LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081618\
Data File : BF108201.D

Aca On : 16 Aug 2018 18:04

Operator : JU/SJ

Sample : J4499-10

Misc :

ALS Vial : 12 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-BF080818 .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 2.378 3 7 13 rVB 417057 565788 12.48% 1.342%
2 5.266 494 498 507 rvVB 183291 211134 4 .66% 0.501%
3 5.648 557 563 566 rBY 3777065 3981758 87.80% 9.447%
4 6.637 725 731 734 rBV 4092907 4272905 94.22% 10.138%
5 6.784 752 756 760 rBVY 4065066 4154746 91.61% 9.857%
6 7.013 792 795 799 rVB 1225169 1084384 23.91% 2.573%
7 7.172 818 822 825 rBVY 3675143 3195865 70.47% 7.582%
8 7.578 885 891 894 rBVY 2875386 2737923 60.37% 6.496%
9 8.301 1009 1014 1017 rBV 1417590 1342957 29.61% 3.186%
10 9.372 1191 1196 1199 rBvV 5117317 4535158 100.00% 10.760%

11 9.760 1258 1262 1267 rBV 396707 308767 6.81% 0.733%
12 10.060 1309 1313 1324 rVB2 1642510 1460756 32.21% 3.466%
13 10.854 1443 1448 1460 rBV 2698161 2510782 55.36% 5.957%
14 11.554 1563 1567 1570 rBV 1421810 1265308 27.90% 3.002%

15 11.577 1570 1571 1575 rVvB2 109109 81837 1.80% 0.194%
16 12.060 1649 1653 1656 rBV 62447 68032 1.50% 0.161%
17 12.689 1757 1760 1766 rVB3 53734 65696 1.45% 0.156%

18 12.771 1771 1774 1778 rBV 128525 120544 2.66% 0.286%
19 13.007 1807 1814 1819 rBV 118343 163290 3.60% 0.387%
20 13.142 1833 1837 1840 rBV 3621689 3175167 70.01% 7.533%

21 14.030 1984 1988 1999 rBV 323352 482187 10.63% 1.144%
22 14.165 2008 2011 2014 rVvVv 138637 124463 2.74% 0.295%
23 14.207 2014 2018 2021 rVV 1165811 1186917 26.17% 2.816%
24 14.230 2021 2022 2029 rVB 66800 66030 1.46% 0.157%
25 14.342 2038 2041 2044 rBV 70692 73452 1.62% 0.174%

26 14.648 2091 2093 2095 rBV 109039 110248 2.43% 0.262%
27 14.671 2095 2097 2108 rVB 137361 227480 5.02% 0.540%
28 14.977 2147 2149 2153 rVB 67648 67016 1.48% 0.159%
29 15.065 2160 2164 2168 rVB 402890 411341 9.07% 0.976%
30 15.142 2173 2177 2181 rVB 321934 352358 7.77% 0.836%

31 15.301 2201 2204 2207 rBV 45933 63828 1.41% 0.151%
32 15.348 2208 2212 2215 rVV2 160321 198487 4._.38% 0.471%
33 15.383 2215 2218 2232 rVB2 439657 882045 19.45% 2.093%
34 15.771 2278 2284 2290 rBV 752809 1059481 23.36% 2.514%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081618\
Data File : BF108201.D

Aca On : 16 Aug 2018 18:04

Operator : JU/SJ

Sample : J4499-10

Misc :

ALS Vial : 12 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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.989 2316 2321 2326 rVB 420436 604402 13.33% 1.434%
36 16.236 2359 2363 2370 rVB 152426 238712 5.26% 0.566%

37 16.318 2372 2377 2385 rBV3 98211 256596 5.66% 0.609%
38 17.124 2509 2514 2521 rVB2 217748 440321 9.71% 1.045%

Sum of corrected areas: 42148161
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108201.D

Aca On : 16 Aug 2018 18:04

Operator : JU/SJ

Sample : J4499-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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: BF108201.D
5000000

6.646.78

4000000 565 17

3000000 7.58

2000000

7.01
1000000

p.38
5.27

OA—,. e .L ; \ L— , o

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: BF108201.D

5000000 937

4000000
13.14

3000000 10.85

2000000
10.06
8.30 11.55

1000000

9.76

T T T T
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: BF108201.D
5000000
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3000000

2000000

1000000

0 s ——————

LN I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108201.D

Aca On : 16 Aug 2018 18:04

Operator : JU/SJ

Sample : J4499-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.38 10.44 ng 565788 1,4-Dichlorobenzene-d4 7.01
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 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance Scan 7 (2.378 min): BF108201.D (-3) (-) m/z 73.10 100.00%
5000 43.1
55.1 87.1
| 240 250 2.60 2.70 2.80
e e e e e || M/z 43.10 44 43%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 AR A A R R
43.0 2.40 2.50 2.60 2.70 2.80
550 87.0 m/z 55.10 30.92%
29.0
'“l'“'|“"w'”H"“ﬂht'w"w"“l'“'l“"w"w'“
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
o o 87.0 240 250 2.60 2.70 2.80
5000 : m/z 87.10 27 .10%
29.0
..w..”,}EQ,.”.,”..“..w..”,.”.,”..“..w.?ﬂq.”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1996: Silane, tetramethyl- R
73.0 2.40 2.50 2.60 2.70 2.80
m/z 41.05 14.12%
5000
43.0
20 150 290 || 530 30 | 880
m/z--> 0 10 20 30 40 50 60 70 80 90 100 240 250 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108201.D

Aca On : 16 Aug 2018 18:04

Operator : JU/SJ

Sample : J4499-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

5.27 3.89 ng 211134 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 499 (5.272 min): BF108201.D (-494) (-) m/z 43.10 100.00%
431
5000 591
| s "5ho 550 540 Sko
N R A RN SRR AR AN RN RRRRS RN SARAS AR RARR SRR AR m/z 59.10 51.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS UL RAREE R R
5.00 5.20 5.40 5.60
59.0 1010 m/z 101.10 15.08%
"P"W'?1$'”””h"P“'W"qu”'?%Q'P"“':”I'”'I”"P"W"”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8358: 2-Hexanol, 2-methyl-
59.0
500 520 540 560
5000 m/z 58.10 13.88%
43.0 101.0
31.0 -
'W%ﬁgl”'mm"htm”l'Mti”'Z%Q”??f'v"W"”l'”'l”"P"W"”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e A .
59.0 5.00 5.20 5.40 5.60
m/z 41.05 9.48%
5000 41.0
e 3O 1280 1ap0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108201.D

Aca On : 16 Aug 2018 18:04

Operator : JU/SJ

Sample : J4499-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.78 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.78 76.63 ng 4154750 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 1.2.3-Trifluorobenzene 132 C6H3F3 001489-53-8 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
Abundance Scan 755 (6.778 min): BF108201.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.0
400 540 ‘ 9.0 6.40 6.60 6.80 7.00 7.20
.,....,....'!'!...,!!..,-!.-.|,..7.5.‘,0....,..!.,?1??.?....,...., b | m/z 68.05  49.53%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 UL LA UL R

6.40 6.60 6.80 7.00 7.20
m/z 66.05 32.45%

31.0 51.0
[ 1 | 79.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R R
6.40 6.60 6.80 7.00 7.20
5000 m/z 134.00 31.78%
33.0 44.0 00 105.0
60.0 00 | | 1s0
A BaE o B o S e ERAEA RS L R S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R R R b
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 19.78%
5000
92.0
65.0
270 390 510 77 770 | 1050444,
e e e e e e e e
m/z--> 20 30 40 50 60 70 80 9 100 110 120 130 140 640 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108201.D

Aca On : 16 Aug 2018 18:04

Operator : JU/SJ

Sample : J4499-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 5-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.03 8.13 ng 482187 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 97
3 1-Docosene 308 C22H44 001599-67-3 94
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 1988 (14.030 min): BF108201.D (-1984) (-) m/z 57.10 100.00%
571.1
5000 \AwﬁAV,A_N“,}k\JAVRNJ\w,Af
R AR SR SRR B
1391 . 13.80 14.00 14.20 14.40
166.0 199.1 229.1 280.4 3271 n/z 43.10 85 91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127769: 5-Eicosene, (E)-
54.0
83.0
5000 R AR S SRR B
13.80 14.00 14.20 14.40
29.0 m/z 55.10 82.10%
) 139.0 167.0 196.0 223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127771: 3-Eicosene, (E)-
57.0
1380 14.00 14,20 14.40
5000 m/z 83.10 69 .55%
29.0
1L 139.0 167.0 196.0 224.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151538: 1-Docosene B R R ERE maae s B
550 13.80 14.00 14.20 14.40
m/z 69.10 61.56%
5000
29.0
'“vhﬂ“'b R AR S SRR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108201.D

Aca On : 16 Aug 2018 18:04

Operator : JU/SJ

Sample : J4499-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 n-Heptadecanol-1 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.67 3.83 ng 227480 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 87
2 1-Hexadecanol 242 C16H340 036653-82-4 87
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 80
4 1-Octadecanol 270 C18H380 000112-92-5 76
5 1-Eicosanol 298 C20H420 000629-96-9 68
Abundance Scan 2097 (14.671 min): BF108201.D (-2095) (-) m/z 55.10 100.00%
58.1 83.1
5000
} | 1552 1581 280 a71 o1 | 1440 1460 1480 15,00
R m/z 83.10 90.14%
m/z--> 50 100 150 200 250 300 350
Abundance #107662: n-Heptadecanol-1
58.0 83.0
5000 LN BN B S B
111.0 14.40 14.60 14.80 15.00
m/z 97.10 85.86%
27 | P390;680 210.0238.0
m/z--> 50 100 150 200 250 300 350
Abundance #95987: 1-Hexadecanol
55.0 83.0
14,40 14.60 14.80 15.00
5000 1110 m/z 43.10 80.09%
J | | Jt40.0168.0196.0224.0
m/z--> 50 100 150 200 250 300 350
Abundance #207396: Bromoacetic acid, octadecyl ester A EEEEE T
43.0 14.40 14.60 14.80 15.00
m/z 69.10 78 .04%
83.0
5000
111.0
| A ‘ ‘ H\ | 1810 22202590 2970 A
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\BF081618\
Data File : BF108201.D

Aca On : 16 Aug 2018 18:04

Operator : JU/SJ

Sample : J4499-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.07 7.76 ng 411341 Perylene-di12 15.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 52
4 Trideca-1.7.11-triene-1.1-dicarb... 270 C18H26N2 1000161-46-0 50
5 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 50
Abundance Scan 2165 (15.071 min): BF108201.D (-2160) (-) m/z 69.10 100.00%
6d.1
5000 A
137.1 1480 1500 1690 1640
07. 14,80 15.00 15.20 15.40
b b B0y 0y 1791 2311 26002902 3412 uzr gl 10 53.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 L BN UL SULRILN IR
14,80 15.00 15.20 15.40
m/z 41.10 27.98%
4 gor. 0131,”,) 191.0 231.0 273.0 3410 410.0
m/z--> 50 160 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
14.80 15.00 15.20 15.40
5000 m/z 95.10 13.85%
3 .0
29.o|‘ L ilr07 0 |, 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #16931: 1,5-Heptadiene, 3,3,6-trimethyl- A EEEEE T
69.0 14.80 15.00 15.20 15.40
m/z 68.05 13.23%
5000
27\0\ (TR ST | 12\30
mz-> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108201.D

Aca On : 16 Aug 2018 18:04

Operator : JU/SJ

Sample : J4499-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Octadecanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.14 6.65 ng 352358 Perylene-d12 15.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 1.19-Eicosadiene 278 C20H38 014811-95-1 91
3 17-Octadecenal 266 C18H340 056554-86-0 91
4 Bicvclol10.8.0leicosane. (E)- 278 C20H38 1000155-85-0 89
5 Oxirane, tetradecyl- 240 C16H320 007320-37-8 87
Abundance Scan 2177 (15.142 min): BF108201.D (-2173) (-) m/z 57.05 100.00%
57.0
96.1
5000

14.80 15.00 15.20 15.40
il 152.1 207 1 2501 305.2 362.2
o ,l. i 217912071 2501  8052334.33622 1 T 45 4G" o5 79%

m/z--> 50 100 150 200 250 300 350
Abundance #117606: Octadecanal
43.0| 82.0

5000

1480 15.00 1520 15.40
09.0 m/z 82.10 73.64Y%
"P”@mwmﬂﬁﬁw

m/z--> 50 10 150 200 250 300 350
Abundance #126193: 1,19-Eicosadiene

a1
13,1
o

14.80 15.00 15.20 15.40

5000 830 m/z 55.10 66.20%
QM‘HlJWﬁlmmmmmozmwmo AWMMAJWJAWM
L) e -
miz--> 50 100 150 200 250 300 350
Abundance #115860: 17-Octadecenal R R RaEEE L
82.0 14.80 15.00 15.20 15.40
43.0 m/z 96.10 54 _.78%
5000
09.0
15.0 [h ﬁ37016801960224025f0
- o et st i
miz--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108201.D

Aca On : 16 Aug 2018 18:04

Operator : JU/SJ

Sample : J4499-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Tetracosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.35 3.75 ng 198487 Perylene-di12 15.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Docosane 310 C22H46 000629-97-0 86
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 83
Abundance Scan 2212 (15.348 min): BF108201.D (-2208) (-) m/z 57.10 100.00%
51.1
5000
l ﬁ 1411 183.1212.1243.1274.1 311.1341.2 15,00 16.20 15.40 1560 __
e g 2 1831212124312741 SA113412 m/z 43.10 60.09%
miz--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
5000 LR DA PR BN SRS B
mmmmmmmm
99.0 m/z 71.10 59.12%
qﬂ|],JJwam02%0%mmm
miz--> 0 éo 100 1éo 200 250 360 3%0
Abundance #175557: Tetracosane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.10 43 .33%
9
2710 L I }4}0 183.0 225.0 267.0 309.0338.0
miz--> 0 éo 160 150 200 2%0 360 3%0
Abundance #202662: Heptacosane L B o
57.0 15.00 15.20 15.40 15.60
m/z 55.10 27 .35%
5000
99.0
2700 | ) |7, 1410 1830 225.0 267.0 323.0 380.0
miz--> 0 éo 160 1éo 200 250 300 350 1500 1520 1540 15%0 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108201.D

Aca On : 16 Aug 2018 18:04

Operator : JU/SJ

Sample : J4499-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Cyclotetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.38 16.65 ng 882045 Perylene-di12 15.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 98
2 1-Nonadecene 266 C19H38 018435-45-5 95
3 Cvclodocosane. ethvl- 336 C24H48 1000151-22-6 95
4 Octacosanol 410 C28H580 000557-61-9 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 2217 (15.377 min): BF108201.D (-2215) (-) m/z 57.10 100.00%
57.1
97.1
5000
125.1 AR BN N
15.00 15.20 15.40 15.60
167.2 .
bl 1612 2112230.12681 31323409 | i tTu3 00 o1.30%
m/z--> 50 100 150 200 250 300 350
Abundance #174180: Cyclotetracosane
55.0
5000 U SR B RN B
15.00 15.20 15.40 15.60
m/z 55.10 86.07%
28.0 167.0195.0222.0 251.0279.0 308.0
m/z--> 50 100 150 200 250 300 350
Abundance #115906: 1-Nonadecene
43.0 97.0
15.00 15.20 15.40 15.60
5000 70.0 m/z 83.10 75.42%
125.0
150J il ’ h \ J 15401820210023802660
m/z--> 50 100 150 200 250 300 350
Abundance #174181: Cyclodocosane, ethyl- R R B
57.0 15.00 15.20 15.40 15.60
97.0 m/z 97.10 69.90%
5000
280 125.0
307.0
‘ \J‘ w i L | 1530181020902370 278.0 | 336.0
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\BF081618\
Data File : BF108201.D

Aca On : 16 Aug 2018 18:04

Operator : JU/SJ

Sample : J4499-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.24 4_.51 ng 238712 Perylene-d12 15.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 93
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2364 (16.242 min): BF108201.D (-2359) (-) m/z 57.10 100.00%
57.1
‘ 9.1 "' 16.00 16.20 16.40 16.60
155. 1 : : : :
LA R g [PRT 1000 2391 2822 3271 a3 ig 64, 04%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 L SIS BN BRI B
16. 00 16 20 16. 40 16. 60
99.0 m/z 71.10 59.48%
2m‘|J]JMN1%02m2%M%O
m/z--> 55 100 1%0 260 250 360 3%0 '
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57.0
"' 16.00 16.20 16.40 16.60
5000 m/z 85.10 42 .34%
1130 155.0
L ] { i \‘ | 225'0
m/z--> 55 100 150 200 250 300 350 '
Abundance #209566: Octacosane EEEE BRI
57.0 16.00 16.20 16.40 16.60
m/z 41.10 19.03%
99.0
27,00 | | | | 141 0 183. 0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 350 ' 1600 1620 1640 1660

8270-BF080818.M Fri Aug 17 16:39:48 2018 Page: 13



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
BF108201.D

16 Aug 2018 18:04

Ju/sJ

J4499-10

12 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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

Peak Number

14 1-Heneicosanol

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.32 4.84 ng 256596 Perylene-di12 15.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heneicosanol
2 Heptafluorobutyric acid.

3 Octacosan
4 1-Docosen

5 Heptadecyl heptafluorobutyrate

312 C21H440

ol 410 C28H580
e 308 C22H44

n-octad. .. 466 C22H37F702

452 C21H35F702

015594-90-8 93
000400-57-7 90
000557-61-9 87
001599-67-3 87
959085-66-6 87

m/z 57.10 100.00%

)

16.00 16.20 16.40 16.60

m/z 43.10 89.35%

i

16 00 16. 20 16. 40 16. 60

m/z 55.10 83.19%

i

16.00 16.20 16.40 16.60

m/z 83.10 67.57%

?

16.00 16.20 16.40 16.60

m/z 97.10 63.66%

?

Abundance Scan 2377 (16.318 min): BF108201.D (-2372) (-)
57.1
97.1
5000
38.1 194.2231.2 302.0 342.1
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
55.0
5000
19.0, : ‘ 3?9 1820 224.0 266.0
o ..,...., T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester
57.0
5000
169.0
ey ‘ {“4£1p. U 210.0 2520 297.0 448.0
I L i o o e o e e LA B e e o L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215904: Octacosanol
57.0
97.0
5000
9 0
L 181.0 222.0 292.0 334.0 392.0
....,....,....,....,.... T T T T
m/z--> 50 100 150 200 250 300 350 400 450

16 00 16. 20 16. 40 16. 60

8270-BF080818.

M Fri Aug 17 16:39:49 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108201.D

Aca On : 16 Aug 2018 18:04

Operator : JU/SJ

Sample : J4499-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Oxirane, hexadecyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.12 8.31 ng 440321 Perylene-d12 15.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 90
3 Tetradecanal 212 C14H280 000124-25-4 86
4 2-Octadecvl-propane-1.3-diol 328 C21H4402 005337-61-1 81
5 1,19-Eicosadiene 278 C20H38 014811-95-1 74
Abundance Scan 2513 (17.118 min): BF108201.D (-2509) (-) m/z 57.10 100.00%
51.1
5000 831 N\,AI\MN%MNNJ/\vwwmﬂﬁ,/qg,f“
RN IR BN B
138 1 1910  236.0 . . . 16.80 17.00 17.20 17.40
“ Ao JOS.O0ED | 2900 AL\ BRIZD /7 43.10  84.05%
m/z--> 50 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl-

%

5000 TT TTTT LR B TT T T
16.80 17. 00 17. 20 17. 40
09.0 m/z 82.05 71.39%
|L ||13E'0ﬂ166.0 208.0 250.0
m/z--> 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
43.0
e i e
16.80 17.00 17.20 17.40
5000 m/z 55.10 51.17%
100
“L 1380;6&01940 236.0 264.0
— e
m/z--> 150 200 250 300 350
Abundance #71298: Tetradecanal I R e RERaEEa
16.80 17.00 17.20 17.40
m/z 83.10 50.55%
N i WJVW\_/\
124.0
L 16801940
— — T e N I
m/z--> 200 250 300 350 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081618\
Data File : BF108201.D

Acq On : 16 Aug 2018 18:04

Operator : JU/SJ

Sample : J4499-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 2.38 10.4 ng 565788 1 7.01 1084380 20.0
2-Pentanone, 4-hy... 5.27 3.9 ng 211134 1 7.01 1084380 20.0
unknown6.78 6.78 76.6 ng 4154750 1 7.01 1084380 20.0
5-Eicosene, (E)- 14.03 8.1 ng 482187 5 14.21 1186920 20.0
n-Heptadecanol-1 14.67 3.8 ng 227480 5 14.21 1186920 20.0
Squalene 15.07 7.8 ng 411341 6 15.77 1059480 20.0
Octadecanal 15.14 6.7 ng 352358 6 15.77 1059480 20.0
Tetracosane 15.35 3.8 ng 198487 6 15.77 1059480 20.0
Cyclotetracosane 15.38 16.6 ng 882045 6 15.77 1059480 20.0
Heneicosane 16.24 4.5 ng 238712 6 15.77 1059480 20.0
1-Heneicosanol 16.32 4.8 ng 256596 6 15.77 1059480 20.0
Oxirane, hexadecyl- 17.12 8.3 ng 440321 6 15.77 1059480 20.0
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