LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040119\
Data File : BF113467.D

Acq On 1 Apr 2019 15:32

Operator : JU/SJ

Sample : K2171-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 height area % max. total
1 5.322 546 550 576 rBV 2410730 2580427 85.50% 8.366%
2 6.351 721 725 743 rBV 2395782 2723350 90.24% 8.830%
3 6.481 743 747 750 rBV 2927847 2682743 88.89%% 8.698%
4 6.704 782 785 794 rBV 1019423 857524 28.41% 2.780%
5 6.863 808 812 829 rVB 2342639 2108446 69.86% 6.836%
6 7.269 877 881 904 rBV 1701260 1731249 57.36% 5.613%
7 7.986 999 1003 1018 rBV 1160163 1112795 36.87% 3.608%
8 9.063 1181 1186 1205 rBV 2930892 3018063 100.00% 9.785%
9 9.457 1249 1253 1262 rBV 219454 216184 7.16% 0.701%
10 9.733 1296 1300 1318 rVB 1285224 1268724 42.04%  4.113%

11 10.522 1430 1434 1448 rBV 1819801 1882531 62.38% 6.104%
12 11.216 1548 1552 1569 rBV 1376512 1370751 45.42% 4._.444%
13 11.751 1639 1643 1653 rBV2 154215 231251 7.66% 0.750%
14 12.421 1754 1757 1761 rBV 43631 44933 1.49% 0.146%
15 12.527 1771 1775 1789 rBV 232465 403997 13.39%% 1.310%

16 12.651 1793 1796 1799 rVB 46391 42230 1.40% 0.137%
17 12.792 1816 1820 1829 rBV 3060316 2846378 94.31% 9.229%
18 13.333 1908 1912 1915 rBV 74260 67657 2.24% 0.219%
19 13.698 1971 1974 1977 rBV 82981 77864 2.58% 0.252%
20 13.745 1977 1982 1993 rVB7 32105 96331 3.19% 0.312%

21 13.845 1993 1999 2007 rBV 1024995 1139074 37.74% 3.693%
22 14.010 2024 2027 2032 rBV 173138 166424 5.51% 0.540%
23 14.315 2075 2079 2083 rBV 316418 274317 9.09% 0.889%
24 14.474 2103 2106 2109 rBv4 23139 31208 1.03% 0.101%
25 14.610 2125 2129 2133 rVB 462207 427719 14.17% 1.387%

26 14.674 2137 2140 2146 rBV 196184 201654 6.68% 0.654%

27 14.857 2168 2171 2177 rBV2 23937 36636 1.21% 0.119%
28 14.921 2178 2182 2190 rVB 485104 516820 17.12% 1.676%
29 15.133 2215 2218 2221 rBV 37001 43710 1.45% 0.142%

30 15.251 2233 2238 2248 rBV2 869149 1646775 54.56% 5.339%
31 15.668 2303 2309 2316 rBV 351605 515611 17.08% 1.672%

32 16.127 2381 2387 2398 rVB 192661 353068 11.70% 1.145%
33 16.662 2474 2478 2485 rVB2 68475 126528 4._.19% 0.410%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040119\
Data File : BF113467.D

Acq On 1 Apr 2019 15:32

Operator : JU/SJ

Sample : K2171-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 30842972
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113467.D

Acq On 1 Apr 2019 15:32

Operator : JU/SJ

Sample : K2171-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF113467.D
3000000 6.48

2500000 5.32 6.35 6.86

2000000
7.27

1500000

6.70
1000000

500000

T L

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: BF113467.D
3000000 9.06 12|79

2500000

2000000 10.52

1500000
973 11.22
7.99

1000000

500000

9.46 12.53
11.75 12.4 E12'65 L 13,

o e e S e e

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: BF113467.D
3000000

2500000
2000000
1500000

13.84
1000000 15.25

14.61 14.92

500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113467.D

Acq On 1 Apr 2019 15:32

Operator : JU/SJ

Sample : K2171-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M

Quant Title

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

= 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 1 unknown6.48 Concentration Rank 1

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

6.48 62.57 ng 2682740 1,4-Dichlorobenzene-d4 6.70

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27

2 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 17

3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12

4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

5 Xenon 132 Xe 007440-63-3 9
Abundance Scan 747 (6.481 min): BF113467.D (-743) (-) m/z 131.95 100.00%

6.20 6.40

6.60 6.80

5000 68
96
40 54 | 75 ‘
Ot Ol 8287 |0 w5 ML
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
78
31 a5 m
o N il | PO N | S |
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

m/z 68.00 38.93%

A\
LANLL L IL  L  L L

6.20 6.40 6.60 6.80

5000
69
39 o7 76
O T T T T T T T T e T T e T T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
41 53 97 117
79
0 34 “‘ ‘\ ! 61\‘ \‘ L1l 89 L, 103110 (124 )|
T R T T T P T e T [ T T
m/z--> 30 40 50 70 80 90 100 110 120 130 140

m/z 134.00 33.53%
IS RAASE RUARE UARSE AR
6.20 6.40 6.60 6.80
m/z 65.95 25.18%

6.20 6.40 6.60 6.80

m/z 69.00 15.07%

6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113467.D

Acq On 1 Apr 2019 15:32

Operator : JU/SJ

Sample : K2171-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.75 3.37 ng 231251 Phenanthrene-d10 11.22
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 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 20
Abundance Scan 1643 (11.751 min): BF113467.D (-1639) (-) m/z 72.95 100.00%
43 60 73
5000 129
157171 192 213 LR SUNE SN SN
143 207 256 11.40 11.60 11.80 12.00
0 m/z 43.00 89.74Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 LN U BB UL S B
nmnmnmnm
m/z 59.95 87.96%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11140 11.60 11.80 1200
5000 29 129 m/z 56.95 75.21%
87 15 oh 214
101 143157 | 185
O o o IR B e
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid L B
43 60 73 11.40 11.60 11.80 12.00
m/z 55.00 68.47%
5000 129
29
199
143157171185 242
oL heendunt ASER A St
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113467.D

Acq On 1 Apr 2019 15:32

Operator : JU/SJ

Sample : K2171-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 4 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.53 5.89 ng 403997 Phenanthrene-d10 11.22
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1775 (12.527 min): BF113467.D (-1771) (-) m/z 42.95 100.00%

B
5000

12.20 12.40 12.60 12.80

o m/z 72.90 96.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131262: Octadecanoic acid
73
43
129
12.20 12.40 12.60 12.80
m/z 57.00 84.17%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
R R R e S
12.20 12.40 12.60 12.80
5000 129 m/z 59.90 79.59%
97 199 242
27
o 58 113 157 180 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid N e e
43 60 12.20 12.40 12.60 12.80
m/z 55.00 71.71%
- '\/\L\—J
o T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113467.D

Acq On 1 Apr 2019 15:32

Operator : JU/SJ

Sample : K2171-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 5 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.01 2.92 ng 166424 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90

Abundance Scan 2027 (14.010 min): BF113467.D (-2024) (-) m/z 57.00 100.00%

57

T

5000 85

113 Bmmmmmmmmm
3 141 169
N 197 230248 %27 m/z 43.00 64.82%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane

| *AM_AM._J
85

5000 A S e
13. 60 13. 80 14. 00 14. 20 14. 40

m/z 71.00 62.92%

r

113

ol bbb L T 97 228 258 A

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

Abundance
57

13160 13.80 14.00 14.20 1440
5000 85 m/z 85.00 48.74%

[N
N g——f
J}
o

29

. 13 141 160 197 225 253 295 323 367
— T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane

57 13.60 13.80 14.00 14.20 14.40
m/z 55.00 20.78%

L te, 141 169 197 225 253 281 309 338 nwhmyﬁf‘\«ﬁk,wﬂw,*uvwﬁJ

m/z--> 50 100 150 200 250 300 350 13. 60 13. 80 14. 00 14. 20 14. 40

T

5000 85

In
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113467.D

Acq On 1 Apr 2019 15:32

Operator : JU/SJ

Sample : K2171-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .32 4.82 ng 274317 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2080 (14.321 min): BF113467.D (-2075) (-) m/z 56.95 100.00%
57
85
5000

14.00 14.20 14.40 14.60

ﬂ 1 ‘141 169 197 241 300 327

ol b AR 2907 24 s sy m/z 71.00 69.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85

14.00 14.20 14.40 14.60
m/z 43.00 58.43%

29 113
0 | ‘L ) uh\ ib h‘ \ ‘1‘169 197 225 253 295 323 367
....,.... T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
B A a e ST L,
14.00 14.20 14.40 14.60
5000 85 m/z 85.00 52.82%
118 1m
o2 169 197 225 253 281 309 337 365 393 422
T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57 14.00 14.20 14.40 14.60
m/z 55.00 21.79%
85
5000
oL L. | [ | 141 169 197 225 253 296 Lkwv*
L L e e e e e AL B B o o o o T
m/z--> 50 100 150 200 250 300 350 400 14. OO 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113467.D

Acq On 1 Apr 2019 15:32

Operator : JU/SJ

Sample : K2171-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 Triacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.61 5.19 ng 427719 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Heptacosane 380 C27H56 000593-49-7 83
5 Octacosane 394 C28H58 000630-02-4 81
Abundance Scan 2129 (14.610 min): BF113467.D (-2125) (-) m/z 57.00 100.00%
5000 ‘_,__Ak__v-_J
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—v—
141 14.20 14.40 14.60 14.80 15.00
o 183 225256 300 m/z 71.00 67.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #219831: Triacontane
57 _*~AVAwMJ
14.20 14.40 14.60 14.80 15.00
99 m/z 43.00 58.81%
ol28L 1 dd 141 183 225 267 300 351 422
miz--> 0 50 100 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57
14.20 14140 14.60 14.80 15.00
5000 m/z 85.00 50.69%
99
ol 26 141 183 225 296
m/z--> 0 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #241528: Tetratetracontane
57 14.20 14.40 14.60 14.80 15.00
m/z 55.00 19.23%
5000
97
ol 26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> (I) 5'0 1(')0 1&'30 200 250 300 350 400 4&'30 5(')0 séo 6(|)O 14. 20 14. 40 14 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113467.D

Acq On 1 Apr 2019 15:32

Operator : JU/SJ

Sample : K2171-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 Supraene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.67 2.45 ng 201654 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 91
3 .psi.,.psi.-Carotene, 7,77,8,8",... 547 C40H66 000502-62-5 83
4 trans-Farnesol 222 C15H260 000106-28-5 64
5 1,5-Heptadiene, 2,6-dimethyl- 124 C9H16 006709-39-3 47
Abundance Scan 2139 (14.668 min): BF113467.D (-2137) (-) m/z 69.00 100.00%
6o
5000
4l AR SUNA B SR
07137 207 14.40 14.60 14.80 15.00
Ol rrbpd i d 20207230 802841 "m/z 80.95 51.11%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69
5000 R B B M B
14,40 14.60 14.80 15.00
41 m/z 41.00 24 _A7%
b 8T ez s s mo
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69
14.40 14.60 14.80 15.00
so00l 4 m/z 95.00 13.74%
o 100137 191 231 273 341368 410
[rerryrreryrrrrrrrT T T T T T T T T T T T T T T T T T T T T T T T T T
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238944: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,... L L B B L B
69 14.40 14.60 14.80 15.00
m/z 68.00 11.87%
5000
a1 137
0 [, do1 245273301 341368 409436 477504 546
mz-> 0 55 160 150 200 250 300 350 400 450 500 séo 14.40 14.60 14.80 15.00

8270-BF032519.M Wed Apr 03 16:28:33 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113467.D

Acq On 1 Apr 2019 15:32

Operator : JU/SJ

Sample : K2171-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .92 6.28 ng 516820 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Hexadecane 226 C16H34 000544-76-3 87

Abundance Scan 2182 (14.921 min): BF113467.D (-2178) (-) m/z 57.00 100.00%

57
5000 85

s R e
|| 141 169 197 205 268 205 28 1460 14.80 15.00 15.20

S ,,1'1],'1,1,,,, D 28 295 828 "m/z 71.00 67.76%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129492: Eicosane
57

85 14.60 14.80 15.00 15.20

o

29 m/z 43.00 58.56%
oo ‘ ||, M3 141 169 197 205 253 282
e e —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
R
g5 14.60 14.80 15.00 15.20
5000 m/z 85.00 50.97%
29 113

141 169 197 225 o253 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43 14.60 14.80 15.00 15.20
m/z 55.00 21.47%
71
5000
9 197
0 bl g 195 183200 225 253 295 337
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113467.D

Acq On 1 Apr 2019 15:32

Operator : JU/SJ

Sample : K2171-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 Heptadecane, 9-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.67 6.26 ng 515611 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2309 (15.668 min): BF113467.D (-2303) (-) m/z 57.00 100.00%
57
5000 85 \ |
|113 141 169 197 239 266 295 324 355 400 15.40 15,60 15,80 1600 _
ol b L7 209 197 239 266 295 324 355 400 nzz 70.95  67.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
15.40 15.60 15.80 16.00
m/z 43.00 56.80%
29 113
0 \‘ ‘L h “\ ‘hw h‘ |‘ il 1?1\16‘9 197 225 253 296
m/z--> §0 160 1%0 260 2%0 360 3%0 460
Abundance
57
' 15.40 15.60 15.80 16.00
5000 85 m/z 85.00 48 .96%
29 13 441
0 169 197 205 253 281 309 337 365 394
m/z--> §0 160 1%0 260 250 360 3%0 460
Abundance #175558: Tetracosane S I B L L B i
57 15.40 15.60 15.80 16.00
m/z 55.00 20.60%
85
5000
113
0 34 LU LT 4 190 197 225 253 2mn sop 38
m/z--> §0 160 150 260 250 360 3%0 460 15M0 15%0 15%0 1&00

8270-BF032519.M Wed Apr 03 16:28:35 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040119\
Data File : BF113467.D

Acq On 1 Apr 2019 15:32

Operator : JU/SJ

Sample : K2171-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.13 4.29 ng 353068 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2387 (16.127 min): BF113467.D (-2381) (-) m/z 57.00 100.00%
5000 \ }
R NN BN B
155 15.80 16.00 16.20 16.40
o 183 211 239 280 327 m/z 70.95 65 40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 R DR
85 1580 16.00 16,20 16.40
29 m/z 43.00 55.07%
ol ‘ L H113 141 169 197 225 253 281 309 337 365 394
m/z--> §o 100 150 260 2éo 360 3éo 460 '
Abundance
57
15.80 16.00 16.20 16.40
5000 m/z 85.00 50.37%
85
29 113 141
0 169 197 225 253 280 309 351 379 407 436
m/z--> §o 160 1éo 260 250 360 3%0 460 '
Abundance #219831: Triacontane B RERREEEERE ey
57 15.80 16.00 16.20 16.40
m/z 55.00 19.54%
113
AEIRE T || 141 169 197 225 253 281 309 337 365 393 422
m/z--> §o 160 1éo 260 250 360 3éo 460 ! 1580 1600 1620 1640 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF040119\
Data File : BF113467.D

Acq On 1 Apr 2019 15:32

Operator : JU/SJ

Sample : K2171-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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]
unknown6 .48 6.48 62.6 ng 2682740 1 6.70 857524 20.0
n-Hexadecanoic acid 11.75 3.4 ng 231251 4 11.22 1370750 20.0
Octadecanoic acid 12.53 5.9 ng 403997 4 11.22 1370750 20.0
Heneicosane 14.01 2.9 ng 166424 5 13.84 1139070 20.0
Hexacosane 14.32 4.8 ng 274317 5 13.84 1139070 20.0
Triacontane 14.61 5.2 ng 427719 6 15.25 1646780 20.0
Supraene 14.67 2.5 ng 201654 6 15.25 1646780 20.0
Eicosane 14.92 6.3 ng 516820 6 15.25 1646780 20.0
Heptadecane, 9-he... 15.67 6.3 ng 515611 6 15.25 1646780 20.0
Octacosane 16.13 4.3 ng 353068 6 15.25 1646780 20.0
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