7.387 897 901 916 rBVY 2309091 2536859 60.45% 5.623%
7 8.110 1020 1024 1047 rBV 1442375 1411496 33.63% 3.129%
8 8.481 1083 1087 1097 rBV 44896 78086 1.86% 0.173%
9 8.728 1126 1129 1139 rVB 143373 142580 3.40% 0.316%
10 9.181 1202 1206 1218 rBV 4159105 4196560 100.00% 9.301%

11 9.575 1270 1273 1284 rBV 473243 499600 11.90% 1.107%
12 9.863 1313 1322 1332 rBV 1693438 1550788 36.95% 3.437%
13 10.657 1453 1457 1470 rBV 2407661 2593809 61.81% 5.749%
14 11.351 1571 1575 1589 rBV 1734017 1619505 38.59% 3.590%
15 11.875 1660 1664 1677 rBV2 158421 243897 5.81% 0.541%

16 12.657 1794 1797 1809 rBV2 93028 150558 3.59% 0.334%
17 12.933 1839 1844 1847 rBV 4197475 3963711 94.45% 8.785%
18 13.498 1935 1940 1946 rVB2 45468 72713 1.73% 0.161%
19 13.827 1992 1996 2011 rBV6 143144 365967 8.72% 0.811%
20 13.992 2020 2024 2032 rBV 1343145 1307895 31.17% 2.899%

21 14.139 2045 2049 2052 rBV 192239 171725 4_.09% 0.381%
22 14.445 2096 2101 2105 rBV 441931 458779 10.93% 1.017%
23 14.745 2147 2152 2162 rBV 1008406 1115650 26.58% 2.473%
24 14.821 2162 2165 2168 rVB 55020 51688 1.23% 0.115%
25 15.080 2203 2209 2216 rVB 1186971 1425249 33.96% 3.159%

26 15.451 2266 2272 2286 rBV2 1809489 2681796 63.90% 5.944%
27 15.710 2314 2316 2321 rVB2 36190 44229 1.05% 0.098%
28 15.874 2338 2344 2355 rBV 825997 1331845 31.74% 2.952%
29 16.368 2422 2428 2437 rBV 382276 688556 16.41% 1.526%
30 16.951 2521 2527 2536 rVB2 108996 229533 5.47% 0.509%

31 17.627 2639 2642 2652 rVB5 40301 99514 2.37% 0.221%

Sum of corrected areas: 45117145
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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\BF052019\

BF114443.D

20 May 2019 17:22

JussJ

K2943-17

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000
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Time-->
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TIC: BF114443.D

15.45

13.99

15.87

16.37
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Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114443.D

Aca On : 20 May 2019 17:22

Operator : JU/SJ

Sample : K2943-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 unknown6.60 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.60 72.63 ng 3956020 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
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 767 (6.598 min): BF114443.D (-764) (-) m/z 132.00 100.00%
13%.0
5000 68.1

6.20 6.40 6.60 6.80 7.00

o N m/z 68.10 44._.81%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 67.0 A e

6.I20 6.40 6.60 6.80 7.00
m/z 134.00  31.97%

o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
R
69.0 104.0 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 28.59%
31.0 510
0 ‘ L1 H (1 . |
L e B L B e
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl e e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.70%
74.0
116.0
5000 98.0
ol A Lo 1s90
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114443.D

Aca On : 20 May 2019 17:22

Operator : JU/SJ

Sample : K2943-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Safrole Concentration Rank 11

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

8.73 2.02 ng 142580 Naphthalene-d8 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Safrole 162 C10H1002 000094-59-7 98
2 1.3-Benzodioxole. 5-(1-propenvl)- 162 C10H1002 000120-58-1 95
3 Benzene. 1.2-(methvlenedioxvy)-4-... 162 C10H1002 004043-71-4 74
4 2-Propenoic acid. 3-phenvl-. met... 162 C10H1002 000103-26-4 58
5 1,3-Benzodioxole, 5-(1-propenyl)... 162 C10H1002 017627-76-8 43

Abundance Scan 1129 (8.728 min): BF114443.D (-1126) (-) m/z 162.10 100.00%
169.1
104.1
5000 131.0

8.40 8.60 8.80 9.00
m/z 104.10 53.66%

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #31927: Safrole

162.0

5000

8.40 8.60 8.80 9.00
m/z 131.00 50.16%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160170
Abundance #31980: 1,3-Benzodioxole, 5-(1-propenyl)-

162.0

8.40 8.60 8.80 9.00
5000 m/z 103.00 48 _.46%

104.0 131.0

78.0
51.0
0l..14.0 27.0 10 es0 || 910 | 1170 ‘M 147.0 ‘
A A e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #32036: Benzene, 1,2-(methylenedioxy)-4-propenyl-, (E)- R e
162.0 8.40 8.60 8.80 9.00
0
104.0 m/z 77.00 44 _.63%
5000 77.0 131.0
51.0
N N .. 7 N IRV 10
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114443.D

Aca On : 20 May 2019 17:22

Operator : JU/SJ

Sample : K2943-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 9
R.T. EstConc Area Relative to ISTD R.T.
11.87 3.01 ng 243897 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1663 (11.869 min): BF114443.D (-1660) (-) m/z 43.05 100.00%
430 730
5000 wjm
129.1
I J‘u 97.0 1570 1851 2331 e 11,60 11.80 12,00 12.20
Obrrrprr—riib m/z 73.00 90.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 L B SN BRI B
11. 60 11. 80 12. oo 12 20
J‘u 1570 1gso 2130 2560 | M/Z 60.00  87.03%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
73.0
3.0 11,60 11.80 12,00 12.20
5000 m/z 57.00 76.03%
129.0
710 2140
ol 18?\,\”“””,”\ ‘ L h‘\ HM A 19,9 ‘ TS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid T B e B
43.0 730 11.60 11.80 12.00 12.20
m/z 55.00 71.23%
5000 129.0 /vwhﬂ)Athwhhrﬂ\MNNMM”mMMNMJ
o} e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114443.D

Aca On : 20 May 2019 17:22

Operator : JU/SJ

Sample : K2943-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Sulfurous acid, octadecyl 2... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.83 5.60 ng 365967 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 87
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 74
3 Tridecane 184 C13H28 000629-50-5 68
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 64
5 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 62
Abundance Scan 1996 (13.827 min): BF114443.D (-1992) (-) m/z 57.05 100.00%
57.0
111.1 RIS RN UM BN B
13.60 13.80 14.00 14.20
141.0 169.
N I— 1692 196.0 m/z 43.05 76.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43.0
71.0
5000 LRI BN SULIILE B B
13.60 13.80 14.00 14.20
m/z 71.05 57 .03%
125.0
o | 155.0 183.0  224.0 2530
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57.0
' 13.60 13.80 14.00 14.20
5000 m/z 55.00 44 _93%
29.0 83.0
o JM“‘Lmomo mmnm zwo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 2éo 300
Abundance #48834: Tridecane LI L L B B BB
57.0 13.60 13.80 14.00 14.20
m/z 85.05 38.48%
5000 85.0
29.0
\‘ 1120 1410 1840
Ol ”..”..”...J..”..”..”..”..”..”..”..”..”..” e St et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114443.D

Aca On : 20 May 2019 17:22

Operator : JU/SJ

Sample : K2943-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.14 2.63 ng 171725 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2049 (14.139 min): BF114443.D (-2045) (-) m/z 57.10 100.00%

517.1
5000

99.0
| I 1411 182.2 239.1 13 80 14.00 14.20 14.40
YR 0 S O M= - — m/z 43.10 75.06%

m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0

5000 T T
13.80 14.00 14.20 14.40

m/z 71.05 64 .30%

99.0
o 27‘r0| ] J e 1410 1830 225.0 281.0 337.0 394.0
i T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r

13.80 14.00 14.20 14.40

5000 m/z 85.05 45.78%
99.0
o219 | ) J L 1410 1830 2250 26602960
L L LI B L L L s s B |
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane B L L
57.0 13.80 14.00 14.20 14.40

m/z 41.05 25.16%

5000
99.0
Cl Ll ]y 2410 1830 2250 267.0 309.0  367.0

oyt T B B e o e e

m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114443.D

Aca On : 20 May 2019 17:22

Operator : JU/SJ

Sample : K2943-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .45 7.02 ng 458779 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2102 (14.451 min): BF114443.D (-2096) (-) m/z 57.10 100.00%
51.1
5000
99.1 R N SR SR DU

14.20 14.40 14.60 14.80

| I 1551 197.2 239.2
ol A ‘“1.‘,‘ 1972 2392 2820 | m/z 43.10 66.74%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000
14.20 14.40 14.60 14.80
m/z 71.10 65.18%
99.0
0 270 || | L 141.0 1830 2250 267.0 323.0  380.0
A b
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
e D LR
14.20 14.40 14.60 14.80
5000 m/z 85.05 50.51%
99.0
o 27,0 Ly 1410 183.0 2250  281.0  337.0 394.0
e L e e e e e BB A e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane R e AR i
57.0 14.20 14.40 14.60 14.80
m/z 41.05 24.12%
5000
OQM] ljlﬂommzmommswowm
I =t  EEEEREEEE S
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114443.D

Aca On : 20 May 2019 17:22

Operator : JU/SJ

Sample : K2943-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.75 8.32 ng 1115650 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2153 (14.751 min): BF114443.D (-2147) (-) m/z 57.05 100.00%
57.0
5000
990 14.40 14.60 14.80 15.00
141.1 : : : :
ob A LA L g M4Y 1801 2251 ae222052 3372 | nt U oe 66 3gh
mz-> 0 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 T
14.40 14.60 14.80 15.00
0 m/z 71.05 64.72%
l ' 141.0 830 2390
oty P 1830 TR 260.0 3080 3520
mz-> 0 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.05 48.51%
99.0
o Ze ] ] [ I }410 183.0 2250 281.0 337.0  394.0
mz-> 0 50 100 150 260 250 300 350 '
Abundance #141425:; Heneicosane
57.0 14.40 14.60 14.80 15.00
m/z 55.10 24 .15%
5000
99.0
o 2710 I |y 110 1830 2250 2660296.0
mz-> 0 50 100 150 200 250 300 350 ' 1440 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114443.D

Aca On : 20 May 2019 17:22

Operator : JU/SJ

Sample : K2943-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.08 10.63 ng 1425250 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2209 (15.080 min): BF114443.D (-2203) (-) m/z 57.10 100.00%
57.1
5000
9.1 14.80 15.00 15.20 15.40
141.1 : : : .
ol LA A |y ML 1832 2252 2671 3233 Lzt 4300 64,310
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000
14.80 15.00 15.20 15.40
99.0 m/z 71.05 60.99%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1éo 260 2%0 360 3%0 '
Abundance #202662: Heptacosane
57.0
14.80 15.00 15.20 15.40
5000 m/z 85.05 46 .20%
27,0 ‘990 141.0
ol el bl o -0 1830 2250 267.0 8230  380.0
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0 14.80 15.00 15.20 15.40
m/z 55.05 21.08%
5000
99.0
oL 270 || pevo 1830 2250 267.0 309.0 3650
m/z--> 55 160 1éo 260 250 300 3%0 ' 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114443.D

Aca On : 20 May 2019 17:22

Operator : JU/SJ

Sample : K2943-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Heneicosane, 11-(1l-ethylpro... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.87 9.93 ng 1331850 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2343 (15.868 min): BF114443.D (-2338) (-) m/z 57.10 100.00%
57.1
5000
99[ ! 141. 1 183 2 225.2 267.2 340.9 15.60 15.80 16.00 16.20
ol bl Fe2e 2602 3409 0 ‘m/z 43.10 63.20%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000
15.60 15.80 16.00 16.20
m/z 71.10 59.08%
0 27,0 | ,9301 141.0 1830 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
15.60 15.80 16.00 16.20
5000 m/z 85.05 43.97%
99.0
oL 210 || ,\ 1410\ 183.0 2250 267.0296.0
mz--> 50 100 150 200 250 300 350 /
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- N EanEE R
43.0 15.60 15.80 16.00 16.20
m/z 55.00 21.67%
5000 85.0
ol ‘ [ 270 1690 2250 26602950 337.0
m/z--> 50 100 150 200 250 3(')0 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052019\
Data File : BF114443.D

Aca On : 20 May 2019 17:22

Operator : JU/SJ

Sample : K2943-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051019.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 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16 .37 5.14 ng 688556 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2428 (16.368 min): BF114443.D (-2422) (-) m/z 57.05 100.00%

57.0
5000

99.0
16 00 16.20 16.40 16.60
1411 1332
ol LA A g 141 1832 2252 2810 3232 m/z 43.05 60.05%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0

5000 R RABAmEEE S
16. OO 16. 20 16 40 16.60

99.0 m/z 71.05 59.33%

Ozmlljijmlmonmzmw%o
I B T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane

57.0

16.00 16.20 16.40 16.60

5000 m/z 85.10 45.48%
99.0
o 2700 | |l 1y 1410 1830 2250 281.0  337.0  394.0
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0 16.00 16.20 16.40 16.60

m/z 55.05 20.35%

99.0
‘ L 4o 1830 23902690 3080 352.0

J g

L B Sttt

m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052019\
Data File : BF114443.D

Acq On : 20 May 2019 17:22

Operator : JU/SJ

Sample : K2943-17

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.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 .60 6.60 72.6 ng 3956020 1 6.83 1089360 20.0
Safrole 8.73 2.0 ng 142580 2 8.11 1411500 20.0
n-Hexadecanoic acid 11.87 3.0 ng 243897 4 11.35 1619510 20.0
Sulfurous acid, o... 13.83 5.6 ng 365967 5 13.99 1307900 20.0
Octacosane 14.14 2.6 ng 171725 5 13.99 1307900 20.0
Heptacosane 14 .45 7.0 ng 458779 5 13.99 1307900 20.0
Heptadecane, 9-oc... 14.75 8.3 ng 1115650 6 15.46 2681800 20.0
Heneicosane 15.08 10.6 ng 1425250 6 15.46 2681800 20.0
Heneicosane, 11-(... 15.87 9.9 ng 1331850 6 15.46 2681800 20.0
2-methyloctacosane 16 .37 5.1 ng 688556 6 15.46 2681800 20.0

8270-BF051019.M Tue May 21 17:01:01 2019 Page: 13



