LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110843.D

Aca On : 19 Nov 2018 10:50

Operator : JU/SJ

Sample : J5762-05

Misc :

ALS Vial : 3 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-BF110818 .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 2.246 22 27 41 rVB 143343 217060 6.29% 0.503%
2 5.175 522 525 534 rBV 44821 62911 1.82% 0.146%
3 5.563 587 591 606 rBY 1485424 1495554 43.35% 3.467%
4 6.569 758 762 782 rBVY 1516292 1598911 46.35% 3.707%
5 6.710 782 786 789 rBVY 1889816 1605022 46.53% 3.721%
6 6.940 821 825 838 rVB 547689 497079 14.41% 1.152%
7 7.092 847 851 859 rVB 1420559 1205177 34.93% 2.794%
8 7.504 917 921 931 rBVY 1084172 1024338 29.69% 2.375%
9 8.222 1039 1043 1057 rBV 677450 672750 19.50% 1.560%
10 9.292 1221 1225 1234 rBV 1969113 1797942 52.12% 4.168%
11 9.686 1286 1292 1297 rBV 89332 94571 2.74% 0.219%

12 9.980 1338 1342 1346 rBvV 858850 764125 22.15% 1.771%
13 10.775 1473 1477 1489 rBV 1203434 1118469 32.42% 2.593%
14 10.863 1489 1492 1496 rVB 32698 37636 1.09% 0.087%
15 11.475 1592 1596 1599 rBV 867452 750386 21.75% 1.740%

16 11.498 1599 1600 1604 rVB 86044 55017 1.59% 0.128%
17 11.675 1627 1630 1639 rVB6 26093 54616 1.58% 0.127%
18 11.839 1655 1658 1662 rBV 1098149 894810 25.94% 2.074%
19 11.980 1677 1682 1692 rBV 350499 404182 11.72% 0.937%
20 12.327 1729 1741 1749 rBV 170447 475256 13.78% 1.102%

21 12.469 1751 1765 1772 rVV 687100 2684000 77.80% 6.222%
22 12.533 1772 1776 1778 rVV 2760266 2784676 80.72% 6.456%
23 12.557 1778 1780 1786 rVV2 2382455 2125245 61.61% 4.927%
24 12.633 1790 1793 1796 rVvVv 550795 430475 12.48% 0.998%
25 12.674 1796 1800 1801 rVvVv 74534 96657 2.80% 0.224%

26 12.692 1801 1803 1811 rVV2 130772 208762 6.05% 0.484%
27 12.763 1811 1815 1825 rVB 181996 231747 6.72% 0.537%

28 12.927 1841 1843 1848 rVB 71447 67680 1.96% 0.157%
29 13.057 1861 1865 1869 rBV 1550025 1366635 39.62% 3.168%
30 13.110 1869 1874 1882 rVBS8 19916 53668 1.56% 0.124%
31 13.280 1901 1903 1908 rVB4 41127 38040 1.10% 0.088%
32 13.463 1923 1934 1941 rBV 1351079 3247333 94.13% 7.528%
33 13.598 1955 1957 1965 rVB3 39220 49094 1.42% 0.114%
34 13.904 2004 2009 2011 rBV3 48977 76577 2.22% 0.178%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110843.D

Aca On : 19 Nov 2018 10:50

Operator : JU/SJ

Sample : J5762-05

Misc :

ALS Vial : 3 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\HPCHEM1\BNA F\METHODS\8270-BF110818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.933 2011 2014 2019 rVB2 189523 243162 7.05% 0.564%

36 14.127 2042 2047 2048 rBV 728233 701243 20.33% 1.626%
37 14.163 2048 2053 2062 rVV 2040493 3449777 100.00% 7.998%
38 14.245 2064 2067 2073 rVB3 42291 57257 1.66% 0.133%
39 14.504 2108 2111 2116 rVB 85261 114149 3.31% 0.265%
40 14.551 2116 2119 2121 rBV 84728 103170 2.99% 0.239%

41 14.721 2139 2148 2155 rBV 1826736 3297309 95.58% 7.644%
42 14.868 2169 2173 2176 rBVY 110695 116169 3.37% 0.269%
43 15.104 2204 2213 2224 rVB6 202263 641407 18.59% 1.487%
44 15.215 2227 2232 2236 rBV2 150466 193633 5.61% 0.449%
45 15.315 2241 2249 2266 rVB 1192948 2341321 67.87% 5.428%

46 15.610 2293 2299 2303 rBV2 120418 187053 5.42% 0.434%
47 15.657 2303 2307 2313 rBVY 323563 445235 12.91% 1.032%
48 15.986 2354 2363 2371 rBV 512922 1160061 33.63% 2.689%
49 16.062 2371 2376 2382 rVB 104049 172691 5.01% 0.400%
50 16.445 2433 2441 2446 rBV7 88854 272411 7.90% 0.632%

51 16.586 2462 2465 2479 rVB3 71261 154917 4._.49% 0.359%
52 16.768 2487 2496 2505 rVB 211768 530313 15.37% 1.229%
53 17.215 2566 2572 2580 rVB7 37784 104316 3.02% 0.242%
54 17.680 2643 2651 2663 rVB2 102728 299266 8.67% 0.694%
55 18.756 2825 2834 2852 rVB4 67212 264094 7.66% 0.612%

Sum of corrected areas: 43135355
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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\BF111918\

BF110843.D

19 Nov 2018 10:50

JussJ

J5762-05

3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110843.D

Aca On : 19 Nov 2018 10:50

Operator : JU/SJ

Sample : J5762-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 19

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

2.25 8.73 ng 217060 1,4-Dichlorobenzene-d4 6.94
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 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 28 (2.252 min): BF110843.D (-22) (-) m/z 73.05 100.00%
73.0
5000 430 s
55.0 87.1
2.20 2.30 2.40 2.50 2.60 2.70
Obrrrprrrrrrrrr b e e e e e || M7z 43.00 36 24%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
43.0 2.20 2.30 2.40 2.50 2.60 2.70
- 550 87.0 m/z 55.05 28.62%
29.0
G R R A A AN SRS AR RARES RSN LA RARRN SRR RARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.20 2.30 2.40 2.50 2.60 2.70
5000 41.0 550 m/z 87.10 27 .40%
29.0
o L ‘ Al w ‘ . 99.0 112.0 129.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanal, 2,4-dimethyl-
3.0 2.20 2.30 2.40 2.50 2.60 2.70
m/z 41.05 11.96%
5000 550
43.0
27.0
ol 150 ), M“\ J L 850 980 1150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110843.D

Aca On : 19 Nov 2018 10:50

Operator : JU/SJ

Sample : J5762-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.71 Concentration Rank 6

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

6.71 64 .58 ng 1605020 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvopromine-propionvl 189 C12H15NO 1000123-86-3 12
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 786 (6.710 min): BF110843.D (-782) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.0 ISR SR AN SRR
40.0 540 6.40 6.60 6.80 7.00
0 gL.0 e — m/z 68.10 40.29%
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 13%.0
74.0
5000 98.0 116.0 S A R R R

6.40 6.60 6.80 7.00
m/z 134.00 32 .55%

0 158.0 189.0
- IIIIIIIIIIIIIIII
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R REEEE RS E R R
6.40 6.60 6.80 7.00
5000 m/z 66.00 26.78%
70.
Lm0 ™o | ||
Ot e e e e e
m/z--> 40 60 80 100 120 140 160 180 0
Abundance #14395: 1,3,5-Trifluorobenzene R o b R
132.0 6.40 6.60 6.80 7.00
m/z 69.05 16.39%
5000
63.0 81.0
0 3]\-0 50"0\ m‘ L | ‘\ ! 99'\0 \11%0 |
e LA B e B e e o BLANLAN e e o o o o O
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110843.D

Aca On : 19 Nov 2018 10:50

Operator : JU/SJ

Sample : J5762-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Pentadecanoic acid, 14-meth... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.84 23.85 ng 894810 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 94
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
Abundance Scan 1658 (11.839 min): BF110843.D (-1655) (-) m/z 74.00 100.00%
74.0
5000 43.0
" 11'60 11.80 12.00 12.20
0 m/z 87.00 73.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119425: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 LI UL SR BRI B
43.0 11,60 11.80 12.00 1220
m/z 43.05 38.45%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119405: Hexadecanoic acid, methyl ester
74.0
11.60 11.80 12.00 12.20
m/z 55.05 30.69%
5000 430 0
0 15\'0 \“ \‘\ M\ “\ ‘ \ \97\\0 21 4?.0 1850 227 0 27\00
m/z--> ﬁo Jo éo 80 160 150 150 160 180 200 220 250 2éo ' A r
Abundance #107593: Pentadecanoic acid, methy! ester B e e e e
74.0 11.60 11.80 12.00 12.20
m/z 41.05 28.92%
5000
43 O 143.0
0 -1-5-?- -‘- T |- T - | T - -‘ |‘- -:-L?:‘L-(-)-luz?- T |‘- — ]-7-:!--0- T -‘ -2-1-‘3-0-‘- T -2-??|(-)- TTT —'_"—v—v—v—v-r%ﬁ—v—v—rv—v—v—v—rv—v—r
m/z--> 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\BF111918\
Data File : BF110843.D

Aca On : 19 Nov 2018 10:50

Operator : JU/SJ

Sample : J5762-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 n-Hexadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

11.98 10.77 ng 404182 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1682 (11.980 min): BF110843.D (-1677) (-) m/z 43.10 100.00%

213.2

43.1 73.0
5000
129.1
97.0 _r'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'
20 40 60

1571 1851 256.2 11.60 11.80 12.00 12.20
0! m/z 73.00 96.25%
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6Q.0
5000 1290 [rfrtJrrrr[rrrrprrrrra
83.0 11.60 11.80 12.00 12.20
- 0
1570 1g50 2130 256.0 m/z 60.00 88.20%
o 4 ,
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
4

40
0 , 730
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 76.82%
ol15.0 .
40

g

m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.05 75.19%
5000 129.0
0 15.0 .
m/z--> 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\BF111918\
Data File : BF110843.D

Aca On : 19 Nov 2018 10:50

Operator : JU/SJ

Sample : J5762-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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-Octadecenamide, (Z)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.33 12.67 ng 475256 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 91
2 Hexadecanamide 255 C16H33NO 000629-54-9 64
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 53
4 Dodecanamide 199 C12H25NO 001120-16-7 50
5 2-Furanmethanol, 5-ethenyltetrah... 170 C10H1802 005989-33-3 43

Abundance Scan 1741 (12.327 min): BF110843.D (-1729) (-) m/z 59.00 100.00%

5000

12.00 12.20 12.40 12.60
m/z 72.00 68.17%

o 154.1 182.1207.1 240.2 294.3320.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128445: 9-Octadecenamide, (2)-

5000
12.00 12.20 12.40 12.60
m/z 55.10 53.18%
290 126.0
ol 7 154.0 184.0210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106565: Hexadecanamide
59.0
12.00 12.20 12.40 12.60
5000 m/z 43.10 33.61%
o 290/ | |86.0 1140 1450 1700 2120  255.0
B L L B L e S B R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trinydroxy-...
59.0 12.00 12.20 12.40 12.60
m/z 41.10 32.78%
5000
83.0 111.0 141.0 170.0196.0 229.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110843.D

Aca On : 19 Nov 2018 10:50

Operator : JU/SJ

Sample : J5762-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.47 71.54 ng 2684000 Phenanthrene-d10 11.47
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 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 1765 (12.469 min): BF110843.D (-1751) (-) m/z 57.10 100.00%
57.1
5000
9.0 12.20 12.40 12.60 12.80
141 1 : : : :
ol LAy 1832 252 2672 | m/z 43.05 64.41%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000
12.20 12.40 12.60 12.80
m/z 71.05 62.79%
99.0
02W| JJJMW1%OQMZNO 338.0
m/z--> 55 160 1%0 200 2%0 360 3%0 '
Abundance #141426: Heneicosane
57.0
12.20 12.40 12.60 12.80
5000 m/z 85.10 47 .76%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 350 '
Abundance #209566: Octacosane
57.0 12.20 12.40 12.60 12.80
m/z 55.00 23.51%
5000
99.0
0 27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 350 ' 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110843.D

Aca On : 19 Nov 2018 10:50

Operator : JU/SJ

Sample : J5762-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 9,12-Octadecadienoic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.53 74.22 ng 2784680 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99

Abundance Scan 1775 (12.527 min): BF110843.D (-1772) (-) m/z 67.05 100.00%

67.0
41.1 .
5000

1231 1501 178.1

12. 20 12. 40 12 60 12. 80
220.2 263.2 294.3
01 m/z 81.05 82.97%

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 .

12.20 12.40 12.60 12.80
m/z 55.05 69.58%

123.0 149.0 178 262.0 294.0

o.n,nnLh

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
67.0
12.20 12.40 12.60 12.80
5000 m/z 41.10 58.50%
294.0
150.0 1780 200 2050
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0 12.20 12.40 12.60 12.80

m/z 95.05 54 .94%

5000

123.0 150.0

263.0 294.0

178.0 220.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 20 12. 40 12 60 12. 80

8270-BF110818.M Tue Nov 20 12:38:33 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110843.D

Aca On : 19 Nov 2018 10:50

Operator : JU/SJ

Sample : J5762-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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-Octadecenoic acid (Z)-, m... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.56 56.64 ng 2125250 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 6-Octadecenoic acid. methvl este... 296 C19H3602 002777-58-4 99
3 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
4 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99

Abundance Scan 1781 (12.563 min): BF110843.D (-1778) (-) m/z 79.10 100.00%

79.1

5000

264.3 LIS [NLINLINLINL N L L L L L LI INLINLEL LB B
12.20 12.40 12.60 12.80

m/z 93.10 58 .30%

0 173.0 199.1222.2

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 B
12.20 12.40 12.60 12.80
m/z 108.10 35.91%
. 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 #141304: 6-Octadecenoic acid, methyl ester, (2)-
55.0

12.20 12.40 12.60 12.80
m/z 80.05  35.30%

5000
280 180.0 2220 2640
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 T TS L
55.0 12.20 12.40 12.60 12.80

m/z 91.00 30.70%

5000
29.0

111.0

138.0 180.0 222.0

296.0

I T T
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

8270-BF110818.M Tue Nov 20 12:38:34 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110843.D

Aca On : 19 Nov 2018 10:50

Operator : JU/SJ

Sample : J5762-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Methyl stearate Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.63 11.47 ng 430475 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 15-methvl-. ... 298 C19H3802 054833-55-5 93
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 93
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87

Abundance Scan 1792 (12.627 min): BF110843.D (-1790) (-) m/z 74.00 100.00%
74.0
5000 43.1
h or0 1 109.1 255.2 12,40 12,60 12.80 13.00
0...,....,....',..|‘..,....,..:.,..'..,|....1.7.1..O....'....22.?.2. b 2282 | Tm/z 87.00  72.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 298.0 12,40 12,60 12.80 13.00
143.0 - - : - -
43.0 1990 ZST'O m/z 43.10 44.33%
97.0
diso, LU AL, (| amo | o, |y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #143186: Heptadecanoic acid, 15-methyl-, methyl ester
74.0
12.40 12.60 12.80 13.00
5000 298.0 m/z 55.00 34.00%
43.0
143.0
18.0 ‘ ‘ | 97.0 ‘ 199.0 255.0
Ol el ‘.N.ﬂﬂnﬁxuﬂn,.”s%?%P.”.‘”.?%?9 R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143190: Heptadecanoic acid, 16-methyl-, methyl ester
74.0 12.40 12.60 12.80 13.00
m/z 41.10 29.92%
5000
143.0 255.0
298.0
97.0 199.0
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-BF110818.M Tue Nov 20 12:38:34 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110843.D

Aca On : 19 Nov 2018 10:50

Operator : JU/SJ

Sample : J5762-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.46 92.62 ng 3247330 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 1934 (13.463 min): BF110843.D (-1923) (-) m/z 57.05 100.00%

57.0
5000

990 IIIIIIIIIIIIIIIIIII
13. 20 13. 40 13. 60 13. 80
141 1 183 2
ol LA A |y M4 1832 2252 2672 3093 m/z 71.10 62.12%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 |||||||||||||||||||
13. 20 13. 40 13. 60 13. 80
99.0 m/z 43.05 62.07%
Ozmlljijmlmonmzmw%o
el T I e o e e e B A LA
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
EREEEEES “""'w"“
13.20 13.40 13.60 13.80
5000 m/z 85.05 46.99%
99.0
oL270) | L] pevo 1830 2250 267.0 309.0 3650
e e e e TS o e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane L e
57.0 13. 20 13. 40 13. 60 13. 80

m/z 55.05 23 .53%

5000
99.0
27,0 | )y, 140 1830 225.0 281.0 337.0 394.0

ol e e A e o aaar S s

m/z--> 50 100 150 200 250 300 350 13. 20 13. 40 13. 60 13. 80

8270-BF110818.M Tue Nov 20 12:38:35 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110843.D

Aca On : 19 Nov 2018 10:50

Operator : JU/SJ

Sample : J5762-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 2-methyloctacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.72 94.04 ng 3297310 Chrysene-di12 14.13

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

Abundance Scan 2148 (14.721 min): BF110843.D (-2139) (-) m/z 57.10 100.00%

5000

-

14.40 14.60 14.80 15.00
m/z 71.05 66.39%

o 169.2 225.3 281.1 337.3

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane

-

5000
14.40 14.60 14.80 15.00

m/z 43.10 62 .00%

169.0 225.0 296.0

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane
57.0
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r
14.40 14.60 14.80 15.00
5000 m/z 85.05 48.74%

13.0
| 169.0 2250 281.0 337.0 394.0

%

O e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

57.0 14.40 14.60 14.80 15.00
m/z 55.05 22 .95%
5000
130

o ,169.0 2250 2810 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14. 40 14 60 14. 80 15. OO

8270-BF110818.M Tue Nov 20 12:38:35 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110843.D

Aca On : 19 Nov 2018 10:50

Operator : JU/SJ

Sample : J5762-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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

1
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Peak Number 13 unknownl15.10 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.10 28.81 ng 641407 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. octadecvl ester 537 C36H7202 002778-96-3 30
2 Ether. dodecvl isopropvl 228 C15H320 029379-42-8 25
3 Octadecane. 1-(methvlthio)- 300 C19H40S 040289-98-3 16
4 Dodecvlbis(trifluoromethvl)phosp... 370 C14H25F6PS 136338-52-8 16
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 11
Abundance Scan 2212 (15.098 min): BF110843.D (-2204) (-) m/z 43.05 100.00%
43
5000 97.1 ’ f\
14.80 15.00 15.20 15.40
Olprrr by m/z 57.10 94 _.87%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #238262: Octadecanoic acid, octadecyl ester
43.0
5000
285.0 14.80 15.00 15.20 15.40
7.0 ' m/z 55.05 83.19%
ob— |"- 39.0182.0224.0 340.0381.0424.0466.0  536.0
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #84608: Ether, dodecyl isopropyl
43.0
7.0 14.80 15.00 15.20 15.40
5000 m/z 41.10 55.22%
168.0 213.0
oL kbl
I I I I

Abundance #144964: Octadecane, 1-(methylthio)- T T T T
43.0 14.80 15.00 15.20 15.40
m/z 69.10 47 .70%
5000
.0 285.0
o 111139.0182.0224.0 |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14. 80 15. 00 15 20 15. 40

8270-BF110818.M Tue Nov 20 12:38:36 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110843.D

Aca On : 19 Nov 2018 10:50

Operator : JU/SJ

Sample : J5762-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Pentacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.22 8.70 ng 193633 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Tetracosane 338 C24H50 000646-31-1 83
5 Pentacosane 352 C25H52 000629-99-2 83

Abundance Scan 2233 (15.221 min): BF110843.D (-2227) (-) m/z 57.05 100.00%

5000

15.00 15.20 15.40 15.60
m/z 43.10 62.31%

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

-

5000
15.00 15.20 15.40 15.60

m/z 71.10 61.81%

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.10 43.29%

13.0
| 169.0 2250 2960

28

O+ P e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493:; Hexacosane

57.0 15.00 15.20 15.40 15.60
m/z 55.00 23.68%
5000 A
13.0

o ) ]ﬂJ ,169.0 2250 2950 3670

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.00 15 20 15. 40 15. 60

8270-BF110818.M Tue Nov 20 12:38:37 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110843.D

Aca On : 19 Nov 2018 10:50

Operator : JU/SJ

Sample : J5762-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.32 105.17 ng 2341320 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2250 (15.321 min): BF110843.D (-2241) (-) m/z 57.05 100.00%
5000
9.0 15.00 15.20 15.40 15.60
141.1 . : . :
ol 183.2 2252  281.2 323.3 365.4 n/z 71.10 63.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57.0
5000
15.00 15.20 15.40 15.60
99.0 m/z 43.05 59.19%
oL LU LL L || 140 1830 2250 2810 3370 3040
m/z--> 50 10 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.10 48 .10%
99.0
01260 | | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> éo 100 1éo 200 250 360 3éo 460
Abundance #194493: Hexacosane
57.0 15.00 15.20 15.40 15.60
m/z 55.10 22.39%
5000
99.0
oL ‘ |, 1o 1830 2250 267.0 309.0 367.0
m/z--> éo 160 1éo 200 250 360 3éo 460 1500 1520 1540 1560

8270-BF110818.M Tue Nov 20 12:38:38 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110843.D

Aca On : 19 Nov 2018 10:50

Operator : JU/SJ

Sample : J5762-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.99 52.11 ng 1160060 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2364 (15.992 min): BF110843.D (-2354) (-) m/z 57.05 100.00%

5000

15.60 15.80 16.00 16.20 16.40

1
169.1 239.2 295.3

0 m/z 71.10 63.10%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
15.60 15.80 16.00 16.20 16.40
m/z 43.05 58.54%
o 130 ,169.0 2250 295.0 367.0
rH A A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
R e o e e R B
15.60 15.80 16.00 16.20 16.40
5000 m/z 85.10 47.71%
13. O
O ,169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
R o e e o e LA R S N e Sa RS S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane E BARaa s s m ey e
57.0 15.60 15.80 16.00 16.20 16.40
m/z 55.10 21.73%
5000

13.0
|, 169.0 225.0  296.0

e S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15.60 15.80 16.00 16.20 16.40

%

8270-BF110818.M Tue Nov 20 12:38:38 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110843.D

Aca On : 19 Nov 2018 10:50

Operator : JU/SJ

Sample : J5762-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknownl6.44 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.44 12.24 ng 272411 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrrole-3-carboxvlic acid. 4-... 360 C19H24N205 1000268-77-3 10
2 Clionasterol acetate 456 C31H5202 004651-54-1 9
3 4.8.12-trimethvltridecanoic acid... 438 C20H33F702 1000376-66-8 9
4 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 9
5 6-Methyl(pentamethylene)silyloxy... 326 C20H420Si 1000278-79-4 9
Abundance Scan 2440 (16.439 min): BF110843.D (-2433) (-) m/z 43.05 100.00%
430
5000
10711451 2131 360.1 /\M/\\
2552 303.3 414.4 " 16.20 16.40 16.60 16.80
oLk m/z 57.10 87.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #190514: 1H-Pyrrole-3-carboxylic acid, 4-(4-acetyloxypheny...
430 360.0
318.0 ‘
5000 L B B IR B
145.0 mmmmmmmm
1 189.0 m/z 55.00 59.19%
245.0
Una Imhg%Q""l"'[I'L"I'J"I""I'"'I'”'I
m/z--> 50 100 150 200 250 300 350 400
Abundance #228556: Clionasterol acetate
430 396.0 S
16.20 16.40 16.60 16.80
5000 m/z 71.10 43 .53%
81.0
‘ l 147.0 2130 255.0 296.0 ‘
oL L Lubohagidy .. L Ll ssto
m/z--> 5 100 150 200 250 300 350 400
Abundance #224105: 4,8,12- trlmethyltrldecanoic acid, 2,2,3,3,4,4,4-h... e e A EEE e e
57.0 16.20 16.40 16.60 16.80
m/z 41.10 39.12%
5000
99.0 1530 295.0
| \\ H L] s 250 B0 4z
0|‘=| \ ||‘||“|| |‘|||\|‘|||‘|||| |||| |||||||||||||||||||
m/z--> m 2& 250 ﬁ 3% ﬁo ! ﬁmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110843.D

Aca On : 19 Nov 2018 10:50

Operator : JU/SJ

Sample : J5762-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 19 Tetratetracontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

17.68 13.44 ng 299266 Perylene-d12 15.66

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2651 (17.680 min): BF110843.D (-2643) (-) m/z 57.05 100.00%

5000

5

131 1831 5391 17.40 17.60 17.80 18.00
: m/z 71.10 59.46%

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

3

5000

17.40 17.60 17.80 18.00
m/z 43.10 55.46%

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0
R EEREEE SRS R
17.40 17.60 17.80 18.00
5000 m/z 85.05  46.04%

113.0 169.0 225.0 281.0 337.0 394.0

i 5

IR R § BN RS A T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane T
57.0 17.40 17.60 17.80 18.00
m/z 55.05 21.98%
- /\WNKMW“WMV/\NMWNWWMAmmP
0 1 1301690 2250 2810 3650
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 17.40 17. 60 17. 80 18 00

8270-BF110818.M Tue Nov 20 12:38:40 2018 Page: 20



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111918\
Data File : BF110843.D

Aca On : 19 Nov 2018 10:50

Operator : JU/SJ

Sample : J5762-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Nonacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.76 11.86 ng 264094 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Nonacosane 408 C29H60 000630-03-5 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Tetracontane 563 C40H82 004181-95-7 86

Abundance Scan 2835 (18.762 min): BF110843.D (-2825) (-) m/z 57.10 100.00%

57.1

-

5000
1 T
1 169.1 2211 2811 1840 1860  18.80
Oy ...,-.“--',‘-m'-,.-.-..,....,....,....,....,....,....,....,... m/z 43.00 56.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194494:; Hexacosane
57.0
5000 LA N L B L B L
18 40 18. 60 18 80
130 m/z 71.10 51.87%
ol ﬁ |, 1690 2250 2950 366.0
b e e e T e [ P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215180: Nonacosane
57.0
L e e o e e R A
18 40 18.60 18.80
5000 m/z 85.10 50.32%

.0
1116? .0 2250 281.0 337.0 408.0

#

(U RS R A S92 oot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane ——
57.0 18 40 18.60 18.80
m/z 55.00 24 .54Y%
- vaAMWA¢4ANu¢Vv~/f\«”Lnqun
130
0 169 0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
R e B S e e e R BAR —————
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 18 40 18. 60 18 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF111918\
Data File : BF110843.D

Acq On : 19 Nov 2018 10:50

Operator : JU/SJ

Sample - J5762-05

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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... 2.25 8.7 ng 217060 1 6.94 497079 20.0
unknown6.71 6.71 64.6 ng 1605020 1 6.94 497079 20.0
Pentadecanoic aci... 11.84 23.9 ng 894810 4 11.47 750386 20.0
n-Hexadecanoic acid 11.98 10.8 ng 404182 4 11.47 750386 20.0
9-Octadecenamide, ... 12.33 12.7 ng 475256 4 11.47 750386 20.0
Tetracosane 12.47 71.5 ng 2684000 4 11.47 750386 20.0
9,12-Octadecadien... 12.53 74.2 ng 2784680 4 11.47 750386 20.0
9-Octadecenoic ac... 12.56 56.6 ng 2125250 4 11.47 750386 20.0
Methyl stearate 12.63 11.5 ng 430475 4 11.47 750386 20.0
Heneicosane 13.46 92.6 ng 3247330 5 14.13 701243 20.0
2-methyloctacosane 14.72 94_.0 ng 3297310 5 14.13 701243 20.0
unknown15.10 15.10 28.8 ng 641407 6 15.66 445235 20.0
Pentacosane 15.22 8.7 ng 193633 6 15.66 445235 20.0
Octacosane 15.32 105.2 ng 2341320 6 15.66 445235 20.0
Hexacosane 15.99 52.1 ng 1160060 6 15.66 445235 20.0
unknownl16 .44 16.44 12.2 ng 272411 6 15.66 445235 20.0
Tetratetracontane 17.68 13.4 ng 299266 6 15.66 445235 20.0

6

Nonacosane 18.76 11.9 ng 264094 15.66 445235 20.0
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