LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096546.D

Acq On : 6 Jul 2017 21:10

Operator : SJ/MA

Sample : 13972-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 height area % max. total
1 3.093 169 171 186 rBV2 18124 52869 1.71% 0.184%
2 4.910 475 480 492 rVB 357245 513346 16.62% 1.791%
3 5.334 547 552 555 rBVY 3066461 3088746 100.00% 10.776%
4 6.357 720 726 730 rBV 2883543 3079410 99.70% 10.743%
5 6.487 743 748 751 rBV 2959077 2918310 94.48% 10.181%
6 6.716 783 787 790 rBVY 832750 730202 23.64% 2.548%
7 6.875 809 814 816 rBV 2260062 2267679 73.42% 7.911%
8 6.898 816 818 823 rVB 56425 46296 1.50% 0.162%
9 7.275 876 882 885 rBvV 1977710 1870236 60.55% 6.525%
10 7.992 1000 1004 1007 rBV 1086352 1022679 33.11% 3.568%

11 9.075 1183 1188 1191 rBV 2741360 2441852 79.06% 8.519%
12 9.463 1251 1254 1258 rBV 364346 328403 10.63% 1.146%
13 9.751 1298 1303 1306 rBV 891236 832139 26.94% 2.903%

14 9.780 1306 1308 1311 rVB 66173 49828 1.61% 0.174%
15 10.192 1375 1378 1381 rVB 63781 55835 1.81% 0.195%
16 10.416 1412 1416 1418 rBV 21539 31244 1.01% 0.109%
17 10.533 1432 1436 1440 rBV 1246472 1209557 39.16% 4._.220%
18 10.669 1455 1459 1461 rBV 63854 70773 2.29% 0.247%
19 11.116 1532 1535 1538 rBV3 46508 44234 1.43% 0.154%

20 11.227 1551 1554 1556 rBV 814234 705099 22.83% 2.460%

21 11.251 1556 1558 1562 rVvV 297035 234983 7.61% 0.820%

22 11.304 1564 1567 1570 rVB 87075 71595 2.32% 0.250%
23 11.463 1588 1594 1599 rBV3 57443 83515 2.70% 0.291%
24 11.757 1642 1644 1649 rVB 47545 46723 1.51% 0.163%
25 11.845 1655 1659 1661 rBV 62226 66392 2.15% 0.232%
26 11.945 1668 1676 1678 rBV6 21858 36548 1.18% 0.128%
27 12.027 1687 1690 1692 rBV 60512 53469 1.73% 0.187%
28 12.286 1731 1734 1738 rBV2 94420 96504 3.12% 0.337%
29 12.339 1738 1743 1746 rVV 76964 91774 2.97% 0.320%

30 12.439 1756 1760 1763 rBV 489838 412677 13.36% 1.440%

31 12.668 1793 1799 1802 rBV 387095 444795 14.40% 1.552%
32 12.816 1820 1824 1828 rVB 1917213 1786796 57.85% 6.234%
33 12.998 1852 1855 1858 rVB 68104 71642 2.32% 0.250%
34 13.033 1858 1861 1863 rBV3 27450 31027 1.00% 0.108%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096546.D

Acq On : 6 Jul 2017 21:10

Operator : SJ/MA

Sample : 13972-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF070117 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.063 1863 1866 1869 rVvVv 126703 95889 3.10% 0.335%
36 13.098 1869 1872 1874 rBV 40627 39872 1.29% 0.139%
37 13.404 1921 1924 1929 rVB3 31170 44325 1.44% 0.155%
38 13.610 1956 1959 1962 rBV2 30684 37918 1.23% 0.132%

39 13.721 1974 1978 1985 rVB2 239824 294229 9.53% 1.027%
40 13.862 1994 2002 2005 rBV2 866262 1006075 32.57% 3.510%

41 13.886 2005 2006 2012 rVB 178091 120529 3.90% 0.421%

42 13.968 2016 2020 2023 rBV2 45143 50240 1.63% 0.175%
43 14.251 2064 2068 2071 rBV2 31847 31495 1.02% 0.110%
44 14.357 2082 2086 2091 rBV2 118993 149991 4._86% 0.523%
45 14.392 2091 2092 2097 rVB5 36726 36376 1.18% 0.127%
46 14.557 2116 2120 2122 rBV5 25218 40835 1.32% 0.142%

47 14.874 2170 2174 2177 rBY 145447 207394 6.71% 0.724%
48 14.968 2188 2190 2197 rVB4 57158 102317 3.31% 0.357%
49 15.157 2219 2222 2227 rVB 69105 88498 2.87% 0.309%
50 15.215 2228 2232 2235 rBV 110049 128955 4_.17% 0.450%

51 15.274 2237 2242 2246 rBV 494109 607205 19.66% 2.118%
52 15.774 2324 2327 2336 rVBS8 51119 110554 3.58% 0.386%
53 16.204 2396 2400 2404 rBvV4 21659 47548 1.54% 0.166%
54 17.392 2598 2602 2606 rBV7 22892 50545 1.64% 0.176%
55 17.715 2652 2657 2667 rVB6 89272 205927 6.67% 0.718%

56 17.950 2689 2697 2709 rVB6 84021 279281 9.04% 0.974%

Sum of corrected areas: 28663175
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096546.D

Acq On : 6 Jul 2017 21:10

Operator : SJ/MA

Sample : 13972-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF096546.D
3000000 5(33 6.36,49

2500000
6.87

2000000 721

1500000
1000000 6.72

500000 401

3.09 L #@o

L & SR | A 1 WA SRS

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: BF096546.D
3000000

9.07

2500000

2000000 12.82

1500000

10.53

1000000

500000

10.1910.4 10.67 13.4013.6:
04 A o POV, A A A T\ I A o o
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: BF096546.D

3000000

2500000

2000000

1500000

10000001 13.86
15.27

500000
17.39 17.7217.95

e s 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\BF070617\
Data File : BF096546.D

Acq On : 6 Jul 2017 21:10

Operator : SJ/MA

Sample : 13972-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 unknown4.91 Concentration Rank 3

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

4.91 14.06 ng 513346 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 480 (4.910 min): BF096546.D (-475) (-) m/z 43.00 100.00%
43
59
5000
101 IR LR RN AR
4.60 4.80 5.00 5.20
3l S8l er 8 | | "m/z 59.00 52.58%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 58.00 14 .33%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 480 500 520
5000 m/z 101.10 14 .25%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- e e
50 4.60 4.80 5.00 5.20
m/z 41.00 8.69%
5000
a1 101
15 \\3\1 \‘H 53\\\‘\ 69 8\3
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096546.D

Acq On : 6 Jul 2017 21:10

Operator : SJ/MA

Sample : 13972-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 unknown6.49 Concentration Rank 1

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

6.49 79.93 ng 2918310 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.492 min): BF096546.D (-743) (-) m/z 132.00 100.00%
32
5000
68
96 e e 6 k0 ARY
40 54 ‘ 75 104 6.20 6.40 6.60 6.80
..,....,....,....:'.'..7.,::..??.I.'....,..f.‘?,..!.,.:..,....,....,"...,.. m/z 134.00 33.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR R LR
6.20 6.40 6.60 6.80
78 m/z 68.10 31.43%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 19.89%
41 97
53 2 117
34 60 89 105 124
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole A L
132 6.20 6.40 6.60 6.80
m/z 96.10 12.78%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096546.D

Acq On : 6 Jul 2017 21:10

Operator : SJ/MA

Sample : 13972-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 Tridecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.67 2.01 ng 70773 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Pentadecane 212 C15H32 000629-62-9 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 Dodecane 170 C12H26 000112-40-3 86
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 1459 (10.669 min): BF096546.D (-1455) (-) m/z 57.05 100.00%
57
43
5000
9 123 137151 160 10140 1060 1080 11,00
11 184 m/z 43.10  70.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48835: Tridecane
43 7
71
5000 L B BULLLN BRI UL
85 mmmmmmnm
29 m/z 71.05 47 .08%
15 ‘\‘ L ‘ 3127141 165 184
m/z--> ﬁo 45 éo 85 160 150 150 1éo 180 200 220 250
Abundance
57
43 SRR SUNILA SR SR
71 10.40 10.60 10.80 11.00
5000 g5 m/z 85.10 29.41%
29 9
15 113127 141 155 169 183 212
m/z--> ﬁo 45 éo 85 160 150 150 1éo 1éo 200 250 250
Abundance #94345: Heptadecane
57 10.40 10.60 10.80 11.00
43 m/z 41.00 27 .09%
71
5000 85
29 9
e g 1127141155 160180 196 210 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1040 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096546.D

Acq On : 6 Jul 2017 21:10

Operator : SJ/MA

Sample : 13972-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 Cyclodecane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.46 2.37 ng 83515 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclodecane 140 C10H20 000293-96-9 90
2 Cyclotetradecane 196 C14H28 000295-17-0 89
3 5-Tetradecene, (2)- 196 C14H28 041446-62-2 78
4 Dichloroacetic acid, tetradecyl ... 324 C16H30CI202 083005-02-1 60
5 2-Tetradecene, (E)- 196 C14H28 035953-54-9 55

Abundance Scan 1594 (11.463 min): BF096546.D (-1588) (-) m/z 167.10 100.00%
55 167
43
69 g3
5000
9 1
128 140 179 106 11.20 11.40 11.60 11.80
R L m/z 55.00 84 .62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17938: Cyclodecane
69 kAwkwwbwwﬁ
5000 83 LI SR BRI SULLE SRR
7 97 11.20 11.40 11.60 11.80
‘ ‘ 111 140 m/z 43.00 73.66%
el W
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
55
41 69 83 S A
11.20 11.40 11.60 11.80
5000 97 m/z 57.00 67.16%
29 111
125 139 153 168 196
mz-> 2 40 60 80 100 120 140 160 180 200
Abundance #58286: 5-Tetradecene, (Z)- LI L L L L L L
41 55 11.20 11.40 11.60 11.80
m/z 69.05 56.06%
5000 29 69
111
15 “\ Iin Al \‘\ i) 1?5 139 153 167179 1%
m/z--> 20 40 é éo 120 140 160 180 260 11,20 1140 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096546.D

Acq On : 6 Jul 2017 21:10

Operator : SJ/MA

Sample : 13972-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 7 9-Eicosene, (E)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.29 2.74 ng 96504 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene, (E)- 280 C20H40 074685-29-3 58
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 58
3 1-Hexadecanol 242 C16H340 036653-82-4 58
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 53
5 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 50
Abundance Scan 1735 (12.292 min): BF096546.D (-1731) (-) m/z 57.05 100.00%
43
5000
12,00 12.20 12.40 12.60
e m/z 55.00 84 _76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127770: 9-Eicosene, (E)-
43
5000 TTrTrrrTpr T T pr T T T
29 12.00 12.20 12.40 12.60
125 m/z 43.10 79.01%
1l 139153168182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 SRR SR BN BN
97 12.00 12.20 12.40 12.60
5000 m/z 83.10 74 .92%
- 111

125
139153167181196 224

WWWWTW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95980: 1-Hexadecanol H—
5 69 12.00 12.20 12.40 12.60
83 m/z 97.00 68.98%

5000
111

5
139154168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096546.D

Acq On : 6 Jul 2017 21:10

Operator : SJ/MA

Sample : 13972-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 Methoxyacetic acid, 2-tetra... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.34 2.60 ng 91774 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 74
2 10-Methylnonadecane 282 C20H42 056862-62-5 72
3 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 72
4 Heptadecane 240 C17H36 000629-78-7 64
5 Tetratetracontane 619 C44H90 007098-22-8 64
Abundance Scan 1743 (12.339 min): BF096546.D (-1738) (-) m/z 57.05 100.00%
7
5000 85
113 15 206 12100 1220 12.40 1260
ey B e o T m/z 43.05 81.46%
m/z--> 50 100 150 200 250 300 350
Abundance #132964: Methoxyacetic acid, 2-tetradecy! ester
57
5000 85 NN AR S
29 12.00 12.20 12.40 12.60
m/z 55.00 51.64%
1 .h It e 17 a3
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 12.00 12.20 12,40 12.60
5000 m/z 41.00 50.61%
154
29
113 067
m/z--> 50 100 150 200 250 300 350 '
Abundance #205394: Silane, trichlorooctadecyl- R A REER R
57 12.00 12.20 12.40 12.60
m/z 71.05 49_41%
5000
85
29
113135
“‘ 1 L4 77790185175 203 231 259 303 331 357 386
m/z--> 50 100 150 200 250 300 350 ' 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096546.D

Acq On : 6 Jul 2017 21:10

Operator : SJ/MA

Sample : 13972-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 9 Trifluoroacetoxy hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.72 5.85 ng 294229 Chrysene-d12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 2- Chloropropionic acid, pentade... 318 C18H35CI02 1000292-44-1 91
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 90
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 90
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 90
Abundance Scan 1978 (13.721 min): BF096546.D (-1974) (-) m/z 57.05 100.00%
g7
83
4
5000
IR PN N SRR
7 153 13.40 13.60 13.80 14.00
S 182 207225 247 m/z 43.05 95.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
41 97
5000 RN A B
13.40 13.60 13.80 14.00
125 m/z 55.05 91.88%
15 | | | 154 180196 224 951269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57 83
13.40 1360 13.80 14.00
5000 4 111 m/z 83.10 76.61%

140 6182 210 255

mmmmmﬂrmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164113: Trifluoroacetic acid, pentadecy! ester T T T
7 a3 13.40 13.60 13.80 14.00

m/z 69.05 68 .25%

:

5000

140 166182 210 937255

:

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096546.D

Acq On : 6 Jul 2017 21:10

Operator : SJ/MA

Sample : 13972-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 Dotriacontyl heptafluorobut... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.36 2.98 ng 149991 Chrysene-d12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 91
2 Triacontyl pentafluoropropionate 584 C33H61F502 1000351-80-0 91
3 Dotriacontyl trifluoroacetate 562 C34H65F302 1000351-75-4 91
4 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91
5 Hexacosyl pentafluoropropionate 528 C29H53F502 1000351-81-2 91
Abundance Scan 2087 (14.362 min): BF096546.D (-2082) (-) m/z 57.00 100.00%
57
97
5000
148180 223259 14.00 1420 14.40 14.60
i m/z 43.10 72 .40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242399: Dotriacontyl heptafluorobutyrate
57
97
5000 LN S IR IR U B
14.00 14.20 14.40 14.60
m/z 55.00 69.01%
N km‘“ﬂd‘ ;81 222 278 320 364 405 448 493 644
m/z--> 56 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
o7 14.00 1420 14.40 14.60
5000 m/z 97.10 55.93%
j2o 181 222 264 306 348 420 465 566
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #239747: Dotriaconty! trifluoroacetate R AR EEEEE T
57 14.00 14.20 14.40 14.60
m/z 69.10 53.68%
97
5000
‘ 9 181 222 264 306 348 390 448 493 544
m/z--> I0 100 1&'30 200 250 300 350 400 450 500 550 600 650 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096546.D

Acq On : 6 Jul 2017 21:10

Operator : SJ/MA

Sample : 13972-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 11 Benz[e]acephenanthrylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.97 3.37 ng 102317 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 60
2 Benzo[a]pyrene 252 C20H12 000050-32-8 60
3 Perylene 252 C20H12 000198-55-0 53
4 Benzo[e]pyrene 252 C20H12 000192-97-2 53
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 46

Abundance Scan 2190 (14.968 min): BF096546.D (-2188) (-) m/z 252.10 100.00%

252
57

5000

140 164 190297 226 267 300 14.60 14.80 15.00 15.20
m/z 57.10 81.90%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104229: Benz[e]acephenanthrylene

252

5000 R
14. 60 14. 80 15. OO 15.20

126 m/z 85.10 44 _55%

63 83 2| 150 174 200 224 ‘H
e v | N —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
252
T
14.60 14.80 15.00 15.20
5000 m/z 43.10 44_44%
126
228
41 57 83 g7112 149 200

Wmmwwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104215: Perylene R R EEEEE
2 14.60 14.80 15.00 15.20

m/z 71.10 44 _03%

5000

150 174 198 224
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1460 1480 1500 15.20

8270-BF070117.M Mon Jul 10 01:02:47 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096546.D

Acq On : 6 Jul 2017 21:10

Operator : SJ/MA

Sample : 13972-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 Cyclohexane, 1-(1,5-dimethy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.77 3.64 ng 110554 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1-(1,5-dimethylhexy... 280 C20H40 056009-20-2 58
2 1-Eicosene 280 C20H40 003452-07-1 49
3 s-Tetrazine, 3,6-bis(diisopropyl... 280 C14H28N6 019455-91-5 43
4 Hexadecanoic acid, 2-hydroxy-, m... 286 C17H3403 016742-51-1 43
5 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 41
Abundance Scan 2326 (15.768 min): BF096546.D (-2324) (-) m/z 57.00 100.00%

g7

5000
121 201 I L e e o e e
3 154174 227245 278 355 15.40 15.60 15.80 16.00
m/z 43.05 94 .12%
m/z--> 50 100 150 200 250 300 350
Abundance #127781: Cyclohexane, 1-(1,5-dimethylhexyl)-4-(4-methylpen...
43 | 69
97
5000 IIIIIIIIIIIIIIIIIIIIIII
15.40 15.60 15.80 16.00
123 m/z 55.00 77.78%
P am oz 280
m/z--> 50 100 150 200 250 300 350
Abundance
43
83 s R e
15.40 15.60 15.80 16.00
5000 ” m/z 69.05 76.95%
139 280
65 167 209 252
A e L i
m/z--> 50 100 150 200 250 300 350
Abundance #127213: s-Tetrazine, 3,6-bis(diisopropylamino)- A BT o e
3 69 15.40 15.60 15.80 16.00
4 m/z 97.10 65.28%
5000 1l
0 I O T AR N B P
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096546.D

Acq On : 6 Jul 2017 21:10

Operator : SJ/MA

Sample : 13972-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 unknownl7.72 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.72 6.78 ng 205927 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hydroxymethyl-5,8,9-endo-10-ex... 236 C16H280 1000140-32-9 47
2 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 C15H24 000560-32-7 25
3 1-(2-Pyridyl)piperazine 163 C9H13N3 034803-66-2 22
4 1,4-Methano-1H-indene, octahydro... 204 C15H24 087064-18-4 20
5 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 15
Abundance Scan 2658 (17.721 min): BF096546.D (-2652) (-) m/z 55.05 100.00%
9
5000
280 3ﬁ3 355 17.40 17.60 17.80 18.00
U | E— m/z 109.05  98.18%
m/z--> 50 100 150 200 250 300 350
Abundance #90922: 1-Hydroxymethyl-5,8,9-endo-10-exo-tetramethyliricy...
205
5000 USRI BN BN B
109 17.40 17.60 17.80 18.00
135 m/z 81.10 89.78%
s % )]
T A N
m/z--> 50 100 150 200 250 300 350
Abundance
93 135
" 17.40 17.60 17.80 18.00
5000 m/z 95.10 80.68%
161 204
69
117
m/z--> 50 100 150 200 250 300 350
Abundance #33113: 1-(2-Pyridyl)piperazine R EE mE
95 121 17.40 17.60 17.80 18.00
m/z 205.15 77 -.90%
5000 8
163
30 51 \
t.“.‘..”,“.“.‘.‘“:!'4?.... — — ——— i
m/z--> 50 100 150 200 250 300 350 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096546.D

Acq On : 6 Jul 2017 21:10

Operator : SJ/MA

Sample : 13972-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 Spiro[5.-5]Jundec-2-ene, 3,7,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.95 9.20 ng 279281 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Spiro[5.5]Jundec-2-ene, 3,7,7-tri... 204 Cl15H24 018431-82-8 56
2 Cyclohexane, l1l-ethenyl-1-methyl-._.. 204 C15H24 003242-08-8 38
3 2,6,10,10-Tetramethylbicyclo[7.2... 204 C15H24 136296-37-2 30
4 Guaia-9,11-diene 204 C15H24 1000374-19-8 25
5 1,5-Cycloundecadiene, 9-(l1-methy... 190 C14H22 062338-55-0 25
Abundance Scan 2697 (17.950 min): BF096546.D (-2689) (-) m/z 135.10 100.00%

207
5000

233 257 l|llll|llll|llll|llll|l
282 17.60 17.80 18.00 18.20

m/z 81.05 90.18%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64427: Spiro[5.5]undec-2-ene, 3,7,7-trimethyl-11-methylen...
93 189

41

5000: 204 L L

17!60 17.I80 18.I00 18!20
m/z 121.10  87.01%

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

121
93 LA SUNLN AR RS B
17.60 17.80 18.00 18.20
5000 107 m/z 189.20 84.52%

41 9 136

27 55 161

189204

Tmﬁmmq’wwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64406: 2,6,10,10-Tetramethylbicyclo[7.2.0]undeca-2,6-diene B B .
17.60 17.80 18.00 18.20

m/z 55.05 79.20%

5000

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096546.D

Acq On : 6 Jul 2017 21:10

Operator : SJ/MA

Sample : 13972-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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]
unknown4 .91 4.91 14.1 ng 513346 1 6.72 730202 20.0
unknown6 .49 6.49 79.9 ng 2918310 1 6.72 730202 20.0
Tridecane 10.67 2.0 ng 70773 4 11.23 705099 20.0
Cyclodecane 11.46 2.4 ng 83515 4 11.23 705099 20.0
9-Eicosene, (E)- 12.29 2.7 ng 96504 4 11.23 705099 20.0
Methoxyacetic aci... 12.34 2.6 ng 91774 4 11.23 705099 20.0
Trifluoroacetoxy ... 13.72 5.8 ng 294229 5 13.86 1006080 20.0
Dotriacontyl hept... 14.36 3.0 ng 149991 5 13.86 1006080 20.0
Benz[e]acephenant... 14.97 3.4 ng 102317 6 15.27 607205 20.0
Cyclohexane, 1-(1... 15.77 3.6 ng 110554 6 15.27 607205 20.0
unknownl7.72 17.72 6.8 ng 205927 6 15.27 607205 20.0
Spiro[5.5]Jundec-2... 17.95 9.2 ng 279281 6 15.27 607205 20.0
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