LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0O@8061.D

Acqg On : 20 Nov 2021 17:09
Operator : CG/JU

Sample : M4736-01

Misc :

ALS vial : 9 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-BP111921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8061.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.411 354 361 375 rBV 2164602 3125376 47.09%  8.413%
2 6.999 623 631 647 rBV 2017390 3279601 49.41% 8.828%
3 7.822 764 771 779 rBV 456590 706253 10.64% 1.901%
4 8.981 960 968 979 rBV 1243815 2046634 30.83% 5.509%
5 10.416 1205 1212 1224 rBV 45596 105196 1.58% 0.283%

6 10.616 1238 1246 1255 rBV 550940 921489 13.88%
7 13.087 1658 1666 1681 rBV 2701783 4165632 62.76% 11.
8 14.463 1890 1900 1908 rBV 785558 1204160 18.14%

9 15.275 2033 2038 2044 rBV2 41199 83293 1.25%
10 15.845 2126 2135 2145 rBV5S 57560 136800 2.06%
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11 15.957 2147 2154 2162 rBV 2091272 3285621 49.50%
12 17.145 2352 2356 2361 rBV 63273 78528 1.18%
13 17.216 2362 2368 2374 rBV 1046459 1522837 22.94%
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14 17.339 2383 2389 2396 rVB6 52988 101756  1.53% 274%
15 17.516 2414 2419 2430 rBV2 41660 83168 1.25% 224%
16 18.116 2516 2521 2527 rBV 181033 259309 3.91% 0.698%
17 18.181 2529 2532 2537 rVB 78646 97264 1.47% 0.262%
18 19.233 2707 2711 2719 rBV 66435 103454 1.56% ©.278%
19 19.351 2727 2731 2735 rBV 73440 97792 1.47% 0.263%

20 19.786 2799 2805 2810 rBV 5065860 6637382 100.00% 17.866%

21 21.027 3012 3016 3023 rVB2 389032 597402
22 21.092 3023 3027 3034 rVB 235291 296954  4.47%
23 21.227 3045 3050 3055 rBV 2507446 2746810 41.38%
24 21.310 3058 3064 3068 rBV 1561039 2077231 31.30%
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25 22.674 3292 3296 3302 rVB3 143885 202016  3.04% 544%
26 22.980 3343 3348 3352 rBV2 193070 358614 5.40% ©.965%
27 23.027 3352 3356 3366 rVB3 365401 718224 10.82%  1.933%

28 23.704 3464 3471 3479 rVB2 1067310 2111659 31.81% 5.684%

Sum of corrected areas: 37150455
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 20 Nov 2021 17:09
: CG/IU
: M4736-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
BP008061.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BP008061.D\data.ms

5.411 6.999

8.981

7.822 10.616
10.41
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TIC: BP008061.D\data.ms
19.786

13.087

15.957

17.216
14.463

15.275 15.8 17. 19193351
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Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
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Time-->

TIC: BP008061.D\data.ms
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21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 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\BP112021\
Data File : BP0@8061.D

Acqg On : 20 Nov 2021 17:09
Operator : CG/JU

Sample : M4736-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.416 2.28 ng 105196  Naphthalene-d8 10.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 53
4 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 52
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 50

Abundance Scan 1212 (10.416 min): BP0O08061.D\data.ms (-1205) (-
57.0

m/z 57.05 100.00%

e
‘ 130.9 10.50
ol AhiLA309 2089 2810 355.0 4221 4900849, 117 45.00  92.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
43.0
5000 T
10.50
m/z 41.00 33.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
P
10.50
5000 ITI/Z 56.10 19.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10023: Ethanol, 2-butoxy- T
57.0 10.50
m/z 75.00 13.63%
- JA/M\
l ’ 18.0

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\BP112021\
Data File : BP0@8061.D

Acqg On : 20 Nov 2021 17:09
Operator : CG/JU

Sample : M4736-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.116 3.41 ng 259309  Phenanthrene-di10 17.216
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 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 76

Abundance Scan 2521 (18.116 min): BP008061.D\data.ms (-2516) (-
73.0

m/z 73.00 100.00%

%

5000
2131 T
m ’ 810 18.00 18.50
- W\‘M‘MMHHAm"?'HW‘359”3”"'1?“?‘48?‘2‘?“‘9‘ m/z 59.95  84.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
2
43.0 256.0
5000 st e
129.0 18.00 18.50
m/z 43.00 82.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
—— —
18.00 18.50
5000 ITI/Z 57.05 74 .39%
171.0
o“‘ J‘MAM,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid —— —
73.0 18.00 18.50
m/z 55.00 72.53%
5000
| M 185.0  284.0
ol ‘J‘\L‘“me‘\‘_m_H‘wH_Wwwww S :

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\BP112021\
Data File : BP0@8061.D

Acqg On : 20 Nov 2021 17:09
Operator : CG/JU

Sample : M4736-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Cyclotetradecane

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.027 5.75 ng 597402  Chrysene-d12 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
5 1-Hexacosene 364 C26H52 018835-33-1 94

Abundance Scan 3016 (21.027 min): BP008061.D\data.ms (-3012) (-
57.0

m/z 57.05 100.00%

5000 JJ\
‘ 21.00 |
om“uJMMMﬂu5?39"2‘?‘1“1“34‘3‘9‘f“l‘??f‘m%?ﬁﬁl‘ n/z 55.00  97.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71732: Cyclotetradecane
553.0
5000 = ‘
21.00
m/z 43.05 86.59%
.0
O\\‘\"\1\!“\J‘!F\\W’\W:I_\Q\G‘\O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1
57.0
1
21.00
5000 ITI/Z 83.10 86.52%
125.0
0 \h\ \\ }\ 1\ 1182025003080
H“‘H‘_‘H R R AR RER RS R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate = ‘
57.0 21.00
m/z 69.10 79.99%
5000
5.0
2940
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\BP112021\
Data File : BP0@8061.D

Acqg On : 20 Nov 2021 17:09
Operator : CG/JU

Sample : M4736-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Diethylene glycol dibenzoate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.602 286 ng 206954 Chrysene-d12 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Diethylene glycol dibenzoate 314 C18H1805
2 N-(Methoxymethyl)benzamide 165 C9H11NO2
3 .beta.-d-Galactopyranose, 1l-acet... 638 C36H30011

000120-55-8 86
013156-28-0 47
050820-75-2 47

4 N'-Benzoyl-2-furohydrazide 230 C12H1ON203 113643-84-8 47
5 Cyclobutyl phenyl ketone 160 C11H120 005407-98-7 43
Abundance Scan 3027 (21.092 min): BPO08061.D\data.ms (-3023) (- m/z 105.00 100.00%
105.0
5000
T \
42 230.0 2109
ol A0 2300 8410 4152 4901 m/z 149.00  72.44%
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 42.76%
0420, .
‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #40876: N-(Methoxymethyl)benzamide
105.0
=T \
21.00
5000 m/z 51.00  10.27%
81 ’ I
Ot e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #347856: .beta.-d-Galactopyranose, 1-acetate 2,3,4,6-tet e ‘
105.0 21.00
m/z 106.00 8.67%
5000
ol39 ‘ 230.0 331.0 428.0 5150579.0
R e A RAARE naxss REEE AR et S a

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\BP112021\
Data File : BP0@8061.D

Acqg On : 20 Nov 2021 17:09
Operator : CG/JU

Sample : M4736-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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 Trifluoroacetoxy hexadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.027 6.80 ng 718224  Perylene-di2 23.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 1-Tetracosene 336 C24H48 010192-32-2 91
4 Pentacos-1-ene 350 C25H50 016980-85-1 91
5 1-Hexacosene 364 C26H52 018835-33-1 91
Abundance Scan 3356 (23.027 min): BPO08061.D\data.ms (-3352) (-  m/z 57.10 100.00%
57.1
252.1
5000
5.0 —— |
‘ 04,0 | 355.1 548.! 23.09
ol AL ‘Whhuuw_“W‘H‘_‘H“H‘_‘f?99w‘u‘_ m/z 83.10  88.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
5000 — :
23.00
m/z 55.00 87.73%
0 J‘ |11, 1360 200
‘\\\’\IW\[W\\Y\\1\‘\!\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1
57.0
N
23.00
5000 m/z 43.00 81.44%
125.0
EEREE LN T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244231: 1-Tetracosene 7 ‘
43.0 23.00
m/z 97.05 79.41%
111.0
5000
o dllygezo s oy

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112021\
Data File : BP0O@8061.D

Acqg On : 20 Nov 2021 17:09
Operator : CG/JU

Sample : M4736-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP111921.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... 10.416 2.3 ng 105196 2 10.616 921489 20.0
n-Hexadecanoic ... 18.116 3.4 ng 259309 4 17.216 1522840 20.0
Cyclotetradecane 21.027 5.8 ng 597402 5 21.310 2077230 20.0
Diethylene glyc... 21.092 2.9 ng 296954 5 21.310 2077238 20.0
Trifluoroacetox... 23.027 6.8 ng 718224 6 23.704 2111660 20.0
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