LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BG060218.D

Acqg On : 3 Jan 2024 7:59
Operator : MA/JU

Sample : 05900-07

Misc :

ALS Vvial : 31 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_ G\Methods\8270-BG122923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60218.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.118 3 5 9 rVvB 320773 324384  2.27% 0.349%
2 5.039 325 332 337 rBV2 147697 227144 1.59% 0.245%
3 5.509 405 412 420 rBV 3837078 5944319 41.66% 6.404%
4 7.102 673 683 698 rBV 4083233 7116249 49.87% 7.666%
5 7.936 814 825 839 rBV 802336 1405331 9.85% 1.514%

6 9.099 1015 1023 1039 rBV 2218980 3967940 27.81%
7 10.738 1292 1302 1308 rBV 1219042 2229278 15.62%
8 10.785 1308 1310 1318 rVB 113583 195784  1.37%
9 12.401 1579 1585 1590 rVB 141283 241671 1.69%
10 12.619 1616 1622 1630 rVB 119262 202918 1.42%
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N
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R

11 13.194 1713 1720 1729 rBV 6786202 11014387 77.19% 11.
12 13.894 1833 1839 1844 rBV3 81151 154406 1.08%
13 14.575 1943 1955 1963 rBV 2430855 3804289 26.66%
14 16.062 2201 2208 2217 rBV 5539514 8505989 59.61%
15 16.303 2241 2249 2254 rVB2 226807 381159  2.67%

®© OV hOR
[
O
00
B

16 17.325 2416 2423 2428 rBV 2915938 4475429 31.36% 4
17 18.212 2569 2574 2585 rBV 732704 1152608 8.08% 1
18 19.487 2787 2791 2799 rVB3 118753 191875 1.34% ©.207%
19 19.945 2862 2869 2879 rBV 10284299 14269778 100.00% 15.373%
20 20.245 2917 2920 2928 rVB 163029 199779 1.40% 0.215%

21 20.739 2999 3004 3008 rBV2 150682 202051 1.42% ©0.218%
22 20.921 3028 3035 3039 rBV5 101772 177362 1.24% 0.191%
23 21.238 3083 3089 3099 rBV2 1605427 2552421 17.89% 2.750%
24 21.585 3142 3148 3160 rBV2 2635518 4474167 31.35% 4.820%
0

25 21.778 3178 3181 3185 rVB2 160970 217079  1.52% .234%
26 22.019 3218 3222 3227 rVB2 191152 263230 1.84% 0.284%
27 22.395 3278 3286 3297 rBV3 849549 2206153 15.46% 2.377%
28 23.059 3395 3399 3406 rVB3 98889 168834 1.18% ©.182%
29 23.406 3453 3458 3465 rVB3 254169 491059  3.44% 0.529%
30 23.858 3529 3535 3539 rBV2 398025 811848 5.69% 0.875%
31 23.917 3539 3545 3557 rVB2 1114844 2506884 17.57% 2.701%
32 24.058 3566 3569 3578 rVvB4 137119 270827 1.90%  0.292%
33 24.763 3678 3689 3701 rBV2 1609251 4864939 34.09% 5.241%
34 25.304 3773 3781 3794 rVB4 324829 906606 6.35% ©.977%
35 25.903 3874 3883 3894 rBV2 497037 1496345 10.49% 1.612%

36 26.026 3896 3904 3919 rVV3 418100 1420055 9.95%  1.530%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BG060218.D

Acqg On : 3 Jan 2024 7:59
Operator : MA/JU

Sample : 05900-07

Misc

ALS Vvial : 31 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_ G\Methods\8270-BG122923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 26.232 3931 3939 3945 rBV5 121429 345602  2.42% ©.372%
38 28.024 4236 4244 4257 rVB7 239843 846887 5.93% 0.912%
39 28.876 4375 4389 4404 rBV5 376446 1923233 13.48% 2.072%
40 29.998 4569 4580 4582 rBVv1ie 177655 529007 3.71% ©.570%

41 30.797 4708 4716 4717 rBV7 72951 146630 1.03% ©.158%

Sum of corrected areas: 92825936
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60218.D

Acqg On : 3 Jan 2024 7:59
Operator : MA/JU

Sample : 05900-07

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060218.D\data.ms
le+07

8000000

6000000

7.102
4000000 5.509

9.099

2000000
10.738
7.936

118 5.039 10,785 12.401619

O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 4.00 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG060218.D\data.ms
1e+07 19.945

8000000
13.194

6000000 16.062

4000000

17.325 21.585
14.575

18.212
13.894 6.303 19 48 20.2452023921

R R e L e e ‘ R R e =

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17. 50 18.00 18. 50 19.00 19. 50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG060218.D\data.ms
le+07

2000000

8000000
6000000
4000000

2000000 24.763
23.917

23.0623.4062382%55 25304 2200R3 28.024  28.876 29998 30797
O \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60218.D

Acqg On : 3 Jan 2024 7:59
Operator : MA/JU

Sample : 05900-07

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 Butane, 2-methoxy-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.118 4.62 ng 324384 1,4-Dichlorobenzene-d4 7.936

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 50
2 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 40
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 3-Pentanol, 2,3-dimethyl- 116 C7H160 000595-41-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance Scan 5 (3.118 min): BG060218.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1

—

5000
I
| ‘ l 3.203.30 3.40 3.50
Ol 11 1254 19542495 3298 492 n/7 43.10  28.15%
m/z—> 0 50 100 150 200 250 300 350 400 450
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B R R B

3.203.303.403.50
m/z 55.10  26.05%

al

L L L LA DL NI N N N BRI BN

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

Abundance #4950: Silane, ethyltrimethyl-
73.0

—

3.203.303.403.50
5000 m/z 87.10 23.94%

M*WMW*“”V‘**w****\H**\**H\****w**‘\*w*\***w

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

Abundance #15768: 2,2,4-Trimethyl-3-pentanol R RARRAREEEEEEE
73.0 3.203.303.403.50

m/z 41.10 16.73%

—

5000

N

a4l

m/z--> 0 50 100 150 200 250 300 350 400 450 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60218.D

Acqg On : 3 Jan 2024 7:59
Operator : MA/JU

Sample : 05900-07

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 unknown5.039 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.039 3.23 ng 227144  1,4-Dichlorobenzene-d4 7.936

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 32
3 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 23
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 23
Abundance Scan 332 (5.039 min): BG060218.D\data.ms (-325) (-) m/z 43.10 100.00%
43.1
5000
101.0 R T e

| ’ 207 1266.8 3304 A 4.80 5.00 5.20 5.40
b 207126683304 4458 534 nm/z 59.10  65.40%

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

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L I A B L
4.80 5.00 5.20 5.40
m/z 101.00 20.09%
101.0
‘\JWM%“ \\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #211241: Hexaethylene glycol dimethyl ether
59.0
A\\\\‘\\\A\‘\\A\\’\\\\‘\\\
4.80 5.00 5.20 5.40
5000 m/z 58.10 13.54%
[l ‘ 1470 2210
R R e e RN S REARERa T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5056: Propane, 1-ethoxy-2-methyl- T
59.0 4.80 5.00 5.20 5.40
m/z 41.10 6.91%
5000
b ey || P Iy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60218.D

Acqg On : 3 Jan 2024 7:59
Operator : MA/JU

Sample : 05900-07

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 Tetradecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.212 5.15 ng 1152610 Phenanthrene-d10 17.325
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Pentadecanoic acid 242 C15H3002 001002-84-2 80
Abundance Scan 2574 (18.212 min): BG060218.D\data.ms (-2569) (- | m/z 73.10 100.00%
73.1
- L
1291 2131 U s
H | \ ‘ 18.00 18.50
b J‘\u"“ hbo Ly 2736 8773 4617 0 6p 05 79.82%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #109281: Tetradecanoic acid
73.0
5000 —r— e
129.0 18.00 18.50
228.0 m/z 43.10 71.90%
‘!1’ 1'“!"# \“L\”T \‘ll’\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92069: Tridecanoic acid
73.0
ey e
18.00 18.50
5000 129.0 m/z 57.10 62.01%
‘ ‘ 214 0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143509: n-Hexadecanoic acid Pt e
43.0 18.00 18.50
m/z 55.10 59.14%
5000 256.0
129.0
b 0, el
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\

BG060218.D
3 Jan 2024  7:59

: MA/JU
. 05900-07

: 31 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 1-Tricosene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.238 11.41 ng 2552420  Chrysene-d12 21.590
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 93
2 Nonyl tetradecyl ether 340 C23H480 1000406-37-6 83
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 81
4 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 74

5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 74

Abundance Scan 3089 (21.238 min): BG060218.D\data.ms (-3083) (- | m/z 57.10 100.00%

57.1
5000

= =
l L?5J 21.00 21.50
ol kbbb, 252:2 3499 45708331 m/z 43.10  68.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #227233: 1-Tricosene
57.0
5000 = =
21.00 21.50
%5_0 m/z 71.18  61.16%
H\‘\ “\ J'\lwl‘\‘\\]\‘l\ql\-??\.\o\\‘HH:D"\ZE'\(‘)HH‘\H\‘HH‘\H\‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #249109: Nonyl tetradecyl ether
57.0
= =
21.00 21.50
5000 m/z 55.10 52.63%
27.0
L, 1970
A A R e e aa e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T
57.0 21.00 21.50

m/z 83.10 48.78%
5.0
l wh,u 2520 3690 648
T seeo 648 )
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50

8270-BG122923.M Thu Jan 04 06:28:39 2024

Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60218.D

Acqg On : 3 Jan 2024 7:59
Operator : MA/JU

Sample : 05900-07

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 9-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.395 9.86 ng 2206150  Chrysene-d12 21.590
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
2 Hexadecyl propyl ether 284 C19H400 1000406-27-9 91
3 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 91
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 87
Abundance Scan 3286 (22.395 min): BG060218.D\data.ms (-3278) (- | m/z 57.10 100.00%
57.1
- AJLAA
11'1 ‘ T T ‘ T
| “ ‘ 166221502665 22.00 22.50
ol dadlly) 166221502666 3569 4150 ./ 43,16 75.84%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #173730: 9-Eicosene, (E)-
57.0
5000 — —
11.0 22.00 22.50
m/z 55.10 67.17%
i J‘ “H | 168020302800
\\\‘\\\f rTriryTrrrryrrrryrrrrprrrrrr T r T T orpT
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #179258: Hexadecyl propyl ether
43.0
— ——
22.00 22.50
5000 m/z 83.10 61.91%
T? .0
224.0
s 2200
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #265841: Oxalic acid, hexadecyl propyl ester — —
43.0 22.00 22.50
m/z 71.10 55.95%
5000
7.0
269.0
il \Ml%o e
m/z--> 50 100 150 200 250 300 350 400 450 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60218.D

Acqg On : 3 Jan 2024 7:59
Operator : MA/JU

Sample : 05900-07

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 7 Tetradecanal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
23.406 2.02 ng 491059  Perylene-di12 24.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanal 212 C14H280 000124-25-4 91
2 Hexacosanal 380 C26H520 026627-85-0 87
3 Oxirane, dodecyl- 212 C14H280 003234-28-4 86
4 E-2-Tetradecen-1-o0l 212 C14H280 1000130-83-7 83
5 1,19-Eicosadiene 278 C20H38 014811-95-1 78

Abundance Scan 3458 (23.406 min): BG060218.D\data.ms (-3453) (- | m/z 57.10 100.00%
57.1

3

5000
23.50
206.9 282.0
ol “' u‘m Lot oo ot 7 4049 4699 53600 43 10 81.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90085: Tetradecanal
57.0
5000 T
23.50
m/z 82.10 71.48%
168.0
\ || |1 . J‘

‘WWWI[WIT\‘T\\1‘\11\‘\\\\‘\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

-

Abundance #287971: Hexacosanal
57.0
23.50
5000 m/z 55.10 54.04%
362.0
‘ |\ L 182 0 250.0 ‘
e ‘“"“w“‘w‘“w“H“‘H“‘H“‘H“H“‘H“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90099: Oxirane, dodecyl- T
43.0 23.50
m/z 71.10 48.30%
60 -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60218.D

Acqg On : 3 Jan 2024 7:59
Operator : MA/JU

Sample : 05900-07

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 8 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.858 3.34 ng 811848 Perylene-di2 24.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Nonacosane 408 C29H60 000630-03-5 86
3 Hexacosane 366 C26H54 000630-01-3 80
4 Heneicosane 296 C21H44 000629-94-7 74
5 Hexadecane 226 C16H34 000544-76-3 62
Abundance Scan 3535 (23.858 min): BG060218.D\data.ms (-3529) (- | m/z 57.10 100.00%
57.1
s ——
‘ | 1691 2670 23.50 24.00
A M‘ J A0t 2000 3901 4151 4767 | m/z 71.10  61.49%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #246483: Tetracosane
57.0
5000 e e
23.50 24.00
m/z 43.10 49.48%
13.0
J Il “ J\l‘ |‘ I‘ \‘1‘619.\0 225'0 33\8.0
\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #307031: Nonacosane
57.0
— ——
23.50 24.00
5000 m/z 85.10 48.20%
L ss0zzs0m053r0_aono
e A A e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane — T
57.0 23.50 24.00
m/z 55.10 17.45%
h ’L._J\/\k
113.0
\ ‘ T 16002250 2950 367.0
‘H,““_“‘,‘H‘ T T T T T — —
m/z--> 50 100 150 200 250 300 350 400 450 500 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60218.D

Acqg On : 3 Jan 2024 7:59
Operator : MA/JU

Sample : 05900-07

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 9 1-Heptacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.917 10.31 ng 2506880  Perylene-d12 24.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 94
2 1-Heptacosanol 396 C27H560 002004-39-9 94
3 Cyclotetradecane 196 C14H28 000295-17-0 93
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 3545 (23.917 min): BG060218.D\data.ms (-3539) (- | m/z 57.10 100.00%
57.1

5000

N

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

——
‘ 1%5'1 207 24.00
by, 2079 2850 3867 4769 548: ., g3 10  98.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227234: 1-Tricosene
430
5000 ) —r—
t1.0 24.00
m/z 55.10  95.53%
L gee 2o
‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol
57.0
——
24.00
5000 m/z 97.10 90.80%
125.0
I { |1} 195:0 2640 3780

Abundance #71730: Cyclotetradecane —
55.0 24.00
m/z 69.10 80.78%
5000
iR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60218.D

Acqg On : 3 Jan 2024 7:59
Operator : MA/JU

Sample : 05900-07

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 10 Oxirane, heptadecyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
25.304 3.73 ng 906606  Perylene-di2 24.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
2 Octacosanal 408 C28H560 022725-64-0 90
3 Bicyclo[4.1.0]heptane, 7-butyl- 152 C11H20 018645-10-8 55
4 E-9-Tetradecen-1-ol formate 240 C15H2802 1000130-78-2 52
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 52
Abundance Scan 3781 (25.304 min): BG060218.D\data.ms (-3773) (- | m/z 57.10 100.00%
57.1
. L‘“L
“ 2500 2550
3.1 . .
190.8 266.9326.9
Ak ‘_ﬂz"wuwmwm"W““?’?5“2‘”“‘59?‘5‘4‘5“ m/z 82.05 77.81%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #176357: Oxirane, heptadecyl-
82.0
5000 = R
25.00 25.50
m/z 43.10 72.48%
\2\3\ “\J\ \“!\JP\-\‘“\‘\?\l‘l\\l\l\2¢6\4\\()\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #307026: Octacosana
57.0
— ——
25.00 25.50
5000 m/z 83.10 57.76%
Il
ML 2210 s
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #29502: Bicyclo[4.1.0]heptane, 7-butyl- — ——
82.0 25.00 25.50
m/z 71.10 56.21%
5000
’ 1520
m/z--> 50 100 150 200 250 300 350 400 450 500 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60218.D

Acqg On : 3 Jan 2024 7:59
Operator : MA/JU

Sample : 05900-07

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 11 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.903 6.15 ng 1496350  Perylene-di12 24.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
3 Nonacosane, 2-methyl- 422 C30H62 001560-75-4 91
4 Tridecane 184 C13H28 000629-50-5 87
5 Docosane, 5-butyl- 366 C26H54 055282-16-1 86
Abundance Scan 3883 (25.903 min): BG060218.D\data.ms (-3874) (- | m/z 57.10 100.00%
57.1
5000 »v//\k
——
||31169.1 2052 282.8 3547 4521 511 26.00
ol bbb Ly USSR S RS B0 RS Y m/z 71.10  71.85%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane
57.0
5000 ‘
26.00
m/z 43.10 52.43%
1) 1130169.02250281.0 3800
\\\‘\\\\‘!\\!‘\\!\‘!\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194597: Pentadecane, 8-hexyl-
43.
——
26.00
5000 m/z 85.10 47 .98%
9.0 196.0
T UOVUR U —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #314339: Nonacosane, 2-methyl- T
57.0 26.00
m/z 55.10  19.99%
5000
169.0
L1090 .
m/z--> 50 100 150 200 250 300 350 400 450 500 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60218.D

Acqg On : 3 Jan 2024 7:59
Operator : MA/JU

Sample : 05900-07

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 12 Nonacos-1-ene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
26.026 5.84 ng 1420060  Perylene-di12 24.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacos-1-ene 406 C29H58 018835-35-3 93
2 1-Heptacosanol 396 C27H560 002004-39-9 93
3 Octacosanol 410 C28H580 000557-61-9 91
4 Dotriacontyl methyl ether 481 C33H680 1000406-30-0 91
5 1-Hexacosanol 382 C26H540 000506-52-5 91

Abundance Scan 3904 (26.026 min): BG060218.D\data.ms (-3896) (- | m/z 57.10 100.00%
57.1
5000 MMM%W/\/\MMAWNWMW
T \
1%5 ' 1940 282.0 403.1 26.00
obAd m“‘ bdopp i, 22603301 40314609 535 nyz 83.10  83.24%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #306022: Nonacos-1-ene
57.0
5000 — ‘
26.00
125.0 m/z 55.10 82.17%
\‘\“‘\ ‘ill\’12040’l60
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #299848: 1-Heptacosanol
57.0
T \
26.00
5000 ITI/Z 43.10 81.54%
125.0
[} L) 181.0236.0292.0 378.0
P T T e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #308226: Octacosanol T
83.0 26.00
m/z 69.10 72.93%
5000
139.0
70| |11 195025003070 3920
A A e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60218.D

Acqg On : 3 Jan 2024 7:59
Operator : MA/JU

Sample : 05900-07

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 13 Oxirane, hexadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

28.024 3.48 ng 846887  Perylene-di2 24.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 93
2 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 83
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 74
4 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 49
5 17-Pentatriacontene 491 C35H70 006971-40-0 45

Abundance Scan 4244 (28.024 min): BG060218.D\data.ms (-4236) (- = m/z 57.10 100.00%
57.1

%

5000
207.0 28.00
” 3.0 280.9 3549
e AR b L POHE L ATTB3BL s 43,10 68.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158580: Oxirane, hexadecyl-
82.0
5000 — :
28.00
’ m/z 82.10 64.27%
]-5-&;)\\ ‘ ‘Fﬂ N HI uu i 268.0

’\\\\‘\\ \[!HT T WWWWMTH‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘

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

—

Abundance #194562: Octadecane, 1-(ethenyloxy)-
57.0
28.00
5000 m/z 55.10 57.02%
J\ lleh y 222. 0281 0 W\/W\AM]\/\W
et ‘H“‘H“_“‘_“‘_"w“‘w“‘w“u“‘u“‘u‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176357: Oxirane, heptadecyl- T
82.0 28.00
m/z 71.10 51.98%
B A%WxﬂM%NWA/f\WwwwmwMMWW
aselllllpszo om0 -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 28.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60218.D

Acqg On : 3 Jan 2024 7:59
Operator : MA/JU

Sample : 05900-07

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 14 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
28.876 7.91 ng 1923230  Perylene-di12 24.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 89
2 Heptadecane 240 C17H36 000629-78-7 81
3 Tridecane 184 C13H28 000629-50-5 74
4 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 68
5 Dodecane 170 C12H26 000112-40-3 68
Abundance Scan 4389 (28.876 min): BG060218.D\data.ms (-4375) (- | m/z 57.10 100.00%
57.1
‘ } 204.1 28'50 29.00
301.1 : :
ey “%“MM okl STLO 4404 8290 0 71,10 79.28%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0
5000 == —r
28.50 29.00
m/z 43.10 64.40%
| ‘ [113-0169.0225.0281.0337.0394.0
\1!‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #123961: Heptadecane
57.0
— —
28.50 29.00
5000 ITI/Z 85.05 54.74%
\‘ 1| 1130169.0 2400
R R e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59027: Tridecane T —
57.0 28.50 29.00
m/z 55.10 35.26%
- Mw//\\/\wm
|[ |20 a0
I 1 l I
e L  a R a I o B — —
m/z--> 50 100 150 200 250 300 350 400 450 500 28.50 29.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
BG060218.D

3 Jan 2024  7:59

: MA/JU
. 05900-07

: 31 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 15 .beta.-Sitosterol Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
29.998 2.17 ng 529007 Perylene-di2 24.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 59
2 Campesterol 400 C28H480 000474-62-4 53
3 .gamma.-Sitosterol 414 C29H500 000083-47-6 49
4 Ergost-5-en-3-o0l, (3.beta.)- 400 C28H480 004651-51-8 45
5 (1S,2E,4E,7E,10R,11E)-10-Acetoxy... 330 C22H3402 1000433-18-1 35

Abundance Scan 4580 (29.998 min): BG060218.D\data.ms (-4569) (- | m/z 43.10 100.00%
43.1
105.1
5000
—
30.00
" m/z 105.10 63.17%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #310596: .beta.-Sitosterol
43.0
5000 éobd
107.0 .
1610 414.0 m/z 81.60 57.58%
H ‘ | ’ | 2130 3030
T ‘[‘ ‘\‘\‘ “LM‘}\‘N\H‘\H“‘ “\‘ \H‘l\ \h‘\ “M\L‘\ "\‘ f “\ \J‘\ T “‘ T ‘13\5“4\\0\\ \M‘ \“\ T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #302694: Campesterol
43.0
—
30.00
5000 105.0 ITI/Z 95.00 50.79%
400.0
’ 159.0 213.0 289.0
: “ ‘“\H ‘h“ l‘\‘l
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #310597: .gamma.-Sitosterol 7
43.0 30.00
m/z 145.05 45.77%
5000
145.0 414.0
’ 2130  303.0
: ‘\\ | ‘\h‘ | ——
m/z--> 0 50 100 150 200 250 300 350 400 450 30.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BG060218.D

Acqg On : 3 Jan 2024 7:59
Operator : MA/JU

Sample : 05900-07

Misc

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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|
Butane, 2-metho... 3.118 4.6 ng 324384 1  7.936 1405330 20.0
unknown5.039 5.039 3.2 ng 227144 1 7.936 1405330 20.0
Tetradecanoic acid 18.212 5.2 ng 1152610 4 17.325 4475430 20.0
1-Tricosene 21.238 11.4 ng 2552420 5 21.590 4474170 20.0
9-Eicosene, (E)- 22.395 9.9 ng 2206150 5 21.590 4474170 20.0
Tetradecanal 23.406 2.0 ng 491059 6 24.757 4864940 20.0
Tetracosane 23.858 3.3 ng 811848 6 24.757 4864940 20.0
1-Heptacosanol 23.917 10.3 ng 2506880 6 24.757 4864940 20.0
Oxirane, heptad... 25.304 3.7 ng 906606 6 24.757 4864940 20.0
Heptacosane 25.903 6.2 ng 1496350 6 24.757 4864940 20.0
Nonacos-1-ene 26.026 5.8 ng 1420060 6 24.757 4864940 20.0
Oxirane, hexade... 28.024 3.5 ng 846887 6 24.757 4864940 20.0
Octacosane 28.876 7.9 ng 1923230 6 24.757 4864940 20.0
.beta.-Sitosterol  29.998 2.2 ng 529007 6 24.757 4864940 20.0
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