LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012718\

Data File : BF102521.D

Acq On - 27 Jan 2018 20:15 Instrument :
Operator : SJ/JU BNA_F

Sample - J1009-09 ClientSampleld :
Misc : AU-06-012518-A
ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 height area % max. total
1 4.916 476 481 491 rVB 76652 111226 1.19% 0.211%
2 5.328 547 551 565 rBVY 3258957 3286651 35.15% 6.228%
3 6.363 722 727 744 rBV 3075639 3419381 36.57% 6.480%
4 6.487 744 748 751 rBV 3606951 3319220 35.50% 6.290%
5 6.716 783 787 794 rBV 1005333 900343 9.63% 1.706%
6 6.869 809 813 816 rBvV 2830071 2447553 26.18% 4.638%
7 7.281 879 883 886 rBvV 2011942 2035286 21.77% 3.857%
8 7.998 1001 1005 1013 rVB 1317337 1139009 12.18% 2.158%
9 9.075 1183 1188 1191 rBV 3406394 3005434 32.14% 5.695%
10 9.145 1197 1200 1203 rVB 110285 105240 1.13% 0.199%

11 9.469 1250 1255 1257 rBV 313595 279729 2.99% 0.530%
12 9.675 1288 1290 1294 rVB 216240 178894 1.91% 0.339%
13 9.751 1299 1303 1306 rVV 1391448 1185140 12.68% 2.246%
14 10.175 1372 1375 1378 rVB 279814 218620 2.34% 0.414%
15 10.392 1408 1412 1418 rVB 83207 117914 1.26% 0.223%

16 10.545 1434 1438 1447 rVB 1573729 1628937 17.42% 3.087%
17 10.651 1453 1456 1465 rVB2 223479 324446 3.47% 0.615%
18 11.098 1528 1532 1534 rBV 126655 112592 1.20% 0.213%
19 11.127 1534 1537 1543 rVB3 78975 101086 1.08% 0.192%
20 11.233 1552 1555 1558 rBV 982439 959318 10.26% 1.818%

21 11.257 1558 1559 1566 rVvVv 393537 323406 3.46% 0.613%
22 11.627 1618 1622 1625 rBV 4046385 3691764 39.49% 6.996%
23 12.327 1734 1741 1742 rBV 6463560 9349651 100.00% 17.718%
24 12.345 1742 1744 1750 rVV2 6293574 6357661 68.00% 12.048%
25 12.421 1753 1757 1759 rVV 1837567 1602611 17.14% 3.037%

26 12.451 1759 1762 1766 rVB 584499 468377 5.01% 0.888%
27 12.680 1791 1801 1808 rBV 513322 686696 7.34% 1.301%
28 12.821 1818 1825 1828 rBV 2167567 2014393 21.55% 3.817%
29 13.010 1849 1857 1860 rBV2 145590 258490 2.76% 0.490%
30 13.063 1864 1866 1871 rVB2 115564 161021 1.72% 0.305%

31 13.139 1876 1879 1882 rVB2 168462 154355 1.65% 0.293%
32 13.716 1974 1977 1986 rVB2 208246 295220 3.16% 0.559%
33 13.810 1990 1993 1996 rVV2 154309 134944 1.44% 0.256%
34 13.874 2000 2004 2007 rVVv2 874553 1049500 11.23% 1.989%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102521.D

Acg On : 27 Jan 2018 20:15

Operator : SJ/JU

3?22'6 i J1009-09 AU-06-012518-A
ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.904 2007 2009 2015 rVB 221753 218971 2.34% 0.415%
36 14.898 2175 2178 2181 rBV 168383 225153 2.41% 0.427%

37 15.245 2234 2237 2243 rVB 142978 185876 1.99% 0.352%
38 15.310 2244 2248 2257 rVB 540058 715629 7.65% 1.356%

Sum of corrected areas: 52769737
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102521.D

Acg On : 27 Jan 2018 20:15

Operator : SJ/JU

ﬁ?ggle i J1009-09 AU-06-012518-A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF102521.D

6000000
5000000

4000000 6.49

5.33
6.36
3000000 6.87

2000000

1000000

4.92

s e L L

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: BF102521.D

6000000

5000000

11.63
4000000

9.07
3000000

12.82

2000000

1000000

04
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: BF102521.D

6000000
5000000
4000000
3000000

2000000

13.87 15.31

1000000
I 90 14.90 15.

e e —

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\BF012718\

Data File : BF102521.D

Acg On : 27 Jan 2018 20:15

Operator : SJ/JU

ﬁ?ggle i J1009-09 AU-06-012518-A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14

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

4.92 2.47 ng 111226 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 50
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
4 3-Hexanol 102 C6H140 000623-37-0 28
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 482 (4.922 min): BF102521.D (-476) (-) m/z 43.00 100.00%
43
59
5000
101
4.60 4.80 5.00 5.20
83
...,....,....,....-,':...?1..:I,....,....,.~...,...:,....,. m/z 59.00 55.90%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R R R U
59 460 480 500 520
m/z 101.10 22.97%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 4.80 500 520
5000 m/z 58.00 18.16%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43 4.60 4.80 5.00 5.20
m/z 41.05 8.41%
5000
101
15 253137 || 51 %8 9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102521.D

Acq On : 27 Jan 2018 20:15

Operator : SJ/JU

Sample - J1009-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 2 unknown6.49 Concentration Rank 4

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

6.49 73.73 ng 3319220 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 749 (6.492 min): BF102521.D (-744) (-) m/z 132.00 100.00%
5000
68
0 s g || 5 e 104 1 620 640 6.60 6.80
et AT S SL S 87 L Sl 15l Tm/z 134.00 34.42%
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 AR R LR
6.20 6.40 6.60 6.80
78 m/z 68.05 33.10%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 20.62%
41 97
53 2 117
34 60 89 105 124
wwmmwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LI L L L L L L B
132 6.20 6.40 6.60 6.80

m/z 96.00 13.35%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

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

8270-BF012218 .M Mon Jan 29 13:45:51 2018

AU-06-012518-A

Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102521.D

Acg On : 27 Jan 2018 20:15

Operator : SJ/JU

ﬁ?ggle i J1009-09 AU-06-012518-A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 4 Hexadecane Concentration Rank 11

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

9.67 3.02 ng 178894 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 78

Abundance Scan 1289 (9.669 min): BF102521.D (-1288) (-) m/z 57.05 100.00%
57
43
e O e i
99 113 141 159 9.40 9.60 9.80 10.00
= 1 m/z 43.10 74.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
T L~¢~NMNL¢J
5000 n f““TYTfymy&”TJ--- T T
g5 9.40 9.60 9.80 10.00
29 m/z 71.05 54 _.31%
| L L w 99 113 127 141 155 169 183 lo7 226
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220
Abundance
57
43 LA SRR A R
71 9.40 9.60 9.80 10.00
5000 85 m/z 41.00 35.19%
29
15 9 113 127 141 155 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane T TR e A
57 9.40 9.60 9.80 10.00
43 m/z 85.10 34 .32%
71
5000 85
29 99
15 L I 113127 141 155 169 183 212
m/z--> 20 Jo éo éo 100 150 140 160 180 200 220 9.40 9.60 9.80 10.00

8270-BF012218 .M Mon Jan 29 13:45:52 2018
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Library Search Compound Report

8270-BF012218 .M Mon Jan 29 13:45:53 2018

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102521.D

Acg On : 27 Jan 2018 20:15

Operator : SJ/JU

ﬁ?ggle i J1009-09 AU-06-012518-A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Tetradecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.65 6.76 ng 324446 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tridecane 184 C13H28 000629-50-5 87

Abundance Scan 1456 (10.651 min): BF102521.D (-1453) (-) m/z 57.05 100.00%
57
5000 g5
113 10.40 10.60 10.80 11.00
141
...-.\,.A!.'.-l,.'l Spelss | W/z 43.10 61.04%
m/z--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane
57
5000 85 LR UL BN IR
10,40 10.60 10.80 11.00
29 m/z 71.05 57 .96%
; .“. ‘.‘ I“' \l\ .“‘ ‘ IH3I\I1?1 .16:9. }98| — T
m/z--> 50 100 150 200 250 300 350
Abundance
57
" 10.40 10,60 10,80 11.00
5000 o m/z 85.10 36.53%
29
113 141 169 195 240
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane T T T T T
57 10.40 10.60 10.80 11.00
m/z 41.10 27 .66%
5000
85
29 (113 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102521.D

Acq On : 27 Jan 2018 20:15

Operator : SJ/JU

Sample - J1009-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 Heptacosane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.10 2.35 ng 112592 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Eicosane 282 C20H42 000112-95-8 86
3 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Docosane 310 C22H46 000629-97-0 86

Abundance Scan 1532 (11.098 min): BF102521.D (-1528) (-) m/z 57.05 100.00%
57
5000 85
‘ 13 141 182 10.80 11.00 11.20 11.40
SR 0 O e G — m/z 43.10 63.18%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 RN AL BRI B
85 10.80 11.00 11.20 11.40
m/z 71.10 58.52%
29 | || 113 141 169 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.80 11.00 11.20 11.40
5000 m/z 85.10 42 _.01%
85
29
113 141 169 197 225 253 282
mz--> 50 100 150 200 250 300 350 J
Abundance #83051: Dodecane, 2-methyl-6-propyl- LR R aam e e e A
57 10.80 11.00 11.20 11.40
m/z 41.05 29.48%
5000 85
140
sg | | 118 77 1825055 /
m/z--> 50 100 150 200 250 300 350 10.80 11.00 11.20 11.40

8270-BF012218 .M Mon Jan 29 13:45:54 2018

AU-06-012518-A
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102521.D

Acg On : 27 Jan 2018 20:15

Operator : SJ/JU

ﬁ?ggle i J1009-09 AU-06-012518-A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

11.13 2.11 ng 101086 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 58
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 49
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 47
4 Tridecane, 3-methyl- 198 C14H30 006418-41-3 47
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 43

Abundance Scan 1537 (11.127 min): BF102521.D (-1534) (-) m/z 57.00 100.00%

57
5000
4

l | 10.80 11.00 11.20 11.40
S m/z 71.10 89.83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57

4 85 10.80 11.00 11.20 11.40
m/z 184.10 72 .58%

113
2 \ [ s 168183198 225 253 282
SN S S R a2 - 2.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57

10.80 11.00 11.20 11.40
5000 85 m/z 85.10 51.90%

41

113
141156 183 211 239 267 296

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

Abundance #100330: 2-Bromo dodecane R AEmaE e e e
57 10.80 11.00 11.20 11.40
m/z 43.05 49_15%
5000 85
‘ 169
S 0 0 = Y R OO SN B U ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 80 11. 00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102521.D

Acg On : 27 Jan 2018 20:15

Operator : SJ/JU

ﬁ?ggle i J1009-09 AU-06-012518-A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.63 76.97 ng 3691760 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 94
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
4 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
Abundance Scan 1622 (11.627 min): BF102521.D (-1618) (-) m/z 73.95 100.00%
7
87
5000 43
T 10141291 227 1140 11.60 11.80 12.00
171185199 : : : :
O bl bl g 11577 | 157171185199213 .'...2',.1...,.2.7.0., m/z 87.10 72.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119400: Hexadecanoic acid, methy! ester
74
87
5000 LR SRR SRR BN I
43 11:40 11,60 11.80 12.00
7 143 m/z 43.05 35.98%
5 29 ‘ | 101195129 1571711851992132% a1 %00
miz--> "'z'o' i 'eb' - % 100 130 140 16 180 200 230 240 %0
Abundance
74
87 1140 11.60 11.80 12.00
5000 43 m/z 55.10 28.18%
29 | 57 143
1011151297 15717118519921322741 270
mewwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methy! ester R SR RREEE L
74 11.40 11.60 11.80 12.00
m/z 41.10 25.95%
87
5000
43
29 7
| ‘ | 101135120" 157171185199213227 256
m/z--> 20 45 eb 85 100 120 140 160 180 200 220 240 260 11:40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102521.D

Acg On : 27 Jan 2018 20:15

Operator : SJ/JU

ﬁ?ggle i J1009-09 AU-06-012518-A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.33 194.92 ng 9349650 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
4 9,12-Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
5 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98
Abundance Scan 1741 (12.327 min): BF102521.D (-1734) (-) m/z 67.05 100.00%

67 81
41
5000
150164, 265 12100 12130 1240 12,60

A — 192 2202 2% "m/z 81.05 86.84%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 6/7

81

5000 R R o AR
12. 00 12. 20 12.40 12.60

m/z 55.05 66.72%

123 149164178
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 67
81 N Rma e
12.00 12.20 12.40 12.60
5000 95 m/z 95.05 60.63%
109
123 294
1501641781 92006220 237 263
mewwmmmwm

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

12.00 12.20 12.40 12.60
m/z 41.05 52.98%

L

223
L e e e e  EARES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 00 12. 20 12. 40 12.60

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102521.D

Acg On : 27 Jan 2018 20:15

Operator : SJ/JU

ﬁ?ggle i J1009-09 AU-06-012518-A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.35 132.55 ng 6357660 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 94
2 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 94
3 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 93
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 93
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 93

Abundance Scan 1745 (12.351 min): BF102521.D (-1742) (-) m/z 79.10 100.00%

5000

12.00 12.20 12.40 12.60
m/z 93.10 51.01%

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

Abundance #141288: 16-Octadecenoic acid, methyl ester
55
41 74
5000 LI LN L L L L L L L L LB
12.00 12.20 12.40 12.60
264 m/z 80.10 35.73%
2
138152 180 54722234 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 55
24 .............“...“
12.00 12.20 12.40 12.60
5000 m/z 55.10 33.74%
97
111 264
27 222
138152 180 545734 278 296
Tmmmm@mmm
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. OO 12. 20 12. 40 12 60
m/z 108.10 30.60%
5000 M
S RREmEET ”""'w'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. OO 12. 20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102521.D

Acg On : 27 Jan 2018 20:15

Operator : SJ/JU

ﬁ?ggle i J1009-09 AU-06-012518-A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 11H-Benzo[b]fluorene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.01 4.93 ng 258490 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 96
2 Pyrene, l-methyl- 216 C17H12 002381-21-7 93
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 89
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 89
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 70
Abundance Scan 1857 (13.010 min): BF102521.D (-1849) (-) m/z 216.10 100.00%
216
5000
55 19 17 189 12.60 12.80 13.00 13.20 13.40
163 292 : : : : :
Ol 1% 290,263 m/z 215.10  82.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74422: 11H-Benzo[b]fluorene
216
5000 e '7{¥"' NSNS
12.60 12.80 13.00 13.20 13.40
108 m/z 213.05 20.86%
57 94 139 163 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
216
12.60 12.80 13.00 13.20 13.40
5000 m/z 107.40 19.11%
95 189
14 39 63 110 134 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74423: 11H-Benzo[a]fluorene
2 12.60 12.80 13.00 13.20 13.40

m/z 217.10 17.53%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102521.D

Acg On : 27 Jan 2018 20:15

Operator : SJ/JU

ﬁ?ggle i J1009-09 AU-06-012518-A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 Cyclopropaneoctanoic acid, ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.06 3.07 ng 161021 Chrysene-d12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 52
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 50
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 50
4 9-Octadecenoic acid (Z2)-, methyl... 296 C19H3602 000112-62-9 49
5 Cyclopropanenonanoic acid, methy... 212 C13H2402 010152-60-0 35

Abundance Scan 1866 (13.063 min): BF102521.D (-1864) (-) m/z 55.00 100.00%

55
74

5000

3 {0 I e e o e
119 13815, 173 193 241 263 292 1280 13.00 1320 13.40
m/z 74.00 80.18%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129412: Cyclopropaneoctanoic acid, 2-hexyl-, methyl ester
55

69

5000
12.80 13.00 13.20 13.40

m/z 69.10 70.52%

138152

167 185 208 53p 250

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

55

69 12.80 13.00 13.20 13.40

5000 m/z 96.10 60.27%
87

29 i 264
125 143 166180 537222546 278 296

mwﬁmmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester B RRRaE B
12.80 13.00 13.20 13.40

m/z 83.10 58.41%

5000

I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102521.D

Acg On : 27 Jan 2018 20:15

Operator : SJ/JU

ﬁ?ggle i J1009-09 AU-06-012518-A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 Nonadecanoic acid, methyl e... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.14 2.94 ng 154355 Chrysene-d12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 87
2 Methyl stearate 298 C19H3802 000112-61-8 87
3 Hexadecanoic acid, 15-methyl-, m._.. 284 C18H3602 006929-04-0 86
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 86
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1879 (13.139 min): BF102521.D (-1876) (-) m/z 74.00 100.00%
7
5000 43
12.80 13.00 13.20 13.40
m/z 87.05 80.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #154941: Nonadecanoic acid, methyl ester
74
5000
43 12.80 13.00 13.20 13.40
143 312 m/z 43.10 45_.82%
27 | |9 A 199 ‘227 2?9‘
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 300 350
Abundance
74
12.80 13.00 13.20 13.40
5000 m/z 55.00 35.16%
43
143 208
255
27 9 115 i1 1% 271
WWTWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131317: Hexadecanoic acid, 15-methyl-, methy! ester R A REER R
74 12.80 13.00 13.20 13.40
m/z 57.05 27.28%
5000 43
2v |l LY 12s ?3 A 199 241 oss
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12:80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102521.D

Acg On : 27 Jan 2018 20:15

Operator : SJ/JU

ﬁ?ggle i J1009-09 AU-06-012518-A
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._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 1-Octadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.72 5.63 ng 295220 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 97
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 1978 (13.721 min): BF102521.D (-1974) (-) m/z 57.10 100.00%
g7
83
5000
140 175 202 058 13.40 13.60 13.80 14.00
— 2. 522 m/z 43.10 88.55%
m/z--> 50 100 150 200 250 300 350
Abundance #104184: 1-Octadecene
57
5000 SR DA B IR S
29 111 13,40 13.60 13.80 14.00
m/z 55.05 77.59%
J | 1 H ‘ ‘139H168 196 224 252
m/z--> 50 200 250 300 350
Abundance
55 83
13.40 13.60 13.80 14.00
5000 111 m/z 83.05 70.44%
29
139 168 195 238 266
m/z--> 50 100 150 200 250 300 350
Abundance #206447: Pentafluoropropionic acid, hexadecy! ester R REEEE RS
57 13.40 13.60 13.80 14.00
97 m/z 71.05 60.71%
5000
125
29
Ll ‘ \LJ\‘L (194177196 224 269 370
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102521.D

Acq On : 27 Jan 2018 20:15

Operator : SJ/JU

Sample - J1009-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M

Quant Title

TIC Library :

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Docosanoic acid, methyl ester

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.81 2.57 ng 134944 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 97
2 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
3 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 91
4 Methyl stearate 298 C19H3802 000112-61-8 91
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 90

Abundance Scan 1993 (13.810 min): BF102521.D (-1990) (-) m/z 74.00 100.00%
74
5000 43
143
101 15 199 255 311 13.40 13.60 13.80 14.00 14.20
o Al L AT ey fars 50 38184 /7 87.00 80.31%
m/z--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
74
43 _*NuﬂMMAJLwWW_A“AV
13.40 13.60 13.80 14.00 14.20
143 m/z 43.10 42 .74%
5 “‘ | %15 " 171 199 pp7 255 pgy 311
m/z--> 50 100 150 200 250 300 350
Abundance
74
13.40 13.60 13.80 14.00 14.20
5000 m/z 57.05 36.20%
43
97115 g 185 pg 241 24
m/z--> " 50 100 150 200 250 300 350
Abundance #154941: Nonadecanoic acid, methyl ester T
74 13.40 13.60 13.80 14.00 14.20
m/z 55.00 29.57%
5000
43
143
312
N P I
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00 14.20
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AU-06-012518-A
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102521.D

Acg On : 27 Jan 2018 20:15

Operator : SJ/JU

3?22'6 i J1009-09 AU-06-012518-A
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.92 2.5 ng 111226 1 6.72 900343 20.0
unknown6 .49 6.49 73.7 ng 3319220 1 6.72 900343 20.0
Hexadecane 9.67 3.0 ng 178894 3 9.75 1185140 20.0
Tetradecane 10.65 6.8 ng 324446 4 11.23 959318 20.0
Heptacosane 11.10 2.4 ng 112592 4 11.23 959318 20.0
Hexadecane, 2,6,1... 11.13 2.1 ng 101086 4 11.23 959318 20.0
Hexadecanoic acid... 11.63 77.0 ng 3691760 4 11.23 959318 20.0
9,12-Octadecadien... 12.33 194.9 ng 9349650 4 11.23 959318 20.0
16-Octadecenoic a... 12.35 132.6 ng 6357660 4 11.23 959318 20.0
11H-Benzo[b]fluorene 13.01 4.9 ng 258490 5 13.87 1049500 20.0
Cyclopropaneoctan... 13.06 3.1 ng 161021 5 13.87 1049500 20.0
Nonadecanoic acid... 13.14 2.9 ng 154355 5 13.87 1049500 20.0
1-Octadecene 13.72 5.6 ng 295220 5 13.87 1049500 20.0
Docosanoic acid, ... 13.81 2.6 ng 134944 5 13.87 1049500 20.0
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