LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82323\
Data File : BG@58828.D

Acqg On : 23 Aug 2023 19:01
Operator : MA/JU

Sample : 04110-06

Misc :

ALS Vvial : 14 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-BG081823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO58828.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.379 384 390 402 rBV 229736 361250 35.75% 6.551%
2 6.977 655 662 675 rBv 231786 408267 40.41% 7.404%
3 7.806 795 803 811 rBV 63597 103176 10.21% 1.871%
4 8.969 994 1001 1018 rBV 128399 247095 24.45%  4.481%
5 10.608 1271 1280 1294 rBV 84483 164279 16.26% 2.979%

6 13.076 1693 1700 1714 rBV 341055 580017 57.40% 10
7 14.457 1922 1935 1947 rBV 165381 273180 27.04%  4.954%
8 15.191 2052 2060 2074 rBV 135143 189792 18.78% 3
9 15.837 2165 2170 2182 rBV2 13283 30243 2.99% o
10 15.949 2182 2189 2205 rVV 351110 593847 58.77% 10.770%

11 17.200 2395 2402 2416 rBV 244510 380505 37.66% 6.901%
12 18.088 2548 2553 2569 rBV2 46727 81214 8.04% 1.473%
13 18.945 2694 2699 2708 rBV6 7151 16505 1.63% 0.299%
14 19.263 2747 2753 2759 rBV2 10744 16890 1.67% ©.306%
15 19.368 2766 2771 2776 rBV3 7947 11681 1.16% 0.212%
16 19.621 2811 2814 2821 rVB 10141 14558 1.44% 0.264%
17 19.821 2842 2848 2857 rBV 803775 1010412 100.00% 18.324%
18 21.090 3060 3064 3076 rBV2 50926 95523 9.45% 1.732%
19 21.184 3076 3080 3089 rVB 15280 23327 2.31% 0.423%
20 21.443 3118 3124 3131 rBV2 240472 394027 39.00% 7.146%
21 23.023 3387 3393 3400 rVB2 43111 81389 8.06% 1.476%
22 24.510 3636 3646 3661 rBV 149410 426066 42.17% 7.727%
23 25.532 3814 3820 3825 rBV7 4361 10882 1.08% ©0.197%
Sum of corrected areas: 5514125
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82323\
Data File : BGO58828.D

Acqg On : 23 Aug 2023 19:01
Operator : MA/JU

Sample : 04110-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : ' '
800000 TIC: BG058828.D\data.ms

700000
600000
500000
400000
300000
5.379 6.977
200000

8.969
100000 7.806 10.608

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

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG058828.D\data.
800000 \data.ms 19.821

700000
600000
500000

400000 : 076 15.949

300000
17.200 21.443

200000 14.457
15.191
100000 18.088 21.090
15.837 . 18.949.9688621 21,184

it s A REa e 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 : ' '
800000 TIC: BG058828.D\data.ms

700000
600000
500000
400000
300000

200000 24.510

100000 b3.023

25.532

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\BG@82323\
Data File : BGO58828.D

Acqg On : 23 Aug 2023 19:01
Operator : MA/JU

Sample : 04110-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Diethyltoluamide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.191 13.90 ng 189792  Acenaphthene-di10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 97
2 Benzamide, 3-methyl-N-methyl-N-p... 191 C12H17NO 1000421-46-2 81
3 Benzamide, 4-methyl-N-butyl- 191 C12H17NO 1000407-46-6 76
4 Benzamide, N,N-diethyl-4-methyl- 191 C12H17NO 002728-05-4 76
5 Benzamide, 2-methyl-N-butyl- 191 C12H17NO 1000407-39-4 76
Abundance Scan 2060 (15.191 min): BG058828.D\data.ms (-2052) (- | m/z 119.00 100.00%
119.0
5000 91.0 190.1
620 15.00 15.50
39.1 | 162.1 ’ . =
ot e e m/z 190.10 47.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65682: Diethyltoluamide
119.0
5000 190.0 —— —r—
91.0 15.00 15.50
65.0 m/z 91.00 41.10%
0 39.0 ‘ 162.0
\\\‘\\\\“\\\\“\\\\‘\\w\‘\\\\‘\\\\‘\\\\“\\\{‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
119.0
—— —
15.00 15.50
m/z 65.00 17.54%
5000 91.0
65.0
5o 410 148.0 1900
e RE N E S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65723: Benzamide, 4-methyl-N-butyl- —— ——
119.0 15.00 15.50
m/z 191.10 13.92%
5000
o0 148.0
65.0 ' 191.0
39.0 | | H
Ol b e e ey e e
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82323\
Data File : BG@58828.D

Acqg On : 23 Aug 2023 19:01

Operator : MA/JU

Sample : 04110-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.M
: 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.
18.088 4.27 ng 81214  Phenanthrene-d10 17.201
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20

Abundance Scan 2553 (18.088 min): BG058828.D\data.ms (-2548) (- | m/z 43.00 100.00%
43.0 |73.0
5000
‘ 18.00
Y- m/z 60.00  96.41%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 U
129.0 18.00
213.0 m/z 73.00  95.45%
H H H (ﬂ 157.0185.0 ‘
O ]‘-ﬁ‘o“l‘w“‘”‘” \h\‘\“‘H\H““H“”h “\H\‘H‘HH‘H‘H‘\‘H‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
43.0 73.0
18.00
5000 129.0 m/z 57.00 87.10%
199.0
101.0 157.0 2420
0 15.0
T T T e e e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #92068: Tridecanoic acid
43.0 73.0 18.00
' m/z 55.00 77.85%
5000
129.0
H ‘ 171.0 214.0
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82323\
Data File : BGO58828.D

Acqg On : 23 Aug 2023 19:01
Operator : MA/JU

Sample : 04110-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Heptafluorobutyric acid, he... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.090 4.85 ng 95523  Chrysene-d12 21.442
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
2 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 91
3 Octacosanol 410 C28H580 000557-61-9 91
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
Abundance Scan 3064 (21.090 min): BG058828.D\data.ms (-3060) (- | m/z 57.00 100.00%
57.0
5000
11.1
LI
L
W T AE—— ‘L - ‘2‘8‘1‘0 e mM/Z 54.95  94.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester
57.0
5000 = :
11.0 21.00
m/z 42.95 87.57%
169.0
0 \“\ ‘\““ “ “ “ “ “““\‘2‘2‘\4:‘0‘2‘6‘9‘0“‘““““‘4"29“
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
LN
21.00
5000 m/z 83.05 62.33%
111.0
0 168.0
I o L L B R
m/z--> 50 100 150 200 250 300 350 400
Abundance #308225: Octacosano
57.0 21.00
m/z 69.00 55.64%
5000
oLl 1l h ‘w 112670 2220 29203360 3920
il “‘ B e e e e
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82323\
Data File : BGO58828.D

Acqg On : 23 Aug 2023 19:01
Operator : MA/JU

Sample : 04110-06

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.023 3.82 ng 81389  Perylene-di12 24.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 64
2 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 60
3 .beta.-D-Mannofuranoside, farnesyl- 384 C21H3606 1000155-15-5 59
4 Supraene 410 C30H50 007683-64-9 53
5 6,11-Dimethyl-2,6,10-dodecatrien... 208 C14H240 1000196-53-3 52
Abundance Scan 3393 (23.023 min): BG058828.D\data.ms (-3387) (- | m/z 69.00 100.00%
69.0
5000 M/\
149.0 T \
23.00
T w‘“wb b ‘L b OI0 2800 3411 395 s1.20%
miz--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
5000
23.00
m/z 41.00 31.32%
121.0
o270 | || 1750 23102730 3410 10,
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
T \
23.00
5000 m/z 149.00 21.93%
27.0 137.0 217.0
B B L e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #290673: .beta.-D-Mannofuranoside, farnesyl-
69.0 23.00
m/z 95.00 16.87%
5000
121.0
T, 220
0 JMWNW”‘MMNMWWJM‘\‘M‘?4?9‘39%Q“%§qp“‘
m/z--> 50 100 150 200 250 300 350 400 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@82323\
Data File : BG@58828.D

Acqg On : 23 Aug 2023 19:01
Operator : MA/JU

Sample : 04110-06

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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|
Diethyltoluamide 15.191 13.9 ng 189792 3 14.457 273180 20.0
n-Hexadecanoic ... 18.088 4.3 ng 81214 4 17.201 380505 20.0
Heptafluorobuty... 21.090 4.8 ng 95523 5 21.442 394027 20.0
Squalene 23.023 3.8 ng 81389 6 24.515 426066 20.0
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