LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8280.D

Acqg On : 08 Dec 2021 15:00
Operator : CG/JU

Sample : M4953-03

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP112521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@0@8280.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.369 399 405 420 rBV 580447 855559 21.11% 4.330%
2 6.963 667 676 697 rVB 311739 601897 14.85% 3.046%
3 7.775 804 814 821 rBV 307058 501953 12.39%  2.540%
4 8.940 1004 1012 1024 rBV 1037764 1744115 43.04%  8.827%
5 9.369 1074 1085 1090 rBV 28511 46283 1.14% 0.234%

6 10.381 1248 1257 1275 rBV2 34434 92348 2.28% 0.467%
7 10.569 1281 1289 1299 rBV 362064 632203 15.60%  3.200%
8 13.046 1702 1710 1723 rBV 2424492 3564494 87.97% 18.040%
9 14.093 1882 1888 1896 rBV3 29735 60744 1.50% 0.307%
10 14.428 1938 1945 1954 rBV 514504 757399 18.69%  3.833%

11 15.257 2078 2086 2091 rBV2 69258 150275 3.71% ©.761%
12 15.928 2194 2200 2209 rBV 1114678 1656804 40.89%  8.385%
13 17.122 2398 2403 2408 rVB 50274 61983 1.53% 0.314%
14 17.192 2408 2415 2423 rBV 548347 789249 19.48%  3.994%
15 17.492 2461 2466 2476 rVB4 20416 45594  1.13% 0.231%
16 17.622 2480 2488 2493 rBV6 17968 44101 1.09% 0.223%
17 18.092 2564 2568 2575 rBV 91843 142370 3.51% ©.721%
18 18.157 2576 2579 2584 rVB 35641 48380 1.19% ©.245%
19 18.504 2634 2638 2643 rBV2 91677 104835 2.59% 0.531%
20 19.333 2776 2779 2788 rVB5 35924 48964 1.21% ©0.248%

21 19.769 2847 2853 2862 rBV 3284416 4052088 100.00% 20.508%

22 20.445 2964 2968 2974 rBV 132594 166362 4.11% 0.842%
23 20.516 2977 2980 2984 rVV 72553 80310 1.98% 0.406%
24 20.974 3054 3058 3061 rBV 58103 90895 2.24%  ©.460%
25 21.016 3061 3065 3072 rVV2 240589 380325 9.39% 1.925%
26 21.080 3073 3076 3084 rVB 96716 129729  3.20% 657%

27 21.210 3095 3098 3104 rBV 147587 178391  4.40%
28 21.298 3107 3113 3117 rBV2 771364 1127151 27.82%
29 21.339 3117 3120 3128 rVB 112074 174576  4.31%
30 22.133 3252 3255 3260 rVB 80933 104634  2.58%

OOV
~
[
U1
R

31 22.545 3321 3325 3330 rBV 157825 214504 5.29% 1.086%
32 23.692 3514 3520 3530 rVB 546387 1110299 27.40% 5.619%

Sum of corrected areas: 19758814
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 08 Dec 2021 15:00
: CG/IU
: M4953-03

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
BP008280.D

: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

ol

TIC: BP008280.D\data.ms

8.940

5.369
6.963 7.775 10.569
9.369 10.38

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP008280.D\data.ms
19.769

13.046

15.928

14.428

20.4
14.093 15.257 19.333

0
Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

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
TIC: BP008280.D\data.ms

Time--> 20.50 21.00 2150 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0©8280.D

Acqg On : 08 Dec 2021 15:00
Operator : CG/JU

Sample : M4953-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.381 2.92 ng 92348 Naphthalene-d8 10.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 78
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 53
4 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 53
5 Hexaethylene glycol 282 C12H2607 002615-15-8 50

Abundance Scan 1257 (10.381 min): BP008280.D\data.ms (-1248) (-
57.0

m/z 56.95 100.00%

ﬁ

5000
oy —
’ 130.9 10.00 10.50
oAbl 1309 207.0 2806 355.2 428.7490.8548. 1/, 44.95  95.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 s —
10.00 10.50
‘ m/z 41.00 32.71%
O‘H‘\J“\‘J\h\“"\‘uV]\_\s%.‘ouu‘uH‘HH‘\H\‘\H\‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38402: Ethanol, 1-(2-butoxyethoxy)-
57.0
— —
10.00 10.50
5000 ITI/Z 74.95 20.95%
A ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10089: Ethylene glycol monoisobutyl ether
57.0 10.00 10.50
m/z 56.10 14.66%
) /WA/\/\J“
O'J“““‘

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

8270E-BP112521.M Mon Dec 13 19:13:23 2021

e —
10.00 10.50

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0©8280.D

Acqg On : 08 Dec 2021 15:00
Operator : CG/JU

Sample : M4953-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 n-Hexadecanoic acid

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.092 3.61 ng 142370  Phenanthrene-di10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 62

Abundance Scan 2568 (18.092 min): BP008280.D\data.ms (-2564) (-
3.0

m/z 73.00 100.00%

=

18.00
m/z 43.10 92.18%

i

18.00
m/z 59.95 88.83%

-

18.00
m/z 57.05 88.59%

c

18.00
m/z 55.05 74.61%

5000
L 213.2
o M ], e ssraonss s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
” 213.0
O‘\\\\IH l‘"lh\“}\“‘\\\!‘\‘\\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
5000
171.0
o_‘}‘ ; ]HJIJ.\HM
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
5000
L \ 199.0
ol5. isso | |

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\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0©8280.D

Acqg On : 08 Dec 2021 15:00
Operator : CG/JU

Sample : M4953-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1Isopropyl palmitate

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.504 2.66 ng 104835  Phenanthrene-di10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Hexadecanoic acid, propyl ester 298 C19H3802 002239-78-3 62
4 Dodecanoic acid, 1-methylethyl e... 242 C15H3002 010233-13-3 27
5 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 27

Abundance Scan 2638 (18.504 min): BP008280.D\data.ms (-2634) (- m/z 43.05 100.00%
43.0
5000 102.0
256.1
T 7 \
lzoe, 1| e
0k HJU";:‘MMMJ‘wmw ) 4146 4985  m/z 6@.00 57.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197283: Isopropyl palmitate
43.0
102.0
5000 2560 w0
m/z 57.00 48.15%
m 185.0
O‘\\‘lJ“\\\i‘J“\m\lx\l\“\\\\‘\‘AW‘\W‘Hl\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
R \
18.50
5000 m/z 41.00 47 .00%
129.0
oMl me |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197318: Hexadecanoic acid, propyl ester —
43.0 18.50
m/z 55.00 42.18%
102.0
5000
239.0
111 s T
o LLULLL -

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\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0©8280.D

Acqg On : 08 Dec 2021 15:00
Operator : CG/JU

Sample : M4953-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 1-Heneicosyl formate

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.016 6.75 ng 380325 Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 99
2 Cyclopentadecane 210 C15H30 000295-48-7 93
3 Pentacos-1-ene 350 C25H50 016980-85-1 93
4 1-Tetracosene 336 C24H48 010192-32-2 91
5 1-Hexacosene 364 C26H52 018835-33-1 90

Abundance Scan 3065 (21.016 min): BP008280.D\data.ms (-3061) (-

m/z 57.05 100.00%

57.0
5000
163.1 — ‘
ol H"‘Hm\zz“‘355042914913549 m/z 55.00 88.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
5000 — ‘
21.00
105.0 m/z 43.05 86.99%
J} ‘ 182.0 294.0
O\\ ‘\!!\ T\\\‘!“I\I\\‘\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #87654: Cyclopentadecane
53.0
— ‘
21.00
5000 ITI/Z 83.10 80.75%
H }FO 210.0
ol “uH\Wlmumuu,"H‘mWm_m‘mwm_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene T
55.0 21.00
m/z 69.00 73.06%
5000
125.0
350.0
ST T e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0©8280.D

Acqg On : 08 Dec 2021 15:00
Operator : CG/JU

Sample : M4953-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Diethylene glycol dibenzoate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.080 2.30 ng 129729  Chrysene-di12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 80
2 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803 1000507-07-6 72
3 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 72
4 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 53
5 N-(3-Phenyl-1,2,4-thiadiazol-5-y... 281 C15H11N30S 017280-75-0 43
Abundance Scan 3076 (21.080 min): BP008280.D\data.ms (-3073) (- m/z 105.00 100.00%
105.0
- //W\MAA
2100 |
207.0 ’
o A0 L L S 2810 3690 4759 549. ., 149.00  72.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #216951: Diethylene glycol dibenzoate
105.0
5000 — :
21.00
| m/z 77.00  44.55%
420 179.0
O‘\\\\’\ll\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #161089: Phenyl(2-phenyl-1,3-dioxolan-2-ylymethanol, m
149.0

-

N \
21.00

5000 m/z 51.00 10.24%
77.0

239.0
V) SRS W AR SSNBIE S - L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143403: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol
149.0

=

T
21.00
m/z 106.00 9.44%

5000

~
~
o

239.0
O e S e e e e e e

e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0©8280.D

Acqg On : 08 Dec 2021 15:00
Operator : CG/JU

Sample : M4953-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Supraene

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
22.545 3.86 ng 214504  Perylene-di12 23.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 90
2 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 74
3 2,6,10-Dodecatrien-1-01, 3,7,11-... 222 C15H260 004602-84-0 59
4 trans-Farnesol 222 C15H260 000106-28-5 59
5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 59

Abundance Scan 3325 (22.545 min): BP008280.D\data.ms (-3321) (-

m/z 69.10 100.00%

69.1
5000
T T \
U 2031 282.0341.1 2250
bbb M b 202:0341.1400.9 4691 5350 n/; 81.e5  53.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0
5000 Rant :
22.50
m/z 41.05 24.08%
137.0
bbbkt 1. 203.0 273.0 341.0 410.0
\WT‘\ \\‘\\\\‘f!lT‘\l\\‘1\\\[\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #251574: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosay
69.0
T \
22.50
5000 ITI/Z 95.10 13.99%
] d [}],, 2050 273.0 342.0
0 ‘MHMquu‘Hﬁvu‘w‘H"H“‘H“‘H“_“‘_“‘_“w‘
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance  #101990: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl- —— ‘
69.0 22.50
m/z 68.00 12.25%
h MJ»LNWVNWJ\MwWWvaMA
O‘H\J‘J\%.zzzo ol
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120821\
Data File : BP0@8280.D

Acqg On : 08 Dec 2021 15:00
Operator : CG/JU

Sample : M4953-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol, 2-(2-b... 10.381 2.9 ng 92348 2 10.569 632203 20.0
n-Hexadecanoic ... 18.092 3.6 ng 142370 4 17.192 789249 20.0
Isopropyl palmi... 18.504 2.7 ng 104835 4 17.192 789249 20.0
1-Heneicosyl fo... 21.016 6.8 ng 380325 5 21.298 1127150 20.0
Diethylene glyc... 21.080 2.3 ng 129729 5 21.298 1127150 20.0
Supraene 22.545 3.9 ng 214504 6 23.692 1110300 20.0
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