LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102965.D

Aca On : 13 Feb 2018 16:51

Operator : SJ/JU

Sample = J1403-03

Misc :

ALS Vial : 15 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 2.140 4 9 21 rVB 813740 1063691 26.90% 2.904%
2 5.104 510 513 521 rVB 115469 147192 3.72% 0.402%
3 5.493 574 579 583 rBY 3814178 3954772 100.00% 10.798%
4 6.504 745 751 754 rBVY 3642332 3875371 97.99% 10.581%
5 6.645 770 775 778 rBVY 4007670 3865705 97.75% 10.555%
6 6.875 810 814 817 rBV 1192623 1050113 26.55% 2.867%
7 7.028 836 840 844 rBVY 3045855 2845765 71.96% 7.770%
8 7.439 905 910 913 rBVY 2459716 2547032 64.40% 6.954%
9 7.510 918 922 928 rVB2 65155 70514 1.78% 0.193%
10 8.157 1028 1032 1035 rBvV 1569245 1325098 33.51% 3.618%
11 8.851 1147 1150 1155 rVB 44768 41001 1.04% 0.112%
12 9.228 1210 1214 1217 rBV 3761109 3515276 88.89% 9.598%
13 9.304 1224 1227 1229 rBV 85488 71146 1.80% 0.194%

14 9.622 1277 1281 1284 rBV 560353 487398 12.32% 1.331%
15 9.833 1310 1317 1320 rVB 191878 178699 4._.52% 0.488%

16 9.910 1326 1330 1334 rBV 1618262 1333928 33.73% 3.642%

17 10.151 1368 1371 1375 rBV3 44667 49488 1.25% 0.135%
18 10.304 1395 1397 1399 rBvV 74495 69257 1.75% 0.189%
19 10.333 1399 1402 1405 rVB 222257 178763 4._.52% 0.488%
20 10.551 1434 1439 1441 rBV 61048 72583 1.84% 0.198%

21 10.698 1460 1464 1474 rVB 1999088 1841070 46.55% 5.027%
22 10.804 1479 1482 1488 rBV 195752 198973 5.03% 0.543%

23 10.998 1512 1515 1519 rBV3 30540 40672 1.03% 0.111%
24 11.251 1555 1558 1561 rBV 142957 114463 2.89% 0.313%
25 11.280 1561 1563 1569 rVB3 52541 55685 1.41% 0.152%

26 11.398 1579 1583 1586 rBV 1109887 1038712 26.26% 2.836%
27 11.680 1627 1631 1633 rBV 90341 78797 1.99% 0.215%
28 11.780 1644 1648 1651 rBV 345740 276534 6.99% 0.755%
29 11.916 1665 1671 1678 rBV3 95051 139500 3.53% 0.381%
30 12.086 1696 1700 1705 rBV 73693 71869 1.82% 0.196%

31 12.463 1761 1764 1766 rBV 934895 860241 21.75% 2.349%
32 12.486 1766 1768 1775 rVB2 726724 637639 16.12% 1.741%
33 12.569 1779 1782 1786 rVB 128128 107168 2.71% 0.293%
34 12.610 1786 1789 1792 rBV 42951 42666 1.08% 0.116%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102965.D

Aca On : 13 Feb 2018 16:51

Operator : SJ/JU

Sample = J1403-03

Misc :

ALS Vial : 15 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-BF020318.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.839 1825 1828 1831 rBV2 71596 67556 1.71% 0.184%

36 12.980 1847 1852 1855 rBV 2279623 2096300 53.01% 5.724%
37 13.863 1999 2002 2009 rBV 514138 504171 12.75% 1.377%
38 14.033 2027 2031 2034 rBvV 996224 901663 22.80% 2.462%
39 15.509 2278 2282 2289 rVB2 601759 809223 20.46% 2.209%

Sum of corrected areas: 36625694
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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\BF021318\

BF102965.D

13 Feb 2018 16:51

SJ/Ju

J1403-03

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance :
OSE056 TIC: BF102965.D 5 40 o
6.56
7.03
3000000
7.44
2000000
6.87
1000000914
A 5.10 E'Sl
O L e e e oo e e e e L e e o e o e B L e e e e I e e e s e e o AL
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance :
OSE056 TIC: BF102965.D
9.23
3000000
12.98
2000000 10.70
8.16 9.91
11.40
12.46
1000000 449
9.62
10.33 10.80
885 |5 “ %1 1019801055 - 11.00 11.6%11.922.09 %1128
0 e B LA E s mis s e o S S s PG et e e T — — 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 :
OSE056 TIC: BF102965.D
3000000
2000000
14.03
1000000 1551
13.86
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 : BF102965.D

Aca On : 13 Feb 2018 16:51

Operator : SJ/JU

Sample = J1403-03

Misc :

ALS Vial : 15 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.14 20.26 ng 1063690 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 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35

Abundance Scan 9 (2.140 min): BF102965.D (-4) (-) m/z 73.00 100.00%

n
5000 43
55
87

220 230 240 2.50 2.60

o s | W/Z 43.00  43.50%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 L B L L L L L L BB B

43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 32.45%

29
| 35 |, 67 ||, 80
0.,....,....,....,....,....,....,....,....,....,....,....,....
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87

2.20 2.30 2.40 2.50 2.60

5000 a1 55 m/z 86.95 24 _.89%
29
0 47 67 79 97 112 129
R Ll A B A BEARE G
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- R EE RaEaE
73 220 230 2.40 2.50 2.60

m/z 41.00 13.95%

5000 43
58
29 ﬁ7
L

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102965.D

Aca On : 13 Feb 2018 16:51

Operator : SJ/JU

Sample = J1403-03

Misc :

ALS Vial : 15 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.10 2.80 ng 147192 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 32
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25

Abundance Scan 512 (5.098 min): BF102965.D (-510) (-) m/z 43.00 100.00%
43
59
5000
101 AN NS AR RN AR
4.80 5.00 5.20 5.40
o..,....,....,....-,':...,?3.!~Ii...‘??....,?':?..,...:,'....,. m/z 58.95 55.88%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L AL I I
59 480 500 520 5.40
m/z 58.00 20.85%
o 25 3! 37 83 g3 %
" e N A A e A A A TSR
Abundance
59
480 500 520 540
5000 41 m/z 101.00 14.72%
31
69 87
15 53 98
e S U S S I UL IS SIS SUL AL WL
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4489: Propane, 1-ethoxy-2-methyl- L i a ma
50 4.80 5.00 5.20 5.40
m/z 41.00 8.10%
5000
102
0 "|'}?'|""|'"'l""|??"|""|??"|"§?|""|""|' U R LR UL
m/z--> 10 20 30 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102965.D

Aca On : 13 Feb 2018 16:51

Operator : SJ/JU

Sample = J1403-03

Misc :

ALS Vial : 15 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 3 unknown6.65 Concentration Rank 1

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

6.65 73.62 ng 3865710 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 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 776 (6.651 min): BF102965.D (-770) (-) m/z 132.00 100.00%
32
5000
68
40 | % " 640 6.60 6.80 7.00
54 75 104 - - -
Obrrprrrr et e Ohl p, 87 L S sl Tm/z 134.00  33.21%
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 IS L R
6.40 6.60 6.80 7.00
3 78 m/z 68.00 32.42%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 21.81%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmmm
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 L L
132 6.40 6.60 6.80 7.00
m/z 96.00 12 .59%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 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\BF021318\
Data File : BF102965.D

Aca On : 13 Feb 2018 16:51

Operator : SJ/JU

Sample = J1403-03

Misc :

ALS Vial : 15 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 5 Hexadecane Concentration Rank 12

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

9.83 2.68 ng 178699 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tridecane. 4.8-dimethyl- 212 C15H32 055030-62-1 80
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78

Abundance Scan 1316 (9.828 min): BF102965.D (-1310) (-) m/z 57.00 100.00%
57
43
5000 1
85
99 113 9.60 9.80 10.00 10.20
0...,....-,':..|-:..":.,-:‘...'-',....,1.2.7..14.1... e M/Z 43.00  64.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 %7
5000 & IR R RN UL B
g5 9.60 9.80 10 00 10 20
29 m/z 71.00 49 .01%
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 9.60 9.80 10.00 10.20
5000 g5 m/z 85.05 30.24%
29 9
oL 15 113 127 141 155 169 183 212
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance #59882: Tetradecane
57 9.60 9.80 10.00 10.20
30 m/z 41.00 29.82%
5000 85
29
99
0 “ 1L ‘ N 1%3 1%7 141 155 169 182 1?8
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\BF021318\
Data File : BF102965.D

Aca On : 13 Feb 2018 16:51

Operator : SJ/JU

Sample = J1403-03

Misc :

ALS Vial : 15 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 6 Tridecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
'10.33  2.68ng 178763  Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Tridecane 184 C13H28 000629-50-5 90

2 Pentadecane
3 Hexadecane

212 C15H32
226 C16H34

000629-62-9 86
000544-76-3 86

4 Heptadecane 240 C17H36 000629-78-7 83
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S

1000309-20-2 80

Abundance Scan 1401 (10.327 min): BF102965.D (-1399) (-) m/z 57.00 100.00%
57
43
5000
10.00 10.20 10.40 10.60
99 113 127 . . . .
0 141154 168 m/z 43.00 63.68%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
43 57
71
5000 TT [T T T T [T T I [T T T T [TTTT]
85 10.00 10.20 10.40 10.60
29 m/z 71.00 42_66%
das [ L e
e L St bt BRI
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 i ket
71 10.00 10.20 10.40 10.60
5000 o m/z 85.00 34.59%
29 %
oL 15 113 127 141 155 169 183 212
e T
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane R e
43 57 10.00 10.20 10.40 10.60
m/z 41.00 28.44%
5000 n
85
29
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
L S T e A b A .
miz--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102965.D

Aca On : 13 Feb 2018 16:51

Operator : SJ/JU

Sample = J1403-03

Misc :

ALS Vial : 15 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 9 Hexadecanoic acid, methyl e... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.78 5.32 ng 276534 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
3 Hexadecanoic acid. 15-methvl-., m... 284 C18H3602 006929-04-0 90
4 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
Abundance Scan 1648 (11.780 min): BF102965.D (-1644) (-) m/z 74.00 100.00%
74
5000 43
! 3 227 11.40 1160 11.80 1200
171185199 : : . .
ol 1o7 2 m/z 87.00 73.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119400: Hexadecanoic acid, methy! ester
74
5000 AR SR B SR R
43 11/40 11,60 11.80 12.00
143 m/z 43.00 37.10%
29 ‘ T 97 s | 15171185 9137 001 27O
Obrrrprtr ”..”..”..”.u.”..“..”..”..”..”..”..”..”
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
74
11.40 1160 11.80 1200
5000 m/z 55.00 30.20%
43
29 57
oL14 8 11112057171 10021307 256
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131317: Hexadecanoic acid, 15-methyl-, methy! ester A B e e
74 11.40 11.60 11.80 12.00
m/z 41.00 27.21%
5000 43
20 || ¥ o7 143
o 1 m \“Lw /111 129 | 157171 199213227241255 285
m/z--> 20 Jo 60 80 160 150 140 160 180 200 220 240 260 280 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 : BF102965.D

Aca On : 13 Feb 2018 16:51

Operator : SJ/JU

Sample = J1403-03

Misc :

ALS Vial : 15 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 10 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.92 2.69 ng 139500 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Undecanoic acid 186 C11H2202 000112-37-8 59
4 Dodecanoic acid 200 C12H2402 000143-07-7 59
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 1672 (11.922 min): BF102965.D (-1665) (-) m/z 192.00 100.00%
60 73 192
41
5000
SN N | R N ...l."
11.60 11.80 12.00 12.20
0 m/z 60.00 81.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129
11.60 11.80 12.00 12.20
m/z 73.00 78.70%
143157171185 5213
o} T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.60 11.80 12.00 12.20
5000 129 m/z 191.00 71.15%
29 87
115 | 143 199 242
101 185
s 157171 213226
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 2éo
Abundance #50051: Undecanoic acid
60 7 11.60 11.80 12.00 12.20
m/z 57.00 56.73%
5000 43
29 129 43
101115 186
o ,;;SII\I‘II\I\,‘,,H, | \ Ll H \”,1;‘37,17,1, T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102965.D

Aca On : 13 Feb 2018 16:51

Operator : SJ/JU

Sample = J1403-03

Misc :

ALS Vial : 15 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 11 9,12-Octadecadienoic acid (... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.46 16.56 ng 860241 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 98
2 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 95
3 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 94
4 2-Chloroethvl linoleate 342 C20H35CI02 025525-76-2 94
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 94

Abundance Scan 1764 (12.463 min): BF102965.D (-1761) (-) m/z 67.00 100.00%
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Abundance #139727: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
6/7

5000
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0 soa | | M/z 55.00 74.94%

0 164181196 22037 263
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R RREAETA e
95 12.20 12.40 12.60 12.80
5000 41 m/z 41.00 53.43%
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Abundance #139719: 11,14-Octadecadienoic acid, methyl ester e e A
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m/z 95.00 51.99%
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178193 220
e AEERE e
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102965.D

Aca On : 13 Feb 2018 16:51

Operator : SJ/JU

Sample = J1403-03

Misc :

ALS Vial : 15 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 12 9-Octadecenoic acid, methyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.49 12.28 ng 637639 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 95
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 94
3 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 94
4 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 94
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 93

Abundance Scan 1769 (12.492 min): BF102965.D (-1766) (-) m/z 55.00 100.00%

12.20 12,40 12.60 12.80
m/z 74.00 78.47%

55
41
5000
1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141275: 9-Octadecenoic acid, methyl ester
41 55

o

74

12.20 12.40 12.60 12.80
m/z 79.00 72.96%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55

5000

At 74 12 20 12.40 12.60 12.80
5000 m/z 69.00 65.76%
97
27 123 30 222 204
o 187152 180 50777 246 | 279296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester T T T

12.20 12,40 12.60 12.80
m/z 87.00 61.92%

A

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

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102965.D

Aca On : 13 Feb 2018 16:51

Operator : SJ/JU

Sample = J1403-03

Misc :

ALS Vial : 15 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 13 Pentadecanoic acid, 14-meth... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.57 2.06 ng 107168  Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 87

000112-39-0 86
007132-64-1 86
006929-04-0 86
005129-58-8 80

2 Hexadecanoic acid. methvl ester 270 C17H3402
3 Pentadecanoic acid. methvl ester 256 C16H3202
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002

Abundance Scan 1782 (12.569 min): BF102965.D (-1779) (-) m/z 74.00 100.00%
%
5000 43 kwA
! 101,128 255 12.20 12.40 12.60 12.80
115 161 185199 226241259269 : : : :
(o m/z 86.95 75.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester n
74
5000 43
12.20 12.40 12.60 12.80
7 m/z 43.00 41 .08%
29 143
ol | 97 1n 1291%57171185100013227 541 270
T e e T e e e T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
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R R R e R
12.20 12.40 12.60 12.80
5000 m/z 41.00 34.08%
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101715129 | 157171185199913227941 270

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107593: Pentadecanoic acid, methyl ester T T T
74 12.20 12.40 12.60 12.80
m/z 55.00 33.06%
5000
43 143
ol15 % H M | | 101115129 | 1571711851997 3557 256
”q.”q.”q.“q.HW.HW.H.P”.P“.P“..”..”..”.P”.P. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12 60 12.80

8270-BF020318.M Wed Feb 14 10:14:33 2018

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021318\
Data File : BF102965.D

Aca On : 13 Feb 2018 16:51

Operator : SJ/JU

Sample = J1403-03

Misc :

ALS Vial : 15 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 14 9-Tricosene, (2)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.86 11.18 ng 504171 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 95
2 1-Docosene 308 C22H44 001599-67-3 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 2002 (13.863 min): BF102965.D (-1999) (-) m/z 57.00 100.00%

97 g3

5000

-

13.60 13.80 14.00 14.20
m/z 55.00  95.54%

o 139 167 196 217234252 280299 331

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163018: 9-Tricosene, (2)-
7

5

5000 LIS L L L LB L B
13.60 13.80 14.00 14.20
0,
29 302 m/z 43.00 86.43%
ok bl 153 182 210 238 266 294
AR Raaars
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
A S RAA B
97 13.60 13.80 14.00 14.20
5000 m/z 83.05 83.86%
29
81 125
153 181 308

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol N B B e e
13.60 13.80 14.00 14.20

m/z 69.00 69.75%

!
]

5000

i
i
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m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 60 13. 80 14. 00 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021318\
Data File : BF102965.D

Acq On : 13 Feb 2018 16:51

Operator : SJ/JU

Sample - J1403-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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... 2.14 20.3 ng 1063690 1 6.87 1050110 20.0
2-Pentanone, 4-hy... 5.10 2.8 ng 147192 1 6.87 1050110 20.0
unknown6 .65 6.65 73.6 ng 3865710 1 6.87 1050110 20.0
Hexadecane 9.83 2.7 ng 178699 3 9.91 1333930 20.0
Tridecane 10.33 2.7 ng 178763 3 9.91 1333930 20.0
Hexadecanoic acid... 11.78 5.3 ng 276534 4 11.40 1038710 20.0
n-Hexadecanoic acid 11.92 2.7 ng 139500 4 11.40 1038710 20.0
9,12-Octadecadien... 12.46 16.6 ng 860241 4 11.40 1038710 20.0
9-Octadecenoic ac... 12.49 12.3 ng 637639 4 11.40 1038710 20.0
Pentadecanoic aci... 12.57 2.1 ng 107168 4 11.40 1038710 20.0
9-Tricosene, (2)- 13.86 11.2 ng 504171 5 14.03 901663 20.0
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