LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001062.D

Aca On : 16 Nov 2019 02:26

Operator :© JU

Sample : K5861-03

Misc :

ALS Vial : 25 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 P\METHODS\8270-BP110619.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 2.323 34 40 48 rVB 359637 527648 8.02% 0.595%
2 5.740 612 621 633 rBV 396527 672245 10.22% 0.758%
3 6.311 710 718 722 rBVY 3150831 4033160 61.33% 4 .546%
4 7.822 966 975 989 rBY 2989495 4369958 66.45% 4.925%
5 8.010 1000 1007 1011 rBVY 3726454 4639602 70.55% 5.229%
6 8.369 1060 1068 1073 rBV 904439 1039013 15.80% 1.171%
7 8.610 1103 1109 1113 rVB 3195112 3687316 56.07% 4.156%
8 9.246 1209 1217 1221 rBvV 2181663 2742609 41.71% 3.091%
9 9.840 1313 1318 1322 rBvV2 43832 77737 1.18% 0.088%
10 10.234 1381 1385 1387 rBv4 54343 75908 1.15% 0.086%

11 10.393 1408 1412 1416 rBV 1126778 1365166 20.76% 1.539%
12 10.487 1423 1428 1434 rBV3 102958 205913 3.13% 0.232%
13 10.540 1434 1437 1440 rBV 85447 123402 1.88% 0.139%
14 10.769 1473 1476 1481 rVB2 241794 329419 5.01% 0.371%
15 10.834 1483 1487 1490 rVvVv 110595 141767 2.16% 0.160%

16 10.887 1492 1496 1501 rVB3 232394 353402 5.37% 0.398%
17 11.028 1516 1520 1525 rBV3 134261 226928 3.45% 0.256%
18 11.075 1525 1528 1533 rVB5 149699 201320 3.06% 0.227%
19 11.128 1533 1537 1538 rBV2 94368 118632 1.80% 0.134%
20 11.163 1538 1543 1548 rVB4 453043 810245 12.32% 0.913%

21 11.252 1553 1558 1562 rVVv4 146371 295828 4_50% 0.333%
22 11.293 1562 1565 1567 rVV3 101784 143595 2.18% 0.162%
23 11.322 1567 1570 1575 rVB2 345149 472848 7.19% 0.533%
24 11.446 1583 1591 1592 rBV5 221189 512853 7.80% 0.578%
25 11.522 1600 1604 1610 rBV3 271801 602445 9.16% 0.679%

26 11.634 1619 1623 1626 rBV2 207260 279983 4.26% 0.316%
27 11.716 1634 1637 1639 rBV 159386 157345 2.39% 0.177%
28 12.075 1695 1698 1702 rVB5 254837 367827 5.59% 0.415%
29 12.175 1709 1715 1719 rBV 4380071 6576163 100.00% 7.412%
30 12.310 1733 1738 1742 rBV 3961592 5054508 76.86% 5.697%

31 12.346 1742 1744 1748 rVB3 456756 500365 7.61% 0.564%
32 12.487 1765 1768 1773 rVB3 806323 1140417 17.34% 1.285%
33 12.740 1807 1811 1815 rVB2 592847 793606 12.07% 0.894%
34 12.810 1818 1823 1826 rBV 2811859 3446692 52.41% 3.885%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001062.D

Aca On : 16 Nov 2019 02:26

Operator :© JU

Sample : K5861-03

Misc :

ALS Vial : 25 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\HPCHEM1I\BNA P\METHODS\8270-BP110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.916 1837 1841 1847 rVB2 1711829 2311530 35.15% 2.605%

36 13.010 1853 1857 1860 rBV 919680 1175660 17.88% 1.325%
37 13.069 1863 1867 1870 rBV2 1040537 1537020 23.37% 1.732%
38 13.128 1873 1877 1878 rBV2 2213899 2777006 42.23% 3.130%
39 13.263 1895 1900 1904 rBV3 2576461 3956954 60.17% 4._.460%
40 13.363 1914 1917 1925 rVB 890223 1414517 21.51% 1.594%

41 13.845 1997 1999 2003 rVB2 1059047 1211092 18.42% 1.365%
42 13.963 2016 2019 2022 rVB2 1219885 1271694 19.34% 1.433%
43 14.457 2100 2103 2108 rVB 1765131 2467049 37.52% 2.781%
44 14.563 2117 2121 2127 rVB 2747384 3343014 50.84% 3.768%
45 14.904 2175 2179 2184 rVB 4724295 6502885 98.89%% 7.329%

46 15.634 2299 2303 2306 rBV 2671747 3403292 51.75% 3.836%
47 15.663 2306 2308 2311 rVB 1134949 1060233 16.12% 1.195%
48 17.939 2690 2695 2698 rVB 5009867 5867731 89.23% 6.613%
49 19.157 2899 2902 2913 rVB2 418189 704240 10.71% 0.794%
50 19.286 2920 2924 2929 rVB 1619915 1776857 27.02% 2.003%

51 21.063 3220 3226 3234 rVB 1310434 1858511 28.26% 2.095%

Sum of corrected areas: 88725150
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA P\DATA\BP111519\

BP001062.D

16 Nov 2019 02:26

Ju

K5861-03

25 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP110619.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L

ion Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000
2.3

TIC: BP001062.D

2 5.74

8.01
8.61

9.25

8.37

0

Time-->

T
2.50

T T
7.00 7.50

T T T
5.50 6.00 6.50

T T
3.00 3.50

T
4.00 4.50 5.00

I I
8.00 8.50 9.00
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7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP001062.D
1490

14.56

15.63

.66

0=
Time--> 9.50

13.00 13.50 14.00

14.50

10.00 10.50

11.00 11.50 12.00 12.50

15.00

15.50 16.00 16.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

ol

R

TIC: BP001062.D

17.94

19.29

21.06
19.1

Time-->  17.00

22.00

20.00 20.50 21.00 21.50

17.50 18.00

18.50 19.00 19.50

22.50

23.50 24.00

23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001062.D

Aca On : 16 Nov 2019 02:26

Operator :© JU

Sample : K5861-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Butane, 2-methoxy-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
2.32 10.16 ng 527648 1,4-Dichlorobenzene-d4 8.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 23
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance Scan 40 (2.323 min): BP001062.D (-34) (-) m/z 73.00 100.00%

K<
5000
43

L L 220 240  2.60
o‘,-wkl,....?91."‘.8.1,“?9%5????1..,.2?9.3.1.4???.37.4.,.‘?2.7.4,5?..???.“?3?9. m/z 43.05 31.60%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
78

5000 e G mtm ma e e
220 240 260

m/z 87.05 28 .35%

43

R o o e L o i o I L S B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol

220 240  2.60
5000 41 m/z 55.05 22 .86%

112
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 H
Abundance :

#32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methyl ether L e e i ey
73 2 20 2. 40 2. 60
m/z 41.05 10.72%

5000
45
15, || | 103 147
I
2.20 2.40 2.60

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001062.D

Aca On : 16 Nov 2019 02:26

Operator :© JU

Sample : K5861-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.74 12.94 ng 672245 1,4-Dichlorobenzene-d4 8.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 12
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 621 (5.740 min): BP001062.D (-612) (-) m/z 43.00 100.00%

43
5000
101

540 560 580 6.00

Ol R PL 131 165 208 250278308 341371399 432 481509544 | 'm/z 59.10  67.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA L L L L L LB L L LB |

5.40 5.60 5.80 6.00
m/z 101.00  32.15%

101
70,
I i o e o B O B B LRI I s R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4035: 2,3-Butanedione, monooxime
43
R e REmmE
540 5.60 5.80 6.00
5000 m/z 57.95 16.27%
101
15
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e e
59 540 560 5.80 6.00

m/z 41.10 9.80%

| I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001062.D

Aca On : 16 Nov 2019 02:26

Operator :© JU

Sample : K5861-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 unknown8.01 Concentration Rank 2

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

8.01 89.31 ng 4639600 1,4-Dichlorobenzene-d4 8.37

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 12
Abundance Scan 1007 (8.010 min): BP001062.D (-1000) (-) m/z 131.95 100.00%

132
5000 68
a0 | % 7.60 7.80 8.00 8.20 8.40
Ol rdlld .l,t. A, 159 198 225252280308 342369 401429459487517546 m/z 68.10 37.32%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR AR RS AR

760 7.80 800 8.20 8.40
m/z 133.95 32.64%

|
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
T R e
7.60 7.80 8.00 820 8.40
5000 m/z 66.00 27 .31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14144: 5-Fluoro-2-chloropyrimidine T AR e e
132 7.60 7.80 8.00 8.20 8.40
m/z 69.05 17.36%
5000
,,‘“U, O . SR SN A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7. 60 7.80 800 820 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001062.D

Aca On : 16 Nov 2019 02:26

Operator :© JU

Sample : K5861-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 unknownll.16 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.16 11.87 ng 810245 Naphthalene-d8 10.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-31-8 30
2 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-32-9 27
3 Cvclohexane. 1.2-diethvl-3-methvl- 154 C11H22 061141-80-8 22
4 Zinc. bisl2-(1.1-dimethvlethvl)-... 314 C18H34Zn 074793-36-5 22
5 Cyclohexane, 1,1"-(1-methylethyl... 208 C15H28 054934-90-6 22
Abundance Scan 1542 (11.157 min): BP001062.D (-1538) (-) m/z 163.10 100.00%
9 163
125
5000 41
10.80 11.00 11.20 11.40
o! L&“.’l 225253281 325 360 394 435 473 509542, m/z 69.10 92.64%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18067: Cyclohexane, 1,1,3,5-tetramethyl-, trans-
69
125
5000 AU PR UM B
41 10,80 11.00 11.20 11.40
m/z 125.10 68.71%
97
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18063: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69 125
" 10.80 11.00 11.20 11.40
5000 m/z 55.10 47 .16%
[ 97
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27092: Cyclohexane, 1,2-diethyl-3-methyl- N e o o
69 10.80 11.00 11.20 11.40
m/z 83.10 47 .12%
5000 125
41
| o7 | 154
e & a1 e 2o B B o w2 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001062.D

Aca On : 16 Nov 2019 02:26

Operator :© JU

Sample : K5861-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 6-Dodecene, (E)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.32 6.93 ng 472848 Naphthalene-d8 10.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Dodecene. (E)- 168 C12H24 007206-17-9 53
2 6-Tetradecene. (E)- 196 C14H28 041446-64-4 49
3 3-Tetradecene. (E)- 196 C14H28 041446-68-8 49
4 Cvclopentane. propvl- 112 C8H16 002040-96-2 46
5 Cyclohexane, 1,2,3-trimethyl- 126 C9H18 001678-97-3 41
Abundance Scan 1570 (11.322 min): BP001062.D (-1567) (-) m/z 69.10 100.00%
41
5000
111
“ l 165 196 11.00 11.20 11.40 11.60
ol AL , LA 1 4 228 267296 390380 4l4a4adrd S1S543 1 "m/z 55.10 60.57%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #36747: 6-Dodecene, (E)-
56
5000 S SR UM B B
83 11.00 11.20 11.40 11.60
2 168 m/z 41.10 53.46%
I l 40
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #58289: 6-Tetradecene, (E)-
56
11.00 11.20 11.40 11.60
5000 83 m/z 83.05 49.91%
2
111 196
| 140168
mz-> 0 50 160 150 200 250 300 350 400 450 500
Abundance #58295: 3-Tetradecene, (E)- A RERREEESS
4 11.00 11.20 11.40 11.60
69 m/z 70.10 45_79%
5000
97
LI gzs 166"
mz-> 0 50 100 150 200 250 300 350 400 450 500 1100 11.20 1140 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001062.D

Aca On : 16 Nov 2019 02:26

Operator :© JU

Sample : K5861-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 unknownll.45 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.45 7.51 ng 512853 Naphthalene-d8 10.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Trimethvladamantane 178 C13H22 1000214-98-3 38
2 4(1H)-Pteridinone. 2-amino- 163 C6H5N50 002236-60-4 38
3 2-Propenal. 3-(2.6.6-trimethvl-1... 178 C12H180 004951-40-0 38
4 4H-1.3.2-Dioxaborin, 4.6-diethen... 178 C10H15B02 074630-03-8 38
5 1,3,3-Trimethyl-2-(2-methyl-cycl... 178 C13H22 285129-06-8 37
Abundance Scan 1592 (11.451 min): BP001062.D (-1583) (-) m/z 177.10 100.00%
117
95
5000 41
135
11.20 11.40 11.60 11.80
Al g 1} 206238 282 316 352383 421 465 503 549 m/z 163.10 70.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #44119: 1,3,4-Trimethyladamantane
163
5000 LN UL BULILE I S
107 11,20 11.40 11.60 11.80
55 m/z 95.00 69.97%
'"iq¢ml'fﬁﬂ"L'l'”'l""""I'”'I""P"'I"”I'
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33017: 4(1H)-Pteridinone, 2-amino-
163
1120 11,40 11,60 11.80
5000 m/z 81.10 65.31%
122
| I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #44064: 2-Propenal, 3-(2,6,6-trimethyl-1-cyclohexen-1-yl)- R N ERE S s
163 11.20 11.40 11.60 11.80
m/z 107.05 54.88%
5000
4 9345
.“.‘.‘,”L.”.LL.H'L,..{.L.‘,.\... R I R s B B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11,20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001062.D

Aca On : 16 Nov 2019 02:26

Operator :© JU

Sample : K5861-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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.52 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.52 8.83 ng 602445 Naphthalene-d8 10.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5.6-Tetramethvladamantane 192 C14H24 034694-70-7 38
2 Benzeneacetonitrile. 3.4-dimethoxv- 177 C10H11NO2 000093-17-4 38
3 1.3-di-n-Propvladamantane 220 C16H28 040002-47-9 25
4 Silane. dimethvl(dimethvl(undec-... 346 C17H3803Si2 1000347-94-8 17
5 4-Carbethoxy-3-chloropyrrolidine 177 C7H12CINO2 1000255-97-9 17

Abundance Scan 1604 (11.522 min): BP001062.D (-1600) (-) m/z 177.10 100.00%
177
69
50001 41 107
151 11.20 11.40 11.60 11.80
ol %07233 267 315 364 400 434461488516543 m/z 69.05 53 69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54697: 1,3,5,6-Tetramethyladamantane
177
5000 L BRI B B B
121 11,20 11.40 11.60 11.80
m/z 107.10 45 .44Y%
55 g1
49
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #43158: Benzeneacetonitrile, 3,4-dimethoxy-
177
107 11:20 11.40 11.60 11.80 |
5000 m/z 41.10 40.89%
77
SliJ ‘ 146
EJ"dﬁh‘“'N”I'”'I”"P"W"”I'”'I”"P"W'
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77683: 1,3-di-n-Propyladamantane T
177 11.20 11.40 11.60 11.80
m/z 57.10 36.82%
5000
93
55 121
B T L R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11. 20 11. 40 11. 60 11.80

8270-BP110619.M Mon Nov

18 17:04:59 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001062.D

Aca On : 16 Nov 2019 02:26

Operator :© JU

Sample : K5861-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 unknownl2.31 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.31 25.55 ng 5054510 Acenaphthene-d10 13.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 95
2 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
3 1H-Pvrazole. 3.5-bis(l.1-dimethyv... 208 C13H24N2 125281-21-2 35
4 2-Anthracenamine 193 C14H1i1N 000613-13-8 27
5 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 16

Abundance Scan 1738 (12.310 min): BP001062.D (-1733) (-) m/z 193.20 100.00%

193

%

123
95
5000 o5
ol 224252279306 353382410438467495523 ]2.00 1220 12.40 12.60
0 2227 03382410438407495° m/z 123.10 53.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
123
5000 95 IIIIIIIIIIIIIIIIIII
55 12.00 12.20 12.40 12.60
l im m/z 95.10 48.77%
1 I 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193
L o
123 12.00 12.20 12.40 12.60
5000 m/z 109.10 41.28%
95
42 151
| 1
I L w2 N W e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67792: 1H-Pyrazole, 3,5-bis(1,1-dimethylethyl)-4-ethyl- I R R m ma
193 12.00 12.20 12.40 12.60
m/z 69.10 39.27%
5000
137
1

29 57
> | 109 | 165

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12. OO 12. 20 12. 40 12. 60

8270-BP110619.M Mon Nov 18 17:05:00 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001062.D

Aca On : 16 Nov 2019 02:26

Operator :© JU

Sample : K5861-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 unknownl2.49 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.49 5.76 ng 1140420 Acenaphthene-d10 13.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 49
2 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 47
3 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 43
4 6-Acetamido-1.4-benzodioxane 193 C10H11NO3 063546-19-0 38
5 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
Abundance Scan 1769 (12.493 min): BP001062.D (-1765) (-) m/z 193.20 100.00%
193
55
123
5000 83
o1 12.20 12.40 12.60 12.80
o (20251 303 330369397 429 462490 535 | sz 55.10  62.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
123
5000 9% LRI SR UM SN B
55 12.20 12.40 12,60 12.80
J“ “ m/z 69.10 57.93%
151
"w'l”ﬁ"'k"""'w"'""w"'w"'w"'w"'w
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
193
% 1 USRS SN BN SR
a1 12.20 12.40 12.60 12.80
5000 m/z 123.10 57 .45%
1)) hs2
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- e
193 12.20 12.40 12.60 12.80
m/z 97.10 51.04%
5000 55
109
i ﬂ l M i 37165 | 222
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.20 12.40 12,60 12.80

8270-BP110619.M Mon Nov 18 17:05:00 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001062.D

Aca On : 16 Nov 2019 02:26

Operator :© JU

Sample : K5861-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Heptadecane, 2,6,10,14-tetr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.92 11.68 ng 2311530 Acenaphthene-d10 13.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 80
2 Dodecane. 4-methvl- 184 C13H28 006117-97-1 68
3 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 64
4 Tridecane. 7-propvl- 226 C16H34 055045-09-5 60
5 Decane, 5-propyl- 184 C13H28 017312-62-8 58
Abundance Scan 1842 (12.922 min): BP001062.D (-1837) (-) m/z 71.10 100.00%
7
43
5000
% 1m 1260 12.80 13.00 13.20
183 - - - -
ol d L L] FP210 264295 343 387415042470498525 | /7T 57.10  89.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141441: Heptadecane, 2,6,10,14-tetramethyl-
57
5000 SR AR R SRR B
12:60 12,80 13.00 13.20
85 m/z 43.10 72 .29%
J 113141 183211 253281
m/z--> 50 160 1%0 200 250 300 350 400 450 500 550
Abundance #48850: Dodecane, 4-methyl-
43
71 RN SRR SR
12.60 12.80 13.00 13.20
5000 m/z 85.10 53.28%
|‘ ‘ 99 140 184
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48875: Undecane, 2,6-dimethyl- O B m e as
57 12.60 12.80 13.00 13.20
m/z 41.10 36.23%
29 98
UL, ] 191 184
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12:60 12,80 13.00 13.20

8270-BP110619.M Mon Nov 18 17:05:01 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001062.D

Aca On : 16 Nov 2019 02:26

Operator :© JU

Sample : K5861-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 unknownl13.01 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.01 5.94 ng 1175660 Acenaphthene-d10 13.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 41
2 2H-3.9a-Methano-1-benzoxepin. oc... 222 C15H260 005956-09-2 40
3 Propanamide. N-(4-methoxvphenvl)... 207 C12H17NO2 056619-94-4 38
4 Cvclohexanone. 2.5-dimethvl-2-(1... 166 C11H180 006711-26-8 27
5 Trimethyl (4-tert-butylphenoxy)si... 222 C13H220Si 025237-79-0 22
Abundance Scan 1857 (13.010 min): BP001062.D (-1853) (-) m/z 207.20 100.00%
207
o5 123
5000 55
F 12.60 12.80 13.00 13.20 13.40
1 . . . : :
0 A ,l:'.ﬁl 236 285313340367 398428 469497 535 m/z 123.10 61.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphthalene
95 123 207
0001 55 12,60 12.80 13.00 13.20 13.40
151 m/z 109.10 61.13%
" 0" S0 A" NPT AP AR PR SR MR AR
Abundance #79500: 2H-3,9a-Methano-1-benzoxepin, octahydro-2,2,5a,9-t...
41 137 207
6o 109 12,60 12.80 13.00 13.20 13.40
5000 m/z 95.10 60.04%
164
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #66875: Propanamide, N-(4-methoxyphenyl)-2,2-dimethyl- A
207 12.60 12.80 13.00 13.20 13.40
m/z 55.10 47 .09%
57
5000 123
29 | 95 164
mz> 90 100 180 200 250 30 350 400 450 50 550 | 1260 1280 1300 1320 1340

8270-BP110619.M Mon Nov 18 17:05:01 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001062.D

Aca On : 16 Nov 2019 02:26

Operator :© JU

Sample : K5861-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 unknownl13.13 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.13 14.04 ng 2777010 Acenaphthene-d10 13.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 66
2 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 49
3 2H-3.9a-Methano-1-benzoxepin. oc... 222 C15H260 005956-09-2 45
4 Cvclopropanemethanol. .alpha..2-... 182 C12H220 121959-70-4 38
5 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 35
Abundance Scan 1877 (13.128 min): BP001062.D (-1873) (-) m/z 69.10 100.00%
9
i 109 207
5000 137
165 12.80 13.00 13.20 13.40
ol 34 281308335363 400426455481 525 m/z 55 10 85 77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
123
5000 % VNSNS IR
55 12.80 13.00 13.20 13.40
‘l “ 51 m/z 109.10 77 .05%
| | I I |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethyInaphthalene
95 123 207
12.80 13.00 13.20 13.40
5000{ s m/z 95.10 72.78%
51
‘ (| 1
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79500: 2H-3,9a-Methano-1-benzoxepin, octahydro-2,2,5a,9-t... A o e
M 137 207 12.80 13.00 13.20 13.40
m/z 207.20 70.09%
69 109
5000
164
%wmm—'w LONLEN BSLUNL LI LN U N O B B B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.80 13.00 13.20 13.40

8270-BP110619.M Mon Nov 18 17:05:02 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001062.D

Aca On : 16 Nov 2019 02:26

Operator :© JU

Sample : K5861-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 unknownl3.36 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.36 7.15 ng 1414520 Acenaphthene-d10 13.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Fluorobenzoic acid. 2-pentadec... 350 C22H35F02 1000280-68-3 47
2 Imidazolidin-2-one. 1-(2-fluorob... 208 C10H9FN202 1000310-62-2 43
3 3-Fluorobenzoic acid. 2-tridecvl... 322 C20H31F02 1000280-60-2 38
4 Cvclohexene. 1.5.5-trimethvl-6-a... 180 C12H200 211563-96-1 38
5 4-Fluorobenzoic acid, 4-pentadec... 350 C22H35F02 1000280-68-5 37
Abundance Scan 1916 (13.357 min): BP001062.D (-1914) (-) m/z 123.10 100.00%
123
5000 o
55
a 13100 1320 1340 1360
51179 . . . .
ol 234263290 340369 401429457 491 534 m/z 95 10 33 26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184116: 4-Fluorobenzoic acid, 2-pentadecy! ester
123
41
5000 AU SRR AN RS B
95 13.00 13.20 13.40 13.60
m/z 55.10 26 .85%
Ll | ] 2o 20
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67260: Imidazolidin-2-one, 1-(2-fluorobenzoyl)-
123
13.00 13.20 13.40 13.60
5000 o5 m/z 69.10 25.07%
42 30208
TP .
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #162933: 3-Fluorobenzoic acid, 2-tridecyl ester A BEEEE RS
123 13.00 13.20 13.40 13.60
m/z 82.10 24 .96%
s000] 3
95
182
54
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00 13.20 13.40 13.60

8270-BP110619.M Mon Nov 18 17:05:02 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001062.D

Aca On : 16 Nov 2019 02:26

Operator :© JU

Sample : K5861-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 unknownl3.85 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.85 6.12 ng 1211090 Acenaphthene-d10 13.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 50
2 3-Fluorobenzoic acid. 2-ethvlcvc... 250 C15H19F02 1000279-04-9 38
3 Naphthalene. 1.1"-ethvlidenebisl... 302 C22H38 054934-70-2 35
4 Naphthalene. 2-butvldecahvdro- 194 C14H26 006305-52-8 30
5 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 27
Abundance Scan 2000 (13.851 min): BP001062.D (-1997) (-) m/z 123.10 100.00%
60 123 193
41
5000
s1 || 722 1360 13.80 14.00 14.20
0 oL 252 292322351382409 454 S04539 | "m/z 193.20  94.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
123
5000 95 LN BN SURBUL IR I
55 13.60 13.80 14.00 14.20
“ “ o m/z 69.10 83.09%
| I
m/z--> 50 100 150 260 250 300 350 400 450 500 550
Abundance #102313: 3-Fluorobenzoic acid, 2-ethylcyclohexyl ester
123
o " 1360 13.80 14.00 14.20
5000 m/z 95.10 81.56%
41
.liﬁﬁ.,.”.“....”. S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #146688: Naphthalene, 1,1"-ethylidenebis[decahydro- e ERAREE R
81 137 13.60 13.80 14.00 14.20
41 m/z 41.10 75.02%
5000
09 | 165
SR LT L — S —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20

8270-BP110619.M Mon Nov 18 17:05:03 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001062.D

Aca On : 16 Nov 2019 02:26

Operator :© JU

Sample : K5861-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 unknownl3.96 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.96 6.43 ng 1271690 Acenaphthene-d10 13.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ether. I'l-(p-fluorophenvDethvl1... 212 C12H17F02 1000149-23-5 43
2 3-Fluorobenzoic acid. 2-pentadec... 350 C22H35F02 1000280-60-7 43
3 Pentanamide. N-(4-methoxvphenvl)- 207 C12H17NO2 1000306-89-3 43
4 4-Fluorobenzoic acid. 3-tridecvl... 322 C20H31F02 1000280-67-9 38
5 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-17-5 37
Abundance Scan 2018 (13.957 min): BP001062.D (-2016) (-) m/z 123.10 100.00%

5000

13.60 13.80 14.00 14.20

248279 319  372404431459489 524

0 m/z 69.10 44 _.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #70875: Ether, [1-(p-fluorophenyl)ethyl] 3-hydroxy-2-butyl
5000 LA L L L L L LB
45 13.60 13.80 14.00 14.20
0
89 195 m/z 109.10 42 _.53%
bl e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184120: 3-Fluorobenzoic acid, 2-pentadecyl ester

13.60 13.80 14.00 14.20
m/z 95.10 38.77%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #66822: Pentanamide, N-(4-methoxyphenyl)- A BEEEE RS
123 13.60 13.80 14.00 14.20
m/z 81.10 38.44%
5000
207
29 57 95 165

m/z--> 50 100 150 200 250 300 350 400 450 500 550 13. 60 13. 80 14. OO 14. 20

8270-BP110619.M Mon Nov 18 17:05:04 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001062.D

Aca On : 16 Nov 2019 02:26

Operator :© JU

Sample : K5861-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.46 12.47 ng 2467050 Acenaphthene-d10 13.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 90
2 Tridecane. 5-propvl- 226 C16H34 055045-11-9 90
3 3.5-Dimethvldodecane 198 C14H30 107770-99-0 87
4 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 81
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 80
Abundance Scan 2103 (14.457 min): BP001062.D (-2100) (-) m/z 57.10 100.00%

5000

113 s bt
14.20 14.40 14.60 14.80
141169 201 239 272300330 374402429 464 522

0 m/z 71.10 63.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
5000 LA L L L L L L L

14.20 14.40 14.60 14.80
m/z 43.10 46.91%

141 183211239
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

g

Abundance #83031: Tridecane, 5-propyl-
14.20 14.40 14.60 14.80
5000 m/z 85.10 32.46%
141 183 226
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59888: 3,5-Dimethyldodecane AR B AR R Raa R
57 14.20 14.40 14.60 14.80
m/z 41.10 27 .63%
5000
85
29
| 126 169198
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001062.D

Aca On : 16 Nov 2019 02:26

Operator :© JU

Sample : K5861-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.90 122.67 ng 6502890 Phenanthrene-d10 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 86
2 Decane. 2-methvl- 156 C11H24 006975-98-0 83
3 Nonane. 2-methvl-5-propvl- 184 C13H28 031081-17-1 64
4 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 62
5 Pentadecane, 2-methyl- 226 Cl16H34 001560-93-6 58
Abundance Scan 2178 (14.898 min): BP001062.D (-2175) (-) m/z 57.10 100.00%
I 113 N e
14.60 14.80 15.00 15.20
41
| 111 [ 2eosanl  3aa61300010M047750458 | rr 7110 96,820
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
5000 L DU B BN SURA
85 Mmmmmmmm
29 m/z 43.10 63.10%

13
141 183517 253282

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

¥

Abundance #28431: Decane, 2-methyl-
43
14.60 14.80 15.00 15.20
5000 & m/z 85.10 37.67%
113

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #48913: Nonane, 2-methyl-5-propy!l- B AR AN Baa R

57 14.60 14.80 15.00 15.20

m/z 41.10 32 .84%

5000

F

29
‘ ‘ 140
|

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14. 60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001062.D

Aca On : 16 Nov 2019 02:26

Operator :© JU

Sample : K5861-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 n-Tetracosanol-1 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.16 7.93 ng 704240 Chrysene-di12 19.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1-Hexacosanol 382 C26H540 000506-52-5 94
3 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 94
4 1-Heptacosanol 396 C27H560 002004-39-9 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
Abundance Scan 2903 (19.163 min): BP001062.D (-2899) (-) m/z 57.10 100.00%
57 97
5000 “MA\q”’””““xuj\\\,W,\wn“wﬂkw
° 1580 10,00 100 1940 "
154 248 : : : :
o AL L e 1o 28, 305 smosenaeaneasave son | -t IR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1
57 |97
5000 ARV AR BARRE
- mmmmmwmm
L m/z 43.10 89.64%
29 53
) 1153181210238266 308336
m/z--> éo 160 1%0 200 250 300 3%0 400 4éo 560 séo
Abundance #203697: 1-Hexacosanol
i o UNBSRUUNR ULAR B
18.80 19.00 19.20 19.40
5000 m/z 55.10 87 .55%
364
29 125
T [ 181209237 280307336 {
m/z--> éo 160 1%0 200 250 300 3%0 400 4éo 560 séo
Abundance #202424: Nonadecy! trifluoroacetate R B .
57 97 18.80 19.00 19.20 19.40
m/z 97.10 84.12%
125
%2 153182910238266 311 362
m/z--> éo 160 1%0 200 250 300 3%0 400 4éo 560 séo 1880 1900 1920 1940 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP111519\
Data File : BP001062.D

Acq On : 16 Nov 2019 02:26

Operator : JU

Sample - K5861-03

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110619_.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... 2.32 10.2 ng 527648 1 8.37 1039010 20.0
2-Pentanone, 4-hy... 5.74 12.9 ng 672245 1 8.37 1039010 20.0
unknown8.01 8.01 89.3 ng 4639600 1 8.37 1039010 20.0
unknownll1l.16 11.16 11.9 ng 810245 2 10.39 1365170 20.0
6-Dodecene, (E)- 11.32 6.9 ng 472848 2 10.39 1365170 20.0
unknownll.45 11.45 7.5 ng 512853 2 10.39 1365170 20.0
unknownll.52 11.52 8.8 ng 602445 2 10.39 1365170 20.0
unknownl12 .31 12.31 25.6 ng 5054510 3 13.27 3956950 20.0
unknownl12 .49 12.49 5.8 ng 1140420 3 13.27 3956950 20.0
Heptadecane, 2,6,... 12.92 11.7 ng 2311530 3 13.27 3956950 20.0
unknown13.01 13.01 5.9 ng 1175660 3 13.27 3956950 20.0
unknown13.13 13.13 14.0 ng 2777010 3 13.27 3956950 20.0
unknownl13.36 13.36 7.2 ng 1414520 3 13.27 3956950 20.0
unknownl13.85 13.85 6.1 ng 1211090 3 13.27 3956950 20.0
unknownl13.96 13.96 6.4 ng 1271690 3 13.27 3956950 20.0
Pentadecane, 2,6,... 14.46 12.5 ng 2467050 3 13.27 3956950 20.0
Hexadecane, 2,6,1... 14.90 122.7 ng 6502890 4 15.66 1060230 20.0
n-Tetracosanol-1 19.16 7.9 ng 704240 5 19.29 1776860 20.0
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