LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106354.D

Aca On : 12 Jun 2018 19:36

Operator : JU/SJ

Sample : J3415-06

Misc :

ALS Vial : 19 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-BF061118.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 5.207 484 488 494 rVB 210972 236623 2.99% 0.532%
2 5.595 550 554 557 rBVY 2754498 2520545 31.89% 5.664%
3 6.595 719 724 727 rBVY 2540588 2453397 31.04% 5.513%
4 6.742 745 749 752 rBVY 2852635 2457934 31.10% 5.523%
5 6.972 785 788 792 rVB 1075874 867034 10.97% 1.948%
6 7.131 811 815 818 rBVY 2331755 1965819 24.87% 4.418%
7 7.531 879 883 886 rBY 1683151 1513061 19.14% 3.400%
8 8.254 1002 1006 1009 rBV 1229265 966370 12.23% 2.172%
9 9.331 1185 1189 1192 rVB 2619255 2216222 28.04% 4 .980%
10 9.719 1251 1255 1258 rBV 408648 298926 3.78% 0.672%

11 10.013 1301 1305 1309 rBV2 1097181 911561 11.53% 2.048%
12 10.801 1435 1439 1443 rBV 1738561 1409445 17.83% 3.167%
13 10.901 1453 1456 1462 rBV 76089 79567 1.01% 0.179%
14 11.507 1555 1559 1562 rBV 1048509 976826 12.36% 2.195%
15 11.883 1619 1623 1626 rBV 3251485 2518675 31.87% 5.660%

16 12.577 1736 1741 1743 rBV 5385433 7017455 88.79% 15.770%
17 12.601 1743 1745 1751 rVvV2 6188416 7903500 100.00% 17.761%
18 12.677 1755 1758 1761 rVV 1846124 1457214 18.44% 3.275%
19 12.754 1766 1771 1775 rBvV4 45647 89987 1.14% 0.202%
20 12.913 1793 1798 1802 rBV 204078 197364 2.50% 0.444%

21 13.089 1824 1828 1831 rBV 2804357 2597930 32.87% 5.838%
22 13.277 1858 1860 1862 rVB2 145308 113408 1.43% 0.255%
23 13.324 1862 1868 1874 rVB 407750 436928 5.53% 0.982%
24 13.401 1878 1881 1883 rBV 313779 251956 3.19% 0.566%
25 13.513 1897 1900 1905 rBV2 111718 130728 1.65% 0.294%

26 13.836 1950 1955 1961 rVB2 222876 325497 4.12% 0.731%
27 13.971 1975 1978 1982 rBV 285384 259721 3.29% 0.584%
28 14.077 1992 1996 1999 rBV 231217 216140 2.73% 0.486%
29 14.154 2005 2009 2013 rBV 1375114 1206271 15.26% 2.711%
30 15.701 2267 2272 2278 rVB 666868 903782 11.44% 2.031%

Sum of corrected areas: 44499886
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\

BF106354.D

12 Jun 2018 19:36

JussJ

J3415-06

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106354.D

Aca On : 12 Jun 2018 19:36

Operator : JU/SJ

Sample : J3415-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.21 5.46 ng 236623 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 Propane. 1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 9
5 Allyl acetate 100 C5H802 000591-87-7 9

Abundance Scan 488 (5.207 min): BF106354.D (-484) (-) m/z 43.00 100.00%
43
59
5000
1o 480 5.00 520 540 560
83 - : : :
o...,....,....,..3.6.','::..?1..~:!,..‘?7.,....,.~...,...:,|....,. m/z 59.00 57.54%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 I R LIS I
59 480 500 5.20 540 560
m/z 101.00 19.38%
15 31 101
o . 25.° 37, 53 83 \
miz--> e o A A A A AR
Abundance
43
480 5.00 520 540 560
5000 m/z 58.00 15.50%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— | NS NN L L
43 480 5.00 5.20 5.40 5.60
m/z 41.00 9.25%
5000
101
15 97 71
0 | 1,33 |l 49 %62 | 77 86
m/z--> 10 20 30 40 50 60 70 8 90 1(')0 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106354.D

Aca On : 12 Jun 2018 19:36

Operator : JU/SJ

Sample : J3415-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.74 Concentration Rank 3

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

6.74 56.70 ng 2457930 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 749 (6.742 min): BF106354.D (-745) (-) m/z 132.00 100.00%
5000 68
40 | 75 6 '6.40 6.60 6.80 7.00
54 104 . ) . .
o R T ??:.-.'....,..?‘.7,....,....,.1.1.5.,....,'...,.. m/z 68.10 42.70%
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 N
5000 LRSS S AR
6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.85%
138 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.00 27 .38%
104

66 77

14 27 37 4451 5 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- B R o

132 6.40 6.60 6.80 7.00
m/z 69.10 17.26%

5000

104
63

3? 51 7( 90 117 I
1N i | | Al N 1

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

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106354.D

Aca On : 12 Jun 2018 19:36

Operator : JU/SJ

Sample : J3415-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.88 51.57 ng 2518680 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 93
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 89
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1622 (11.877 min): BF106354.D (-1619) (-) m/z 74.00 100.00%
74
87
5000
43
” T | 011290 17100 025200 o "T1'60 1180 1200 1220
Ol i M/Z 87.00 68.96%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 L B SN BN SULE
43 11.60 11.80 12.00 12.20
7 143 m/z 43.00 34.92%
0 TM \j i 101715129 | 157171185199213227241 270
mz-> 20 Jo 60 80 100 120 140 160 180 200 220 250 260
Abundance
74
87 11,60 11.80 12,00 12.20
5000 m/z 55.00 27 .73%
43
29 57
o 101115129143157171185199213 242
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester I e REE R R
74 11.60 11.80 12.00 12.20
m/z 41.00 24 .19%
87
5000 43
29 / 143
b ) 1011151297 057171185190 215227 21 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106354.D

Aca On : 12 Jun 2018 19:36

Operator : JU/SJ

Sample : J3415-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.58 143.68 ng 7017460 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 97
5 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 97
Abundance Scan 1741 (12.577 min): BF106354.D (-1736) (-) m/z 67.05 100.00%

67 81
5000 41

150164178 263 12,20 12.40 12.60 12.80
220 294
Ok el 192206-<0234 m/z 81.05 87.96%

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

12.20 12.40 12.60 12.80

109 m/z 55.10 62.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67
41 81 R R B
05 12. 20 12.40 12.60 12.80
5000 m/z 95.10 59.41%
109
27
. 124 150164178 993 263 279294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- T P AT
41 6/7 12. 20 12. 40 12 60 12. 80

m/z 41.05 48.14%

81
5000 95
109 294
‘ \ | 124, 1501‘?4178192 220234 263

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12 60 12. 80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106354.D

Aca On : 12 Jun 2018 19:36

Operator : JU/SJ

Sample : J3415-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.60 161.82 ng 7903500 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
4 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99

Abundance Scan 1745 (12.601 min): BF106354.D (-1743) (-) m/z 55.05 100.00%

69

5000

-;Ezzza:>

12.20 12.40 12.60 12.80 13.00
m/z 69.10 76.36%

04
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

69

}

12!20 12.I4O 12!60 12.I80 13.I00
m/z 41.05 65.48%

5000

111

125 180
o 41 166 207%%2235 %4518 296
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
69 R RREEARREEER TSR
12.20 12.40 12.60 12.80 13.00
5000 87 m/z 74.05 63.95%
264
i 111125 222
152 180 557“p3e 278 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester R b e R
12.20 12.40 12.60 12.80 13.00
m/z 83.10 60.95%

5000

1 264

1
125 143 166180  507%2%35

1
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

8270-BF061118.M Wed Jun 13 17:32:55 2018 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106354.D

Aca On : 12 Jun 2018 19:36

Operator : JU/SJ

Sample : J3415-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Methyl stearate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.68 29.84 ng 1457210 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 96
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 93
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90

Abundance Scan 1758 (12.677 min): BF106354.D (-1755) (-) m/z 74.00 100.00%
74
5000 }\
43
7 B B A I B
12.40 12.60 12.80 13.00
o} m/z 87.00 72 .13%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143128: Methyl stearate
74 }L
5000 43 LI BN SN SN SULE
1240 12.60 12.80 13.00
T? 143 255 m/z 43.00 35.02%
5 29
o2 L% s 57ip oo 2699047
IIIII""IIII I""I""I""IIIII T IIIIIIIII TTTTpTTTT IIIIIIIII T
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
12,40 12.60 12.80 13.00
5000 m/z 55.00 27 .67%
28 43
57 143 255 298
o 101145 15717, 199213 533 | 269984
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119408: Hexadecanoic acid, methy! ester I REEE e e
74 12.40 12.60 12.80 13.00
m/z 41.00 22 .80%
5000
43
7 143
| 1| | Otus 171185 227941 270
O b e e e e e SRR SN SRR SUNE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106354.D

Aca On : 12 Jun 2018 19:36

Operator : JU/SJ

Sample : J3415-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 10-trans,l12-cis-octa... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.91 3.27 ng 197364 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 10-trans.l12-cis-octadecad... 294 C19H3402 1000336-44-2 99
2 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 98
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 96
4 9.11-Octadecadienoic acid. methv... 294 C19H3402 013038-47-6 95
5 7,10-Octadecadienoic acid, methy... 294 C19H3402 056554-24-6 93
Abundance Scan 1798 (12.913 min): BF106354.D (-1793) (-) m/z 67.00 100.00%
5000 A\
140 135150 294 1260 1280 1300 1320
178 263
ol 203 220 m/z 81.05 74.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139709: Methyl 10-trans, 12-cis-octadecadienoate
5000 SR U UL UL
12.60 12.80 13.00 13.20
294 m/z 95.10 51.33%
. 135150 178 05 220 263
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67

1260 12.80 13.00 13.20
5000 95 m/z 55.00 42 _60%

110 294
135150
o 52 178193 220 45262
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139724: 9,12-Octadecadienoic acid (Z,2)-, methyl ester

12.60 12.80 13.00 13.20
m/z 79.00  37.96%

0
135150 17 263 294
205220 237

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 60 12. 80 13. 00 13 20

5000 41
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106354.D

Aca On : 12 Jun 2018 19:36

Operator : JU/SJ

Sample : J3415-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 cis-10-Heptadecenoic acid, ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.32 7.24 ng 436928 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-10-Heptadecenoic acid. methy... 282 C18H3402 1000333-62-1 91
2 Methvyl 13-eicosenoate 324 C21H4002 1000336-48-4 91
3 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 87
4 Cvclopropaneoctanoic acid. 2-hex... 282 C18H3402 010152-61-1 81
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 81
Abundance Scan 1867 (13.318 min): BF106354.D (-1862) (-) m/z 55.00 100.00%
55
5000 83

13.00 13.20 13.40 13.60
m/z 69.05 58.47%

139 167 194 220 250 293

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129385: cis-10-Heptadecenoic acid, methyl ester

5000 LA L L L L L L L L LB
13.00 13.20 13.40 13.60
m/z 41.00 55.55%
29 H
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
B RmEE e m
13.00 13.20 13.40 13.60
5000 83 m/z 43.00 52.20%
292
111
o 138 166 185 2505 20 574 324
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141314: trans-13-Octadecenoic acid, methy! ester R R R Rm ma
55 13.00 13.20 13.40 13.60
m/z 83.10 50.21%
5000
4 97
oL 2 I 152 180 199 222 545284 206
A RARasnanely B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106354.D

Aca On : 12 Jun 2018 19:36

Operator : JU/SJ

Sample : J3415-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Heptadecanoic acid, 16-meth... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.40 4.18 ng 251956 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 97
2 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 95
3 Methvl stearate 298 C19H3802 000112-61-8 95
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 95
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 87
Abundance Scan 1881 (13.401 min): BF106354.D (-1878) (-) m/z 74.00 100.00%
74
5000 43
143 o83
199 227 13.00 13.20 13.40 13.60 13.80
ol 1 2% 3% m/z 87.00 73.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143185: Heptadecanoic acid, 16-methyl-, methy! ester
74
5000
13.00 13.20 13.40 13.60 13.80
43 143 - 298 m/z 43.00 38.68%
0 18 M ‘\H ‘\\ \ ‘ 171 199 227 | 279 1
m/z--> ib&%mmmmmmmmmmmﬁ
Abundance
74
13.00 13.20 13.40 13.60 13.80
5000 m/z 55.00 32.31%
43
. 27 97 115 143 163 185 o153 241 284
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143130: Methy! stearate A R e
74 13.00 13.20 13.40 13.60 13.80
m/z 57.00 23.20%
5000
43
143
o NREE 11 199 oy 29 28
m/z--> 20 40 60 8IO 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60 13.80

8270-BF061118.M Wed Jun 13 17:32:59 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106354.D

Aca On : 12 Jun 2018 19:36

Operator : JU/SJ

Sample : J3415-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknownl3.51 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.51 2.17 ng 130728 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 3-butvl- 154 C10H180 039178-69-3 25
2 4-Undecene. 6-methvl- 168 C12H24 1000061-85-4 14
3 5-Ethvl-2-nonen-4-one 168 C11H200 1000374-06-8 14
4 10-Methvldodec-2-en-4-olide 210 C13H2202 1000370-41-0 14
5 Fumaric acid, di(2-methylallyl) ... 224 C12H1604 1000330-55-8 12
Abundance Scan 1900 (13.513 min): BF106354.D (-1897) (-) m/z 55.00 100.00%
g5
5000 41 | 69 gg o 137
153167 o~
111 194 211 227 251 967282 13.20 13.40 13.60 13.80
o.,....'i:..|"|,.~ m/z 97.00 40.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26709: Cyclohexanone, 3-butyl-
55
41
97
5000{ 2 B SRR B IR SN
1320 13.40 13.60 13.80
9 g3 11 m/z 69.10 37.15%
154
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
13.20 13.40 13.60 13.80
5000 m/z 137.05 36.77%
69
4 97
83
o 2f 112196140154168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36627: 5-Ethyl-2-nonen-4-one B B
55 13.20 13.40 13.60 13.80
m/z 41.00 36.19%
71
5000 4 139
97 125
0 ‘\ ‘M‘ \‘ ‘ u‘ 111 | 153 16\8
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280 1320 13.40 13.60 13.80

8270-BF061118.M Wed Jun 13 17:32:59 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106354.D

Aca On : 12 Jun 2018 19:36

Operator : JU/SJ

Sample : J3415-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknownl3.84 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.84 5.40 ng 325497 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.6-dimethvl-4-nitroso- 151 C8H9NO2 013331-93-6 45
2 Dicvclopentadiene diepoxide 164 C10H1202 000081-21-0 41
3 Methvl 2-octvlcvclopropene-1-oct... 308 C20H3602 003220-60-8 38
4 4-Amino-2.1.3-benzothiadiazole 151 C6H5N3S 000767-64-6 27
5 Butyric acid, 2-(3-o0xo-3H-benzo[... 237 C11H11NO3S 1000316-00-8 25
Abundance Scan 1956 (13.842 min): BF106354.D (-1950) (-) m/z 151.10 100.00%
151
81
5000
308 R NN SR SO R
108 220237 257 277 13.60 13.80 14.00 14.20
01 m/z 81.00 77 .74%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #24888: Phenol, 2,6-dimethyl-4-nitroso-
151
5000 LN BRI B BULLILN B
39 134 anmmmmm
‘ 108 m/z 95.00 66.88%
oh H‘M‘$\hﬁ?‘mumlhl S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
81
"' 1360 13.80 14.00 14.20
5000 m/z 67.00 45 .89%
53
107
133 164

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151473: Methyl 2-octylcyclopropene-1-octanoate s B L R
13.60 13.80 14.00 14.20

m/z 79.05 36 .34%

5000

308
177195 223 .51 277

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 60 13. 80 14. 00 14. 20

8270-BF061118.M Wed Jun 13 17:33:00 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106354.D

Aca On : 12 Jun 2018 19:36

Operator : JU/SJ

Sample : J3415-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Cyclohexadecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.97 4.31 ng 259721 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91

Abundance Scan 1978 (13.971 min): BF106354.D (-1975) (-) m/z 57.05 100.00%
%7
5000 11
3 139 230 13.60 13.80 14.00 14.20
ol 2RI b g L7 168189 210230247 066283 345 T TeE 05 Gg 77
m/z--> 50 100 150 200 250 300
Abundance #81246: Cyclohexadecane
55
5000 R SRR B S
29 111 13.60 13.80 14.00 14.20
‘ m/z 83.10 96.19%
ol 1| ,139167,19622‘,‘ e
m/z--> 50 200 250 300
Abundance
55 83
13.60 13.80 14.00 14.20
5000 11 m/z 43.00 88.96%
29
0 139 167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 '
Abundance #186968: n-Tetracosanol-1 I B e A B
7 83 13.60 13.80 14.00 14.20
m/z 69.00 81.54%
5000 11
29 139
ol Loy 41§7 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 ' 13.60 13.80 14.00 14.20

8270-BF061118.M Wed Jun 13 17:33:01 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106354.D

Aca On : 12 Jun 2018 19:36

Operator : JU/SJ

Sample : J3415-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Docosanoic acid, methyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.08 3.58 ng 216140 Chrysene-di12 14.15
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 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 93
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 93
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 87

Abundance Scan 1996 (14.077 min): BF106354.D (-1992) (-) m/z 74.00 100.00%
7
5000 43
143 O -GN L WY | SR
97 | 199 255 311 13.80 14.00 14.20 14.40
115 354 . . . .
o O T U L P AT B OO LS & m/z 87.00 74.51%
m/z--> 50 100 150 200 250 300 350
Abundance #186930: Docosanoic acid, methy! ester
74
43
5000
13.80 14.00 14.20 14.40
o 143 354 m/z 43.00 40.32%
0 15 | ‘L il \M‘ \LH i 1\15\ 171 ! 19\9 227 2§5 283 3:}1‘ ‘\
m/z--> éo 160 1%0 260 250 360 3%0
Abundance
74
| 13.80 14.00 14.20 14.40
5000 m/z 57.00 31.14%
55 143 354
97 311
199 255
0 125 171 227 283
m/z--> éo 160 1%0 260 2éo 360 3%0
Abundance #154941: Nonadecanoic acid, methy! ester A EEmEEEEE
7h 13.80 14.00 14.20 14.40
m/z 55.00 29.29%
5000
43
143
312
oL15 | ‘L‘U uorus, | arn 199 227 2%
m/z--> 5'0 1(')0 150 2(')0 250 300 3&1;0 13.I80 14.'00 14.'20 14.'40

8270-BF061118.M Wed Jun 13 17:33:02 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061218\
Data File : BF106354.D

Acq On : 12 Jun 2018 19:36

Operator : JU/SJ

Sample - J3415-06

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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... 5.21 5.5 ng 236623 1 6.97 867034 20.0
unknown6 .74 6.74 56.7 ng 2457930 1 6.97 867034 20.0
Hexadecanoic acid... 11.88 51.6 ng 2518680 4 11.51 976826 20.0
9,12-Octadecadien... 12.58 143.7 ng 7017460 4 11.51 976826 20.0
9-Octadecenoic ac... 12.60 161.8 ng 7903500 4 11.51 976826 20.0
Methyl stearate 12.68 29.8 ng 1457210 4 11.51 976826 20.0
Methyl 10-trans,1... 12.91 3.3 ng 197364 5 14.15 1206270 20.0
cis-10-Heptadecen... 13.32 7.2 ng 436928 5 14.15 1206270 20.0
Heptadecanoic aci... 13.40 4.2 ng 251956 5 14.15 1206270 20.0
unknownl13.51 13.51 2.2 ng 130728 5 14.15 1206270 20.0
unknownl13.84 13.84 5.4 ng 325497 5 14.15 1206270 20.0
Cyclohexadecane 13.97 4.3 ng 259721 5 14.15 1206270 20.0
Docosanoic acid, ... 14.08 3.6 ng 216140 5 14.15 1206270 20.0
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