LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097324.D

Aca On : 3 Aug 2017 18:43

Operator : SJ/JU

Sample : PB101187BL

Misc :

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:\HPCHEM1I\BNA F\METHODS\8270-BF072517.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

# min scan scan scan TY heiaht area % max. total
1 4.598 456 461 471 rBV 156456 291206 10.12% 1.057%
2 5.051 534 538 562 rBY 2422963 2853419 99.18% 10.353%
3 6.116 715 719 732 rBVY 2418789 2690829 93.53% 9.763%
4 6.216 732 736 749 rVB 2580028 2717988 94.47% 9.861%
5 6.440 771 774 784 rBV 653732 613686 21.33% 2.227%
6 6.598 797 801 810 rBVY 2274693 2141625 74.44% 7.770%
7 7.016 867 872 884 rVB 1712991 1910303 66.40% 6.931%
8 7.722 988 992 999 rBV 862681 832103 28.92% 3.019%
9 8.798 1170 1175 1178 rBvV 2600782 2877103 100.00% 10.438%
10 9.463 1283 1288 1292 rVB2 774821 751048 26.10% 2.725%
11 9.616 1310 1314 1320 rBV 36254 48794 1.70% 0.177%
12 9.704 1324 1329 1335 rVB5 18613 30545 1.06% 0.111%
13 10.251 1416 1422 1434 rBV 1501301 1593241 55.38% 5.780%
14 10.410 1447 1449 1454 rVB2 31403 37321 1.30% 0.135%

15 10.610 1475 1483 1495 rVB 135776 287135 9.98% 1.042%

16 10.933 1534 1538 1542 rBV 854665 808130 28.09% 2.932%
17 11.451 1622 1626 1628 rBV 168774 167062 5.81% 0.606%
18 11.480 1628 1631 1638 rVB3 168172 260959 9.07% 0.947%
19 11.627 1650 1656 1660 rBvV2 191976 307206 10.68% 1.115%
20 11.663 1660 1662 1675 rVB3 139363 222114 7.72% 0.806%

21 12.180 1743 1750 1757 rBV5 26966 52693 1.83% 0.191%
22 12.263 1759 1764 1773 rBV 675681 879714 30.58% 3.192%
23 12.363 1779 1781 1786 rVB2 29548 31012 1.08% 0.113%
24 12.522 1802 1808 1811 rBV 2325693 2468148 85.79% 8.955%
25 12.757 1841 1848 1851 rBV5 25814 43389 1.51% 0.157%
26 12.980 1883 1886 1892 rBV5 19973 34481 1.20% 0.125%
27 13.080 1897 1903 1914 rVB4 73596 182427 6.34% 0.662%
28 13.427 1959 1962 1967 rBV 51408 50689 1.76% 0.184%
29 13.557 1979 1984 1993 rVB 898226 901013 31.32% 3.269%
30 13.739 2012 2015 2020 rBV2 38947 47958 1.67% 0.174%
31 14.045 2064 2067 2073 rVB 40226 46404 1.61% 0.168%

32 14.192 2088 2092 2096 rBV 178264 179026 6.22% 0.650%
33 14.310 2108 2112 2115 rBV 89338 110910 3.85% 0.402%
34 14.339 2115 2117 2120 rVvV 42267 40384 1.40% 0.147%

8270-BF072517_.M Fri Aug 04 13:37:28 2017 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097324.D

Aca On : 3 Aug 2017 18:43

Operator : SJ/JU

Sample : PB101187BL

Misc :

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 - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF072517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.398 2123 2127 2131 rVB 63198 74794 2.60% 0.271%
36 14.621 2161 2165 2172 rVB 46854 53670 1.87% 0.195%
37 14.892 2207 2211 2216 rBV 587898 694050 24.12% 2.518%
38 14.927 2216 2217 2223 rVB 47113 46107 1.60% 0.167%
39 15.274 2271 2276 2281 rVB3 32636 56284 1.96% 0.204%
40 15.668 2337 2343 2351 rVB2 32072 78202 2.72% 0.284%
41 16.127 2416 2421 2430 rVB3 19689 49249 1.71% 0.179%

Sum of corrected areas: 27562421
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097324.D

Aca On : 3 Aug 2017 18:43

Operator : SJ/JU

Sample : PB101187BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance
2500000

TIC: BF097324.D
5.05

6.1122
6.60

2000000
7.02

1500000

1000000
6.44

500000

© k L

4.50 5.00 5.50
TIC: BF097324.D

0
2.00

2.50

3.00

3.50

——
Time--> 4.00

Abundance
2500000 8(80

2000000

1500000 10.25

1000000 135

10.93
12.26

R
12.182.36

10.50 11.00 11.50 12.00 12.50
TIC: BF097324.D

500000

12.7612%6R08

o
13.50

9.6270

10.00

o=
13.00

Time-->
Abundance

2500000

2000000

1500000

1000000

14.89
500000

16.13

14,
13.74 14.04 }&;:?\4014.62 193 1527 1567
0 A A

16.00 16.50

18.00 18.50

17.00 17.50

14.50

15.50

19.00

Time--> 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097324.D

Aca On : 3 Aug 2017 18:43

Operator : SJ/JU

Sample : PB101187BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.60 9.49 ng 291206 1,4-Dichlorobenzene-d4 6.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 461 (4.598 min): BF097324.D (-456) (-) m/z 43.00 100.00%
43.0
5000 590
| mo 450 4% 480 480 500
ottt m/z 59.00 50.77%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 420 440 4.60 4.80 5.00
0
150 a0 1010 m/z 58.00 14 .05%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
420 440 4.60 4.80 5.00
5000 41.0 m/z 101.10 13.99%
31.0
69.0 870
15.0 50.0 98.0
e S I S SULIURS SURILL IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- T R B e
59.0 420 4.40 4.60 4.80 5.00
m/z 41.05 8.78%
5000
410 101.0
oL 150 30 Tls00, | 690 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097324.D

Aca On : 3 Aug 2017 18:43

Operator : SJ/JU

Sample : PB101187BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 2 unknown6.22 Concentration Rank 1

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

6.22 88.58 ng 2717990 1,4-Dichlorobenzene-d4 6.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 737 (6.222 min): BF097324.D (-732) (-) m/z 132.00 100.00%
132.0
5000 68.0
400 540 | 9.1 580 6.00 620 6.40 6.60
o T 1 SN =X P =X I m/z 68.05 38.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 I UL I AR I
5.80 6.00 6.20 6.40 6.60
310 510 m/z 134.00 32.67%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
580 6.00 620 6.40 6.60
5000 m/z 66.00 25.26%
33.0 44.0 105.0

70.0
56.0 86.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 I\
Abundance #14491: 5-Aminoindole e BRanE e

132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.10 15.17%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097324.D

Aca On : 3 Aug 2017 18:43

Operator : SJ/JU

Sample : PB101187BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownl0.61 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.61 7.11 ng 287135 Phenanthrene-d10 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.7-Benzofurandiol. 2.3-dihvdro-... 180 C10H1203 017781-15-6 38
2 V11 tropolone 137 C7H7NO2 007021-46-7 38
3 4(7H)-Pvrazolol3.4-d1I1.2.31-tri... 137 C4H3N50 019818-50-9 27
4 2.3-Diaminophenol 124 C6H8N20 059649-56-8 18
5 Benzene, l-methyl-4-nitro- 137 C7H7NO2 000099-99-0 18
Abundance Scan 1483 (10.610 min): BF097324.D (-1475) (-) m/z 137.05 100.00%
137.1
5000 ?
10.20 10.40 10.60 10.80 11.00
o} m/z 124.10 63.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45270: 3,7-Benzofurandiol, 2,3-dihydro-2,2-dimethyl-
137.0
5000 -- SRR BARSUNGIIU --- T
180.0 1020 10.40 10.60 10.80 11.00
. 0
410 65.0 9L0 | 0 11230 %510 ‘ m/z 180.10 54 .88%
L IH' Al ! ‘l“. i IHI‘ i .‘l“. I .H.“. .‘lH. i "M“I i A‘. i IH" e
m/z--> 20 60 80 100 120 140 160 180
Abundance
137.0
102 10,40 1060 1080 '1'1 00
5000 m/z 178.10 48.68%
109.0
80.0
U ?él?' [ ??.?I' Tl "9§30|' LR L AL AL U
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16584: 4(7H)-Pyrazolo[3,4-d][1,2,3]-triazinone, 3,4-dihydro- L
137.0 1020 10.40 10.60 10.80 11.00
m/z 90.95 44 _.60%
5000 520
94.0
I_°%° |
O e e

m/z--> 20 40 60 80 100 120 140 160 180 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097324.D

Aca On : 3 Aug 2017 18:43

Operator : SJ/JU

Sample : PB101187BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.45 4.13 ng 167062 Phenanthrene-d10 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 80
Abundance Scan 1626 (11.451 min): BF097324.D (-1622) (-) m/z 43.05 100.00%
430 739
5000
129.1
97.1 213.2 R SRR AR SR N
| 157.1 185.1 : 256.2 11.20 11.40 11.60 11.80
Ob el m/z 59.95 85.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

11.20 11.40 11.60 11.80

83.0 -
157.0 g5 2130 256.0 m/z 73.00 83.41%
0 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
a30 130
P T S T
11.20 11.40 11.60 11.80
5000 129.0 m/z 57.10 75.90%
171.0
97.0
5o 1520 214.0
o ECCESE'E LN 7L O AW, S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e REEE amatee——
43.0 73.0 11.20 11.40 11.60 11.80
m/z 55.00 72.45%
oL2:2 Lﬂ
- IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097324.D

Aca On : 3 Aug 2017 18:43

Operator : SJ/JU

Sample : PB101187BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Tridecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.48 6.46 ng 260959 Phenanthrene-d10 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 90
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 59
4 _alpha.-D-Glucopvranoside. methvl 194 C7H1406 000097-30-3 50
5 Nonanoic acid 158 C9H1802 000112-05-0 49
Abundance Scan 1631 (11.480 min): BF097324.D (-1628) (-) m/z 43.10 100.00%
431
73.0
5000
g70 1291 masnaado SN,
‘ u | | | 15|7-1 185.2 21‘?-2 056 1 11.20 11.40 11.60 11.80
o 1Y TR 0 O i A Bt m/z 73.00 77.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
430 | 730
5000 L B U B B
nmnmnmnm
1290 - o 2140 m/z  60.00  76.92%
L b | | o
o.n,n.ﬂwnwu”‘HM.MM”;“.”,L...”...” N N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
11.20 11.40 11.60 11.80
5000 m/z 57.00 70.08%
129.0
256.0
O o e
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 210 2éo
Abundance #95851: Pentadecanoic acid LR man M
43.0 |, 73.0 11.20 11.40 11.60 11.80
m/z 55.00 68.25%
5000 129.0 VW~WM~vﬂ/¥MPK\MJfL\WMWMU
0l15.0 Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11'20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097324.D

Aca On : 3 Aug 2017 18:43

Operator : SJ/JU

Sample : PB101187BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.63 7.60 ng 307206 Phenanthrene-d10 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethoxv-4-hvdroxvcinnamald... 208 C11H1204 087345-53-7 92
2 2-Propenoic acid. 3-(2.3-dimetho... 208 C11H1204 007345-82-6 64
3 Imidazol5.4-elll.41diazepine-4.7... 208 C9H12N402 144105-22-6 53
4 Butan-1-one. 1-(3.4-dimethoxvphe... 208 C12H1603 054419-21-5 53
5 1,2-Dimethoxy-4-(3-methoxy-1-pro... 208 C12H1603 1000313-35-0 50

Abundance Scan 1656 (11.627 min): BF097324.D (-1650) (-) m/z 208.05 100.00%

208.1

165.1

5000

51.0 77.0

-

105.0 122.0

11.40 11.60 11.80 12.00
m/z 165.10 63.64%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67310: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 165.0

11.40 11.60 11.80 12.00

390 650 910 1190137-0 A{ m/z 137.05  50.34%
| 181.0
1l “

el e b e PO
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
177.0 208.0
11.40 11.60 11.80 12.00
5000 121.0 m/z 180.10 34 .88%
77.0 '
51.0 105.0 148.0
27.0 192.0
e B A L B L o B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68250: Imidazo[5,4-€][1,4]diazepine-4,7-dione, 1,5,6,8-te... A R REE
208.0 11.40 11.60 11.80 12.00
137.0 m/z 76.95 33.35%
5000 180.0
82.0 110.0
67.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097324.D

Aca On : 3 Aug 2017 18:43

Operator : SJ/JU

Sample : PB101187BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownll.66 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.66 5.50 ng 222114 Phenanthrene-d10 10.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.9-Propano-5H-benzocvcloheptene... 210 C16H18 073947-11-2 43
2 2-Bornanone. 5.5-ethvlenedioxv- 210 C12H1803 1000196-75-6 35
3 1H-Naphthol2.1-blpvran-1-one. 3-... 210 C14H1002 005891-82-7 30
4 1-Hvdroxv-6-methvilphenazine 210 C13H10N20 014031-08-4 27
5 Anthracene, 1,2,3,4-tetrahydro-9... 210 C16H18 094573-50-9 27
Abundance Scan 1662 (11.663 min): BF097324.D (-1660) (-) m/z 167.10 100.00%
167.1
210.1
5000
. 149.
38, ' o 1661 11.40 11.60 11.80 12.00
0! e e e m/z 210.10 79.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69626: 5,9-Propano-5H-benzocycloheptene, 6,7,8,9-tetrahyd...
155.0 210.0
5000 L AU B SULRE B
128.0 nmnmnmn%
181.0 m/z 154.10 41 .39%
0 ...l.‘...‘l‘..?e:'?‘.“..k“‘l‘..“.‘.N“..N‘ Al ‘ ‘H u‘ .ll..‘k.l
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
210.0
9.0 "0 1160 1130 1700
5000 154.0 m/z 149.05 34 .33%
126.0
55.0
27.0 810 180.0
G I R R L B S RN AR AR WARRS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69443: 1H-Naphtho[2,1-b]pyran-1-one, 3-methyl- R A e

210.0 11,40 11.60 11.80 12.00
m/z 55.00 28.80%

5000
114.0 182.0
19‘0 390 L 7?0 ‘980 I 14‘20\\ ‘\ “ \‘

] NS N PR PSRN i A RN MRS M | NN M Mt ad

m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097324.D

Aca On : 3 Aug 2017 18:43

Operator : SJ/JU

Sample : PB101187BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.26 19.53 ng 879714 Chrysene-di12 13.56
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 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 59

Abundance Scan 1764 (12.263 min): BF097324.D (-1759) (-) m/z 43.10 100.00%

12.00 12.20 12.40 12.60
m/z 57.05 79.61%

43.1
73.0
5000
i S e L B
2

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0
12.00 12.20 12.40 12.60
m/z 60.00 75.66%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
R o R ARARARERE
12.00 12.20 12.40 12.60
5000 129.0 m/z 73.00 71.36%
83.0
157.0 185.0 213.0 256.0
0 107.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid REEEE s e SRR R
73.0 12.00 12.20 12.40 12.60
43.0 m/z 55.05 65.88%
5000 129.0

15.0
_'_'_'—I_'_'_'—'—I_'_'_'_'—I_'_'_'_'—r'_'_'_‘
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\BF080317\
Data File : BF097324.D

Aca On : 3 Aug 2017 18:43

Operator : SJ/JU

Sample : PB101187BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Ethanol, 2-ethoxy- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.08 4.05 ng 182427 Chrysene-di12 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-ethoxv- 90 C4H1002 000110-80-5 50
2 Tetradecanamide 227 C14H29NO 000638-58-4 47
3 Oxetane. 2.2.4-trimethvl- 100 C6H120 023120-44-7 46
4 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 43
5 1-Ethoxypentan-3-ol 132 C7H1602 100910-92-7 43
Abundance Scan 1903 (13.080 min): BF097324.D (-1897) (-) m/z 59.00 100.00%
59.0
5000
12.80 13.00 13.20 13.40
o} m/z 57.05 60.36%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #2302: Ethanol, 2-ethoxy-
59.0
31.0
5000 LI BN UL LN B
12.80 13.00 13.20 13.40
m/z 72.00 43.31%
0 H‘ \‘ ‘ I 90.0
|'“'|“"|“"|“"|“"|“" SEBE SRR RRADY SRS SRR
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance
59.0
12,80 13.00 13.20 13.40
5000 m/z 56.00 34 .15%
. 41,0 86.0  114.0 149 0167.0184.0 205.0 227.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #3910: Oxetane, 2,2,4-trimethyl- R e o U At
59.0 12.80 13.00 13.20 13.40
m/z 44.95 31.87%
5000
41l0
‘ 85.0
0,.Wuﬂjuu,”..,L..“..w..” R e AR AR .
m/z-> 20 60 80 100 120 140 160 180 200 220 240 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097324.D

Aca On : 3 Aug 2017 18:43

Operator : SJ/JU

Sample : PB101187BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 1,3-Benzenedicarboxylic aci... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.19 3.97 ng 179026 Chrysene-di12 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 53
2 1.2-Benzenedicarboxvlic acid. mo... 278 C16H2204 004376-20-9 38
3 Fumaric acid. 2-ethvlhexvl hexvl... 312 C18H3204 1000339-14-1 22
4 Phthalic acid. di(6-methvlhept-2... 390 C24H3804 1000377-97-3 14
5 Phthalic acid, 3,5-difluoropheny... 418 C24H28F204 1000315-53-1 14

Abundance Scan 2092 (14.192 min): BF097324.D (-2088) (-) m/z 70.10 100.00%
70.1
149.0
5000 112.1
41.0 261.2
h I I | 190.9 13.80 14.00 14.20 14.40 14.60
ol Ml bl L9 "m/z 149.00 55.50%
m/z--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70.0
112.0
149.0 261.0
5000
0 13.80 14.00 14.20 14.40 14.60
41 m/z 57.05 45.78%
0 M h\ LJ “‘ s | 1790 2320 | L 304.0333.0361.0
— ety A e
m/z--> 50 100 150 200 250 300 350
Abundance
149.0
R e e
13.80 14.00 14.20 14.40 14.60
5000 m/z 112.10 43 .00%
70.0
112.0
0 410 179.0
—— T T T
m/z--> 50 100 150 200 250 300 350
Abundance #154581: Fumaric acid, 2-ethylhexyl hexyl ester RS mammat /AT
70.0 13.80 14.00 14.20 14.40 14.60
112.0 m/z 55.00 34.91%
5000 183.0
211.0
4110
ol ‘ H gl 15?'0 Ll ‘ 269.0
et B B E e
m/z--> 5i 100 150 200 250 300 350 13.80 14.00 14.20 14.40 14.60

8270-BF072517 .M

Fri Aug 04 13:37:34 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097324.D

Aca On : 3 Aug 2017 18:43

Operator : SJ/JU

Sample : PB101187BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 9-Octadecenamide, (Z)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14_.31 3.20 ng 110910 Perylene-d12 14.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 86
2 Dodecanamide 199 C12H25N0 001120-16-7 80
3 Tetradecanamide 227 C14H29NO 000638-58-4 72
4 Hexadecanamide 255 C16H33NO 000629-54-9 72
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 59

Abundance Scan 2112 (14.310 min): BF097324.D (-2108) (-) m/z 59.00 100.00%

114.1 14,00 14.20 14.40 14.60
140.1 164.9 194.1
o’ m/z 72.10 50.94%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128443: 9-Octadecenamide, (2)-
59.0
5000

14.00 14.20 14.40 14.60
m/z 55.00  45.14%

5000 ‘}\/\

0 200 ‘ /830 114013601570 1840 2000 2530 210

SRR | 071 VPRI el B L 2 A N

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance

59.0
.
14.00 14.20 14.40 14.60
5000 m/z 43.00 32.36%
28.0

86.0 128.0 156.0 199.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83610: Tetradecanamide A e  EEERE T
59.0 14.00 14.20 14.40 14.60
m/z 41.00 28.70%
5000
29.0 97.0 128.0 184.0 227.0
0.”,”.WM”.LNLﬁMJMHMW:”.ﬁ?%on...”..”...” SN R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. OO 14. 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097324.D

Aca On : 3 Aug 2017 18:43

Operator : SJ/JU

Sample : PB101187BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Squalene Concentration Rank 14

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

14 .40 2.16 ng 74794 Perylene-di12 14.89

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 80
2 Supraene 410 C30H50 007683-64-9 72
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 72
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 264 C17H2802 004128-17-0 59

5 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 59

Abundance Scan 2127 (14.398 min): BF097324.D (-2123) (-) 69.05 100.00%
69.0

o ML

1211 T T T T

167.0 209.0 14.00 14.20 14.40 14.60 14.80

oL depubp b J L0 290 2810 0 sz 81.00 51.07%

1
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene

69.0

5000 R e R m e
14. OO 14 20 14. 40 14. 60 14. 80

m/z 41.00 27.11%

137.0
oL il ﬂroﬂ 0" 1910 231.0 2730 341.0 410.0
e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
RS R RS o o o
14.00 14.20 14.40 14.60 14.80
5000 m/z 95.10 12.80%
137.0
0 29.0 107.0 191.0 231.0 273.0 341.0 410.0
e e B T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... B e e e
69.0 14.00 14.20 14.40 14.60 14.80
m/z 121.10 12.18%
5000
’ rll
o220 Ll oy 1400 1920 om0 2730 s50  3e40
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60 14.80

8270-BF072517.M Fri Aug 04 13:37:35 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097324.D

Aca On : 3 Aug 2017 18:43

Operator : SJ/JU

Sample : PB101187BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 14 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.67 2.25 ng 78202 Perylene-d12 14.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Heptadecane 240 C17H36 000629-78-7 86
3 Heptacosane 380 C27H56 000593-49-7 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Hentriacontane 437 C31H64 000630-04-6 86
Abundance Scan 2343 (15.668 min): BF097324.D (-2337) (-) m/z 57.05 100.00%
57.0
5000
99.1 L AR SUNLE SR B
151.1 191.0 281.0 332.2 15.40 15.60 15.80 16.00
o Lo i Pl 2810 PP n/z 43.05  50.39%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 L B BULELL BRI UL
mmmmﬁmmm
99.0 m/z 71.05 48 .39%
m/z--> 50 100 1éo 200 250 360 3éo
Abundance
57.0
' 15.40 15.60 15.80 16.00
5000 m/z 85.00 42 .86%
99.0
0 27.0 141.0 183.0 240.0
m/z--> o '55' B 160" "150" ' éooll "250" ' 500" ' Séo" -
Abundance #202661: Heptacosane EBEEEE L
57.0 15.40 15.60 15.80 16.00
m/z 55.00 23.90%
5000
99.0
o 27.0{ j ] tl.\.}410‘ 183.0 2250 267.0 309.0 351.0380.0
m/z--> 5'0 100 1&'30 200 250 3(')0 3&'30 15'40 15. 60 15. 80 16 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080317\
Data File : BF097324.D

Acq On : 3 Aug 2017 18:43

Operator : SJ/JU

Sample : PB101187BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4._.60 9.5 ng 291206 1 6.44 613686 20.0
unknown6 .22 6.22 88.6 ng 2717990 1 6.44 613686 20.0
unknown10.61 10.61 7.1 ng 287135 4 10.93 808130 20.0
n-Hexadecanoic acid 11.45 4.1 ng 167062 4 10.93 808130 20.0
Tridecanoic acid 11.48 6.5 ng 260959 4 10.93 808130 20.0
3,5-Dimethoxy-4-h... 11.63 7.6 ng 307206 4 10.93 808130 20.0
unknownll.66 11.66 5.5 ng 222114 4 10.93 808130 20.0
Octadecanoic acid 12.26 19.5 ng 879714 5 13.56 901013 20.0
Ethanol, 2-ethoxy- 13.08 4.0 ng 182427 5 13.56 901013 20.0
1,3-Benzenedicarb... 14.19 4.0 ng 179026 5 13.56 901013 20.0
9-Octadecenamide, ... 14.31 3.2 ng 110910 6 14.89 694050 20.0
Squalene 14.40 2.2 ng 74794 6 14.89 694050 20.0
Heneicosane 15.67 2.3 ng 78202 6 14.89 694050 20.0

8270-BF072517_.M Fri Aug 04 13:37:36 2017 Page: 17



