LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092418\
Data File : BF109275.D

Aca On : 24 Sep 2018 18:37

Operator : JU/SJ

Sample : J4770-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF092218 .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 5.310 544 548 558 rBV 982996 841795 11.92% 2.791%
2 6.339 719 723 726 rBVY 1118585 887513 12.57% 2.943%
3 6.475 742 746 749 rBV 1143841 906515 12.84% 3.006%
4 6.710 782 786 789 rBV 868316 696936 9.87% 2.311%
5 6.863 809 812 816 rVB 879369 693532 9.82% 2.300%
6 7.263 876 880 888 rBV 629244 543365 7.70% 1.802%
7 7.992 1000 1004 1007 rBV 1111157 925793 13.11% 3.070%
8 9.063 1183 1186 1190 rBvV 1181208 945100 13.39% 3.134%
9 9.457 1250 1253 1256 rBV 289810 223114 3.16% 0.740%
10 9.739 1297 1301 1305 rBVvV2 1156350 987377 13.99% 3.274%
11 10.404 1410 1414 1417 rBV 66110 70716 1.00% 0.234%

12 10.522 1431 1434 1439 rBvV 677012 544959 7.72% 1.807%
13 10.657 1454 1457 1458 rBV 153512 132829 1.88% 0.440%
14 11.104 1530 1533 1536 rBV2 169744 155295 2.20% 0.515%
15 11.133 1536 1538 1544 rVB 94424 87238 1.24% 0.289%

16 11.216 1549 1552 1555 rBV 977159 902421 12.78% 2.992%
17 11.239 1555 1556 1560 rVvVv 287783 180062 2.55% 0.597%
18 11.292 1560 1565 1568 rVB 86398 90602 1.28% 0.300%
19 11.527 1602 1605 1607 rBV 183575 135045 1.91% 0.448%
20 11.627 1618 1622 1625 rVB 1417614 1209889 17.14% 4.012%

21 11.757 1640 1644 1647 rBV2 137976 149771 2.12% 0.497%
22 11.827 1653 1656 1659 rBV2 78267 86629 1.23% 0.287%
23 11.933 1671 1674 1679 rVB 180991 163443 2.32% 0.542%
24 12.316 1733 1739 1741 rBV 5877511 7059325 100.00% 23.409%
25 12.339 1741 1743 1748 rVB 5356581 4422582 62.65% 14.665%

26 12.416 1752 1756 1760 rBV2 1161026 1201907 17.03% 3.986%
27 12.468 1762 1765 1767 rVB 124361 110943 1.57% 0.368%
28 12.651 1791 1796 1799 rBV 552977 551037 7.81% 1.827%
29 12.692 1800 1803 1810 rVB2 161244 199141 2.82% 0.660%
30 12.798 1818 1821 1827 rVB 823969 693652 9.83% 2.300%

31 12.968 1847 1850 1860 rBV2 228189 379849 5.38% 1.260%
32 13.045 1860 1863 1867 rBV2 241091 265102 3.76% 0.879%
33 13.139 1876 1879 1882 rBV 131616 123103 1.74% 0.408%
34 13.386 1918 1921 1924 rBV 173123 138630 1.96% 0.460%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092418\
Data File : BF109275.D

Aca On : 24 Sep 2018 18:37

Operator : JU/SJ

Sample : J4770-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.715 1974 1977 1982 rVB 160066 142079 2.01% 0.471%

36 13.804 1989 1992 1994 rBV 96536 96444 1.37% 0.320%
37 13.845 1994 1999 2002 rVvVv2 899337 996639 14.12% 3.305%
38 13.868 2002 2003 2006 rVB 181131 107534 1.52% 0.357%
39 14.027 2027 2030 2033 rVB2 188301 147206 2.09% 0.488%
40 14.333 2079 2082 2084 rVB 172192 160240 2.27% 0.531%

41 14.627 2129 2132 2136 rBVY 175802 163656 2.32% 0.543%
42 14.727 2146 2149 2158 rVB 180794 278614 3.95% 0.924%
43 14.851 2167 2170 2180 rVB 158156 284968 4.04% 0.945%
44 14.939 2183 2185 2190 rVB2 171297 193777 2.74% 0.643%
45 15.127 2215 2217 2223 rVB 97427 110368 1.56% 0.366%

46 15.186 2225 2227 2233 rVB 121103 126466 1.79% 0.419%
47 15.251 2234 2238 2241 rBV 426946 495343 7.02% 1.643%
48 15.698 2311 2314 2318 rVB 115839 148185 2.10% 0.491%

Sum of corrected areas: 30156729
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109275.D

Aca On : 24 Sep 2018 18:37

Operator : JU/SJ

Sample : J4770-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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: BF109275.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109275.D

Aca On : 24 Sep 2018 18:37

Operator : JU/SJ

Sample : J4770-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 4

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

6.47 26.01 ng 906515 1,4-Dichlorobenzene-d4 6.71
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 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 745 (6.469 min): BF109275.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
200 9%.0 J "T550 640 660 680
01 T L e e m/z 68.10 47 .36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 IREBEARSE RS LRSS S
6.20 6.40 6.60 6.80
310 510 m/z 134.00 31.42%
01 AL SN B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 6.80
5000 m/z 66.00 29.51%
104.0
0 27'0 5]\-”.\0 66‘.0 \H\ 89'0 “
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e AR
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.10%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|‘h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| R R AR RaR
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109275.D

Aca On : 24 Sep 2018 18:37

Operator : JU/SJ

Sample : J4770-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Tridecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.66 2.94 ng 132829 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Octacosane 394 C28H58 000630-02-4 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 1458 (10.663 min): BF109275.D (-1454) (-) m/z 57.10 100.00%
57.1
5000 &K
9 e
1340 183.2 10.40 10.60 10.80 11.00
o‘,lﬂl,, | m/z 71.10  79.09%
m/z--> 50 100 150 200 250 300 350
Abundance #48834: Tridecane
57.0 ﬂ
5000 LI B B SULRLLE B
mmmmmmnm
9.0 m/z 43.10 64 .10%
oL 2L L LT, 2an0 1880
m/z--> 55 160 150 200 250 300 350 '
Abundance #209566: Octacosane
57.0
10,40 10.60 10.80 11.00
5000 m/z 85.10 39.90%
99.0
0 27,00 | | | | 14 0 1830 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 350 ' “
Abundance #117637: Nonadecane R R E e
57.0 10.40 10.60 10.80 11.00
m/z 41.00 31.05%
5000
99.0
0 27\‘0\ | |l \] J J il 141 0 183 0 268 O
m/z--> 55 160 1éo 200 250 300 350 ' 1040 1060 1080 1f00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109275.D

Aca On : 24 Sep 2018 18:37

Operator : JU/SJ

Sample : J4770-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Tetracosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.53 2.99 ng 135045 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Nonadecane 268 C19H40 000629-92-5 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 1605 (11.527 min): BF109275.D (-1602) (-) m/z 57.05 100.00%
57.0
5000 8.1
1131947 1 11.20 11.40 11.60 11.80
0 ,,I it ies 1072 2462 o n/z 43.10  71.45%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #175557: Tetracosane
57.0
5000 LR UL B SR S
85.0 1120 11140 11.60 11.80
29.0 m/z 71.10 67.88%
ol I | ) +30141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> 25 45 60 85 160120140160180200220240260280300320340
Abundance #141426: Heneicosane
57.0
650 11.20 11.40 11.60 11.80
5000 ‘ m/z 85.10 49 _.67%
29.0 113.0
. Ty (14101690 1970225.0253.0  296.0
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 350 34'10
Abundance #94346: Heptadecane L L L B L BN |
57.0 11.20 11.40 11.60 11.80
m/z 41.10 34.39%
85.0
5000
29.0
L L 113014101690 197.0  240.0
m/z--> 25&&8m®mmmmmmmmm%mmﬁﬁmh umumumu%'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109275.D

Aca On : 24 Sep 2018 18:37

Operator : JU/SJ

Sample : J4770-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 6 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.63 26.81 ng 1209890  Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 92
3 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 87
4 Dodecanoic acid. 10-methvl-. met... 228 C14H2802 005129-65-7 86
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 1622 (11.627 min): BF109275.D (-1618) (-) m/z 74.00 100.00%
74.0
5000
43.1
L]y s e 2.2 e e e 2o
185.2 270 3 : : : :
0 ....,....|',.-.'.| ':!..',...1?1.9..,|...1.6?.’f.. et e m/z 87.10 73.19%
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 L L L LB
43.0 11.40 11.60 11.80 12.00
143.0 m/z 43.10 33.71%
| 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
B R
11.40 11.60 11.80 12.00
5000 43.0 m/z 55.10 25.74%
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 #50099: Decanoic acid, methyl ester e o e
74.0 11.40 11.60 11.80 12.00
m/z 41.10 25.08%
43.0
5000
143.0
101.0
O bl el 1880 e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109275.D

Aca On : 24 Sep 2018 18:37

Operator : JU/SJ

Sample : J4770-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 n-Hexadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.76 3.32 ng 149771 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1645 (11.763 min): BF109275.D (-1640) (-) m/z 73.00 100.00%

431 730

5000

213.2
157.1 185.1

256.2 11.40 11.60 11.80 12.00

0! m/z 43.10 87 .96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41/0
5000 129.0 R N ISR U B

11.40 11.60 11.80 12.00
60 | M/z 60.00 76.28%

157.0 1850 213.0

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

Abundance #95854: Pentadecanoic acid
43.0 73.0
R
11.40 11.60 11.80 12.00
5000 m/z 57.05 73.29%
129.0 242.0
T ™2 X
1 A O Y .-~ T I A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid R
43.0 73.0 11.40 11.60 11.80 12.00
‘ m/z 41.05 68.18%
5000
- 129.0 1710 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109275.D

Aca On : 24 Sep 2018 18:37

Operator : JU/SJ

Sample : J4770-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.32 156.45 ng 7059330 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 98
4 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 97
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 96
Abundance Scan 1740 (12.321 min): BF109275.D (-1733) (-) m/z 67.05 100.00%
67.0
41.1
5000
178.2 . 263.3 9943 12.00 12.20 12.40 12.60
Obprrrolied 2293 m/z 81.05 87.18%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000 SRR UL SRR R
12.00 12.20 12.40 12.60
m/z 55.05 65.85%
ol 123.0 1490 4759 2620 294.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
4.0 610
12,00 12.20 12.40 12.60
5000 95.0 m/z 95.10 59.61%
294.0
0 ‘ “ 12\? OH\ 15? 0 4 178 0 220 0 263 0 ‘
miz-> 20 40 60 80 100 120 140 160 1éo 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester R ARARE EEEEE e
67.0 12.00 12.20 12.40 12.60
21.0 m/z 41.10 56.85%
' 95.0
5000
o} P R
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12,40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109275.D

Aca On : 24 Sep 2018 18:37

Operator : JU/SJ

Sample : J4770-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.34 98.02 ng 4422580 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
2 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
3 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
4 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
Abundance Scan 1743 (12.339 min): BF109275.D (-1741) (-) m/z 55.10 100.00%
58.1
5000 ﬁmJNA
1111 2222 264.3 VAR IR BN U
137.1 180.2 : 206.3 12.00 12.20 12.40 12.60
o} ' m/z 41.10 72 .96%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester
58.0
5000 NN AR R
12.00 12.20 12.40 12.60
29.0 111.0 264.0 m/z 69.10 69.45%
"~ 1380 1800 2220 296.0
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)-
58.0
12,00 12.20 12.40 12.60
5000 m/z 74.10 60.30%
296.0
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester R L L RER
58.0 12.00 12.20 12.40 12.60
m/z 83.10 53.89%
5000
o 296.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12,00 12.20 12,40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109275.D

Aca On : 24 Sep 2018 18:37

Operator : JU/SJ

Sample : J4770-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Bicyclo[10.1.0]tridec-1-ene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.97 7.62 ng 379849 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol10.1.01tridec-1-ene 178 C13H22 054766-91-5 76
2 1.E-6.Z-11-Hexadecatriene 220 C16H28 083483-55-0 64
3 Cis-4-methvl-exo-tricvclol5.2.1.... 150 C11H18 1000215-29-2 58
4 Cvclooctene. 4-ethenvl- 136 C10H16 001124-45-4 55
5 Cis-8-methyl-exo-tricyclo[5.2.1.... 150 C11H18 1000215-29-3 49
Abundance Scan 1850 (12.968 min): BF109275.D (-1847) (-) m/z 67.00 100.00%
67.0
41.0
5000
| 1260 12.80 13.00 13.20
I m/z 81.10 75.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #44124: Bicyclo[10.1.0]tridec-1-ene
410 671.0
5000 AR AU AR AR B
12/60 12.80 13.00 13.20
m/z 79.00 69 .50%
149.0 178.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #77680: 1,E-6,Z-11-Hexadecatriene
41.0 67.0

12.60 12.80 13.00 13.20
m/z 41.05 54.68%

5000
‘ 21.0 149.0
Ot 220.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #23979: Cis-4-methyl-exo-tricyclo[5.2.1.0(2.6)]decane L BT o e
67.0 12.60 12.80 13.00 13.20
103.0 m/z 55.05 50.65%
5000 410
135.0
ol L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109275.D

Aca On : 24 Sep 2018 18:37

Operator : JU/SJ

Sample : J4770-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heneicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.33 3.22 ng 160240 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Nonadecane 268 C19H40 000629-92-5 86
4 Octadecane. l1l-iodo- 380 C18H37I1 000629-93-6 86
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 2081 (14.327 min): BF109275.D (-2079) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.1 201 14.00 14.20 14.40 14.60
1411
ok ] ,I. Lo It 20811971 g7 2072 30428341 0 "m/z 71.10 73.87%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 R UM UL UL UL
14.00 14.20 14.40 14.60
m/z 43.10 65.71%
29.0 113.0
oLl J Lyd J 141:0160.0197.0225 02530 _ 296.0
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
85.0 14.00 14.20 14.40 14.60
5000 m/z 85.10 48 _.57%
29.0
oL L g PP O10160.01070 2400
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane R AEmEEEE L
57.0 14.00 14.20 14.40 14.60
m/z 55.10 21.28%
5000 85.0
29.0
oL “ | 411?91410169019702250 268.0
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109275.D

Aca On : 24 Sep 2018 18:37

Operator : JU/SJ

Sample : J4770-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Pentadecane, 8-hexyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.63 6.61 ng 163656 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2132 (14.627 min): BF109275.D (-2129) (-) m/z 57.10 100.00%
57.1
5000
e " 14%0 1460 14130 15,00
41.1 : : : :
ol L d ~l|, (41 1832 2182 2531 2051 3362 3132 nu 7110 80.64%
m/z--> 50 100 150 200 250 300 350
Abundance #141433: Pentadecane, 8-hexyl-
43.0
5000 85.0 LR B SR L B
14,40 14.60 14.80 15.00
196.0 m/z 43.10 69.38%
ol b d g P2 1670 | posozeso peao
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
" 14.40 14.60 14.80 15.00
5000 m/z 85.10 59.12%
99.0
. 2qﬂ || J 1“0\1%0 225.0 267.0296.0
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane R mEEEE RS S
57.0 14.40 14.60 14.80 15.00
m/z 55.10 24 .35%
5000
. qﬂ||f?‘ym;m02%0%m
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109275.D

Aca On : 24 Sep 2018 18:37

Operator : JU/SJ

Sample : J4770-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 17 Benzamide, 5-bromo-2-hydrox... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.73 11.25 ng 278614 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. 5-bromo-2-hvdroxv-N-(... 300 C12H17BrN202 289660-53-3 72
2 3-(Dimethvlamino)propvl isothioc... 144 C6H12N2S 027421-70-1 72
3 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 72
4 9-Azabicvclol6.1.01non-4-en-9-am... 138 C8H14N2 066387-78-8 68
5 3(N,N-Dimethylmyristylammonio)pr... 363 C19H41NO3S 014933-09-6 64

Abundance Scan 2149 (14.727 min): BF109275.D (-2146) (-) m/z 58.10 100.00%

58.1
5000

157.1 2811 366.4 14. 40 14. 60 14. 80 15. OO
ol 4381 5719012220 2611 8202 S04 m/z 72.10  6.92%

m/z--> 0 50 100 150 200 250 300 350
Abundance #144082: Benzamide, 5-bromo-2-hydroxy-N-(3-dimethylaminopr...
58.0

5000 LN L L L L L LB L |
14.40 14.60 14.80 15.00
m/z 55.10 5.71%
0 L | /920 1450  199.0230.0 3Q?0
T A b
m/z--> 0 50 100 150 200 250 300 350
Abundance #20564: 3-(Dimethylamino)propyl isothiocyanate
58.0
AR B
14.40 14.60 14.80 15.00
5000 m/z 157.10 5.50%
101.0
0 ,1ﬁP¢e¢,w IO . Mwﬂmww¢waM»Jﬂh-wM4wVw~wv
m/z--> 0 50 100 150 200 250 300 350
Abundance #29184: N,N-Dimethyloctylamine T
58.0 14. 40 14. 60 14. 80 15. 00

m/z 59.05 5.41%

5000
270\\ 114.0 157.0
O T

m/z--> 0 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109275.D

Aca On : 24 Sep 2018 18:37

Operator : JU/SJ

Sample : J4770-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 18 Docosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .94 7.82 ng 193777 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2185 (14.939 min): BF109275.D (-2183) (-) m/z 57.10 100.00%
57.1
5000 851

27 1 252.1 14.60 14.80 15.00 15.20
1832 310.1 371.2
oL, l A II A of2131 | 2821310.134223782 | sz 71 10 65.88%

f
m/z--> 50 150 200 250 300 350
Abundance #153223: Docosane
570

5000 RS
14 60 14. 80 15. OO 15. 20
l I m/z 43.10 61.19%
IJI]

140 1m0 zmoy 300

O R e
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
R N e e
14.60 14.80 15.00 15.20
5000 m/z 85.10 51.47%
99.0
ol L. || JJ 1410 183.0 2250 267.0 309.0  367.0
it b
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane R A REER R
57.0 14.60 14.80 15.00 15.20
m/z 55.10 20.52%
5000
99.0
0 27,0 I Ly 1410‘ 183.0 225.0 267.0 309.0338.0
m/z--> 50 100 150 200 250 300 350 14 60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092418\
Data File : BF109275.D

Aca On : 24 Sep 2018 18:37

Operator : JU/SJ

Sample : J4770-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 20 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.70 5.98 ng 148185 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Octacosane 394 C28H58 000630-02-4 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 81
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 80
Abundance Scan 2314 (15.698 min): BF109275.D (-2311) (-) m/z 57.10 100.00%
57.1
5000
99. L
141 1 266.1 3952 15.40 15.60 15.80 16.00
o,ll L gL e el | 2 L3 Tm/z 71.10  74.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000 LR BRI BUMLIL BB BUL
15. 40 15. 60 15. 80 16. oo
99.0 m/z 43.10 58.03%
410
oL ol LU 4| 20 30 2250 220
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 55.66%
99.0
0 27‘0‘ I I “ | 1410 1830 225.0 281.0 337.0 394.0
m/z--> 50 100 1%0 200 250 360 3éo 460
Abundance #202661: Heptacosane R R e R
57.0 15.40 15.60 15.80 16.00
m/z 55.10 22 .36%
5000
.0
o 27,0 | | ] tl | 1410 183Q 225.0 267.0 309.0 380.0
m/z--> 5'0 100 1&1;0 200 250 3(')0 35'30 400 15. 40 15. 60 15. 80 16. oo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092418\
Data File : BF109275.D

Acq On : 24 Sep 2018 18:37

Operator : JU/SJ

Sample : J4770-13 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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 .47 6.47 26.0 ng 906515 1 6.71 696936 20.0
Tridecane 10.66 2.9 ng 132829 4 11.22 902421 20.0
Tetracosane 11.53 3.0 ng 135045 4 11.22 902421 20.0
Hexadecanoic acid... 11.63 26.8 ng 1209890 4 11.22 902421 20.0
n-Hexadecanoic acid 11.76 3.3 ng 149771 4 11.22 902421 20.0
9,12-Octadecadien... 12.32 156.4 ng 7059330 4 11.22 902421 20.0
16-Octadecenoic a... 12.34 98.0 ng 4422580 4 11.22 902421 20.0
Bicyclo[10.1.0]tr... 12.97 7.6 ng 379849 5 13.84 996639 20.0
Heneicosane 14 .33 3.2 ng 160240 5 13.84 996639 20.0
Pentadecane, 8-he... 14.63 6.6 ng 163656 6 15.25 495343 20.0
Benzamide, 5-brom... 14.73 11.3 ng 278614 6 15.25 495343 20.0
Docosane 14 .94 7.8 ng 193777 6 15.25 495343 20.0
Eicosane 15.70 6.0 ng 148185 6 15.25 495343 20.0
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