LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102849.D

Acq On : 8 Feb 2018 12:09

Operator : SJ/JU

Sample - J1469-05

Misc :

ALS Vial : 6 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-BF020318_.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 2.163 8 13 22 rvVB 459602 589844 11.71% 1.173%
2 5.116 512 515 524 rVB 157564 201655 4_00% 0.401%
3 5.504 575 581 584 rBV 4848541 5037886 100.00% 10.014%
4 6.510 746 752 755 rBV 4509149 5005292 99.35% 9.950%
5 6.651 771 776 780 rBV 4724139 4921616 97.69% 9.783%
6 6.881 812 815 819 rBV 1660716 1375904 27.31% 2.735%
7 7.040 838 842 845 rBV 4048338 3705514 73.55% 7.366%
8 7.445 906 911 914 rBV 3422661 3373447 66.96% 6.706%
9 8.163 1029 1033 1037 rBV 2065830 1833074 36.39% 3.644%
10 9.239 1211 1216 1219 rBV 4884520 4743735 94.16% 9.430%

11 9.316 1226 1229 1231 rBV 140108 113169 2.25% 0.225%
12 9.628 1279 1282 1285 rBV 494827 474955 9.43% 0.944%
13 9.781 1305 1308 1311 rBV2 54021 59415 1.18% 0.118%
14 9.845 1311 1319 1321 rBV 369156 330831 6.57% 0.658%
15 9.922 1328 1332 1336 rBV 2175754 1850157 36.72% 3.678%

16 10.075 1354 1358 1361 rBV2 44575 60435 1.20% 0.120%
17 10.163 1371 1373 1378 rBV3 81725 80500 1.60% 0.160%
18 10.345 1401 1404 1407 rVB 471832 363500 7.22% 0.723%
19 10.563 1436 1441 1447 rBV 210872 266159 5.28% 0.529%
20 10.645 1453 1455 1460 rBV2 50162 59549 1.18% 0.118%

21 10.710 1462 1466 1472 rVB 2735167 2761556 54.82% 5.489%
22 10.816 1480 1484 1490 rBV2 750318 937868 18.62% 1.864%
23 11.010 1514 1517 1519 rBV2 48004 52631 1.04% 0.105%
24 11.263 1557 1560 1563 rBV 429702 377843 7.50% 0.751%
25 11.292 1563 1565 1572 rVB 264311 267329 5.31% 0.531%

26 11.410 1581 1585 1588 rBV 2012407 1778655 35.31% 3.536%
27 11.433 1588 1589 1595 rVB4 49927 70021 1.39% 0.139%
28 11.645 1622 1625 1628 rVB2 61742 54605 1.08% 0.109%
29 11.692 1630 1633 1636 rVB 359099 267569 5.31% 0.532%
30 11.927 1669 1673 1681 rBV 421284 437064 8.68% 0.869%

31 12.098 1699 1702 1705 rBV 209609 160189 3.18% 0.318%
32 12.251 1726 1728 1737 rVB2 53570 53976 1.07% 0.107%
33 12.486 1766 1768 1772 rVB 90826 73575 1.46% 0.146%
34 12.622 1787 1791 1796 rBV 177394 164144 3.26% 0.326%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102849.D

Acq On : 8 Feb 2018 12:09

Operator : SJ/JU

Sample - J1469-05

Misc :

ALS Vial : 6 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-BF020318_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.710 1803 1806 1810 rBV3 57318 69558 1.38% 0.138%
36 12.851 1828 1830 1833 rVB 116325 100340 1.99% 0.199%
37 12.880 1833 1835 1842 rVB3 73728 83599 1.66% 0.166%
38 12.992 1850 1854 1858 rBV 3372789 3501596 69.51% 6.961%
39 13.545 1945 1948 1952 rBV3 34200 56631 1.12% 0.113%

40 13.874 2001 2004 2012 rBV 811705 829370 16.46% 1.649%

41 14.045 2029 2033 2036 rBV 1157462 1215670 24.13% 2.417%
42 14.069 2036 2037 2043 rVB 145697 133096 2.64% 0.265%
43 14.198 2057 2059 2067 rVB5 39446 55075 1.09% 0.109%
44 14.510 2109 2112 2117 rBV3 110768 125291 2.49% 0.249%
45 15.086 2207 2210 2214 rBVY 172070 272744 5.41% 0.542%

46 15.157 2219 2222 2225 rBV2 68930 84220 1.67% 0.167%
47 15.398 2260 2263 2269 rVB 97066 132636 2.63% 0.264%
48 15.527 2280 2285 2295 rBVY 811011 1159019 23.01% 2.304%
49 15.992 2359 2364 2368 rBV2 87434 136287 2.71% 0.271%
50 16.039 2369 2372 2380 rVB4 85751 156861 3.11% 0.312%

51 17.615 2635 2640 2650 rVB5 122316 290618 5.77% 0.578%

Sum of corrected areas: 50306273
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LSC Report - Integrated

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102849.D

Acq On : 8 Feb 2018 12:09

Operator : SJ/JU

Sample - J1469-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Chromatogram

TIC: BF102849.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102849.D

Acq On : 8 Feb 2018 12:09

Operator : SJ/JU

Sample - J1469-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.16 8.57 ng 589844 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 12 (2.158 min): BF102849.D (-8) (-) m/z 73.00 100.00%
7B
5000 43 /\L
=5 87 S N —
a1l | 67 | 2.20 2.30 2.40 2.50 2.60
o 1 N 1 N VPR I R P— m/z 43.00 45_82%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 HA AN A AR U R
43 95 2.20 2.30 2.40 2.50 2.60
- 87 m/z 55.00 31.02%
. 13 |40 | 6167 101
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
73
2.20 2.30 2.40 2.50 2.60
5000 43 m/z 87.00 24 _07%
58
e R I UL UL AN UL RS LA RS RS LR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1995: Silane, tetramethyl- T
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 14 .93%
5000
43
oL 2 15 29 g5 || 5359 g6 || 88
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102849.D

Acq On : 8 Feb 2018 12:09

Operator : SJ/JU

Sample - J1469-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13

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

5.12 2.93 ng 201655 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 40
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 40
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 1,2-Butanediol 90 C4H1002 000584-03-2 28

Abundance Scan 516 (5.122 min): BF102849.D (-512) (-) m/z 43.00 100.00%
43
59
5000
101 P
o Bl SL 8 | h/z 59.00  56.41%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL L UL UL
59 480 500 520 540
m/z 58.00 16.40%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 100.95 15.83%
a1 101
o 15 31 53 69 83
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- e
59 4.80 5.00 5.20 5.40
m/z 41.05 8.47%
5000
41
0 ‘\‘\ | \‘\ 53‘\\\ 73 86 ‘
L UL SU LI SULELEL SRR SRR UL UL SURBLELS SURILELE I B AR SR R R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102849.D

Acq On : 8 Feb 2018 12:09

Operator : SJ/JU

Sample - J1469-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

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

Compound Report

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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

Concentration Rank 1

Peak Number 3 unknown6.65

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

6.65 71.54 ng 4921620 1,4-Dichlorobenzene-d4 6.88

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 776 (6.651 min): BF102849.D (-771) (-) m/z 132.00 100.00%
5000 68
% L o A
40 854 61l ° 87 | 104 g5 6.40 6.60 6.80 7.00
On.w.”.“.”,”.w:hh“J”,”.w.”.“.”,”.w.”.,.”,” m/z 68.00 42 .36%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 |||||||A||||||||||||||||
6.40 6.60 6.80 7.00
78 m/z 134.00 33.25%
31
38 44
o N il | PO N | S |
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
e B e
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 29.15%
41 97
53 . 117
0 34 61 89 103110 | 124
T T T T T T e T o e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine T A R e
132 6.40 6.60 6.80 7.00
m/z 68.95 16.62%
5000
33 44 0 g7 105
60 78 ‘
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

8270-BF020318.M Fri Feb 09 10:46:24 2018

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102849.D

Acq On : 8 Feb 2018 12:09

Operator : SJ/JU

Sample - J1469-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 5 Hexadecane Concentration Rank 10

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

9.85 3.58 ng 330831 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 86
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 86
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
5 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 72

Abundance Scan 1320 (9.851 min): BF102849.D (-1311) (-) m/z 57.00 100.00%
57
43 71
5000
99 112 9.60 9.80 10.00 10.20
o 127120 155 m/z 43.00 64.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 57
5000 1 LR R UL U B
g5 9.60 9.80 10. oo 10 20
29 m/z 71.00 59.18%
0 | ‘ L “ 99 113 127 141 155 169 183 197 226
m/z--> 25 Jo éo éo 160 120 150 1éo 1éo 200 250
Abundance
57
43
71 9.60 9.80 10.00 10.20
5000 a5 m/z 84.95 39.41%
29
oL 15 99 113 127 141 155 169 198
m/z--> 25 Jo éo éo 160 120 140 160 180 260 250
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester
57 9.60 9.80 10.00 10.20
m/z 41.00 29.73%
43 71
5000 85
113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 980 1000 1020
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102849.D

Acq On : 8 Feb 2018 12:09

Operator : SJ/JU

Sample - J1469-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 7 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.56 2.88 ng 266159 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 80
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 78
3 Undecane, 5-ethyl- 184 C13H28 017453-94-0 78
4 Octacosane 394 C28H58 000630-02-4 72
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 64
Abundance Scan 1441 (10.563 min): BF102849.D (-1436) (-) m/z 57.00 100.00%
57
5000
‘ P s 10,20 10.40 10.60 10.80
I ,.."..,J...J',..:l.,.~..?f‘.1... A e || M/Z 43.00  45.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57
5000 R A AR SRR B
4 85 10,20 10.40 10.60 10.80
m/z 71.00 44 .23%
ol 15 ‘ ‘ “ Lo 13 L 141 169 197 225 253268 296
m/z--> 25 4b 65 éo 160 150 150 1éo 180 200 220 240 260 2§o 300
Abundance
57
10,20 10.40 10.60 10.80
5000 m/z 41.00 22.95%
41
85
oL 26 13 155 g4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48841: Undecane, 5-ethyl- N EREEE s
57 10.20 10.40 10.60 10.80
m/z 85.00 20.51%
5000
4 85
0 ‘ M 1l \111126 1?5
m/z--> 25 4b 65 éo 160 150 150 1éo 180 200 220 250 2éo 2§o 300 1020 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102849.D

Acq On : 8 Feb 2018 12:09

Operator : SJ/JU

Sample - J1469-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 Bacchotricuneatin c Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.82 10.55 ng 937868 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 96
2 Decane, 5-propyl- 184 C13H28 017312-62-8 64
3 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 58
4 Hexadecane 226 C16H34 000544-76-3 52
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 52
Abundance Scan 1485 (10.822 min): BF102849.D (-1480) (-) m/z 57.00 100.00%
57
5000
4 85
| | 1135, 155 185 10.60 10.80 11.00 11.20
Ol et et e ket e b e pbeerprrer e || M7z 71.000 63 75%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178298: Bacchotricuneatin ¢
71
g5 112
5000 BRI SN DR SURRLR B
10.60 10.80 11.00 11.20
m/z 43.00 61.53%
ol HH\ [ ST3ED 216 245 312 342
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 240 260 280 300 320 350
Abundance
57
"'10.60 10.80 11.00 11.20 |
5000 m/z 85.00 34.97%
85
41
112
. 140 184
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94351: Hexadecane, 3-methyl- B RS BB T
57 10.60 10.80 11.00 11.20
m/z 41.00 29.24%
4
5000
85
0 w J’ (113 141 g67183 211 o0
m/z--> %beommmmmmmmmnmmmmmmmﬁo mmmmnmﬂm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102849.D

Acq On : 8 Feb 2018 12:09

Operator : SJ/JU

Sample - J1469-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 Tetracosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.29 3.01 ng 267329 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
4 Pentacosane 352 C25H52 000629-99-2 90
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 1565 (11.292 min): BF102849.D (-1563) (-) m/z 57.00 100.00%
57
5000 P
113 1100 11.20 11.40 11.60
141
o..],.'.-.-.11,.'.'..-,'..1.83.,.... | | m/z 71.00 70.66%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 85 A R SR B B
11.00 11.20 11.40 11.60
29 m/z 43.00 49_.10%
oL L h || M8 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350
Abundance
57
1100 11.20 11.40 11.60
5000 m/z 85.00 37.07%
85
0 29 113 141 169 197 205 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- e R s I el
57 11.00 11.20 11.40 11.60
m/z 41.00 25.86%
5000 a5
29\ I 113
oLl L] 141 188 911 253 28
m/z--> 50 100 150 200 250 300 350 11.00 11.20 11.40 11.60

8270-BF020318.M Fri Feb 09 10:46:28 2018 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102849.D

Acq On : 8 Feb 2018 12:09

Operator : SJ/JU

Sample - J1469-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.69 3.01 ng 267569 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tridecane, 1l-iodo- 310 C13H271 035599-77-0 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 86

Abundance Scan 1633 (11.692 min): BF102849.D (-1630) (-) m/z 57.00 100.00%

g7
5000 85

11.40 11.60 11.80 12.00

(113 141 169 197

ol b e e L | m/z 43.00 61.82%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 LA L L L L LB LB
85 11.40 11.60 11.80 12.00
m/z 71.00 57.18%
29
0 | || M8 141 169 197 225 253 281 323 351 380
— ....,....,....,.... AL B
m/z--> 50 100 150 200 250 300 350
Abundance
57
A REa s e
11.40 11.60 11.80 12.00
5000 85 m/z 85.00 38.91%
28
183
o 113 155 310
— T T T T e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane Al B e e e
57 11.40 11.60 11.80 12.00
m/z 41.00 28.51%
85
5000
29 113
oL L. TS 169 197 225 253 2%
e R A S R B R B
m/z--> 50 100 150 200 250 300 350 11.40 11.60 11. 80 12. 00

8270-BF020318.M Fri Feb 09 10:46:29 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102849.D

Acq On : 8 Feb 2018 12:09

Operator : SJ/JU

Sample - J1469-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 12 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.93 4.91 ng 437064 Phenanthrene-d10 11.41
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 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Isoamyl nitrite 117 C5H11NO2 000110-46-3 38
Abundance Scan 1673 (11.927 min): BF102849.D (-1669) (-) m/z 43.00 100.00%
48 60 73
5000
129
°7 115 157171 213 1160 11,80 12.00 1220
I 143 185199 1° 297 256 11.60 11.80 12.00 12.20
bl m/z 72.95 99.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129

11.60 11.80 12.00 12.20

m/z 59.95 89.42%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
A RBEEEEE S R
11.60 11.80 12.00 12.20
5000 129 m/z 57.00 83.06%
29 g7
115 | 143 199 242
101 157171185
oL 15 213226
B L e RARRAE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid L B e
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 79.67%
5000
29
129
T? o 115 ‘ 71 214
P 1 0 I O e O W - N b ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102849.D

Acq On : 8 Feb 2018 12:09

Operator : SJ/JU

Sample - J1469-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.87 13.64 ng 829370 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 2- Chloropropionic acid, hexadec... 332 C19H37CI02 086711-81-1 91
Abundance Scan 2003 (13.869 min): BF102849.D (-2001) (-) m/z 57.00 100.00%
g
5000
SR AR SUNILA SR SR
3 139 13.60 13.80 14.00 14.20
o 162 1%213 234 m/z 55.00 99.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55 83
5000 L B SULLL SR B
13.60 13.80 14.00 14.20
29 m/z 43.00 87 .13%
ol Lol 167 196 238 266 294
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
| 13.60 13.80 14.00 14.20
5000 11 m/z 83.00 79.62%
29 139
o 167 195 222 250 280 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane AR EEEEEeS
57 13.60 13.80 14.00 14.20
97 m/z 69.00 70.50%
5000
29 125
0 Lol gk ‘ i h 4 154 179196 224 257269 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102849.D

Acq On : 8 Feb 2018 12:09

Operator : SJ/JU

Sample - J1469-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 E-15-Heptadecenal Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.51 2.06 ng 125291 Chrysene-d12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 90
2 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 90
3 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 90
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 86
5 Octatriacontyl trifluoroacetate 647 CA40H77F302 1000351-88-7 83
Abundance Scan 2112 (14.510 min): BF102849.D (-2109) (-) m/z 57.00 100.00%
57
5000 97
254 1420 14.40 14.60 14.80
153
Ok ,,l e et ey || M7z 43.00 63.78%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #104157: E-15-Heptadecenal
43
83
5000 R AR SR IS B
14.20 14.40 14.60 14.80
”e m/z 71.00 55.054%
oL |12 160 30 52
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
o 1420 14.40 14.60 14.80
5000 m/z 55.00 50.02%
139
ol 20 181 225 281 341376415 460 532 577 678
rmmﬂTwﬁwwwmmwm
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242465: Hexatriaconty| pentafluoropropionate A e  EEERE T
57 14.20 14.40 14.60 14.80
m/z 69.00 44.60%
97
5000
}39
o 2 AL 297222264 306 348 391 432 S04 Ba9 %0 .
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102849.D

Acq On : 8 Feb 2018 12:09

Operator : SJ/JU

Sample - J1469-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 Benzo[e]pyrene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.40 2.29 ng 132636 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 91
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 90
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
5 Perylene 252 C20H12 000198-55-0 89
Abundance Scan 2263 (15.398 min): BF102849.D (-2260) (-) m/z 252.00 100.00%
252
5000
125
57 112 224 15.00 15.20 15.40 15.60 15.80
ol 39 86 99 149 174 200 271 n/z 250.00 30 30%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104221: Benzo[e]pyrene
252
5000
15.00 15.20 15.40 15.60 15.80
126 m/z 253.00 23.90%
113
Ao s w0 sy mem |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
15.00 15.20 15.40 15.60 15.80
5000 m/z 125.00 21.55%
126
039 74 8710013 150 174187200 22457
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104226: Benzo[K]fluoranthene A L e
252 15.00 15.20 15.40 15.60 15.80
m/z 125.90 14.63%
5000
126
0L.36 50 63 84 1001 ‘M 150 174187200 224237 ||
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15,20 15,40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102849.D

Acq On : 8 Feb 2018 12:09

Operator : SJ/JU

Sample - J1469-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 17 1-Heptacosanol Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
16.04 2.71 ng 156861 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 90
2 Octacosanol 410 C28H580 000557-61-9 90
3 Behenic alcohol 326 C22H460 000661-19-8 87
4 n-Tetracosanol- 354 C24H500 000506-51-4 87
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 87

Abundance Scan 2372 (16.039 min): BF102849.D (-2369) (-) m/z 57.00 100.00%
a7
83
5000 ”
‘ 19014 152 207 7309c8 270 e 1000 1o e
ol ol m/z 55.00 92.05%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 |97
5000 L S BN UL B
125 15.80 16.00 16.20 16.40
m/z 83.00 73.37%
oL b i | L‘ 193,181 200 236 264 202 320 350 378
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o1 AR SR UL UGN B
15.80 16.00 16.20 16.40
5000 m/z 97.00 69.18%
125
0 29 77 153 181 209 236 264 292 322 364 392
m/z--> 50 100 150 200 250 300 350 '
Abundance #166292: Behenic alcohol b RREmE EE e
55 88 15.80 16.00 16.20 16.40
m/z 43.00 61.45%
5000 1
29
ol i | {1?9“167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 ' 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102849.D

Acq On : 8 Feb 2018 12:09

Operator : SJ/JU

Sample - J1469-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 18 unknownl7.62 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.62 5.01 ng 290618 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stigmastan-3,5-diene 396 C29H48 1000214-16-4 32
2 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 32
3 Imidazo[1l,2-a]pyridine-2-methana... 255 C15H14FN3 1000319-95-6 30
4 Norflurazon 303 C12H9CIF3N30 027314-13-2 27
5 Benzofuran-2-carboxylic acid, (2... 303 C16H11F2NO3 1000311-07-8 16
Abundance Scan 2641 (17.621 min): BF102849.D (-2635) (-) m/z 43.00 100.00%
43
5000 13
273 303 329 R L I SULRI R
381 414 17.40 17.60 17.80 18.00
0 m/z 55.00 76.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210541: Stigmastan-3,5-diene
43
396
5000 LIS IS SR SULRULN I
17.40 17.60 17.80 18.00
105 147 m/z 41.00 56.30%
0 H H\ \‘\\ H‘ Hm Jﬁﬂzq\ \H \\173193213234255 288 354 |
m/z--> 150 200 250 360 350 400
Abundance
43
396 "17.40 17.60 17.80 18.00
5000 m/z 105.00 55.93%
81 105 145
o 125 | 173193213934255 288 314 354
m/z--> 50 100 150 200 250 300 350 400
Abundance #106475: Imidazo[1,2-a]pyridine-2-methanamine, N-(4-fluoro... e S ma s )
145 17.40 17.60 17.80 18.00
m/z 145.00 50.08%
5000
255
39 g5 92 119
0.L‘;“‘.J‘.“.J.J‘tl‘.J\.‘w.tl... .2.2.5.”.... T  EREE e e
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102849.D

Acq On : 8 Feb 2018 12:09

Operator : SJ/JU

Sample - J1469-05

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.16 8.6 ng 589844 1 6.88 1375900 20.0
2-Pentanone, 4-hy... 5.12 2.9 ng 201655 1 6.88 1375900 20.0
unknown6 .65 6.65 71.5 ng 4921620 1 6.88 1375900 20.0
Hexadecane 9.85 3.6 ng 330831 3 9.92 1850160 20.0
Heneicosane 10.56 2.9 ng 266159 3 9.92 1850160 20.0
Bacchotricuneatin c 10.82 10.6 ng 937868 4 11.41 1778660 20.0
Tetracosane 11.29 3.0 ng 267329 4 11.41 1778660 20.0
Heptacosane 11.69 3.0 ng 267569 4 11.41 1778660 20.0
n-Hexadecanoic acid 11.93 4.9 ng 437064 4 11.41 1778660 20.0
1-Heneicosanol 13.87 13.6 ng 829370 5 14.05 1215670 20.0
E-15-Heptadecenal 14 .51 2.1 ng 125291 5 14.05 1215670 20.0
Benzo[e]pyrene 15.40 2.3 ng 132636 6 15.53 1159020 20.0
1-Heptacosanol 16.04 2.7 ng 156861 6 15.53 1159020 20.0
unknownl7 .62 17.62 5.0 ng 290618 6 15.53 1159020 20.0
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