LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118335.D

Aca On : 27 Dec 2019 13:56

Operator :© JU

Sample : K6431-06

Misc :

ALS Vial : 3 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-BF122419 .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 2.116 3 5 16 rVB 451835 503105 7.75% 0.866%
2 5.063 502 506 521 rVB 547324 793504 12.22% 1.367%
3 5.475 571 576 579 rBVY 3971361 3778616 58.21% 6.507%
4 6.128 683 687 690 rBV 235440 203220 3.13% 0.350%
5 6.492 743 749 757 rBVY 3939722 4183672 64.45% 7.205%
6 6.628 767 772 775 rBV 4432465 4420666 68.10% 7.613%
7 6.851 806 810 818 rBVY 1013699 800600 12.33% 1.379%
8 7.010 832 837 840 rBVY 3959855 3470769 53.46% 5.977%
9 7.416 901 906 909 rBVY 2451030 2563230 39.48% 4.414%
10 8.139 1025 1029 1042 rBY 1081104 1051852 16.20% 1.811%

11 9.216 1207 1212 1215 rBV 5767000 5458126 84.08% 9.400%
12 9.333 1227 1232 1235 rVB2 102168 104175 1.60% 0.179%
13 9.610 1272 1279 1284 rBV 567154 531872 8.19% 0.916%
14 9.810 1308 1313 1315 rBV 57800 67578 1.04% 0.116%
15 9.869 1319 1323 1326 rBV 1521005 1305878 20.12% 2.249%

16 9.898 1326 1328 1332 rVB 1444554 1149928 17.71% 1.980%
17 10.016 1345 1348 1350 rBV 107967 92334 1.42% 0.159%
18 10.698 1454 1464 1467 rBV 4109379 3948933 60.83% 6.801%
19 11.392 1578 1582 1589 rBV 1630040 1354176 20.86% 2.332%
20 11.921 1666 1672 1680 rBV 1070058 1117034 17.21% 1.924%

21 12.610 1786 1789 1791 rBV2 65070 74074 1.14% 0.128%
22 12.704 1801 1805 1818 rBV 655579 744048 11.46% 1.281%
23 12.986 1848 1853 1856 rBV 6669596 6491749 100.00% 11.180%
24 13.186 1883 1887 1889 rBV 103160 101338 1.56% 0.175%
25 13.462 1926 1934 1937 rBV5 39847 80401 1.24% 0.138%

26 13.498 1937 1940 1944 rBvV4 60340 82105 1.26% 0.141%
27 13.533 1944 1946 1951 rVB2 161915 210145 3.24% 0.362%
28 13.745 1978 1982 1986 rBV 1515592 1206651 18.59% 2.078%
29 13.874 2000 2004 2017 rBV3 955664 1200462 18.49% 2.067%
30 14.045 2029 2033 2038 rBV 1342980 1205972 18.58% 2.077%

31 14.198 2055 2059 2066 rBV 486410 460353 7.09% 0.793%
32 14.504 2107 2111 2124 rBV 911936 920084 14.17% 1.585%
33 14.815 2158 2164 2168 rBV 1235397 1237485 19.06% 2.131%
34 15.156 2216 2222 2233 rBV 1187438 1482596 22.84% 2.553%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118335.D

Aca On : 27 Dec 2019 13:56

Operator :© JU

Sample : K6431-06

Misc :

ALS Vial : 3 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\HPCHEM1I\BNA F\METHODS\8270-BF122419.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.545 2281 2288 2301 rBV2 1735778 2516455 38.76% 4 _.334%
36 15.986 2357 2363 2368 rBV 710534 1128451 17.38% 1.943%
37 16.039 2368 2372 2381 rVB 437691 742437 11.44% 1.279%
38 16.498 2443 2450 2464 rBV2 410729 813850 12.54% 1.402%
39 17.098 2547 2552 2560 rVB2 123793 250712 3.86% 0.432%
40 17.198 2563 2569 2577 rBV9 46324 131764 2.03% 0.227%

41 17.803 2669 2672 2681 rVB3 37667 86647 1.33% 0.149%

Sum of corrected areas: 58067047
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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\BF122719\

BF118335.D

27 Dec 2019 13:56

Ju

K6431-06

3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF118335.D

5.47

5.06

6.63
6.49

6.85

7.01

7.42

0
Time-->

I
4.50 5.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF118335.D

9.22

10.70

20 11.39

9.61
b/.\33 9. 10‘;02

11.92

12.70

12.6A_ 13.19

Ol
Time-->

11.00

1
10.00 10.50

T
9.50

11.50

12.00

12.50

13.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF118335.D

15.54
1374 1404
13.87

14.82

15.16

14.50

14.20 16.50

120

17.80

0
Time-->

13.50

17.00

15.50 16.00 16.50

14.50 15.00

14.00

17.50

18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118335.D

Aca On : 27 Dec 2019 13:56

Operator :© JU

Sample : K6431-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

2.12 12.57 ng 503105 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 59
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 1.3-Dioxolane. 2-pentadecvl- 284 C18H3602 004360-57-0 10
4 2.5-Dimethvl-4-hvdroxv-3-hexanone 144 C8H1602 000815-77-0 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 6 (2.122 min): BF118335.D (-3) (-) m/z 73.10 100.00%
73

T

5000
43 87
2.20 2.30 2.40 2.50
||
oo 81 | J0st1013 150 w78 205 225 2 2 2 E0" 5 g3y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
78
5000 LI L L L L L LB LN B}
43 2.20 2.30 2.40 2.50
‘ 87 m/z 87.10 27 .66%
0|*L4“~w---v“-v-”v-~|““|“--~---“--”--“-vn-w-“w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
78
87 L RS n e L NAE

220 2.30 2.40 2.50
5000 41 55 m/z 55.10 20.57%

il

[

o WL 112 129
A e B e R A RaE s e R o e
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131282: 1,3-Dioxolane, 2-pentadecyl- S EAREERNENE NN R n e
78 2.20 2.30 2.40 2.50
m/z 71.10 10.88%
5000
29 ﬁ? 57 | 99 115 137152167 183197 222 240254 283
LA w e e B e AR AREE S e e
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2.20 2.30 2.40 2.50

8270-BF122419.M Mon Dec 30 18:00:36 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118335.D

Aca On : 27 Dec 2019 13:56

Operator :© JU

Sample : K6431-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.06 19.82 ng 793504 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 505 (5.057 min): BF118335.D (-502) (-) m/z 43.00 100.00%
43
59
5000
101 SN L C——
480 5.00 5.20 5.40
83
obrrrrrrreeetlh SLall 09 & m/z 59.00 61.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA I LN I L
59 480 5.00 520 540
m/z 101.00 25.73%
15 31 101
0 | U Y | 83 ,
R I IR SRS UL LI I IR UL RIS SRR LS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime
43
480 5.00 520 540
5000 m/z 58.00 15.08%
101
15 58
28 60 84 |
S ) R R SN AN AL RRARA RAREA AN AARAN LALA RALRS ARSI RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester L L R i
59 4.80 5.00 5.20 5.40
m/z 41.05 10.10%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118335.D

Aca On : 27 Dec 2019 13:56

Operator :© JU

Sample : K6431-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Bicyclo[3.1.1]hept-2-ene, 3... Concentration Rank 16

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

6.13 5.08 ng 203220 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Thept-2-ene. 3.6.6-... 136 C1l0H16 004889-83-2 94
2 _alpha.-Pinene 136 C10H16 000080-56-8 94
3 Tricvclol2.2.1.0(2.6)1heptane. 1... 136 C10H16 000508-32-7 91
4 (19)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-26-4 90
5 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-70-8 83

Abundance Scan 687 (6.128 min): BF118335.D (-683) (-) m/z 93.10 100.00%
93
5000
77 .
¥osm “ 15 g 580 6.00 620 6.40
Obrrrrrr s e e e et b m/z 91.00 42.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15837: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-
9B
5000 T T T T ”"l"'A'J
5.80 6.00 6.20 6.40
a1 77 m/z 92.00 37.52%
27 53 67 ‘ 105 121 o0
0'WH'W“Jﬁ“'”L'N*“|“*|““w'”w'“w'“w'”v'“w'“w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15705: .alpha.-Pinene
9B
AR ARRAS AR AR S
5.80 6.00 6.20 6.40
5000 m/z 77.00 30.83%
41 o
27 ‘ 53 67 H 105 121 136
0.w”.w”Jﬁ”.hh.¢ﬂh§%ﬂ,”Jf””,ﬂnlﬂm,”””.”“.hp.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15870: Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl- e
93 5.80 6.00 6.20 6.40
m/z 79.10 24 .62%
5000
41 79
Tl o el T
0'w}?|“LH““im“ﬁU“wﬁmP'Jkgﬁwl“wh“w“'VH'w“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118335.D

Aca On : 27 Dec 2019 13:56

Operator :© JU

Sample : K6431-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknown6.63 Concentration Rank 1

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

6.63 110.43 ng 4420670 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 772 (6.628 min): BF118335.D (-767) (-) m/z 132.00 100.00%
5000
68
© s |1 77 e Prosms 620 64 60 B> 750

0 R B m/z 68.05 34._.44Y%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

A
LI L L B LB BB

6.I20 6.40 6.60 6.80 7.00
m/z 134.00  34.07%

5000

o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
24 T e
6.20 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 22.79%
A SRV 2 W N3
m/z--> 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine e B
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 14.62%
97
5000

70

31 60
4\4\\ L \8§ \106116 I
o—r7 =t e e

I
m/z--> 40 60 80 100 120 140

I
160

T
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\BF122719\
Data File : BF118335.D

Aca On : 27 Dec 2019 13:56

Operator :© JU

Sample : K6431-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.92 16.50 ng 1117030 Phenanthrene-d10 11.39
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 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59
Abundance Scan 1672 (11.921 min): BF118335.D (-1666) (-) m/z 73.00 100.00%

73
43 60
5000 129
213 S AN
1431371185 o5 | pp7 256 11,60 11.80 12.00 12.20

(o} m/z 43.10 74 .45%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

11.60 11.80 12.00 12.20
0 Tﬂ

m/z 59.95 73 .96%

213
143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 60 73
T T T
11.60 11.80 12.00 12.20
5000 m/z 41.05 62.22%
29
129
“ T? o1 115 ‘ 71 214
o...,.\...»,».»..M.u».w»u..ﬁ,»...\.,....1,4.%.1?,7..\..,.‘..1.9,8...\\.
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e e e R RUR e
43 60 73 11. 60 11. 80 12. 00 12 20

m/z 55.05 60.60%

5000 129
29
199
143157171185 242
oL15 |

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\BF122719\
Data File : BF118335.D

Aca On : 27 Dec 2019 13:56

Operator :© JU

Sample : K6431-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.70 10.99 ng 744048 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
Abundance Scan 1804 (12.698 min): BF118335.D (-1801) (-) m/z 73.00 100.00%
43 7B
5
5000 129
143157171185199213227241 284 1240'1ékb'1£éo'iébb"
0 m/z 43.05 92.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
4B 57 7B
5000 129 R EEman e
12. 40 12. 60 12. 80 13. oo
m/z 60.00 84 .82%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid
78
43
57 12.'40 12.|60 12.I80 13.'00
5000 29 m/z 41.05 80.41%
129 - 214
L Tt | seersr'Thass
0 u.ﬂhww. .”w.”w.”w.”..”.J”..”..”..“.““.P“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid T T O T
78 12.40 12.60 12.80 13.00
43 m/z 57.00 72.47%
5
5000 129
185 228
115
1 1435171
0| -------T ]m‘ H‘ “-‘--‘--:!--57-----‘--]:99-?}?-}‘------|----|--- L I e
miz--> 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\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118335.D

Aca On : 27 Dec 2019 13:56

Operator :© JU

Sample : K6431-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 9-Octadecenamide, (Z)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

13.53 3.49 ng 210145 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 90
2 Tetradecanamide 227 C14H29NO 000638-58-4 86
3 Hexadecanamide 255 C16H33N0 000629-54-9 78
4 Decanamide- 171 C10H21NO 002319-29-1 78
5 Octanamide 143 C8H17NO 000629-01-6 64

Abundance Scan 1945 (13.527 min): BF118335.D (-1944) (-) m/z 59.00 100.00%

99
5000

13.20 13.40 13.60 13.80

100114128145 185 208

240

o m/z 72.00 52.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128443: 9-Octadecenamide, (2)-
59
5000 TT LI B B L N B TTT

13.20 13.40 13.60 13.80
m/z 43.05 29.81%

o2 83 98 114128 154 170184108 220 238 264 2O1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83609: Tetradecanamide
59
13.20 13.40 13.60 13.80
5000 m/z 41.10 16.37%
43

28 1| | 86100114128 149 170184108 227

N
R B o e e AR ARARE RLRARAREREEEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 X
Abundance #106565: Hexadecanamide

59 13.20 13.40 13.60 13.80
m/z 55.00 15.18%

o

5000

86100114128142156170184198212226240255

0 ,,\M,,, 21561701841982122262402%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80

8270-BF122419.M Mon Dec 30 18:00:39 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118335.D

Aca On : 27 Dec 2019 13:56

Operator :© JU

Sample : K6431-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Cinnamyl cinnamate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.74 20.01 ng 1206650 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamvl cinnamate 264 C18H1602 000122-69-0 87
2 Cinnamovlalvcine. methvl ester 219 C12H13NO3 040778-04-9 53
3 2.2-Dimethvl-1-(2-vinviphenvDpr... 188 C13H160 1000210-99-9 52
4 trans-1-Cinnamovlimidazole 198 C12H10N20 001138-15-4 50
5 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 50
Abundance Scan 1981 (13.739 min): BF118335.D (-1978) (-) m/z 131.00 100.00%
131
5000
115
7791 T[rrrr|yrrrryrrrr|rrrrr
51 ‘ 219 13.40 13.60 13.80 14.00
Ob e e J-, e b 247178 192205 | 235 264281 | o705 00 35.82%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114231: Cinnamyl cinnamate
131
5000 AU U
117 13.40 13.60 13.80 14.00
103 m/z 116.95 33.43%
5 77 ‘ 219 -
0 L 147 173 192 | 236
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #76403: Cinnamoylglycine, methyl ester
131
ADARSRSARSARABAARARES
13.40 13.60 13.80 14.00
5000 103 m/z 103.10 29.75%
77
51 146 218
ob, L L |
mz-> 20 45 eb éo 100 120 140 160 180 200 220 240 260 280
Abundance #51728: 2,2-Dimethyl-1-(2-vinylphenyl)propan-1-one AN
131 13.40 13.60 13.80 14.00
m/z 77.00 24 .33%
5000
77 103
188
41
o 27 57 ‘ | 117 | 145159173
mz-> 20 4'0 6|O 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00

8270-BF122419.M Mon Dec 30 18:00:39 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118335.D

Aca On : 27 Dec 2019 13:56

Operator :© JU

Sample : K6431-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 19.91 ng 1200460 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 96
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
Abundance Scan 2003 (13.868 min): BF118335.D (-2000) (-) m/z 83.05 100.00%
o7 83
5000 111 A\
139 13.60 13.80 14.00 14.20
ol L Ul h7y " 108 196 224 252 280 | “n7z 57.10 97.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83
5000
13.60 13.80 14.00 14.20
29 111 m/z 55.00 93.22%
o J I I i l 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55 83
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
13.60 13.80 14.00 14.20
5000 111 m/z 43.05 91.94%
29
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester =R R T
57 13.60 13.80 14.00 14.20
83 m/z 97.10 89.27%
5000 111 A\_
29 169
0 J ! “ ‘ (| h13‘9‘ ‘ | 2]\-0 255 406 o~
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF122419.M Mon Dec 30 18:00:39 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118335.D

Aca On : 27 Dec 2019 13:56

Operator :© JU

Sample : K6431-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Heptacosane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.20 7.63ng 460353  Chrysene-d12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Heptacosane 380 C27H56 000593-49-7 91

2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Hentriacontane 437 C31H64 000630-04-6 91

Abundance Scan 2059 (14.198 min): BF118335.D (-2055) (-) m/z 57.05 100.00%

57
85
5000 ’\

| l| | 141 169 197 225 253 295 13.80 14.00 14.20 14.40 14.60

ol o e e R m/z 71.10 80.28%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85 LIS B L L L L L L Y LB

B%mmmmmmmm
m/z 43.05 64.71%

29 113 14
ol 1. j N 169 197 225 253 281 309 337 380
el e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
13.80 14.00 14.20 14.40 14.60

5000 a5 m/z 85.05 60.79%
113
ol 38 J Ly A 141 169 197 239 267 204 323 352
Rl SN St LSRN L S A -

miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane A B
57 13.80 14.00 14.20 14.40 14.60
m/z 55.00 25.58%

85
5000
29 113
ol L 169 197 225 253 296

m/z--> 50 100

150 200 250 300 350

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
13.80 14.00 14.20 14.40 14.60

8270-BF122419.M Mon Dec 30 18:00:40 2019

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118335.D

Aca On : 27 Dec 2019 13:56

Operator :© JU

Sample : K6431-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .50 15.26 ng 920084 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2110 (14.498 min): BF118335.D (-2107) (-) m/z 57.05 100.00%
g7
85
5000
141 14.20 14.40 14.60 14.80
oL A L4l ll Loa”[~ . 169 197215 289 282302324 3% | ;57771 05  80.03%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 L B DU B SULLE
mmmmmmmm
‘ m/z 43.10 68.08%
LRl ul | Mt 169 197 225 253 282
m/z--> §o 1 o 1éo 260 2%0 360 3%0
Abundance #141426: Heneicosane
57
85 14.20 14.40 14.60 14.80
5000 m/z 85.10 59.44Y%
29 113
ol Tl |1 160 197 225 253 296
m/z--> §o 160 150 200 250 300 3%0
Abundance #185535: Heptadecane, 9-octyl- e RaEEE e
57 14.20 14.40 14.60 14.80
m/z 55.05 26.57%
5000 85
oS J‘h\ LM 4 169 197 %0 567 204 323 352
m/z--> 5'0 1(')0 150 200 251;0 3(')0 3&1;0 14 20 14. 40 14 60 14. 80

8270-BF122419.M Mon Dec 30 18:00:40 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118335.D

Aca On : 27 Dec 2019 13:56

Operator :© JU

Sample : K6431-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.82 9.84 ng 1237490 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Hexadecane 226 C16H34 000544-76-3 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2165 (14.821 min): BF118335.D (-2158) (-) m/z 57.05 100.00%
57
85
5000
| | | d113 141 169 197 225 253 281 309 387 ___ 394 14.80 1480 1500 25.20
ol b b b Wy o 2L R el 3 m/z 71.05 80.01%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85

14.60 14.80 15.00 15.20
m/z 85.05 66.42%

113

ol L bl M3 1 160 107 25 268
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57
14.60 14.80 15.00 15.20
5000 85 m/z 43.05 65.39%
0 29 ‘ J J 1}3‘141 169 197 226
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane D B B B A N B
57 14.60 14.80 15.00 15.20
m/z 55.05 24 .96%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 14.60 14. 80 15. OO 15. 20

8270-BF122419.M Mon Dec 30 18:00:41 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118335.D

Aca On : 27 Dec 2019 13:56

Operator :© JU

Sample : K6431-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.16 11.78 ng 1482600 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2223 (15.162 min): BF118335.D (-2216) (-) m/z 57.05 100.00%
57
85
5000

| | 141,169 197 225 14.80 15.00 15.20 15.40
ol AL LA i 100007 225 253 295 323 31 qunT g1 oR 77,840

m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85
14.80 15.00 15.20 15.40
113 m/z 85.05 63.01%
o 200 || |10, 169 197 225 267 295 365 393
e T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
14.80 15.00 15.20 15.40
5000 85 m/z 43.05 62.01%
29 113
oL 1| | 4177, 141 169 197 225 253 295 323 367
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 14.80 15.00 15.20 15.40
m/z 55.05 24 .70%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
et e e e S AR SRR RS S
m/z--> 50 100 150 200 250 300 350 14. 80 15. 00 15.20 15.40

8270-BF122419.M Mon Dec 30 18:00:41 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118335.D

Aca On : 27 Dec 2019 13:56

Operator :© JU

Sample : K6431-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Octadecane, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.99 8.97 ng 1128450 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2364 (15.992 min): BF118335.D (-2357) (-) m/z 57.10 100.00%
57
85
5000
141 169 15.60 15.80 16.00 16.20 16.40
ol 34 “ ll A, 97,225 267 309 381379 | nsz 71.10  83.31%
m/z--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl-
43
71
5000

15.60 15.80 16.00 16.20 16.40
m/z 85.10 63.21%

} J 127 155 183 225 253

oty e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
15.60 15.80 16.00 16.20 16.40
5000 85 m/z 43.05 61.50%
113
N BEE 141,169 197 225 267 295 365 393
L s o o e e L A s B e e BRI
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane N B e B B R
57 15.60 15.80 16.00 16.20 16.40
m/z 55.05 23.74%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 15 60 15. 80 16. OO 16 20 16. 40

8270-BF122419.M Mon Dec 30 18:00:41 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118335.D

Aca On : 27 Dec 2019 13:56

Operator :© JU

Sample : K6431-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknownl6.04 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
16.04 5.90 ng 742437 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexacosvl trifluoroacetate

2 Triacontvl acetate

3 Tricosvl trifluoroacetate

4 Hexacosvl pentafluoropropionate
5 Docosyl pentafluoropropionate

478 C28H53F302
480 C32H6402

436 C25H47F302
528 C29H53F502
472 C25H45F502

1000351-75-0 46
041755-58-2 46
1000351-75-1 42
1000351-81-2 42
1000351-80-9 42

Abundance Scan 2372 (16.039 min): BF118335.D (-2368) (-) m/z 83.10 100.00%
57
5000
‘ 157 297 ~ ""15'80 16,00 16.20 16.40
181207
b L -11 J L — m/z 97.10 74.31%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #232315: Hexacosy! trifluoroacetate
57
97
5000 LA L L L L L L
15.80 16.00 16.20 16.40
125 m/z 57.10 59.60%

o 29011 ll 153181 222 250 278 306 336 364 409 460
o L A S e e LA AL i B e a I
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232691: Triacontyl acetate
43
97

15.80 16.00 16.20 16.40
5000 m/z 69.05 58.31%

125
ol 151, | Ll (193181209 250 278 306 334 362 392 420 462
STIE LN e R L
mz-> 0 50 100 150 200 250 300 350 400 450

Abundance #223732: Tricosy! trifluoroacetate R R A
57 15. 80 16. 00 16. 20 16 40
m/z 43.10 51.32%

97
5000
125
29 153
O Ik 193181 210238264 294322 367 418

L L L e o e e O B e
m/z--> 0 50 100 150 200 250 300 350 400 450 15. 80 16.00 16.20 16.40

8270-BF122419.M Mon Dec 30 18:00:42 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118335.D

Aca On : 27 Dec 2019 13:56

Operator :© JU

Sample : K6431-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.50 6.47 ng 813850 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 2450 (16.498 min): BF118335.D (-2443) (-) m/z 57.05 100.00%
g7
85
5000
LR DA BUNR SRR B
141 169 16.20 16.40 16.60 16.80
— Al “ Ly 12,197,225 267 205 351 379 410 n75 7105 83.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane

16.20 16.40 16.60 16.80
m/z 43.05 65.71%

141 169 197 225 253 296

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
T T T
16.20 16.40 16.60 16.80
5000 85 m/z 85.10 64.35%
113
o 29| ‘ Il [T, 242 160 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance #96002: Tridecanol, 2-ethyl-2-methyl- L B L L B e
57 16.20 16.40 16.60 16.80
m/z 55.10 27 .39%
113
m/z--> 50 100 150 200 250 300 350 400 16.20 16. 40 16.60 16.80

8270-BF122419.M Mon Dec 30 18:00:42 2019 Page: 19



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122719\
Data File : BF118335.D

Acq On : 27 Dec 2019 13:56

Operator : JU

Sample - K6431-06

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_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]
Butane, 2-methoxy... 2.12 12.6 ng 503105 1 6.85 800600 20.0
2-Pentanone, 4-hy... 5.06 19.8 ng 793504 1 6.85 800600 20.0
Bicyclo[3.1.1]hep... 6.13 5.1 ng 203220 1 6.85 800600 20.0
unknown6.63 6.63 110.4 ng 4420670 1 6.85 800600 20.0
n-Hexadecanoic acid 11.92 16.5 ng 1117030 4 11.39 1354180 20.0
Octadecanoic acid 12.70 11.0 ng 744048 4 11.39 1354180 20.0
9-Octadecenamide, ... 13.53 3.5 ng 210145 5 14.04 1205970 20.0
Cinnamyl cinnamate 13.74 20.0 ng 1206650 5 14.04 1205970 20.0
5-Eicosene, (E)- 13.87 19.9 ng 1200460 5 14.04 1205970 20.0
Heptacosane 14.20 7.6 ng 460353 5 14.04 1205970 20.0
Eicosane 14.50 15.3 ng 920084 5 14.04 1205970 20.0
Nonadecane 14.82 9.8 ng 1237490 6 15.54 2516460 20.0
2-methyloctacosane 15.16 11.8 ng 1482600 6 15.54 2516460 20.0
Octadecane, 2-met... 15.99 9.0 ng 1128450 6 15.54 2516460 20.0
unknownl16 .04 16.04 5.9 ng 742437 6 15.54 2516460 20.0
Heneicosane 16.50 6.5 ng 813850 6 15.54 2516460 20.0
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