LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102964.D

Aca On : 13 Feb 2018 16:24

Operator : SJ/JU

Sample : J1398-01

Misc :

ALS Vial : 14 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-BF020318.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 2.134 3 8 18 rVB 708148 959897 6.52% 1.376%
2 5.492 574 579 582 rBY 3599154 3573850 24.27% 5.123%
3 6.504 745 751 757 rBVY 3311516 3541162 24.05% 5.076%
4 6.645 770 775 778 rBVY 3540964 3530512 23.98% 5.061%
5 6.869 810 813 817 rBVY 1037685 947985 6.44% 1.359%
6 7.028 836 840 844 rBVY 2987208 2623919 17.82% 3.761%
7 7.433 905 909 912 rBVY 2363375 2306046 15.66% 3.306%
8 8.127 1024 1027 1029 rBV 229903 215070 1.46% 0.308%
9 8.157 1029 1032 1035 rVvVvV 1431601 1296353 8.80% 1.858%
10 8.739 1128 1131 1135 rBV 421855 339987 2.31% 0.487%

11 9.227 1210 1214 1218 rBV 3636296 3325201 22.58% 4.767%
12 9.304 1223 1227 1230 rBV 601554 503309 3.42% 0.722%
13 9.621 1277 1281 1283 rVV 590033 580278 3.94% 0.832%
14 9.833 1313 1317 1320 rVB 740816 589818 4.01% 0.846%
15 9.910 1326 1330 1334 rVB 1554677 1327199 9.01% 1.903%

16 10.151 1368 1371 1376 rBV2 161776 199458 1.35% 0.286%
17 10.333 1399 1402 1405 rVB 799638 617597 4._.19% 0.885%
18 10.551 1434 1439 1441 rBV 228504 272224 1.85% 0.390%
19 10.698 1461 1464 1469 rVB 1946566 1800126 12.23% 2.581%
20 10.804 1479 1482 1491 rVB 791978 812661 5.52% 1.165%

21 11.251 1555 1558 1561 rBV 641167 501472 3.41% 0.719%
22 11.280 1561 1563 1569 rVB 198458 230434 1.57% 0.330%
23 11.398 1579 1583 1586 rBV 1185908 1110459 7.54% 1.592%
24 11.680 1627 1631 1633 rBV 447539 371881 2.53% 0.533%
25 11.786 1644 1649 1652 rBV 6021753 6118099 41.55% 8.770%

26 11.921 1668 1672 1679 rBV2 215235 294380 2.00% 0.422%
27 12.086 1697 1700 1709 rVB 373599 388193 2.64% 0.556%
28 12.486 1761 1768 1770 rBV 6934711 14723474 100.00% 21.106%
29 12.510 1770 1772 1776 rVV2 6931194 7457997 50.65% 10.691%
30 12.574 1780 1783 1787 rVV 3344172 2937757 19.95% 4.211%

31 12.627 1790 1792 1800 rVB 133427 177943 1.21% 0.255%
32 12.845 1826 1829 1832 rBV 189848 154819 1.05% 0.222%
33 12.980 1848 1852 1856 rBV 2251683 2094872 14.23% 3.003%
34 13.215 1891 1892 1898 rVB 217664 200463 1.36% 0.287%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102964.D

Aca On : 13 Feb 2018 16:24

Operator : SJ/JU

Sample : J1398-01

Misc :

ALS Vial : 14 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-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.298 1902 1906 1909 rBV 279286 259834 1.76% 0.372%
36 13.862 1999 2002 2006 rBV 292917 288585 1.96% 0.414%
37 13.962 2016 2019 2022 rBV 308521 252825 1.72% 0.362%
38 14.033 2027 2031 2035 rVvV 926220 844430 5.74% 1.211%
39 14.474 2102 2106 2114 rBV4 167558 345278 2.35% 0.495%
40 14.915 2177 2181 2190 rVB 519724 784617 5.33% 1.125%

41 15.509 2277 2282 2287 rBVY 643767 858185 5.83% 1.230%

Sum of corrected areas: 69758649
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102964.D

Aca On : 13 Feb 2018 16:24

Operator : SJ/JU

Sample : J1398-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF102964.D
7000000

6000000
5000000

4000000
5.49
6.58;°°

3000000 7.03
7.43

2000000

6.87
1000000p 13
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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: BF102964.D

7000000
11.79
6000000

5000000

4000000 9.23 b 57

3000000
12.98

2000000

1000000

61 17 g2.09 63l2.84] 131830

e e e e e e e e e s 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 13.50

Abundance TIC: BF102964.D
7000000

6000000
5000000
4000000
3000000

2000000
14.03

1000000 14.92 15.51
138D 14.47

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\BF021318\
Data File : BF102964.D

Aca On : 13 Feb 2018 16:24

Operator : SJ/JU

Sample : J1398-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 7

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

2.13 20.25 ng 959897 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 7 (2.128 min): BF102964.D (-3) (-) m/z 73.00 100.00%
7B
5000 43 /\
Y 87 RS UL A I I
a7l 67 || a1 2.20 2.30 2.40 2.50
MM m/z 43.00 45.26%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 USSR UL AN AR
43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 31.47%
A T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 USRI UL A LR
2.20 2.30 2.40 2.50
5000 41 55 m/z 87.00 23.89%
29
0 47 67 || 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- R A EAREEREEE T
7B 2.20 2.30 2.40 2.50
m/z 40.95 14 .38%
5000 43
58
0'I”Hm“”'ﬂl”l”'W'”'P*”I”'W'”'P'”I”'W'”'P'” IR RS RARAR AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102964.D

Aca On : 13 Feb 2018 16:24

Operator : SJ/JU

Sample : J1398-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 unknown6.65 Concentration Rank 4

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

6.65 74.48 ng 3530510 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 776 (6.651 min): BF102964.D (-770) (-) m/z 132.00 100.00%
5000
68
40 % J 640 6.60 6.80 7.00
54 - - - -
o | fr e | X m/z 134.00 34.64%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR S L R L
6.40 6.60 6.80 7.00
2 51 78 m/z 68.00 30.73%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
S RS AR S AN
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 20.22%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl S RAE ma s
57 132 6.40 6.60 6.80 7.00
24 m/z 96.00 12 .34%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I | R
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102964.D

Aca On : 13 Feb 2018 16:24

Operator : SJ/JU

Sample : J1398-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 Tetradecane Concentration Rank 14

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

9.30 7.58 ng 503309 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Tridecane. 6-methyl- 198 C14H30 013287-21-3 87
3 Hexadecane 226 C16H34 000544-76-3 87
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 83
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80

Abundance Scan 1226 (9.298 min): BF102964.D (-1223) (-) m/z 57.00 100.00%
57
43
5000
99 9.00 9.20 9.40 9.60
o 112 127140 159 174 198 /7 43.00 73 54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71
5000 85 BN SR A SR
9.00 9.20 9.40 9.60
29 m/z 71.05 47 .76%
oL 15 J b g %9 113 127 141 155 169 198
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250
Abundance
57
9.00 9.20 9.40 9.60
5000 S - m/z 41.00 32.59%
29 8 98 12
ol 15 113 140 154 169 183 198
m/z--> ﬁo Jo éo 85 160 150 110 160 180 200 250
Abundance #83025: Hexadecane B LI e
43 97 9.00 9.20 9.40 9.60
m/z 85.05 28.47%
5000 n
85
29
o | L L w 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 85 160 150 110 160 180 200 250 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102964.D

Aca On : 13 Feb 2018 16:24

Operator : SJ/JU

Sample : J1398-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 Hexadecane Concentration Rank 12

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

9.83 8.89 ng 589818 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 78

Abundance Scan 1316 (9.827 min): BF102964.D (-1313) (-) m/z 57.00 100.00%
57
43
5000 n
85
99 113 9.60 9.80 10.00 10.20
Oberrrrrrede b g L 2013127140 189 174 212 Ttus oG 69
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 57
5000 1 RS A RN UL B
g5 9.60 9.80 1000 10 20
29 m/z 71.00 50.77%
0 | ‘ L “ 99 113 127 141 155 169 183 197 226
m/z--> 25 Jo éo éo 160 120 150 1éo 1éo 200 250
Abundance
57
43
71 9.60 9.80 10.00 10.20
5000 g5 m/z 85.05 32.03%
29 99
ol 15 113 127 141 155 169 183 212
m/z--> 25 Jo éo éo 160 120 140 160 180 260 250
Abundance #59879: Tetradecane
57 9.60 9.80 10.00 10.20
43 - m/z 41.00 29.76%
5000 85
29 ‘ 99
Y Y s 2 M o B R P SV AL S W S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 980 1000 1020
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102964.D

Aca On : 13 Feb 2018 16:24

Operator : SJ/JU

Sample : J1398-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.80 14.64 ng 812661 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 83
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 72
Abundance Scan 1481 (10.798 min): BF102964.D (-1479) (-) m/z 57.00 100.00%
g7
43

5000

10.40 10.60 10.80 11.00 11.20

99 113 157 141 155167 183 201 216

(0} m/z 43.00 70.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94344: Heptadecane
57
43 71 (J
5000 85 LI L L L B B B
10.40 10.60 10.80 11.00 11.20
29 9 m/z 71.00 54 _33%
oL15 Lo 113127141155 169183197 211 240
T T e T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 EERRE RE S SRR
71 10.40 10.60 10.80 11.00 11.20
5000 85 m/z 85.05 33.47%
o 113 127 141 155 169 183 197 226
L B I e o e e S R RREEREmS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48835: Tridecane TR T T T
43 9 10.40 10.60 10.80 11.00 11.20
m/z 41.00 32.66%
71
5000
85
29
oL 15 ‘\ bl %9 113 127 141 155 184
L o o o o B B A BRRRNEEEEEEEEEE R RS REEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 40 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102964.D

Aca On : 13 Feb 2018 16:24

Operator : SJ/JU

Sample : J1398-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.25 9.03 ng 501472 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Undecane 156 C11H24 001120-21-4 80
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 76

Abundance Scan 1558 (11.251 min): BF102964.D (-1555) (-) m/z 57.00 100.00%

57
5000 85

11.00 11.20 11.40 11.60

| 113 141 169 196211228 254

S I By . S m/z 43.00 60.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105886: Octadecane
57
5000 85 L L B e e
11.00 11.20 11.40 11.60
4 m/z 71.00 54 _.39%
113
0 2@ ‘\ H H Il J 1‘\11 ! 169 ) 197 225 25\4
e e e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57 J
T T
85 11.00 11.20 11.40 11.60
5000 m/z 85.00 37.55%
41
113
ol 26 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane BB BamEE R S
57 11.00 11.20 11.40 11.60
m/z 41.00 26.79%
5000
4 85 J
0 26 L L 113 141 160184 226
e e e e e e e e e e e e S ARE BmEE LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102964.D

Aca On : 13 Feb 2018 16:24

Operator : SJ/JU

Sample : J1398-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 Pentadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

11.68 6.70 ng 371881 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
4 Tetratetracontane 619 C44H90 007098-22-8 86
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 81

Abundance Scan 1631 (11.680 min): BF102964.D (-1627) (-) m/z 57.00 100.00%

57
5000 85

113 141 11.40 11.60 11.80 12.00
...,....,'...|,.."..,...:',...'.,....,.... S Al e M/Zz 43.00  59.10%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71393: Pentadecane
57
5000
4 85 11.40 11.60 11.80 12.00
m/z 71.05 56.39%
.npnqu.qnnpn.vnwnnlunpn..”.””..”.”.”.q””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R AR EE R
85 11.40 11.60 11.80 12.00
5000 m/z 85.05 38.53%
41
113
ol 26 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83051: Dodecane, 2-methyl-6-propyl- R REEE e SR
57 11.40 11.60 11.80 12.00
m/z 41.00 25.44%
85
5000 4
140
o L) s s 1?2 205 226
III|IIII|IIII|IIII|IIII|IIII|IIII TTTTTTTTTTTT IIIIIIII TTTT IIII|IIII T —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102964.D

Aca On : 13 Feb 2018 16:24

Operator : SJ/JU

Sample : J1398-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.79 110.19 ng 6118100 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 96
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 92
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 87

007132-64-1 86
006929-04-0 83

4 Pentadecanoic acid. methvl ester 256 C16H3202
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602

Abundance Scan 1650 (11.792 min): BF102964.D (-1644) (-) m/z 74.00 100.00%
74
87
5000
43
T 143 297 LI
101 129 171185199 11.40 11.60 11.80 12.00 12.20
115 157 213 241555 270

0 TN B e | | 71255 m/z 87.00 74.48%

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

Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 | BNLEL LI LI L L L
43 11.40 11.60 11.80 12.00 12.20
7 143 m/z 43.00 32.22%
ol I \\‘h 101115129 | 157171185199213227541 270
R B L A R B AL BARAR AARRRRERES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
87
11.40 11.60 11.80 12.00 12.20
5000 43 270 m/z 55.00 29.46%
57 143 227
ol 29 101915129 157171185199513 241 55
T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methy| tetradecanoate ST T T[T e e T
74 11.40 11.60 11.80 12.00 12.20
m/z 41.00 22 .53%
87
5000
43
29 ’ 143
199

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

11.40 11.60 11.80 12.00 12.20

8270-BF020318.M Wed Feb 14 10:13:56 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102964.D

Aca On : 13 Feb 2018 16:24

Operator : SJ/JU

Sample : J1398-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 n-Hexadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.92 5.30 ng 294380 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1672 (11.921 min): BF102964.D (-1668) (-) m/z 72.95 100.00%
43 60 7B
5000
129
7 213 L I L e e e
Ju o1 115 143157171185 0 ST e 1160 11.80 12.00 12.20 |
o} m/z 60.00 96.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000, 29 256 ‘“*ﬂﬂ*rffl&**l&:FFFF¢?**¢*?
11.60 11.80 12.00 12.20
21 m/z 43.00 92.77%
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11.60 11.80 12.00 12.20
5000 m/z 57.00 84.97%
129
29 g7 115 17118 214
ol 15 101 152 198
m/z--> 25 45 eb éo 160 150 150 160 1éo 200 220 250 2é0
Abundance #95851: Pentadecanoic acid T R T T
43 60 78 11.60 11.80 12.00 12.20
m/z 41.00 74 .34Y%
5000 129
29
199
193157171185 242
o 15 " .‘l‘.‘.‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF020318.M Wed Feb 14 10:13:57 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102964.D

Aca On : 13 Feb 2018 16:24

Operator : SJ/JU

Sample : J1398-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 Heneicosane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.09 6.99 ng 388193 Phenanthrene-d10 11.40
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 Hexadecane 226 C16H34 000544-76-3 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 1701 (12.092 min): BF102964.D (-1697) (-) m/z 57.00 100.00%
57
5000 85
15 Lt 160 167 a2 "1180 1200 1220 1240
o] e m/z 71.00 64.18%
m/z-> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57
5000 85 A R SRR SO B
11.80 12.00 12.20 12.40
29 m/z 43.00 61.54%
o M || |™3 141 160 107 225 253 296
m/z-> 0 50 100 150 200 250 300 350
Abundance
57
11.80 12.00 12.20 12.40
5000 m/z 85.05 43.71%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z-> 0 50 100 150 200 250 300 350
Abundance #83025: Hexadecane L A S L e
57 11.80 12.00 12.20 12.40
m/z 41.00 32.33%
5000
85
29
0 Ll w 113 141 169 197 226
m/z-> 0 50 100 150 200 250 300 350 11.80 12.00 12.20 12.40

8270-BF020318.M Wed Feb 14 10:13:57 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102964.D

Aca On : 13 Feb 2018 16:24

Operator : SJ/JU

Sample : J1398-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 13 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.49 265.18 ng 14723500 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99

Abundance Scan 1769 (12.492 min): BF102964.D (-1761) (-) m/z 67.00 100.00%

67

5000

_>

0 LI I

12.20 12.40 12.60 12.80
178 220 263 204
196 245 m/z 81.05 82.88%

(o]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67
41

5000 LI L L L L LB LB LB
12.20 12.40 12.60 12.80
m/z 55.05 74 .44%
ol 2 135150 4178 223 263979294
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
4 67
N mmssI/ERLL S AR
12.20 12.40 12.60 12.80
5000 82 m/z 41.05 58.48%
109
135150 173 262 294

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester AN RS REEE s e
12.20 12.40 12.60 12.80
m/z 95.05 55.78%

=

5000

—

1 I I I
12.20 12.40 12.60 12.80

8270-BF020318.M Wed Feb 14 10:13:58 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102964.D

Aca On : 13 Feb 2018 16:24

Operator : SJ/JU

Sample : J1398-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 14 11-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.51 134.32 ng 7458000 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 51
2 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 48
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 45
4 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 43
5 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 42
Abundance Scan 1772 (12.510 min): BF102964.D (-1770) (-) m/z 79.00 100.00%
41 70
5000

12.20 12.40 12.60 12.80
m/z 41.10 89.09%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141291: 11-Octadecenoic acid, methyl ester

5000
12.20 12.40 12.60 12.80

m/z 55.05 79.87%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
74 T T T T
12.20 12.40 12.60 12.80
5000 - 97 m/z 43.10 60.79%
123
180
138 165 207°22 246 *®* 581206

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141292: 13-Octadecenoic acid, methyl ester

12.20 12.40 12.60 12.80
m/z 69.10 59.39%

5000

I 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

8270-BF020318.M Wed Feb 14 10:13:58 2018 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102964.D

Aca On : 13 Feb 2018 16:24

Operator : SJ/JU

Sample : J1398-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 15 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.57 52.91 ng 2937760 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 94
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 94
4 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 91
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
Abundance Scan 1782 (12.568 min): BF102964.D (-1780) (-) m/z 74.00 100.00%
74
5000 43
13 12.20 12.40 12,60 12.80
97 199 255 : . . .
0 ...,....,....',..|'..,'=!..L,l..l.l.?..'..,l... 1 1 2r oo 298 LG U87.00 7008
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74
5000 U AR A AR
143 - 298 12.20 12.40 12.60 12.80
43 199 m/z 43.00 40.62%
9
0 ...,?Y..,“...:ﬁ‘,..“.‘ ,‘n..“,..l.l.?..‘..,a e ao L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
12.20 12.40 12.60 12.80
5000 m/z 55.00 31.65%
43 143
oL 2 i 101946 171185 “13558 256
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119408: Hexadecanoic acid, methy! ester R AR L R e
74 12.20 12.40 12.60 12.80
m/z 41.00 26.08%
5000
43
143
m/z--> 20 Jo eb éo 160 150 140 160 180 200 220 240 260 2éo 300 12,20 12.40 12.60 12.80

8270-BF020318.M Wed Feb 14 10:13:59 2018 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102964.D

Aca On : 13 Feb 2018 16:24

Operator : SJ/JU

Sample : J1398-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 16 Eicosanoic acid, methyl ester Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.30 6.15 ng 259834 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 98
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 91
3 Methvl stearate 298 C19H3802 000112-61-8 90
4 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 87
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87

Abundance Scan 1906 (13.298 min): BF102964.D (-1902) (-) m/z 74.00 100.00%
74
5000 43
143 .w.”.ﬁn..“.”,Au.
185 297 283 13.00 13.20 13.40 13.60
ol 169- 7> 206 <4, 255 3 w/z 87.00 78.58%
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
43 143 326 m/z 43.00 41.30%
m/z--> 25 45 60 éo 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74
13.00 13.20 13.40 13.60
5000 m/z 55.00 34.80%
43
143 284
241
oL 26 97 115 167185 213 257
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143126: Methy! stearate R R e R
74 13.00 13.20 13.40 13.60
m/z 75.00 24 .83%
5000
43
143 208
199 255
das T, | B B
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-BF020318.M Wed Feb 14 10:13:59 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102964.D

Aca On : 13 Feb 2018 16:24

Operator : SJ/JU

Sample : J1398-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 17 Dichloroacetic acid, heptad... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.86 6.84 ng 288585 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 94
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
4 Cvcloeicosane 280 C20H40 000296-56-0 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
Abundance Scan 2002 (13.862 min): BF102964.D (-1999) (-) m/z 57.00 100.00%
57
83
5000
‘ 111
140 168 13.60 13.80 14.00 14.20
- A JA Al 105 234285 283 w6 | n77 43.00  81.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 83
5000 L SN SR SULRUL I
11 13.60 13.80 14.00 14.20
29 m/z 55.00 78.11%
o ,H{MHFIH,M h J 1P 168 210236 266 205
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
97 U PSR BN SURIUR SR
13.60 13.80 14.00 14.20
5000 m/z 83.00 60.75%
29 125
0 154 182 210 238 283 334
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester L T e B
57 13.60 13.80 14.00 14.20

m/z 97.05 55.69%

97
h ‘M\L/\'A/‘
125
29 169
| l“ L1 gar 7 196 224 260 420

T
m/z--> 50 100 150 200 250 300 350 400 13. 60 13. 80 14. 00 14.20

8270-BF020318.M Wed Feb 14 10:14:00 2018 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102964.D

Aca On : 13 Feb 2018 16:24

Operator : SJ/JU

Sample : J1398-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 Docosanoic acid, methyl ester Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.96 5.99 ng 252825 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 99
2 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 93
3 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 91
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 83
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 81

Abundance Scan 2019 (13.962 min): BF102964.D (-2016) (-) m/z 74.00 100.00%
7
5000 43
143 N W | WY S
97 311 13.60 13.80 14.00 14.20
199 255
o A 2% .|, An T zr s T B n/z 87.00  82.02%
m/z--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
74
43
5000 '|4¢7'|' LN 'A"I'
13.60 13.80 14.00 14.20
143 a5 m/z 43.00 48 .15%
ol25 | Il 2Tus T a7 199 g7 255 ggy 31 7
m/z--> éo 100 150 260 250 360 3%0
Abundance
74
13.60 13.80 14.00 14.20
5000 m/z 55.00 34.97%
T 143 312
. 18 9115 163185 213 a1 269
m/z--> éo 160 150 200 250 360 3%0
Abundance #186936: Methyl 20-methyl-heneicosanoate R AR EEEEE T
7h 13.60 13.80 14.00 14.20
m/z 57.00 33.91%
5000
143 354
311
97 199 255
| L‘ J‘ \ 12? 171 { 1 227 | ‘ | 283 L | |
0""I' IIIII""""""II AR AR A A
m/z--> 50 mo 1% 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF020318.M Wed Feb 14 10:14:00 2018 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102964.D

Aca On : 13 Feb 2018 16:24

Operator : SJ/JU

Sample : J1398-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 19 9,12-Octadecadienoic acid (... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .47 8.18 ng 345278 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 95
2 2-Methvl-Z.Z-3.13-octadecadienol 280 C19H360 1000130-90-5 86
3 9.17-Octadecadienal. (2)- 264 C18H320 056554-35-9 64
4 Cvclohexanecarboxaldehvde. 4-(hy... 142 C8H1402 092385-32-5 62
5 Ethanol, 2-(9,12-octadecadienylo... 310 C20H3802 017367-08-7 60
Abundance Scan 2105 (14.468 min): BF102964.D (-2102) (-) m/z 44.95 100.00%
67
5000
123 262 LA S RSN A
149 14.20 14.40 14.60 14.80
177 358
o 209238 2.5 m/z 67.00 75.65%
m/z--> 50 100 150 200 250 300 350
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
67
95
41
5000 LI B UL S B
14.20 14.40 14.60 14.80
m/z 55.00 68.71%
280
oL15 L uh Lot 182 200 236 262”7
m/z--> 50 100 150 200 250 300 350
Abundance
55
1420 14.40 14.60 14.80
5000 a1 m/z 81.00 62.00%
109
. 135 163181 206094 248 280
m/z--> 50 100 150 200 250 300 350
Abundance #114272: 9,17-Octadecadienal, (2)- AR EEEEE RS
6 14.20 14.40 14.60 14.80
a1 m/z 41.00 44 _72%
5000 95
ol 1ﬁ31‘1§1 179 207 235 254
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102964.D

Aca On : 13 Feb 2018 16:24

Operator : SJ/JU

Sample : J1398-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 20 N,N-Dimethyloctylamine Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .92 18.29 ng 784617 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 72
2 1-Pentadecanamine. N.N-dimethvl- 255 C17H37N 017678-60-3 64
3 1-Tridecanamine. N.N-dimethvl- 227 C15H33N 017373-29-4 64
4 1-Dodecanamine. N.N-dimethvl- 213 C14H31N 000112-18-5 64
5 Cyclobutane, methoxy- 86 C5H100 018593-33-4 64
Abundance Scan 2182 (14.921 min): BF102964.D (-2177) (-) m/z 58.00 100.00%
58
5000

14.60 14.80 15.00 15.20

84 157
oL SR sk g 112180 ~R7178109 222 253 281 320838 306 | sz 58.95  5.81%
m/z--> 50 100 150 200 250 300 350
Abundance #29177: N,N-Dimethyloctylamine
58
5000
14.60 14.80 15.00 15.20
m/z 55.00 5.49%
29
ol 84 14 L7
m/z--> 50 100 150 200 250 300 350
Abundance
58
R REERE R R Ry
14.60 14.80 15.00 15.20
5000 m/z 72.05 5.48%
0 29 84 114 140 170 198 226 255
T L e e o e e e T B B e e e e e B e B
m/z--> 50 100 150 200 250 300 350
Abundance #83660: 1-Tridecanamine, N,N-dimethyl-
58 14.60 14.80 15.00 15.20
m/z 41.00 4_.71%
5000
oL 29 | 8 114 140 170 108 227
—— T T T T T T T R RERRE R
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021318\
Data File : BF102964.D

Acq On : 13 Feb 2018 16:24

Operator : SJ/JU

Sample - J1398-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
Quant Title : 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... 2.13 20.3 ng 959897 1 6.87 947985 20.0
unknown6 .65 6.65 74.5 ng 3530510 1 6.87 947985 20.0
Tetradecane 9.30 7.6 ng 503309 3 9.91 1327200 20.0
Hexadecane 9.83 8.9 ng 589818 3 9.91 1327200 20.0
Heptadecane 10.80 14.6 ng 812661 4 11.40 1110460 20.0
Octadecane 11.25 9.0 ng 501472 4 11.40 1110460 20.0
Pentadecane 11.68 6.7 ng 371881 4 11.40 1110460 20.0
Hexadecanoic acid... 11.79 110.2 ng 6118100 4 11.40 1110460 20.0
n-Hexadecanoic acid 11.92 5.3 ng 294380 4 11.40 1110460 20.0
Heneicosane 12.09 7.0 ng 388193 4 11.40 1110460 20.0
9,12-Octadecadien... 12.49 265.2 ng 14723500 4 11.40 1110460 20.0
11-Octadecenoic a... 12.51 134.3 ng 7458000 4 11.40 1110460 20.0
Methyl stearate 12.57 52.9 ng 2937760 4 11.40 1110460 20.0
Eicosanoic acid, ... 13.30 6.2 ng 259834 5 14.03 844430 20.0
Dichloroacetic ac... 13.86 6.8 ng 288585 5 14.03 844430 20.0
Docosanoic acid, ... 13.96 6.0 ng 252825 5 14.03 844430 20.0
9,12-Octadecadien... 14.47 8.2 ng 345278 5 14.03 844430 20.0
N,N-Dimethyloctyl... 14.92 18.3 ng 784617 6 15.51 858185 20.0
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