LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116069.D
Aca On : 8 Aug 2019 15:19 Instrument :
Operator : HP/JU E?Afs el

- _ lentosampleld :
3?22'6 : K4148-08 COMP-BH-1-ELU-20190610
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-BF073019.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 5.457 570 573 606 rBY 1393621 1571378 29.89%% 4.181%
2 6.469 742 745 765 rBVY 1194700 1317442 25.06% 3.506%
3 6.610 765 769 778 rBVY 3031765 2770037 52.70% 7.371%
4 6.834 804 807 816 rBV 827094 781770 14.87% 2.080%
5 6.904 816 819 830 rvVv 32805 57897 1.10% 0.154%
6 6.992 830 834 849 rVB 2846490 2656599 50.54% 7.069%
7 7.245 874 877 887 rVB 74468 79120 1.51% 0.211%
8 7.398 899 903 916 rVB 2104113 2162177 41.13% 5.753%
9 8.116 1022 1025 1044 rVB 1073360 981136 18.67% 2.611%
10 9.192 1203 1208 1211 rBV 4264765 3964611 75.42% 10.550%

11 9.586 1271 1275 1280 rBV 131219 130991 2.49% 0.349%
12 9.869 1319 1323 1333 rVB 1389080 1222644 23.26% 3.253%
13 10.251 1385 1388 1390 rBV 68791 57480 1.09% 0.153%
14 10.280 1390 1393 1399 rVB 79333 95164 1.81% 0.253%
15 10.663 1453 1458 1474 rBV 2495307 2605281 49.56% 6.932%

16 11.357 1572 1576 1584 rBV 1431829 1339145 25.48% 3.563%

17 11.422 1584 1587 1592 rVB3 74330 69629 1.32% 0.185%
18 11.880 1661 1665 1669 rBV 409595 470003 8.94% 1.251%
19 12.580 1779 1784 1791 rBV3 38219 97658 1.86% 0.260%

20 12.669 1793 1799 1812 rVV 457246 728880 13.87% 1.939%

21 12.810 1819 1823 1825 rBV 77247 74805 1.42% 0.199%
22 12.945 1840 1846 1849 rBV 4708427 5256420 100.00% 13.987%
23 13.163 1880 1883 1887 rBV 139397 125683 2.39% 0.334%
24 13.410 1921 1925 1931 rVB3 47016 75655 1.44% 0.201%
25 13.504 1937 1941 1944 rBV2 226594 205200 3.90% 0.546%

26 13.833 1993 1997 2012 rBV 564835 812248 15.45% 2.161%
27 13.998 2021 2025 2034 rVB 1470126 1487108 28.29% 3.957%
28 14.145 2046 2050 2054 rBV 480883 484665 9.22% 1.290%
29 14.451 2098 2102 2106 rBV 653241 605129 11.51% 1.610%
30 14.757 2149 2154 2162 rBV 677068 746284 14.20% 1.986%

31 14.827 2162 2166 2171 rVB 215085 212824 4._05% 0.566%
32 15.086 2205 2210 2219 rVB 671467 785770 14.95% 2.091%
33 15.457 2267 2273 2287 rBV2 1454699 2067027 39.32% 5.500%
34 15.886 2339 2346 2353 rBV 424190 664953 12.65% 1.769%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO080819\

Data File : BF116069.D

Aca On : 8 Aug 2019 15:19

Operator : HP/JU

3?22'6 : K4148-08 COMP-BH-1-ELU-20190610
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 - 0 Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.974 2356 2361 2373 rVB10 22467 83352 1.59% 0.222%

36 16.380 2423 2430 2449 rVB 240193 496261 9.44% 1.321%
37 16.956 2522 2528 2537 rVB 61854 129033 2.45% 0.343%
38 17.498 2613 2620 2631 rBV10 30513 109447 2.08% 0.291%

Sum of corrected areas: 37580906
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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\BF080819\

BF116069.D

8 Aug 2019 15:19

HP/JU

K4148-08

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

COMP-BH-1-ELU-20190610

Abundance

4000000

3000000

2000000

1000000

TIC: BF116069.D

5.46

6.61

6.47

6.99

6.83

7.40

7.25

0
Time-->

T
5.00

7.00

7.50

Abundance

4000000

3000000

2000000

1000000

8.12

9.59

TIC: BF116069.D

10.66

1mZs8

AN
LI —

11.36

1.42

11.88

12194

12.67
13.16
12.5812.8

0
Time-->

9.50

10.00

T
10.50

11.00

11.50

12.00

12.50

13.00

Abundance

4000000

3000000

2000000

1000000

Ak

13.50

14.00

13.83 | 14.14

14.45 14.76 15.09

15.46

TIC: BF116069.D

16.96

17.50

0
Time-->

1
13.50

14.00

14.50 15.00

15.50

16.00

16.50

17.00

I
17.50

T
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080819\

Data File : BF116069.D

Aca On : 8 Aug 2019 15:19

Operator : HP/JU

ﬁ?ggle : K4148-08 COMP-BH-1-ELU-20190610
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknown6.61 Concentration Rank 1

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

6.61 70.87 ng 2770040 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 769 (6.610 min): BF116069.D (-765) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80 7.00
54 : : : : :
Jrev lasus o "m/z 68.00 41.10%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RIS LA R
6.0 6.40 6.60 6.80 7.00
21 78 m/z 134.00 33.16%
..."'!".l.!..||....|.|...|..'.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 27.39%
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:‘l‘:‘:“|‘|8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R R
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 68.95 16.70%
5000 og M°
N ...,....,.?% . WQ7.M‘. A 188 .1§?.
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\HPCHEM1\BNA F\DATA\BF080819\

Data File : BF116069.D

Aca On : 8 Aug 2019 15:19

Operator : HP/JU

ﬁ?ggle : K4148-08 COMP-BH-1-ELU-20190610
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 8
R.T. EstConc Area Relative to ISTD R.T.
11.88 7.02 ng 470003 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1665 (11.880 min): BF116069.D (-1661) (-) m/z 72.95 100.00%
7
43 60
5000 129
97 213 L R RN RN UL
I i ﬂ L | 4315717118599 0y 256 1160 11,80 12.00 1220
..w.”.“.w . m/z 43.00 77.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 IR DR SO AR
11. 60 11. 80 12. oo 12 20
m/ 59.95 77 .29Y%
TJJ 143157171185 | 213 ‘ 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
60 73
43
11!60 11fso 12foo 12!20
5000 29 m/z 57.00 64.21%
129
‘ ?7 Ol115 ‘ 171185 214
...,.‘...‘,‘.‘..l“.u“."U..];ﬂ,‘...‘.,....1,4.3..1?7....,.‘..198.... S
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e A ERREE S
43 60 73 11.60 11.80 12.00 12.20
m/z 41.00 61.91%
5000 129
29
143157171185199 242
5 | )
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080819\

Data File : BF116069.D

Aca On : 8 Aug 2019 15:19

Operator : HP/JU

ﬁ?ggle : K4148-08 COMP-BH-1-ELU-20190610
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.67 10.89 ng 728880 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52

Abundance Scan 1799 (12.669 min): BF116069.D (-1793) (-) m/z 73.00 100.00%

43 B
57
5000 129
17

12 40 12.60 12.80 13.00
S m/z 43.00 91.49%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78

5000 129 B e
12. 40 12. 60 12. 80 13. OO

185 m/z 60.00 77.94%

241 284
J‘“ 143157171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 73
57

12.40 12.60 12.80 13.00
5000 m/z 57.00 71.13%

29
sl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #84453: Tetradecanoic acid I e e
73 12. 40 12. 60 12. 80 13. 00
m/z 55.00 68.21%
43 5
5000 129
185 228
115
o1t 143157171 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080819\

Data File : BF116069.D

Aca On : 8 Aug 2019 15:19

Operator : HP/JU

ﬁ?ggle : K4148-08 COMP-BH-1-ELU-20190610
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Heptadecane, 9-octyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

13.50 2.76 ng 205200 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 1940 (13.498 min): BF116069.D (-1937) (-) m/z 57.00 100.00%

85 A A

5000

113 111 Bmwmnmmm

S NN T 160 o7 2a0 281 T 05 69, 00%

m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57

5000
1320 1340 1360 13.80
m/z 43.00 65.79%

113
3E 141 169 197 %9 267 294 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
5[7

85 13.20 13. 40 13 60 13.80
5000 m/z 85.10 52.35%
29
e ,,,,,
m/z--> 50 100 150 200 250 300 350
Abundance #141425:; Heneicosane
57 13 20 13.40 13.60 13.80

m/z 41.00 28.62%

5000 85
29
| I | MR 141 169 197 225 253 206

m/z--> 50 100 150 200 250 300 350 13 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080819\

Data File : BF116069.D

Aca On : 8 Aug 2019 15:19

Operator : HP/JU

ﬁ?ggle : K4148-08 COMP-BH-1-ELU-20190610
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Sulfurous acid, 2-propyl te... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.83 10.92 ng 812248 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 91
2 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 91
3 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 91
4 Nonadecane 268 C19H40 000629-92-5 68
5 Tetradecane 198 C14H30 000629-59-4 62
Abundance Scan 1996 (13.827 min): BF116069.D (-1993) (-) m/z 57.00 100.00%

7

43

5000

13.60 13.80 14.00 14.20
m/z 43.00 74.08%

113127141155169183197211

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #161094: Sulfurous acid, 2-propyl tetradecy! ester
43

57

13.60 13.80 14.00 14.20
m/z 71.00 71.36%

5000

29 168 197 231 261
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #185101: 1-Octadecanesulphonyl chloride

43 57

71

13.60 13.80 14.00 14.20
5000 m/z 85.10 47.06%
29 ‘

5
\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance : i

‘ 119133147161175
#172312: Sulfurous acid, pentadecy! 2-propy! ester

43 13 60 13.80 14.00 14.20
57 m/z 55.00 38.85%
71
5000 85
29 k ‘J\ J T APrianss 1s 210
“”w”” O s MR el e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080819\

Data File : BF116069.D

Aca On : 8 Aug 2019 15:19

Operator : HP/JU

ﬁ?ggle : K4148-08 COMP-BH-1-ELU-20190610
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.14 6.52 ng 484665 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
3 Octacosane 394 C28H58 000630-02-4 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Octadecane 254 C18H38 000593-45-3 72
Abundance Scan 2049 (14.139 min): BF116069.D (-2046) (-) m/z 57.00 100.00%
57
5000 85
113 13.80 14.00 14.20 14.40
141
—_— | Lh L 160189011 20 ;1 T 00T 7147
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
13.80 14.00 14.20 14.40
m/z 43.00 66.58%
29 113
| I ] L 141 169 197 225 253 296
m/z--> 55 100 1%0 260 250 360 3%0 '
Abundance #194499: Eicosane, 7-hexyl-
57
13.80 14.00 14.20 14.40
5000 85 m/z 85.05 50.15%
ey 1}3J1?1 182 211 252 281 308 337
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane
57 13.80 14.00 14.20 14.40
m/z 41.00 24 .63%
5000 85
29
DL M8 141 169 197 225 253 281 309 337 365 394

II‘IIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII

T
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\HPCHEMI1\BNA F\DATA\BFO080819\
Data File : BF116069.D

Aca On : 8 Aug 2019 15:19

Operator : HP/JU

Sample : K4148-08

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Hexadecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14 .45 8.14 ng 605129 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2102 (14.451 min): BF116069.D (-2098) (-) m/z 57.00 100.00%
57
85
5000
l I1113 141 169 197 295 267 295 324 14.20 14.40 14.60 14.80
0 ....,.n - A e B m/z 71.00 75.45%
m/z--> 50 150 200 250 300 350
Abundance #83023: Hexadecane
57
5000 85
14.20 14.40 14.60 14.80
29 m/z 43.00 62.57%
[LL | 18 10 160 107 226
m/z--> éo 160 150 260 250 360 3%0
Abundance #194493: Hexacosane
57
" 1420 14.40 1460 14.80
5000 85 m/z 85.05 55.66%
i i I i 111}34 141 169 197 225 253 295 323 367
m/z--> éo 100 150 260 2%0 300 3%0
Abundance #141426: Heneicosane
57 14.20 14.40 14.60 14.80
m/z 41.00 22 .16%
85
5000
29
L h J 1131 141 169 197 225 253 296
m/z--> 5'0 100 1&1,0 2(')0 251;0 3(')0 351;0 14'20 14. 40 14. 60 14I80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080819\

Data File : BF116069.D

Aca On : 8 Aug 2019 15:19

Operator : HP/JU

ﬁ?ggle : K4148-08 COMP-BH-1-ELU-20190610
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 9 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.76 7.22 ng 746284 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2155 (14.762 min): BF116069.D (-2149) (-) m/z 57.00 100.00%
g7
85
5000

141 169 197 14.40 14.60 14.80 15.00
Y l| L= s s m/z 71.10 78.65%

m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85
14.40 14.60 14.80 15.00
113 m/z 85.10 61.64%
2?] L 4 169 197 225 267 295 365 393
b L T B e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
14.40 14.60 14.80 15.00
5000 a5 m/z 43.00 58.52%
29
|| (11 141 169 197 225 253 281 309 337 365 394
B B A o B B A T L A o i
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T e
57 14.40 14.60 14.80 15.00
m/z 55.00 23.85%
85
5000
29 113
BNy J | 141 169 197 225 253 296
A T AR R
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080819\

Data File : BF116069.D

Aca On : 8 Aug 2019 15:19

Operator : HP/JU

ﬁ?ggle : K4148-08 COMP-BH-1-ELU-20190610
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 10 Supraene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.83 2.06 ng 212824 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
4 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
5 Farnesol isomer a 222 C15H260 1000108-92-4 64
Abundance Scan 2166 (14.827 min): BF116069.D (-2162) (-) m/z 69.00 100.00%
60
5000
1 14160 1480 15,00 15.20.
- J,-l.' ol Aty i 168 191217 283 3 7z 81.00  49.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
60
5000 AN AL
14.60 14.80 15.00 15.20
41 m/z 41.00 21.17%
e d 117 1 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
" 14.60 14.80 15.00 15,20
s000] 4L m/z 95.00 13.40%
95
L] u ;17 , 161 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- A EaEE S S
69 14.60 14.80 15.00 15.20
m/z 68.00 10.87%
41
5000
1|t \\ ‘ h ;'-1% l 161 205 248
m/z--> 50 100 150 200 2%0 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF080819\

Data File : BF116069.D

Acg On : 8 Aug 2019 15:19

Operator : HP/JU

3?22'6 - K4148-08 COMP-BH-1-ELU-20190610
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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]
unknown6.61 6.61 70.9 ng 2770040 1 6.83 781770 20.0
n-Hexadecanoic acid 11.88 7.0 ng 470003 4 11.36 1339150 20.0
Octadecanoic acid 12.67 10.9 ng 728880 4 11.36 1339150 20.0
Heptadecane, 9-oc... 13.50 2.8 ng 205200 5 14.00 1487110 20.0
Sulfurous acid, 2... 13.83 10.9 ng 812248 5 14.00 1487110 20.0
Heneicosane 14.14 6.5 ng 484665 5 14.00 1487110 20.0
Hexadecane 14 .45 8.1 ng 605129 5 14.00 1487110 20.0
2-methyloctacosane 14.76 7.2 ng 746284 6 15.46 2067030 20.0
Supraene 14.83 2.1 ng 212824 6 15.46 2067030 20.0
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