LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106351.D

Aca On : 12 Jun 2018 18:16

Operator : JU/SJ

Sample : J3415-03

Misc :

ALS Vial : 16 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 242375 256842 3.21% 0.529%
2 5.595 550 554 558 rBY 2797010 2781119 34.80% 5.726%
3 6.595 719 724 727 rBVY 2812891 2714975 33.97% 5.590%
4 6.742 745 749 752 rBVY 3044827 2729346 34.15% 5.619%
5 6.972 785 788 792 rBVY 1109274 902593 11.29% 1.858%
6 7.131 811 815 818 rBY 2575396 2157833 27 .00% 4_.443%
7 7.531 879 883 886 rBY 1807930 1697141 21.24% 3.494%
8 8.254 1002 1006 1009 rBV 1291060 1016787 12.72% 2.093%
9 9.330 1185 1189 1192 rVB 2866170 2489888 31.15% 5.126%
10 9.719 1251 1255 1258 rBV 484127 352455 4_.41% 0.726%

11 10.013 1301 1305 1309 rBV2 1142678 957099 11.98% 1.971%
12 10.801 1435 1439 1443 rBV 1764197 1537523 19.24% 3.165%

13 10.901 1453 1456 1461 rBvV 76711 84600 1.06% 0.174%
14 11.507 1555 1559 1561 rBV 1087193 988977 12.37% 2.036%
15 11.807 1608 1610 1613 rVB 126516 86954 1.09% 0.179%

16 11.883 1619 1623 1626 rBV 3595351 2997283 37.50% 6.171%
17 12.577 1736 1741 1743 rBV 5764928 7542080 94.37% 15.528%
18 12.601 1743 1745 1751 rVvV2 6292822 7992113 100.00% 16.454%
19 12.677 1755 1758 1761 rvV 2195078 1748318 21.88% 3.599%
20 12.913 1795 1798 1802 rBV2 132076 122870 1.54% 0.253%

21 12.948 1802 1804 1807 rBV 92645 85116 1.06% 0.175%
22 13.089 1824 1828 1831 rBV 3002948 2762129 34.56% 5.687%
23 13.277 1852 1860 1863 rBV3 171484 278869 3.49% 0.574%
24 13.324 1863 1868 1874 rVB2 436937 462460 5.79% 0.952%
25 13.401 1875 1881 1883 rBV 347427 304294 3.81% 0.626%

26 13.513 1897 1900 1905 rBV2 134204 154243 1.93% 0.318%
27 13.836 1951 1955 1961 rVB2 165082 252680 3.16% 0.520%
28 13.977 1976 1979 1983 rBV 361485 310465 3.88% 0.639%
29 14.083 1993 1997 2000 rBV 255221 226896 2.84% 0.467%
30 14.165 2006 2011 2014 rBV 1332327 1311272 16.41% 2.700%

31 14.642 2088 2092 2094 rBV2 76180 96250 1.20% 0.198%
32 14.736 2105 2108 2111 rBV 100750 87663 1.10% 0.180%
33 15.042 2158 2160 2164 rVB 97537 100053 1.25% 0.206%
34 15.718 2270 2275 2282 rBV 794146 982187 12.29% 2.022%

8270-BF061118.M Wed Jun 13 17:25:24 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106351.D

Aca On : 12 Jun 2018 18:16

Operator : JU/SJ

Sample : J3415-03

Misc :

ALS Vial : 16 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
Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 48571373
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106351.D

Aca On : 12 Jun 2018 18:16

Operator : JU/SJ

Sample : J3415-03

Misc :

ALS Vial : 16 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

Abundance TIC: BF106351.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106351.D

Aca On : 12 Jun 2018 18:16

Operator : JU/SJ

Sample : J3415-03

Misc :

ALS Vial : 16 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 5.69 ng 256842 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 488 (5.207 min): BF106351.D (-484) (-) m/z 42.95 100.00%
43
59
5000
1 480 500 520 540 560
83 - : : : :
o...,....,....,....',':...??.4!,...‘??....,.~...,....~,|....,....,....,....,...., m/z 59.00 60.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R LIS I
59 480 500 520 540 5.0
m/z 101.10 18.25%
15 31 101
0 ‘ Tl . 51 \‘ 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 560
5000 m/z 58.00 16.84%
a1 101
o 15 3t 51 69 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e ERamy pmmE R B
59 480 5.00 5.20 5.40 5.60
m/z 41.00 8.00%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 4'0 5'0 6|0 70 80 90 100 110 120 150 140 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106351.D

Aca On : 12 Jun 2018 18:16

Operator : JU/SJ

Sample : J3415-03

Misc :

ALS Vial : 16 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 4

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

6.74 60.48 ng 2729350 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (6.742 min): BF106351.D (-745) (-) m/z 132.00 100.00%
132
5000 68
96 rrrrrrTyTTT T T T T T T T
40 54 - | 106 J 6.40 6.60 6.80 7.00
0 4IRS m/z 68.05  42.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 LRSS S AR
6.40 6.60 6.80 7.00
2 51 m/z 134.00 33.72%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.00 26.82%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! S RAEEEE
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 17.03%
5000 og 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?. SN | I | G
m/z--> 20 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\BF061218\
Data File : BF106351.D

Aca On : 12 Jun 2018 18:16

Operator : JU/SJ

Sample : J3415-03

Misc :

ALS Vial : 16 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 3
R.T. EstConc Area Relative to ISTD R.T.
11.88 60.61 ng 2997280 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 94
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): BF106351.D (-1619) (-) m/z 74.00 100.00%
74
87
5000
43
\ T | 1011512947 19792 00 o 1160 1180 1200 1220
Ot ot || M7z 87.10 69.27%
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 LN BN SULE
43 11.60 11.80 12.00 12.20
7 143 m/z 43.00 34 .48%
0 TM \j i 101715129 | 157171185199213227241 270
mz-> 20 Jo 60 80 100 120 140 160 180 200 220 210 260
Abundance
74
87 11,60 11.80 12,00 12.20
5000 m/z 55.00 28.71%
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 LN i o
74 11.60 11.80 12.00 12.20
m/z 41.00 25.07%
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 : BF106351.D

Aca On : 12 Jun 2018 18:16

Operator : JU/SJ

Sample : J3415-03

Misc :

ALS Vial : 16 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.
12.58 152.52 ng 7542080 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 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
4 Methyl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 98
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 97

Abundance Scan 1741 (12.577 min): BF106351.D (-1736) (-) m/z 67.05 100.00%

67 81

5000 41

T

12.20 12.40 12.60 12.80

150164178192206220 245 263 294

[ m/z 81.10 88.51%
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 67
81
5000 LI L L L L L L L L L

I I I
12.20 12.40 12.60 12.80
109 m/z 55.05 61.87%
135149164178

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 67
81  RRRRR T e
12.20 12.40 12.60 12.80
5000 95 m/z 95.10 60.29%
109 294
o 124 150164178192 220234 263
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester R R R
12.20 12.40 12.60 12.80
m/z 41.05 47.62%
5000

———

223
R e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106351.D

Aca On : 12 Jun 2018 18:16

Operator : JU/SJ

Sample : J3415-03

Misc :

ALS Vial : 16 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.
12.60 161.62 ng 7992110 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 95
2 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 93
3 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 91
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 90
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 90

Abundance Scan 1745 (12.601 min): BF106351.D (-1743) (-) m/z 55.05 100.00%

5000

12.20 12.40 12.60 12.80 13.00
m/z 69.10 79.60%

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

12.20 12.40 12.60 12.80 13.00
m/z 74.05 74 .38%

5000

123

180
0 138 465 207222 246 264 281296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
e
L 12.20 12.40 12.60 12.80 13.00
5000 A - m/z 83.10 71.30%
29
123138, ., 180 , 222
o 153 207 245 | 979296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141306: 9-Octadecenoic acid, methyl ester, (E)- REEa o R
55 74 12.20 12.40 12.60 12.80 13.00
m/z 41.05 65.03%
5000 ﬂb
o TP P
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\BF061218\
Data File : BF106351.D

Aca On : 12 Jun 2018 18:16

Operator : JU/SJ

Sample : J3415-03

Misc :

ALS Vial : 16 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 Heptadecanoic acid, 16-meth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.68 35.36 ng 1748320 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 97
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 93
3 Methvl stearate 298 C19H3802 000112-61-8 91
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
Abundance Scan 1758 (12.677 min): BF106351.D (-1755) (-) m/z 74.00 100.00%
74
5000 43
7 LI e e
12.40 12.60 12.80 13.00
o} m/z 87.00 73 .53%
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 /A
5000 LI B SN SN SULE
28 43 1240 12.60 12.80 13.00
7 143 255 298 m/z 43.00 36.68%
o M T Ll ths | | 15717 021 g5 | 269284 |
miz-> 20 40 60 80 100 120 140 1é0 1éo 200 220 240 260 280 300
Abundance
74
12,40 12.60 12.80 13.00
5000 m/z 55.00 27 .43%
43
57 143
o 101115 171185 227541 270
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143128: Methyl stearate T P
74 1240 12.60 12.80 13.00
m/z 41.00 23.33%
5000 43 j‘/\j
7 143
255
298
N gﬂ W Sus | 157170 \ 213228 b 20284 ]
mz-> 20 Jo 60 85 100 150 140 160 180 200 220 240 260 280 300 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 : BF106351.D

Aca On : 12 Jun 2018 18:16

Operator : JU/SJ

Sample : J3415-03

Misc :

ALS Vial : 16 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 9.cis.,l11l.trans.t,13... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.28 4.25 ng 278869 Chrysene-di12 14 .17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9.cis..ll.trans.t.13.tran... 292 C19H3202 1000336-42-6 90
2 Methvyl 6-cis.9-cis.ll-trans-octa... 292 C19H3202 1000336-37-7 64
3 6.9.12-Octadecatrienoic acid. me... 292 C19H3202 002676-41-7 58
4 Cvclopentanone. 2.5-dicvclopentv... 216 C15H200 005682-82-6 50
5 Androstane-3,17-diol, (3.alpha.,... 292 C19H3202 001852-53-5 42
Abundance Scan 1860 (13.277 min): BF106351.D (-1852) (-) m/z 79.05 100.00%

55

5000
292
135149,63 189 231 271 13.00 13.20 13.40 13.60
0 m/z 216.10 85.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #138094: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienoate
292
5000
13.00 13.20 13.40 13.60
m/z 55.00 83.24%
175189203 221235 261
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
79
R REEREEEE e e
93 13.00 13.20 13.40 13.60
5000 55 m/z 93.05 80.88%
292

121135 175
o 1577 18904 222236

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

Abundance #138071: 6,9,12-Octadecatrienoic acid, methyl ester e B mEms nan S S
13.00 13.20 13.40 13.60

m/z 91.05 74 .32%

5000

150 292

175 194

o 218 235 261277
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

T I T I
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 : BF106351.D

Aca On : 12 Jun 2018 18:16

Operator : JU/SJ

Sample : J3415-03

Misc :

ALS Vial : 16 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 10-Octadecenoic acid, methy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.32 7.05 ng 462460 Chrysene-di12 14 .17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 87
2 Methvyl 13-eicosenoate 324 C21H4002 1000336-48-4 83
3 Cvclopropaneoctanoic acid. 2-hex... 282 C18H3402 010152-61-1 81
4 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 74
5 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 72
Abundance Scan 1867 (13.318 min): BF106351.D (-1863) (-) m/z 55.00 100.00%
56
5000

11 L AR R
137 167 194 220 250 292 13.00 13.20 13.40 13.60

m/z 41.00 62.78%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141285: 10-Octadecenoic acid, methyl ester

13.IOO 13.I20 13.I40 13.I60
m/z 69.00 60.70%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
R AR R s e e
13.00 13.20 13.40 13.60
5000 83 m/z 43.05 57.90%
292
111
138 166 185 %505 220 474 324

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129412: Cyclopropaneoctanoic acid, 2-hexyl-, methyl ester R e L N Emm
13.00 13.20 13.40 13.60
m/z 83.05 48.56%

5000

29

123139 166 10 208 g, 250

T I T I
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 : BF106351.D

Aca On : 12 Jun 2018 18:16

Operator : JU/SJ

Sample : J3415-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Eicosanoic acid, methyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.40 4.64ng 304294  Chrysene-d12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 96

001731-92-6 95
006929-04-0 93

2 Heptadecanoic acid. methvl ester 284 C18H3602
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602

4 Methvl stearate 298 C19H3802 000112-61-8 91
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 91
Abundance Scan 1881 (13.401 min): BF106351.D (-1875) (-) m/z 74.00 100.00%
4
5000 43
143
171 199 227 osr 283 o6 13.00 13.20 13.40 13.60 13.80
0 m/z 87.00 80.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166219: Eicosanoic acid, methyl ester
74
5000
13.00 13.20 13.40 13.60 13.80
43 143 326 m/z 43.00 39.49%
283
R LR a e RN EE e R RRRARNRAREESATENLREIELEAR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74
T T
13.00 13.20 13.40 13.60 13.80
5000 m/z 55.00 30.50%
43
143 284
ol 26 97 115 163 185 13 241
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methy! ester A A m B B
74 13.00 13.20 13.40 13.60 13.80
m/z 57.00 24 .19%
5000
43
143 oy 284
97 185
0...Eu”ﬂ”.w.$ﬂju..h}fsuh.k”.¥§?.J”..?}?..”\”??Z.” W S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. OO 13. 20 13 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106351.D

Aca On : 12 Jun 2018 18:16

Operator : JU/SJ

Sample : J3415-03

Misc :

ALS Vial : 16 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 2.35 ng 154243 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanoic acid. 10-undecenvl ester 254 C16H3002 1000159-93-4 27
2 Cvclohexanone. 3-butvl- 154 C10H180 039178-69-3 11
3 1.11-Dibromoundecane 312 C11H22Br2 016696-65-4 10
4 1.7-Dimethvl-4-(1-methvlethvlcv... 210 C15H30 000645-10-3 10
5 1,5-Heptadiene, 2-methyl-, (E)- 110 C8H14 041044-63-7 10
Abundance Scan 1900 (13.513 min): BF106351.D (-1897) (-) m/z 55.00 100.00%
55
5000

13.20 13.40 13.60 13.80
m/z 41.00 44.02%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105728: Pentanoic acid, 10-undecenyl ester
55

13.20 13.40 13.60 13.80
m/z 95.10 43.63%

5000

109
137152169

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
29 LA L L L L L LB LB |
97 13.20 13.40 13.60 13.80
5000 m/z 69.00 43.17%
70
0 121 154
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #153917: 1,11-Dibromoundecane e B AR
55 13.20 13.40 13.60 13.80
m/z 43.00 42.08%
5000
29 1 4
135
177
151 193
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 20 13 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106351.D

Aca On : 12 Jun 2018 18:16

Operator : JU/SJ

Sample : J3415-03

Misc :

ALS Vial : 16 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 12
R.T. EstConc Area Relative to ISTD R.T.

13.84 3.85 ng 252680 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-octvlcvclopropene-1-oct... 308 C20H3602 003220-60-8 43
2 Naphthalene. decahvdro-1.1-dimet... 166 C12H22 035431-04-0 42
3 Butane-1.3-dione. 1-(pvrrol-2-vI)- 151 C8HONO2 022441-25-4 38
4 Naphthalene. decahvdro-2.2-dimet... 166 C12H22 031124-85-3 35
5 Bicyclo[2.2.1]heptane, 2-(2-meth... 150 C11H18 061142-27-6 30

Abundance Scan 1956 (13.842 min): BF106351.D (-1951) (-) m/z 151.10 100.00%

1

5000

13.60 13.80 14.00 14.20

0 m/z 81.00 97 .89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151473: Methyl 2-octylcyclopropene-1-octanoate
81
43
5000 LA B L L L L LB
13.60 13.80 14.00 14.20
2 208 m/z 95.00 74.06%
177195 223 o5 277
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
a1 151
96 s A R S
41 13.60 13.80 14.00 14.20
5000 m/z 67.00 51.29%
%6 123 166
26
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #24896: Butane-1,3-dione, 1-(pyrrol-2-yl)- s B L R
151 13.60 13.80 14.00 14.20
m/z 55.00 46.60%
68 94
5000
43
136
109
0‘ —Tmmwm IIIIIIIIIIIIIIIIIIIIIII
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106351.D

Aca On : 12 Jun 2018 18:16

Operator : JU/SJ

Sample : J3415-03

Misc :

ALS Vial : 16 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 n-Tetracosanol-1 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.98 4.74 ng 310465 Chrysene-di12 14 .17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 1979 (13.977 min): BF106351.D (-1976) (-) m/z 57.05 100.00%
57
5000 111 ,WVJh,VuNw»kavavvJ¥w-
rprrrTyTTTT T T T T T T T
3 139 168 230 13.60 13.80 14.00 14.20
o 194 247265 293 m/z 43.00 97.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
| I M'\M/\’/¥
5000 1l R SR B R B
Bmmmmmmm
m/z 83.10 95.77%
29
ok il 167 195 222 250 280 308 336
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
13.60 13.80 14.00 14.20
5000 11 m/z 55.00 95.68%
29 139

167 196 224 252 280 308

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane T
57 13.60 13.80 14.00 14.20
97 m/z 69.10 85.53%
5000
29 125
0 Dol ke b h 4 154 179196 224 257269 320
e ””.”.””.”.””.”.””.”.””.”.””.”.””.”.. R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 60 13 80 14. 00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106351.D

Aca On : 12 Jun 2018 18:16

Operator : JU/SJ

Sample : J3415-03

Misc :

ALS Vial : 16 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 13

R.T. EstConc Area Relative to ISTD R.T.
14.08 3.46 ng 226896 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 98
2 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 96
3 Methvl stearate 298 C19H3802 000112-61-8 87
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 1996 (14.077 min): BF106351.D (-1993) (-) m/z 74.00 100.00%
%
5000 43
143 13.80 14.00 14.20 14.40
199 255 311 : : : :
o 173 G aduralieiil 34 | "m/z 87.00 68.28%
m/z--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
74
43
5000
13.80 14.00 14.20 14.40
143 a5 m/z 43.00 41.18%
o5 | L %S T a7 199 gp7 255 pgg 311 7
m/z--> 50 100 150 200 250 300 350
Abundance
74
| 13.80 14.00 14.20 14.40
5000 m/z 55.00 28.74%
T 143 32
. 18 9115 153185 213 241 269
m/z--> 50 100 150 200 250 300 350
Abundance #143130: Methy! stearate A EEmEEEEE
74 13.80 14.00 14.20 14.40
m/z 75.00 25.57%
5000
43
143
o | MJ Uo%us, | am 199 o7 255 2%
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106351.D

Aca On : 12 Jun 2018 18:16

Operator : JU/SJ

Sample : J3415-03

Misc :

ALS Vial : 16 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 15 Squalene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.04 2.04 ng 100053 Perylene-di12 15.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 83
2 Supraene 410 C30H50 007683-64-9 83
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 83
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 64
Abundance Scan 2160 (15.042 min): BF106351.D (-2158) (-) m/z 69.10 100.00%
69
5000 AJW/‘
41 N —
95 137 14,80 15.00 15.20 15.40
175
oL g L 313 Ly (0198 228 254 2719209 SBISTS | hsz 81.00  52.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000{ 4! LI S B SURBLILS I

14.80 15.00 15.20 15.40
m/z 41.00 24.50%

95
b T e a7 27a 2 s ser a0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
R B R e
14.80 15.00 15.20 15.40
5000 m/z 68.00 14.74%
41
95 137
0 117 163 191 217 245 273 299 341 367 410
B B B L e R e L e
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol EEEEmEEE L
69 14.80 15.00 15.20 15.40
m/z 137.10 13.27%
5000
41
95 137
oLl J T e M
m/z--> 50 100 150 200 250 300 350 400 14.80 15. 00 15. 20 15. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061218\
Data File : BF106351.D

Acq On : 12 Jun 2018 18:16

Operator : JU/SJ

Sample - J3415-03

Misc :

ALS Vial : 16 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 5.7 ng 256842 1 6.97 902593 20.0
unknown6 .74 6.74 60.5 ng 2729350 1 6.97 902593 20.0
Hexadecanoic acid... 11.88 60.6 ng 2997280 4 11.51 988977 20.0
9,12-Octadecadien... 12.58 152.5 ng 7542080 4 11.51 988977 20.0
9-Octadecenoic ac... 12.60 161.6 ng 7992110 4 11.51 988977 20.0
Heptadecanoic aci... 12.68 35.4 ng 1748320 4 11.51 988977 20.0
Methyl 9.cis.,11.... 13.28 4.3 ng 278869 5 14.17 1311270 20.0
10-Octadecenoic a... 13.32 7.0 ng 462460 5 14.17 1311270 20.0
Eicosanoic acid, ... 13.40 4.6 ng 304294 5 14.17 1311270 20.0
unknownl13.51 13.51 2.4 ng 154243 5 14.17 1311270 20.0
unknownl13.84 13.84 3.9 ng 252680 5 14.17 1311270 20.0
n-Tetracosanol-1 13.98 4.7 ng 310465 5 14.17 1311270 20.0
Docosanoic acid, ... 14.08 3.5 ng 226896 5 14.17 1311270 20.0
Squalene 15.04 2.0 ng 100053 6 15.72 982187 20.0

8270-BF061118.M Wed Jun 13 17:25:32 2018 Page: 18



