LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\

Data File : BF108736.D

Aca On : 4 Sep 2018 13:14 Instrument :
Operator : JU/SJ BNA_F

Sample  : J4720-03 Gl
Misc i BZTRANS-3

ALS Vial : 4 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-BF083018 .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 5.225 488 491 500 rBV 31238 42395 2.31% 0.152%
2 5.625 555 559 592 rBV 316632 1042877 56.91% 3.731%
3 6.625 725 729 748 rBV 413566 1197972 65.37% 4.286%
4 6.760 748 752 786 rVvV 921528 1786463 97.49% 6.391%
5 6.995 788 792 812 rVvV 245955 600392 32.76% 2.148%
6 7.142 814 817 842 rVB 815950 1147513 62.62% 4.105%
7 7.560 884 888 910 rBV 303409 881503 48.10% 3.154%
8 8.272 1005 1009 1034 rBV 432353 724783 39.55% 2.593%
9 9.342 1187 1191 1217 rBV 1349300 1710301 93.33% 6.119%
10 9.736 1254 1258 1275 rBV 363029 437452 23.87% 1.565%
11 10.030 1304 1308 1324 rBvV 637104 743495 40.57% 2.660%
12 10.248 1338 1345 1355 rvB4 9513 24248 1.32% 0.087%
13 10.436 1374 1377 1381 rvVB2 19512 20265 1.11% 0.073%
14 10.824 1440 1443 1455 rBvV 409689 703616 38.40% 2.517%
15 10.907 1455 1457 1464 rVB4 27157 41778 2.28% 0.149%
16 11.360 1528 1534 1536 rBVv4 27317 43821 2.39% 0.157%
17 11.383 1536 1538 1543 rVB5 16396 19225 1.05% 0.069%

18 11.530 1559 1563 1565 rBV 489994 549469 29.98% 1.966%
19 11.554 1565 1567 1584 rVB 418392 638784 34.86% 2.285%

20 11.783 1602 1606 1608 rBV3 27002 33982 1.85% 0.122%
21 12.042 1643 1650 1665 rBV 645744 999773 54 .56% 3.577%
22 12.148 1665 1668 1674 rVV5 27405 57728 3.15% 0.207%
23 12.366 1696 1705 1717 rVB3 57045 153164 8.36% 0.548%
24 12.583 1739 1742 1744 rBV2 24170 25417 1.39% 0.091%
25 12.683 1755 1759 1765 rBV3 31466 55287 3.02% 0.198%

26 12.748 1767 1770 1778 rBV 462044 639114 34.88% 2.287%
27 12.830 1779 1784 1793 rVV 448566 582073 31.76% 2.082%
28 12.983 1803 1810 1816 rBV 370456 518241 28.28% 1.854%
29 13.113 1828 1832 1843 rBV 1360108 1509169 82.35% 5.399%

30 13.313 1864 1866 1870 rVB2 63277 58974 3.22% 0.211%
31 13.542 1902 1905 1908 rBV2 31256 27967 1.53% 0.100%
32 13.577 1908 1911 1915 rBV 38269 35602 1.94% 0.127%
33 13.936 1969 1972 1974 rBV2 51324 61510 3.36% 0.220%
34 13.983 1978 1980 1984 rBV2 80893 70113 3.83% 0.251%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\

Data File : BF108736.D

Aca On : 4 Sep 2018 13:14 Instrument :
Operator : JU/SJ BNA_F

Sample  : J4720-03 Gl
Misc i BZTRANS-3

ALS Vial : 4 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-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.036 1984 1989 1999 rVB5 133364 278474 15.20% 0.996%

36 14.124 2001 2004 2007 rVB 160694 139991 7.64% 0.501%
37 14.183 2009 2014 2018 rBV2 659277 1006748 54.94% 3.602%
38 14.301 2030 2034 2037 rVB2 112750 116247 6.34% 0.416%
39 14.430 2053 2056 2059 rVB2 51975 48292 2.64% 0.173%
40 14.607 2083 2086 2092 rBV 383702 363536 19.84% 1.301%

41 14.671 2093 2097 2101 rBV5 94922 169360 9.24% 0.606%
42 14.865 2127 2130 2136 rBV2 68747 135505 7.39% 0.485%
43 14.930 2137 2141 2146 rVB 541859 572640 31.25% 2.049%
44 15.012 2152 2155 2159 rVB2 53263 68928 3.76% 0.247%
45 15.089 2164 2168 2176 rBV2 275458 312669 17.06% 1.119%

46 15.289 2195 2202 2211 rBV2 1206095 1832521 100.00% 6.556%
47 15.377 2212 2217 2230 rVB3 157790 461486 25.18% 1.651%
48 15.601 2252 2255 2263 rVB 87100 156039 8.51% 0.558%
49 15.695 2264 2271 2275 rVV2 557327 957848 52.27% 3.427%
50 15.736 2275 2278 2293 rVB 395231 772366 42.15% 2.763%

51 15.918 2304 2309 2316 rVB 320838 457291 24 .95% 1.636%
52 16.165 2345 2351 2359 rVB 709404 1130853 61.71% 4.046%
53 16.306 2370 2375 2381 rBv4 69255 199040 10.86% 0.712%
54 16.712 2438 2444 2452 rBV 154456 314835 17.18% 1.126%
55 17.036 2493 2499 2508 rVB 243908 482068 26.31% 1.725%

56 17.353 2547 2553 2563 rVB4 165450 390895 21.33% 1.399%
57 17.565 2583 2589 2597 rBV9 63871 204630 11.17% 0.732%
58 18.012 2659 2665 2677 rVB9 57571 194025 10.59% 0.694%

Sum of corrected areas: 27950753
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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\BF090418\

BF108736.D

4 Sep 2018 13:14

JussJ

J4720-03

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF108736.D

6.62

5.62

5.22 ﬂ\\_~__
A

6.76

7.00

7.14

0=
Time-->

T T T T T
5.00 5.50

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF108736.D

10.03

8.27
9.74

10.290.44
e A

12.04

0 T
Time-->

11.50

12.00

T
10.00 10.50 11.00

T
12.50

-
13.00

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF108736.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108736.D

Aca On : 4 Sep 2018 13:14

Operator : JU/SJ

Sample : J4720-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 unknown6.76 Concentration Rank 1

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

6.76 59.51 ng 1786460 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvopromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 752 (6.760 min): BF108736.D (-748) (-) m/z 132.00 100.00%
13p.0
5000 68.0 A\\ﬁ_
w01 S J oh0 6b0 680 700
0 e e e e m/z 68.05 44 .24%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
116.0
5000 98.0

6.40 6.60 6.80 7.00
m/z 134.00 33.16%

0 1580  189.0
- IIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0
 EAams m L e  RamEa
117.0 6.40 6.60 6.80 7.00
5000 m/z 66.05 29.82%
39.0 91.0
: 65.0 ‘ ‘ |
0...,.‘...‘,..“:‘.,‘l‘...“,..‘:.,‘.‘..l‘,.:“.,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethy!l-
132.0 6.40 6.60 6.80 7.00
117.0 m/z 69.10 17.87%
5000
65.0 910
15.0 39.0 il . l “ | n‘
o2 el e Ml e
m/z--> 20 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\BF090418\
Data File : BF108736.D

Aca On : 4 Sep 2018 13:14

Operator : JU/SJ

Sample : J4720-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.04 36.39 ng 999773 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 1650 (12.042 min): BF108736.D (-1643) (-) m/z 43.10 100.00%
431 730
5000 m,wv_“,_w,~_dﬂ\u,mwv_,_ﬁﬂn_
129.1
970 2132 IIII||||||IIII|IIII|III
157.1 185.2 256.3 11.80 12.00 12.20 12.40
NN m/z 73.00 89.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 730
5000 256.0 LR LN BRI BN B
nmnmnmnm
97.0 m/z 60.00 88.47%
| 157.0 185.0
Ol l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 | 73.0
" 11,80 12.00 12.20 12.40
5000 129.0 m/z 57.10 78.48%
olzsoll 1l 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid R B e
430 | 730 11.80 12.00 12.20 12.40
: m/z 41.05 75.91%
5000
129.0
B
OIHII‘IH\I‘I\”HIH ‘.“M..Hl‘...‘al....l.... B A R i tincettsmsne
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. oo 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108736.D

Aca On : 4 Sep 2018 13:14

Operator : JU/SJ

Sample : J4720-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 9,10-Anthracenedione Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.37 5.57 ng 153164 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 95
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 83
3 9.10-Phenanthrenedione 208 C14H802 000084-11-7 58
4 Benzolclcinnoline 180 C12H8N2 000230-17-1 58
5 5,6-Dimethyl-1,10-phenanthroline 208 C14H12N2 003002-81-1 52
Abundance Scan 1706 (12.371 min): BF108736.D (-1696) (-) m/z 208.10 100.00%
180.1  208.1
152.0
5000
76.0
50.0
1000 1260 12.00 12.20 12.40 12.60
0 m/z 180.10 85.30%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #67896: 9,10-Anthracenedione
15.0 18p.0  208.0
5000 76.0
12.00 12.20 12.40 12.60
50.0 126.0 m/z 152.00 73.76%
o , 102.0 ‘
m/z--> 20 40 60 85 160 150 150 1éo 180 260 250
Abundance #45755: 9H-Fluoren-9-one
180.0
12.00 12.20 12.40 12.60
5000 152.0 m/z 151.10 41.06%
76.0
olzzo %0 | o WO | N
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #67900: 9,10-Phenanthrenedione
180.0 12.00 12.20 12.40 12.60
m/z 76.00 32.38%
5000 152.0
76.0 208.0
280 500 | | o0 0 | | |
m/z--> ﬁo 45 eb 85 160 150 1&0 1éo 180 260 250 12.00 12.20 12!40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108736.D

Aca On : 4 Sep 2018 13:14

Operator : JU/SJ

Sample : J4720-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.83 21.19 ng 582073 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
Abundance Scan 1784 (12.830 min): BF108736.D (-1779) (-) m/z 43.10 100.00%
431 730
5000 129.1
97.1 185.2 241.3 LR AR PR S B
157.1 2131 284.3 12.60 12.80 13.00 13.20
0 m/z 73.00 86.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 |, 73.0
5000 129.0 I BB i e
nmnmmmmw
241.0 284.0 m/z 60.00 80.69%
207.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
430 73.0
" 1260 12.80 13.00 13.20
5000 256.0 m/z 57.10 79.66%
213.0
‘ 157.0 185.0
0 T I‘l . I‘i‘\‘l IMIHI IM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid B B e ma e S
73.0 12.60 12.80 13.00 13.20
43.0 m/z 55.10 77 .50%
5000 1290
185.0 228.0
AL |
0 IILII\JINLNIM\ ML.NV I e O L1 S T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1260 1280 1300 1320
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108736.D

Aca On : 4 Sep 2018 13:14

Operator : JU/SJ

Sample : J4720-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 n-Nonadecanol-1 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.04 5.53 ng 278474 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 64
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 64
3 Cvclotridecane 182 C13H26 000295-02-3 55
4 1-Heptacosanol 396 C27H560 002004-39-9 50
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 50
Abundance Scan 1990 (14.042 min): BF108736.D (-1984) (-) m/z 230.10 100.00%
23p.1
43.1
83.0
5000
f\'x
111.1 149.1 179.1202.1 R B m L e
2531 13.80 14.00 14.20 14.40
Obrrrprer - m/z 43.10 69.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131393: n-Nonadecanol-1
430 83.0
5000 RS A S SO IR
13.80 14.00 14.20 14.40
m/z 55.05 63.04%
ol8 139.0 168.0 196.0  238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57.0
83.0 R U S SRR IR
13.80 14.00 14.20 14.40
5000 m/z 83.05 57.53%
290 140.0
o I.‘.l. .‘I i . 182.0 210.0 255.0 306.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #47268: Cyclotridecane EEEE BRI
41.0 13.80 14.00 14.20 14.40
m/z 57.10 53.10%
69.0
5000
Ol T
m/z--> 26 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 13)80 14100 14fzo 14J40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
BF108736.D

4 Sep 2018 13:14

Ju/sJ

J4720-03

4 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tricosane

Concentration Rank 12

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

14.61 7.22 ng 363536 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 95
2 Octacosane 394 C28H58 000630-02-4 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Hexatriacontane 507 C36H74 000630-06-8 90

5 Octadecan

e 254 C18H38

000593-45-3 87

Abundance Scan 2087 (14.612 min): BF108736.D (-2083) (-) m/z 57.10 100.00%
571.1
o w
| |99-0 14:20 14.40 14.60 14.80 15.00
141.1 197.1 2421 322.2 : : . . .
o...l,.'l. A g g4l | 1or1 2024 2851 32l m/z 43.10 63.63%
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57.0
5000 LA L L L L L L L LB
14 20 14. 40 14. 60 14. 80 15. OO
324.0 m/z 71.10 58.78%
141 O '
. ‘ ]] 1830 2250 2670
i T - T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
T T
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.10 44 _97%
99.0
o 27,0 Ly 1410 183.0 2250  281.0  337.0 394.0
o e e L e o e e B I L e o B e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane R R me e
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.10 23.71%
-~ UM\
99.0
0 27,0 | | 141.0 183 0 225.0 267.0 323.0 380.0
...,....,....,.... R B e e e e e e I R o R e
m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108736.D

Aca On : 4 Sep 2018 13:14

Operator : JU/SJ

Sample : J4720-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 1-Heptadecene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

14.67 3.36 ng 169360 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 90
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 83
3 l17-Pentatriacontene 491 C35H70 006971-40-0 83
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 83
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 80

Abundance Scan 2097 (14.671 min): BF108736.D (-2093) (-) m/z 43.10 100.00%

3 831
5000

285.3  357.2 14.40 14.60 14,80 15.00
Ot m/z 57.10 92.87%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #92567: 1-Heptadecene
51.0
97.0

240.1

5000 LA L L L L LB
14.40 14.60 14.80 15.00
m/z 55.10 89.20%
ol5. 40.0 1820 238.0
Ty
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57.0
97.0 L B e e N
14.40 14.60 14.80 15.00
5000 m/z 83.10 79.73%
. 159 | || ’1[39 0 2100 2550 356.0
L B o B o e e e REmmm s
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene A EEEEE T
43.0 14.40 14.60 14.80 15.00
m/z 69.10 73.78%
5000 83.0
25.0
. J 12591670 2100 267.0307.0 490.0
,,,,,,,,, RN e EAmEE
m/z--> 0 50 100 150 200 250 300 350 400 450 14.40 14.60 14.80 15.00

8270-BF083018.M Wed Sep 05 15:07:24 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108736.D

Aca On : 4 Sep 2018 13:14

Operator : JU/SJ

Sample : J4720-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 6a,12a-Dihydro-6H-(1,3)diox... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
14.87 2.69 ng 135505 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6a.l12a-Dihvdro-6H-(1.3)dioxolo(5... 284 C16H1205 022091-18-5 91
2 9-(4-Amino-0-tolvDacridine 284 C20H16N2 030189-60-7 76
3 4-(Acridin-9-vD)-3-methvlaniline 284 C20H16N2 1000326-84-6 76
4 Benzofuran-3-one. 2-I3-hvdroxv-4... 284 C16H1205 1000128-62-8 64
5 Coumaran-5,6-diol-3-one, 2-[4-me... 284 C16H1205 1000129-33-0 62
Abundance Scan 2131 (14.871 min): BF108736.D (-2127) (-) m/z 284.10 100.00%
284.1
5000
134.1162.0
53.0 89.1 197.1926.0 14.60 14.80 15.00 15.20
ob— s ,‘l'.'h'. bytuilul InlI..I.L.Inhlll lllulllu |I|I|ulul gl L .'%5:'3".0]'.' " SIS .3?'5:1 m/z 283.10 29.88%
m/z--> 50 100 150 200 250 300 350
Abundance #130825: 6a,12a-Dihydro-6H-(1,3)dioxolo(5,6)benzofuro(3,2-...
284.0
5000 LI LN B SULLE B
14.60 14.80 15.00 15.20
134.0162.0 m/z 162.00 22 .35%
28.0 69.'0 10?"0 |I ..Il il I | 19.7'0 . 24;"'0
m/z--> 50 100 150 200 250 300 350
Abundance #131420: 9-(4-Amino-O-tolyl)acridine
284.0
14.60 14.80 15.00 15.20
5000 m/z 134.05 18.76%
142.0 241.0
Ot e
m/z--> 50 100 150 200 250 300 350
Abundance #131423: 4-(Acridin-9-yl)-3-methylaniline L LA e
284.0 14.60 14.80 15.00 15.20
m/z 285.10 16.38%
5000
oL 40 730 wEo 2410 |
m/z--> " s0 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF083018.M Wed Sep 05 15:07:25 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108736.D

Aca On : 4 Sep 2018 13:14

Operator : JU/SJ

Sample : J4720-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Heneicosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14 .93 11.38 ng 572640 Chrysene-di12 14.19
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 Heptacosane 380 C27H56 000593-49-7 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2141 (14.930 min): BF108736.D (-2137) (-) m/z 57.10 100.00%
57.1 A
5000
| Jgg 1 14.60 14.80 15.00 15.20
1412 : : : :
o b Wb | g 242 18322141 2521 2953 3363 | sz 43.10  64.57%
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57.0
5000 R BN SO B DU
mmmmmmmm
m/z 71.10 56.82%
o210 I I| L] 1410 1830 2250 266.0296.0
m/z--> B "éo 100 150 206 i ésd B 566 B ééd !
Abundance #209566: Octacosane
57.0
—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
14.60 14.80 15.00 15.20
5000 m/z 85.10 42 .91%
99.0
o 27,0 ] I | “ | 1410 1830 225.0 281.0 337.0 394.0
m/z--> éo 100 1%0 200 250 360 3%0 '
Abundance #202662: Heptacosane S L B BB
57.0 14.60 14.80 15.00 15.20
m/z 55.10 21.77%
5000
27.0 %90 1410
o 2oL U, 1410 1830 2250 267.0 3230 380.0 e
m/z--> 50 100 150 200 250 300 350 14.60 1480 1500 15.20

8270-BF083018.M Wed Sep 05 15:07:26 2018

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108736.D

Aca On : 4 Sep 2018 13:14

Operator : JU/SJ

Sample : J4720-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Oxirane, heptadecyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.09 8.10 ng 312669 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 93
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 93
3 Octadecanal 268 C18H360 000638-66-4 91
4 1.19-Eicosadiene 278 C20H38 014811-95-1 90
5 17-Octadecenal 266 C18H340 056554-86-0 90
Abundance Scan 2168 (15.089 min): BF108736.D (-2164) (-) m/z 57.10 100.00%
51.1
5000
R AR SUNR SRR B
23.1 254.1 14.80 15.00 15.20 15.40
224.1
ol o foa L 1831 2l 2or2 384336230 L7, 43.10  88.30%
m/z--> 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
43.0 820
5000 LR BN UL UL I
14,80 15.00 15.20 15.40
10.0 m/z 82.05 75.71%
0 | (%5 01s601040 23602600
m/z--> 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl-
43.0 820
14,80 15.00 15.20 15.40
5000 m/z 55.10 69 .35%
09.0
138.0
oLl WL | % %es0 2080 200
m/z--> 50 100 150 200 250 300 350
Abundance #117606: Octadecanal R EEEEE S
.0 14.80 15.00 15.20 15.40
m/z 96.10 53.77%
5000
09.0
miz--> 100 1éo' T 'zso' 300 350 14,80 15.00 15,20 15.40

8270-BF083018.M Wed Sep 05 15:07:27 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108736.D

Aca On : 4 Sep 2018 13:14

Operator : JU/SJ

Sample : J4720-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Heptafluorobutyric acid, he... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.38 11.95 ng 461486 Perylene-di12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
2 l1l-Heptacosanol 396 C27H560 002004-39-9 91
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
5 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 91
Abundance Scan 2217 (15.377 min): BF108736.D (-2212) (-) m/z 43.10 100.00%

5000

83.1

15.00 15.20 15.40 15.60 15.80
m/z 57.10 93.62%

181.1

o 247.2281.1 341.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57.0
97.0
5000 T oo LRI L L L ™1
15. OO 15 20 15. 40 15. 60 15. 80
160.0 m/z 55.10 76.41%
olelol 4| | | deg0 | | 2240 2690 420.0
e e e =
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57.0 |97.0
R B e R
15.00 15.20 15.40 15.60 15.80
5000 m/z 83.10 69.69%
39.0
0260 4 L0l y 47} 1810 2220 2640 306.0 378.0
L s B e T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate R REmEE e
57.0 15.00 15.20 15.40 15.60 15.80
m/z 97.10 63.49%
97.0
5000
. 238.0
o280l 4 | ‘ ) l 139.0°7 V2020 =) 2830
i o L L B e e R B e R
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60 15.80

8270-BF083018.M Wed Sep 05 15:07:28 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108736.D

Aca On : 4 Sep 2018 13:14

Operator : JU/SJ

Sample : J4720-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 13 Benzo[e]pyrene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.60 4.04 ng 156039 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
3 Pervlene 252 C20H12 000198-55-0 95
4 Benzolalovrene 252 C20H12 000050-32-8 94
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94
Abundance Scan 2255 (15.601 min): BF108736.D (-2252) (-) m/z 252.10 100.00%
25p.1
5000
51.0 74.0 100.0 12‘?'0146 0 174.0 200.1224.1 284.1 15.20 15.40 15.60 15.80 16.00
O e e e e e e e e m/z 250.10 28.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252.0
5000
15.20 15.40 15.60 15.80 16.00
1950 m/z 253.10 19.83%
o mo7u)%o,{1%01mommﬂmo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104227: Benz[e]acephenanthrylene
252.0
15.20 15.40 15.60 15.80 16.00
5000 m/z 125.00 10.97%
126.0
ol 390 740 1000, | 15001740 200,0 224.0 [
m/z--> 20 40 60 80 100 120 140 160 180 200 250 240 260 280
Abundance #104214Perylene [T T T T[T T[T T [ TT T[T
252.0 15.20 15.40 15.60 15.80 16.00
m/z 251.10 9.62%
5000
125.0
0l17.0 39.0 740 99.0 150.0 174.0 200.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80 16.00

8270-BF083018.M Wed Sep 05 15:07:29 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108736.D

Aca On : 4 Sep 2018 13:14

Operator : JU/SJ

Sample : J4720-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Eicosane, 7-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.17 29.28 ng 1130850 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 2352 (16.171 min): BF108736.D (-2345) (-) m/z 57.10 100.00%
57.1
e /LJL
DAL NI RN BN
113.1 15.80 16.00 16.20 16.40
bbb d L 1892 2252 20533512 | m/z 43.10 61.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194499: Eicosane, 7-hexyl-
51.0
5000 A UL UG B B
15. 80 16. oo 16. 20 16.40
m/z 71.10 57.01%
o 50 1820 281 03370
m/z--> 6 éo 160 1éo 200 250 300 350 400 4%0 560 séo 660
Abundance #241528: Tetratetracontane
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.10 42 .73%
13.0 169.0 225.0
ol b 2. 225:0 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
Abundance #141425: Heneicosane — TR TR T
57.0 15.80 16.00 16.20 16.40
m/z 55.10 22.72%
. 130 169.0 2250 2960
m/z--> c') 5'0 1(')0 1&'30 200 250 300 350 400 4&1;0 5(')0 5&'30 6(|)O 15. 80 16. oo 16. 20 16. 40 '

8270-BF083018.M Wed Sep 05 15:07:30 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108736.D

Aca On : 4 Sep 2018 13:14

Operator : JU/SJ

Sample : J4720-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Octacosyl heptafluorobutyrate Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
16.31 5.15 ng 199040 Perylene-di12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 60
2 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 60
3 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 53
4 Dodecane. 6-cvclohexvl- 252 C18H36 013151-86-5 53
5 Triacontyl pentafluoropropionate 584 C33H61F502 1000351-80-0 50
Abundance Scan 2376 (16.312 min): BF108736.D (-2370) (-) m/z 57.10 100.00%
7.1
5000 11.1 _~]\,__‘,j\“~,-_/\‘\____/\V_
164.0 219.2 2781 16.00 16.20 16.40 16,60
O B o m/z 43.10 94 .54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241205: Octacosyl heptafluorobutyrate
57.0
5000 AU AR IARER
11.0 16.00 16.20 16.40 16.60
m/z 55.05 89.39%
ob lL{GQO 236.0 292.0 348.0392.0437.0 588.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241397: Dotriaconty| pentafluoropropionate
57.0
16.00 16.20 16.40 16,60
5000 m/z 97.10 78.60%
11.0
o, J l;%?lo 222.0 278.0 334.0 390.0 448.0493.0 594.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #239098: Tetracosy! heptafluorobutyrate A E
57.0 16.00 16.20 16.40 16.60
m/z 83.10 72.41%
5000 110
0 111690 222.0 278.0 336.0381.0 532.0
m/z--> éo 100 150 200 250 300 3%0 400 450 500 550 600 16.00 16.20 16.40 16.60

8270-BF083018.M Wed Sep 05 15:07:31 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108736.D

Aca On : 4 Sep 2018 13:14

Operator : JU/SJ

Sample : J4720-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.71 8.15 ng 314835 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Hexatriacontane 507 C36H74 000630-06-8 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Docosane 310 C22H46 000629-97-0 83

Abundance Scan 2444 (16.712 min): BF108736.D (-2438) (-) m/z 57.10 100.00%

5000

-

16.40 16.60 16.80 17.00

284.1
m/z 43.10 63.75%

169.1211.2

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175557: Tetracosane

s

5000

16.40 16.60 16.80 17.00
m/z 71.10 57.11%

141.0183.0 225.0267.0 338.0

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
R I RERREEEE RS RSy
16.40 16.60 16.80 17.00
5000 m/z 85.10 41.99%

141.0183.0225.0 281.0 337.0 394.0

04

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

Abundance #235973: Hexatriacontane B T e R
16.40 16.60 16.80 17.00

m/z 55.10 22 .88%

:

5000

i

141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
e LN M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16. 40 16 60 16.80 17.00

8270-BF083018.M Wed Sep 05 15:07:31 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108736.D

Aca On : 4 Sep 2018 13:14

Operator : JU/SJ

Sample : J4720-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 Octadecanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.04 12.48 ng 482068 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 96
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 93
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 Tetradecanal 212 C14H280 000124-25-4 87
5 1,13-Tetradecadiene 194 C14H26 021964-49-8 78

Abundance Scan 2500 (17.042 min): BF108736.D (-2493) (-) m/z 57.10 100.00%

1

5000

16.80 17.00 17.20 17.40
m/z 43.10 88.18%

0 1371 1661 1972 2222 2491  284.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117605: Octadecanal
82.0

16.80 17.00 17.20 17.40
m/z 82.10 79.11%

5000

250.0
1380 1660 194.0 2220

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117617: Oxirane, hexadecyl-
43.0
T
16.80 17.00 17.20 17.40
5000 m/z 55.10 61.19%
. 1660 2080  250.0 “Nm/\hMJKNN]\wuwnﬁa/\hwwv
AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl- S RREEs B
43.0 16.80 17.00 17.20 17.40
m/z 83.10 53.06%
5000
110.0
oL 1380 1660 1040 2360 264.0
AR R s e A s S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108736.D

Aca On : 4 Sep 2018 13:14

Operator : JU/SJ

Sample : J4720-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 unknownl7.57 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
17 .57 5.30 ng 204630 Perylene-d12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentadecanone 226 C15H300 002345-28-0 43
2 3-Tetradecanol 214 C14H300 001653-32-3 43
3 Oxalic acid. cvclobutvl hexadecv... 368 C22H4004 1000309-70-6 30
4 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 25
5 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 25
Abundance Scan 2590 (17.571 min): BF108736.D (-2583) (-) m/z 43.10 100.00%
5000
17.20 17.40 17.60 17.80
(o} m/z 59.05 67.62%
m/z--> 50 100 150 200 250 300 350
Abundance #82965: 2-Pentadecanone
54.0
5000
17.20 17.40 17.60 17.80
20.0 996.0 m/z 55.10 65.58%
0 50 1210 168046707
m/z--> 50 160 1éo 260 250 300 3%0
Abundance #72855: 3-Tetradecanol
59.0
17.20 17.40 17.60 17.80
5000 97.0 m/z 41.10 50.78%
29.0
185.0
L 125.0 |
0! .‘.‘l.‘.‘..l....tl............l.
m/z--> 50 100 150 200 250 300 350
Abundance #195550: Oxalic acid, cyclobutyl hexadecy! ester T
55.0 17.20 17.40 17.60 17.80
m/z 58.05 47 .83%
5000
27,0 \ ‘ 830 111.0
oL ZOL L I M0 w0 ae0
m/z--> 50 100 150 200 250 300 350 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\
Data File : BF108736.D

Aca On : 4 Sep 2018 13:14

Operator : JU/SJ

Sample : J4720-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 unknownl18.01 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
18.01 5.02 ng 194025 Perylene-di12 15.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

N-Acetvl-S-(2-oxocvclohexvD)-L-c... 273 C12H19N04S 077549-11-2 11
2.20-Cvclo-8.9-secoaspidospermid... 396 C24H32N203 056145-37-0 9
317840-03-2 9
055547-48-3 7

Methvl

12-acetvl-7-desoxycholate 448 C27H4405

.alpha.-D-Gglucopyranoside,

1
2
3 Ethvl 3.3.3-trifluoro-2-propiona... 402 C15H16F6N204
4
5

meth... 418 C20H3409

1000157-04-2 7

Abundance Scan 2665 (18.012 min): BF108736.D (-2659) (-) m/z 43.10 100.00%
43.1
105.1
5000 1631
2132 21323033 414.5
17.60 17.80 18.00 18.20 18.40
ol m/z 105.10 61.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #121550: N-Acetyl-S-(2-oxocyclohexyl)-L-cysteine methyl ester
43.0
176.0
144.0
5000 LA L L L L L L L LB
273.0 17. 60 17. 80 18. OO 18 20 18. 40
‘ 214.0 m/z 41.05 59.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210261: 2,20-Cyclo-8,9-secoaspidospermidine-3-methanol, 9...
43.0
e A B S
17.60 17.80 18.00 18.20 18.40
5000 m/z 57.10 58.95%
181.0213.0 3210 396.0
130 0 ‘ 265 0 ‘ ‘
0 ..‘,‘.17“'.‘0.” x AL JJ I“lliﬂL IIL ut l hlw ..}?5|3'.0...‘|..
m/z--> 50 100 150 200 250 300 350 400
Abundance #212728: Ethyl 3,3,3-trifluoro-2-propionamido-2-[4-(triflu... T
57.0 17.60 17.80 18.00 18.20 18.40
m/z 69.10 53.31%
273.0
5000
95.0 329.0
l 177.0 ‘ ‘
o .lJruJ“:J,‘.}%3P,l J\ 2}?9 T .?Oﬁp. e A B S
m/z--> 50 100 150 200 250 300 350 400 17. 60 17. 80 18. 00 18 20 18. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090418\

Data File : BF108736.D

Acg On : 4 Sep 2018 13:14 Instrument :
Operator : JU/SJ BNA_F

Sample - J4720-03 ClientSampleld :
Misc : BZTRANS-3

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6.76 6.76 59.5 ng 1786460 1 7.00 600392 20.0
n-Hexadecanoic acid 12.04 36.4 ng 999773 4 11.53 549469 20.0
9,10-Anthracenedione 12.37 5.6 ng 153164 4 11.53 549469 20.0
Octadecanoic acid 12.83 21.2 ng 582073 4 11.53 549469 20.0
n-Nonadecanol-1 14 .04 5.5 ng 278474 5 14.19 1006750 20.0
Tricosane 14.61 7.2 ng 363536 5 14.19 1006750 20.0
1-Heptadecene 14.67 3.4 ng 169360 5 14.19 1006750 20.0
6a,12a-Dihydro-6H... 14.87 2.7 ng 135505 5 14.19 1006750 20.0
Heneicosane 14.93 11.4 ng 572640 5 14.19 1006750 20.0
Oxirane, heptadecyl- 15.09 8.1 ng 312669 6 15.74 772366 20.0
Heptafluorobutyri... 15.38 11.9 ng 461486 6 15.74 772366 20.0
Benzo[e]pyrene 15.60 4.0 ng 156039 6 15.74 772366 20.0
Eicosane, 7-hexyl- 16.17 29.3 ng 1130850 6 15.74 772366 20.0
Octacosyl heptafl... 16.31 5.2 ng 199040 6 15.74 772366 20.0
Tetracosane 16.71 8.2 ng 314835 6 15.74 772366 20.0
Octadecanal 17.04 12.5 ng 482068 6 15.74 772366 20.0
unknownl7 .57 17.57 5.3 ng 204630 6 15.74 772366 20.0
unknown18.01 18.01 5.0 ng 194025 6 15.74 772366 20.0
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