LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107822.D

Aca On 31 Jul 2018 1:14

Operator : JU/SJ

Sample : J4143-10 2X

Misc :

ALS Vial : 23 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073018.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 5.596 551 554 574 rBV 690287 1368310 4.17% 1.770%
2 6.601 722 725 742 rBV 714688 1549399 4.72% 2.004%
3 6.737 745 748 768 rVB 1291714 1797526 5.48% 2.325%
4 6.960 783 786 802 rBV 737832 1027127 3.13% 1.329%
5 7.113 809 812 829 rBVY 1159420 1243195 3.79% 1.608%
6 7.525 879 882 892 rBV 413479 799513 2.44% 1.034%
7 8.242 1001 1004 1023 rBvV 1165170 1432220 4_.37% 1.853%
8 9.313 1182 1186 1194 rBV 1410748 1564356 4_.77% 2.024%
9 10.001 1300 1303 1306 rBV2 1331792 1218294 3.71% 1.576%
10 10.795 1435 1438 1445 rBvV 729096 939668 2.87% 1.215%

11 10.883 1450 1453 1461 rVV 446047 569423 1.74% 0.737%
12 10.989 1468 1471 1476 rVB 662920 546640 1.67% 0.707%
13 11.495 1554 1557 1560 rBV 970909 1099425 3.35% 1.422%
14 11.519 1560 1561 1569 rVB 400464 459651 1.40% 0.595%
15 11.760 1599 1602 1605 rBV 296254 330634 1.01% 0.428%

16 11.789 1605 1607 1611 rVB 1059629 818615 2.50% 1.059%
17 11.877 1616 1622 1625 rBV 7569033 10607211 32.34% 13.721%
18 12.013 1641 1645 1651 rBV3 231848 404649 1.23% 0.523%
19 12.613 1733 1747 1751 rBV4 7696764 32795959 100.00% 42.422%
20 12.672 1753 1757 1760 rVV 6088486 6620364 20.19% 8.564%

21 12.724 1763 1766 1773 rVB 883991 1263995 3.85% 1.635%
22 12.901 1793 1796 1799 rVB 425775 412259 1.26% 0.533%
23 12.960 1803 1806 1812 rVB 592832 812923 2.48% 1.052%
24 13.089 1824 1828 1833 rBV 1125483 1132897 3.45% 1.465%
25 13.313 1863 1866 1874 rVB4 1543165 1877197 5.72% 2.428%

26 13.383 1876 1878 1881 rBV 1051586 972411 2.97% 1.258%
27 13.501 1895 1898 1903 rVB 1161159 1163433 3.55% 1.505%
28 13.960 1974 1976 1979 rVB 467057 358272 1.09% 0.463%
29 14.054 1990 1992 1999 rBV 779741 792756 2.42% 1.025%
30 14.154 2005 2009 2012 rBV2 967819 1330140 4._.06% 1.721%

Sum of corrected areas: 77308462
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO073018\
Data File : BF107822.D

Aca On - 31 Jul 2018 1:14

Operator : JU/SJ

Sample : J4143-10 2X

Misc :

ALS Vial :© 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073018.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107822.D

Aca On 31 Jul 2018 1:14

Operator : JU/SJ

Sample : J4143-10 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknown6.74 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.74 35.00 ng 1797530 1,4-Dichlorobenzene-d4 6.96

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-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12

5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 749 (6.742 min): BF107822.D (-745) (-) m/z 132.00 100.00%

13%2.0
5000 A\‘~
68.0
20 540 %0 550 5k oo Tho
(o} : B E e m/z 68.00 34.82%

104.0

5000 b R e
6.40 6.60 6.80 7.00

m/z 133.95 32.25%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0

310 510

m/z--> 40 60 80 100 120 14|10 1('30 1£|30
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
AN LA AR
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.11%

41.0 97.0
‘ 117.0

Ob—— m SLO“‘“F B SRR Ao B
m/z--> 100 120 140 160 180
Abundance i i

Ll
#52379. Tranylcypromine-propionyl R e LA B i
57.0 132.0 6. 40 6. 60 6. 80 7.00

m/z 96.00 13.59%

74.0
116.0
5000 98.0 /L
o T 1580 1890

m/z--> 40 60 80 100 120 140 160 180 6.40 6. 60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107822.D

Aca On 31 Jul 2018 1:14

Operator : JU/SJ

Sample : J4143-10 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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.
10.88 10.36 ng 569423 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Hexadecane 226 C16H34 000544-76-3 87
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 80
4 Tetradecane 198 C14H30 000629-59-4 72
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
Abundance Scan 1452 (10.878 min): BF107822.D (-1450) (-) m/z 57.00 100.00%
57.0
5000

10.60 10.80 11.00 11.20

113.14133.1 155.1

189.2  222.0 249.8

(o} m/z 43.00 63.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94344: Heptadecane
57.0
5000 85.0 L L B B
10 60 10. 80 11. OO 11. 20
m/z 71.10 51.38%
29.0 113.0
o Loa g | o 1410 1690 197.0 240.0
B L e R e e A BAREARSERERRRE RS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane
57.0
R REE SRS R
10.60 10.80 11.00 11.20
5000 m/z 85.10 33.59%
85.0
29.0
0 J Al 1130 141.0 169.0 197.0 226.0
e e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48894: Decane, 2,3,5-trimethyl- B B B o B B
57.0 10.60 10.80 11.00 11.20
m/z 41.00 28.27%
5000 85.0
29.0 141.0
0 \‘ il h il A 113.0 \‘ 169.0
L B B e o o e B ANREREEEERES R R R REREEREEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107822.D

Aca On 31 Jul 2018 1:14

Operator : JU/SJ

Sample : J4143-10 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 4 Methyl tetradecanoate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.99 9.94 ng 546640 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl tetradecanoate 242 C15H3002 000124-10-7 94
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
3 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 90
4 Undecanoic acid. methvl ester 200 C12H2402 001731-86-8 86
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 78
Abundance Scan 1471 (10.989 min): BF107822.D (-1468) (-) m/z 74.00 100.00%
74.0
5000
43.0
” 101.0 1, 14?'1 169.1 199.2 220 1 2422 10.60 10.80 11.00 11.20 11.40
0 ,....,....,....,':!..-,'....,.9..,.... 8201 2422 "m/z 86.95  64.70%
mz-> 20 80 100 120 140 160 180 200 220 240
Abundance #95863: Methyl tetradecanoate
74.0
5000 43.0 NN ""I""I"'Wig
10.60 10.80 11.00 11.20 11.40
143.0 m/z 43.00 30.30%
O I v 1o N0 2420
O L e e
mz-> 20 40 60 85 100 120 140 160 180 200 220 240
Abundance #84486: Tridecanoic acid, methyl ester
74.0
10.60 10.80 11.00 11.20 11.40
5000 m/z 55.00 26.32%
43.0
g L) jaoo 1430 a0 aso
mz-> 20 40 60 8 100 130 140 160 180 250 20 250
Abundance #72686: Dodecanoic acid, methyl ester A B o
74.0 10.60 10.80 11.00 11.20 11.40
m/z 41.00 23.29%
5000
43.0
Loa L] 1010 1550130 4655 1830 2140
mz-> 20 ' 60 85 160 150 140 160 180 200 220 240 10,60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107822.D

Aca On 31 Jul 2018 1:14

Operator : JU/SJ

Sample : J4143-10 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Bacchotricuneatin c Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.76 6.01 ng 330634 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 99
2 Heptacosane 380 C27H56 000593-49-7 87
3 Decane. 5-propvl- 184 C13H28 017312-62-8 87
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 1602 (11.760 min): BF107822.D (-1599) (-) m/z 57.00 100.00%

57.0
5000 85.1

13.1941.1169.1 11. 40 11. 60 11. 80 12. oo
0..-.|,.' APl nieonor2 agrazeel 0 nzz43.05  60.37%

m/z--> 50 100 150 200 250 300 350
Abundance #178298: Bacchotricuneatin ¢
0 1120

5000
11.40 11.60 11.80 12.00
m/z 71.10 55.65%

0 {ﬁlS 0 1910 250 312.0342.0
—— A A e B e e BNLA B A e e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane

57.0

11. 40 11. 60 11. 80 12.00

~

5000 m/z 85.10 36.90%
85.0
290
0 || | A130141.0169.0197.0225.0253.0281.0 323.0351.0380.0
i ....,. BN A S AL s, L,
m/z--> 50 100 150 200 250 300 350
Abundance #48838: Decane, 5-propyl- T
57.0 11:40 11,60 11.80 12.00

m/z 41.00 21.30%

5000 85.0
22 0‘ 140.0
| T | " J | . 184.0

o.. J ....,.‘... e S S

m/z--> 100 150 200 250 300 350 11. 40 11. 60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107822.D

Aca On 31 Jul 2018 1:14

Operator : JU/SJ

Sample : J4143-10 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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-Hexadecenoic acid, methyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.79 14.89 ng 818615 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 98
2 9-Octadecenoic acid (2)-. methvl._.. 296 C19H3602 000112-62-9 93
3 Methvl 1l1l-hexadecenoate 268 C17H3202 1000336-35-5 91
4 Methvl hexadec-9-enoate 268 C17H3202 010030-74-7 90
5 11-Hexadecenoic acid, methyl ester 268 C17H3202 055000-42-5 87
Abundance Scan 1607 (11.789 min): BF107822.D (-1605) (-) m/z 55.00 100.00%

.0

5000

:

152.1 194.2 236.2 268.2 11.40 11.60 11.80 12.00 12.20
0 ‘ m/z 41.00 53.50%

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

Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-

.0

110.1

:

11,40 11,60 11.80 12.00 12.20
m/z 69.10 52.17%

5000

1100 45009 1040 2360

o 268.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
55.0

:

11.40 11.60 11.80 12.00 12.20
m/z 74.00 47.45%

5000

29.0
111.0
. 137.0 180.0 222.0 264.0 96
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117465: Methy| 11-hexadecenoate
55.0 11.40 11.60 11.80 12.00 12.20
m/z 43.00 36 .55%
5000
87.0
111.0 152.0 194.0 236.0 268.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107822.D

Aca On 31 Jul 2018 1:14

Operator : JU/SJ

Sample : J4143-10 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 2
R.T. EstConc Area Relative to ISTD R.T.

11.88 192.96 ng 10607200 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 95
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
4 Tridecanoic acid. methyl ester 228 C14H2802 001731-88-0 90

5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 87

Abundance Scan 1622 (11.877 min): BF107822.D (-1616) (-) m/z 74.00 100.00%
74.0
5000
43.0
| 1491 2212 e a0 00 50
97.1 185.2 270.3 . . . .
0 ,....-,'...!||,.-.|~'.. el 25 | 163118022052 b 203 7z 87.05 76.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 LA L L L LB B L LB L L
43.0 11. 60 11. 80 12. OO 12. 20
143.0 m/z 43.05 33.17%
| 101.0 171.0 199.0 227.0 270.0
o S Y St Y St
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
11.60 11.80 12.00 12.20
5000 43.0 m/z 55.05 30.31%
97.0 143.0
O 1 L P . R LM 11 £
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methy! tetradecanoate R AEEEmaE
74.0 11.60 11.80 12.00 12.20
m/z 41.05 25.54%
5000
43.0
143.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107822.D

Aca On 31 Jul 2018 1:14

Operator : JU/SJ

Sample : J4143-10 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Pentadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.01 7.36 ng 404649 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 76
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1645 (12.013 min): BF107822.D (-1641) (-) m/z 59.95 100.00%
6d.0
5000
83.1 129.1
157.1 213.1
39ip , 192. 2102562 11.60 11.80 12.00 12.20 12.40
Ol i : m/z 72.95 90.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
430 , 730
5000 129.0
11.60 11.80 12.00 12.20 12.40
m/z 43.00 90.54%

0 15.0 |,| | | .
R e RN R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_

11.60 11.80 12.00 12.20 12.40
5000 129.0 m/z 57.00 82.85%
J‘u | 157.0 1g50 213.0 256.0
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid L R e e
73.0 11.60 11.80 12.00 12.20 12.40

m/z 55.00 79 .33%

43.0
5000 1290
1850 2280
| i ]
ool N 1570,

T I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107822.D

Aca On 31 Jul 2018 1:14

Operator : JU/SJ

Sample : J4143-10 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 13-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.61 596.60 ng 32796000 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 98
2 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 98
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 98
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 98
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 96
Abundance Scan 1747 (12.613 min): BF107822.D (-1733) (-) m/z 55.05 100.00%
.0
5000 _thk_____”//\A~\~_~Aﬁ_,~,
w2 223 23 550l 1960 1260 1360
o} ' m/z 41.05 69.62%
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 NN AR SN
12.20 12.40 12.60 12.80 13.00
29.0 111.0 264.0 m/z 69.10 58.01%
" 1380  180.0 2220 206.0
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141290: 11-Octadecenoic acid, methyl ester
58.0
12.20 12.40 12.60 12.80 13.00
5000 m/z 43.05 50.27%
29.0
222.0
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester B il m B
58.0 12.20 12.40 12.60 12.80 13.00
m/z 74.05 49_72%
5000
29.0 264.0
110 1350 1800 2220 296.0
0‘
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107822.D

Aca On 31 Jul 2018 1:14

Operator : JU/SJ

Sample : J4143-10 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Methyl stearate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.67 120.43 ng 6620360 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 93
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
Abundance Scan 1757 (12.672 min): BF107822.D (-1753) (-) m/z 74.00 100.00%
74.0
5000
43.1
143.1 255

1011 199.2 298.3 12.40 12.60 12.80 13.00
227. 2

,....,l....|l,..'..,'.!..l,l..~..,..l.. I....l.??.l....',.... o202 | m/z 87.05  76.75%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #143128: Methyl stearate

il

o

5000 430 LN L L L L L L LB
12.40 12.60 12.80 13.00
0
1010 143.0 199.0 2550 5080 m/z 43.10 32.01%
| |I Ll | 171 o | 227.0,
Ol el kb ke e e b e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143190: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
B e LA
12.40 12.60 12.80 13.00
5000 m/z 55.00 25.98%
143.0 255.0
298.0
101.0 199.0
L9 1710, | 2270, |
O e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119408: Hexadecanoic acid, methy! ester T e
74.0 12.40 12.60 12.80 13.00
m/z 143.10 20.55%
5000
43.0
143.0
‘ ] grere 171.0 199.0 2270 270.0
Orprerr et e b e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 40 12 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107822.D

Aca On 31 Jul 2018 1:14

Operator : JU/SJ

Sample : J4143-10 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 9-cis,ll-trans-octad... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

12.90 6.20 ng 412259 Chrysene-di12 14.16

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 95
2 Methyl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 95
3 Methvl 6.l1l1-octadecadienoate 294 C19H3402 1000336-43-2 93
4 7.10-Octadecadienoic acid. methv... 294 C19H3402 056554-24-6 93
5 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 91

Abundance Scan 1796 (12.901 min): BF107822.D (-1793) (-) m/z 67.00 100.00%

5000

-

294.3 4953351 1 12.60 12.80 13.00 13.20

0! : : m/z 81.10 73.63%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate

263.2

i

T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #139682: Methyl 6,11-octadecadienoate T
12.60 12.80 13.00 13.20

m/z 41.00 39.96%

5000 LA L L L L L L LB B |
12.60 12.80 13.00 13.20
294.0 m/z 95.10 60.62%
220.0 2620
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #139709: Methyl 10-trans, 12-cis-octadecadienoate
67.0
L e
95.0 12.60 12.80 13.00 13.20
5000 m/z 55.00 55.28%
294.0
12301500 1780 50, 2630
0 ol .
T T T T 1

5000

!

T I I T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107822.D

Aca On 31 Jul 2018 1:14

Operator : JU/SJ

Sample : J4143-10 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Methyl 9-eilcosenoate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.31 28.23 ng 1877200 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9-eicosenoate 324 C21H4002 1000336-50-5 99
2 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 72
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 72
4 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 72
5 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 68
Abundance Scan 1866 (13.313 min): BF107822.D (-1863) (-) m/z 55.00 100.00%
58.0
5000 831
167.1
o 2603 13100 15130 15140 1360
199.1  250.2 : . . . .
o ol at e gL 82843560 1 Tz 69.10 53.41%
m/z--> 50 100 150 200 250 300 350
Abundance #164497: Methyl 9-eicosenoate
58,

13.00 13.20 13.40 13.60
m/z 83.10 50.14%

5000

208.0 250.0

138.0165 0 324.0

0
m/z--> 50 100 150 200 250 300 350
Abundance #141287: 14-Octadecenoic acid, methyl ester
58.0
B B R B
13.00 13.20 13.40 13.60
5000 2.0 m/z 41.00 45.00%
264.0
o Ll Eoem o 0 T ano
OI”I‘.IJ lluhumn P N |||||‘|.||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #141283: 15-Octadecenoic acid, methyl ester e  EaRmEamSTT
55.0 13.00 13.20 13.40 13.60
m/z 57.00 40.11%
5000 87.0
264.0
2qo |‘| l 23.0150 0180.0 222.0 h 296.0
I {‘ *““M'.ﬂ.L it . e
m/z--> 50 150 200 250 300 350 13. OO 13 20 13. 40 13 60

8270-BF073018.M Tue Jul 31 15:04:02 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107822.D

Aca On 31 Jul 2018 1:14

Operator : JU/SJ

Sample : J4143-10 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Heptadecanoic acid, methyl ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.38 14.62 ng 972411 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 94
2 Methvl stearate 298 C19H3802 000112-61-8 93
3 Methvl 18-methvIlnonadecanoate 326 C21H4202 1000352-20-6 91
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 90
5 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 90
Abundance Scan 1877 (13.377 min): BF107822.D (-1876) (-) m/z 74.00 100.00%
74.0
5000 43.0
3. 185.1 283.3 13.00 13.20 13.40 13.60
o LD o L 18512101 25612833 3363 3643 g7 00 75.05%
m/z--> 50 100 150 200 250 300 350
Abundance #131300: Heptadecanoic acid, methyl ester
74.0
5000
43.0 13.00 13.20 13.40 13.60
143.0 m/z 43.00 51.68%
0 Jtoo T 185.05502410 25RO
m/z--> 50 100 150 200 250 300 350
Abundance #143130: Methyl stearate
74.0
13.00 13.20 13.40 13.60
5000 m/z 55.00 38.25%
43.0
143.0
L ‘h [P0 | 17101990007 02530 298.0
m/z--> 50 100 150 200 250 300 350
Abundance #166215: Methy| 18-methylnonadecanoate R ma e AR
74.0 13.00 13.20 13.40 13.60
m/z 57.00 27.12%
5000 43.0
143.0
326.0
283.0
m/z--> 50 100 1&1;0 2(')0 25'30 300 350 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107822.D

Aca On 31 Jul 2018 1:14

Operator : JU/SJ

Sample : J4143-10 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknownl1l3.50 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.50 17.49 ng 1163430 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 000547-60-4 25
2 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 015358-88-0 14
3 Cvclohexane. 1.1"-dodecvlidenebi... 362 C26H50 055334-09-3 14
4 4-Decene. 6-methvl-. (E)- 154 C11H22 036229-57-9 11
5 1-Decalone (cis-trans) 152 C10H160 004832-16-0 11
Abundance Scan 1898 (13.501 min): BF107822.D (-1895) (-) m/z 55.00 100.00%
54.0
5000
97.1 137.1
211.1 13.20 13.40 13.60 13.80
o 251.2279.3 320.0 365.1 /7 69.10 35 950
m/z--> 50 100 150 200 250 300 350
Abundance #25370: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a...
54.0,83.0
5000 SR AR UL B AR
13120 1340 13.60 13.80
27.0 1520 m/z 137.10 33.78%
i 1.0
m/z--> 50 100 150" 200 250 300 350
Abundance #25368: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a...
55.0
83.0 UL BN BSULRN BRRE
13.20 13.40 13.60 13.80
5000 m/z 41.00 33.72%
152.0
0..‘““ J\UJH“L\” T
m/z--> 50 100 150 200 250 300 350
Abundance #192271: Cyclohexane, 1,1'-dodecylidenebis[4-methyl- A REEEEEas
55.0 13.20 13.40 13.60 13.80
m/z 97.10 33.53%
97.0
5000
264.0
ol )i m ” | 1530 207.0236.0 | 299.0  357.0
m/z--> 50 150 200 250 300 350 13.20 1340 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107822.D

Aca On 31 Jul 2018 1:14

Operator : JU/SJ

Sample : J4143-10 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.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 Hexadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.96 5.39 ng 358272 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 83
3 Tetracosane 338 C24H50 000646-31-1 80
4 2-methvloctacosane 408 C29H60 1000376-72-8 80
5 Hexacosane 366 C26H54 000630-01-3 76
Abundance Scan 1976 (13.960 min): BF107822.D (-1974) (-) m/z 57.00 100.00%
57.0
5000
09.1 226.1 13160 13,80 14,00 1420
1411 : : : :
oL ! .J." LAl 1831 |, 2641 3242 38434203 u.o7 71 10 53.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83028: Hexadecane
57.0
5000 R DA UL B SR B

13,60 13.80 14.00 14.20
m/z 43.00 49.08%

99.0
26.0 l J ‘ I:|.4:|.0 1830 2260

ol A — e
m/z--> 50 100 150 200 250 300 350 400
Abundance #149369: Sulfurous acid, butyl dodecy! ester
57.0
I s B o
13.60 13.80 14.00 14.20
5000 m/z 85.10 42 .67%
99.0
Ozem.‘ L 1‘ L, 1690 2210
L e B e A s
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane L B o
57.0 13.60 13.80 14.00 14.20
m/z 55.00 22 .22%
5000
} 99.0
141.0
SN o SN .. NN | PR —
m/z--> 50 100 150 200 250 300 350 400 13 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107822.D

Aca On 31 Jul 2018 1:14

Operator : JU/SJ

Sample : J4143-10 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 16 Docosanoic acid, methyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.05 11.92 ng 792756 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 98
2 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 95
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 90
4 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 87
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 87

Abundance Scan 1991 (14.048 min): BF107822.D (-1990) (-) m/z 74.00 100.00%
74.0
5000
ﬁw 143.1 13.80 14.00 14.20 14.40
199.2 2552 3113 . : : : :
oL L dllagra, | 1902 292 SUS as4s  aiz3 e 067 00 36
m/z--> 50 100 150 200 250 300 350 400
Abundance #186932: Docosanoic acid, methyl ester
74.0
5000 354.0 13.80 14.00 14.20 14.40
410 143.0 m/z 43.00 45 .53%
311.0
oL Lildo [ sss0 a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #186936: Methyl 20-methyl-heneicosanoate
74.0
"' 13:80 14.00 14.20 14.40
5000 m/z 55.00 30.49Y%
143.0 354.0
H l 199.0 255.0 310 ‘
0||||‘|juLulhujl|\1‘leuo‘Lu||L|||‘|{||L|||L|{|‘|||'|J|||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance #131300: Heptadecanoic acid, methy! ester R EmEEES L
74.0 13.80 14.00 14.20 14.40
m/z 57.05 27.81%
5000
41,0
‘ “ 110143.0 1850 2410 2840
0'¢‘|Lhﬁ“fJE'l""i"""'”l""l""l"" IR AL SO BRI B
m/z--> 50 100 150 200 250 300 350 400 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073018\
Data File : BF107822.D

Acq On 31 Jul 2018 1:14

Operator : JU/SJ

Sample : J4143-10 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-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 .74 6.74 35.0 ng 1797530 1 6.96 1027130 20.0
Heptadecane 10.88 10.4 ng 569423 4 11.50 1099430 20.0
Methyl tetradecan... 10.99 9.9 ng 546640 4 11.50 1099430 20.0
Bacchotricuneatin c 11.76 6.0 ng 330634 4 11.50 1099430 20.0
9-Hexadecenoic ac... 11.79 14.9 ng 818615 4 11.50 1099430 20.0
Hexadecanoic acid... 11.88 193.0 ng 10607200 4 11.50 1099430 20.0
Pentadecanoic acid 12.01 7.4 ng 404649 4 11.50 1099430 20.0
13-Octadecenoic a... 12.61 596.6 ng 32796000 4 11.50 1099430 20.0
Methyl stearate 12.67 120.4 ng 6620360 4 11.50 1099430 20.0
Methyl 9-cis,11-t... 12.90 6.2 ng 412259 5 14.16 1330140 20.0
Methyl 9-eicosenoate 13.31 28.2 ng 1877200 5 14.16 1330140 20.0
Heptadecanoic aci... 13.38 14.6 ng 972411 5 14.16 1330140 20.0
unknown13.50 13.50 17.5 ng 1163430 5 14.16 1330140 20.0
Hexadecane 13.96 5.4 ng 358272 5 14.16 1330140 20.0
Docosanoic acid, ... 14.05 11.9 ng 792756 5 14.16 1330140 20.0
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