LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103881.D

Aca On - 23 Mar 2018 15:40 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J1748-11 AU-05-032218-C

ALS Vial : 17 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-BF031518.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 2.287 29 34 49 rVB 120291 174395 1.14% 0.264%
2 5.216 528 532 544 rVB 188173 208487 1.36% 0.315%
3 5.598 592 597 601 rBVY 3265157 3772026 24.65% 5.706%
4 6.604 762 768 771 rBV 3340370 3848808 25.16% 5.822%
5 6.745 787 792 795 rBVY 3854195 3859623 25.23% 5.839%
6 6.975 827 831 834 rBVY 1032890 851693 5.57% 1.288%
7 7.134 853 858 861 rBY 3273278 2968550 19.40% 4.491%
8 7.540 922 927 930 rBVY 2548442 2516360 16.45% 3.807%
9 8.257 1045 1049 1052 rBv 1250811 1107691 7.24% 1.676%
10 9.334 1227 1232 1235 rBV 4022411 3990910 26.08% 6.037%

11 9.586 1272 1275 1281 rBV 319915 289679 1.89% 0.438%
12 9.716 1294 1297 1305 rVB 446910 426501 2.79% 0.645%
13 9.928 1329 1333 1337 rVB 298465 232921 1.52% 0.352%
14 10.016 1344 1348 1351 rBV 1309507 1103089 7.21% 1.669%
15 10.428 1412 1418 1422 rBV 359024 373000 2.44% 0.564%

16 10.810 1478 1483 1486 rBV 2202931 2133433 13.94% 3.227%
17 10.904 1496 1499 1504 rBV 257850 324547 2.12% 0.491%
18 11.351 1572 1575 1578 rBV 197792 157991 1.03% 0.239%
19 11.510 1598 1602 1604 rBV 1003478 952143 6.22% 1.440%
20 11.892 1662 1667 1670 rBV 6011393 7554757 49.38% 11.429%

21 12.022 1685 1689 1696 rBV2 214769 261129 1.71% 0.395%
22 12.286 1731 1734 1740 rBV2 164850 169732 1.11% 0.257%
23 12.363 1744 1747 1750 rVB 234683 189769 1.24% 0.287%
24 12.604 1779 1788 1789 rBV3 6122760 15300274 100.00% 23.146%
25 12.686 1798 1802 1805 rVB 4387433 3970310 25.95% 6.006%

26 12.727 1805 1809 1812 rBV 212417 187379 1.22% 0.283%
27 12.916 1837 1841 1844 rBV2 188594 248765 1.63% 0.376%
28 12.963 1845 1849 1855 rVB3 207998 377011 2.46% 0.570%
29 13.104 1868 1873 1875 rBV 3066569 2863639 18.72% 4_.332%
30 13.280 1901 1903 1906 rVV3 352509 358175 2.34% 0.542%

31 13.327 1909 1911 1918 rVB3 653174 734459 4._80% 1.111%
32 13.404 1921 1924 1926 rBV 526071 461945 3.02% 0.699%
33 13.427 1926 1928 1932 rVV4 211002 194119 1.27% 0.294%
34 13.469 1932 1935 1940 rVB4 210517 204446 1.34% 0.309%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103881.D

Aca On - 23 Mar 2018 15:40

Operator : JU/SJ

3?22'6 i J1748-11 AU-05-032218-C
ALS Vial : 17 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF031518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.516 1940 1943 1948 rBV 448009 438545 2.87% 0.663%

36 13.616 1957 1960 1963 rVB2 177261 174173 1.14% 0.263%
37 13.839 1993 1998 2001 rBV2 290806 409074 2.67% 0.619%
38 13.974 2018 2021 2025 rVB 538933 502375 3.28% 0.760%
39 14.080 2036 2039 2042 rBV 469464 443557 2.90% 0.671%
40 14.163 2049 2053 2056 rBVY 922380 874626 5.72% 1.323%

41 14.710 2144 2146 2151 rBV 166498 155379 1.02% 0.235%
42 15.710 2312 2316 2323 rVB 519060 737536 4.82% 1.116%

Sum of corrected areas: 66103021
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103881.D

Aca On - 23 Mar 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J1748-11 AU-05-032218-C
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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: BF103881.D
6000000

5000000

4000000 6.75
5.60 6.60 7.13
3000000

7.54
2000000

1000000 6.97

2.29 5.22 J t

1AL

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: BF103881.D

6000000 : 1Tﬁ

5000000
112.69

4000000 9.33

13.10
3000000

10.81
2000000
8.26 10.02

1000000

9.58.72 39 10.43 090 1135 12.02 112036

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF103881.D

6000000

5000000
4000000
3000000
2000000

14.16

15.71
1000000] 13 Ao 4. 14.71

O

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103881.D

Aca On - 23 Mar 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J1748-11 AU-05-032218-C
ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 20

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

2.29 4.10 ng 174395 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 40
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17

Abundance Scan 35 (2.293 min): BF103881.D (-29) (-) m/z 73.10 100.00%
7B
5000 j\k
43 55 87 J\
220 2.40 260
Obrrprrrrrrrre e et e e e e || M7z 43.05 30 23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LA I
220 2.40 260
5 87 m/z 87.10 24.99%
0 m \‘ |, 80
”I”'W'”'P'“I”'W'”'P'”I”'W'”'P'“I”'W'”'P'”I”'
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance
73
o TV ST
5000 m/z 54.95 24 .25%
27
15 81
G s RS AR AR RARRS RARRS ALARS SRR RS LA SRS LRSS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol al—pAram g aa A
73 220 2.40 260
87 m/z 41.00 10.63%
5000 41 55
29 ‘
0 L, \“ loes s | o7 112 159 Vi
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 220 2.40 2,60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103881.D

Aca On - 23 Mar 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J1748-11 AU-05-032218-C
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 16

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

5.22 4.90 ng 208487 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 45
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
4 3-Hexanol 102 C6H140 000623-37-0 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 533 (5.222 min): BF103881.D (-528) (-) m/z 43.00 100.00%
43
59
5000
101 SR SRR RS SRR
53 83 480 5.00 5.20 5.40 5.60
L 11 T et K R m/z 59.00 59.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [rerrrrrrryrTT Ty T T T T

480 5.00 520 5.40 5.60
59 m/z 101.00 22.52%

101
0 ?\7\\ 37\\\‘ 53‘ ‘ 67 7 83 91 |
T B e B B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
R B )
57 4.80 500 520 5.40 5.0
5000 m/z 58.00 14 .86%
29 101
o 15 37 51 73 8 95
R B e e R B e e R aaa
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R E Ramma )
43 4.80 5.00 5.20 5.40 5.60
m/z 40.95 7.69%
5000
101
o 15 253137 [ 5 %8 6 86
I oA o L B e N B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103881.D

Aca On : 23 Mar 2018 15:40

Operator : JU/SJ

Sample : J1748-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown6.75 Concentration Rank 3

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

6.75 90.63 ng 3859620 1,4-Dichlorobenzene-d4 6.97
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 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 793 (6.751 min): BF103881.D (-787) (-) m/z 132.00 100.00%
5000
68
6 rTTrTTTTTT T T T T T T T
40 , 54 75 104 6.40 6.60 6.80 7.00
0 ..,....,....,...:,"...?,....??.I.' BT e 115 M "m/z 68.10  34.75%
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 N
5000 BRSNS
6.40 6.60 6.80 7.00
2 78 m/z 134.00 34.21%
38 ‘
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 21.42%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmmmmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LA L L L L B L
132 6.40 6.60 6.80 7.00
m/z 96.00 13.76%
5000
104
66
oL 14 27 37445158 7 1 89 97 | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103881.D

Aca On - 23 Mar 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J1748-11 AU-05-032218-C
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Nonanoic acid, 9-oxo-, meth... Concentration Rank 15

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

9.59 5.25 ng 289679 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid. 9-oxo-. methvl ester 186 C10H1803 001931-63-1 91
2 Methvl 6-methvloctanoate 172 C10H2002 005129-62-4 47
3 Octanoic acid. methvl ester 158 C9H1802 000111-11-5 38
4 Decanoic acid. methyl ester 186 C11H2202 000110-42-9 38
5 Methyl isovalerate 116 C6H1202 000556-24-1 30

Abundance Scan 1276 (9.592 min): BF103881.D (-1272) (-) m/z 74.00 100.00%
7n
55 87
5000 41
9.20 9.40 9.60 9.80 10.00
o} m/z 55.00 79.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49867: Nonanoic acid, 9-oxo-, methy| ester
74
55 87
5000 41 IREBE SRS SRR SN
111 143 920 940 960 980 1000
29 o 155 m/z 87.00 75.12%
15
o IO E  1 BT SRO }??III ..M,.%?l.}?§
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
74
55 87 9.20 9.40 9.60 9.80 10.00
5000 41 m/z 83.05 48 .19%
29 g7 115
oL 15 125 143 457 171
miz--> 20 40 60 80 100 120 140 160 180
Abundance #30234: Octanoic acid, methyl ester e e e
74 9.20 9.40 9.60 9.80 10.00
m/z 41.10 47 .36%
87
5000
Nt 101 15 i /\/\/\‘/JLJL/\/\%—A’\
0 ..1?,.?? NJL..‘jt..‘..,Wl L ...%5?... —— A e
m/z--> 20 80 100 120 140 160 180 9. 20 9. 40 9. 60 9. 80 10. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103881.D

Aca On - 23 Mar 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J1748-11 AU-05-032218-C
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Hexadecane Concentration Rank 19

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

9.93 4.22 ng 232921 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80

Abundance Scan 1333 (9.928 min): BF103881.D (-1329) (-) m/z 57.05 100.00%
57
43 71
5000 85
99 9.60 9.80 10.00 10.20
113
 — | el T 22T AL 190 174 193 212 /7 43.05  69.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
43 57
71
5000 BN SR AARRE!
85 9.60 980 10 00 10.20
29 m/z 71.10 64.16%
. Lo sy 141 155 169 183 226
m/z--> ﬁo Jo éo 85 160 150 140 160 180 200 250
Abundance
57
43
71 9.60 9.80 10.00 10.20
5000 g5 m/z 85.05 43 .58%
29 9
oL 15 113 127 141 155 169 183 212
m/z--> ﬁo Jo éo 85 160 150 140 160 180 200 250
Abundance #59880: Tetradecane
57 9.60 9.80 10.00 10.20
43 m/z 41.05 30.64%
71
5000 85
29
oL 15 J | %9 113 127 141 155 169 198
m/z--> ﬁo Jo éo éo 160 150 140 160 180 260 250 9%0 980 1000 1020 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103881.D

Aca On - 23 Mar 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J1748-11 AU-05-032218-C
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.90 6.82 ng 324547 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tritetracontane 605 C43H88 007098-21-7 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 1498 (10.898 min): BF103881.D (-1496) (-) m/z 57.05 100.00%
5000 J
0 16160 103 1100 1120
0 m/z 43.10 70.40%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94346: Heptadecane
57 J
5000 LA DA LR B S
10.60 10.80 11.00 11.20
99 m/z 71.05 68.69%
o2 “\\MJJ 141 183 240
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
10.60 10.80 11.00 11.20
5000 m/z 85.05 44 _.91%

26 99 141 183 226

oM s

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane O BAEETmaae
57 10.60 10.80 11.00 11.20

m/z 41.00 27 .82%

5000
o7 W—AJ‘\NJ
MJ 141 183 225 267 323 379 421 463 505 547 604

e A T S S s U s i

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103881.D

Aca On - 23 Mar 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J1748-11 AU-05-032218-C
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.89 158.69 ng 7554760 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 92
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 92
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
Abundance Scan 1667 (11.892 min): BF103881.D (-1662) (-) m/z 74.05 100.00%
!
87
5000
43
T 1017451207 227 11,60 11.80 12,00 12.20
115 171185199 241 270 : : : :
Ol SIS | 157170180099218 | 21255270 | e 95 75, 72
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 L AL SR SN SR
43 11.60 11.80 12.00 12.20
7 143 m/z 43.05 32.73%
. ‘ T‘ || | 101115129 | 157171185199713227 547 270
T 0 S0 AP I SRR et e
Abundance
74
87 11,60 11.80 12,00 12.20
5000 43 m/z 55.05 26.17%
29 | o7 143
ok, 101115129 157171185199213227241 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester TP PR
74 11.60 11.80 12.00 12.20
a7 m/z 41.05 24 .90%
5000 43
7
mz-> 20 Jo 65 80 100 150 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103881.D

Aca On - 23 Mar 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J1748-11 AU-05-032218-C
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 n-Hexadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.02 5.49 ng 261129 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Dodecanoic acid 200 C12H2402 000143-07-7 52
Abundance Scan 1689 (12.022 min): BF103881.D (-1685) (-) m/z 73.00 100.00%
73
43 60
5000
85 129
213 L B B B
J' 8 5 | 143157171185108 7| 507 256 11.80 12.00 12.20 12.40
0 m/z 60.00 83.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
11.80 12.00 12.20 12.40
m/z 43.00 75.94%
Oy
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
11.|80 12.'00 12.'20 12.'40
5000 29 m/z 57.00 67 .80%
129
87 115 171 214
o 101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73 11.80 12.00 12.20 12.40
43 m/z 55.05 57 .98%
5000 129
- 185 228
01115 143 171
ob \‘ M ) ‘ ‘ I, T* ettt .‘..1.9??.1?
m/z--> 80 100 120 140 160 180 200 220 240 260 11. 80 12. oo 12. 20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103881.D

Aca On - 23 Mar 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J1748-11 AU-05-032218-C
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.60 321.39 ng 15300300 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 98
Abundance Scan 1787 (12.598 min): BF103881.D (-1779) (-) m/z 67.05 100.00%

67 g1
5000
109

12. 20 12. 40 12. 60 12. 80 13. 00

190164178199206220 245 263 294

0 m/z 81.10 83.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
6/7
41 81
5000 LI ILL  L L L L LBNLL L BLO
12. 20 12. 40 12. 60 12. 80 13. 00
) m/z 55.05 63.71%
o 223
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 67

12:20 12.40 12.60 12.80 13.00
5000 o5 m/z 95.05 56.14%

109
124 150164178192 220234 263 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-

12.20 12.40 12.60 12.80 13.00
m/z 41.05 54 .34%

109
135149164178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12. 60 12. 80 13. 00

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103881.D

Aca On : 23 Mar 2018 15:40

Operator : JU/SJ

Sample : J1748-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknownl3.28 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.28 8.19 ng 358175 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Furancarboxvlic acid. octvl ester 224 C13H2003 039251-88-2 38
2 2-Furancarboxvlic acid. pentadec... 322 C20H3403 220876-47-1 35
3 1-EthvIl-2-methvlcvclohexanol 142 C9H180 032296-45-0 35
4 DicvclohexvImethanol 196 C13H240 004453-82-1 14
5 N-[Carboxymethyl]maleamic acid d... 201 C8H11NO5 014109-64-9 11

Abundance Scan 1903 (13.280 min): BF103881.D (-1901) (-) m/z 57.00 100.00%

7

95 113

5000
254973 302 13.00 13.20 13.40 13.60
0 m/z 95.10 64 .30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #80881: 2-Furancarboxylic acid, octyl ester
o5 113
5000 LA L L L L L L LB
13. 00 13. 20 13. 40 13 60
41 m/z 113.10 63.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 95
113 IIIIIIIIIIIIIIIIIIIIIII
13.00 13.20 13.40 13.60
5000 m/z 69.10 43 .36%
0 140 210 322
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #20024: 1-Ethyl-2-methylcyclohexanol N B EE
9 113 13.00 13.20 13.40 13.60
m/z 83.10 35.60%
43
5000 67
2
(o} L IMLLELE e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 00 13. 20 13. 40 13 60

8270-BF031518.M Mon Mar 26 15:18:38 2018

AU-05-032218-C

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103881.D

Aca On : 23 Mar 2018 15:40

Operator : JU/SJ

Sample : J1748-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 11-Eicosenoic acid, methyl ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.33 16.79 ng 734459 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Eicosenoic acid. methvl ester 324 C21H4002 003946-08-5 64
2 cis-13-Eicosenoic acid. methvl e... 324 C21H4002 1000333-52-1 64
3 Methvyl 13-eicosenoate 324 C21H4002 1000336-48-4 43
4 16-Hexadecanovl hvdrazide 270 C16H34N20 002619-88-7 38
5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 35
Abundance Scan 1911 (13.327 min): BF103881.D (-1909) (-) m/z 55.00 100.00%

5000

13.00 13.20 13.40 13.60
m/z 69.10 70.40%

o 220 249 270 292 34

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164509: 11-Eicosenoic acid, methyl ester

5000

13.I00 13.I20 13.I40 13.I60
m/z 57.00 66.95%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
R a R mamEE L
83 13.00 13.20 13.40 13.60
5000 292 m/z 83.05 62.07%
111
138 208 250
o 29 166 185 227 274 324
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164499: Methy| 13-eicosenoate R a R mamEE L
5 13.00 13.20 13.40 13.60

m/z 41.10 61.49%

5000

138 166 185 208225 250 274

I I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60

8270-BF031518.M Mon Mar 26 15:18:38 2018

AU-05-032218-C

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103881.D

Aca On - 23 Mar 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J1748-11 AU-05-032218-C
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 14 Eicosanoic acid, methyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.40 10.56 ng 461945 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 97
2 Methvl 18-methvIlnonadecanoate 326 C21H4202 1000352-20-6 97
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 94
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
5 Methyl stearate 298 C19H3802 000112-61-8 90

Abundance Scan 1923 (13.398 min): BF103881.D (-1921) (-) m/z 74.00 100.00%
74
5000 43
143
185 216 240 283 13.00 13.20 13.40 13.60 13.80
o 166 260 32 m/z 87.00 74.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166219: Eicosanoic acid, methyl ester
74
5000
13.00 13.20 13.40 13.60 13.80
43 143 226 m/z 43.10 39.49%
0 15 A ‘ \‘\ ‘\ A ng 115 | ‘ 171 199 227 255 2?3\ !
m/z--> ﬁo 45 eb 80 160 120 140 160 180 200 220 240 260 280 300 350
Abundance
74
13.00 13.20 1340 13.60 13.80
5000 43 m/z 55.00 29.16%
143
326
97
oL15 115 171 199 227 p55 2%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methy! ester N e o
74 13.00 13.20 13.40 13.60 13.80
m/z 75.00 23.67%
5000
43
143 284
241
2s | ||l us, | 167285 213 T a7 |
m/z--> %&ebmmmmmmmmmnmmmmmmﬁ 13.00 13.20 13.40 13.60 13.80

8270-BF031518.M Mon Mar 26 15:18:39 2018 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103881.D

Aca On - 23 Mar 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J1748-11 AU-05-032218-C
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 1,6-Cyclodecadiene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.43 4.44 ng 194119 Chrysene-d12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Cvclodecadiene 136 C10H16 007049-13-0 66
2 1.5-Cvclodecadiene. (E.Z)- 136 C10H16 001124-78-3 60
3 13-Tetradece-11-vn-1-ol 208 C14H240 1000131-00-4 58
4 3-Methvl-cis-3a.4.7.7a-tetrahvdr... 136 C10H16 1000144-04-4 46
5 Cyclohexaneethanol, .beta.-methy... 140 C9H160 007697-55-4 42
Abundance Scan 1928 (13.427 min): BF103881.D (-1926) (-) m/z 99.10 100.00%
9%
55 81
5000 41
121136151
118 05219225040 560 202 13.20 13.40 13.60 13.80
o’ m/z 81.10 83.10%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #15713: 1,6-Cyclodecadiene
67
41
5000 95 IR BRI U BN SR
136 13.20 13.40 13.60 13.80
121 m/z 55.05 77 .45%
o 2
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
4 67
1320 13.40 13.60 13.80
5000 % m/z 67.00  74.52%
136
% 121
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67849: 13-Tetradece-11-yn-1-ol R AEEmEEES L
4 13.20 13.40 13.60 13.80

m/z 79.00 56.60%

5000

121

0 L 149 167 184 208
[TTTTTrT I I I I
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80

8270-BF031518.M Mon Mar 26 15:18:40 2018 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103881.D

Aca On - 23 Mar 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J1748-11 AU-05-032218-C
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 16 unknownl3.47 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.47 4.68 ng 204446 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. (2-methvl-1-propen... 124 C9H16 053366-57-7 38
2 Benzene. 2-fluoro-1-methvl-4-nitro- 155 C7H6FNO2 001427-07-2 25
3 6-Amino-1.3-dimethvluracil 155 C6HON302 006642-31-5 22
4 Cvclopentene.l1-(2-methvipropvl)- 124 C9H16 053098-47-8 22
5 5,10-Undecadienoic acid, 2-methy... 208 C13H2002 051788-60-4 18
Abundance Scan 1935 (13.469 min): BF103881.D (-1932) (-) m/z 155.10 100.00%
1!:
67
3 109
5000 a1 .
187 it/ T
| 20702471 262270 316 13.20 13.40 13.60 13.80
o} m/z 67.00 77 .00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #10719: Cyclopentane, (2-methyl-1-propenyl)-
67
41
5000 109 L UL UL UL UL
3 Bmwmmmnm
m/z 55.00 62.83%
o 125
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
83 109 155
13.20 13.40 13.60 13.80
5000 m/z 81.05 54 _07%
125
57
30
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #27915: 6-Amino-1,3-dimethyluracil AR EEEEEEEEE
185 13.20 13.40 13.60 13.80
m/z 68.10 53.92%
5000 82
30 57 % 127
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103881.D

Aca On : 23 Mar 2018 15:40

Operator : JU/SJ

Sample : J1748-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 17 unknownl3.52 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.52 10.03 ng 438545 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclododecanemethanol 198 C13H260 001892-12-2 27
2 Cvclohexanemethanol. 4-methvl-. ... 128 C8H160 003937-48-2 16
3 Chloromethvl 7-chlorodecanoate 254 C11H20Cl1202 080418-84-4 16
4 1-Hexvl-2-nitrocvclohexane 213 C12H23N02 118252-04-3 14
5 Pentanoic acid, 10-undecenyl ester 254 C16H3002 1000159-93-4 12

Abundance Scan 1944 (13.521 min): BF103881.D (-1940) (-) m/z 55.00 100.00%

55

5000 97

=
w
~

13.20 13.40 13.60 13.80
m/z 137.05  54.43%

211

231 251

0 279295 314

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59795: Cyclododecanemethanol
55

-

13!20 13.I40 13.I60 13.I80
m/z 97.10 45.69%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
R e e R R
13.20 13.40 13.60 13.80
5000 m/z 95.00 45.08%
97
27 81

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105069: Chloromethy! 7-chlorodecanoate e A REEEEEasS
13.20 13.40 13.60 13.80

m/z 41.10 39.73%

5000

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80

8270-BF031518.M Mon Mar 26 15:18:41 2018

AU-05-032218-C
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103881.D

Aca On - 23 Mar 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J1748-11 AU-05-032218-C
ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 18 Methyl 2-octylcyclopropene-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.84 9.35 ng 409074 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-octvlcvclopropene-1-oct... 308 C20H3602 003220-60-8 56
2 Phenol. 2.6-dimethvl-4-nitroso- 151 C8H9NO2 013331-93-6 27
3 1.4 Benzodioxan-6-amine 151 C8HONO2 022013-33-8 22
4 4-Amino-2.1.3-benzothiadiazole 151 C6H5N3S 000767-64-6 22
5 7,8-Epoxy-trans-syn-cis-tricyclo... 178 C12H180 057366-09-3 15

Abundance Scan 1998 (13.839 min): BF103881.D (-1993) (-) m/z 151.10 100.00%

1

5000

13.60 13.80 14.00 14.20

0 m/z 81.00 99.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151473: Methyl 2-octylcyclopropene-1-octanoate
81
43
5000 LIRS
13.60 13.80 14.00 14.20
2 208 m/z 95.00 84 .60%
6! 177195
223 251 277
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
151
b RRREE EE s
13.60 13.80 14.00 14.20
5000 m/z 67.00 51.47%
39 134
T 108
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #24832: 1,4 Benzodioxan-6-amine b RRREE EE s
151 13.60 13.80 14.00 14.20
95 m/z 55.00 47 .64%
5000
67
41
0 15 \‘ " I | 124 ‘
R ARARAA Ba L Lo b e L R R RAaddsanassasayes! b RRREE EE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103881.D

Aca On - 23 Mar 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J1748-11 AU-05-032218-C
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 19 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.97 11.49 ng 502375 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93

Abundance Scan 2020 (13.969 min): BF103881.D (-2018) (-) m/z 57.10 100.00%

57

5000

139 229 13.60 13.80 14.00 14.20
0 169 202 253271 294 314331 m/z 55.05 96 11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol

556 83

5000 LA L L L L LB L
13.60 13.80 14.00 14.20
m/z 83.05 94 .30%
0 139 167 196 238 266 204
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
97 R e e R
13.60 13.80 14.00 14.20
5000 m/z 43.10 93.05%
29 125
79 154 179196 224 9251269 320

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177132: 1-Heneicosy! formate L BT o e
7 83 13.60 13.80 14.00 14.20

m/z 69.10 89.62%

5000

167 196 222 266 294 320340
N
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103881.D

Aca On - 23 Mar 2018 15:40

Operator : JU/SJ

ﬁ?ggle i J1748-11 AU-05-032218-C
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 20 Docosanoic acid, methyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.08 10.14 ng 443557 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 99
2 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 98
3 Heneicosanoic acid. methvl ester 340 C22H4402 006064-90-0 93
4 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 91
5 Methyl stearate 298 C19H3802 000112-61-8 87

Abundance Scan 2039 (14.080 min): BF103881.D (-2036) (-) m/z 74.00 100.00%
7
5000 43
143
97 199 255 311 354 13.80 14.00 14.20 14.40
o A 22P .|, ALy 2T 2l | 329 Y m/z 87.00 78.63%
m/z--> 50 100 150 200 250 300 350
Abundance #186930: Docosanoic acid, methy! ester
74
43
5000
13.80 14.00 14.20 14.40
o 143 354 m/z 43.05 36.31%
0 15 | ‘L il \M‘ \LH i 1\15\ 171 ! 19\9 227 2§5 283 3:}1‘ |
m/z--> éo 160 1éo 260 250 300 3%0
Abundance
74
113.80 14.00 14.20 14.40
5000 m/z 55.10 26.22%
55 143 354
311
97 199 255
0 125 171 227 283
m/z--> éo 160 1%0 260 2éo 300 3%0
Abundance #177152: Heneicosanoic acid, methyl ester N B EE
7h 13.80 14.00 14.20 14.40
m/z 75.00 25.68%
5000 43
97 u 297 340
ol15 LT | 199519201 50 5
LINL AL L S [N B BN BN B NN N N B N A B B I B NN BN B B N R B N B B E B B R B B —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> éo 160 1éo 200 250 300 350 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032318\

Data File : BF103881.D

Acq On : 23 Mar 2018 15:40 Instrument :

Operator : JU/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : J1748-11 AU-05-032218-C

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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... 2.29 4.1 ng 174395 1 6.97 851693 20.0
2-Pentanone, 4-hy... 5.22 4.9 ng 208487 1 6.97 851693 20.0
unknown6.75 6.75 90.6 ng 3859620 1 6.97 851693 20.0
Nonanoic acid, 9-... 9.59 5.3 ng 289679 3 10.02 1103090 20.0
Hexadecane 9.93 4.2 ng 232921 3 10.02 1103090 20.0
Heptadecane 10.90 6.8 ng 324547 4 11.51 952143 20.0
Hexadecanoic acid... 11.89 158.7 ng 7554760 4 11.51 952143 20.0
n-Hexadecanoic acid 12.02 5.5 ng 261129 4 11.51 952143 20.0
9,12-Octadecadien... 12.60 321.4 ng 15300300 4 11.51 952143 20.0
unknownl13.28 13.28 8.2 ng 358175 5 14.16 874626 20.0
11-Eicosenoic aci... 13.33 16.8 ng 734459 5 14.16 874626 20.0
Eicosanoic acid, ... 13.40 10.6 ng 461945 5 14.16 874626 20.0
1,6-Cyclodecadiene 13.43 4.4 ng 194119 5 14.16 874626 20.0
unknownl13.47 13.47 4.7 ng 204446 5 14.16 874626 20.0
unknownl13.52 13.52 10.0 ng 438545 5 14.16 874626 20.0
Methyl 2-octylcyc... 13.84 9.3 ng 409074 5 14.16 874626 20.0
1-Heneicosanol 13.97 11.5 ng 502375 5 14.16 874626 20.0
Docosanoic acid, ... 14.08 10.1 ng 443557 5 14.16 874626 20.0
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