LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112622.D

Aca On : 19 Feb 2019 15:46

Operator : JU/SJ

Sample : K1515-09

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-BF012519.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.051 500 504 521 rBV 75581 112727 3.83% 0.444%
2 5.463 570 574 603 rBY 2000430 2341420 79.56% 9.224%
3 6.475 742 746 763 rBVY 2299592 2624117 89.16% 10.338%
4 6.598 763 767 781 rVB 2792780 2676184 90.93% 10.543%
5 6.822 801 805 814 rBV 566034 511301 17.37% 2.014%
6 6.981 827 832 844 rBVY 1974401 1992839 67.71% 7.851%
7 7.386 897 901 922 rBVY 1527505 1602615 54.45% 6.314%
8 8.104 1019 1023 1041 rBV 656394 662700 22.52% 2.611%
9 9.175 1200 1205 1216 rBV 2984691 2943125 100.00% 11.595%
10 9.575 1269 1273 1279 rBV 133012 141408 4 .80% 0.557%

11 9.857 1317 1321 1330 rVB 824573 786835 26.73% 3.100%
12 10.657 1453 1457 1471 rBV 2070268 2096305 71.23% 8.259%
13 11.351 1571 1575 1583 rBV 749470 816683 27.75% 3.217%
14 11.868 1659 1663 1674 rBV2 241351 286451 9.73% 1.129%
15 12.574 1778 1783 1788 rBV 20589 35881 1.22% 0.141%

16 12.651 1793 1796 1807 rBV 68724 100387 3.41% 0.395%
17 12.927 1839 1843 1846 rBV 3008200 2802651 95.23% 11.041%
18 13.145 1874 1880 1883 rBV3 28974 36565 1.24% 0.144%
19 13.486 1934 1938 1941 rBV2 32122 33528 1.14% 0.132%
20 13.815 1990 1994 2005 rBV 196691 288479 9.80% 1.137%

21 13.998 2021 2025 2032 rBV 653597 693141 23.55% 2.731%
22 14.127 2044 2047 2050 rBV 91556 74832 2.54% 0.295%
23 14.433 2095 2099 2101 rBV 145066 141187 4._.80% 0.556%
24 14.733 2146 2150 2155 rVB 165464 151782 5.16% 0.598%
25 14.804 2159 2162 2166 rBV 131063 133891 4 _55% 0.527%

26 15.062 2200 2206 2211 rBV 178826 215104 7.31% 0.847%
27 15.433 2264 2269 2272 rBV 127431 175369 5.96% 0.691%
28 15.468 2272 2275 2285 rVB 440869 584296 19.85% 2.302%
29 15.862 2336 2342 2347 rBV 107249 159790 5.43% 0.630%
30 16.351 2420 2425 2430 rBV 65145 104209 3.54% 0.411%

31 16.933 2520 2524 2530 rVB4 31109 57271 1.95% 0.226%

Sum of corrected areas: 25383073
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\

BF112622.D

19 Feb 2019 15:46

JussJ

K1515-09

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112622.D

Aca On : 19 Feb 2019 15:46

Operator : JU/SJ

Sample : K1515-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 8

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

5.05 4.41 ng 112727 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Pentanol 88 C5H120 000584-02-1 37
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 504 (5.051 min): BF112622.D (-500) (-) m/z 42.95 100.00%
43
59
5000
101 RS A RARRE A AN
51 | 83 4.80 5.00 520 5.40
SRDEESENESESESSSSSESMENSSSUMRMIN B 1 NSNS 2 SEVHE EREIESASRMMPESS MM m/z 59.10 62.71%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR A LS UL I
4.80 5.00 520 5.40
59 m/z 101.10 23.43%
21 37 53,|| 67 77 83 o1 ,101
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
5000 m/z 58.00 14 .99%
29 101
15 |, 3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2090: 3-Pentanol LA L L L L L B
50 4.80 5.00 5.20 5.40
m/z 41.00 10.32%
5000 31
41
15 25| \‘m 53 || 70 87
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112622.D

Aca On : 19 Feb 2019 15:46

Operator : JU/SJ

Sample : K1515-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.60 Concentration Rank 1

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

6.60 104.68 ng 2676180 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 767 (6.598 min): BF112622.D (-763) (-) m/z 132.00 100.00%
5000 68
40 %6 J 620 640 6.60 6.80 7.00
54 . . . . :
frer lsus g m/z 68.10  41.09%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 AL R R
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 32.64%
"% !||'I'!"I""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
620 640 6.60 6.80 7.00
5000 m/z 66.05 26.72%
33 44 o 105
---‘-.--‘-ﬁq--‘--f)----‘.-‘-?l-S.-- S
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 17 .44%
5000 og M°
N ...,....,.?% . WQ7.M‘. A 188 .1§?.
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112622.D

Aca On : 19 Feb 2019 15:46

Operator : JU/SJ

Sample : K1515-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.87 7.01 ng 286451 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Undecanoic acid 186 C11H2202 000112-37-8 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80

Abundance Scan 1663 (11.868 min): BF112622.D (-1659) (-) m/z 73.00 100.00%

43 60 73
5000 129

213

11.60 11.80 12.00 12.20
m/z 60.00 86.07%

157 185
43 171

199

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

Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LU B B

11. 60 11. 80 12. OO 12 20

m/z 43.05 82.70%
213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 T [T T

11.60 11.80 12.00 12.20
5000 129 m/z 41.05 73.94%

29
T 115 171
| H ‘ :1; \ 1 ‘\

143157 ‘ 185 214

m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid

43 60 73 11.60 11.80 12.00 12.20
m/z 55.10 71.21%

5000 129

29
s LA
R ARARan ER R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12. 00 12 20

199
143 157171185 242
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112622.D

Aca On : 19 Feb 2019 15:46

Operator : JU/SJ

Sample : K1515-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Octadecanoic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.65 2.46 ng 100387 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 59

Abundance Scan 1796 (12.651 min): BF112622.D (-1793) (-) m/z 73.00 100.00%
43 78
59
129
5000
12.40 12.60 12.80 13.00
RERaRE L S m/z 43.05 91.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
BN VY RPN
5000 129 RSN IR BN SRR BN
12.40 12.60 12.80 13.00
185 m/z 59.95 80.39%
1JJ 143,171 241 284
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 78
5]
12.40 12.60 12.80 13.00
5000 m/z 57.05 69.26%
29
sl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid T
78 12.40 12.60 12.80 13.00
43 m/z 55.05 69.15%
5000
29
B U SR BRI SO B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112622.D

Aca On : 19 Feb 2019 15:46

Operator : JU/SJ

Sample : K1515-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Nonadecyl pentafluoropropio... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.82 8.32 ng 288479 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
4 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 90
5 17-Pentatriacontene 491 C35H70 006971-40-0 83
Abundance Scan 1995 (13.821 min): BF112622.D (-1990) (-) m/z 43.10 100.00%
83
139168 200 1360 13.80 14.00 14.20
m/z 57.05 98.33%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #222139: Nonadecy! pentafluoropropionate
57
5000 LRI SN BN SULRUL I
m 13.60 13.80 14.00 14.20
m/z 55.05 95.62%
2? ﬂ53182210238266 311 412
m/z--> 56 160 150 200 250 300 350 400 450 '
Abundance #235928: Octacosyl trifluoroacetate
57
o7 " 1360 13.80 14.00 14.20
5000 m/z 83.05 83.97%
29 125
Tiltd] \l (153181208 250278 306334 364 392 437 488
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #231356: Docosy! pentafluoropropionate Rt L A A
57 13.60 13.80 14.00 14.20
m/z 69.05 80.95%
97
5000
125
2? ] Hl 153181 224250 280308 353 454
m/z--> 50 100 150 200 250 300 350 400 450 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112622.D

Aca On : 19 Feb 2019 15:46

Operator : JU/SJ

Sample : K1515-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heptacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.13 2.16 ng 74832 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2047 (14.127 min): BF112622.D (-2044) (-) m/z 57.10 100.00%
g7
5000
99 RN AR BRI UGS
] 141 183 13.80 14.00 14.20 14.40
g “.w.”.“.” A A B B R m/z 43.10 71.90%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57
5000 UL UL AR SRR IAREE
13.80 14.00 14.20 14.40
99 m/z 71.05 69.81%
26 | ; 141 183 225 267 309 380
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
57
13:80 14.00 14.20 14.40
5000 m/z 85.10 52 .43%
99
26 ] JJ 41 183 225 296
miz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane T T R T T
57 13.80 14.00 14.20 14.40
m/z 41.10 31.26%
5000
97
26 ] | 141 183 225 267 309 351 393 435 491 535 574 617
miz-> 0 50 100 1&'30 200 250 300 350 400 450 500 550 600 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112622.D

Aca On : 19 Feb 2019 15:46

Operator : JU/SJ

Sample : K1515-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .43 4_.07 ng 141187 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Triacontane 422 C30H62 000638-68-6 90
3 Nonadecane. 2.6.10.14-tetramethvl- 324 C23H48 055124-80-6 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2098 (14.427 min): BF112622.D (-2095) (-) m/z 57.10 100.00%
g7
5000 85

113 141 324 14.20 14.40 14.60 14.80
A, 80108215230 281t KU hs7 43.10  76.88%

m/z--> 50 O 150 200 250 300 350 400
Abundance #129491: Eicosane
57
5000 85 LA L L L L L L L LB
29 14.20 14.40 14.60 14.80

m/z 71.10 66 .95%

J | 8814 169 197 225 253 282

m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
R L ERmm et e
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 48.01%
113
29| 1 J | 141 169 197 225 253 281 309 337 365 393 422
A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #164587: Nonadecane, 2,6,10,14-tetramethyl- B ARE St
71 14.20 14.40 14.60 14.80
m/z 41.10 26.38%
5000
113
141 239
i } J |28 7] 266 295 2

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\BF021919\
Data File : BF112622.D

Aca On : 19 Feb 2019 15:46

Operator : JU/SJ

Sample : K1515-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.73 4.38 ng 151782 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 87
Abundance Scan 2149 (14.727 min): BF112622.D (-2146) (-) m/z 57.10 100.00%
57
85
5000
FI T 14040 1460 1180 1500
b e RS e m/z 43.10  73.33%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L B UL S UL
14,40 14.60 14.80 15.00
m/z 71.10 72 .10%
29 113
| I ] L 141 169 197 225 253 296
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #202661: Heptacosane
57
14.40 1460 14.80 15.00
5000 85 m/z 85.10 54 .60%
29 113 14
UL L) 77,141 169 197 225 253 281 309 337 380
m/z--> 50 100 1%0 260 250 300 350 '
Abundance #215181: 2-methyloctacosane LR EEa e S
57 14.40 14.60 14.80 15.00
m/z 41.10 33.00%
5000 85
113
200 | || |77, 141 160 197 225 267 295 365 393
m/z--> 50 100 1%0 200 250 300 350 ' 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112622.D

Aca On : 19 Feb 2019 15:46

Operator : JU/SJ

Sample : K1515-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Squalene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.80 4.58ng 1338901  Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 000111-02-4 91

2 Supraene

3 Docosa-2.6.10.14.18-pentaen-22-a. ..
4 7.11-Dimethvldodeca-2.6.10-trien...
5 Propanoic acid, 2,2-dimethyl-, [...

410 C30H50

384 C27H440
208 C14H240
306 C20H3402

007683-64-9 91
1000163-04-7 83
125529-10-4 74
1000164-38-8 59

Abundance Scan 2161 (14.798 min): BF112622.D (-2159) (-) m/z 69.10 100.00%
69
41 ‘95
121 149 14.40 14.60 14.80 15.00 15.20
\.hl ! 176 205225 281

SN RN oM m/z 81.10 42.62%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
41

5000 TT T T[T T I T [T T T T[T T TT[TT
14. 40 14 60 14. 80 15. 00 15 20
m/z 41.10 26.48%
95 137
] d d17 ]~ 161 191 217 273 299 341 367 410
i e LA e e B LB e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
e B ma
14.40 14.60 14.80 15.00 15.20
5000 m/z 95.10 16.98%
41
95 137
Loh oy A1y [ 163 191 217 245 273 299 341 367 410
LB o O B P i o e e B e o e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... I B e S B
69 14.40 14.60 14.80 15.00 15.20
m/z 68.05 14 .29%
5000 41
93
Dl e o ssaa
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00 15.20

8270-BF012519.M Wed Feb 20 15:55:21 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112622.D

Aca On : 19 Feb 2019 15:46

Operator : JU/SJ

Sample : K1515-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.06 7.36 ng 215104 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2206 (15.062 min): BF112622.D (-2200) (-) m/z 57.10 100.00%
g7
85
5000
U3 141 14,80 15.00 15.20 15.40
169 197 252
o...~.|,.-ll“l I 4 s | W/Z 71.10 70.92%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
g7
5000 85 L L B UL I

14.80 15.00 15.20 15.40
m/z 43.05 68.19%

113
ZPJ I | ﬂ (141,169 197 225 267 295 365 393
e B e
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
e
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 53.91%
2 13 141
| ﬂ 169 197 225 253 281 309 337 365 394
e : T e e B L
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane i LR R e Rt
57 14.80 15.00 15.20 15.40
m/z 55.10 28.35%
85
5000
29 113
[ L M8 109 197 225 253 296
e T S S e S
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF012519.M Wed Feb 20 15:55:21 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112622.D

Aca On : 19 Feb 2019 15:46

Operator : JU/SJ

Sample : K1515-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Sulfurous acid, butyl dodec... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.86 5.47 ng 159790 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Triacontane 422 C30H62 000638-68-6 87
4 Hexacosane 366 C26H54 000630-01-3 83
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 80
Abundance Scan 2342 (15.862 min): BF112622.D (-2336) (-) m/z 57.10 100.00%
57
85
5000
[P 100100 25z - 5160 1580 16100 16,20
SR 0 B S ot P LS m/z 71.10 71.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LI SULRURE BN SUULN SR
15,60 15.80 16.00 16.20
m/z 43.10 63.38%
29
| I J / J1$1I169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57
&5 15.60 15.80 16.00 1620
5000 m/z 85.10 53.08%
113
| J | 141 169 197 225 253 281 309 338
m/z--> éo 100 1éo 260 250 300 3%0 400
Abundance #219831: Triacontane i B e
57 15.60 15.80 16.00 16.20
m/z 55.10 22.23%
5000 85
13 141
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 M 250 300 350 400 15,60 15.80 16.00 16.20

8270-BF012519.M Wed Feb 20 15:55:22 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF021919\
Data File : BF112622.D

Aca On : 19 Feb 2019 15:46

Operator : JU/SJ

Sample : K1515-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Triacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.35 3.57 ng 104209 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Hexatriacontane 507 C36H74 000630-06-8 90
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2425 (16.351 min): BF112622.D (-2420) (-) m/z 57.10 100.00%
g7
F1a1 105510 16100 16,20 16,40 16580
e T B e m/z 71.10 76.12%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #219831: Triacontane
57
5000 85 A UL BIGRRR B
mmmmmmmm
m/z 43.10 59.06%
113141
29 dl 169197 225253 281 309 337 365 393 422
miz--> 0 55 160 150 260 2éo 360 3%0 460 4éo 560
Abundance #235973: Hexatriacontane
5
16.00 16,20 16.40 16.60
5000 a5 m/z 85.05 49 _.47%

113141160197 205253 281300337 379 421449477 506

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141433: Pentadecane, 8-hexyl- e B e s
43 16.00 16.20 16.40 16.60

m/z 55.10 24 . 74%

3

71
5000

i

j 99 196
127
| 127155 | 225252280

IIILIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF021919\
Data File : BF112622.D

Acq On : 19 Feb 2019 15:46

Operator : JU/SJ

Sample : K1515-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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... 5.05 4.4 ng 112727 1 6.82 511301 20.0
unknown6 .60 6.60 104.7 ng 2676180 1 6.82 511301 20.0
n-Hexadecanoic acid 11.87 7.0 ng 286451 4 11.35 816683 20.0
Octadecanoic acid 12.65 2.5 ng 100387 4 11.35 816683 20.0
Nonadecyl pentafl... 13.82 8.3 ng 288479 5 14.00 693141 20.0
Heptacosane 14.13 2.2 ng 74832 5 14.00 693141 20.0
Eicosane 14.43 4.1 ng 141187 5 14.00 693141 20.0
Heneicosane 14.73 4.4 ng 151782 5 14.00 693141 20.0
Squalene 14.80 4.6 ng 133891 6 15.47 584296 20.0
2-methyloctacosane 15.06 7.4 ng 215104 6 15.47 584296 20.0
Sulfurous acid, b... 15.86 5.5 ng 159790 6 15.47 584296 20.0
Triacontane 16.35 3.6 ng 104209 6 15.47 584296 20.0
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