LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102249.D

Aca On : 20 Jan 2018 5:59

Operator : SJ/JU

Sample : J1113-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF010918.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 4.922 478 482 491 rVB 176794 250939 7.21% 0.822%
2 5.334 547 552 555 rBY 3352366 3328832 95.69% 10.898%
3 6.363 721 727 730 rBVY 3107482 3359445 96.57% 10.998%
4 6.493 744 749 752 rBVY 3550248 3391724 97.50% 11.104%
5 6.716 784 787 791 rBVY 1037915 882871 25.38% 2.890%
6 6.875 810 814 817 rBVY 3058422 2639188 75.87% 8.640%
7 7.287 878 884 887 rBVY 2275133 2144279 61.64% 7.020%
8 7.469 912 915 919 rVB 50009 41254 1.19% 0.135%
9 7.998 1001 1005 1009 rBV 1305222 1148869 33.03% 3.761%
10 9.081 1183 1189 1192 rBVY 3756367 3478607 100.00% 11.388%

11 9.469 1251 1255 1258 rBV 317016 281121 8.08% 0.920%
12 9.686 1284 1292 1295 rBV 154891 129350 3.72% 0.423%
13 9.751 1299 1303 1307 rVV 1256140 1127953 32.43% 3.693%
14 10.186 1373 1377 1379 rVB 166288 141563 4_.07% 0.463%
15 10.404 1409 1414 1416 rBV 47036 52023 1.50% 0.170%

16 10.545 1431 1438 1441 rBV 1850930 1804175 51.86% 5.906%
17 10.657 1454 1457 1462 rBV 139237 142247 4._.09% 0.466%

18 10.857 1486 1491 1496 rBV5 14952 37416 1.08% 0.122%
19 11.104 1530 1533 1536 rBvV 51818 41877 1.20% 0.137%
20 11.233 1552 1555 1559 rBV 1014222 939721 27.01% 3.076%
21 12.645 1792 1795 1798 rBV 111597 84154 2.42% 0.276%
22 12.822 1821 1825 1829 rBV 2296840 2195939 63.13% 7.189%
23 13.304 1902 1907 1910 rBvV4 32145 45373 1.30% 0.149%
24 13.351 1912 1915 1917 rBV 60835 48498 1.39% 0.159%

25 13.716 1973 1977 1988 rBV 414712 428461 12.32% 1.403%

26 13.869 1998 2003 2007 rBV 836958 781930 22.48% 2.560%

27 14.039 2027 2032 2035 rBV3 37580 47004 1.35% 0.154%
28 14.345 2080 2084 2092 rBV3 59039 91707 2.64% 0.300%
29 14.710 2143 2146 2151 rVB2 40402 42456 1.22% 0.139%
30 14.963 2185 2189 2191 rBV 55163 61616 1.77% 0.202%

31 15.292 2240 2245 2252 rBV 675205 826011 23.75% 2.704%
32 15.727 2316 2319 2324 rBV2 33419 53849 1.55% 0.176%
33 15.774 2324 2327 2334 rVB3 71505 101072 2.91% 0.331%
34 15.951 2353 2357 2367 rVB10 59736 143730 4.13% 0.471%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102249.D

Aca On : 20 Jan 2018 5:59

Operator : SJ/JU

Sample : J1113-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF010918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.233 2403 2405 2410 rVB2 31700 43411 1.25% 0.142%
36 16.704 2482 2485 2490 rVB6 39763 59701 1.72% 0.195%

37 17.209 2566 2571 2580 rVB10 58299 127294 3.66% 0.417%

Sum of corrected areas: 30545660
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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:\HPCHEMI\BNA F\DATA\BF011918\

BF102249.D

20 Jan 2018 5:59

SJ/Ju

J1113-19

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF102249.D
6.49
5.33

6.36 6.87

7.29

6.72

4.92

7.47
L A

0
Time-->

5.00

5.50

6.00

7.50

Abundance
3500000
3000000
2500000
2000000
1500000] g o9

1000000

500000

TIC: BF102249.D

12.82

10.55

9.75
11.23

9.47

IS 10.49

10.19 12.65

13305

O~
Time--> 8.00

11.50 12.00

12.50 13.00

8.50 9.50 10.00 10.50 11.00 13.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF102249.D

13.87

15.29

72 A
14.04 1434 1471 14.96 185/375.95 16.23 16.70 17.21

Time-->

14.00

18.50 19.00

17.00 17.50 18.00

14.50 15.00

15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102249.D

Aca On : 20 Jan 2018 5:59

Operator : SJ/JU

Sample : J1113-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 4

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

4.92 5.68 ng 250939 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 482 (4.922 min): BF102249.D (-478) (-) m/z 43.00 100.00%
43
59
5000
101 4.60 4.80 5.00 5.20
o..,....,....,..?7.-,'“.‘.‘9,..~:~!i....,....,??..,....,'....,. m/z 59.00 54.86%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR SRR R AR
4.60 4.80 5.00 5.20
59 m/z 101.00 17.10%
0 21 37 53“‘ o7 778 o ‘O
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 4.80 500 520
5000 m/z 58.00 15.16%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- I e o
59 4.60 4.80 5.00 5.20
m/z 41.00 8.32%
5000 41
31
| LT
0..,.%5..,..a‘l,....‘il‘...,??H‘.i....i....,....,...g?,....,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102249.D

Aca On : 20 Jan 2018 5:59

Operator : SJ/JU

Sample : J1113-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.49 Concentration Rank 1

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

6.49 76.83 ng 3391720 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 749 (6.493 min): BF102249.D (-744) (-) m/z 131.95 100.00%
5000 68
40 | 75 J 620 640 6.60 6.80
54 104 - - - -
o 1 ol 1 1 il S | m/z 68.10 38.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IR RS R
6.20 6.40 6.60 6.80
3 78 m/z 134.00 32.58%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 24.23%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole A Rt a

132 6.20 6.40 6.60 6.80
m/z 69.05 15.35%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102249.D

Aca On : 20 Jan 2018 5:59

Operator : SJ/JU

Sample : J1113-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Hexadecane Concentration Rank 11

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

9.69 2.29 ng 129350 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 86
3 Nonane. 5-butvl- 184 C13H28 017312-63-9 80
4 Heneicosane 296 C21H44 000629-94-7 78
5 Tridecane 184 C13H28 000629-50-5 78

Abundance Scan 1293 (9.692 min): BF102249.D (-1284) (-) m/z 57.10 100.00%
57
43
71
5000 85
99 9.40 9.60 9.80 10.00
113 127 141
o...,....'i'..~.|-,.'.":.,I!-..-.h',..-.-'.,....n.... e | M/z 43.10  77.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 %7
5000 & IR AR A AN R
g5 9.40 9.60 980 1000
29 m/z 71.05 59.63%
0 ‘ L L w 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance
57
43
71 9.40 9.60 9.80 10.00
5000 85 m/z 85.10 45 . 25%
29
ol 15 99 113 127 141 155 169 198
m/z--> ﬁo Jo éo 8b 160 120 140 160 180 260 250
Abundance #48837: Nonane, 5-butyl-
43 57 71 9.40 9.60 9.80 10.00
m/z 41.10 38.12%
85
5000 126
o I “ L9 12 | 140 155 184
m/z--> ﬁo Jo éo 50 160 150 150 160 180 200 250 gho 9%0 980 1000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102249.D

Aca On : 20 Jan 2018 5:59

Operator : SJ/JU

Sample : J1113-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.66 3.03 ng 142247 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 1458 (10.663 min): BF102249.D (-1454) (-) m/z 57.05 100.00%

57
5000 85

10.40 10.60 10.80 11.00

39 )l 4 M 141 163183

Ot e e e e e e m/z 71.10 60.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57
5000 85 LN L L B L L L L L L
10.40 10.60 10.80 11.00
4 m/z 43.10 54.68%
oh L L | (M8 141 169 197 205 253 281 309 338
T T e T T [ [ e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
R e e
10.40 10.60 10.80 11.00
5000 85 m/z 85.10 37.17%

41

154
13 131 170 197 239 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #83025: Hexadecane T T T T

57 10.40 10.60 10.80 11.00
m/z 41.10 25.93%

5000
4 85
oh2 \ ‘ I | w (113 141 169 197 226

T e e e e e e e A AL ma s I S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. 40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102249.D

Aca On : 20 Jan 2018 5:59

Operator : SJ/JU

Sample : J1113-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Hexadecanoic acid, butyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.65 2.15 ng 84154 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid. 1l.1-dimethvle... 312 C20H4002 031158-91-5 80
3 2.4-Dipropvl-5-ethvl-1.3-dioxane 200 C12H2402 006413-83-8 43
4 1.3-Pentanediol. 2.2.4-trimethvl- 146 C8H1802 000144-19-4 43
5 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 38

Abundance Scan 1796 (12.651 min): BF102249.D (-1792) (-) m/z 56.00 100.00%
96
5000 957
73 239
129
3 101 157 1g5 218 12.40 12.60 12.80 13.00
(o} m/z 57.05 50.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 LI ILRUL B UL B
1240 12.60 12,80 13.00
29 1 257 m/z 41.00 45 _.38%
0 L h H\ bt L 187 185 213 23\9 | 283 312
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
56
" 12.40 1260 12.80 13.00
5000 m/z 43.00 40.47%
29 73
. 971151 157 185 213 239257 Lo 3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #61169: 2,4-Dipropyl-5-ethyl-1,3-dioxane R EmEEs e
56 12.40 12.60 12.80 13.00
m/z 257.30 37.32%
5000
29 ’ H 145
ol 13 I, b 95 | 129 170 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1240 12.60 12,80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102249.D

Aca On : 20 Jan 2018 5:59

Operator : SJ/JU

Sample : J1113-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Cycloeicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 10.96 ng 428461 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 97
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94

Abundance Scan 1978 (13.722 min): BF102249.D (-1973) (-) m/z 57.10 100.00%

5000

:

13.40 13.60 13.80 14.00

139 167 196 221

o m/z 83.05 91.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127768: Cycloeicosane
55
83
5000 LA L L L L L L LB L |
29 11 13.40 13.60 13.80 14.00
m/z 55.10 90.42%
ol | ‘ | L 139 168 196 224 252 280
RERRRREN Ran ””.”.””.”qnnpn.””.”.””.”.””.”.””P”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
R EERREEEEEEE R RSy
13.40 13.60 13.80 14.00
5000 11 m/z 43.10 87.92%
29 139

167 195 222 250 280 308 336

HH

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol R e R

55 83 13.40 13.60 13.80 14.00

m/z 97.10 74 .05%
5000
29
ol \ 167 196 238 266 294
Asaanseaaesieate T e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 40 13. 60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102249.D

Aca On : 20 Jan 2018 5:59

Operator : SJ/JU

Sample : J1113-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Ethanol, 2-(octadecyloxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.35 2.35 ng 91707 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 68
2 Eicosane 282 C20H42 000112-95-8 64
3 Pentatriacontane 493 C35H72 000630-07-9 53
4 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 52
5 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 43
Abundance Scan 2085 (14.351 min): BF102249.D (-2080) (-) m/z 57.10 100.00%
57
97
5000
138 183,04 239 397 14.00 14.20 14.40 14.60
0 e I I e e B m/z 43.10 90.05%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #156673: Ethanol, 2-(octadecyloxy)-
57
5000 U BN SURBLIL B S B
1400 14.20 14.40 14.60
29 111 m/z 97.05  65.62%
ol ‘M\‘d d\}41}691%?22425??§?3}%III N
m/z--> 50 150 200 250 300 350 400 450
Abundance
57
14.00 14.20 14.40 14.60
5000 85 m/z 83.05 63.88%
29
o 113 141 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #234393: Pentatriacontane B B .
57 14.00 14.20 14.40 14.60
m/z 55.00 56.41%
5000 85
113 141
o 29| | | 0+ 169197 225 253 281 309 337 366393 421 449 492
m/z--> 50 100 150 200 250 300 350 400 450 ' 1400 14.20 14.40 14.60

8270-BF010918.M Mon Jan 22 14:59:38 2018 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102249.D

Aca On : 20 Jan 2018 5:59

Operator : SJ/JU

Sample : J1113-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Octacosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.77 2.45 ng 101072 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 80
2 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 72
3 Behenic alcohol 326 C22H460 000661-19-8 64
4 n-Tetracosanol-1 354 C24H500 000506-51-4 64
5 1-Heptacosanol 396 C27H560 002004-39-9 58
Abundance Scan 2326 (15.768 min): BF102249.D (-2324) (-) m/z 57.05 100.00%
57
5000
153 181 211 251 282 15.40 15.60 15.80 16.00
(RN B m/z 69.05 79.69%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #215904: Octacosanol
57
97
5000 L DA DA B SRS B
mmmmmmmm
125 m/z 43.10 74 .29%
o %9\ M“Mdh"H‘3}81209236264292322 364 392
miz--> 0 55 100 150 200 2%0 360 3%0 460 4%0 '
Abundance
57
97 15.40 15.60 15.80 16.00
5000 m/z 97.10 67.02%
- 125
0 169196202 266294 339 490
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4%0 '
Abundance #166292: Behenic alcohol L BT o e
83 15.40 15.60 15.80 16.00
m/z 83.10 60.60%
5000 111
0 h‘ J J ?9167196224252280308
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4%0 ' 1520 1560 1580 1600 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102249.D

Aca On : 20 Jan 2018 5:59

Operator : SJ/JU

Sample : J1113-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Azulene, 1,2,3,5,6,7,8,8a-0... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.95 3.48 ng 143730  perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Azulene. 1.2.3.5.6.7.8.8a-octahy... 204 C15H24 003691-11-0 81

2 .alpha.-Bulnesene 204 C15H24 1000374-19-9 59
3 1.8-Nonadiene. 2.7-dimethvl-5-(1... 192 C14H24 068702-20-5 47
4 Glaucic acid 234 C15H2202 087745-30-0 30
5 1,2,4-Methenoazulene, decahydro-... 204 C15H24 001137-12-8 25
Abundance Scan 2357 (15.951 min): BF102249.D (-2353) (-) m/z 95.00 100.00%
9 9 2 5
135 233
5000 191
373
I 1% 165 282 AT ATt
‘ H m 15.60 15.80 16.00 16.20
(o} m/z 55.00 96.25%
m/z--> 50 100 150 200 250 300 350
Abundance #64528: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7...
107
41 79
5000 135 N B e
189 1560 15.80 16.00 16.20
“1m_ m/z 215.15 92.50%
0‘15 .\.|........ T
m/z--> 50 100 150 200 250 300 350
Abundance
a1 107
79 15.60 15.80 16.00 16.20
5000 135 180 m/z 108.10 91.97%
161
L L L W L i L S
m/z--> 50 100 150 200 250 300 350
Abundance #54709: 1,8-Nonadiene, 2,7-dimethyl-5-(1-methylethenyl)-
107 15.60 15.80 16.00 16.20
m/z 107.05 90.24%
55 81
5000 149
- L | 177
0 “?LE'LL ﬂl"" UL A P DA SURRUSR BRI SRS I
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011918\
Data File : BF102249.D

Aca On : 20 Jan 2018 5:59

Operator : SJ/JU

Sample : J1113-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF010918.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 12 unknownl7.21 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.21 3.08 ng 127294 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35Br0 055103-80-5 35
2 Arsonous dichloride. (trifluorom... 214 CAsCI2F3 000421-32-9 22

3 Octanoic acid. hexadecvl ester 368 C24H4802 029710-31-4 10
4 Clionasterol acetate 456 C31H5202 004651-54-1 10
5 1,5-Bis[dimethyl(trimethylsilylm... 392 C17H4402Si4 1000216-99-2 10

Abundance Scan 2571 (17.209 min): BF102249.D (-2566) (-) m/z 43.00 100.00%
145
5000
255
329 381 414 L o m Uy
|5 | 81 | 354 | i | 16.80 17.00 17.20 17.40 17.60
0 SN i N (N B B m/z 145.05  73.29%
miz--> 50 100 150 200 250 300 350 400
Abundance #209356: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)-
a1 107 394
81 145 283
5000 309 361 B e o B
213 16.80 17.00 17.20 17.40 17.60
173 255 337 m/z 95.05 58.77%
33
o '
miz--> 50 100 150 200 250 300 350 400
Abundance
145
i A
16.80 17.00 17.20 17.40 17.60
5000 m/z 57.10 58.29%
69 110
a1 179 214
o
miz--> 50 100 150 200 250 300 350 400
Abundance #195803: Octanoic acid, hexadecy! ester T
145 16.80 17.00 17.20 17.40 17.60
57 m/z 107.00 58.14%
5000 97
125 224
0 ‘ ) J' JIJJ HL | 167 19 %2 260 564 3p5345 368
e R e e e e e AEARE B e e e
miz--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011918\
Data File : BF102249.D

Acq On : 20 Jan 2018 5:59

Operator : SJ/JU

Sample - J1113-19

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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... 4.92 5.7 ng 250939 1 6.72 882871 20.0
unknown6 .49 6.49 76.8 ng 3391720 1 6.72 882871 20.0
Hexadecane 9.69 2.3 ng 129350 3 9.75 1127950 20.0
Tetracosane 10.66 3.0 ng 142247 4 11.23 939721 20.0
Hexadecanoic acid... 12.65 2.1 ng 84154 5 13.87 781930 20.0
Cycloeicosane 13.72 11.0 ng 428461 5 13.87 781930 20.0
Ethanol, 2-(octad... 14.35 2.4 ng 91707 5 13.87 781930 20.0
Octacosanol 15.77 2.5 ng 101072 6 15.29 826011 20.0
Azulene, 1,2,3,5,... 15.95 3.5 ng 143730 6 15.29 826011 20.0
unknownl17.21 17.21 3.1 ng 127294 6 15.29 826011 20.0
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