LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100820\
Data File : BF121898.D
Aca On : 8 Oct 2020 19:53 Instrument :
Operator : JU/CG E?Afs el

- _ lentosampleld :
3?22'6 : L4309-02 (OWLS-HEAD-BH-02-B
ALS Vial : 16 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-BF091020.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 4 _.957 484 488 503 rBV 96899 134057 5.60% 0.741%
2 5.381 556 560 579 rBVY 1660913 1803528 75.35% 9.971%
3 6.398 729 733 763 rBVY 1792820 1887715 78.87% 10.437%
4 6.757 790 794 803 rBV 761679 602629 25.18% 3.332%
5 7.322 886 890 903 rBVY 1406082 1308432 54.66% 7.234%
6 8.039 1008 1012 1028 rBV 799398 802260 33.52% 4_.436%
7 9.116 1191 1195 1207 rBvV 2745850 2383241 99.57% 13.177%
8 9.510 1259 1262 1272 rBV 184377 194740 8.14% 1.077%
9 9.792 1307 1310 1322 rVB 1036451 912921 38.14% 5.047%
10 10.586 1441 1445 1461 rBVY 1331003 1319761 55.14% 7.297%

11 11.280 1559 1563 1570 rBV 978147 934216 39.03% 5.165%
12 12.863 1828 1832 1836 rBV 2639335 2393557 100.00% 13.234%
13 13.092 1868 1871 1880 rBV3 18590 29983 1.25% 0.166%
14 13.774 1982 1987 2002 rBV2 203460 525010 21.93% 2.903%
15 13.916 2007 2011 2022 rVB 703315 728120 30.42% 4.026%

16 14.380 2086 2090 2093 rBV2 43523 38592 1.61% 0.213%
17 14.421 2093 2097 2106 rvv4 28586 67663 2.83% 0.374%
18 14.680 2137 2141 2145 rBV 35278 34996 1.46% 0.193%
19 14.751 2149 2153 2158 rVB 30660 36257 1.51% 0.200%
20 14.821 2162 2165 2170 rVB 52119 50403 2.11% 0.279%
21 15.004 2193 2196 2201 rVB 65663 69961 2.92% 0.387%

22 15.080 2201 2209 2217 rBvV4 40780 114660 4._.79% 0.634%
23 15.357 2251 2256 2268 rBV 594694 785929 32.84% 4._.345%
24 15.562 2287 2291 2295 rVB3 36435 45467 1.90% 0.251%
25 15.780 2324 2328 2334 rVB 78366 112012 4.68% 0.619%

26 15.886 2339 2346 2358 rBv4 54030 194566 8.13% 1.076%

27 16.262 2407 2410 2416 rVB3 19770 28616 1.20% 0.158%
28 16.539 2451 2457 2465 rVB2 84417 156775 6.55% 0.867%
29 16.815 2500 2504 2514 rVB 39683 82646 3.45% 0.457%
30 16.992 2525 2534 2536 rBV7 37953 99161 4.14% 0.548%
31 17.345 2588 2594 2608 rVB7 22027 82173 3.43% 0.454%
32 17.892 2681 2687 2695 rVB5 27679 70038 2.93% 0.387%
33 18.274 2747 2752 2762 rVB10 22070 56843 2.37% 0.314%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100820\

Data File : BF121898.D

Aca On : 8 Oct 2020 19:53

Operator : JU/CG

ﬁ?ggle i L4309-02 OWLS-HEAD-BH-02-B
ALS Vial : 16 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\HPCHEM1I\BNA F\METHODS\8270-BF091020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 18086928
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100820\

Data File : BF121898.D

Aca On : 8 Oct 2020 19:53

Operator : JU/CG

ﬁ?ggle i L4309-02 OWLS-HEAD-BH-02-B
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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: BF121898.D

2500000

2000000
6.40
5.38

1500000 7.32

1000000
6.76

500000

1 e —

T
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: BF121898.D

2500000

2000000

1500000 10.59

9.79
1000000 11.28

8.04

500000
9.51

13.09

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: BF121898.D

2500000

2000000

1500000

1000000

13.92 15.36

500000
13.77

14468 1448825608 [\155615-@@ 1626 1654 1682699 17.34 17.80 1827

O e E e R e = e e

' T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100820\

Data File : BF121898.D

Aca On : 8 Oct 2020 19:53

Operator : JU/CG

ﬁ?ggle i L4309-02 OWLS-HEAD-BH-02-B
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.96 4.45 ng 134057 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 488 (4.957 min): BF121898.D (-484) (-) m/z 42.95 100.00%
a3
59
5000
1o 460 480 500 520
83 : : : :
o...,....,....,....','::..,?3.:~.,....,....,.~...,...:,|....,. m/z 59.10 56.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 G L R L
4.60 4.80 5.00 5.20
59 m/z 101.00 17.79%
0 21 37, 53,|| 67 778 o1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 480 500 520
5000 m/z 58.00 15.90%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol L LI L L DL B
59 4.60 4.80 5.00 5.20
m/z 41.00 9.83%
5000 31 43 3
0 25L\ 37\“H 53|, 67 84 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100820\
Data File : BF121898.D

Aca On : 8 Oct 2020 19:53

Operator : JU/CG

Sample : L4309-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 n-Nonadecanol-1 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.77 14.42 ng 525010 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 2- Chloropropionic acid. octadec... 360 C21H41Cl02 088104-31-8 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 1986 (13.768 min): BF121898.D (-1982) (-) m/z 57.05 100.00%
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—
139 230 13.40 13.60 13.80 14.00
- g liP 168 208230 om0 075743.10 0 97.61%
m/z--> 100 150 200 250 300 350
Abundance #131393: n-Nonadecanol-1
43
5000 AR IR AR SR B
Bmmmmmmm
m/z 55.05 90.87%
Lol Ll L)
m/z--> 100 150 260 2éo 360 3éo
Abundance
57
97 RN BN SO
13.40 13.60 13.80 14.00
5000 m/z 83.10 76.53%
29 125
o 77 154 182 210 238 283 384
m/z--> éo 100 1%0 260 250 360 3éo
Abundance #175127: Trifluoroacetoxy hexadecane AR BLERNE
57 13.40 13.60 13.80 14.00
97 m/z 69.05 69.99%
5000
29 125
oLl \ | oL aee 196 224 269 50
m/z--> 5'0 100 150 2(')0 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100820\
Data File : BF121898.D

Aca On : 8 Oct 2020 19:53

Operator : JU/CG

Sample : L4309-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Octadecyl trifluoroacetate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.08 2.92 ng 114660 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 76
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 70
3 1-Octadecanol 270 C18H380 000112-92-5 64
4 Octacosanol 410 C28H580 000557-61-9 64
5 n-Tetracosanol-1 354 C24H500 000506-51-4 64

Abundance Scan 2209 (15.080 min): BF121898.D (-2201) (-) m/z 43.00 100.00%
83
5000
111
13 o009 ' 14.80 15.00 15.20 15.40
0 W | m/z 57.00 91.91%
m/z--> 50 100 150 200 250 300 350
Abundance #194196: Octadecyl trifluoroacetate
7
97
5000 L S BULELL BRI B
14.80 15.00 15.20 15.40
29 125 m/z 83.10 76.01%
o 7 . .l. 154 182 224 252 279297 328348
m/z--> 50 160 1%0 260 250 300 3éo
Abundance
57
o | 14.80 15.00 15.20 15.40
5000 m/z 55.05 71.48%
29 125
0 79 154 182 210 238 265283 334
m/z--> §0 160 1%0 260 250 360 350
Abundance #119523: 1-Octadecanol L B o o o o S
5 g3 14.80 15.00 15.20 15.40
m/z 97.10 67.18%
5000 111
29
0 \“ 1 1 1 ‘ | J\ L 1\ 1?9 . 168 196 224 252
m/z--> §0 160 150 260 250 300 350 14.80 1500 1550 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100820\

Data File : BF121898.D

Aca On : 8 Oct 2020 19:53

Operator : JU/CG

ﬁ?ggle i L4309-02 OWLS-HEAD-BH-02-B
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.78 2.85 ng 112012 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 2328 (15.780 min): BF121898.D (-2324) (-) m/z 57.10 100.00%

57

5000 85

:

113 15.40 15.60 15.80 16.00
141 169 197 267

0 ...J, “ ey m/z 71.10 65.74%

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

Abundance #215181: 2-methyloctacosane

-

5000 85 e
15.40 15.60 15.80 16.00

m/z 43.05 60.53%

113
o 200 || |10, 169 197 225 267 295 365 393
SRR F0 0 A N L L. ML s <
miz--> 50 100 150 200 250 300 350
Abundance
57
L e s T,
g5 15.40 15.60 15.80 16.00
5000 m/z 85.05 46.08%
29 113
0 141 169 197 225 253 296
S N P e A L M
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane L o
57 15.40 15.60 15.80 16.00
m/z 55.00 19.53%
h 1 wdkv”kJ\meﬂAV/\\WWWWMWWA
29
oLl i L]y 113 141 169 197 225 253 281 309 337 365 394
N e e AN L R R as B e L
miz--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100820\

Data File : BF121898.D

Aca On : 8 Oct 2020 19:53

Operator : JU/CG

ﬁ?ggle i L4309-02 OWLS-HEAD-BH-02-B
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 17-Pentatriacontene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.89 4.95 ng 194566 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 90
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 87
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 87
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 87
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 87
Abundance Scan 2347 (15.892 min): BF121898.D (-2339) (-) m/z 57.10 100.00%
87 g3
5000
111
139 177 400 15,60 15.80 16.00 16.20
Of—— R MM m/z 43.10 97.00%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #234186: 17-Pentatriacontene
57
97
5000 L AR SR SO B
15.60 15.80 16.00 16.20
29 m/z 55.00 89.96%
o ..J 1 193 181 209236 267292 320 348 376 406 434462 490
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
57 o7
15.I60 15.|80 16.|00 16.|20
5000 m/z 83.10 81.15%
125
29
0 153182 210238266 311 412
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4%0 '
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester AR EEREE L
57 15.60 15.80 16.00 16.20
97 m/z 71.05 69.65%
5000
125
29
ol 1. l | 106224252 o7 448
miz--> 0 5'0 1(')0 1%0 2(')0 25'30 3(')0 3&1;0 4(')0 4&1,0 ' 15.I60 15.|80 16.|00 16.|20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100820\

Data File : BF121898.D

Aca On : 8 Oct 2020 19:53

Operator : JU/CG

ﬁ?ggle i L4309-02 OWLS-HEAD-BH-02-B
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Oxirane, heptadecyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.54 3.99 ng 156775 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 95
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
3 Octadecanal 268 C18H360 000638-66-4 90
4 Hexadecanal 240 C16H320 000629-80-1 74
5 1,19-Eicosadiene 278 C20H38 014811-95-1 64

Abundance Scan 2457 (16.539 min): BF121898.D (-2451) (-) m/z 57.00 100.00%

43 37

5000

16.20 16.40 16.60 16.80
m/z 43.05 84.08%

110

124

o 188152 177101 209
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl-

43 8P

96

5000 29 LA L L L L L L |
16.20 16.40 16.60 16.80
110 m/z 82.05 81.13%
0 ol 152166180194208222236250264 282
RERREEENERY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
82 gg
43 o7 16.20 16.40 16.60 16.80
5000 m/z 55.00 60.13%
110
29 124138
oL 15 152166180194 211 236250 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117605: Octadecanal R A REER R
43 57 8 16.20 16.40 16.60 16.80

m/z 96.05 52.70%
5000 o9

110
250

124
138152166180194208222 535

0"'|'i'"i" L B e o e e e

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100820\

Data File : BF121898.D

Aca On : 8 Oct 2020 19:53

Operator : JU/CG

ﬁ?ggle i L4309-02 OWLS-HEAD-BH-02-B
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.82 2.10 ng 82646 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Pentacosane 352 C25H52 000629-99-2 87
4 Octadecane. 3-ethvl-5-(2-ethvlbu... 366 C26H54 055282-12-7 86
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 2505 (16.821 min): BF121898.D (-2500) (-) m/z 57.10 100.00%

5000

16.60 16.80 17.00 17.20
m/z 71.05 74.82%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494; Hexacosane

16.I60 16.I8O 17.IOO 17.I20
m/z 43.05 68.97%

5000

141 169 197 225 253

295

0!
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R B
16.60 16.80 17.00 17.20
5000 85 m/z 85.10 52_.30%
113 119
0 169 197 225 253 281 309 337 365 437
— T e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane RS EmmEs o L
57 16.60 16.80 17.00 17.20
m/z 41.00 19.78%
5000 85
113
oL LT 4t 380 211 239 267 295 323 352
LA B i B o o e ! R B e R
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100820\

Data File : BF121898.D

Aca On : 8 Oct 2020 19:53

Operator : JU/CG

ﬁ?ggle i L4309-02 OWLS-HEAD-BH-02-B
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 Oxirane, [(dodecyloxy)methyl]- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.99 2.52 ng 99161 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. [(dodecvloxv)methvll- 242 C15H3002 002461-18-9 52
2 17-Pentatriacontene 491 C35H70 006971-40-0 49
3 Triacontvl acetate 480 C32H6402 041755-58-2 43
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 43
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 43

Abundance Scan 2534 (16.992 min): BF121898.D (-2525) (-) m/z 57.10 100.00%
97
5000
16.60 16.80 17.00 17.20 17.40
O m/z 43.05 97 .66%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #95881: Oxirane, [(dodecyloxy)methyl]-
57
5000 R U SRR BRI B
16.60 16.80 17.00 17.20 17.40
29 111 m/z 55.10 89.24%
o | 140166 197
mz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance
43
16.60 16.80 17.00 17.20 17.40
5000 83 m/z 71.05 72 .95%
111
o 139167 196 224 267292 321 462 490
mz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #232691: Triacontyl acetate A B R e
43 16.60 16.80 17.00 17.20 17.40
97 m/z 97.05 71.03%
9
5000
125
NECTR B “li}§3481209 250 278 306 334 362 392420 462
mz-> 0 50 100 150 200 250 300 350 400 450 ' 16.60 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100820\

Data File : BF121898.D

Aca On : 8 Oct 2020 19:53

Operator : JU/CG

ﬁ?ggle i L4309-02 OWLS-HEAD-BH-02-B
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091020.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 unknownl7.34 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.34 2.09 ng 82173 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 47 -Fluorodiphenvlamine-2-carboxy... 231 C13H10FNO2 000054-60-4 11
2 Anthranilic acid. N-(o-fluorophe... 231 C13H10FNO2 000054-58-0 10
3 N-tert-Butvl-2-methvl-5-bemzimid... 231 C13H17N30 096749-58-5 9
4 N-l1sobutvl-2-methvl-5-benzimidaz... 231 C13H17N30 096713-60-9 9
5 6-Methyl(pentamethylene)silyloxy... 326 C20H420Si 1000278-79-4 9
Abundance Scan 2593 (17.339 min): BF121898.D (-2588) (-) m/z 213.20 100.00%
59 213
173
5000 231
282
‘ ” | ““ | 17.00 17.20 17.40 17.60
o} A e m/z 159.10 93.60%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #86722: 4-Fluorodiphenylamine-2-carboxylic acid
213
231
92 185
5000
17.00 17.20 17.40 17.60
m/z 147.00 74 .26%
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
213
17.00 17.20 17.40 17.60
5000 185 231 m/z 107 .05 70.98%
92
75
39 107
0 57 133 157171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #86776: N-tert-Butyl-2-methyl-5-bemzimidazolecarboxamide R R E e E
159 17.00 17.20 17.40 17.60
m/z 55.05 69.05%
5000
175 231
131
2842 63 90104 | 145 | | 189 Gl
m/z--> 20 40 65 80 160 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF100820\

Data File : BF121898.D

Acq On : 8 Oct 2020 19:53

Operator : JU/CG

3?22'6 i L4309-02 OWLS-HEAD-BH-02-B
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091020.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]
2-Pentanone, 4-hy... 4_.96 4.5 ng 134057 1 6.76 602629 20.0
n-Nonadecanol-1 13.77 14.4 ng 525010 5 13.92 728120 20.0
Octadecyl trifluo... 15.08 2.9 ng 114660 6 15.36 785929 20.0
2-methyloctacosane 15.78 2.9 ng 112012 6 15.36 785929 20.0
17-Pentatriacontene 15.89 5.0 ng 194566 6 15.36 785929 20.0
Oxirane, heptadecyl- 16.54 4.0 ng 156775 6 15.36 785929 20.0
Hexacosane 16.82 2.1 ng 82646 6 15.36 785929 20.0
Oxirane, [(dodecy... 16.99 2.5 ng 99161 6 15.36 785929 20.0
unknownl7.34 17.34 2.1 ng 82173 6 15.36 785929 20.0
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