LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55172.D

Acqg On : 13 Oct 2022 20:48
Operator : CG/JU

Sample : N5104-01 2X

Misc :

ALS Vvial : 17 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-BG101322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55172.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.330 3 7 22 rVB 116674 225336 3.65% 0.813%
2 5.351 345 351 361 rVB 60052 99239 1.61% 0.358%
3 5.827 423 432 443 rBV 262838 443790 7.18% 1.601%
4 7.442 699 707 716 rVB 264186 482646  7.81% 1.741%
5 8.306 846 854 866 rVB 168554 290338 4.70% 1.047%
6 9.475 1046 1053 1061 rBV 167955 307487 4.98% 1.109%
7 11.138 1330 1336 1343 rVB 231732 395640 6.40% 1.427%
8 12.507 1563 1569 1576 rBV 76130 125714 2.03% 0.453%
9 13.547 1739 1746 1751 rBV 455028 706296 11.43% 2.547%
10 13.723 1770 1776 1784 rBV 138386 213190 3.45% 0.769%
11 14.370 1878 1886 1890 rBv4 77481 161535 2.61% ©.583%
12 14.417 1890 1894 1900 rVv4 40250 70755 1.15% 0.255%
13 14.781 1952 1956 1965 rVB 193864 269313 4.36% 0.971%
14 14.916 1973 1979 1985 rVB 339618 530140 8.58% 1.912%
15 15.392 2056 2060 2068 rBv4 44285 89739 1.45% 0.324%
16 15.727 2112 2117 2122 rVB 242286 317856 5.14% 1.146%
17 16.126 2179 2185 2190 rBV 93809 174158 2.82% 0.628%
18 16.391 2225 2230 2236 rVB 315671 459342  7.44% 1.657%
19 16.585 2258 2263 2265 rBV 280874 376928 6.10% 1.359%
20 17.372 2393 2397 2401 rBV 267882 321057 5.20% 1.158%
21 17.425 2402 2406 2411 rVW 121569 159255 2.58% 0.574%
22 17.648 2439 2444 2448 rBV 381258 552376 8.94% 1.992%
23 17.689 2448 2451 2457 rVB 103968 170891 2.77% 0.616%
24 17.912 2486 2489 2496 rVWW6 35315 64372 1.04% 0.232%
25 18.112 2518 2523 2527 rBV = 244773 307989 4.99% 1.111%

26 18.159 2527 2531 2536 rVB3 67075 83221 1.35%
27 18.288 2547 2553 2558 rVB 2011769 2673084 43.27%
28 18.512 2586 2591 2596 rBvV2 500101 750219 12.14%
29 18.794 2635 2639 2642 rBV 203100 239616 3.88%
30 19.411 2738 2744 2747 rBV 3939865 5386878 87.19% 19.428%
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B

31 19.446 2747 2750 2759 rVB 4900918 6178066 100.00% 22.281%
32 19.563 2766 2770 2775 rVB 1032278 1177228 19.05%
33 19.628 2776 2781 2782 rBV 262492 359709 5.82%
34 19.657 2782 2786 2788 rBV 534538 654224 10.59%
35 19.763 2801 2804 2810 rVB2 122692 172050 2.78%
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36 19.928 2828 2832 2837 rVB 138259 179740 2.91% ©0.648%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55172.D

Acqg On : 13 Oct 2022 20:48
Operator : CG/JU

Sample : N5104-01 2X

Misc

ALS Vvial : 17 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-BG101322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.981 2838 2841 2844 rVWW 145034 169870 2.75% 0.613%
38 20.039 2847 2851 2858 rVB 324255 482591 7.81% 1.740%
39 20.222 2878 2882 2887 rVB 687520 896993 14.52%  3.235%
40 20.509 2928 2931 2934 rBV3 120056 177937 2.88% 0.642%
41 20.645 2952 2954 2957 rVB 118572 109897 1.78% 0.396%
42 21.937 3167 3174 3179 rBV2 316980 721387 11.68% 2.602%

Sum of corrected areas: 27728092
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
BGO55172.D

: 13 Oct 2022 20:48

: CG/JU

: N5104-01 2X

: 17  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->

4000000

3000000

2000000

1000000

Abundance TIC: BG055172.D\data.ms
5000000

0330 5351 002 7442 8.306 9.475 11.138 12.507
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Time-->
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8.512 0,03
13.547 16 1689585 737564818 115 " 118,794 202000
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Time-->

4000000

3000000

2000000
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Abundance TIC: BG055172.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55172.D

Acq On : 13 Oct 2022 20:48
Operator : CG/JU

Sample : N5104-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.330  15.52 ng 225336  1,4-Dichlorobenzene-d4 8.312

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9
4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 7 (3.330 min): BG055172.D\data.ms (-3) (-) m/z 73.00 100.00%

73.0
5000 43.0
87.0
R RaE e ERRmE R
‘ % ‘ 04.9 3.403.503.603.70
Oy b 2O myz 43.00 39.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L R R B L
43.0 3.403.503.603.70
87.0 m/z 55.00  27.23%
h\ \‘ 90 I
O \H‘HH‘HH’HH‘\\H‘\H\’HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R S EE LT
3.403.503.603.70
5000 41.0 55.0 m/z 86.95 26.90%
27.0
0 11, ‘ 112.0 129.0
H‘_H‘_H‘VH‘_‘H_‘HV‘H_‘H_‘H‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl- A Ran s R ARARREREAES o
30.0 3.403.503.603.70
m/z 40.95 14.30%
5000 87.0
44.0
15.0 72.0
Obrd e 880 L e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.403.503.603.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55172.D

Acq On : 13 Oct 2022 20:48
Operator : CG/JU

Sample : N5104-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.351 6.84 ng 99239  1,4-Dichlorobenzene-d4 8.312

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 3-Octanol 130 C8H180 000589-98-0 36
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
5 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 25
Abundance Scan 351 (5.351 min): BG055172.D\data.ms (-345) (-) m/z 43.00 100.00%
43.0
59.0
5000
10 500520540560
N | 83.0 - . : . 9
O v pe e e e m/z 59.00 57.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B L B LA BN R B
59.0 5.00 5.20 5.40 5.60
m/z 101.00 18.75%
15.0 101.0
2%\ L | 83.0 | ‘
O\\\‘\\H‘\\\\’H\\‘\‘1H‘\\‘\\’H\\‘\\H‘\‘\\\’H\\‘\\H‘\\\\’
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
T e
57.0 5.00 5.20 5.40 5.60
5000 m/z 58.00 14.26%
29.0 101.0
ol 730 87O
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15663: 3-Octanol b
59.0 5.00 5.20 5.40 5.60
m/z 41.00 7.81%
5000 830
410 101.0
1l
0 ‘H"‘H"‘“1,H‘“M‘\m"‘1”‘,H‘ui‘mmu,uwmwm,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55172.D

Acq On : 13 Oct 2022 20:48
Operator : CG/JU

Sample : N5104-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Tridecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.507 6.35 ng 125714  Naphthalene-d8 11.138
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Hexadecane 226 C16H34 000544-76-3 80
3 Dodecane 170 C12H26 000112-40-3 80
4 Decane 142 C10H22 000124-18-5 72
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72

Abundance Scan 1569 (12.507 min): BG055172.D\data.ms (-1563) (- | m/z 57.00 100.00%
57.0

5000

=

85.0

=S
12,50

131.1
el il g 29991840 Tz 43.00 82.71%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0

o

5000 R
12.50
29.0 85.0 m/z 71.00 52.54%
O \“‘} T \Hu T \“1 T T \H‘:\L?—i‘?’\.‘()\‘\%ﬁl\.\o\ T \]\_?\4\.\0\ ERRRRRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
U \
12.50
5000 ITI/Z 41.00 44 .17%
85.0
29.0
0 ‘\‘ \‘\ “‘\ H\ e 11%0 . 14;"0 169.0 226.0
rrrprrer e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane T
57.0 12.50

m/z 85.00  32.33%

5000
85.0
29.0 170.0
0 \‘ \“ H\ “\ . Hll%o 141.0 L A\v/\w*\ A /WWA’V‘

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50

8270-BG101322.M Fri Oct 14 14:25:07 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55172.D

Acq On : 13 Oct 2022 20:48
Operator : CG/JU

Sample : N5104-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Tetradecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.723 8.04 ng 213190  Acenaphthene-di0 14.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 94
2 Hexadecane 226 C16H34 000544-76-3 90
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
4 Tridecane 184 C13H28 000629-50-5 72
5 Dodecane, 1-iodo- 296 C12H25I1 004292-19-7 72

Abundance Scan 1776 (13.723 min): BG055172.D\data.ms (-1770) (- | m/z 57.05 100.00%

57.0
5000
85.0

I
1350 1400
1131
ol =, 1410 17301982 m/z 43.00 86.98%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0

5000 85.0 T T T
13.50 14.00

m/z 71.00 56.05%

\‘ oL 1180 1410 1690 1980
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0

T
13.50 14.00

o

o

5000 m/z 41.00 45.,98%
85.0
29.0
0 \ ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #59088: Decane, 2,3,5-trimethyl- — —
57.0 13.50 14.00

m/z 85.00  34.59%

5000 85.0
20.0 141.0
ol L) 1180 L 169.0 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55172.D

Acq On : 13 Oct 2022 20:48
Operator : CG/JU

Sample : N5104-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Hexadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.370 6.09 ng 161535  Acenaphthene-di0 14.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
3 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 72
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 68
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 68
Abundance Scan 1886 (14.370 min): BG055172.D\data.ms (-1878) (- | m/z 43.00 100.00%
43.0
159.1 ~ -
127,.0 14. 14.5
ob— H‘ ‘m‘ “‘Hh“h\\\ \h“m “HH\} ‘h‘\h }‘m’\\hw“h‘ “\];\9‘0"1‘ . m/z 57.00 99.32%
miz--> 50 100 150 200 250
Abundance #107220: Hexadecane
57.0
5000 == .
14.00 14.50
m/z 71.00 94.57%
99.0
01\4.\0“‘\ ‘\“ ‘“ T H“‘ \‘H‘\ ““ !“ T “]\-4}.’()\ %8\3.\0‘ \2\2‘6\.0\ ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #193303: Dodecane, 1-iodo-
57.0
= o
14.00 14.50
5000 m/z 41.00 49.46%
9.0 1550
S 0 0 2 NN
miz--> 50 100 150 200 250
Abundance #59062: Undecane, 3,5-dimethyl- — —
57.0 14.00 14.50
m/z 85.00 46.28%
5000
99.0
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55172.D

Acq On : 13 Oct 2022 20:48
Operator : CG/JU

Sample : N5104-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Pentadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.781 10.16 ng 269313  Acenaphthene-di0 14.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Eicosane 282 (C20H42 000112-95-8 80
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 1956 (14.781 min): BG055172.D\data.ms (-1952) (- | m/z 57.00 100.00%
57.0
5000
85.0
— —5
14.50 15.00
113.0
om_MWuHuu”wmw‘_Hwﬂf“l‘?‘}??‘l‘w‘2“1‘2“2‘”‘ m/z 43.00 78.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0
5000 aa M
85.0 14.50 15.00
29.0 m/z 71.00 55.01%
0 d L‘ | g 11301410 1690 212.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
o —5
14.50 15.00
5000 m/z 41.00 41 .34%
85.0
29.0
0 \ ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane 7 —
57.0 14.50 15.00
m/z 85.00 35.50%
5000 85.0
29.0
oH‘_u\”um\l,wwWﬁ?&%&?&@99&9‘?9”,‘”‘ M) noun,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55172.D

Acq On : 13 Oct 2022 20:48
Operator : CG/JU

Sample : N5104-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Pentadecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.727 11.99 ng 317856  Acenaphthene-di0 14.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 CléH34 000544-76-3 94
2 Pentadecane, 2-methyl- 226 Cl6H34 001560-93-6 86
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
4 Decane, 3-bromo- 220 C10H21Br 030571-71-2 86
5 Dodecane, 2-methyl-6-propyl- 226 CleH34 055045-08-4 86

Abundance Scan 2117 (15.727 min): BG055172.D\data.ms (-2112) (- m/z 57.00 100.00%

57.0
5000

T
99.0 15.50 16.00

- ““\““ L iy 1410 1821 2262 m/z 43.00  80.43%
miz--> 50 100 150 200 250
Abundance #107220: Hexadecane
57.0
5000 — =
15.50 16.00

m/z 71.00 61.54%

99.0
otao | L |, 1010 1e30 2260
miz--> 50 100 150 200 250
Abundance #107235: Pentadecane, 2-methyl-
43.0

5000 85.0 m/z 85.05 42.65%
‘ 070 1830
ol M‘_‘\‘ L h\‘ e Ll me0
miz--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo- = —
57.0 15.50 16.00

m/z 41.00 41.45%

B ~&NAANAAJAAAV«vx/&J
L e

26,0 296.1
S L T i N

— —
miz--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55172.D

Acq On : 13 Oct 2022 20:48
Operator : CG/JU

Sample : N5104-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 8 Pentadecane, 2,6,10-trimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
16.126 6.57 ng 174158  Acenaphthene-di0 14.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 86
2 Bacchotricuneatin c 342 C20H2205 066563-30-2 76
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 72
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 68

Abundance Scan 2185 (16.126 min): BG055172.D\data.ms (-2179) (- | m/z 57.00 100.00%
57.0
- M
‘ ‘ 16.00 16,50
99.0 . .
169.1
ol um“ [ 1 -t m/z 71.85 50.16%
miz--> 50 100 150 200 250 300
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 —r —
16.00 16.50
m/z 43.00 49.13%
99.0
0 \“‘\ ‘\‘ “\ H‘ ‘“‘ \“ \%4}.‘0\ :‘I\_S\?,\O‘ T \2\3\99\ LA B
miz—-> 50 100 150 200 250 300
Abundance #250928: Bacchotricuneatin ¢
19 1120
— —
16.00 16.50
5000 m/z 41.00 27.93%
o I, o0 2450 342,
— s L B e
miz--> 50 100 150 200 250 300
Abundance #74011: Tridecane, 6-methyl- 7 7
57.0 16.00 16.50
m/z 85.00 23.01%
5000
LT
ol l [l 1001880 ) WA
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55172.D

Acq On : 13 Oct 2022 20:48
Operator : CG/JU

Sample : N5104-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.585 13.65 ng 376928  Phenanthrene-di0 17.648
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Dodecane 170 C12H26 000112-40-3 90
3 Eicosane 282 (C20H42 000112-95-8 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 90

Abundance Scan 2263 (16.585 min): BG055172.D\data.ms (-2258) (- | m/z 57.00 100.00%
57.0

" /\/\NJLVV
T
‘ 99.0 16.50
ol g 2420 1830 202 o 4son  go.es
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158600: Nonadecane
57.0
5000 — ‘
16.50
m/z 71.00 65.99%
27 99.0
0 ‘ H\ [l u‘ | \1410 183.0 268.0
\‘\\H‘H\\‘HH‘\\H‘\\\\‘H\\‘HH‘HH‘\\H‘H\\‘HH‘HH’HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45479: Dodecane
43.0
T
16.50
5000 ITI/Z 85.00 43.06%
85.0
L, azo 100
ow""""wmw”ww"""""M"""_ww_m,w,m
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176386: Eicosane 7 ‘
57.0 16.50
m/z 41.00 40.93%
- /KJLMJ\MWxWﬂ\mFAMMJkﬂwJ
99.0
027\ h |7 1410 1830 2250 282
‘_Hw‘HwH‘WHH‘HH_‘H_H‘_HW‘HWH‘WHH‘HH“‘H“H ——
m/z--> 20 40 60 80 100120140160180200220240260280 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55172.D

Acq On : 13 Oct 2022 20:48
Operator : CG/JU

Sample : N5104-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.372 11.62 ng 321057 Phenanthrene-die 17.648
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Nonadecane 268 C19H40 000629-92-5 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tridecane 184 C13H28 000629-50-5 87

Abundance Scan 2397 (17.372 min): BG055172.D\data.ms (-2393) (- | m/z 57.00 100.00%
57.0

-

5000
— —
h 99.0 110 1o61 , . 17.00 17.50
Ol di Ly, 24O 196.122522541 2870 43,00 79.37%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141058: Octadecane
57.0
5000 “ ——
17.00 17.50
m/z 71.00 59.41%
99.0 141.0 !
02‘\7‘\‘.?““1\\H“\\H}\“w‘\\\H“\\‘r“\‘\“\Hi\.\\“\‘H‘:\Lﬁ%.\o\“\\%‘Zﬁlwow‘zusf;(\)\u‘uu
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158600: Nonadecane
57.0
— —
17.00 17.50
5000 ITI/Z 85.00 43.80%
99.0
oF0 L0 1m0 ssso  aemo
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107217: Hexadecane o —
57.0 17.00 17.50
m/z 41.00 39.17%
R7.0
0 L i1 M\ H\ \\\93.0\\ ‘14‘1'0 183.0 226.0
et e e e e e T e e e e — ——
m/z--> 20 40 60 80 100120140160180200220240260280 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55172.D

Acq On : 13 Oct 2022 20:48
Operator : CG/JU

Sample : N5104-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Hexadecane, 2,6,10,14-tetra... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.425 5.77 ng 159255 Phenanthrene-d10 17.648
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
3 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 83
4 Tridecane, 7-methyl- 198 C14H30 026730-14-3 83
5 Tridecane, 6-methyl- 198 C14H3e 013287-21-3 81

Abundance Scan 2406 (17.425 min): BG055172.D\data.ms (-2402) (- | m/z 57.00 100.00%

57.0
5000

1131 -
il

197.1
bl peee 1971 2530 m/z 71.00  75.08%

miz--> 50 100 150 200 250
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0

o

5000 T
17.50
0 m/z 43.00  55.24%
113.
p7.0
0+ “‘\ ‘\‘ "“\ ‘H‘ \H‘\ “‘L \“‘ T “\ %?3\0}8\‘3\()“ E— \25|3\O\ T
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
——
17.50
5000 m/z 85.00  42.24%
99.0
0 ‘\\ HH\ i \‘ H‘ \14?-0 183.0 239.0 296.(
el S
miz--> 50 100 150 200 250
Abundance #45501: Decane, 3,7-dimethyl- ——
43.0 17.50

m/z 41.00 32.13%

- »NNAAmWWAAWMVWNwﬁAI
85.0
\‘ o

170.0
0 A B 11—

—
miz--> 50 100 150 200 250 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55172.D

Acq On : 13 Oct 2022 20:48
Operator : CG/JU

Sample : N5104-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Dodecane, 2-methyl-6-propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.112 11.15 ng 307989  Phenanthrene-die 17.648
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 93
3 Tridecane, 7-propyl- 226 Cl6H34 055045-09-5 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2523 (18.112 min): BG055172.D\data.ms (-2518) (- | m/z 57.00 100.00%
57.0
e \W\m
—— —
| 99.0 1410 18.00 18.50
o thd b LAy 1910 18312200 2681 330. ., 43.00 81.49%
m/z--> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
5000 = s
18.00 18.50
m/z 71.00 67.03%
99.0
| H\ I u‘ i :\141'0 183.0 268.0
O\\“\‘\\‘\‘\\\\“‘\\\\‘\\\\‘\\\\‘\\\\
miz—-> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
—— —
18.00 18.50
5000 m/z 85.00 45.03%
99.0 140.0
182.0
ol by | T 2280
miz--> 50 100 150 200 250 300
Abundance #107221: Tridecane, 7-propyl- T —
43.0 18.00 18.50
m/z 41.00 38.94%
85.0
5000
140.0
‘ .0
0 I .Y ML
m/z--> 50 100 150 200 250 300 18.00 18.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

.13

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
BGO55172.D

Oct 2022 20:48

: CG/JU
: N5104-01 2X

17

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 13 Hexadecanoic acid, methyl e... Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
18.288 96.78 ng 2673080  Phenanthrene-d10 17.648
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Tridecanoic acid, methyl ester 228 (C14H2802 001731-88-0 95
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
4 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 83
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 83

Abundance Scan 2553 (18.288 min): BG055172.D\data.ms (-2547) (- | m/z 73.95 100.00%
74.0
5000
143.0 227.1 T T
185.1 18.00 18.50
ol d ‘L‘ Al “ . ‘ ! ‘2‘71011‘ 8260 384. /7 g7.00 77.19%
m/z--> 50 100 150 200 250 300 350
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 —r— ——
18.00 18.50
143.0 m/z 43.00  40.67%
‘ | | 185.0227.0270,0
O\\\H“\“‘\h“\h“\‘\‘\\‘\\\\"\\‘\‘\‘\}\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #109337: Tridecanoic acid, methyl ester
74.0
= Y
18.00 18.50
5000 m/z 55.00 33.98%
| 1430 1850 s
YN 18 Y VRS it . R —
m/z--> 50 100 150 200 250 300 350
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester — —
74.0 18.00 18.50
m/z 41.00 31.95%
5000
0 \‘ | h\ ‘\ N 1\4\30185022‘7027‘00
e B e o T
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55172.D

Acq On : 13 Oct 2022 20:48
Operator : CG/JU

Sample : N5104-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.512  27.16 ng 750219  Phenanthrene-di0 17.648
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 96
3 Octadecanoic acid 284 (C18H3602 000057-11-4 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 2591 (18.512 min): BG055172.D\data.ms (-2586) (- | m/z 73.00 100.00%
73.0
5000 129.0
213.1 A
171.1 256.1 t ‘18de ‘
0 u ﬂh\h o u““‘u‘u‘ U L 80313431 0 4300 94.48%
m/z--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
18.50
‘ 1710 213.0 256.0 m/z 60.00 85.46%
0! \‘ﬂh“\ ;‘H‘\‘h} ‘\ ‘ “‘ “ “‘ H ““\‘ , ‘\‘ R
miz—-> 50 100 150 200 250 300
Abundance #92069: Tridecanoic acid
73.0
T \
18.50
5000 129.0 m/Z 41.00 78.19%
29. 171.0
‘ 214.0
miz--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid —— ‘
73.0 18.50
m/z 55.00 73.86%
5000 129.0
29. 185.0 947 2840
0 L bt ““m_‘u “‘_H‘u_‘” —
m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55172.D

Acq On : 13 Oct 2022 20:48
Operator : CG/JU

Sample : N5104-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Tridecane, 6-propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.794 8.68 ng 239616  Phenanthrene-die 17.648
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 6-propyl- 226 CléH34 055045-10-8 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Eicosane 282 (C20H42 000112-95-8 90
Abundance Scan 2639 (18.794 min): BG055172.D\data.ms (-2635) (- | m/z 57.00 100.00%
57.0
5000 LMLM
—— —
9.0 141, 0 1961 18.50 19.00
ol b i | 1410 196123912821 339.238L ./, 43,00  78.12%
m/z--> 50 100 150 200 250 300 350
Abundance #107222: Tridecane, 6-propyl-
43.0
5000 5.0 7 —
18.50 19.00
m/z 71.00 68.04%
126.0 ]
O\\\‘\‘ “‘1“‘\“‘\“\“\\“\\\\‘\22\6\\0‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
—— —
18.50 19.00
5000 m/z 85.00 48.47%
‘ 9.0
41.0
59| |11y 19013022s0 2000
m/z--> 0 100 150 200 250 300 350
Abundance #158597: Nonadecane 7 —
57.0 18.50 19.00
m/z 41.00 33.88%
oL || 7 141018305250 2680
e A e —— ——
m/z--> 50 100 150 200 250 300 350 18.50 19.00

8270-BG101322.M Fri Oct 14 14:25:19 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55172.D

Acq On : 13 Oct 2022 20:48
Operator : CG/JU

Sample : N5104-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.411 195.04 ng 5386880  Phenanthrene-d10 17.648
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 98
4 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 96
5 9,12-Octadecadienal 264 C18H320 026537-70-2 94

Abundance Scan 2744 (19.411 min): BG055172.D\data.ms (-2738) (- | m/z 67.00 100.00%
67.

5000
09.1 e
‘ 263.1 19.50
206.1
ol M WM\Lu ol 3400 m/z 81.00 79.51%

m/z--> 50 100 150 20 0 250 300 350
Abundance #191900: 9,12-Octadecadienoic acid, methyl ester

s
5000 e
19.50
09.0 m/z 55.00 70.59%
07, ‘
294.0
ol ‘u\ L 280 2
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

-

—

miz--> 50 100 150 200 250 300 350
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0
—
19.50
5000 ITI/Z 41.00 61.84%
09.0 294.0
o WL, o0
m/z--> 50 100 150 200 250 300 350
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E) P
67.0 19.50
m/z 95.00 53.42%
5000
09.0
LAl L o AW
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55172.D

Acq On : 13 Oct 2022 20:48
Operator : CG/JU

Sample : N5104-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.446 223.69 ng 6178070  Phenanthrene-d10 17.648
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 98
2 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 97
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 96
4 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 95
5 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1010333-58-3 94
Abundance Scan 2750 (19.446 min): BG055172.D\data.ms (-2747) (- | m/z 55.00 100.00%
55.0
- JJLUL
11.1 264.1 —
180.1 “ 19.50
0k it L. L. 850140814583 = /7 41.00 72.56%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 71
19.50
11.0 m/z 69.00 62.47%
“ | 1800 2640
mn Wt all o | |
O\‘\“ ‘\\“\"\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194411: 6-Octadecenoic acid, methyl ester
74.0
s
19.50
5000 m/z 74.00 53.10%
264.0
"2‘ 180.0 ‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194426: 13-Octadecenoic acid, methyl ester —r
55.0 19.50
m/z 43.00 47 .90%
5000
264.0
]{11 0 ‘
m/z--> 50 100 150 200 250 300 350 400 450 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55172.D

Acq On : 13 Oct 2022 20:48
Operator : CG/JU

Sample : N5104-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.564 42.62 ng 1177230  Phenanthrene-d10 17.648
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 93
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
Abundance Scan 2770 (19.563 min): BG055172.D\data.ms (-2766) (- | m/z 74.00 100.00%
74.0
5000 M
143.0 255.2 T 7
\ ‘ 199.1 19.50
ol bl L Ll 13811 39134403 1y 87 00 76.46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #197273: Methyl stearate
74.0
5000 A :
19.50
143.0 199.0 255.0 m/z 43.00 46.17%
O \6‘\\“‘\l‘\J“\lN\H\‘\\““\\\l\“\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #197353: Heptadecanoic acid, 16-methyl-, methyl ester
74.0
T 7
19.50
5000 m/z 55.00 34.98%
143.0 255.0
‘ 199.0
m/z--> 100 150 200 250 300 350 400 450
Abundance #143569: Pentadecanoic acid, methyl ester — ‘
74.0 19.50
m/z 41.00 31.84%
5000
143.0
H ‘ a0
0 “9‘J\M‘Mh“mm_‘m"Mm_m_m_m_‘ —
m/z--> 50 100 150 200 250 300 350 400 450 19.50

8270-BG101322.M Fri Oct 14 14:25:22 2022 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG®55172.D

Acq On : 13 Oct 2022 20:48

Operator : CG/JU

Sample : N5104-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method :
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 19 9,12-Octadecadienoic acid (... Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
19.628 13.02 ng 359709  Phenanthrene-di0 17.648
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,12-Octadecadienoic acid (z,z)- 280 C18H3202 000060-33-3 99
2 Linoleyl methyl ketone 278 C19H340 029204-24-8 99
3 10E,12Z-0Octadecadienoic acid 280 C18H3202 002420-56-6 98
4 Linoelaidic acid 280 C18H3202 000506-21-8 98
5 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 98

Abundance Scan 2781 (19.628 min): BG055172.D\data.ms (-2776) (- | m/z 67.00 100.00%
67.0
- M
1f- 19.50 20.00
54.0 203 0 280.1 : : :
0 L1u15402080 %0 3302 408 g1 00  77.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 e A
19.50 20.00
m/z 55.00 69.58%
280.0
o150 L»\u\wM\M\M “““““%6“‘9?9?‘0‘ S
m/z--> 50 100 150 200 250 300 350 400
Abundance #171280: Linoleyl methyl ketone
67.0
P 7
19.50 20.00
5000 ITI/Z 41.00 62.20%
10.0
| | 1610 2200 278.0
oL ‘\“ L\“‘\\U hH‘ \M\‘ i) i \‘\‘ ' ‘ o | ML‘ R RERRRRRE
m/z--> 50 100 150 200 250 300 350 400
Abundance #173577: 10E,12Z-Octadecadienoic acid — =
67.0 19.50 20.00
m/z 95.00 52.64%
5000
T-O 280.0
LR T AV
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00

8270-BG101322.M Fri Oct 14 14:25:22 2022 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55172.D

Acq On : 13 Oct 2022 20:48
Operator : CG/JU

Sample : N5104-01 2X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 Pentadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.763 6.23 ng 172050  Phenanthrene-di0 17.648
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid 284 (C18H3602 000057-11-4 89
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2804 (19.763 min): BG055172.D\data.ms (-2801) (- | m/z 73.00 100.00%

73.0
5000 129.0
2411
185.1

s — T
% 19.50 20.00
Lk

- “hi u”‘l\‘hﬂ ‘h\ AW L ‘\ I ““‘H‘n“u‘ Ly m?? 23?.9””2‘129}‘ ‘4‘1‘9‘2‘ m/z 59.95 83.99%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 R T
19.50 20.00

m/z 43.00 82.63%

o

o

H 213.0
‘\\\\‘ \“‘\““T‘I\h}\‘ \\\\\‘\“\\‘\f‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #126199: Pentadecanoic acid
73.0
— —
19.50 20.00
5000 129.0 ITI/Z 41.00 67.73%
& } 199.0
oesolblLLLLL
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179090: Octadecanoic acid — =
43.0 19.50 20.00

m/z 57.00 66.71%

5000
129.0
‘ } g0 2840
‘ l\ H\H “h Hn L] ‘ [ ‘ ‘\

O e L o Lt e e — —
miz--> 0 50 100 150 200 250 300 350 400 450 19.50 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG101322\
Data File : BG@55172.D

Acqg On : 13 Oct 2022 20:48
Operator : CG/JU

Sample : N5104-01 2X

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG101322.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... 3.330 15.5 ng 225336 1 8.312 290338 20.0
2-Pentanone, 4-... 5.351 6.8 ng 99239 1 8.312 290338 20.0
Tridecane 12.507 6.3 ng 125714 2 11.138 395640 20.0
Tetradecane 13.723 8.0 ng 213190 3 14.916 530140 20.0
Hexadecane 14.370 6.1 ng 161535 3 14.916 530140 20.0
Pentadecane 14.781 10.2 ng 269313 3 14.916 530140 20.0
Pentadecane, 2-... 15.727 12.0 ng 317856 3 14.916 530140 20.0
Pentadecane, 2,... 16.126 6.6 ng 174158 3 14.916 530140 20.0
Nonadecane 16.585 13.7 ng 376928 4 17.648 552376 20.0
Octadecane 17.372 11.6 ng 321057 4 17.648 552376 20.0
Hexadecane, 2,6... 17.425 5.8 ng 159255 4 17.648 552376 20.0
Dodecane, 2-met... 18.112 11.2 ng 307989 4 17.648 552376 20.0
Hexadecanoic ac... 18.288 96.8 ng 2673080 4 17.648 552376 20.0
n-Hexadecanoic ... 18.512 27.2 ng 750219 4 17.648 552376 20.0
Tridecane, 6-pr... 18.794 8.7 ng 239616 4 17.648 552376 20.0
9,12-Octadecadi... 19.411 195.0 ng 5386880 4 17.648 552376 20.0
9-Octadecenoic ... 19.446 223.7 ng 6178070 4 17.648 552376 20.0
Methyl stearate 19.564 42.6 ng 1177230 4 17.648 552376 20.0
9,12-Octadecadi... 19.628 13.9 ng 359709 4 17.648 552376 20.0
Pentadecanoic acid 19.763 6.2 ng 172050 4 17.648 552376 20.0
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