LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102817\

Data File : BF099930.D

Aca On - 28 Oct 2017 21:14 Instrument :

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

3?22Ie : 16146-07 5X AU-06.102517.C

ALS Vial : 22 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-BF102317.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 4.992 492 494 507 rBV 22495 35056 1.28% 0.270%
2 5.416 563 566 587 rBV 159353 255241 9.33% 1.965%
3 6.434 737 739 756 rBV 195046 277693 10.15% 2.137%
4 6.563 758 761 769 rVB 322489 313803 11.48% 2.415%
5 6.786 796 799 810 rBV 635924 560076 20.48% 4.311%
6 6.939 822 825 839 rVB 284229 252876 9.25% 1.946%
7 7.357 893 896 907 rBV 159197 172673 6.31% 1.329%
8 8.069 1013 1017 1034 rBV 902409 750946 27 .46% 5.780%
9 9.139 1196 1199 1208 rVB 509166 388131 14.19% 2.987%
10 9.539 1260 1267 1273 rBV 53487 67541 2.47% 0.520%
11 9.822 1311 1315 1321 rVB2 899793 753986 27.57% 5.803%
12 10.457 1417 1423 1426 rBvV 26822 30776 1.13% 0.237%
13 10.616 1448 1450 1459 rBvV 128143 130491 4.77% 1.004%
14 10.716 1463 1467 1472 rBvV2 48903 72085 2.64% 0.555%
15 11.157 1539 1542 1545 rBvV 38990 33228 1.22% 0.256%
16 11.316 1565 1569 1577 rVB 624116 595659 21.78% 4 .585%
17 11.586 1610 1615 1618 rBvV 36408 29506 1.08% 0.227%
18 11.692 1629 1633 1636 rVB 1245397 960006 35.11% 7.389%
19 11.827 1652 1656 1663 rBvV 71513 86255 3.15% 0.664%

20 12.380 1745 1750 1752 rBV 2547275 2734664 100.00% 21.048%

21 12.404 1752 1754 1760 rVvVv2 2085989 1845420 67.48% 14.204%
22 12.480 1764 1767 1771 rVB 592672 480672 17.58% 3.700%
23 12.539 1771 1777 1785 rBV3 148357 276452 10.11% 2.128%
24 12.715 1804 1807 1811 rVB4 25284 28561 1.04% 0.220%
25 12.892 1834 1837 1841 rVB 292310 237393 8.68% 1.827%

26 13.127 1875 1877 1881 rVB3 34663 33389 1.22% 0.257%
27 13.204 1886 1890 1893 rBV 65455 61763 2.26% 0.475%
28 13.639 1957 1964 1969 rBV6 37737 67171 2.46% 0.517%
29 13.774 1985 1987 1992 rVB 26144 28456 1.04% 0.219%
30 13.874 2001 2004 2009 rBV 72814 61534 2.25% 0.474%
31 13.962 2015 2019 2026 rBV 599648 535487 19.58% 4.122%
32 14.398 2090 2093 2098 rBv4 34102 47065 1.72% 0.362%
33 14.492 2105 2109 2113 rBV3 28697 44045 1.61% 0.339%
34 15.027 2197 2200 2203 rVB 42519 44885 1.64% 0.345%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102817\

Data File : BF099930.D

Aca On - 28 Oct 2017 21:14

Operator : SJ/JU

a?ggle ; 16146-07 5X AU-06.102517.C
ALS Vial : 22 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:\HPCHEMI\BNA F\METHODS\8270-BF102317 .M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.386 2258 2261 2264 rBV3 36612 46009 1.68% 0.354%

36 15.427 2264 2268 2279 rVB 415867 532780 19.48% 4.101%

37 15.809 2330 2333 2337 rVB 56102 73364 2.68% 0.565%

38 16.298 2412 2416 2420 rVB3 30480 47116 1.72% 0.363%
Sum of corrected areas: 12992254
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099930.D

Aca On - 28 Oct 2017 21:14

Operator : SJ/JU

a?ggle ; 16146-07 5X AU-06.102517.C
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF099930.D

2500000

2000000

1500000

1000000

500000

0 R

5.00
TIC: BF099930.D

—
Time-->
Abundance
2500000

2000000

1500000
11.69

10000001 8.07 9.82

11.32 12.48

500000 9.14
12.89

2 13320

T
13.50

.54
11.16 12.72 13.€

9.54 10. 4%0,@?.\72

10.00 10.50 11.00 11.50
TIC: BF099930.D

11.5¢9 11.83

12.00

I
12.50 13.00

9.50

0
Time-->
Abundance
2500000

2000000

1500000

1000000

13.96

500000 15.43

15.03 15.81

1414049 15/ 16.30

14.50 15.00

18.00

18.50 19.00

16.50 17.00 17.50

15.50 16.00

14.00

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099930.D

Aca On - 28 Oct 2017 21:14

Operator : SJ/JU

a?ggle ; 16146-07 5X AU-06.102517.C
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.56 Concentration Rank 5

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

6.56 11.21 ng 313803 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 761 (6.563 min): BF099930.D (-758) (-) m/z 132.00 100.00%
132.0
5000
68.1
w1 || %0 220 ok o0 ko
o...qm.ww:J..“...u...,” e || M/Z 68.10  31.29%
m/z--> 40 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRS NS SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 29.65%
oL ‘ H\ l|H|||l||‘|||||||‘lll|ll ‘. R A WAL a s s
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
620 6.40 6.60 680
5000 67.0 m/z 66.00 19.50%
41.0 97.0
115.0
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil T ,I.\\.. e
132.0 6.20 6.40 6.60 6.80
m/z 96.00 12.81%
5000
105.0
oL B0  TIO | | | 15001780  206.02220
m/z--> 40 60 80 100 120 140 160 180 200 220 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099930.D

Aca On : 28 Oct 2017 21:14

Operator : SJ/JU

Sample : 16146-07 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Heptadecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.72 2.42 ng 72085 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Hexadecane 226 C16H34 000544-76-3 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 1468 (10.721 min): BF099930.D (-1463) (-) m/z 57.05 100.00%
57.0
5000
85.0
|| 13, s 10140 10160 10580 11,00
o o — m/z 71.10 82.04%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57.0
5000 IR SN U B
85.0 10,40 10.60 10.80 11.00
29.0 m/z 43.05 48 .59%
m/z--> §0 160 1%0 260 2éo 360 3%0
Abundance
57.0
10.40 10.60 10.80 11.00 |
5000 85.0 m/z 85.05 33.17%
. 290 113.0141.0160.0197.0225.0253.0 295.0323.0 367.0
m/z--> §0 160 1%0 260 250 300 3%0
Abundance #83023: Hexadecane
57.0 10.40 10.60 10.80 11.00
m/z 41.10 23.51%
5000 85.0
29.0
o ‘w||lﬂ¥%@Mwmwmmo
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1;0 10.'40 10.|60 10.|80 11.'00
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Library Search Compound Report

8270-BF102317.M Mon Oct 30 13:29:02 2017

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099930.D

Aca On - 28 Oct 2017 21:14

Operator : SJ/JU

a?ggle ; 16146-07 5X AU-06.102517.C
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.69 32.23 ng 960006 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 80
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 80
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 72
Abundance Scan 1633 (11.692 min): BF099930.D (-1629) (-) m/z 74.00 100.00%
74.0
5000
43.0
‘ s 227.2 11,40 11.60 11.80 12.00
97.1 185.1 : . . . .
0 ,....~,|'...|:|',..|". A .~.1.21.?f..,|...1.6?.'4]. Lt | Tm/z 87.00  74.49%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 L I B SN B
43.0 1140 11.60 11.80 12.00
143.0 m/z 43.05 28.60%
mz-> 20 '46' " - 5 '1'66' 0 140 160 '1'86' pirgpiny 'z'Ju')' P
Abundance
74.0
11.40 11.60 11.80 12.00
5000 m/z 55.05 23.25%
43.0
101045, o 1430 1710 2130 2560
Ob e T T T [T Y T e T T T T e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84486: Tridecanoic acid, methyl ester R EEEEEE e R
74.0 11.40 11.60 11.80 12.00
m/z 41.05 19.88%
5000
43.0
Ll ] oo 130 oz
mz-> 20 4 60 80 100 130 140 180 180 200 250 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099930.D

Aca On - 28 Oct 2017 21:14

Operator : SJ/JU

a?ggle ; 16146-07 5X AU-06.102517.C
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.83 2.90 ng 86255 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 1656 (11.827 min): BF099930.D (-1652) (-) m/z 73.00 100.00%
43.0 30
5000 129.1
97.1 213.1
157.1 1851 256.2 11.60 11.80 12.00 12.20
0 m/z 43.05 78.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
83.0 11.60 11.80 12.00 12.20
Ji 1570 1geo 2130 260 | M/Z 60.00  76.17%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
"' 11160 1180 12.00 12.20
5000 129.0 m/z 57.05 63.38%
97.0 199.0
1570 242.0
0 }ﬁ?'“'I"“I"'W""P"'I”"I'”' '}779"""' [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid “"'“‘"AJ
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.05 59.15%
5000 129.0
185.0 228.0
I
m/z--> 20 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\BF102817\

Data File : BF099930.D

Aca On - 28 Oct 2017 21:14

Operator : SJ/JU

a?ggle ; 16146-07 5X AU-06.102517.C
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.38 91.82 ng 2734660 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
2 9.12-Octadecadienoic acid. methyv... 294 C19H3402 002462-85-3 99
3 10.13-0Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
5 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 99
Abundance Scan 1750 (12.380 min): BF099930.D (-1745) (-) m/z 67.10 100.00%

67.1

5000
50 5 e e
178.1 220.2 263.2 294.3 . - : :
0 m/z 81.05 93.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139724: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0

5000

12.IOO 12.I20 12.I40 12.I60
m/z 95.05 63.81%

123.0 150.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67.0
41.0 e
95.0 12.00 12.20 12.40 12.60
5000 m/z 55.10 61.93%
123.0 150.0

0 178.0 223.0 263.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester

12.00 12.20 12.40 12.60
m/z 82.05 46.92%

5000
294.0

150.0 1750 263.0

220.0

I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099930.D

Aca On - 28 Oct 2017 21:14

Operator : SJ/JU

a?ggle ; 16146-07 5X AU-06.102517.C
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 13-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.40 61.96 ng 1845420 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
2 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 99
3 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
4 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99

Abundance Scan 1753 (12.398 min): BF099930.D (-1752) (-) m/z 55.10 100.00%

55.1
83.1
5000
1371 1802 2222 2643 206.2 12.00 12.20 12.40 12.60 12.80
0 . m/z 69.10 73 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester
5000
12.00 12.20 12.40 12.60 12.80
264.0 m/z 74.00 68.09%
111.0
138.0 180.0 2220 296.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
R e R
83.0 12.00 12.20 12.40 12.60 12.80
: m/z 83.10 64.18%
5000 264.0
29.0 110.0
' 222.0
1380  180.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester
.0 12.00 12.20 12.40 12.60 12.80
m/z 41.10 62.83%
5000
296.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099930.D

Aca On : 28 Oct 2017 21:14

Operator : SJ/JU

Sample : 16146-07 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.48 16.14 ng 480672 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 95
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 94
4 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
Abundance Scan 1767 (12.480 min): BF099930.D (-1764) (-) m/z 73.95 100.00%
74.0
5000
43.0
12:20 12.40 12,60 12.80
of m/z 87.00 76.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 298.0 12.20 12.40 12,60 12.80
143.0 -
43.0 o 0 m/z 43.05 31.69%
0 15.0 “ ‘\\\97‘\ 0 ‘ ! 171 O ! 227 0 ‘\ ‘\
m/z--> 20 40 éo 85 160 150 140 160 180 200 220 240 260 280 300
Abundance
74.0
12.20 12.40 12.60 12.80
5000 m/z 55.10 24 _.31%
43.0
143.0
. 15.0 101.0 1710 1990 2420
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester
74.0 12.20 12.40 12.60 12.80
m/z 143.10 20.33%
5000
28.0
143.0 255.0 298.0
ool B8 e L me 0o || AN
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-BF102317.M Mon Oct 30 13:29:04 2017

AU-06-102517-C
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099930.D

Aca On : 28 Oct 2017 21:14

Operator : SJ/JU

Sample : 16146-07 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 9 cis-Vaccenic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.54 9.28 ng 276452 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 76
2 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 76
3 9-Octadecenoic acid (2)-. 2.3-di... 356 C21H4004 000111-03-5 74
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 70
5 9-octadecenoic acid, 2,2,2-trifl... 364 C20H35F302 1000376-54-3 68

Abundance Scan 1777 (12.539 min): BF099930.D (-1771) (-) m/z 55.00 100.00%
5000
264.2 12.20 12.40 12.60 12.80
(o} I S m/z 69.05 71.82%
m/z--> 50 100 150 200 250 300 350
Abundance #129339: cis-Vaccenic acid
55.0
5000 83.0
12.20 12.40 12.60 12.80
110 m/z 41.10 64.91%
264.0
o 2.7.O.|. \HHH ”H\ ‘\%3§ OM:I'§5019302220 .‘. — ——— ;
m/z--> 50 200 250 300 350
Abundance
55.0
12.20 12.40 12.60 12.80
5000 83.0 m/z 83.05 56.89%
111.0
O e T e T s e o R
m/z--> §0 100 1%0 200 250 300 350
Abundance #188143: 9-Octadecenoic acid (2)-, 2,3-dihydroxypropy! ester
55.0 12.20 12.40 12.60 12.80
m/z 67.10 47 .83%
27/0 11.0
. A S| 325.0 356.0
miz--> 50 100 150 200 250 300 350 12:20 12,40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099930.D

Aca On - 28 Oct 2017 21:14

Operator : SJ/JU

a?ggle ; 16146-07 5X AU-06.102517.C
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Eicosanoic acid, methyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.20 2.31 ng 61763 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 87
2 Methvl stearate 298 C19H3802 000112-61-8 86
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 86
4 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 83
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 80

Abundance Scan 1889 (13.198 min): BF099930.D (-1886) (-) m/z 74.00 100.00%
74.0
5000 43.0
143.1
: 1851 7151 257.3 12.80 13.00 13.20 13.40 13.60

o} m/z 87.00 73.22%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166218: Eicosanoic acid, methyl ester
74.0
43.0
5000

12.80 13.00 13.20 13.40 13.60

143.0 326.0 m/z 43.00 43 .58%
0 15\.0\\‘ L u‘ ‘\ \10\% 0 | ‘ 171.0 199 0 227 0 255.0 283 0 |
SN 1) PR i oMY SR W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74.0
R B R e ma
12.80 13.00 13.20 13.40 13.60
5000 m/z 143.10 25.81%
43.0
143.0
101.0 171.0 199.0 297.0 255.0 298.0
et L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester
74.0 12.80 13.00 13.20 13.40 13.60
m/z 75.10 24 .12%
5000
43.0
143.0 284.0
241.
101 0 185. O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099930.D

Aca On - 28 Oct 2017 21:14

Operator : SJ/JU

a?ggle ; 16146-07 5X AU-06.102517.C
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknownl3.64 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.64 2.51 ng 67171 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 38
2 trans.trans-1.8-Dimethvilspirol4.... 166 C12H22 1000111-72-8 27
3 Bicvclol3.3.1Tnon-3-ene-2.6-dione 150 C9H1002 155137-46-5 25
4 3-Pvridinecarboxvlic acid. 1.2-d... 139 C6H5NO3 000609-71-2 22
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 15
Abundance Scan 1964 (13.639 min): BF099930.D (-1957) (-) m/z 95.10 100.00%

5000

13.40 13.60 13.80 14.00

179.1 209.1

308.3

Of m/z 81.00 95.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #25332: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
41.0 95.0
5000 690 LIRS
13.40 13.60 13.80 14.00
152.0 m/z 151.05 84 .56%
ol 15.0 123.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
95.0
68.0 13.40 13.60 13.80 14.00
5000 m/z 55.00 61.47%
123.0 166.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #24493: Bicyclo[3.3.1]non-3-ene-2,6-dione b RREmE EE e
95.0 13.40 13.60 13.80 14.00
m/z 237.10 41_.15%
39.0
5000 122.0
66.0
150.0
(0} R N BEEEE a s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099930.D

Aca On - 28 Oct 2017 21:14

Operator : SJ/JU

a?ggle ; 16146-07 5X AU-06.102517.C
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Docosanoic acid, methyl ester Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.87 2.30 ng 61534 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 97
2 Methvl stearate 298 C19H3802 000112-61-8 87
3 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 83
4 Heneicosanoic acid. methvl ester 340 C22H4402 006064-90-0 83
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 80

Abundance Scan 2003 (13.868 min): BF099930.D (-2001) (-) m/z 74.00 100.00%
74.0
5000 43.0
IIAIIIIIIIIIIIIIIIII
2552 311.3 13.60 13.80 14.00 14.20
0 m/z 87.00 75.99%
m/z--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
74.0
43.0
5000
13.60 13.80 14.00 14.20
m/z 43.05 39.58%
143.0 354.0
o220 ““ || 1910 | 1710199.0227.0255.0283.03110 ]
m/z--> 50 100 150 200 250 300 350
Abundance
74.0
'13.60 13.80 14.00 14.20
5000 m/z 55.05 26.76%
43.0
1430 298.0
255.0 :
4/15.0 101.0 171.02%905570
m/z--> 50 100 150 200 250 300 350
Abundance #154941: Nonadecanoic acid, methy! ester R EEEEE RS
74.0 13.60 13.80 14.00 14.20
m/z 75.10 26.03%
5000
43.0
143.0
312.0
0l15:0, | “J [L 200 | | 171019902270 %0 7
m/z--> 50 100 150 200 250 300 350 1360 1380 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099930.D

Aca On : 28 Oct 2017 21:14

Operator : SJ/JU

Sample : 16146-07 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Hentriacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.81 2.75 ng 73364 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Octacosane 394 C28H58 000630-02-4 86
3 Pentacosane 352 C25H52 000629-99-2 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 2333 (15.809 min): BF099930.D (-2330) (-) m/z 57.10 100.00%
57.1
5000
15,40 15.60 15.80 16.00 16.20
0! m/z 71.10 79.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 R DU BN SO B
15. 40 15. 60 15. 80 16. oo 16 20
99.0 m/z 85.10 64 .95%
m/z--> éo 160 1éo 260 2%0 360 3%0 460 i
Abundance
57.0
15,40 15.60 15.80 16.00 16.20
5000 m/z 43.05 63.02%
99.0
o 141.0 183.0 2250 281.0 3370 394.0
m/z--> éo 160 1éo 200 250 300 350 460 !
Abundance #185533: Pentacosane A B o
57.0 15.40 15.60 15.80 16.00 16.20
m/z 55.00 26.05%
5000
99.0
o Ly 141.0 1830 2250 267.0 300.0 352.0
m/z--> § 160 1éo 260 250 360 3%0 460 ! 1540 1560 1580 1600 1620
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102817\

Data File : BF099930.D

Acq On : 28 Oct 2017 21:14

Operator : SJ/JU

a?ggle ; 16146-07 5X AU-06.102517.C
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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]
unknown6 .56 6.56 11.2 ng 313803 1 6.79 560076 20.0
Heptadecane 10.72 2.4 ng 72085 4 11.32 595659 20.0
Hexadecanoic acid... 11.69 32.2 ng 960006 4 11.32 595659 20.0
n-Hexadecanoic acid 11.83 2.9 ng 86255 4 11.32 595659 20.0
9,12-Octadecadien... 12.38 91.8 ng 2734660 4 11.32 595659 20.0
13-Octadecenoic a... 12.40 62.0 ng 1845420 4 11.32 595659 20.0
Methyl stearate 12.48 16.1 ng 480672 4 11.32 595659 20.0
cis-Vaccenic acid 12.54 9.3 ng 276452 4 11.32 595659 20.0
Eicosanoic acid, ... 13.20 2.3 ng 61763 5 13.96 535487 20.0
unknownl13.64 13.64 2.5 ng 67171 5 13.96 535487 20.0
Docosanoic acid, ... 13.87 2.3 ng 61534 5 13.96 535487 20.0
Hentriacontane 15.81 2.8 ng 73364 6 15.43 532780 20.0
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