LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110369.D

Aca On : 1 Nov 2018 15:28

Operator : JU/SJ

Sample : J5741-51

Misc :

ALS Vial : 10 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 2.316 32 39 48 rVB 437212 598633 16.80% 2.168%
2 3.598 255 257 271 rBV 49692 83924 2.36% 0.304%
3 5.210 528 531 542 rVB 94738 137959 3.87% 0.500%
4 5.587 590 595 598 rBY 2682080 2769836 77.75% 10.031%
5 6.587 758 765 769 rBVY 2583082 3071958 86.23% 11.125%
6 6.728 784 789 792 rBVY 2906079 3014904 84.62% 10.918%
7 6.957 824 828 831 rBV 641221 563447 15.82% 2.040%
8 7.110 850 854 858 rBY 2339771 2291398 64.32% 8.298%
9 7.522 918 924 927 rBVY 1759170 1898543 53.29% 6.875%
10 8.239 1041 1046 1060 rBV 756635 754006 21.16% 2.731%

11 9.316 1222 1229 1232 rBV 3580921 3562702 100.00% 12.902%
12 9.704 1289 1295 1300 rBV 423206 420216 11.79% 1.522%
13 9.998 1340 1345 1355 rVB 915703 882647 24.77% 3.196%

14 10.104 1360 1363 1366 rVvVv 58344 43609 1.22% 0.158%
15 10.716 1464 1467 1470 rVB 53199 44088 1.24% 0.160%
16 10.763 1470 1475 1476 rBV 52237 55046 1.55% 0.199%

17 10.792 1476 1480 1483 rBV 2157133 1959004 54.99% 7.094%
18 11.486 1594 1598 1606 rBV 847568 808243 22.69% 2.927%
19 13.074 1863 1868 1871 rBV 2873358 2576328 72.31% 9.330%
20 13.945 2013 2016 2030 rVB 166554 203763 5.72% 0.738%

21 14.133 2044 2048 2054 rBvV 527843 492203 13.82% 1.782%

22 14.262 2067 2070 2076 rVB 39725 40390 1.13% 0.146%
23 14.580 2119 2124 2130 rBV2 57139 102510 2.88% 0.371%
24 14.886 2172 2176 2180 rBV 46317 48013 1.35% 0.174%
25 15.039 2199 2202 2207 rVB2 48679 51472 1.44% 0.186%
26 15.239 2231 2236 2239 rBV 61641 73008 2.05% 0.264%
27 15.268 2239 2241 2247 rVB3 25567 38219 1.07% 0.138%
28 15.656 2299 2307 2315 rVB2 372785 550292 15.45% 1.993%
29 15.851 2336 2340 2346 rVB3 28357 38742 1.09% 0.140%
30 16.092 2376 2381 2387 rVB 69392 98262 2.76% 0.356%
31 16.156 2387 2392 2399 rBV7 26148 55180 1.55% 0.200%
32 16.621 2466 2471 2477 rBV2 24443 41343 1.16% 0.150%
33 17.245 2573 2577 2585 rVB3 22917 45568 1.28% 0.165%

34 17.356 2590 2596 2603 rBV5 70670 144762 4._.06% 0.524%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110369.D

Aca On : 1 Nov 2018 15:28

Operator : JU/SJ

Sample : J5741-51

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 17.803 2667 2672 2682 rVB5 22154 53869 1.51% 0.195%

Sum of corrected areas: 27614087
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110369.D

Aca On : 1 Nov 2018 15:28

Operator : JU/SJ

Sample : J5741-51

Misc :

ALS Vial : 10 Sample Multiplier: 1

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

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

Abundance TIC: BF110369.D
3500000

3000000 6.73
5.59 6.59

2500000 711

2000000
7.52

1500000

1000000
6.96
500000{ 2.32

I s s || L

T 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: BF110369.D
3500000 9|32

3000000 13.07
2500000
10.79
2000000
1500000

1000000 10.00 11.49

500000 L 9.70

| oo gt il

o1 NN e R e 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: BF110369.D
3500000

3000000
2500000
2000000
1500000

1000000

14.13
500000 15.66

13.94
14.26 14,58 14.885.0415247 /\ 15.85 16896 16.62 17.2436  17.80
STy

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\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110369.D

Aca On : 1 Nov 2018 15:28

Operator : JU/SJ

Sample : J5741-51

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.32 21.25 ng 598633 1,4-Dichlorobenzene-d4 6.96
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 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 12

Abundance Scan 40 (2.322 min): BF110369.D (-32) (-) m/z 73.05 100.00%
74.0

—

5000 43.0
55.1 87.1
T
| 2.20 2.40 2.60
Obr et e e e e e e e || M/z 43.05 40.08%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L L LB L I L L B |
43.0 2.20 2.40 2.60
550 87.0 m/z 55.10 28.23%
29.0
ol L] .
B B o B LI I N b e e o e S R R S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 L .
2.20 2.40 2.60
5000 410 550 m/z 87.10 26.56%
29.0
o ] sro 1120 a0
T Nt LLL A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- —
73.0 2.20 2.40 2.60
m/z 41.00 13.18%
5000 43.0
58.0
N R S S N DM e .
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110369.D

Aca On : 1 Nov 2018 15:28

Operator : JU/SJ

Sample : J5741-51

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : 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 2 (S)-(+)-1,2-Propanediol Concentration Rank 9

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

3.60 2.98 ng 83924 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propnanediol 76 C3H802 004254-15-3 64
2 Propvlene Glvcol 76 C3H802 000057-55-6 9
3 Isopropnvl Alcohol 60 C3H80 000067-63-0 9
4 Formamide 45 CH3NO 000075-12-7 5
5 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 4

Abundance Scan 257 (3.598 min): BF110369.D (-255) (-) m/z 45.00 100.00%
43.0
5000
e T
61.0 3.20 3.40 3.60 3.80 4.00
o.,....,....,....,....,....,....,.?’.9',9:!: e e || M7z 43.00 19.89%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #946: (S)-(+)-1,2-Propanediol
48.0
5000

3.20 3.40 3.60 3.80 4.00
m/z 61.00 6.35%

o 14.019.0 26,019 390 |, 55.0 61.0 75.0
T [ e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #940: Propylene Glycol
45.0
I e o e e R S R
3.20 3.40 3.60 3.80 4.00
5000 m/z 44.00 5.07%
31.0
o 150 260, 390/| 55060 76.0
R R N L e NN Rt AR RN R R SRR Ly
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #294: Isopropyl Alcohol
45.0 3.20 3.40 3.60 3.80 4.00
m/z 42.00 4_.13%
5000
27.0
L ) oy
OFrrrrr e e e e e e T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.20 3.40 3.60 3.80 4.00

8270-BF102318_.M Fri Nov 02 11:54:42 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110369.D

Aca On : 1 Nov 2018 15:28

Operator : JU/SJ

Sample : J5741-51

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : 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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.21 4.90 ng 137959 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 531 (5.210 min): BF110369.D (-528) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
| 83.0 | 4.80 5.00 5.20 5.40 5.60
o] N 1 USHBSSOUGE L1 D M m/z 58.95 58.00%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI UL UL L
59.0 480 500 520 540 5.60
m/z 101.10 18.70%
o ao | 830 930"
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #8358: 2-Hexanol, 2-methyl-
59.0
480 500 520 540 5.60
5000 m/z 58.00 15.45%
43.0 101.0
31.0 -
o230 gl ol sioyl eo 0 |
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8344: 3-Hexanol, 4-methyl- A REEeE B S
59.0 480 5.00 5.20 5.40 5.60
m/z 41.10 9.46%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘m‘ 510“‘ . “ 98.0
m/z--> 10 20 30 40 5 6 70 8 90 100 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110369.D

Aca On : 1 Nov 2018 15:28

Operator : JU/SJ

Sample : J5741-51

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\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 4 unknown6.73 Concentration Rank 1

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

6.73 107.02 ng 3014900 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Xenon 132 Xe 007440-63-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 789 (6.728 min): BF110369.D (-784) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 IS SR UL R
40.0 540 6.40 6.60 6.80 7.00
0 gL0 e m/z 68.10 41.43%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRS SRR SRR AR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.63%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 5 ok o5y 7o
5000 ggo 1160 m/z 66.00 27.02%
oL—— I "‘l - ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ L —— ?-5|8|0| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14560: Xenon LI L L L B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.15%
5000
66.0
0'"'I""I'w"l""I""I'l" T N SN USRS SRR SRR SRR
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\BF110118\
Data File : BF110369.D

Aca On : 1 Nov 2018 15:28

Operator : JU/SJ

Sample : J5741-51

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : 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 6 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.94 8.28 ng 203763 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 91
3 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
5 17-Pentatriacontene 491 C35H70 006971-40-0 91
Abundance Scan 2015 (13.939 min): BF110369.D (-2013) (-) m/z 57.00 100.00%
57.0
o1 280 1960 1380 1400 1450
oty m/z 43.05 85.74%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155046: 1-Heneicosanol
580 oo g
5000 AR B AR
13 60 13. 80 14. oo 14.20
m/z 55.05 75.08%
ol 189.0 16, 024.0266.0
miz--> 0 55 160 1%0 200 250 300 3%0 460 4%0 560 '
Abundance #239098: Tetracosy! heptafluorobutyrate
57.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.05 68.78%
0 ) l 3??181022202640 336.0 381.0 532.0
miz--> 0 55 160 150 200 250 300 3%0 460 4%0 560 '
Abundance #236054: Heneicosy! heptafluorobutyrate P T T T T
57.0 13.60 13.80 14.00 14.20
m/z 69.05 55.82%
97.0
- W\'LJL
0 3? ?1,82 0224.0 294.0339.0 490.0
miz--> 0 5'0 1(')0 150 200 250 300 3&1;0 4(')0 4%0 5(')0 ! 13 60 13. 80 14. oo 14. 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110369.D

Aca On : 1 Nov 2018 15:28

Operator : JU/SJ

Sample : J5741-51

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : 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 7 Heptadecyl trifluoroacetate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.58 4.17 ng 102510 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl trifluoroacetate 352 C19H35F302
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702
3 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI1303
4 Pentafluoropropionic acid. octad... 416 C21H37F502
5 Octadecyl trifluoroacetate 366 C20H37F302

006385-15-5 91

959261-25-7 91
079392-43-1 91

1000351-87-0 94

1000314-56-3 91

Abundance Scan 2124 (14.580 min): BF110369.D (-2119) (-) m/z 57.00 100.00%
57.0
97.0
5000
l139 1 215.1 2810 324.1 14.20 14.40 14.60 14.80
o g o r 2810 | m/z 43.10 91.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate
57.0
5000 [TTrr[rrrr[rrrryrrrr|m
14.20 14.40 14.60 14.80
m/z 55.00 90.29%
0 2el|ol, | ] 399 1820 2380 2830 3340
= —— e e R
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57.0
s B Ama s S
97.0 14.20 14.40 14.60 14.80
5000 m/z 83.05 81.20%
169.0
ozslol 44| 138.0° 2240 269.0 4200
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #225717: Carbonic acid, octadecyl 2,2,2-trichloroethy! ester B e e o e e I
83.0 14.20 14.40 14.60 14.80
4 m/z 97.05 74.69%
5000
25.0
195.0 252.0
R TEY o N 1 s chens
m/z--> 50 100 150 200 250 300 350 400 14 20 14. 40 14 60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110369.D

Aca On : 1 Nov 2018 15:28

Operator : JU/SJ

Sample : J5741-51

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : 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 8 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.24 2.65 ng 73008 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 2236 (15.239 min): BF110369.D (-2231) (-) m/z 57.05 100.00%
57.0
5000
o 1550 1530 1540 1960
141 1 190.9 . . . .
0....,-."..l|l S el m/z 43.05 58.87%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 L B BRI UL B
mmmmmmmm
99.0 m/z 71.05 57 .50%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #194493: Hexacosane
57.0
" 15.00 15.20 15.40 15.60
5000 m/z 85.10 49 .41%
99.0
oLl §ohy, 410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane B B A e R
57.0 15.00 15.20 15.40 15.60
m/z 55.10 23.44Y%
5000
99.0
oL 270 || pevo 1830 2250 267.0 309.0 3650
m/z--> 55 160 1%0 260 250 300 3%0 ' 1550 1520 1540 1560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110369.D

Aca On : 1 Nov 2018 15:28

Operator : JU/SJ

Sample : J5741-51

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : 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 9 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.09 3.57 ng 98262 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Triacontane 422 C30H62 000638-68-6 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Octadecane 254 C18H38 000593-45-3 83
5 Heptacosane 380 C27H56 000593-49-7 81

Abundance Scan 2381 (16.092 min): BF110369.D (-2376) (-) m/z 57.10 100.00%

57.1

?

5000
90 1510 16100 1620 1640
WL st 209t es10 91,05 B0
o A ey e m/z 71.05 60.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
5000 LA L L L L L LB

15.80 16.00 16.20 16.40
m/z 43.05 54.32%

o 1410 183.0 2250 281.0 337.0  394.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane

&)
!
o

15.80 16.00 16.20 16.40

5000 m/z 85.10 50.52%
99.0
0260) i | | ﬂ | 1410 1830 2250 267.0 3090 3510 422.0
A
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane LR IR R e S
57.0 15.80 16.00 16.20 16.40
m/z 55.00 21.77%
- M/M/\/\/wm
99.0
e R T R B
m/z--> 50 100 150 200 250 300 350 400 15. 80 16. 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110369.D

Aca On : 1 Nov 2018 15:28

Operator : JU/SJ

Sample : J5741-51

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : 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 10 Behenic alcohol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.16 2.01 ng 55180 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 87
2 n-Tetracosanol-1 354 C24H500 000506-51-4 87
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 83
4 1-Heneicosanol 312 C21H440 015594-90-8 83
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 80
Abundance Scan 2393 (16.162 min): BF110369.D (-2387) (-) m/z 97.05 100.00%
43.0 .0
5000
15.80 16.00 16.20 16.40
Obrrrprr bl m/z 43.00 94 .80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55,0
5000 DR DL LR DR
15. 80 16. oo 16. 20 16.40
9.0 m/z 55.00 92.57%
okl | 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0
15,80 16.00 16.20 16.40
5000 m/z 69.00 78.94Y%
29.0
ol " 167.0 195.0222.0 250.0 280.0 308.0336.0
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane R AR EEEEE T
57.0 15.80 16.00 16.20 16.40
97.0 m/z 83.00 75.92%
5000
29.0 125.0
oL bl | L j\‘1540 196.02240 269.0 3200
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15. 80 16. 00 16. 20 16 40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110369.D

Aca On : 1 Nov 2018 15:28

Operator : JU/SJ

Sample : J5741-51

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : 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 1H-3a,7-Methanoazulene, oct... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.36 5.26 ng 144762 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1H-3a.7-Methanoazulene. octahvdr... 204 C15H24 000508-55-4 86

1.1.4a-Trimethyl-5.6-dimethvlene... 204 C15H24

Solavetivone

218 C15H220

1
2
3 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24
4
5

1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24

1000193-60-8 83
1000140-07-7 68
054878-25-0 66
137235-51-9 58

Abundance

5000

0

Scan 2597 (17.362 min): BF110369.D (-2590) (-)
204.2

551 121.1

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

269.2
231.2 301.2

Abundance

5000

#64522: 1H-3a,7-Methanoazulene, octahydro-1,9,9-trimethyl-...

430 161.0 204.0

91.0
67.0

121.0

Oy

m/z--> 20 40

T Trv‘rrv‘n'rrrrrrrv—rrrrv—rq—rrrrrr
60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204.0
41.0 91.0 133.0
5000 161.0
67|0
0

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

Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204.0
5000 95.0
- 161.0
41.0 123.0
" 67.0
0

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

m/z 204.20 100.00%

17.00 17.20 17.40 17.60

m/z 121.05 69.87%

17.00 17.20 17.40 17.60

m/z 55.10 65.69%

17.00 17.20 17.40 17.60

m/z 135.00 60.85%

17.00 17.20 17.40 17.60

m/z 43.05 60.22%

T T
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\BF110118\
Data File : BF110369.D

Acq On : 1 Nov 2018 15:28

Operator : JU/SJ

Sample : J5741-51

Misc :

ALS Vial : 10 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... 2.32 21.3 ng 598633 1 6.96 563447 20.0
(S)-(+)-1,2-Propa. .. 3.60 3.0 ng 83924 1 6.96 563447 20.0
2-Pentanone, 4-hy... 5.21 4.9 ng 137959 1 6.96 563447 20.0
unknown6.73 6.73 107.0 ng 3014900 1 6.96 563447 20.0
1-Heneicosanol 13.94 8.3 ng 203763 5 14.13 492203 20.0
Heptadecyl triflu... 14.58 4.2 ng 102510 5 14.13 492203 20.0
Heneicosane 15.24 2.6 ng 73008 6 15.66 550292 20.0
Octacosane 16.09 3.6 ng 98262 6 15.66 550292 20.0
Behenic alcohol 16.16 2.0 ng 55180 6 15.66 550292 20.0
1H-3a,7-Methanoaz... 17.36 5.3 ng 144762 6 15.66 550292 20.0
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