LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP062320\
Data File : BP002493.D

Aca On : 23 Jun 2020 09:24

Operator : CG/JU

Sample : L3082-02

Misc :

ALS Vial : 3 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\HPCHEMI1I\BNA P\METHODS\8270-BP060520 .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 3.040 22 26 39 rvB 77537 118240 1.86% 0.321%
2 5.205 385 394 406 rBVY 1497076 2172918 34.20% 5.900%
3 6.775 653 661 676 rBVY 1481447 2331189 36.69% 6.330%
4 7.587 791 799 809 rBV 434081 682854 10.75% 1.854%
5 7.905 846 853 863 rBY 1301843 2043730 32.17% 5.549%

8.728 985 993 1006 rBV 997143 1637275 25.77% 4._.446%
10.357 1261 1270 1281 rBV 582037 955081 15.03% 2.593%
1687 1694 1712 rBV 2413028 3830100 60.28% 10.400%
13.151 1739 1745 1752 rBV 178632 280509 4.41% 0.762%

QOO ~NO®
=
N
00]
a1
=

1 13.692 1832 1837 1846 rBVY 145732 224380 3.53% 0.609%
11 13.922 1864 1876 1877 rBV 38655 99535 1.57% 0.270%
12 14.234 1924 1929 1935 rVB 901862 1389333 21.87% 3.772%
13 14.687 2003 2006 2014 rVB 42557 64801 1.02% 0.176%
14 15.734 2174 2184 2195 rBV 2025349 3122075 49.14% 8.477%
15 16.398 2292 2297 2300 rBV3 54048 95941 1.51% 0.261%

16 16.992 2392 2398 2406 rBV 1177380 1686646 26.55% 4 _580%
17 17.922 2551 2556 2565 rBV 505824 770353 12.12% 2.092%
18 18.175 2594 2599 2603 rBV 126895 198454 3.12% 0.539%
19 18.216 2603 2606 2626 rVB 199127 387454 6.10% 1.052%
20 19.163 2764 2767 2774 rBV2 64075 104572 1.65% 0.284%

21 19.580 2833 2838 2849 rVB 5258435 6353614 100.00% 17.252%
22 19.798 2870 2875 2882 rBV2 66622 137398 2.16% 0.373%
23 20.645 3013 3019 3025 rBV 100672 221354 3.48% 0.601%
24 20.845 3048 3053 3057 rBV 498841 735138 11.57% 1.996%
25 20.892 3057 3061 3068 rVB 589993 755272 11.89% 2.051%

26 21.098 3091 3096 3108 rBV 1717001 2169875 34.15% 5.892%
27 21.345 3133 3138 3144 rVV 126575 245362 3.86% 0.666%
28 21.710 3197 3200 3208 rVB3 99805 142873 2.25% 0.388%
29 22.133 3268 3272 3276 rBV2 142524 266920 4._.20% 0.725%
30 22.292 3295 3299 3314 rVB 211093 475016 7.48% 1.290%

31 22.674 3360 3364 3367 rBvV 172076 286193 4._50% 0.777%
32 23.239 3456 3460 3464 rBvV 122709 194674 3.06% 0.529%
33 23.298 3464 3470 3482 rVB 1296775 2450438 38.57% 6.654%
34 23.886 3567 3570 3578 rBV5 82181 199111 3.13% 0.541%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP062320\
Data File : BP002493.D

Aca On : 23 Jun 2020 09:24

Operator : CG/JU

Sample : L3082-02

Misc :

ALS Vial : 3 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
Title

Z :\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP060520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 36828678
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA P\DATA\BP062320\

BP002493.D

23 Jun 2020 09:24

CG/Ju

L3082-02

3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP060520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000
4000000
3000000
2000000

1000000

3.04

TIC: BP002493.D

6.78 790

8.73
7.59

10.36

0

T
Time-->  3.00

I I
3.50 4.00

I
450 5.00 5.50

I | |
6.00 650 700 750 800 850

I
9.00

I
9.50

I I I I
10.00 10.50 11.00 11.50

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BP002493.D

12.85
15.73

14.23 16.99

13.68. 14.69

1315 16.40

L

17.92

mﬁﬁ

19.16

19

58

19.80

Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

5000000

4000000

3000000

2000000

1000000

05

TIC: BP002493.D

21.10

222829 22.67

21.3421.71 23.

Time--> 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BP060520.

M Wed Jun 24 13:53:54 2020

Page: 3




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP062320\
Data File : BP002493.D

Aca On : 23 Jun 2020 09:24

Operator : CG/JU

Sample : L3082-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP060520.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-Butene, l1-chloro-3-methyl- Concentration Rank 8

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

3.04 3.46 ng 118240 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butene. 1l-chloro-3-methvl- 104 C5HOCI 000503-60-6 72
2 1-Butene. 3-chloro-2-methvl- 104 C5HOCI 005166-35-8 64
3 3-Methvl-3-chloro-1-butene 104 C5HOCI 002190-48-9 64
4 2-Butene. l-bromo-3-methvl- 148 C5H9Br 000870-63-3 64
5 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 53

Abundance Scan 26 (3.040 min): BP002493.D (-22) (-) m/z 69.05 100.00%

9
41
5000

J 104 3.00 3.10 3.20 3.30 3.40
Obrrdifiab [ L 135 189223 267 301 341369 415446 494525 m/z 41.05 72.72%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4854: 2-Butene, 1-chloro-3-methyl-
41 69

5000
3.00 3.10 3.20 3.30 3.40
104 m/z 53.05 35.65%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
41 69

3.00 3.10 3.20 3.30 3.40

5000 m/z 39.05 30.75%
104
O+ T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4840: 3-Methyl-3-chloro-1-butene
9 3.00 3.10 3.20 3.30 3.40

m/z 67.00 14 _.78%

41
5000
104

_"V_"l_"'_""r'_"'_"l_"'_"'-r'_"'_"r"'_"'-rh
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP062320\
Data File : BP002493.D

Aca On : 23 Jun 2020 09:24

Operator : CG/JU

Sample : L3082-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP060520.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.15 4.04 ng 280509 Acenaphthene-d10 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 2-Propenal. 3-(2.2.6-trimethvl-7... 194 C12H1802 055759-91-6 53
3 Metacetamol 151 C8HONO2 000621-42-1 53
4 Cvclohexanol. 3.3.5-trimethvl- 142 C9H180 000116-02-9 43
5 1,2-Diazaspiro[4.4]nonen-3-carbo... 238 C13H22N202 1000164-25-8 43
Abundance Scan 1745 (13.151 min): BP002493.D (-1739) (-) m/z 43.05 100.00%
43
109
5000 ol
NN AN BRI
8 12.80 13.00 13.20 13.40
Ol ,JL.ﬂLn.'}.ﬂl, e L 192221 253282 328356385415 453 491 539 m/z 109.10 77.24%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance d)#82807. 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109
151
5000 '|1¥' U RN SN
12.80 13.00 13.20 13.40
m/z 151.15 49.96%
s lld e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
109
12.80 13.00 13.20 13.40
5000{ 43 151 m/z 41.05  25.43%
81
179
O T TR T e B o e T e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 vhw~¢xu~¢1\_}\~N%~Wﬁﬂxmﬂw_
Abundance #24779: Metacetamol I B AR
109 12.80 13.00 13.20 13.40
m/z 69.00 15.21%
5000 151
43
80
ol 15
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 12:80 13.00 13.20 13.40 |
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP062320\
Data File : BP002493.D

Aca On : 23 Jun 2020 09:24

Operator : CG/JU

Sample : L3082-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP060520.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.92 9.13 ng 770353 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 2556 (17.922 min): BP002493.D (-2551) (-) m/z 73.05 100.00%
43 18
5000 129
213

256 17.60 17.80 18.00 18.20
o 300332 383 416448 489 521549 m/z _60.00 83.90%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid

.

5000 LA L L L L L LB L L L
17. 60 17. 80 18. 00 18 20
0
157195213 256 m/z 43.10 83.05%
0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
43 L BB B BN S
17.60 17.80 18.00 18.20
5000 129 m/z 57.05 67.95%
171
214
101
ol Ly e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid B e e L

17.60 17.80 18.00 18.20
m/z 55.10 67.02%

5000

%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17. 60 17. 80 18. 00 18 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP062320\
Data File : BP002493.D

Aca On : 23 Jun 2020 09:24

Operator : CG/JU

Sample : L3082-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP060520.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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

18.17 2.3 ng 198454  Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3.5-Dimethoxv-4-hvdroxvcinnamald... 208 C11H1204 087345-53-7 95
2 Theobromine ethvl 208 C9H12N402 007464-74-6 43
3 Phenanthrene. 9-methoxv- 208 C15H120 005085-74-5 43
4 2-Propenoic acid. 3-(2.3-dimetho... 208 C11H1204 007345-82-6 43
5 trans-2,5-Dimethoxycinnamic acid 208 C11H1204 038489-74-6 43

Abundance Scan 2598 (18.169 min): BP002493.D (-2594) (-) m/z 208.10 100.00%
208
165
5000 137
77
39 19 17.80 18.00 18.20 18.40
ol 239 282 326356 391420 462 504 547 m/z 165.10 54_60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67310: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208
165 17.80 18.00 18.20 18.40
B7J m/z 137.05 45 _.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
208
R e i
17.80 18.00 18.20 18.40
5000 m/z 77.05 30.23%
109 180
67 137
o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67925: Phenanthrene, 9-methoxy- L B o
165 208 17.80 18.00 18.20 18.40
m/z 180.10 30.21%
5000
28 63 104437 |
III|IIII|IIII|IIIIIIIIIIIIIIII|IIII|IIII|IIII|IIII|I _'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.80 18.00 18.20 18.40

8270-BP060520.M Wed Jun 24 13:53:59 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP062320\
Data File : BP002493.D

Aca On : 23 Jun 2020 09:24

Operator : CG/JU

Sample : L3082-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP060520.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 unknownl8.22 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.22 4_.59 ng 387454 Phenanthrene-d10 16.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Desaspidinol 210 C11H1404 000437-72-9 47
2 1-Butanone. 1-(2.4.6-trihvdroxv-... 210 C11H1404 001509-06-4 47
3 3-Phenvlbicvclo(3.2.2)nona-3.6-d... 210 C15H140 073830-83-8 47
4 2-Pentanone. 1-(2.4.6-trihvdroxv... 210 C11H1404 1000116-22-3 47
5 9-Methyl-1-phenazinyl acetate 252 C15H12N202 013860-44-1 42
Abundance Scan 2607 (18.222 min): BP002493.D (-2603) (-) m/z 210.10 100.00%
167 210
5000
77
“ " 252281 324355 387417447476 512 550 18.00 18.20 18.40 18.60
0 e L e m/z 167.10 92.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69004: Desaspidinol
167
5000
210 18.00 18.20 18.40 18.60
m/z 154.05 35.07%
ol 4 69 111140
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
167
18.00 18.20 18.40 18.60
5000 m/z 149.10 31.97%
210
39 69 110140
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69568: 3-Phenylbicyclo(3.2.2)nona-3,6-dien-2-one BEEmEEEs
0 18.00 18.20 18.40 18.60

m/z 77.00 30.84%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 550 18. OO 18 20 18. 40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP062320\
Data File : BP002493.D

Aca On : 23 Jun 2020 09:24

Operator : CG/JU

Sample : L3082-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP060520.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.65 2.04 ng 221354 Chrysene-di12 21.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 87
Abundance Scan 3020 (20.651 min): BP002493.D (-3013) (-) m/z 57.10 100.00%
g7
T «/J\J\\AA
5000
U DU R B
13141169 207 20.40 20.60 20.80 21.00
oo L 09 207 230270 309 31 390 oz arssos sas | 0TGP 0 R
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
g7
5000 85 LR UL BRI I SR
20.40 20.60 20.80 21.00
m/z 43.10 60.42%
0 f}3141 183211239267296
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
20,40 20.60 20.80 21.00
5000 85 m/z 85.10 52 .06%
29 113 169
0|""|""|"'1"u|"" "'%43"' DN UL SN B UL
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane R e e
20.40 20.60 20.80 21.00
m/z 55.05 24 .84%
5000 85

%

| 13141169197225253281309337365394
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP062320\
Data File : BP002493.D

Aca On : 23 Jun 2020 09:24

Operator : CG/JU

Sample : L3082-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP060520.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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.85 6.78 ng 735138 Chrysene-d12 21.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
4 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 90
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 90
Abundance Scan 3054 (20.851 min): BP002493.D (-3048) (-) m/z 105.00 100.00%
57 105
163
5000
R R R R R
20.60 20.80 21.00 21.20
0 207 241 281313 370 417 454 503 549 m/z 57.10  92.89%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)-

§

83

5000 LA L B L L L LB
20,60 20.80 21.00 21.20
11 m/z 43.10 78.90%
2
o 1 139167196223252280
T e L B e AR
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55 83
S B o e o
20.60 20.80 21.00 21.20
5000 111 m/z 83.05 75.92%
o 139167196 233266294
e e R R
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127771: 3-Eicosene, (E)- B L Bt B e
57 20.60 20.80 21.00 21.20
m/z 55.10 73.50%
97
5000
29
125
0 | 153182210 252280
e T o T R B o o e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP062320\
Data File : BP002493.D

Aca On : 23 Jun 2020 09:24

Operator : CG/JU

Sample : L3082-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP060520.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 Diethylene glycol dibenzoate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.89 6.96 ng 755272 Chrysene-di12 21.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 90
2 2-(2-(2-Methoxvethoxv)ethoxv)eth. .. 268 C14H2005 1000366-99-1 74
3 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 74
4 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 74
5 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 72
Abundance Scan 3061 (20.892 min): BP002493.D (-3057) (-) m/z 105.00 100.00%

105 149
5000 77

20. 60 20 80 21. 00 21 20

Ob e Pth b | 179207 239267 307335366 417444475 510538 | 757149 10  80.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156210: Diethylene glycol dibenzoate
105 149
5000 R AR AR
7 20. 60 20 80 21. OO 21 20

m/z 77.05 41._.06%

ol 18 50, | 179
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
105

149 T T T
20.60 20.80 21.00 21.20

5000 59 m/z 51.00 8.94%

0 29 179209

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

#56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl- I EMELE e e

149 20. 60 20 80 21.00 21.20
105 m/z 150.10 8.34%
5000
77
45
o T — T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20. 60 20 80 21. 00 21 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP062320\
Data File : BP002493.D

Aca On : 23 Jun 2020 09:24

Operator : CG/JU

Sample : L3082-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP060520.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 Heneicosane, 1l1-decyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.35 2.26 ng 245362 Chrysene-di12 21.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 91
2 Octacosane 394 C28H58 000630-02-4 89
3 Heneicosane 296 C21H44 000629-94-7 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 3139 (21.351 min): BP002493.D (-3133) (-) m/z 57.10 100.00%

5000

21.00 21.20 21.40 21.60
m/z 71.10 73.48%

13
o 141160 221250 295323 369400429457 489517 549

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

Abundance #223853: Heneicosane, 11-decyl-
57
5000 85 L L TT T T[T T T T[T TrT T
21. OO 21. 20 21. 40 21.60
29 295 m/z 43.10 58.81%
13
o LU psmeoiors aoe |  w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R e A EEERE
21.00 21.20 21.40 21.60
5000 85 m/z 85.10 53.39%
29 13941
0 169197225253281309337365394
[ T T T T T [T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane  EEaEE B
21.00 21.20 21.40 21.60
m/z 55.10 20.78%
5000

141169197225253 296
I~ T TTTrT TT 1T L TTTrT I T
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 21100 21.20 21.40 2160

8270-BP060520.M Wed Jun 24 13:54:04 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP062320\
Data File : BP002493.D

Aca On : 23 Jun 2020 09:24

Operator : CG/JU

Sample : L3082-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP060520.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-Heptacosanol Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
22.13 2.46 ng 266920 Chrysene-di12 21.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heptacosanol

2 l1-Heneicosanol

3 Triacontvl acetate
4 17-Pentatriacontene
5 n-Tetracosanol-

396 C27H560
312 C21H440
480 C32H6402
491 C35H70

354 C24H500

002004-39-9 94
015594-90-8 94
041755-58-2 93
006971-40-0 93
000506-51-4 91

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

Abundance Scan 3271 (22.127 min): BP002493.D (-3268) (-)
55 g3
5000 o
. ‘.PﬁmnmmHM%mmmmmo
P bkl

450 500 550

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

Abundance #210517: 1-Heptacosanol
57 |97
5000
25
29
o 1. 1153181209237264202320350378
B o i B o o e e L o S

450 500 550

Abundance
55 83

5000 111

27 139167106 238266204

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

o NN

450 500 550

Abundance #232691: Triacontyl acetate T
43 21.80 22.00 22.20 22.40
97 m/z 97.10 85.24%
5000
25
ol 15, L ‘l ﬂ53181209 250278306334362392420 462
I e N LLiAiisisp s

m/z 83.10 100.00%

;

21.80 22.00 22.20 22.40

m/z 55.10 90.92%

-

21. 80 22. 00 22 20 22. 40

m/z 43.10 90.00%

4

21.80 22.00 22.20 22.40

m/z 57.10 85.49%

%

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

450 500 550

21. 80 22. 00 22 20 22. 40

8270-BP060520.M Wed Jun 24 13:54:05 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP062320\
Data File : BP002493.D

Aca On : 23 Jun 2020 09:24

Operator : CG/JU

Sample : L3082-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP060520.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 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.29 3.88 ng 475016 Perylene-di12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 83
2 Supraene 410 C30H50 007683-64-9 83
3 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 74
4 _psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 72
5 3,7,11-Tridecatrienoic acid, 4,8... 264 C17H2802 036237-69-1 64
Abundance Scan 3299 (22.292 min): BP002493.D (-3295) (-) m/z 69.10 100.00%
69
. _N~_,,/\/\k«j\\_vANM,AUA___
T Joes7 22,00 22,20 2240 22.60
281 : : : :
o b L 1 175207 253201511301 394 429 47LSOSS35_ rs7 81.10  52.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215930: Squalene
69
5000, 41 B AU AR AR
22. oo 22 20 22. 40 22 60
m/z 41.10 22.14%
o LA 101 231 o73 341368 410
m/z--> §o 100 1%0 200 250 300 350 400 4%0 560 5%0
Abundance
69
22,00 22,20 2240 22.60
5000 m/z 95.10 15.03%
41
137
Ol 191 231 273300 341368 410
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- L L B L L B
69 22.00 22.20 22.40 22.60
a1 m/z 68.10 11.88%
- ’/JMM\/
123
ol S o 2
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2200 2220 2240 2260
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP062320\
Data File : BP002493.D

Aca On : 23 Jun 2020 09:24

Operator : CG/JU

Sample : L3082-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP060520.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 unknown22.67 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.67 2.34 ng 286193 Perylene-di12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 1.20-dibromo- 438 C20H40Br2 014296-16-3 9
2 d-Lvxose. didecvl mercaptal 480 C25H5204S2 112159-64-5 7
3 N-Formvl-beta-alanine 117 C4H7NO3 014565-43-6 5
4 3.beta.-Acetoxv-17.alpha.-methvl... 360 C23H3603 065731-78-4 4
5 Acetic acid, 1,2-diacetoxy-4,10,... 462 C26H3807 1000192-72-1 4
Abundance Scan 3363 (22.668 min): BP002493.D (-3360) (-) m/z 57.10 100.00%
5000 \er\vw,ﬁ~A/\J\\MmJﬂ\N,A,_\\
13 152 22,40 22.60 22.80 23.00
180 254 . . . .
o 211 295325 | 388417 462491521549 n/z 71.10 73 37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #224109: Eicosane, 1,20-dibromo-
57
5000 85 IR AU AR
359 nmnmnmmm
29 135 m/z 43.10 57.78%
oL, | Li u.lf??. 205238, 215303330 | 302 440
m/z--> éo 160 150 260 250 300 3éo 460 4%0 560 séo
Abundance
43 359
22,40 22.60 22.80 23.00
5000 83 m/z 85.10 55.01%
133 1g7217
o 25 289 401 480
m/z--> éo 160 1%0 200 250 300 3éo 400 4%0 560 séo
Abundance #8456: N-Formyl-beta-alanine R EREEE S
30 22.40 22.60 22.80 23.00
m/z 360.30 31.23%
5000
71
‘ o
0"'Ih'l"l""l""""""""I""""I""I""I' DA AR A A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2240 2260 2280 2300
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP062320\
Data File : BP002493.D

Acq On : 23 Jun 2020 09:24

Operator : CG/JU

Sample - L3082-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP060520.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-Butene, 1-chlor... 3.04 3.5 ng 118240 1 7.59 682854 20.0
2,4,7,9-Tetrameth... 13.15 4.0 ng 280509 3 14.23 1389330 20.0
n-Hexadecanoic acid 17.92 9.1 ng 770353 4 16.99 1686650 20.0
3,5-Dimethoxy-4-h_.. 18.17 2.4 ng 198454 4 16.99 1686650 20.0
unknown18.22 18.22 4.6 ng 387454 4 16.99 1686650 20.0
Heptadecane, 2,6,... 20.65 2.0 ng 221354 5 21.10 2169880 20.0
5-Eicosene, (E)- 20.85 6.8 ng 735138 5 21.10 2169880 20.0
Diethylene glycol... 20.89 7.0 ng 755272 5 21.10 2169880 20.0
Heneicosane, 11-d... 21.35 2.3 ng 245362 5 21.10 2169880 20.0
1-Heptacosanol 22.13 2.5 ng 266920 5 21.10 2169880 20.0
Squalene 22.29 3.9 ng 475016 6 23.30 2450440 20.0
unknown22 .67 22.67 2.3 ng 286193 6 23.30 2450440 20.0
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