LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110230.D

Aca On : 27 Oct 2018 00:34

Operator : JU/SJ

Sample = J5683-01

Misc :

ALS Vial : 25 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-BF102318.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 2.328 35 41 48 rVB 367919 481631 14.20% 1.963%
2 4.128 340 347 351 rBVY 2645916 3392489 100.00% 13.829%
3 5.210 527 531 539 rBV 94348 116574 3.44% 0.475%
4 5.592 591 596 600 rBY 2238541 2287305 67.42% 9.324%
5 6.592 761 766 781 rBVY 2328478 2508618 73.95% 10.226%
6 6.739 786 791 794 rBVY 2553600 2379680 70.15% 9.700%
7 6.969 826 830 833 rBV 877894 703334 20.73% 2.867%
8 7.122 852 856 860 rBY 1989182 1861454 54.87% 7.588%
9 7.528 920 925 935 rBVY 1415392 1428876 42.12% 5.824%
10 8.251 1044 1048 1063 rBVY 969826 871246 25.68% 3.551%

11 9.327 1226 1231 1234 rBV 2596338 2352621 69.35% 9.590%
12 9.716 1293 1297 1305 rBvV 318439 272367 8.03% 1.110%
13 10.010 1343 1347 1357 rBV 925359 804968 23.73% 3.281%
14 10.798 1477 1481 1491 rBV 1022689 1001522 29.52% 4.082%
15 11.504 1597 1601 1609 rBV 777630 685227 20.20% 2.793%

16 13.086 1866 1870 1874 rBV 1953001 1712681 50.48% 6.981%
17 13.968 2016 2020 2029 rBV 115074 140813 4._.15% 0.574%
18 14.151 2047 2051 2055 rBV 610343 558340 16.46% 2.276%

19 14.286 2071 2074 2080 rBvV 59334 56184 1.66% 0.229%
20 14.592 2123 2126 2132 rVB 69709 66714 1.97% 0.272%
21 14.915 2177 2181 2185 rVB 72440 75219 2.22% 0.307%
22 14.992 2191 2194 2200 rVB 68849 77332 2.28% 0.315%
23 15.268 2238 2241 2250 rVB 78448 98446 2.90% 0.401%
24 15.680 2305 2311 2316 rBV 327066 462593 13.64% 1.886%
25 16.133 2384 2388 2393 rVB2 54268 83876 2.47% 0.342%
26 16.668 2476 2479 2484 rVB3 34224 52116 1.54% 0.212%
Sum of corrected areas: 24532226
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110230.D

Aca On : 27 Oct 2018 00:34

Operator : JU/SJ

Sample : J5683-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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: BF110230.D

2500000
6.59

5.59

2000000 7.12

1500000 7.53
1000000 6.97

500000 2.33

! s L .

o1 s

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: BF110230.D

2500000

2000000 13.09

1500000

1000000 8.25 10.01 10.80
11.50

500000
9.72

—

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: BF110230.D

2500000

2000000

1500000

1000000
14.15

500000 15.68

13.97 || 14.29 14.59 1418209 13.\27 )\ 16.13 16.67
N

e e e ,

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110230.D

Aca On : 27 Oct 2018 00:34

Operator : JU/SJ

Sample : J5683-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.33 13.70 ng 481631 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 12

Abundance Scan 41 (2.328 min): BF110230.D (-35) (-) m/z 73.10 100.00%
7B
5000 43 j\
55 87 0 N —
50 | 7 220 240  2.60
SN MUY N Y A VR m/z 43.10 39.97%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
<}
5000 T T T[T T[]
43 220 240  2.60
55 87 m/z 55.05 26.91%
I| 35 | 67 |
miz--> b % % 4 % e o e % 10
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73 /\
- 87 220 240 260
5000 m/z 87.10 26 .36%
...,.??.,...H‘,...ﬂ s lH,..??iya..,. ...,..9?,...
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1877: Acetamide, N-ethyl- T
30 220 240  2.60
m/z 41.05 13.14%
5000 43 87
15 72
T '|"t' ,...W‘ "??I l"'|5?"§?' "'ll IR R B
m/z--> 10 20 30 40 50 60 70 80 90 100 220 240 260
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110230.D

Aca On : 27 Oct 2018 00:34

Operator : JU/SJ

Sample : J5683-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.21 3.31 ng 116574 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.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 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 531 (5.210 min): BF110230.D (-527) (-) m/z 42.95 100.00%
43
59
5000
101
51 | 83 | 480 5.00 5.20 5.40 5.60
T o SIS I m/z 59.10 56.37%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 S UL LR
480 5.00 5.20 5.40 5.60
m/z 101.10 18.36%
15 31 101
25 7] 37, 53,| 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 500 520 540 5.60
5000 m/z 58.00 14 .33%
29 101
15 |, 3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LSS LN L N LN N
59 480 5.00 5.20 5.40 5.60
m/z 41.00 8.23%
5000 31 43 73
25L\ 37\y“ 53| 67 84 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110230.D

Aca On : 27 Oct 2018 00:34

Operator : JU/SJ

Sample : J5683-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 2

Peak Number 4 unknown6.74

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

6.74 67.67 ng 2379680 1,4-Dichlorobenzene-d4 6.97
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 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 791 (6.739 min): BF110230.D (-786) (-) m/z 132.00 100.00%
5000 68
40 % 640 6.60 6.80 7.00
54 : . . :
[ | Weus .+ m/z 68.10 39.62%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 UM SR N R
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.68%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
BRI SRR S SRR
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 24.91%
41 97
53
U Y P
||||“i“||“|‘||‘|“l‘|‘|“|‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L B e L
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 15.14%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. SRS | S A ENR—
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110230.D

Aca On : 27 Oct 2018 00:34

Operator : JU/SJ

Sample : J5683-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octacosyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.97 5.04 ng 140813 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
3 Triacontvl trifluoroacetate 534 C32H61F302 1000351-75-7 91
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 91
Abundance Scan 2020 (13.968 min): BF110230.D (-2016) (-) m/z 57.10 100.00%
g7
5000
1 1560 1580 1400 1450
139 229 : - : :
...,....,..l.e,-...1??..-..,..25.‘1.,....,....,....,....,... m/z 43.05 83.31%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235928: Octacosyl trifluoroacetate
57
97
5000 UL A UL SRR B
13.60 13.80 14.00 14.20
125 m/z 55.10 64 .84%
2? l (153181208 250278306334364392 437 488
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143260: 1-Dodecanoal, 2-octyl-
57
1360 13.80 14.00 14.20
5000 83 m/z 71.05 61.43%
111
29
L, | 139167 10524252280
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238130: Triaconty! trifluoroacetate B L R
57 13.60 13.80 14.00 14.20
m/z 69.10 47 .43%
97
5000
125
2?‘ l (153181209236 264292320348 392420 465 516
m/z--> 50 100 150 200 250 300 350 400 4éo 560 13.60 13.80 14.00 14.20

8270-BF102318.M Mon Oct 29 10:26:13 2018 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110230.D

Aca On : 27 Oct 2018 00:34

Operator : JU/SJ

Sample : J5683-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 13
R.T. EstConc Area Relative to ISTD R.T.
14.29 2.01 ng 56184 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Triacontane 422 C30H62 000638-68-6 86
4 Octadecane 254 C18H38 000593-45-3 83
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 2075 (14.292 min): BF110230.D (-2071) (-) m/z 57.00 100.00%
7
85
5000
l 130 169193219 g 1400 14.20 14.40 14.60
g i T e o B m/z 71.10 70.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LI RN B UL B
14.00 14.20 14.40 14.60
m/z 43.05 67 .52%
29
| I J / J1$1I169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
1400 14.20 14.40 14.60
5000 85 m/z 85.10 55.96%
29 ‘ _ Jlﬁ3‘1ﬂl‘169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane e
57 14.00 14.20 14.40 14.60
m/z 55.00 26 .47%
5000 85
118 14
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 2(')0 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110230.D

Aca On : 27 Oct 2018 00:34

Operator : JU/SJ

Sample : J5683-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Tricosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.59 2.39 ng 66714 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 94
2 Octacosane 394 C28H58 000630-02-4 87
3 Tetracosane 338 C24H50 000646-31-1 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80
Abundance Scan 2126 (14.592 min): BF110230.D (-2123) (-) m/z 57.10 100.00%
57
5000 85
06127 169191211 239 324 14.20 14.40 14.60 14.80 15.00
|,|l jopLpslOmaat 239 34 j7 71.10  64.19%
m/z--> 50 100 150 200 250 300 350
Abundance #164579: Tricosane
57
5000 85 LR BRI DR B B
mmmmmmmmmm
m/z 43.10 62.15%
L 100 137 5 25 o
m/z--> 55 100 150 200 250 300 3éo
Abundance #209566: Octacosane
57
14:20 14.40 14.60 14.80 15.00
5000 g5 m/z 85.10 46 .13%
29
| ] | (13 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #175557: Tetracosane A ma T o
57 14.20 14.40 14.60 14.80 15.00
m/z 41.05 23.49Y%
5000 a5
29

| ] | (M8 141 169 197 225 253 281 309 338

m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110230.D

Aca On : 27 Oct 2018 00:34

Operator : JU/SJ

Sample : J5683-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .92 2.69 ng 75219 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 80
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 2182 (14.921 min): BF110230.D (-2177) (-) m/z 57.10 100.00%
57
5000 85
| 171 205231 267 14'60 1480 15.00 1520
i e m/z 71.10 69.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57
5000 85 UL R BN U B
29 14.60 14.80 15.00 15.20
m/z 43.00 65.73%
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #223852: Hentriacontane
57
14,60 14.80 15.00 15.20
5000 85 m/z 85.05 51.24%
113
} |77 141 169 197 225 253 281 309 337 365 437
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #141426: Heneicosane A e R R R
57 14.60 14.80 15.00 15.20
m/z 55.00 23.12%
85
5000
29 113
UL L) 77,241 160 107 225 953 296
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1,0 4(')0 ! 14.|60 14.I80 15.'00 15.'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110230.D

Aca On : 27 Oct 2018 00:34

Operator : JU/SJ

Sample : J5683-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Supraene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .99 3.34 ng 77332 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 90
2 Saualene 410 C30H50 000111-02-4 90
3 Farnesol. acetate 264 C17H2802 1000352-67-2 59
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 59
5 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 52
Abundance Scan 2194 (14.992 min): BF110230.D (-2191) (-) m/z 69.10 100.00%
6o
41 95 IIIIIIIIIIIIIIIIII
136 14.60 14.80 15.00 15.20 15.40
175 267
by s 20 27 hjz 81.05  53.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene MLM
69
5000 R SRR P LI
14.60 14.80 15.00 15.20 15.40
41 m/z 41.05 25.07%
l L d 116 A 163 101 217 245 273 299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
1460 14.80 15.00 15.20 15.40
5000 41 m/z 95.10 16.07%
9% 137
L U ol 161 101 217 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #114184: Farnesol, acetate A B R e
69 14.60 14.80 15.00 15.20 15.40

m/z 67.00 11.31%

5000 93
43 { 136

‘ L ] iuéé J 101 189 551 264

m/z--> 50 10 150 200 250 300 350 400 14 60 14. 80 15. OO 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110230.D

Aca On : 27 Oct 2018 00:34

Operator : JU/SJ

Sample : J5683-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.27 4.26 ng 98446 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 83
2 2-methvloctacosane 408 C29H60 1000376-72-8 80
3 Hexacosane 366 C26H54 000630-01-3 80
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 64
5 Heneicosane 296 C21H44 000629-94-7 64
Abundance Scan 2241 (15.268 min): BF110230.D (-2238) (-) m/z 57.10 100.00%
57
5000 85
113 15.00 15.20 15.40 15.60
134 169 197 221
|, | iy e m/z 71.10 63.37%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 LRI BB BUELN UL B
mmmmmmmm
29 m/z 43.10 62.19%
| T 141 169 197 225 253 281 300 337 365 394
m/z--> 55 160 150 260 250 360 3éo
Abundance #215181: 2-methyloctacosane
57
15,00 15.20 15.40 15.60
5000 85 m/z 85.10 47 .52%
113
29 ] || 77,141 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #194493: Hexacosane AR ERREE RS
57 15.00 15.20 15.40 15.60
m/z 55.00 19.71%
5000 85
29 i || M 141 169 107 205 253 295 323 367

II‘I IIIJI II‘II T T 17T T T T T T T T T T T T T T T T T IIIIIIIIIIIIIIIIIII
T | T | T T T T

m/z--> 50 100 150 200 250 300 350 15.00 15. 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110230.D

Aca On : 27 Oct 2018 00:34

Operator : JU/SJ

Sample : J5683-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Hentriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.13 3.63 ng 83876 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2388 (16.133 min): BF110230.D (-2384) (-) m/z 57.10 100.00%
57
5000
1i 192 29500 283 15180 16/00 16,20 1640
m/z 71.10 73.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 N AL UL IR
15. 80 16. oo 16. 20 16.40
13 m/z 43.05 64 .60%
1[ | 141,169 197 225 253 281 309 337 365 437
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #202661: Heptacosane
57
15.80 16.00 16.20 16.40
5000 85 m/z 85.05 48 .96%
29 113
T 77,141 169 197 225 253 281 309 337 380
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #194494: Hexacosane LI L L B LB B N B
57 15.80 16.00 16.20 16.40
m/z 69.10 20.97%
5000 85
29 ﬂ J 11$111§9 197 225 253 295 366
m/z--> 55 160 1%0 260 2%0 360 3%0 460 ! 1580 1600 1620 1640
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102618\
Data File : BF110230.D

Aca On : 27 Oct 2018 00:34

Operator : JU/SJ

Sample : J5683-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Hexatriacontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.67 2.25 ng 52116 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 83
2 Heptacosane 380 C27H56 000593-49-7 83
3 Hexatriacontane 507 C36H74 000630-06-8 83
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 72

Abundance Scan 2479 (16.668 min): BF110230.D (-2476) (-) m/z 57.10 100.00%

5000

16.40 16.60 16.80 17.00
m/z 43.10 70.84%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane

5000 L e EMLELELE m i e
16. 40 16. 60 16. 80 17. OO

m/z 71.05 60.65%

113141169197 205 253 281 300 337365 394
mz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #202661: Heptacosane

16.40 16.60 16.80 17.00
5000 85 m/z 85.10 38.87%

29

| 13141160197 225253 281300337 380

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane AR EEEEE RS
16.40 16.60 16.80 17.00
m/z 55.05 20.63%

5000

113141169197 225253 281300337 379 421449477 506

m/z--> 0 50 100 150 200 250 300 350 400 450 500 16. 40 16. 60 16. 80 17. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102618\
Data File : BF110230.D

Acq On : 27 Oct 2018 00:34

Operator : JU/SJ

Sample - J5683-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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... 2.33 13.7 ng 481631 1 6.97 703334 20.0
2-Pentanone, 4-hy... 5.21 3.3 ng 116574 1 6.97 703334 20.0
unknown6.74 6.74 67.7 ng 2379680 1 6.97 703334 20.0
Octacosyl trifluo... 13.97 5.0 ng 140813 5 14.15 558340 20.0
Heneicosane 14_.29 2.0 ng 56184 5 14.15 558340 20.0
Tricosane 14.59 2.4 ng 66714 5 14.15 558340 20.0
Eicosane 14.92 2.7 ng 75219 5 14.15 558340 20.0
Supraene 14.99 3.3 ng 77332 6 15.68 462593 20.0
Octacosane 15.27 4.3 ng 98446 6 15.68 462593 20.0
Hentriacontane 16.13 3.6 ng 83876 6 15.68 462593 20.0
Hexatriacontane 16 .67 2.3 ng 52116 6 15.68 462593 20.0
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