LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\

Data File : BF105081.D

Aca On : 3 May 2018 19:10 Instrument :
Operator : JU/SJ BNA_F

Sample  : J2665-09 St
Misc i ES-RT-1871

ALS Vial : 10 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:\HPCHEM1I\BNA F\METHODS\8270-BF040618.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 4.998 491 495 510 rBV 50764 92127 3.62% 0.387%
2 5.404 561 564 601 rBVY 1542277 2209516 86.77% 9.271%
3 6.434 735 739 756 rBVY 1702762 2183583 85.75% 9.163%
4 6.557 756 760 784 rVB 2172313 2369698 93.06% 9.944%
5 6.775 794 797 808 rBV 551118 580597 22.80% 2.436%
6 6.934 820 824 840 rBVY 1916698 1813657 71.23% 7.610%
7 7.351 891 895 912 rBVY 1341964 1424000 55.92% 5.975%
8 8.063 1013 1016 1034 rBV 795785 829053 32.56% 3.479%
9 9.139 1195 1199 1209 rBvV 2757717 2546376 100.00% 10.685%
10 9.539 1264 1267 1274 rVB 227307 229371 9.01% 0.962%
11 9.739 1298 1301 1305 rVB 52187 40491 1.59% 0.170%
12 9.822 1311 1315 1327 rVB 923326 939122 36.88% 3.941%
13 10.239 1383 1386 1389 rVB 81570 62734 2.46% 0.263%
14 10.457 1419 1423 1426 rBvV 20679 27694 1.09% 0.116%
15 10.616 1446 1450 1460 rBV 1564455 1556033 61.11% 6.529%
16 10.710 1464 1466 1470 rBvV 66313 72562 2.85% 0.304%
17 10.822 1482 1485 1489 rVB3 23250 26760 1.05% 0.112%
18 11.163 1540 1543 1545 rBvV 35055 29665 1.16% 0.124%

19 11.310 1565 1568 1574 rBV 862610 875994 34 .40% 3.676%
20 11.839 1653 1658 1671 rBV 392990 456458 17.93% 1.915%

21 12.533 1772 1776 1786 rBV 63075 113847 4_.47% 0.478%
22 12.621 1787 1791 1800 rVvVv 123580 135808 5.33% 0.570%
23 12.745 1809 1812 1813 rBV2 32688 28206 1.11% 0.118%
24 12.763 1813 1815 1822 rVB 39374 50165 1.97% 0.210%
25 12.904 1835 1839 1842 rBV 2042727 1874430 73.61% 7.865%

26 13.468 1932 1935 1944 rBvV4 26729 42032 1.65% 0.176%
27 13.833 1994 1997 2008 rVB 135256 195764 7.69% 0.821%
28 14.021 2025 2029 2038 rBV 541556 593488 23.31% 2.490%
29 14.115 2042 2045 2050 rVB 88616 81222 3.19% 0.341%
30 14.174 2052 2055 2065 rVBS8 31601 66384 2.61% 0.279%

31 14.533 2112 2116 2122 rBV3 74285 121943 4._.79% 0.512%
32 14.874 2170 2174 2180 rBV3 70371 112590 4.42% 0.472%
33 15.039 2199 2202 2206 rVB3 36942 38226 1.50% 0.160%
34 15.227 2230 2234 2239 rVB 392823 439613 17.26% 1.845%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\

Data File : BF105081.D

Aca On : 3 May 2018 19:10

Operator : JU/SJ

Sample : J2665-09 e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF040618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.598 2292 2297 2303 rBV 449195 668433 26.25% 2.805%

36 15.815 2330 2334 2338 rBV3 49165 67674 2.66% 0.284%
37 16.045 2368 2373 2381 rBV 285674 432404 16.98% 1.814%
38 16.298 2412 2416 2426 rVB10 85937 177309 6.96% 0.744%
39 16.839 2503 2508 2514 rVB4 62143 114929 4_.51% 0.482%
40 17.339 2588 2593 2601 rVBS8 47760 111520 4._.38% 0.468%

Sum of corrected areas: 23831478

8270-BF040618.M Fri May 04 11:59:51 2018 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\
Data File : BF105081.D

Aca On : 3 May 2018 19:10

Operator : JU/SJ

Sample = J2665-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

ES-RT-1871

Abundance TIC: BF105081.D

2500000

2000000

5.40

1500000

1000000

500000

5.00

6.56

6.93
6.43

7.35

6.77

o=

I
L R B |

5.00

5.50

Time-->

Abundance TIC: BF105081.D

2500000

2000000

10.62
1500000

1000000 9.82

8.06

500000

11.16

%ﬁ@sz

12.90

|

13.47

11.00

0
11.50

Time-->

12.00

13.50

12.50 13.00

Abundance TIC: BF105081.D

2500000

2000000

1500000

1000000

14.02 15.60

15.23

500000 16.04

14.53 14.875.04 17.34

437

o=y
14.00

17.50

16.50 17.00

15.50 16.00

14.50 15.00

Time-->

18.00 18.50 19.00

8270-BF040618.M Fri May 04 11:59:52 2018

Page:




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\

Data File : BF105081.D

Aca On : 3 May 2018 19:10

Operator : JU/SJ

Sample = J2665-09 e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

5.00 3.17 ng 92127 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
3 3-Hexanol 102 C6H140 000623-37-0 28
4 3-Pentanol 88 C5H120 000584-02-1 25
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25

Abundance Scan 495 (4.998 min): BF105081.D (-491) (-) m/z 43.00 100.00%
43
59
5000
101
| 83 4.60 4.80 500 5.20 5.40
o N PSSV | .M H. m/z 59.00 65.11%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 RS UL L I
460 480 500 520 540
m/z 101.00 27 .26%
15 31 101
0 | 25 7 37, 53, 83
miz--> e A e A A AR A
Abundance
43
460 480 500 520 5.40
5000 m/z 58.00 14 .95%
101
15 58
0 28 37 51 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417: 3-Hexanol
50 4.60 4.80 500 5.20 5.40
m/z 41.00 10.08%
5000 31 43 73
0 25L\ 37\“H 53| 67 84 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\

Data File : BF105081.D

Aca On : 3 May 2018 19:10

Operator : JU/SJ

Sample = J2665-09 e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.56 Concentration Rank 1

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

6.56 81.63 ng 2369700 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
3 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 760 (6.557 min): BF105081.D (-756) (-) m/z 132.00 100.00%
132
5000 o8 Ak
6 rrrrTTyTTT T T T T T T
40 54 75 104 6.20 6.40 6.60 6.80
0.,....,...:|'!.‘.‘.7,-.:..?.1:I-.l,..'..,..E.‘?,..!.,.'!..,.1.1.5.,....,-'...,.. m/z 68.10 36.54%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
a1 o7 6.20 6.40 6.60 6.80
53 - 117 m/z 134.00 32.40%
0 ,|,,,,|§4,|,,,,|”,,69,,,,Imlmff?wl}gﬁll,,,|1,2f},|m ~
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 660 680
5000 97 m/z 66.00 23.00%
70
31
. 44 51 €0 7 g6 105 116
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132 6.20 6.40 6.60 6.80

m/z 96.00 14 .69%

5000
92
105
o 27 % sl 58‘\ [ 117

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\

Data File : BF105081.D

Aca On : 3 May 2018 19:10

Operator : JU/SJ

Sample = J2665-09 e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.84 10.42 ng 456458 Phenanthrene-d10 11.31
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 87
3 Undecanoic acid 186 C11H2202 000112-37-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 1658 (11.839 min): BF105081.D (-1653) (-) m/z 73.00 100.00%
73
43 80
5000 129
213 I . X —
143157171185 09 | 507 256 11,60 11.80 12.00 12.20
(o} m/z 60.00 74 .61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
11.60 11.80 12.00 12.20
m/z 43.05 68.32%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
11.60 11.80 12.00 12.20
5000 129 m/z 57.05 61.54%
29 87
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #50053: Undecanoic acid B o e e e e
11.60 11.80 12.00 12.20
m/z 41.10 56.35%
5000
129
143
101115 186
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF040618.M Fri May 04 11:59:54 2018 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\

Data File : BF105081.D

Aca On : 3 May 2018 19:10

Operator : JU/SJ

Sample = J2665-09 e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.62 3.10 ng 135808 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 41
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 30
Abundance Scan 1791 (12.621 min): BF105081.D (-1787) (-) m/z 72.95 100.00%
43 B
57
129
5000
185 241 ﬁquxWﬁw~4#4£:$$$;¥¥¥¥Fm
143157171 12.40 12.60 12.80 13.00
(o} m/z 43.00 84 .99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
5000 129 R BN BN SR I
12.40 12.60 12.80 13.00
m/z 60.00 76.77%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
129 12.40 12.60 12.80 13.00
5000 m/z 57.05 66.71%
43 57
87 115
101 143 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 kVJ\\AM\deM/
Abundance #84452: Tetradecanoic acid L B
78 12.40 12.60 12.80 13.00
43 m/z 55.00 66.32%
5000
it NW*NMAMAJKJLJJWwWI
oL15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12h0 1260 12%0 1350
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\

Data File : BF105081.D

Aca On : 3 May 2018 19:10

Operator : JU/SJ

Sample = J2665-09 e
Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_.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 Heptadecyl trifluoroacetate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.83 6.60 ng 195764 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl trifluoroacetate

2 Pentafluoropropionic acid. tetra...
3 Heptafluorobutvric acid. n-tetra...
4 Pentafluoropropionic acid. penta...
5 Heptadecyl heptafluorobutyrate

352 C19H35F302
360 C17H29F502
410 C18H29F702
374 C18H31F502
452 C21H35F702

1000351-87-0 95
006222-06-6 94
007365-36-8 94
959092-08-1 94
959085-66-6 94

Abundance Scan 1996 (13.827 min): BF105081.D (-1994) (-) m/z 57.05 100.00%
57
83
5000 111
AR AR
139 163 189 215 13.60 13.80 14.00 14.20
0 L B e B m/z 43.05 86.49%
m/z--> 50 100 150 200 250 300 350
Abundance #185169: Heptadecy! trifluoroacetate
57
97
5000 LA L L L L L L L LB
13.60 13.80 14.00 14.20
29 125 m/z 69.10 82.33%
0 \‘ \‘\ | “ \H\ JL \‘\ i ]?4 182 210 238 283 334
— e
m/z--> 50 100 150 200 250 300 350
Abundance
57 g3
R R L
13.60 13.80 14.00 14.20
5000 111 m/z 55.00 80.80%
29
140 168 196 241 342
o4y
m/z--> 50 100 150 200 250 300 350
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester R B e B
83 13.60 13.80 14.00 14.20
m/z 83.05 77.65%
5000 11
29 ‘ 169
196
ob Al LA L0 | Vas2a 92| e e/
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\

Data File : BF105081.D

Aca On : 3 May 2018 19:10

Operator : JU/SJ

Sample = J2665-09 e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Erucic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.12 2.74 ng 81222 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Erucic acid 338 C22H4202 000112-86-7 87
2 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 83
3 1-Octadecanol. methvl ether 284 C19H400 1000333-92-7 70
4 1-Pentadecanethiol 244 C15H32S 025276-70-4 68
5 1-Tetradecanol 214 C14H300 000112-72-1 64
Abundance Scan 2046 (14.121 min): BF105081.D (-2042) (-) m/z 55.00 100.00%

5000
110

137 157 179 207,555 248 gy 13.80 14.00 14.20 14.40
m/z 69.00 62 .90%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175490: Erucic acid

13.80 14.00 14.20 14.40
m/z 83.05 57.56%

5000

ol 207 236 263 291 320338
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55
R R EEE R Ry
13.80 14.00 14.20 14.40
5000 83 m/z 41.00 56.49%

111

29 264

o 137 165 193 222 246°77282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #131396: 1-Octadecanol, methyl ether e AREEEEEaSEE
13.80 14.00 14.20 14.40

m/z 97.05 53.22%

5000

252

168 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 80 14. 00 14. 20 14.40

8270-BF040618.M Fri May 04 11:59:55 2018 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\
Data File : BF105081.D

Aca On : 3 May 2018 19:10

Operator : JU/SJ

Sample = J2665-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_.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 9 2-Octyldodecyl butyrate Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14 .17 2.24 ng 66384 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Octvldodecyl butvrate 368 C24H4802 1000368-55-2 86
2 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 83
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 83
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 83

5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 83

Abundance Scan 2054 (14.168 min): BF105081.D (-2052) (-) m/z 97.05 100.00%
57 97
5000
141 169 197 249
Ll i,
OLrrig | m/z 57.05 81.66%
m/z--> 100 150 200 250 300 350 400 450
Abundance #195788: 2-Octyldodecyl! butyrate
43 71
5000 97 B e e e BSL m o
13.80 14.00 14.20 14.40
139 m/z 83.00 62.89%
167 280
oL bbby L [ a0s223 2520 ss3s0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
97 IIIIIIIIIIIIIIIIIIIIII
13.80 14.00 14.20 14.40
5000 m/z 71.00 54 _.60%
125
o 29 169 196 904 252280 355 476
e e B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185169: Heptadecy! trifluoroacetate L R MU
57 13.80 14.00 14.20 14.40
97 m/z 43.00 52.83%
5000
29 125
oL ‘ | ‘ l 154 182 210 238 283 334
L e B e A o e e B e
m/z--> 50 100 150 200 250 300 350 400 450 13. 80 14. 00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\

Data File : BF105081.D

Aca On : 3 May 2018 19:10

Operator : JU/SJ

Sample = J2665-09 e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .53 4_.11 ng 121943 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Pentacosane 352 C25H52 000629-99-2 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 86
Abundance Scan 2115 (14.527 min): BF105081.D (-2112) (-) m/z 57.05 100.00%
g7
5000
155 g7 215 250 282 14.20 14.40 14.60 14.80
0! m/z 71.00 69 .55%
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57
5000 85 L BRI BRI BRI B
Mmmmmmmm
0 113 m/z 43.05 59.06%
141
o) .“. .“ I“' \l\ .“‘.”‘l .‘“ “. .‘ I\I:I'():gl :!'9|7|2|2|5|2|5:?| I2|9|6| T
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 56.85%
29 18 441
0 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #185533: Pentacosane R o e R
57 14.20 14.40 14.60 14.80
m/z 41.00 24 .54Y%
5000 85
113
oL 2Ll [ ] J141 169189211 239 267 295 323 352
m/z--> 50 100 150 200 250 360 3%0 ' 1420 1440 1460 14%0 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\
Data File : BF105081.D

Aca On : 3 May 2018 19:10

Operator : JU/SJ

Sample = J2665-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.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 1-Dodecanol, 2-octyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.87 3.37 ng 112590 Perylene-di12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 87

2 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 87
3 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 83
4 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 83
5 Octatriacontyl trifluoroacetate 647 CA40H77F302 1000351-88-7 83

Abundance Scan 2173 (14.868 min): BF105081.D (-2170) (-) m/z 83.05 100.00%
57 83
5000
139 e EMLLELE i e
165 205 250277 14.60 14.80 15.00 15.20
0 m/z 57.05 99.09%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #143260: 1-Dodecanol, 2-octyl-
57
5000 83
14.60 14.80 15.00 15.20
- i m/z 97.05  89.94%
oLy e s zmez0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
T o
97 14.60 14.80 15.00 15.20
5000 m/z 55.00 84 .05%
125
o 29 153 181 224250 280308 353 454
s T ol e B e i ISR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234498: Eicosyl heptafluorobutyrate R B B
57 14.60 14.80 15.00 15.20
97 m/z 43.05 78.59%
5000
125
L LLL 106 700252203 476
i T ol e TR e A T e i R e
m/z--> 50 100 150 200 250 300 350 400 450 14.60 14.80 15.00 15.20

8270-BF040618.M Fri May 04 11:59:57 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\

Data File : BF105081.D

Aca On : 3 May 2018 19:10

Operator : JU/SJ

Sample = J2665-09 e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 16-Heptadecenal Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.82 2.02 ng 67674 Perylene-d12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Heptadecenal 252 C17H320 1000144-57-9 93
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 14-Heptadecenal 252 C17H320 1000144-58-0 89
5 Hexadecanal 240 C16H320 000629-80-1 80
Abundance Scan 2335 (15.821 min): BF105081.D (-2330) (-) m/z 57.05 100.00%
7 82

5000

15.60 15.80 16.00 16.20

(o} m/z 82.05 83.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #104155: 16-Heptadecenal
57 82
5000 LA B L L L L L L LB
ﬁmﬁmmmmm
110 m/z 95.95 66.07%
m/z--> mmmmmmmmmmmmmmmm
Abundance
43 82
s e RRmaS R S
15.60 15.80 16.00 16.20
5000 m/z 43.05 62 .85%
109
2 137 222
59 166 194 250268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #117616: Oxirane, hexadecyl- B L e B
15.60 15.80 16.00 16.20

m/z 83.00 54 _90%

5000

29

187 166 194210 250267
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.60 15.80 16.00 16.20

8270-BF040618.M Fri May 04 11:59:58 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\

Data File : BF105081.D

Aca On : 3 May 2018 19:10

Operator : JU/SJ

Sample = J2665-09 e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.04 12.94 ng 432404 Perylene-di12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2372 (16.039 min): BF105081.D (-2368) (-) m/z 57.05 100.00%
57
85
5000
HRIURE AR SR SR B
141 15.80 16.00 16.20 16.40
ol L1 L " ll L9190 2%ds 28t m/z 71.05 76.44%
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57
15.80 16.00 16.20 16.40
m/z 85.05 57.53%
. il h I i ‘Jlﬁ3“lﬂl 169 197 225 253 295 323 367
m/z--> §o 160 1%0 260 250 360 3%0
Abundance
57
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
85 15.80 16.00 16.20 16.40
5000 m/z 43.10 54 _.21%
29 141
113 169
e L S WL (L L B
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane e B R R oA B
57 15.80 16.00 16.20 16.40
m/z 55.00 22.16%
85
N ~]\““\u/kww~w/\fﬁﬂlnyﬂmme
29 113
oL Tl J | 141,169 197 225 253 296
m/z--> 5'0 100 1&1;0 2(')0 251;0 3(')0 3&1;0 15.|80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\

Data File : BF105081.D

Aca On : 3 May 2018 19:10

Operator : JU/SJ

Sample = J2665-09 e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Stigmastan-3,5-diene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.30 5.31 ng 177309 Perylene-di12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamastan-3.5-diene 396 C29H48 1000214-16-4 90
2 8-Dimethvi(trimethvilsilvimethvl) ... 372 C21H480Si2 1000245-46-2 43
3 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 35
4 cis-1.1"-Bibenzocvclohexanvlidene 288 C22H24 1000284-45-5 25
5 4-Methyl-1-pentamethyldisilyloxy... 232 C11H280Si?2 1000216-89-0 22
Abundance Scan 2416 (16.298 min): BF105081.D (-2412) (-) m/z 147.10 100.00%
147
43
5000
190213 255 2gg 355 LR AR UL BN SR
16.00 16.20 16.40 16.60
o, m/z 43.10 74.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210541: Stigmastan-3,5-diene
43
396
5000 LR AR SRR SR SR
16.00 16.20 16.40 16.60
105 147 m/z 81.05 62.54%
ob— .‘ H H\ \‘\\ H‘ H\ %2% \H \\173193213234255 28|8| o |3|5‘|"| L —
m/z--> 150 200 250 300 350 400
Abundance
147
16.00 16.20 16.40 16.60
5000{ 43 273 m/z 91.00 60.16%
73
0 97 117 357
m/z--> 50 100 150 200 250 300 350 400
Abundance #228559: .beta.-Sitosterol acetate R R e R
43 16.00 16.20 16.40 16.60
m/z 105.00 56 .52%
396
5000
81 105 145
0 \ H Wl baes | 173107102347 288 g1g 354
m/z--> 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\

Data File : BF105081.D

Aca On : 3 May 2018 19:10

Operator : JU/SJ

Sample = J2665-09 e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Oxirane, hexadecyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.84 3.44 ng 114929 Perylene-d12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Heptadecanal 254 C17H340 1000376-70-0 90
3 Hexadecanal 240 C16H320 000629-80-1 86
4 1.19-Eicosadiene 278 C20H38 014811-95-1 64
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 64
Abundance Scan 2508 (16.839 min): BF105081.D (-2503) (-) m/z 57.00 100.00%
5000
195 166 10 L, 258 Lo s | | 1660 1680 17,00 1720
o T m/z 82.00 92.74%
m/z--> 150 200 250 300 350
Abundance #117618 Oxirane, hexadecyl-
5000 LI SR SR IR SR
110 16,60 16.80 17.00 17.20
m/z 43.10 70.59%
0! H H‘h “h HM ‘\\19\6 \‘193211228‘25‘0268
m/z--> 200 250 300 350
Abundance
i 82 HRIRA BRI SRR BRI SR
16.60 16.80 17.00 17.20
5000 m/z 83.00 67.51%
109
o 137155 180 208 236754
m/z--> 50 0 150 200 250 300 350

Abundance #94314: Hexadecanal R EE AR EREEE e

10
16.60 16.80 17.00 17.20
m/z 96.00 64._.07%
5000
110
137 166 196 222
o) i\\kJ |

T Lo LI B S B B S B s B B B B B L B B L

L \\ 1
m/z--> 200 250 300 350 16.60 16.80 17.00 17.20

8270-BF040618.M Fri May 04 12:00:00 2018 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050318\

Data File : BF105081.D

Aca On : 3 May 2018 19:10

Operator : JU/SJ

Sample = J2665-09 e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 unknownl7.34 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.34 3.34 ng 111520 Perylene-di12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 45
2 2(1H)-Naphthalenone. octahvdro-4... 208 C14H240 054594-42-2 38
3 2.3.3-Trimethvl-2-(3-methvl-buta... 206 C14H220 1000193-60-6 38
4 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 38
5 Acetic acid, trifluoro-, 3,4-dim... 218 C10H9F302 001957-55-7 35
Abundance Scan 2593 (17.339 min): BF105081.D (-2588) (-) m/z 95.00 100.00%

5000

17.00 17.20 17.40 17.60
m/z 121.00 85.67%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66222: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]naphthalene

81 o5 123
41
55 137
109
5000 191 LA I L L L L L |
206 17.00 17.20 17.40 17.60
) 163177 m/z 81.05 63.18%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81
67 95 IIIIIIIIIIIIIIIIIIIIII
17.00 17.20 17.40 17.60
5000 109 m/z 109.00 58.20%
123137 165
208
0 151 | 179193
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66157: 2,3,3- Trlmethyl 2-(3-methyl-buta-1,3-dienyl)-cyclo... R e EEAER R
95 123 17.00 17.20 17.40 17.60
m/z 123.00 55.39%
41 191
5000 55 69

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. OO 17. 20 17. 40 17.60

8270-BF040618.M Fri May 04 12:00:01 2018 Page: 17



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050318\

Data File : BF105081.D

Acq On : 3 May 2018 19:10

Operator : JU/SJ

Sample - J2665-09 e
Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.00 3.2 ng 92127 1 6.77 580597 20.0
unknown6 .56 6.56 81.6 ng 2369700 1 6.77 580597 20.0
n-Hexadecanoic acid 11.84 10.4 ng 456458 4 11.31 875994 20.0
Octadecanoic acid 12.62 3.1 ng 135808 4 11.31 875994 20.0
Heptadecyl triflu... 13.83 6.6 ng 195764 5 14.02 593488 20.0
Erucic acid 14.12 2.7 ng 81222 5 14.02 593488 20.0
2-Octyldodecyl bu... 14.17 2.2 ng 66384 5 14.02 593488 20.0
Heneicosane 1453 4.1 ng 121943 5 14.02 593488 20.0
1-Dodecanol, 2-oc... 14.87 3.4 ng 112590 6 15.60 668433 20.0
16-Heptadecenal 15.82 2.0 ng 67674 6 15.60 668433 20.0
Hexacosane 16.04 12.9 ng 432404 6 15.60 668433 20.0
Stigmastan-3,5-diene 16.30 5.3 ng 177309 6 15.60 668433 20.0
Oxirane, hexadecyl- 16.84 3.4 ng 114929 6 15.60 668433 20.0
unknownl7 .34 17.34 3.3 ng 111520 6 15.60 668433 20.0
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