LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120319\
Data File : BP001174.D

Aca On : 04 Dec 2019 00:37

Operator :© JU

Sample : K6069-05

Misc :

ALS Vial : 19 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-BP112719.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 3.193 181 188 195 rBvV 50695 109395 2.05% 0.218%
2 4.052 328 334 347 rVB2 20591 55927 1.05% 0.112%
3 5.628 597 602 613 rVB 289107 467603 8.75% 0.933%
4 6.222 696 703 712 rBVY 2191419 2720773 50.93% 5.427%
5 6.722 784 788 798 rVB 106579 131204 2.46% 0.262%
6 7.757 949 964 976 rBVY 1620871 2136148 39.99% 4.261%
7 7.952 990 997 1001 rBVY 3311637 4190507 78.45% 8.358%
8 8.310 1053 1058 1065 rVvB 691001 778559 14.57% 1.553%
9 8.451 1078 1082 1091 rBV 68285 103690 1.94% 0.207%
10 8.557 1094 1100 1104 rVB 2684247 3225410 60.38% 6.433%
11 9.199 1202 1209 1212 rBvV 2193902 2819759 52.79% 5.624%
12 9.404 1240 1244 1248 rVB 41191 57037 1.07% 0.114%
13 9.634 1276 1283 1286 rBV 41797 64353 1.20% 0.128%
14 9.987 1334 1343 1345 rBV 33585 53669 1.00% 0.107%

15 10.346 1399 1404 1409 rBV 829849 935194 17.51% 1.865%

16 10.987 1505 1513 1528 rBV2 74252 179300 3.36% 0.358%
17 12.128 1700 1707 1711 rBV 4041760 4884964 91.45% 9.744%
18 12.792 1815 1820 1828 rVV 204046 238654 4_.47% 0.476%
19 12.881 1830 1835 1844 rVB2 76607 112096 2.10% 0.224%
20 13.210 1885 1891 1896 rBV 937829 1124739 21.06% 2.243%

21 13.651 1960 1966 1970 rBV 58819 97095 1.82% 0.194%
22 13.704 1972 1975 1979 rVB 47464 60744 1.14% 0.121%
23 13.887 2001 2006 2014 rVB 111238 138173 2.59% 0.276%
24 14.504 2104 2111 2124 rBV 2673294 3485416 65.25% 6.952%
25 15.604 2293 2298 2303 rVB 1001775 1145220 21.44% 2.284%

26 16.504 2445 2451 2463 rBV2 1093218 1744729 32.66% 3.480%

27 17.286 2580 2584 2588 rVB2 60229 65231 1.22% 0.130%
28 17.445 2607 2611 2614 rBV 98385 129932 2.43% 0.259%
29 17.475 2614 2616 2622 rVB2 56019 75033 1.40% 0.150%

30 17.586 2631 2635 2651 rBV 583780 784971 14.69% 1.566%

31 17.739 2658 2661 2666 rBV 101338 119913 2.24% 0.239%
32 17.792 2666 2670 2672 rBV 75928 74101 1.39% 0.148%
33 17.898 2681 2688 2691 rBV 4565457 5341803 100.00% 10.655%
34 18.263 2747 2750 2754 rVB 138871 140815 2.64% 0.281%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120319\
Data File : BP001174.D

Aca On : 04 Dec 2019 00:37

Operator :© JU

Sample : K6069-05

Misc :

ALS Vial : 19 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\HPCHEM1\BNA P\METHODS\8270-BP112719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 18.545 2794 2798 2800 rBV3 53387 67715 1.27% 0.135%
36 18.669 2815 2819 2821 rBV 47388 58247 1.09% 0.116%

37 18.710 2822 2826 2829 rVB 237886 238745 4_.47% 0.476%
38 19.122 2892 2896 2912 rBV2 829451 1583290 29.64% 3.158%
39 19.251 2913 2918 2922 rBV 906075 1058147 19.81% 2.111%
40 19.545 2963 2968 2975 rVB 601350 653387 12.23% 1.303%

41 19.933 3029 3034 3050 rBV 872671 1026388 19.21% 2.047%
42 20.310 3093 3098 3104 rBV 1154410 1239838 23.21% 2.473%
43 20.704 3160 3165 3177 rBV 1060330 1392333 26.06% 2.777%
44 21.021 3213 3219 3229 rVB 737305 1054753 19.75% 2.104%
45 21.145 3234 3240 3256 rVV 930213 1347079 25.22% 2.687%

46 21.645 3318 3325 3330 rBV 608316 1076213 20.15% 2.147%
47 21.704 3330 3335 3343 rVB3 81753 196032 3.67% 0.391%
48 22.163 3409 3413 3416 rBV2 31979 54098 1.01% 0.108%
49 22.215 3416 3422 3437 rVB 315372 667134 12.49% 1.331%
50 22.886 3529 3536 3547 rBV2 97031 250629 4.69% 0.500%

51 23.386 3614 3621 3631 rBV5 76325 225495 4.22% 0.450%

52 23.680 3666 3671 3681 rVB3 26030 68390 1.28% 0.136%
53 23.980 3716 3722 3734 rVB9 28728 85264 1.60% 0.170%
Sum of corrected areas: 50135334
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001174.D

Aca On : 04 Dec 2019 00:37

Operator :© JU

Sample : K6069-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP001174.D
4000000
7.95
3000000
8.56
6.22 9.20
2000000
7.76
1000000
8.31
5.63
. 3.19 405 i 6.72 134$ 9.4
] "1 * T e e S e s
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00
Abundance TIC: BP001174.D
12.13
4000000
3000000
14.50
2000000
16.50
1000000 10.35 13.21 15.60
12 .89
Time--> 9.50 10.00 1050 11.00 11.50 12.00 12,50 13.00 1350 14.00 1450 1500 1550 16.00  16.50
Abundance TIC: BP001174.D
17.90
4000000
3000000
2000000
20.31
20.70
1000000 19125 19.93 it
19.55 : 21.64
22.22
.70 2206 22.89 23.3923 6823.98
(o} — =
Time--> 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001174.D

Aca On : 04 Dec 2019 00:37

Operator :© JU

Sample : K6069-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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-Butanol, 2,3-dimethyl- Concentration Rank 19

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

3.19 2.81 ng 109395 1,4-Dichlorobenzene-d4 8.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 83
2 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 50
3 3-Heptanol 116 C7H160 000589-82-2 40
4 2-Pentanol. 2-methvl- 102 C6H140 000590-36-3 40
5 3-Pentanol, 2,2-dimethyl- 116 C7H160 003970-62-5 40

Abundance Scan 187 (3.187 min): BP001174.D (-181) (-) m/z 59.00 100.00%

59
5000
87

| 280 300 320 340 360
,...M‘,-L..,.1.2.5?1‘?1...,2.1?.2.43.2.7?.3.1???3.?7.?‘ (432462490 932 m/z 87.05 26.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4478: 2-Butanol, 2,3-dimethyl-

59

5000 R N R R
2.80 3.00 3.20 3.40 3.60

87 m/z 43.00 24.14%

31 [|
L e o L o o o R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4485: Propane, 2-ethoxy-2-methyl-
59

2.80 3.00 3.20 3.40 3.60

5000 m/z 41.00 23.97%
87
29
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8320: 3-Heptanol
9 2.80 3.00 3.20 3.40 3.60

m/z 69.00 20.04%

5000 31
87
115

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 280 3.00 320 3.40 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001174.D

Aca On : 04 Dec 2019 00:37

Operator :© JU

Sample : K6069-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 12

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

5.63 12.01 ng 467603 1,4-Dichlorobenzene-d4 8.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 602 (5.628 min): BP001174.D (-597) (-) m/z 43.00 100.00%

43
5000
101

5.20 5.40 5.60 5.80 6.00

Ol e f 20160 208 245 278306 345 401431459 492520549 m/z 59.00 57.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [Trrr[rfrr[rrrrprrrrrrrf

5.20 540 5.60 5.80 6.00
m/z 100.95 18.77%

15 101
“L4w..”!.”.,”........” R o
mz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

520 5.40 560 5.80 6.00
5000 m/z 57.95 16.84%

m | 126
e e e e e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

#4030: 2,3-Butanedione, monooxime LB e o
43 520 540 560 580 600

m/z 41.00 7.82%

5000
101
15 |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 520 5.40 560 5.80 6.00

8270-BP112719.M Wed Dec 04 17:25:29 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001174.D

Aca On : 04 Dec 2019 00:37

Operator :© JU

Sample : K6069-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Ethanol, 2-butoxy- Concentration Rank 18

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

6.72 3.37 ng 131204 1,4-Dichlorobenzene-d4 8.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 78
2 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 53
3 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 36
4 1-Butene. 4-butoxv- 128 C8H160 034061-76-2 25
5 n-Butyl ether 130 C8H180 000142-96-1 17

Abundance Scan 788 (6.722 min): BP001174.D (-784) (-) m/z 57.05 100.00%
57
5000
o 6.40 6.60 680 7.00
Olprrr byt (118148178 228 267297 341389399 436 488519547 m/z 44.95 42_35%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8821: Ethanol, 2-butoxy-
57
5000 LA RN
6.40 6.60 6.80 7.00
29” 87 m/z 41.05 37.25%
AL s
mz-> 0 50 160 150 200 250 300 350 400 450 500 550
Abundance #8872: Ethylene glycol monoisobutyl ether
57
6.40 6.60 6.80 7.00
5000 m/z 87.10 20.01%
29
87

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

Abundance #4468: 3,3-Dimethylbutane-2-ol e e EREEEE

57 6.40 6.60 6.80 7.00

m/z 39.00 7.88%
5000
87
29

— e e e  ARREAR B L L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001174.D

Aca On : 04 Dec 2019 00:37

Operator :© JU

Sample : K6069-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 unknown7.95 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.95 107.65 ng 4190510 1,4-Dichlorobenzene-d4 8.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 14
Abundance Scan 997 (7.952 min): BP001174.D (-990) (-) m/z 131.95 100.00%
132
68
5000
96 N SN LRSS LSS AR
40 760 7.80 8.00 8.0

165 196223252278307 356 387 417445475503532

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 LINLI INLINLIL L LI Y L LI I
7.60 7.80 8.00 8.20
m/z 66.00 38.04%
31
Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14491: 5-Aminoindole
132
R A RS s e R
7.60 7.80 8.00 8.20
5000 m/z 133.95 32.28%
104
66
39, |
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl- L B B B
132 7.60 7.80 8.00 8.20
m/z 69.05 22 .86%
5000
28 63‘ 104
R B e o o L L I i R R R S RmEEEms s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001174.D

Aca On : 04 Dec 2019 00:37

Operator :© JU

Sample : K6069-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 1-Isobutoxy-2-ethylhexane Concentration Rank 20

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

8.45 2.66 ng 103690 1,4-Dichlorobenzene-d4 8.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Isobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 78
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
3 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 50
4 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 50
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 45

Abundance Scan 1082 (8.451 min): BP001174.D (-1078) (-) m/z 57.05 100.00%
57
5000
98 8.20 8.40 8.60 8.80
Olprrr! ,.“.1, il 193220250281 324 369401433 477 930 m/z 41.05 39.10%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #50341: 1-lsobutoxy-2-ethylhexane
7
5000 T "fA?TTI""I"'
29 8.20 8.40 8.60 8.80
m/z 43.05 31.85%
12143
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13661: 1-Hexanol, 2-ethyl-
57
820 8.40 8.60 880
5000 m/z 55.05 28.66%
29
H 98
I\
m/z--> 50 160 150 200 250 300 350 400 450 500 550
Abundance #72872: Heptane, 1,1'-oxybis- R B
8.20 8.40 8.60 8.80
m/z 56.10 20.80%
5000
135 171
mz-> 0 56 160 150 200 250 300 350 400 450 500 550 8.20 8.40 860 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001174.D

Aca On : 04 Dec 2019 00:37

Operator :© JU

Sample : K6069-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Nonanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.99 3.83 ng 179300 Naphthalene-d8 10.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 90
2 Undecanoic acid 186 C11H2202 000112-37-8 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 1514 (10.993 min): BP001174.D (-1505) (-) m/z 59.95 100.00%
5000
115
10.60 10.80 11.00 11.20 11.40
. J ll.“,6.1.7.8. 221248 281309 345372401 445475503 542 m/z 72.95 84.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30180: Nonanoic acid
60
5000
29 10.60 10.80 11.00 11.20 11.40
115 m/z 57.05 61.18%
158
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #50051: Undecanoic acid
60
10,60 10.80 11.00 11.20 11.40
5000 m/z 54.95 57.67%
29 129
97 186
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid AR e R e
43|78 10.60 10.80 11.00 11.20 11.40
m/z 41.05 55.60%
5000
J 129 171 14
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1060 1080 1100 1120 1140
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001174.D

Aca On : 04 Dec 2019 00:37

Operator :© JU

Sample : K6069-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.59 14.84 ng 784971 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 2636 (17.592 min): BP001174.D (-2631) (-) m/z 73.00 100.00%
4B
5000 A\
284 17120 1740 1760 17130 1800

o 320 369 403432461 499529 m/z 43.10 97 .25Y%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131258: Octadecanoic acid
43 73

5000 L B e e
17. 20 17. 40 17. 60 17. 80 1800

m/z 60.00 85.68%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid

17.20 17.40 17.60 17.80 18.00
5000 129 m/z 57.05 83.45%

199
1 57 242
15
Tt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance : i i

#198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester B B i e e
43 17.20 17.40 17.60 17.80 18.00
m/z 55.05 79.57%

L

T f
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17. 20 17. 40 17. 60 17. 80 18. 00

5000

8270-BP112719.M Wed Dec 04 17:25:36 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001174.D

Aca On : 04 Dec 2019 00:37

Operator :© JU

Sample : K6069-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 2-Bromo dodecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.71 4_.51 ng 238745 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Heptadecane 240 C17H36 000629-78-7 93
3 Hexatriacontane 507 C36H74 000630-06-8 92
4 Pentacosane 352 C25H52 000629-99-2 91
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2826 (18.710 min): BP001174.D (-2822) (-) m/z 57.10 100.00%
57
5000 85
13 18.40 18.60 18.80 19.00
141
I 1',11 i A09197 244 281 320347379 415 450479509542 | sz 71.05  67.86%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane
57
5000 85
18.40 18.60 18.80 19.00
29 m/z 43.05 66 .85%
13 169
I""I""I"""rlIlIII "'2'48'"' TTTTTTTTT T T T T T T T T T T T T
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94346: Heptadecane

18.40 18.60 18.80 19.00
m/z 85.10 47.10%

5000

29

141169197 240

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #235973: Hexatriacontane

18.40 18.60 18.80 19.00
m/z 41.10 26.61%

5000 85

13141169197225253281309337 379 421449477506
_'_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—[
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.40 18.60 18.80 19.00

8270-BP112719.M Wed Dec 04 17:25:36 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001174.D

Aca On : 04 Dec 2019 00:37

Operator :© JU

Sample : K6069-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 2- Chloropropionic acid, he... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.12 29.93 ng 1583290 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. hexadec... 332 C19H37CI102 086711-81-1 96
2 l17-Pentatriacontene 491 C35H70 006971-40-0 95
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
5 2- Chloropropionic acid, pentade... 318 C18H35CI02 1000292-44-1 91
Abundance Scan 2896 (19.122 min): BP001174.D (-2892) (-) m/z 57.05 100.00%
97
5000
FS 18.80 19.00 19.20 19.40
ob A ALLE Y| 193182210 252280308 355 401430 476 630 | /. 55 05 95.11%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170817: 2- Chloropropionic acid, hexadecy! ester
57
5000
18.80 19.00 19.20 19.40
- Jh m/z 43.05 90.65%

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

Abundance #234187: 17-Pentatriacontene
43
18.80 19.00 19.20 19.40
5000 83 m/z 83.05 80.45%
VJ }39167196224 267295322 462490
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol
55 83 18.80 19.00 19.20 19.40
m/z 69.05 74 .75%
5000 11
2f ‘ J P39167196 238266294
R o o o e L e e o e ARE R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40

8270-BP112719.M Wed Dec 04 17:25:37 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001174.D

Aca On : 04 Dec 2019 00:37

Operator :© JU

Sample : K6069-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Nonacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.55 12.35 ng 653387 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 93
2 Pentacosane 352 C25H52 000629-99-2 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2969 (19.551 min): BP001174.D (-2963) (-) m/z 57.10 100.00%
57
5000 85
13 19.20 19.40 19.60 19.80
41
ol .|, L .1!1 L (£]1109197225253261300336 368398 441470 512 549 o777 10 63.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215180: Nonacosane
57
85
5000

19.20 19.40 19.60 19.80
m/z 43.05 63.07%

113
29 ] JJlfﬂ169197225253281309337365 408
A L o o P
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185533: Pentacosane
57
19.20 19.40 19.60 19.80
5000 o m/z 85.05 47.55%
113
29 [ 1169 211239267295323352
S R i s ot LS5 A
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57 19.20 19.40 19.60 19.80
m/z 55.00 26.84%
5000 85
29
i [113141160197225253 205323 367
A ey
miz--> 50 100 150 200 250 300 350 400 450 500 550 19.20 19.40 19.60 19.80

8270-BP112719.M Wed Dec 04 17:25:37 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001174.D

Aca On : 04 Dec 2019 00:37

Operator :© JU

Sample : K6069-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Eicosane, 10-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.93 19.40 ng 1026390 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3033 (19.927 min): BP001174.D (-3029) (-) m/z 57.05 100.00%
57
5000 85
13 19.60 19.80 20.00 20.20
141
Ob b 1[,1 Lir 200197225053 295323351380 418 465 SIL544 | o7 43 05 65.03%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl-
57
5000 85
19.60 19.80 20.00 20.20
m/z 71.05 64 .40%
f}% 1‘?4.183211239 281
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane
57
19.60 19.80 20.00 20.20
5000 85 m/z 85.05 45 _33%
29 J 13 169
|"¢ |“"'|J'441'L" "'%46"' L S B BRI I
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141433: Pentadecane, 8-hexyl-
48 19.60 19.80 20.00 20.20
- m/z 55.05 25.46%
5000
99
AL | ezsesonn SN (R | GRS A S——— |
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 19.60 19.80 20.00 20.20

8270-BP112719.M Wed Dec 04 17:25:38 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001174.D

Aca On : 04 Dec 2019 00:37

Operator :© JU

Sample : K6069-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.31 23.51 ng 1239840 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 3098 (20.310 min): BP001174.D (-3093) (-) m/z 57.10 100.00%
57
5000 85
113 20.00 20.20 20.40 20.60
141
ob b L 1109107225053281300337365304 420459489519 | 7o 7105 61.70%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane
57
5000 85
20.00 20.20 20.40 20.60
m/z 43.10 60.79%
29 113141
| 135 169197225253 295323 367
m/z--> 55 160 1éo 200 250 300 3%0 460 4%0 560 '
Abundance #202662: Heptacosane
57
20.00 20.20 20.40 20.60
5000 m/z 85.10 46.33%
85
29 J113141169197225253281 323351380
m/z--> 55 160 1éo 200 250 300 350 400 4%0 560 '
Abundance #209566: Octacosane
20.00 20.20 20.40 20.60
m/z 55.05 25.18%
5000

113141169197225 253281309337365 394

m/z--> 50 100 150 200 250 300 350 400 450 500 20 00 20.20 20 40 20.60

8270-BP112719.M Wed Dec 04 17:25:39 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001174.D

Aca On : 04 Dec 2019 00:37

Operator :© JU

Sample : K6069-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Heptadecane, 9-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.70 26.40 ng 1392330 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 97
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 94
3 Eicosane 282 C20H42 000112-95-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3164 (20.698 min): BP001174.D (-3160) (-) m/z 57.05 100.00%
5000
20.40 20.60 20.80 21.00
ol 141169197225 267295 341 379409 443470 504533 n/z 71.10 64 550
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194494; Hexacosane
5000 85 RN R R
20.40 20.60 20.80 21.00
m/z 43.10 60.60%
29 H314p
| | 1169197225253 295 366
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
20.40 20.60 20.80 21.00
5000 85 m/z 85.10 47 .33%
ﬁ%3141169197 2?9267294323352
IR N N N N N N e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane B S
20.40 20.60 20.80 21.00
m/z 55.05 23.68%
5000
13141169197225253282
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.40 20.60 20.80 21.00

8270-BP112719.M Wed Dec 04 17:25:39 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001174.D

Aca On : 04 Dec 2019 00:37

Operator :© JU

Sample : K6069-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Triacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.15 25.54 ng 1347080 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 98
2 Octacosane 394 C28H58 000630-02-4 98
3 Nonacosane 408 C29H60 000630-03-5 94
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3241 (21.151 min): BP001174.D (-3234) (-) m/z 57.10 100.00%
57
5000 85
113 20.80 21.00 21.20 21.40
141
ok LU L[ 7141169107225 267205 337365303422 467494 534 p7o 71 08 62.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane

g7 j\
85

5000 LI L L L L L L L LB B B
20.80 21.00 21.20 21.40
m/z 43.05 58.61%
113141
29 J | [ 169197225253281309337365393422
e e e S e S e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
20.80 21.00 21.20 21.40
5000 a5 m/z 85.05 47 .33%

113141169197225253281309337365394

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215180: Nonacosane R R R s
20.80 21.00 21.20 21.40
m/z 55.05 23.33%
85
5000

141169197225253281300337365 408

m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.80 21.00 21.20 21.40

8270-BP112719.M Wed Dec 04 17:25:40 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001174.D

Aca On : 04 Dec 2019 00:37

Operator :© JU

Sample : K6069-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.64 20.41 ng 1076210 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

Abundance Scan 3324 (21.639 min): BP001174.D (-3318) (-) m/z 57.05 100.00%

5000

21.40 21.60 21.80 22.00

141 183
ol 225 267298 337 379415 461 509 545 m/z 71.05 65.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
5000 LS AR S

21.40 21.60 21.80 22.00
m/z 43.05 58.46%

141 183 225 281 337 394

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #141426: Heneicosane
57
21.40 21.60 21.80 22.00
5000 m/z 85.10 46.01%
99
26 ] JJ 41 183 225 296
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R e A RmEEa RS
57 21.40 21.60 21.80 22.00
m/z 55.05 23.96%
5000
97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 21.40 21.60 21.80 22.00

8270-BP112719.M Wed Dec 04 17:25:40 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001174.D

Aca On : 04 Dec 2019 00:37

Operator :© JU

Sample : K6069-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Z-5-Nonadecene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.70 3.72 ng 196032 Perylene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 83
2 Octacosvl acetate 452 C30H6002 018206-97-8 76
3 Triacontvl acetate 480 C32H6402 041755-58-2 70
4 Heptacosvl acetate 438 C29H5802 1000351-78-2 58
5 Cyclohexane, 1,2,4,5-tetraethyl-._. 196 C14H28 061142-24-3 50
Abundance Scan 3334 (21.698 min): BP001174.D (-3330) (-) m/z 83.10 100.00%
55 93
5000 1
VLA R BN R
39 207 21.40 21.60 21.80 22.00
167 281
v 250281311339 381 415444472 507 538 m/z  97.10 388 _ 24%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115907: Z-5-Nonadecene
55 83
5000 11 VLA R BN R
21.40 21.60 21.80 22.00
266 m/z 55.05 82 .95%
P??;§8 210238 |
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227661: Octacosyl acetate
43| 97
21.40 21.60 21.80 22.00
5000 m/z 69.10 71.82%
125
15, | ‘ ‘l 153181200 250278306334 364392 437
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232691: Triacontyl acetate e aaE aana e
43 21.40 21.60 21.80 22.00
97 m/z 43.05 66 .26%
5000
Fzs
15, | ‘l 153181209 250278306334362392420 462
TTT rmTrrrrror[rriryrrrr[{rrrr[rrrr[rrrrrrr T rrr T rrrorT —v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 21.40 21.60 21.80 22.00

8270-BP112719.M Wed Dec 04 17:25:41 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001174.D

Aca On : 04 Dec 2019 00:37

Operator :© JU

Sample : K6069-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.22 12.65 ng 667134 Perylene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 98
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Docosane 310 C22H46 000629-97-0 90
Abundance Scan 3423 (22.221 min): BP001174.D (-3416) (-) m/z 57.10 100.00%
57
= | M_/L
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—ﬁ
13 22.00 22.20 22.40 22.60
141
O b .J [ £ M09197225255 295 341 379 420456 489522549 | 7, 71 10  65.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #223851: Hentriacontane
57
5000
85 22.00 22.20 22.40 22.60
s m/z 43.05 56.71%
29 | i11§{1§9197225253280309 351379407436
m/z--> Eb 160 1éo 200 250 300 350 400 450 560 séo
Abundance #141433: Pentadecane, 8-hexyl-
43
7 " 22.00 22:20 22.40 22.60
5000 m/z 85.05 46 .36%
99 196
. ,....u,f.I"‘.?lF?.. | gosospos0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
57 22.00 22.20 22.40 22.60
m/z 55.00 23.75%
29 ﬂlf%1$1}§9197225 267295 365393
m/z--> éo 160 1éo 200 250 300 3éo 460 4éo 560 séo 2200 2220 2240 2260
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001174.D

Aca On : 04 Dec 2019 00:37

Operator :© JU

Sample : K6069-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Docosane, 11-butyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.89 4.75 ng 250629 Perylene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 11-butvl- 366 C26H54 013475-76-8 94
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Octacosane 394 C28H58 000630-02-4 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 3537 (22.892 min): BP001174.D (-3529) (-) m/z 57.10 100.00%
g7
e T ~“JHM,foxMN,/\Lf\u.\u,ﬁ“,x”
AU SR U B
113 22.60 22.80 23.00 23.20
141169 207
L6 207 253281300 341 372 404 435062490517547 | /71 08 66 . 630
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194500: Docosane, 11-butyl-
57
5000 85 IR
2260 22,80 23.00 23.20
m/z 43.05 57 .60%
3141169 210739267 309336366
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141433: Pentadecane, 8-hexyl-
43
UL SR U B
71 22.60 22.80 23.00 23.20
5000 m/z 85.10 49 _.39%
99 196
,....d,.ﬁi’i?lf?...l pospsozs0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane L AEEEE R ma R B s e
22.60 22.80 23.00 23.20
m/z 55.00 24 _47%
” T Wk/\w
113141169197225253281309337365394
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2260 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001174.D

Aca On : 04 Dec 2019 00:37

Operator :© JU

Sample : K6069-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 _.beta.-Sitosterol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
23.39 4.28 ng 225495 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 94
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 91
3 Eraost-5-en-3-ol. (3.beta.)- 400 C28H480 004651-51-8 52
4 Campesterol 400 C28H480 000474-62-4 50
5 Stigmastan-3-en-6-o0l 414 C29H500 1000214-19-7 22
Abundance Scan 3622 (23.392 min): BP001174.D (-3614) (-) m/z 43.00 100.00%
48
107
5000

329

23.00 23.20 23.40 23.60 23.80
m/z 107 .00 57 .43%

381414

500 533

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217433: .beta.-Sitosterol
43
5000 TT T T[T T T T[T T T T[T T T T [TT

23.IOO 23.I20 23.I4O 23!60 23.I80
m/z 91.00 55.88%

15

EREmE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217434: .gamma.-Sitosterol

43

23.00 23.20 23.40 23.60 23.80
m/z 105.00 53.96%

5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #212394: Ergost-5-en-3-ol, (3.beta.)- A AR Ea RS B
43 23.00 23.20 23.40 23.60 23.80
m/z 55.00 53.20%
5000
. R A REEaE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.20 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP120319\
Data File : BP001174.D

Acq On : 04 Dec 2019 00:37

Operator : JU

Sample - K6069-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP112719_.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-Butanol, 2,3-di... 3.19 2.8 ng 109395 1 8.31 778559 20.0
2-Pentanone, 4-hy... 5.63 12.0 ng 467603 1 8.31 778559 20.0
Ethanol, 2-butoxy- 6.72 3.4 ng 131204 1 8.31 778559 20.0
unknown7 .95 7.95 107.7 ng 4190510 1 8.31 778559 20.0
1-1sobutoxy-2-eth. .. 8.45 2.7 ng 103690 1 8.31 778559 20.0
Nonanoic acid 10.99 3.8 ng 179300 2 10.35 935194 20.0
Octadecanoic acid 17.59 14.8 ng 784971 5 19.25 1058150 20.0
2-Bromo dodecane 18.71 4.5 ng 238745 5 19.25 1058150 20.0
2- Chloropropioni... 19.12 29.9 ng 1583290 5 19.25 1058150 20.0
Nonacosane 19.55 12.4 ng 653387 5 19.25 1058150 20.0
Eicosane, 10-methyl- 19.93 19.4 ng 1026390 5 19.25 1058150 20.0
Hexacosane 20.31 23.5 ng 1239840 6 21.02 1054750 20.0
Heptadecane, 9-oc... 20.70 26.4 ng 1392330 6 21.02 1054750 20.0
Triacontane 21.15 25.5 ng 1347080 6 21.02 1054750 20.0
Octacosane 21.64 20.4 ng 1076210 6 21.02 1054750 20.0
Z-5-Nonadecene 21.70 3.7 ng 196032 6 21.02 1054750 20.0
Hentriacontane 22 .22 12.7 ng 667134 6 21.02 1054750 20.0
Docosane, 11-butyl- 22.89 4.8 ng 250629 6 21.02 1054750 20.0
-beta.-Sitosterol 23.39 4.3 ng 225495 6 21.02 1054750 20.0
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