LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052419\
Data File : BF114575.D

Aca On : 24 May 2019 17:52

Operator : JU/SJ

Sample : K2993-16

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 5.028 496 500 514 rBV 1222832 1612517 35.55% 3.267%
2 5.451 569 572 597 rBVY 3241550 3442459 75.89% 6.974%
3 6.469 740 745 762 rBVY 3623421 4123140 90.89% 8.353%
4 6.592 762 766 779 rVB 4109867 3757558 82.83% 7.612%
5 6.810 800 803 811 rBV 1123377 962434 21.22% 1.950%
6 6.969 826 830 846 rBVY 3580007 3168321 69.84% 6.418%
7 7.375 895 899 911 rBVY 2737818 2670277 58.86% 5.409%
8 8.092 1017 1021 1036 rBvV 1370149 1246871 27.49% 2.526%
9 9.169 1199 1204 1207 rBVvV 5057277 4479116 98.74% 9.074%
10 9.563 1268 1271 1275 rBV 273846 239395 5.28% 0.485%

11 9.845 1315 1319 1325 rBV2 1452811 1384135 30.51% 2.804%
12 10.639 1451 1454 1462 rBV 1802084 1991355 43.90% 4.034%
13 11.268 1546 1561 1569 rBV9 237750 1327042 29.25% 2.688%
14 11.333 1569 1572 1579 rVB 1547397 1570114 34.61% 3.181%
15 11.451 1587 1592 1600 rVB3 201821 503791 11.11% 1.021%

16 11.568 1601 1612 1620 rBV3 359343 1504688 33.17% 3.048%
17 11.774 1635 1647 1649 rBV2 751196 2113246 46.58% 4.281%
18 12.286 1731 1734 1735 rBV 316100 331683 7.31% 0.672%
19 12.310 1736 1738 1742 rVV 453603 610737 13.46% 1.237%
20 12.351 1742 1745 1747 rVV 324282 390684 8.61% 0.791%

21 12.921 1837 1842 1845 rBV 4670174 4536369 100.00% 9.190%

22 13.139 1874 1879 1882 rBvV4 41991 56825 1.25% 0.115%
23 13.392 1918 1922 1926 rVB 66096 77660 1.71% 0.157%
24 13.480 1933 1937 1940 rBV2 63735 74437 1.64% 0.151%

25 13.804 1989 1992 2000 rBV 499391 701444 15.46% 1.421%

26 13.980 2018 2022 2030 rBV 1504648 1366443 30.12% 2.768%
27 14.127 2044 2047 2051 rVB 143371 130376 2.87% 0.264%
28 14.433 2095 2099 2105 rBvV 293270 345676 7.62% 0.700%
29 14.574 2118 2123 2128 rBV5 84278 224834 4._.96% 0.455%
30 14.733 2145 2150 2154 rBV 505714 563850 12.43% 1.142%

31 14.809 2160 2163 2165 rBV 54909 62820 1.38% 0.127%
32 15.062 2202 2206 2210 rBV 618251 718650 15.84% 1.456%
33 15.445 2265 2271 2279 rBV2 1180067 1962041 43.25% 3.975%
34 15.803 2324 2332 2333 rBV 391683 758432 16.72% 1.536%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF052419\
Data File : BF114575.D

Aca On : 24 May 2019 17:52

Operator : JU/SJ

Sample : K2993-16

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 - 0 Peak Location: TOP

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

Method
Title

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

35 16.351 2420 2425 2432 rVB 206792 353935 7.80% 0.717%

Sum of corrected areas: 49363355

8270-BF051019.M Mon May 27 04:37:15 2019 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114575.D

Aca On : 24 May 2019 17:52

Operator : JU/SJ

Sample : K2993-16

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

Abundance TIC: BF114575.D
5000000

6.59

4000000
6.47 6.97

5.45
3000000 7.37

2000000

5. 03 6. 81
1000000

R e L

1
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF114575.D
5000000 917 12.92

4000000

3000000

2000000

8.09
1000000

9.56
13.14

o e e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF114575.D
5000000

4000000

3000000

2000000

13.98

1000000

8270-BF051019.M Mon May 27 04:37:16 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114575.D

Aca On : 24 May 2019 17:52

Operator : JU/SJ

Sample : K2993-16

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 unknown5.03 Concentration Rank 3

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

5.03 33.51 ng 1612520 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 500 (5.028 min): BF114575.D (-496) (-) m/z 43.00 100.00%
43
59 A_
5000
101 RRRERAREE BARRE ARE B
460 480 500 520 5.40
e 3l S8l ee e | e 05 53 73%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
57
5000 SR S
460 4.80 5.00 5.20 5.40
29 101 m/z 101.00 16.30%
15 ., 37 51 |||, 73 83 o5 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
460 4.80 500 520 540
5000 5o m/z 58.00 13.62%
15 101
| 253 3 53, 83 ‘
miz--> A A N A
Abundance #8344: 3-Hexanol, 4-methyl-
59 460 4.80 5.00 5.20 5.40
m/z 41.05 8.98%
5000 41
31
| 1T
15 I Ll ssll] ‘ |8
”'I'”'I'”'I'”'I'”'I'”'I"”I"”I"”I"”I"”I'

m/z--> 10 20 40 50 60 70 80 90 100 110 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114575.D

Aca On : 24 May 2019 17:52

Operator : JU/SJ

Sample : K2993-16

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 2 unknown6.59 Concentration Rank 1

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

6.59 78.08 ng 3757560 1,4-Dichlorobenzene-d4 6.81
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 12
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 766 (6.592 min): BF114575.D (-762) (-) m/z 132.00 100.00%
5000 68
620 6.40 6.60 6.80 7.00
B E e m/z 68.10 42.62%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRS SR S S
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 33.38%
..."'!".l.!..||....|.|...|..'.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 27.05%
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! e N S REEREEE
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.66%
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\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114575.D

Aca On : 24 May 2019 17:52

Operator : JU/SJ

Sample : K2993-16

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 1-Eicosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.27 16.90 ng 1327040 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosene 280 C20H40 003452-07-1 70
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 70
3 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 70
4 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 64
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 62

Abundance Scan 1561 (11.268 min): BF114575.D (-1546) (-) m/z 57.10 100.00%

5000

257 L B e
11.00 11.20 11.40 11.60

m/z 43.10 62 .38%

167 105 213 239

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127767: 1-Eicosene
43

83

]

5000

11.00 11.20 1140 11.60
280 m/z 71.10 46.62%

2 139

167182 209995 252

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143260: 1-Dodecanoal, 2-octyl-
5[7

.

11.00 11.20 11.40 11.60
m/z 55.05  43.79%

5000 4
111

139154 182 519 935252 280297

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119525: 1-Decanol, 2-octyl- T
57 11.00 11.20 11.40 11.60

m/z 97.10 37 .55%

3

5000 4
111

L

139154 187 ppg224 252
e —
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114575.D

Aca On : 24 May 2019 17:52

Operator : JU/SJ

Sample : K2993-16

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 5 2-Hexadecene, 2,6,10,14-tet... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.45 6.42 ng 503791 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexadecene. 2.6.10.14-tetramet... 280 C20H40 056554-34-8 50
2 l1-Hexadecanol. 3.7.11.15-tetrame... 298 C20H420 000645-72-7 46
3 3-Decen-2-one 154 C10H180 010519-33-2 43
4 2-Hexvldecvl propionate 298 C19H3802 1072781-99-7 38
5 Undecane, 3,4-dimethyl- 184 C13H28 017312-78-6 35

Abundance Scan 1592 (11.451 min): BF114575.D (-1587) (-) m/z 57.10 100.00%

g7

3

5000 97
41 257 LI B B
L - 11.20 11.40 11.60 11.80
rrrrr el m/z 43.10 65.31%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127778: 2-Hexadecene, 2,6,10,14-tetramethyl-
a3

s

70

5000

11.20 11,40 11.60 11.80
m/z 71.10 53.40%

125
141 168 196 224240 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

3

Abundance #143263: 1-Hexadecanol, 3,7,11,15-tetramethy!-
57
11.20 11.40 11.60 11.80
5000 41 m/z 97.10 47 .66%
28 | | 141 167 196 o4 252 280 298
i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #26660: 3-Decen-2-one R REEEs Ba
43 11.20 11.40 11.60 11.80
m/z 55.05 39.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114575.D

Aca On : 24 May 2019 17:52

Operator : JU/SJ

Sample : K2993-16

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 1-Dodecanol, 2-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.77 26.92 ng 2113250 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 90
2 1-Eicosene 280 C20H40 003452-07-1 89
3 2-Octvldodecvl isobutvrate 368 C24H4802 1000368-55-5 83
4 2-Octvldodecvl propionate 354 C23H4602 1000368-55-1 76
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 74
Abundance Scan 1646 (11.768 min): BF114575.D (-1635) (-) m/z 57.10 100.00%
57

5000

2

11.40 11.60 11.80 12.00
m/z 43.10 67.45%

m/z--> 50 100 150 200 250 300 350
Abundance #143260: 1-Dodecanoal, 2-octyl-

2

5000 83 LA L L L L LB L
11.40 11.60 11.80 12.00

- o m/z 71.10 51.27%

1 PO | " | L |l llg 11§7 196 224 252 280

L 0 T L i e e e e e B e B B e o I
m/z--> 50 100 150 200 250 300 350
Abundance #127766: 1-Eicosene

43
T T

97 11.40 11.60 11.80 12.00
5000 69 m/z 55.10 41.53%
125
l LA o 0z 22
miz--> 50 100 150 200 250 300 350
Abundance #195789: 2-Octyldodecy! isobutyrate A e R Rama
B 71 11.40 11.60 11.80 12.00
m/z 83.10 40.57%
5000
‘ } 139
280
L, ‘ 2& JL L L 119 224 252 7 307325 350368
I

m/z--> 200 250 300 350 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114575.D

Aca On : 24 May 2019 17:52

Operator : JU/SJ

Sample : K2993-16

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 Docosyl heptafluorobutyrate Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.29 4.22 ng 331683 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosvl heptafluorobutvrate 522 C26H45F702 1000351-83-1 52
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 49
3 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 49
4 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 46
5 1-Dodecanol, 2-octyl-, acetate 340 C22H4402 074051-84-6 46
Abundance Scan 1735 (12.292 min): BF114575.D (-1731) (-) m/z 57.10 100.00%

<

5000
12.00 12.20 12.40 12.60
-y m/z 43.10 82.93%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #237282: Docosyl heptafluorobutyrate
57
5000 LA L L L L LB
125 12. OO 12 20 12. 40 12 60
m/z 97.10 57.08%
29 l 1}69195224250280308 353 504
iy . R I
m/z--> 50 100 15 200 250 300 350 400 450 500
Abundance #95994: 1-Decanol, 2-hexyl-
57
T T

12.00 12.20 12.40 12.60
5000 83 m/z 55.10 46.76%

111
! J I 1§ 1F3° 168196 224

ERR

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143260: 1-Dodecanol, 2-octyl- RS EEmmmman
57 12.00 12.20 12.40 12.60
m/z 71.10 41 .85%
5000 83
111

29

ity (167 106 224252 200

L A s o A RA AT e
m/z--> 50 100 150 200 250 300 350 400 450 500 12. OO 12 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114575.D

Aca On : 24 May 2019 17:52

Operator : JU/SJ

Sample : K2993-16

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 11 Cycloeicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.80 10.27 ng 701444 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 96
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
Abundance Scan 1991 (13.798 min): BF114575.D (-1989) (-) m/z 57.05 100.00%
57
83
5000
LRI AN DAL SN B
139 13.40 13.60 13.80 14.00 14.20
167 196 221 256 285 n/z 4310 94 1%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane
55
83
5000 AR SR SRR SRR B
29 13140 13.60 13.80 14.00 14.20
1 m/z 55.05 79.25%
| 1 |139 168 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
83 13.40 13.60 13.80 14.00 14.20
5000 m/z 83.05 65.36%
111
29
P 0 a0z 434
m/z--> 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester e e I EEEEE mm s o
57 13.40 13.60 13.80 14.00 14.20
m/z 97.10 57.92%
5000
29 125
|l \l 154 182 210 238 283 384
m/z--> 5 100 150 200 250 300 350 400 13140 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114575.D

Aca On : 24 May 2019 17:52

Operator : JU/SJ

Sample : K2993-16

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 12 Tricosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .43 5.06 ng 345676 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90

Abundance Scan 2098 (14.427 min): BF114575.D (-2095) (-) m/z 57.05 100.00%

%

5000 85
113 14.20 14.40 14.60 14.80
4 I 141 169 215 324
S3a Ty 169 195285 230 266 302°77 355 m/z 43.05 69.90%
miz--> 50 100 150 200 250 300 350
Abundance #164579: Tricosane
57
5000 85 e
14.20 14.40 14.60 14.80
13 m/z 71.05 60.90%
Pl T e B B
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
R
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 40.76%
29 113
g i |l |77, 141 169 197 225 253 295 323 367
e e e e e e e e e e
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane e
57 14.20 14.40 14.60 14.80
m/z 41.10 21 .55%
29
‘ ] | (M3 141 169 197 225 253 281 309 337 365 394

T
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\BF052419\
Data File : BF114575.D

Aca On : 24 May 2019 17:52

Operator : JU/SJ

Sample : K2993-16

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 13 unknownl4.57 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14 .57 3.29 ng 224834 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 25
2 .beta.-d-Allopvranoside. methvl ... 192 C8H1605 014917-72-7 16
3 Octadecanoic acid. 9-methvl-. me... 312 C20H4002 014066-50-3 16
4 Propanamide. N-cvclohexvl- 155 C9H17NO 001126-56-3 14
5 Methyl valerate 116 C6H1202 000624-24-8 14
Abundance Scan 2122 (14.568 min): BF114575.D (-2118) (-) m/z 74.05 100.00%
5000 Aﬂﬁu_wvyd(\,//\\\A,Nwﬁhv_w\
14.20 14.40 14.60 14.80
m/z 43.10 79.27%
m/z--> 50 100 150 200 250 300 350
Abundance #154944: Nonadecanoic acid, methyl ester
7
5000 43 LN BRI U
14.20 14.40 14.60 14.80
143 312 m/z 69.05 57.81%
18 199 269
171 223241
m/z--> 50 100 150 200 250 300 350
Abundance #54925: beta.-d-Allopyranoside, methy| 6-deoxy-2-O-methyl-
4
14.20 14.40 14.60 14.80
5000 m/z 57.10 50.45%
I?ﬂ‘ﬁstlﬂ,\llo? 130 160 102
m/z--> 50 100 150 200 250 300 350
Abundance #154969: Octadecanoic acid, 9-methyl-, methy! ester L L
74 14.20 14.40 14.60 14.80
m/z 129.00 49 _.36%
5000 312
SF . 143 213
115 185 269
, ,2?,1\ “ “ I .,u,m,“lh,167,\, l 297 || e
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\BF052419\
Data File : BF114575.D

Aca On : 24 May 2019 17:52

Operator : JU/SJ

Sample : K2993-16

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 14 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.73 5.75 ng 563850 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tridecane. 7-propvl- 226 C16H34 055045-09-5 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 87

Abundance Scan 2149 (14.727 min): BF114575.D (-2145) (-) m/z 57.10 100.00%

57
5000 85

113 14.40 14.60 14.80 15.00
141 169
ol A T 169 197 225 249260 204 m/z 43.10  62.41%
m/z--> 50 100 150 200 250 300 350

Abundance #194493: Hexacosane

%

5000 85 e e R
14.40 14.60 14.80 15.00

m/z 71.10 57 .55%

113

29
L j ﬂ L 141,169 197 225 253 205 323 367
e . e B i LA e e
m/z--> 50 100 150 200 250 300 350
Abundance #83029: Tridecane, 7-propyl-
43
e mam e e RBAR
71 14.40 14.60 14.80 15.00
5000 m/z 85.10 40.46%
140
99 183
e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane L m o S
57 14.40 14.60 14.80 15.00
m/z 55.10 23.23%
85
5000
29 113
LU 77 M1 169 107 225 253 296
el T R R B 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\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114575.D

Aca On : 24 May 2019 17:52

Operator : JU/SJ

Sample : K2993-16

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 15 Octacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.06 7.33 ng 718650 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octadecane 254 C18H38 000593-45-3 86
4 Pentacosane 352 C25H52 000629-99-2 86
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 83

Abundance Scan 2206 (15.062 min): BF114575.D (-2202) (-) m/z 57.10 100.00%
57
5000 85
113 14.80 15.00 15.20 15.40
141
3 b T 169 107 225 258 280 311336 nzz 43.10 | 63.65%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 LN SR BN SUULL IR
14.80 15.00 15.20 15.40
29 m/z 71.10 58.95%
| T 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
14,80 15.00 15.20 1540
5000 m/z 85.10 44 .27%
85
20 J (113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane B AL B e
57 14.80 15.00 15.20 15.40
m/z 55.10 21.84%
5000 85
29
[ 28 141 169 107 g5 254

T
m/z--> 50 100 150 200 250 300 350 14.80 15. 00 15. 20 15.40

8270-BF051019.M Mon May 27 04:37:22 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052419\
Data File : BF114575.D

Aca On : 24 May 2019 17:52

Operator : JU/SJ

Sample : K2993-16

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 16 1-Decanol, 2-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.80 7.73 ng 758432 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 81
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 81
3 1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 78
4 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 76
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 68

Abundance Scan 2331 (15.798 min): BF114575.D (-2324) (-) m/z 57.10 100.00%

g7

5000

:

139 285 R o N B
224241 267 325 354 15.40 15.60 15.80 16.00 16.20

m/z 43.10 63.45%
m/z--> 50 100 150 200 250 300 350
Abundance #119525: 1-Decanol, 2-octyl-

s

5000 83 R o B
1540 15. 60 1580 16. 00 16 20

e m/z 71.10  60.72%
1l I| ]|,1:.?9 168 196 224 252

T T
m/z--> 50 100 150 200 250 300 350
Abundance #143260: 1-Dodecanoal, 2-octyl-

29

§

15.40 15.60 15.80 16.00 16.20

5000 83 m/z 55.10 44 .82%
111
29
139
Lty -H| -‘I -h‘. e 167 196 224 -252- .25.;0.297. T
m/z--> 50 100 150 200 250 300 350
Abundance #107668: 1-Hexadecanol, 2-methyl- A B o
57 15.40 15.60 15.80 16.00 16.20
m/z 97.10 40.20%
5000 83
29
111
JL | 11?9 168185 210 238256
m/z--> 50 100 150 200 250 300 350 15. 40 15. 60 15. 80 16. 00 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052419\
Data File : BF114575.D

Acq On : 24 May 2019 17:52

Operator : JU/SJ

Sample - K2993-16

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]
unknown5.03 5.03 33.5 ng 1612520 1 6.81 962434 20.0
unknown6 .59 6.59 78.1 ng 3757560 1 6.81 962434 20.0
1-Eicosene 11.27 16.9 ng 1327040 4 11.33 1570110 20.0
2-Hexadecene, 2,6... 11.45 6.4 ng 503791 4 11.33 1570110 20.0
1-Dodecanol, 2-oc... 11.77 26.9 ng 2113250 4 11.33 1570110 20.0
Docosyl heptafluo... 12.29 4.2 ng 331683 4 11.33 1570110 20.0
Cycloeicosane 13.80 10.3 ng 701444 5 13.98 1366440 20.0
Tricosane 14.43 5.1 ng 345676 5 13.98 1366440 20.0
unknownl14 .57 14.57 3.3 ng 224834 5 13.98 1366440 20.0
Hexacosane 14.73 5.8 ng 563850 6 15.45 1962040 20.0
Octacosane 15.06 7.3 ng 718650 6 15.45 1962040 20.0
1-Decanol, 2-octyl- 15.80 7.7 ng 758432 6 15.45 1962040 20.0
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