LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103875.D

Aca On : 23 Mar 2018 13:01

Operator : JU/SJ

Sample : J1998-09

Misc :

ALS Vial : 11 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 2.293 31 35 52 rvB 98209 160127 3.89% 0.435%
2 5.210 527 531 540 rVB 109812 130833 3.18% 0.356%
3 5.598 591 597 600 rBY 2701781 2565614 62.29% 6.977%
4 6.598 761 767 769 rBVY 2478187 2524174 61.28% 6.864%
5 6.745 787 792 795 rBVY 2795340 2634838 63.97% 7.165%
6 6.798 798 801 804 rVB 93254 74918 1.82% 0.204%
7 6.975 827 831 834 rBVY 1027002 842822 20.46% 2.292%
8 7.128 853 857 861 rVB 2201006 1888489 45.85% 5.136%
9 7.533 922 926 928 rBVY 1791675 1544586 37.50% 4 _.200%
10 7.551 928 929 934 rVB 114900 83355 2.02% 0.227%
11 7.598 934 937 941 rBV3 31416 44941 1.09% 0.122%
12 8.222 1040 1043 1045 rBV 86612 66332 1.61% 0.180%
13 8.257 1045 1049 1051 rVvv 1203598 1077456 26.16% 2.930%
14 8.275 1051 1052 1054 rvVv 106278 68355 1.66% 0.186%
15 8.298 1054 1056 1059 rvB2 70554 51933 1.26% 0.141%
16 8.827 1144 1146 1151 rVB 58864 49743 1.21% 0.135%
17 8.969 1166 1170 1173 rBV 40567 41458 1.01% 0.113%
18 9.327 1227 1231 1234 rBV 2891540 2429683 58.99% 6.607%
19 9.398 1240 1243 1246 rVB 57509 50190 1.22% 0.136%
20 9.586 1272 1275 1280 rBV3 28583 44056 1.07% 0.120%
21 9.669 1281 1289 1292 rVVv3 68093 84428 2.05% 0.230%
22 9.716 1294 1297 1305 rVB 314986 284394 6.90% 0.773%
23 9.874 1320 1324 1328 rBV 66251 60430 1.47% 0.164%
24 9.927 1330 1333 1336 rVB 101246 76551 1.86% 0.208%
25 10.016 1344 1348 1351 rBVY 1259177 1077962 26.17% 2.931%
26 10.045 1351 1353 1360 rVB2 69899 70775 1.72% 0.192%
27 10.427 1415 1418 1421 rVB 105880 92418 2.24% 0.251%
28 10.563 1438 1441 1447 rVB 83615 81019 1.97% 0.220%
29 10.645 1450 1455 1458 rBV2 36019 50073 1.22% 0.136%

30 10.804 1478 1482 1487 rBV 1656402 1453689 35.29% 3.953%

31 10.904 1496 1499 1507 rBV 93064 135131 3.28% 0.367%

32 11.010 1513 1517 1519 rBV 93113 75563 1.83% 0.205%
33 11.110 1529 1534 1536 rBv4 27714 43657 1.06% 0.119%
34 11.351 1572 1575 1578 rBV 84947 67476 1.64% 0.183%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103875.D

Aca On : 23 Mar 2018 13:01

Operator : JU/SJ

Sample : J1998-09

Misc :

ALS Vial : 11 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 11.510 1598 1602 1604 rBV 989603 935267 22.71% 2.543%

36 11.527 1604 1605 1610 rVB 313592 243691 5.92% 0.663%
37 11.580 1612 1614 1617 rBV 73657 62161 1.51% 0.169%
38 11.780 1645 1648 1650 rBV 56107 45152 1.10% 0.123%
39 11.804 1650 1652 1655 rVB2 129143 106765 2.59% 0.290%
40 11.886 1662 1666 1669 rVB 2329939 2087194 50.67% 5.676%

41 12.010 1684 1687 1690 rBV2 91204 117529 2.85% 0.320%
42 12.039 1690 1692 1696 rVB 74230 63661 1.55% 0.173%
43 12.121 1703 1706 1708 rBV2 91884 87668 2.13% 0.238%
44 12.574 1779 1783 1785 rBV 3262089 3461777 84.05% 9.414%
45 12.598 1785 1787 1793 rVV2 4171001 4118956 100.00% 11.201%

46 12.674 1797 1800 1805 rVV 1042416 1004692 24.39%% 2.732%
47 12.727 1806 1809 1812 rVB 316708 280188 6.80% 0.762%
48 12.957 1845 1848 1854 rVB 345104 362688 8.81% 0.986%
49 13.092 1868 1871 1875 rBV 1690424 1517508 36.84% 4.127%
50 13.280 1901 1903 1906 rVB 76897 67407 1.64% 0.183%

51 13.327 1909 1911 1913 rVB2 62774 50437 1.22% 0.137%
52 13.980 2019 2022 2026 rBV2 202943 216918 5.27% 0.590%
53 14.080 2037 2039 2042 rBV3 88299 110358 2.68% 0.300%
54 14.162 2049 2053 2056 rBV2 845724 955484 23.20% 2.598%
55 15.715 2314 2317 2324 rVB2 636682 849324 20.62% 2.310%

Sum of corrected areas: 36772294
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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\BF032318\

BF103875.D

23 Mar 2018 13:01

JussJ

J1998-09

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103875.D

Aca On : 23 Mar 2018 13:01

Operator : JU/SJ

Sample : J1998-09

Misc :

ALS Vial : 11 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

2.29 3.80 ng 160127 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 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10

Abundance Scan 35 (2.293 min): BF103875.D (-31) (-) m/z 73.00 100.00%
73
5000
43
55 87 SENEEED N
220 240  2.60
O s el b e e e || M/z 43.00 35.31%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 3 55 220 240 260
- 87 m/z 87.10 25_.51%
0 "|"JHN"??hMJ'%?“"'|"§?H""|""|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 U
220 240  2.60
5000 a1 55 m/z 55.00 24 .23%
29
0 47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- N e e L
73 220 240  2.60

m/z 40.95 12.01%

5000
45

29
39 | 55 g7 101

T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20

o

T
2.60

Tore
2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103875.D

Aca On : 23 Mar 2018 13:01

Operator : JU/SJ

Sample : J1998-09

Misc :

ALS Vial : 11 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 9

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

5.21 3.10 ng 130833 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. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
3 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 12
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 531 (5.210 min): BF103875.D (-527) (-) m/z 42.95 100.00%
48
59
5000
101
4.80 5.00 5.20 5.40 5.60
83
o..,....,....,....',::..,..-!~.,...‘.3,9....,.-...,...:,|....1,1.1...,....,....,...., m/z 59.00 59.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S UL LR
4.80 5.00 5.20 5.40 5.60
59 101 m/z 101.00 22.81%
0 2 s o1 | o g
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 5.60
5000 M m/z 58.00 16.40%
68
0 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4324 3—Hydroxy—3—methy|—2—butanone LI I e e
59 4.80 5.00 5.20 5.40 5.60
m/z 41.00 10.01%
5000 43
31
0 15 w‘ \‘\ an 69 8\7
m/z--> 15 ﬁo §o 45 55 éo 75 85 do 160 1io 150 150 150 ' 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103875.D

Aca On : 23 Mar 2018 13:01

Operator : JU/SJ

Sample : J1998-09

Misc :

ALS Vial : 11 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 62.52 ng 2634840 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 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 793 (6.751 min): BF103875.D (-787) (-) m/z 132.00 100.00%
5000
68
‘ % 640 6.60 680 7.00
40 47 54 75 104 : : .
o..,....,....,...:;-..‘.‘7.,....??.I.'....,..f??,..!.,.-:..,....,....,"...,.. m/z 134.00 33.99%
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 BRSNS
6.40 6.60 6.80 7.00
3 78 m/z 68.00 29.46%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 680 7.00
5000 67 m/z 66.00 17.84%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- B e A A o
132 6.40 6.60 6.80 7.00
m/z 96.00 12.19%
5000

63 o0 104
15 28 39 % 7 7 " |, 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103875.D

Aca On : 23 Mar 2018 13:01

Operator : JU/SJ

Sample : J1998-09

Misc :

ALS Vial : 11 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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.90 2.89 ng 135131 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 1498 (10.898 min): BF103875.D (-1496) (-) m/z 57.05 100.00%
57
5000 85
41
113 140 169 10.60 10.80 11.00 11.20
O-rrrprerrilt m/z 71.05 68.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane
57
5000 85 AR S B SRR
41 10 60 10. 80 11. oo 11. 20
m/z 43.05 64.73%
0 Wl “ | " 1:\I\-3 | 141 169 197 225 254
m/z--> 25 Jo éo éo 160 150 110 1éo 180 200 220 240 260 2éo 300
Abundance
57
o 10,60 10.80 11.00 11.20
5000 m/z 85.10 44 .74%
41
113
0 2 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane L B
57 10.60 10.80 11.00 11.20
m/z 41.10 30.00%
5000
4 85
oL 26 L L M3 a1 aeoies 226
m/z--> 25 Jo éo éo 160 150 110 160 180 200 220 240 260 2éo 300 1060 1080 1100 1120
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103875.D

Aca On : 23 Mar 2018 13:01

Operator : JU/SJ

Sample : J1998-09

Misc :

ALS Vial : 11 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 Cyclopentadecanone, 2-hydroxy- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.80 2.28 ng 106765 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecanone. 2-hvdroxv- 240 C15H2802 004727-18-8 64
2 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 53
3 Cvclopentanecarboxvlic acid. 3-m... 204 C13H1602 1000307-57-4 43
4 7-Hexadecenoic acid. methvl este... 268 C17H3202 056875-67-3 38
5 Cyclopentaneethanol, .beta.,2,3-... 156 C10H200 021721-18-6 38

Abundance Scan 1651 (11.798 min): BF103875.D (-1650) (-) m/z 55.00 100.00%
g5 204
5000 a1
111 132145 A AR AU N
11.40 11.60 11.80 12.00 12.20
(o} m/z 204.10 86.31%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94142: Cyclopentadecanone, 2-hydroxy-
41 55
69
83
5000
110 11.40 11.60 11.80 12.00 12.20
124138 m/z 203.05 79.92%
ol | 152165 180194507 222 240
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41 55
74
11.40 11.60 11.80 12.00 12.20
5000 87 m/z 69.00 63.55%
110
123 236
. 137 152165 179 194 268
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64152: Cyclopentanecarboxylic acid, 3-methylphenyl ester R B e e e
69 11.40 11.60 11.80 12.00 12.20
m/z 95.00 52.58%
5000 97
M 204
0 27 \‘ 5\5 il L1 O 163
mz-> 20 40 60 85 160 120 140 160 180 200 220 240 260 1140 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 : BF103875.D

Aca On : 23 Mar 2018 13:01

Operator : JU/SJ

Sample : J1998-09

Misc :

ALS Vial : 11 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 7 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.89 44 _.63 ng 2087190 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 96
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Hexadecanoic acid. 2-methvl- 270 C17H3402 027147-71-3 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1667 (11.892 min): BF103875.D (-1662) (-) m/z 74.00 100.00%
74
87
5000
T 20| %7 "5 1180 1500 230
0 ,....,|...T.|', A S .'..,l. =1l .'..,.'...',....,.|...','....,..'.., m/z 87.00 77.51%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 L IS BN SULILN B
43 11,60 11.80 12.00 12.20
7 143 m/z 43.10 25.03%
0 TM \j i 101715129 | 157171185199213227241 270
mz-> 20 Jo 60 80 100 120 140 160 180 200 220 250 260
Abundance
74
87 11.60 11.80 12.00 12.20
5000 43 m/z 143.10 21.73%
29 57 143
o 101115129 157171185199213227241 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methy! ester I RN AR R e
74 11.60 11.80 12.00 12.20
m/z 55.00 21.72%
87
5000
43
29 7
| A ——
IR AR AR S S I N N N S e e R R AR A A

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\BF032318\
Data File : BF103875.D

Aca On : 23 Mar 2018 13:01

Operator : JU/SJ

Sample : J1998-09

Misc :

ALS Vial : 11 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 Phenanthrene, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.01 2.51 ng 117529 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 94
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 93
3 Anthracene. 1-methvl- 192 C15H12 000610-48-0 89
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 86
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 81
Abundance Scan 1687 (12.010 min): BF103875.D (-1684) (-) m/z 192.10 100.00%
192
5000
94 165
111 129 145 11.60 11.80 12.00 12.20 12.40
01 m/z 191.10 58.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54750: Phenanthrene, 2-methyl-
192
5000
11.60 11.80 12.00 12.20 12.40
165 m/z 189.00 28.59%
ol 2739 51 63 8 * lsiriise | 177 |
m/z--> 20 40 60 80 100 120 150 160 180 200 220
Abundance
192
11.60 11.80 12.00 12.20 12.40
5000 m/z 193.10 17.11%
165
ol 15 27 39 51 63 83 96 115197139152 177
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54732: Anthracene, 1-methyl-
192 11.60 11.80 12.00 12.20 12.40
m/z 73.00 16.86%
5000
83 g5
15 273950 70 | | 115127139152 \ 177 “\
m/z--> 20 4b 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103875.D

Aca On : 23 Mar 2018 13:01

Operator : JU/SJ

Sample : J1998-09

Misc :

ALS Vial : 11 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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.57 74.03 ng 3461780 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 98
Abundance Scan 1782 (12.568 min): BF103875.D (-1779) (-) m/z 67.00 100.00%
67 81
so00] 41 ﬁx~_
R e e EERRES
12.20 12.40 12.60 12.80
263
Obprrrolied 178192006220234 294 m/z 81.05 85.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
81
5000 AR BARR PARRARE
nmnmnmnm
m/z 55.05 60.92%
0H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67 81
41 UV AR AR IR
95 12.20 12.40 12.60 12.80
5000 m/z 95.10 57.89%
109 294
oL26 150164178199706220234249 - 279
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- R EEE L e s S SR
mn 67 12.20 12.40 12.60 12.80
81 m/z 41.00 49 .58%
5000 95
109 294
0 L iearsiemonza0zas 263 ]
m/z--> 25 4b 60 80 160 150 110 160 180 200 220 240 260 2éo 300 1220 1240 1260 1280 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103875.D

Aca On : 23 Mar 2018 13:01

Operator : JU/SJ

Sample : J1998-09

Misc :

ALS Vial : 11 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 15-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.60 88.08 ng 4118960 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
2 6-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 94
3 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 94
4 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 94
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 94

Abundance Scan 1787 (12.598 min): BF103875.D (-1785) (-) m/z 55.10 100.00%

o

5000
3 12.20 12.40 12.60 12.80 13.00
| B— 1 m/z 69.10 72.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester
5!
5000 LI B L L L L L LB L BB
97 12. 20 12. 40 12 60 12. 80 13. 00
29 - 264 m/z 74.00 66.92%
123
o w l 138153 180 50777 246
RARAsaeEs
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 74
T
12.20 12.40 12.60 12.80 13.00
5000 57 96 m/z 41.10 62.13%
111 264
180 222
137152 199 247 206

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141291: 11-Octadecenoic acid, methyl ester T T
12.20 12.40 12.60 12.80 13.00
m/z 83.10 59.82%

_?‘

5000

%

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 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103875.D

Aca On : 23 Mar 2018 13:01

Operator : JU/SJ

Sample : J1998-09

Misc :

ALS Vial : 11 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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.67 21.48 ng 1004690 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 95
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 91
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 91
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
Abundance Scan 1799 (12.668 min): BF103875.D (-1797) (-) m/z 74.00 100.00%
!
5000 IA¥A
43
” Hg / 97 115 113158 184199 227 295 74 208 12.40 12,60 12.80 13.00
O prer e e i e e b S e R e e S T e m/z 87.00 70.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143127: Methyl stearate
74
5000 43 LRI UL UL UL B
1240 12.60 12.80 13.00
143 m/z 43.05 33.13%
o 2 ‘ 0 s L 19 207 2970 2°
m/z--> 26 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
12.40 12.60 12.80 13.00
5000 m/z 55.05 24 .36%
43
15 i 0105 P gy 199, 242
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143190: Heptadecanoic acid, 16-methyl-, methy! ester R e e R R
74 12.40 12.60 12.80 13.00
m/z 41.05 22 .30%
5000
143 255
‘ o7 199 ‘ 298
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12,40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103875.D

Aca On : 23 Mar 2018 13:01

Operator : JU/SJ

Sample : J1998-09

Misc :

ALS Vial : 11 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 Heptafluorobutyric acid, pe... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.98 4.54 ng 216918 Chrysene-di12 14 .17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 89
2 Behenic alcohol 326 C22H460 000661-19-8 87
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 87
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 83
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 83

Abundance Scan 2022 (13.980 min): BF103875.D (-2019) (-) m/z 57.10 100.00%
57 83
5000
T 1360 13,80 1400 450
275 7 324 : : ' :
o! 201 m/z 83.10 89.41%
miz--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83
5000 111 [TTrr[rrrr[rrrryrrrr|m
13.60 13.80 14.00 14.20
29 169 m/z 55.10 79.36%
nEN ‘ |19 T 210 g5 406
ol b iy R
miz--> 50 100 150 200 250 300 350 400
Abundance
55 83
R B e e
13.60 13.80 14.00 14.20
5000 11 m/z 69.10 79.07%
29 139
0 167 196 224 252 280 308
L T e e e R A B
miz--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester S aa e  RRREE B
4 13.60 13.80 14.00 14.20
69 m/z 43.10 77.16%
97
5000
‘ 125
ol Add bl 3 ez e
miz--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF031518.M Mon Mar 26 15:15:20 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103875.D

Aca On : 23 Mar 2018 13:01

Operator : JU/SJ

Sample : J1998-09

Misc :

ALS Vial : 11 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 Docosanoic acid, methyl ester Concentration Rank 12

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

14.08 2.31 ng 110358 Chrysene-di12 14 .17

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 90
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 76
3 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 72
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 68
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 64
Abundance Scan 2039 (14.080 min): BF103875.D (-2037) (-) m/z 74.00 100.00%

7

5000 43
13.80 14.00 14.20 14.40
(o} m/z 87.00 81.86%
m/z--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester

74

43 WMMMMJ~MJka~AJH~A

5000 R e HL e s e o
13. 80 14. OO 14. 20 14. 40

m/z 43.10 41 .20%
|

143 354

ol25 | Il 2Tus T a7 199 g7 255 ggy 31 7

e T s e e I

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

74
s R o
13.80 14.00 14.20 14.40
5000 m/z 234.05 35.47%
43
18 101 143 213 256
0 125 171 195
——— T T e T
m/z--> 50 100 150 200 250 300 350
Abundance #186936: Methyl 20-methyl-heneicosanoate T T T
74 13. 80 14. 00 14. 20 14. 40

m/z 57.00 31.35%

5000
55 143 354
311
255
|

97 199
ULl 128 -
S 1 urd S N M ot MRS AR ——

m/z--> 50 100 150 200 250 300 350 13. 80 14. OO 14. 20 14. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032318\
Data File : BF103875.D

Acq On : 23 Mar 2018 13:01

Operator : JU/SJ

Sample - J1998-09

Misc :

ALS Vial : 11 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 3.8 ng 160127 1 6.97 842822 20.0
2-Pentanone, 4-hy... 5.21 3.1 ng 130833 1 6.97 842822 20.0
unknown6.75 6.75 62.5 ng 2634840 1 6.97 842822 20.0
Octadecane 10.90 2.9 ng 135131 4 11.51 935267 20.0
Cyclopentadecanon... 11.80 2.3 ng 106765 4 11.51 935267 20.0
Hexadecanoic acid... 11.89 44 .6 ng 2087190 4 11.51 935267 20.0
Phenanthrene, 2-m... 12.01 2.5 ng 117529 4 11.51 935267 20.0
9,12-Octadecadien... 12.57 74.0 ng 3461780 4 11.51 935267 20.0
15-Octadecenoic a... 12.60 88.1 ng 4118960 4 11.51 935267 20.0
Methyl stearate 12.67 21.5 ng 1004690 4 11.51 935267 20.0
Heptafluorobutyri... 13.98 4.5 ng 216918 5 14.17 955484 20.0
Docosanoic acid, ... 14.08 2.3 ng 110358 5 14.17 955484 20.0
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