LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110118\

Data File : BF110378.D

Aca On : 1 Nov 2018 20:07 Instrument :
Operator : JU/SJ BNA_F

Sample : J5192-05 2X ClientSampleld :
Misc i AU-05-103118-A
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-BF102318.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 2.257 24 29 48 rVB 152859 276575 27.72% 2.160%
2 5.181 523 526 534 rBV 24546 29150 2.92% 0.228%
3 5.575 589 593 611 rBV 760300 704415 70.61% 5.502%
4 6.575 759 763 781 rBV 739524 731356 73.31% 5.712%
5 6.722 784 788 802 rBV 880293 751254 75.31% 5.868%
6 6.957 824 828 831 rBV 503199 443362 44.44% 3.463%
7 7.110 850 854 868 rBV 692266 590891 59.23% 4.615%
8 7.516 919 923 934 rBV 433604 436600 43.77% 3.410%
9 8.239 1042 1046 1066 rBV 542509 541534 54.28% 4._.230%
10 9.310 1224 1228 1238 rBV 812349 723519 72.53% 5.651%
11 9.704 1290 1295 1301 rBV 70857 76378 7.66% 0.597%

12 9.998 1341 1345 1352 rVB 503033 485907 48.71% 3.795%
13 10.786 1475 1479 1488 rBV 337430 323186 32.40% 2.524%
14 10.892 1492 1497 1502 rVB2 11289 17483 1.75% 0.137%
15 11.486 1594 1598 1601 rBV 490597 422883 42.39% 3.303%

16 11.510 1601 1602 1607 rVB 71303 45070 4._.52% 0.352%
17 11.857 1658 1661 1664 rBV 409622 315955 31.67% 2.468%
18 11.992 1680 1684 1687 rBV 41234 39002 3.91% 0.305%
19 12.021 1687 1689 1693 rVB2 15499 14882 1.49% 0.116%
20 12.104 1700 1703 1706 rBVZ2 18241 21440 2.15% 0.167%

21 12.545 1774 1778 1780 rBV 1060804 945247 94 .75% 7.383%
22 12.568 1780 1782 1789 rVV 1167590 997583 100.00% 7.792%
23 12.651 1793 1796 1799 rVB 297953 234312 23.49% 1.830%
24 12.704 1799 1805 1809 rBV 156874 138509 13.88% 1.082%
25 12.933 1838 1844 1850 rVB 134581 153763 15.41% 1.201%

26 13.068 1859 1867 1870 rBV 690086 620700 62.22% 4.848%

27 13.151 1877 1881 1885 rBV5 10966 19002 1.90% 0.148%
28 13.245 1892 1897 1898 rBvV4 15645 21333 2.14% 0.167%
29 13.263 1898 1900 1904 rVv2 22991 34781 3.49% 0.272%
30 13.298 1904 1906 1909 rVv2 21322 20981 2.10% 0.164%
31 13.374 1913 1919 1925 rBvV4 40538 57330 5.75% 0.448%
32 13.486 1935 1938 1942 rBvV4 29996 34467 3.46% 0.269%
33 13.527 1942 1945 1951 rVB2 64929 78507 7.87% 0.613%
34 13.615 1957 1960 1964 rBV3 14713 18583 1.86% 0.145%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110118\

Data File : BF110378.D

Aca On : 1 Nov 2018 20:07 Instrument :
Operator : JU/SJ BNA_F

Sample : J5192-05 2X ClientSampleld :
Misc i AU-05-103118-A
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\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.774 1984 1987 1988 rBV 17461 16991 1.70% 0.133%
36 13.804 1990 1992 1996 rVB4 14911 19597 1.96% 0.153%
37 13.880 2002 2005 2008 rBV3 15404 19163 1.92% 0.150%
38 13.951 2013 2017 2020 rVV3 58932 68211 6.84% 0.533%
39 13.980 2020 2022 2029 rVB 25234 31862 3.19% 0.249%
40 14.039 2029 2032 2035 rBV2 36733 39872 4._00% 0.311%
41 14.133 2043 2048 2051 rBVY 646287 658942 66.05% 5.147%
42 14.157 2051 2052 2060 rVB 102897 95805 9.60% 0.748%
43 14.239 2064 2066 2068 rBVY 13153 13037 1.31% 0.102%
44 14.262 2068 2070 2074 rBVY 32993 30199 3.03% 0.236%
45 14.515 2112 2113 2117 rVB 18064 15866 1.59% 0.124%
46 14.568 2119 2122 2131 rVB2 54673 68240 6.84% 0.533%
47 14.886 2172 2176 2179 rVB 74578 75980 7.62% 0.593%
48 15.033 2199 2201 2206 rVB5 16568 19072 1.91% 0.149%

49 15.204 2226 2230 2233 rBVY 61764 101331 10.16% 0.791%
50 15.239 2233 2236 2240 rVB2 101023 122399 12.27% 0.956%

51 15.521 2281 2284 2289 rVB 42909 55045 5.52% 0.430%
52 15.586 2292 2295 2299 rVV 50039 60656 6.08% 0.474%
53 15.656 2299 2307 2311 rBV2 389052 607833 60.93% 4.747%
54 16.092 2376 2381 2386 rBV 74723 118439 11.87% 0.925%

55 16.374 2426 2429 2433 rVB4 20455 24333 2.44% 0.190%

56 16.621 2467 2471 2483 rVB2 50298 100262 10.05% 0.783%

57 17.992 2699 2704 2717 rVB9 27832 74256 7.44% 0.580%
Sum of corrected areas: 12803331
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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\BF110118\

BF110378.D
1 Nov 2018 20:07
Jus/sJ
J5192-05 2X AU-05-103118-A
19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M

ASP

BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

1000000

800000

600000

400000

200000

2.26

TIC: BF110378.D

6.72
5.57 6.57
7.11

6.96
7.52

58 || h |

0
Time-->

I I
3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance

1000000

800000

600000

400000

200000

8.24

TIC: BF110378.D

13.07

10.00 11.49

11.86

10.79 265

7012 93
11.51

\ %{O 0.89 .. 0 -b&@%

0
Time-->

8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

1000000

800000

600000

400000

200000

TIC: BF110378.D

14.13

15.66
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110118\

Data File : BF110378.D

Aca On - 1 Nov 2018 20:07

Operator : JU/SJ

a?ggle ; J5192-05 2X AU-05.103118.A
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.26 12.48 ng 276575 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 12

Abundance Scan 29 (2.257 min): BF110378.D (-24) (-) m/z 73.10 100.00%
73.1

-

5000 43.0
55.0 87.1
| 2.202.30 2.40 2.50 2.60 2.70
b st el e b e e e e || M/z 43.05 41, 19%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L B L R L B B
43.0 2.202.30 2.40 2.50 2.60 2.70
550 87.0 m/z 55.00 29.43%
29.0
ol Ll .
B B o B LI I N b e e o e S R R S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.202.30 2.40 2.50 2.60 2.70
5000 410 550 m/z 87.10 27 .22%
29.0
o ] sro 1120 a0
(O o o B B LIS o o o e o RARA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 2.202.30 2.40 2.50 2.60 2.70
m/z 41.00 13.05%
5000 43.0
58.0
N R S S N DM
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

8270-BF102318_.M Fri Nov 02 11:57:45 2018

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110118\

Data File : BF110378.D

Aca On - 1 Nov 2018 20:07

Operator : JU/SJ

a?ggle ; J5192-05 2X AU-05.103118.A
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.72 Concentration Rank 3

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

6.72 33.89 ng 751254 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 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 788 (6.722 min): BF110378.D (-784) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 sa0 || o o %0 6.40 6.60 680 7.00
0 : B E e m/z 68.10 40.20%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 LRSS AR AR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.87%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.78%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.34%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R EaE
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\HPCHEM1\BNA F\DATA\BF110118\

Data File : BF110378.D

Aca On - 1 Nov 2018 20:07

Operator : JU/SJ

a?ggle ; J5192-05 2X AU-05.103118.A
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC Library :
TIC Integration Parameters:

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

Peak Number 4 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.86 14.94 ng 315955 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 99
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 80
Abundance Scan 1662 (11.863 min): BF110378.D (-1658) (-) m/z 74.00 100.00%
74.0
5000
43.0
1431 rrryrrrryrrrrprrrrrrroTi
| h | 97.0 1,5 185.1 270.3 11.60 11.80 12.00 12.20
Ob ek bl (2230 L ey M7z 87.00 77.91%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 L UL B UL I
43.0 11,60 11.80 12.00 12.20
143.0 m/z 43.05 35.24%
mz-> 20 40 60 80 '1'66' 30 140 180 '1'86' Py 'z'Ju')' P
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11.60 11.80 12.00 12.20
5000 43.0 m/z 55.00 29.03%
143.0
Oyt il T2 aaz0, 1850 2210 2700
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methyl tetradecanoate
74.0 11.60 11.80 12.00 12.20
m/z 41.00 26.23%
5000
43.0
m/z--> 25 Jo 60 éo 100 150 140 160 180 200 220 250 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110118\

Data File : BF110378.D

Aca On - 1 Nov 2018 20:07

Operator : JU/SJ

a?ggle ; J5192-05 2X AU-05.103118.A
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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.
12.55 44_.70 ng 945247 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
3 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
Abundance Scan 1779 (12.551 min): BF110378.D (-1774) (-) m/z 67.00 100.00%
67.0
41.0
5000
l 1231 1501 1504 920.2 2633 2942 12.20 12.40 12.60 12.80
Obr s m/z 81.05 85.49%
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)-
41.0 67.0
5000 AR SRR AR LR
12.20 12.40 12.60 12.80
m/z 55.00 70.62%
ol 123.0 1490 4759 2620 294.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139725: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0
12.20 12.40 12.60 12.80
5000 m/z 95.05 60.88%
294.0
) 123.0 150.0 178.0 0.0 263.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate T T T T
67.0 12,20 12.40 12.60 12.80
m/z 41.05 55.46%
5000
294.0
1230 1500 1784 2000 2620
o} R e L 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\HPCHEM1\BNA F\DATA\BF110118\

Data File : BF110378.D

Aca On - 1 Nov 2018 20:07

Operator : JU/SJ

a?ggle ; J5192-05 2X AU-05.103118.A
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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.
12.57 47.18 ng 997583 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99

Abundance Scan 1782 (12.568 min): BF110378.D (-1780) (-) m/z 55.10 100.00%

5000

_i?3§55==

12.20 12.40 12.60 12.80
m/z 41.10 63.39%

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

%

5000 LI L L L L L L LB L
12.20 12.40 12.60 12.80
m/z 69.10 61.56%
. 180.0 222.0 264.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester
55.0
T

12.20 12.40 12.60 12.80
m/z 74.00 54.08%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester A o e R
55.0 12.20 12.40 12.60 12.80
m/z 83.10  48.46%

5000

29.0 264.0

180.0 222.0 296.0

I I
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110118\

Data File : BF110378.D

Aca On - 1 Nov 2018 20:07

Operator : JU/SJ

a?ggle ; J5192-05 2X AU-05.103118.A
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 7 Methyl stearate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.65 11.08 ng 234312 Phenanthrene-d10 11.49
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 96
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 87
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87

Abundance Scan 1796 (12.651 min): BF110378.D (-1793) (-) m/z 74.00 100.00%
74.0
5000 43.0
143.1 L B B B B
97.0 199.1 255.2 12.40 12.60 12.80 13.00
298.3
0...,....,...“',..l'..,'.!..','..-..,....,....1.7.1..0.... 2212 L RS Tm/z 87.00  74.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143128: Methyl stearate
74.0
5000 43.0
12.40 12.60 12.80 13.00
970 143.0 109.0 255.0 238.0 m/z 43.05 38.17%
A o | oo |
m/z--> 20 40 60 80 160 150 140 160 180 200 220 240 260 280 360
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
' 12.40 1260 12.80 13.00
5000 m/z 55.00 27 .86%
28.0
L 143.0 o550 2980
101.0 199.0
T O S =7 YA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107593: Pentadecanoic acid, methyl ester T T P T T T
74.0 12,40 12.60 12.80 13.00
m/z 41.10 24 .41%
5000
e 10 213.0
1010
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

8270-BF102318_.M Fri Nov 02 11:57:48 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110118\

Data File : BF110378.D

Aca On - 1 Nov 2018 20:07

Operator : JU/SJ

a?ggle ; J5192-05 2X AU-05.103118.A
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknownl3.53 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.53 2.38 ng 78507 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenecarboxvlic acid. 2-... 202 C12H1003 000947-62-6 25
2 Phenanthrene. 9-butvl-1.2.3.4.5.... 242 C18H26 016703-29-0 20
3 3-Methoxv-5-naphthoic acid 202 C12H1003 007498-58-0 20
4 9-Chloromethvl-S-octahvdrophenan... 234 C15H19ClI 1000255-17-2 18
5 n-Heptanoic acid,methyl(tetramet... 228 C12H2402Si 1000217-03-6 18
Abundance Scan 1945 (13.527 min): BF110378.D ( 1942) (-) m/z 202.10 100.00%

5000

13.20 13.40 13.60 13.80

0 m/z 199.10 74.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62564: 1-Naphthalenecarboxylic acid, 2-methoxy-
202.0

A A
LI L L L L B B

13.20 13.40 13.60 13.80
m/z 213.10 70.48%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96026: Phenanthrene, 9-butyl-1,2,3,4,5,6,7,8-octahydro-
199.0
13.20 13.40 13.60 13.80
5000 242.0 m/z 284.20 50.05%
157.0
41.0 910 128.0
67.0 78,
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62539: 3-Methoxy-5-naphthoic acid e L A
202.0 13.20 13.40 13.60 13.80
m/z 159.10 49 .88%
5000
159.0
0 45.0 770 10:\30\1270 M‘ ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13. 40 13 60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110118\

Data File : BF110378.D

Aca On - 1 Nov 2018 20:07

Operator : JU/SJ

a?ggle ; J5192-05 2X AU-05.103118.A
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.95 2.07 ng 68211 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 53
2 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 53
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 53
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 53
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 53

Abundance Scan 2017 (13.951 min): BF110378.D (-2013) (-) m/z 57.05 100.00%

57.0

5000

13.60 13.80 14.00 14.20

(o m/z 43.05 77.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
5000 . L L B B B
13.60 13.80 14.00 14.20
m/z 55.00 62.91%
196.0:
o 18. . 227.0555
m/z--> 50 100 150 200 250 300 350 400
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
57.0
97'0 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 71.05 54 _.44%
196.0
oLzsol AL J} ‘ f400 | 1959 2410 342.0
- T I T T I I T I T T 1 1 I T T 1T I T T 1T I T T T 7T I T
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R B
57.0 13.60 13.80 14.00 14.20
97.0 m/z 83.05 53.79%
5000
169.0
o260 | || ‘u #3*?0 |, 2190 2550 406.0
e B N B e BSAa an s ma e e et R e e N REERE
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF102318_.M Fri Nov 02 11:57:49 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110118\

Data File : BF110378.D

Aca On - 1 Nov 2018 20:07

Operator : JU/SJ

a?ggle ; J5192-05 2X AU-05.103118.A
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .57 2.07 ng 68240 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Triacontane 422 C30H62 000638-68-6 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2122 (14.568 min): BF110378.D (-2119) (-) m/z 57.05 100.00%
57.0
5000
o1 2580 12120 14140 14160 1480
okl m/z 71.10 66.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 L B B B SR B
mmmmmmmm
99.0 m/z 43.00 64.57%
oL.25/0 I J / 14}0 183.0 225.0 296.0
m/z--> §o 100 1éo 260 250 360 3%0 460
Abundance #209566: Octacosane
57.0
14.20 14140 14.60 14.80
5000 m/z 85.10 50.10%
99.0
oL.25/0 ‘ |y, 1410 1830 2250 281.0 337.0 394.0
m/z--> §o 160 1éo 200 250 300 350 460
Abundance #219831: Triacontane R B B e o
57.0 14.20 14.40 14.60 14.80
m/z 41.05 25.85%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> 5'0 100 1&'30 200 250 3(')0 3%0 4(')0 14'20 14. 40 14 60 14|80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110118\

Data File : BF110378.D

Aca On - 1 Nov 2018 20:07

Operator : JU/SJ

a?ggle ; J5192-05 2X AU-05.103118.A
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.89 2.31 ng 75980 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Tridecane. 7-propvl- 226 C16H34 055045-09-5 87
3 Octacosane 394 C28H58 000630-02-4 83
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 83
5 Hexacosane 366 C26H54 000630-01-3 83

Abundance Scan 2177 (14.892 min): BF110378.D (-2172) (-) m/z 57.05 100.00%

51.0
5000

99.1 e
1550 197.1 2540 14.60 14.80 15.00 15.20

o m/z 71.05 62.68%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
5000 LA L L L L LB
14.60 14.80 15.00 15.20
99.0 m/z 43.05 55.84%
oL Z Ay 40 s 200
m/z--> 50 100 150 200 250 300 350
Abundance #83029: Tridecane, 7-propyl-
43.0
R N REEE S R
850 14.60 14.80 15.00 15.20
5000 & m/z 85.10 50.30%
140.0
i 183.0
o bod, 1 4 260
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane A S AR,
57.0 14.60 14.80 15.00 15.20
m/z 55.05 23.29%
5000
99.0
L2100 || 1) 230 130 ms0 o s s
I i e o e e B B e e T LA o B o o e B R N REEE S R
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF102318_.M Fri Nov 02 11:57:51 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110118\

Data File : BF110378.D

Aca On - 1 Nov 2018 20:07

Operator : JU/SJ

a?ggle ; J5192-05 2X AU-05.103118.A
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Pentacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.09 3.90 ng 118439 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Hentriacontane 437 C31H64 000630-04-6 91

Abundance Scan 2381 (16.092 min): BF110378.D (-2376) (-) m/z 57.05 100.00%

57.0
5000 :

15.80 16.00 16.20 16.40

41.1169.1 210.2939 1267.2

(o} m/z 71.05 65.21%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
85.0
5000 LA L L L L L LB
15. 80 16. 00 16. 20 16. 40
m/z 43.10 62.44%
29.0 13.0
| L F JMLO1690197.0 2400
ol e B T i e A
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
s M
15.80 16.00 16.20 16.40
5000 85.0 m/z 85.10  48.05%
29.0 13.
o j ﬂ 14}01690197022502530 295.03230  367.0
i — A B R Aaaaa
m/z--> 50 150 200 250 300 350
Abundance #141425: Heneicosane R e AR
57.0 15.80 16.00 16.20 16.40
m/z 55.00 21.99%
o e W‘“‘\MMM
29.0
. L I L Jﬂ13°14101690197022502530 296.0
el B B e e e B s M
m/z--> 50 100 150 200 250 300 350 15. 80 16. 00 16. 20 16. 40

8270-BF102318_.M Fri Nov 02 11:57:51 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110118\
Data File : BF110378.D

Aca On : 1 Nov 2018 20:07

Operator : JU/SJ

Sample : J5192-05 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 13 Hexacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.62 3.30 ng 100262 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 83
2 Hentriacontane 437 C31H64 000630-04-6 83
3 Pentacosane 352 C25H52 000629-99-2 83
4 Octacosane 394 C28H58 000630-02-4 80
5 Tetratetracontane 619 C44H90 007098-22-8 80

Abundance Scan 2471 (16.621 min): BF110378.D (-2467) (-) m/z 57.10 100.00%
57.1
5000 Jﬁhﬂvwﬂwkw\ww/\mu“»meMWAuvw
99.0 HEDARUARA BN TN BN
] 141.1 1779 2]_3,]_2 51278.0 16.40 16.60 16.80 17.00
oL AL, - m/z 71.10 66.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 L BRI BN BUULILN B
16. 40 16 60 16. 80 17. 00
99.0 m/z 43.10 54 _.46%
ol 1, Il |, 1410 1830 2250 267.0 309.0 _367.0
m/z--> éo 160 1éo 200 250 360 3%0 460 '
Abundance #223852: Hentriacontane
57.0
" 16.40 16.60 16.80 17.00
5000 m/z 85.00 45 _.39%
99.0
0 L)y 1410 183.0 2250 267.0 309.0 351.0 437.0
m/z--> éo 160 1éo 260 250 360 3%0 460 '
Abundance #185533: Pentacosane N B B !
57.0 16.40 16.60 16.80 17.00
m/z 55.00 24 .21%
2000 WMM«/\MMWM
99.0
o Ly 141.0 1830 2250 267.0 300.0 352.0
m/z--> § 160 1éo 260 250 360 3%0 460 ! 1640 1660 1680 1700

8270-BF102318_.M Fri Nov 02 11:57:52 2018

AU-05-103118-A
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF110118\

Data File : BF110378.D

Aca On - 1 Nov 2018 20:07

Operator : JU/SJ

a?ggle ; J5192-05 2X AU-05.103118.A
ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknownl17.99 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.99 2.44 ng 74256 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl octadecvl ... 390 C22H4603S 1000309-18-5 32
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 27
3 Disulfide. di-tert-dodecvl 402 C24H50S2 027458-90-8 22
4 iso-Valeraldehvde propvlenealvco... 144 C8H1602 1000285-57-8 22
5 Oxalic acid, 6-ethyloct-3-yl hep... 328 C19H3604 1000309-34-5 16
Abundance Scan 2704 (17.992 min): BF110378.D (-2699) (-) m/z 57.00 100.00%
51.0
5000
| 17.60 17.80 18.00 18.20 18.40
o=——lh m/z 43.05 70.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #207558: Sulfurous acid, butyl octadecy! ester
57.0
5000 AL SURIUSE BURELRI UL
17.60 17.80 18.00 18.20 18.40
97 0 m/z 85.05 44.62%
Lol 41,1300 1m0 30 o
m/z--> 50 100 150 200 250 300 350 400
Abundance #200449: Sulfurous acid, octadecyl 2-propyl ester
43.0
o o 17.60 17.80 18.00 18.20 18.40
5000 : m/z 55.05 42.77%
ol . ‘\ J %550 1070 2530
m/z--> 50 100 150 200 250 300 350 400
Abundance #213038: Disulfide, di-tert-dodecy! BT
57.0 17.60 17.80 18.00 18.20 18.40
m/z 71.05 38.70%
5000
99.0
169.0
LR ‘ | 13370™%° a0 402.0
m/z--> 50 100 150 200 250 300 350 400 17:60 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110118\

Data File : BF110378.D

Acq On : 1 Nov 2018 20:07

Operator : JU/SJ

a?ggle ; J5192-05 2X AU-05.103118.A
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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]
Butane, 2-methoxy... 2.26 12.5 ng 276575 1 6.96 443362 20.0
unknown6.72 6.72 33.9 ng 751254 1 6.96 443362 20.0
Hexadecanoic acid... 11.86 14.9 ng 315955 4 11.49 422883 20.0
9,12-Octadecadien... 12.55 44.7 ng 945247 4 11.49 422883 20.0
9-Octadecenoic ac... 12.57 47.2 ng 997583 4 11.49 422883 20.0
Methyl stearate 12.65 11.1 ng 234312 4 11.49 422883 20.0
unknown13.53 13.53 2.4 ng 78507 5 14.13 658942 20.0
Ethanol, 2-(tetra... 13.95 2.1 ng 68211 5 14.13 658942 20.0
Heneicosane 14 .57 2.1 ng 68240 5 14.13 658942 20.0
Heptadecane 14.89 2.3 ng 75980 5 14.13 658942 20.0
Pentacosane 16.09 3.9 ng 118439 6 15.66 607833 20.0
Hexacosane 16.62 3.3 ng 100262 6 15.66 607833 20.0
unknownl17.99 17.99 2.4 ng 74256 6 15.66 607833 20.0
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