LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\
Data File : BF099994.D

Aca On : 31 Oct 2017 7:09

Operator : SJ/JU

Sample : 16201-04

Misc :

ALS Vial : 43 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-BF102317.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 5.004 493 496 523 rVB 155186 267881 13.97% 1.539%
2 5.410 562 565 584 rBY 1581070 1728631 90.13% 9.933%
3 6.434 735 739 757 rBVY 1616465 1820159 94.90% 10.459%
4 6.557 757 760 769 rVB 1892935 1812147 94.48% 10.413%
5 6.786 796 799 809 rBV 493445 435490 22.71% 2.502%
6 6.939 822 825 839 rVB 1539612 1367693 71.31% 7 .859%
7 7.357 892 896 910 rBY 1144994 1066267 55.59% 6.127%
8 8.069 1014 1017 1023 rBV 690927 598917 31.23% 3.442%
9 8.475 1083 1086 1088 rBV 34761 24811 1.29% 0.143%
10 8.633 1109 1113 1119 rBV 25042 33309 1.74% 0.191%
11 9.075 1185 1188 1191 rBV 50623 41809 2.18% 0.240%
12 9.145 1195 1200 1203 rVvVvV 2091561 1917997 100.00% 11.021%
13 9.210 1207 1211 1216 rVB4 28590 37915 1.98% 0.218%
14 9.539 1261 1267 1275 rBV 316942 320765 16.72% 1.843%
15 9.680 1285 1291 1293 rBV5 17308 24823 1.29% 0.143%
16 9.822 1312 1315 1321 rBV 724456 662678 34.55% 3.808%
17 10.069 1354 1357 1360 rBvV3 22496 24581 1.28% 0.141%
18 10.139 1365 1369 1373 rBVv4 20004 25791 1.34% 0.148%
19 10.463 1419 1424 1426 rBvV2 55528 56655 2.95% 0.326%
20 10.539 1435 1437 1441 rBV 90387 71099 3.71% 0.409%

21 10.621 1447 1451 1465 rBV 1161331 1121655 58.48% 6.445%
22 10.727 1465 1469 1477 rVB 114796 110913 5.78% 0.637%

23 11.192 1544 1548 1555 rVB 55387 62940 3.28% 0.362%
24 11.321 1566 1570 1579 rBV 666101 655557 34.18% 3.767%
25 11.833 1654 1657 1662 rBV2 30468 32390 1.69% 0.186%
26 12.710 1803 1806 1809 rVB 36094 25869 1.35% 0.149%

27 12.904 1835 1839 1842 rBV 1770286 1640679 85.54% 9.428%
28 13.786 1985 1989 2003 rBV 84167 106830 5.57% 0.614%
29 13.974 2018 2021 2032 rBV 452637 452028 23.57% 2.597%

30 14.109 2040 2044 2051 rBV 20908 20415 1.06% 0.117%
31 14.421 2094 2097 2102 rBV2 21586 25279 1.32% 0.145%
32 14.733 2146 2150 2153 rVB2 22060 23023 1.20% 0.132%
33 14.874 2170 2174 2180 rBV 88604 88432 4.61% 0.508%
34 15.056 2202 2205 2212 rBV 19914 23446 1.22% 0.135%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\
Data File : BF099994.D

Aca On : 31 Oct 2017 7:09

Operator : SJ/JU

Sample : 16201-04

Misc :

ALS Vial : 43 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF102317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.468 2271 2275 2286 rVB 284763 390829 20.38% 2.246%
36 15.633 2297 2303 2307 rBV 52325 68319 3.56% 0.393%

37 16.633 2465 2473 2481 rBV6 19048 41539 2.17% 0.239%
38 16.992 2528 2534 2542 rBV2 90799 173003 9.02% 0.994%

Sum of corrected areas: 17402564
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\
Data File : BF099994.D

Aca On : 31 Oct 2017 7:09

Operator : SJ/JU

Sample : 16201-04

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF099994.D
2000000 6.56

6.43
5.41 6.94

1500000

7.36

1000000

500000

5.00

L

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF099994.D

2000000 915

12.90

1500000
10.62
1000000
8.07 9.82 11.32

500000
9.54

0.73
8.478,63 9.08.21 968l 10074 1099 11.1 11.83 12A.71JL

O e e

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF099994.D

2000000

1500000

1000000

500000 13.97
15.47

16.99

1379 ll1ig11 1442 1475506 15.63 16.63

o e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\
Data File : BF099994.D

Aca On : 31 Oct 2017 7:09

Operator : SJ/JU

Sample : 16201-04

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 3

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

5.00 12.30 ng 267881 1,4-Dichlorobenzene-d4 6.79
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 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 17
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 495 (4.998 min): BF099994.D (-493) (-) m/z 43.00 100.00%
43.0
59.1
5000 J\\
101.1 SRR SRS R
| 83.0 | 4.60 4.80 5.00 5.20 5.40
0'”P'”P”'P”'m“'PJW'”W”'W””I””P'”P”'P”W'”W”'W m/z 59.10 55.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L L L I
59.0 460 480 500 520 540
m/z 101.10 20.41%
31.0 g3 1010
0'”I”'W”'W'”W'“'P”'P”'P”'P'”P'””””I”'W”'W”'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
460 480 500 520 5.40
5000 m/z 58.10 15.52%
101.0
15.0 58.0
0 28.0 69.0 84.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester P
59.0 4.60 4.80 500 5.20 5.40
m/z 41.10 9.00%
5000 41.0 /\
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 460 480 5.00 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\
Data File : BF099994.D

Aca On : 31 Oct 2017 7:09

Operator : SJ/JU

Sample : 16201-04

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 83.22 ng 1812150 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Xenon 132 Xe 007440-63-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 761 (6.563 min): BF099994.D (-757) (-) m/z 132.00 100.00%
13R.0
5000
68.1
960 IIIIIIIIIIIIIIIIIIII
201 540 6.20 6.40 6.60 6.80
o....,....,....,.:..,.:I-.',..7.5.‘,0....,..!.,.1??.?....,....,-'...,... m/z 134.00  33.63%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR A S
6.20 6.40 6.60 6.80
310 510 m/z 68.10 31.87%
0'”'ﬂ'MHJ'WH”'P'JI“Yﬁq”'P'”I”'W'”'P'”I“'W'”
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 66.00 18.54%
41.0 97.0
53.0
20.0 117.0
O EQ?OH,,“,,W,,”I,”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14560: Xenon LA L L L L B L B
132.0 6.20 6.40 6.60 6.80
m/z 96.00 12.82%
5000
66.0
OH'W'“'V'“l“'w'“ww'“l“'w'“'w'“l“'w'“ll'“l“' SRS A S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\
Data File : BF099994.D

Aca On : 31 Oct 2017 7:09

Operator : SJ/JU

Sample : 16201-04

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Benzophenone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.54 2.15 ng 71099 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzoic acid. pentafluorophenvl ... 288 C13H5F502 1000360-67-9 47
3 Benzovlformic acid 150 C8H603 000611-73-4 43
4 Benzenecarbothioic acid 138 C7H60S 000098-91-9 43
5 S-Benzoyl (thiohydroxylamine) 153 C7H7NOS 025740-80-1 43
Abundance Scan 1437 (10.539 min): BF099994.D (-1435) (-) m/z 105.00 100.00%
106.0
77.0 182.1
5000
e 10120 '15'40'{5'53 o
152.1 : : : -
Ol el ol 920N 1270 TR T1670 m/z 77.00 55.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 N AR AR
0 10.20 10.40 10.60 10.80
oL m/z 182.10 53.18%
0 27\.0 ‘ il ‘ 126'0 15\2.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
UNRANARRARARR RARES:
10.20 10.40 10.60 10.80
5000 77.0 m/z 51.00 20.86%
51.0
0 27.0 136.0 1550 1830
miz--> 20 40 60 80 100 120 140 160 180
Abundance #24362: Benzoylformic acid A R
105.0 10.20 10.40 10.60 10.80
770 m/z 181.10 9.70%
5000
51.0
120 280 \‘ il | 1220 150.0
m/z--> 20 40 60 80 100 120 140 160 180 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\
Data File : BF099994.D

Aca On : 31 Oct 2017 7:09

Operator : SJ/JU

Sample : 16201-04

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.73 3.38 ng 110913 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 86
2 Sulfurous acid. 2-ethvlhexvl tri... 376 C21H4403S 1000309-19-6 80
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
5 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 80
Abundance Scan 1469 (10.727 min): BF099994.D (-1465) (-) m/z 57.05 100.00%
57.0
5000
10.40 10.60 10.80 11.00
0! m/z 71.10 85.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 N\--NTI\-'-\/-J\-‘J-LT-‘WTA
10.40 10.60 10.80 11.00
m/ 43.05 48 .10%
29.0 113.0 183.0 z 1
P i VI P D 2250 2530
m/z--> 26 45 eb 85 160 150 150 160 180 200 220 250 2éo
Abundance
57.0
10.40 10.60 10.80 11.00 |
5000 m/z 85.10 34.15%
85.0 113.0
o 29.0 ' 141.0 183.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71407: Dodecane, 2,7,10-trimethyl- T e
57.0 10.40 10.60 10.80 11.00
m/z 41.10 22 .59%
5000
29.0 85.0
ol ‘ || ] 130 40 1830
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 140 160 180 200 220 24'10 2éo 10. 40 10. 60 10 80 11. oo '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\
Data File : BF099994.D

Aca On : 31 Oct 2017 7:09

Operator : SJ/JU

Sample : 16201-04

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Octacosyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.79 4.73 ng 106830 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 93
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 90
4 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 90
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 87
Abundance Scan 1990 (13.792 min): BF099994.D (-1985) (-) m/z 57.05 100.00%
57.0
7.1
5000
1] J[3|9-2 207.0 13.40 13.60 13.80 14.00 14.20
ot e m/z 43.05 81.84%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosy! trifluoroacetate
57.0
97.0
5000
13.40 13.60 13.80 14.00 14.20
m/z 83.10 77.84%
oLl “‘ h \u i } i ? 181022202640 30603480 392.0 437.0 488.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
57.0 470
13.40 13.60 13.80 14.00 14.20
5000 m/z 69.10 71.02%
o 1390 1000 222.0 266.0 311.0 412.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #231356: Docosy! pentafluoropropionate
57.0 13.40 13.60 13.80 14.00 14.20
m/z 97.10 70.15%
97.0
5000
oLl J “3?9181022402640 308.0 353.0 454.0
m/z--> 50 100 150 200 250 3c')o 350 400 450 ' 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\
Data File : BF099994.D

Aca On : 31 Oct 2017 7:09

Operator : SJ/JU

Sample : 16201-04

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 1,19-Eicosadiene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.87 4.53 ng 88432 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 80
2 Pentadecanal- 226 C15H300 002765-11-9 72
3 Cyclododecanol 184 C12H240 001724-39-6 53
4 Dodecane. 6-cvclohexvl- 252 C18H36 013151-86-5 43
5 1-Heptacosanol 396 C27H560 002004-39-9 38

Abundance Scan 2173 (14.868 min): BF099994.D (-2170) (-) m/z 57.05 100.00%

5000

14.60 14.80 15.00 15.20
m/z 43.00 94.35%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126193: 1,19-Eicosadiene
55.0

0.0 14,60 14.80 15.00 15.20
' m/z 82.10 85.67%

180.0 208.0 250.0 278.0

5000

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 82.0
14.60 14.80 15.00 15.20
5000{  29.0 m/z 55.05 68.78%
109.0
0 137.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48733: Cyclododecanol A B B
550 82.0 14.60 14.80 15.00 15.20

m/z 81.10 59.66%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\
Data File : BF099994.D

Aca On : 31 Oct 2017 7:09

Operator : SJ/JU

Sample : 16201-04

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Tetradecanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.63 3.50 ng 68319 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanal 212 C14H280 000124-25-4 64
2 Hexadecanal 240 C16H320 000629-80-1 52
3 17-Pentatriacontene 491 C35H70 006971-40-0 49
4 1-Hentetracontanol 593 C41H840 040710-42-7 43
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 43
Abundance Scan 2303 (15.633 min): BF099994.D (-2297) (-) m/z 57.05 100.00%
51.0 be.1
5000
37.2 e aE en e en qaon
15.40 15.60 15.80 16.00
- | Jiﬂ.“..???Pu,....,”..,...w....,.”., m/z 82.10 97.30%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #71297: Tetradecanal
57.0
5000 6.0
15.40 15.60 15.80 16.00
J m/z 96.10 83.57%
‘ ‘ 168.0
01.5'. i ‘.Hl‘. ‘ﬁ“‘. hl Whl“ﬂl\h } .“. ; .2|1.2'.0. ; R R R
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0 82.0
15.40 15.60 15.80 16.00
5000 m/z 43.05 75.50%
123.0
Oy "|"}???'2§QP""|"' LN DAL SO
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #234186: 17-Pentatriacontene e ARARREEE RS
57.0 15.40 15.60 15.80 16.00
97.0 m/z 83.05 63.80%
5000
39.0
015,4 L 1 |, , 181.0223.0 267.0306.0 348.0 390.0 434.0 490.0
miz--> 0 5'0 1(')0 1%0 2(')0 25'30 3(')0 3&1;0 4(')0 4&1,0 ' 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\
Data File : BF099994.D

Aca On : 31 Oct 2017 7:09

Operator : SJ/JU

Sample : 16201-04

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 16-Octadecenal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.63 2.13 ng 41539 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenal 266 C18H340 056554-87-1 59
2 Tetradecanal 212 C14H280 000124-25-4 53
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 53
4 17-Octadecenal 266 C18H340 056554-86-0 53
5 12-Octadecenal 266 C18H340 056554-91-7 43

Abundance Scan 2473 (16.633 min): BF099994.D (-2465) (-) m/z 82.00 100.00%

0

5000

16.40 16.60 16.80 17.00
m/z 57.10 85.88%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115861: 16-Octadecenal

57.0

16.I4O 16.I60 16.I80 17.I00
m/z 96.10  70.45%

5000

29.0

o 1370 1680 196.0 2240 2220

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 82.0
16.40 16.60 16.80 17.00
5000 m/z 83.10 70.29%
29.0
110.0

138.0 1680 44,9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117617: Oxirane, hexadecyl-

16.40 16.60 16.80 17.00
m/z 71.10 68.08%

5000

208.0 250.0

166.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF103017\
Data File : BF099994.D

Aca On : 31 Oct 2017 7:09

Operator : SJ/JU

Sample : 16201-04

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Tetracosapentaene, 2,6,10,1... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.99 8.85 ng 173003 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosapentaene. 2.6.10.15.19.... 412 C30H52 026266-08-0 60
2 1.6.10.14.18.22-Tetracosahexaen-... 426 C30H500 054159-46-5 53
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 43
4 Naphthalene. 1.17-(1.2-ethanediv... 302 C22H38 054934-69-9 38
5 3,5-Octadiene, 2,2,4,5,7,7-hexam... 194 C14H26 055712-52-2 38
Abundance Scan 2534 (16.992 min): BF099994.D (-2528) (-) m/z 137.10 100.00%
1
69.1
5000
2031 2502 3433 1660 16.80 17.00 17.20 17.40
[ m/z 69.10 67.25%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #216745: Tetracosapentaene, 2,6,10,15,19,23-hexamethyl-
69.0

5000 et
137.0 16.60 16.80 17.00 17.20 17.40

m/z 95.05 43.83%

e F—

205.0
270 14 \‘ H “\ oy arso 330 4120
R R SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
16.60 16.80 17.00 17.20 17.40
5000 m/z 55.00 38.68%
135.0
ol 279 203.0 257, 0299 0 357 0 4260
T T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238944: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,... R REERREEEEE
69.0 16.60 16.80 17.00 17.20 17.40
m/z 411.40 38.01%
5000
137.0
NECTIN [[,1910 2730 3410 409.0 477.0 546.0
e B T R L e o e RGN ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.60 16.80 17. OO 17.20 17. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF103017\
Data File : BF099994.D

Acq On : 31 Oct 2017 7:09

Operator : SJ/JU

Sample : 16201-04

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 12.3 ng 267881 1 6.79 435490 20.0
unknown6 .56 6.56 83.2 ng 1812150 1 6.79 435490 20.0
Benzophenone 10.54 2.1 ng 71099 3 9.82 662678 20.0
Pentadecane, 2,6,... 10.73 3.4 ng 110913 4 11.32 655557 20.0
Octacosyl trifluo... 13.79 4.7 ng 106830 5 13.97 452028 20.0
1,19-Eicosadiene 14.87 4.5 ng 88432 6 15.47 390829 20.0
Tetradecanal 15.63 3.5 ng 68319 6 15.47 390829 20.0
16-Octadecenal 16.63 2.1 ng 41539 6 15.47 390829 20.0
Tetracosapentaene... 16.99 8.8 ng 173003 6 15.47 390829 20.0
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