LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8199.D

Acqg On : 02 Dec 2021 19:26
Operator : CG/JU

Sample : M4893-01 2X

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

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

Signal : TIC: BP@@8199.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.387 400 408 423 rBV 641032 982743 5.56% 1.247%
2 6.981 668 679 693 rBv 581456 991781 5.62% 1.258%
3 7.793 808 817 826 rBV 370829 610968 3.46% 0.775%
4 8.951 1008 1014 1024 rBV 362657 626402 3.55% 0.795%
5 10.593 1282 1293 1299 rBV 509963 971396 5.50% 1.232%
6 12.028 1528 1537 1543 rBV 206132 337201 1.91% 0.428%
7 13.063 1707 1713 1722 rVB 883214 1303683 7.38% 1.654%
8 13.275 1742 1749 1756 rBV 346916 506035 2.87% 0.642%
9 14.351 1927 1932 1937 rBV 500011 624325 3.53% 0.792%
10 14.445 1940 1948 1955 rW 693234 1130793 6.40% 1.435%
11 14.975 2034 2038 2046 rVB2 121064 193272 1.09%  0.245%
12 15.304 2090 2094 2099 rVB 536231 649094 3.68% 0.824%
13 15.716 2157 2164 2169 rBV 177861 307946 1.74% 0.391%
14 15.939 2196 2202 2210 rVV 688728 1083332 6.13% 1.374%
15 16.175 2237 2242 2245 rBV 580850 829218 4.69% 1.052%
16 16.969 2373 2377 2382 rBV 491360 639084 3.62% 0.811%
17 17.022 2382 2386 2395 rVB 202195 358799 2.03% 0.455%
18 17.204 2412 2417 2422 rBV 829412 1179240 6.68% 1.496%
19 17.716 2500 2504 2508 rBV 484431 598984 3.39% 0.760%
20 17.757 2508 2511 2519 rVB 528157 609345 3.45% 0.773%

21 17.892 2528 2534 2538 rBV 6969618 8857882 50.15% 11.238%
22 18.116 2567 2572 2584 rBV 840608 1243197 7.04% 1.577%
23 18.392 2614 2619 2622 rBV 399314 507496 2.87% 0.644%
24 19.004 2716 2723 2725 rBV 11858489 17344621 98.20% 22.005%
25 19.033 2725 2728 2737 rVB2 11775991 17662137 100.00% 22.408%

26 19.157 2744 2749 2753 rBV 3118908 3604198 20.41% 4.573%
27 19.216 2753 2759 2760 rBV 1350920 1832023 10.37% 2.324%
28 19.239 2760 2763 2775 rVV2 2371068 3938771 22.30%  4.997%
29 19.351 2779 2782 2789 rVB3 240747 378864 2.15% 0.481%
30 19.510 2806 2809 2813 rVB2 178157 212016 1.20% 0.269%
31 19.569 2815 2819 2831 rVB2 342778 683005 3.87% ©.867%
32 19.780 2850 2855 2859 rVV 1406266 1734959 9.82% 2.201%
33 19.992 2888 2891 2893 rBV2 178162 202136 1.14% 0.256%
34 20.086 2904 2907 2909 rBV2 256478 261650 1.48% ©.332%
35 20.116 2909 2912 2922 rVB4 347571 555649 3.15% ©.705%

36 20.221 2924 2930 2934 rBV2 462110 679842 3.85% 0.863%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8199.D

Acqg On : 02 Dec 2021 19:26
Operator : CG/JU

Sample : M4893-01 2X

Misc

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

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

37 20.504 2975 2978 2984 rVB6 178391 297983 1.69% 0.378%
38 20.568 2986 2989 2994 rVV 239614 286929 1.62% 0.364%
39 21.151 3086 3088 3093 rVB 234996 270647 1.53% 0.343%
40 21.310 3110 3115 3119 rBV 974728 1307528 7.40% 1.659%
41 22.645 3337 3342 3349 rVB 604205 1135918 6.43% 1.441%
42 23.709 3518 3523 3529 rVB2 669117 1289944 7.30% 1.637%

Sum of corrected areas: 78821036
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8199.D

Acqg On : 02 Dec 2021 19:26
Operator : CG/JU

Sample : M4893-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

Abundance TIC: BP008199.D\data.ms
1.2e+07

1le+07
8000000
6000000
4000000

2000000

5.387 6.981 7.793 8.951 10.593

Ok\ L ‘ L ‘ L ‘ T ’ L ‘ T TTT ‘ L ’ L ‘ L ’ T \/\\\ ‘ T T ‘ T T T \/\‘ T T ‘ T ‘ L ‘ T T T ‘ T 1T ‘ T T
Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance TIC: BP008199.D\data.ms
1.2e+07 119 (0R8

le+07
8000000
17.892
6000000

4000000 19.157

2000000

13.063 A45 15. 204 8.116

R L B e e T T e e e

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BP008199.D\data.ms
1.2e+07

1le+07
8000000
6000000
4000000
2000000 21.310 22 645 23.709

@MWMWM

0 \\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8199.D

Acqg On : 02 Dec 2021 19:26
Operator : CG/JU

Sample : M4893-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 1 Tridecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.028 6.94 ng 337201 Naphthalene-d8 10.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 90
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1537 (12.028 min): BP008199.D\data.ms (-1528) (- m/z 57.10 100.00%

57.1
5000
T \
‘ 145.0 12.00
ol bl 27022069 2911 38574437 5339 n/z 43.05  76.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59025: Tridecane
57.0
5000 = |
12.00
m/z 71.05 54.02%
\‘ i “ 127.0184.0
L ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane
57.0
T I
12.00
5000 ITI/Z 41.00 39.19%
Ulibszre zase
A a e A R AR R T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33101: Octane, 2,4,6-trimethyl- — ‘
57.0 12.00
m/z 85.05 31.23%
h \/\NJ\A/\/\/\
J“‘427.0 ) b
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8199.D

Acqg On : 02 Dec 2021 19:26
Operator : CG/JU

Sample : M4893-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 2 Tetradecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.275 8.95 ng 506035  Acenaphthene-d10 14.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 87
4 Octadecane 254 C18H38 000593-45-3 80
5 Tridecane 184 C13H28 000629-50-5 72

Abundance Scan 1749 (13.275 min): BP008199.D\data.ms (-1742) (- m/z 57.05 100.00%
57.0

N

5000
T —
J 1540 13.00 13.50
bbb 2 2515 8409 43014979 n/z 43.05  70.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74004: Tetradecane
57.0
5000 T —=
13.00 13.50
m/z 71.05 57.63%
“J‘JH’!‘Z?Xng?.O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane
57.0
T —
13.00 13.50
5000 m/z 85.05 36.19%
Liisr0 o0
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74019: Tridecane, 6-methyl- T 1
57.0 13.00 13.50
m/z 41.00 33.44%
5000
‘ lwze.o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50

8270E-BP112521.M Fri Dec 03 16:48:48 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8199.D

Acqg On : 02 Dec 2021 19:26
Operator : CG/JU

Sample : M4893-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 3 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.351 11.04 ng 624325  Acenaphthene-di10 14.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
3 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 74
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 72
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 64

Abundance Scan 1932 (14.351 min): BP008199.D\data.ms (-1927) (- m/z 57.05 100.00%

57.0
5000
= —
1 271 2199 14.00 14.50
ob Al AZIL 2122 3107 417347745380 .., 43,05 68.23%
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane
57.0
5000 e —
14.00 14.50
m/z 71.05 55.86%
| JM ‘ 1270 2260
\\11‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
= =
14.00 14.50
5000 ITI/Z 85.10 37.48%
141.0
w“\“M'\‘ml_H‘_"‘_HW‘H_ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33097: Nonane, 3,7-dimethyl- T T
57.0 14.00 14.50
m/z 41.10 34.77%
5000
‘ 127.0
“ b ‘\
R R R R R R E e o R ARARARRARET — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8199.D

Acqg On : 02 Dec 2021 19:26
Operator : CG/JU

Sample : M4893-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 4 Bacchotricuneatin c Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.304 11.48 ng 649094  Acenaphthene-di10 14.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Bacchotricuneatin c 342 C20H2205 066563-30-2 96
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 74
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72

Abundance Scan 2094 (15.304 min): BP008199.D\data.ms (-2090) (-  m/z 57.05 100.00%
57.0

= —
1 271 15.00 15.50
ol AT 2262 3300 414847685421 ./, 4316  67.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane
57.0
5000 - —
15.00 15.50
m/z 71.10 57.35%
J\ JJJ.‘ 1270 226.0
\\11[\ \\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #250928: Bacchotricuneatin ¢
71.0
= —=
15.00 15.50
5000 ITI/Z 85.05 37.65%
2.0
U P10 2600 3420
R L e RREma e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59030: Nonane, 5-butyl- 7 7
71.0 15.00 15.50
m/z 41.10 31.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8199.D

Acqg On : 02 Dec 2021 19:26
Operator : CG/JU

Sample : M4893-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 5 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.175 14.06 ng 829218  Phenanthrene-di10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Tridecane 184 C13H28 000629-50-5 95
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 2242 (16.175 min): BP008199.D\data.ms (-2237) (- m/z 57.10 100.00%
57.1

- kadmkjﬂvJ\wmmwAJ\&m
— —
1971 240.2 16.00 16.50
ol LIl 2402 3316 401.24622 5309 1/, 43.05 66.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
5000 — T —
16.00 16.50
m/z 71.05 61.73%
7.0
‘\\“Tg"’\j\‘\‘l\l)‘]k\ﬁ‘\v“\‘\\‘\‘\2\%?‘.(\)\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane
57.0
= —
16.00 16.50
5000 m/z 85.10 39.04%
UL, 42701850
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107217: Hexadecane —T T
57.0 16.00 16.50
m/z 41.05 31.63%
h ML
l‘ |4 2270 2260
e A A e e e —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8199.D

Acqg On : 02 Dec 2021 19:26
Operator : CG/JU

Sample : M4893-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 6 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.969 10.84 ng 639084  Phenanthrene-di10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93
3 Nonadecane 268 C19H40 000629-92-5 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2377 (16.969 min): BP008199.D\data.ms (-2373) (- m/z 57.10 100.00%
57.1
o J“&AAﬁx~JL\mNJJMAAA
——
‘ 1971 17.00
ol AAULETL 2110 27813403 4289  BI8T 4/, 4316  65.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane
57.0
5000 R
17.00
m/z 71.05 57.72%
127.0
\\J\‘!“\JT\A\'!!F\I\T‘“\‘lllgzlfo\\z\s‘ﬂ..\()\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
——
17.00
5000 m/z 85.05 39.91%
140.0
2280
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane —
57.0 17.00
m/z 41.05 30.66%
B Jwbuv%wumﬂﬂwwkwﬁmJ$
“‘ | L1270 197.0 268.0
R A e B s ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8199.D

Acqg On : 02 Dec 2021 19:26
Operator : CG/JU

Sample : M4893-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 7 Nonane, 3,7-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.022 6.09 ng 358799  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 89
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
4 Hentriacontane 437 C31H64 000630-04-6 83
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 2386 (17.022 min): BP008199.D\data.ms (-2382) (-~ m/z 57.10 100.00%

57.1
5000
T I
‘ ﬂ2111839 17.00
obd b by L 28308422 4482 5270 n/7 71.10  74.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59027: Tridecane
57.0
5000 _— :
17.00
m/z 43.10 46.45%
‘ 127.018f-0
I
L ‘\TV\W\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
T T \
17.00
5000 ITI/Z 85.10 40.15%
‘ 127.0
| ]
ey
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #193303: Dodecane, 1-iodo- —
57.0 17.00
m/z 41.00 25.50%
B VWJ\NN/\/
155.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8199.D

Acqg On : 02 Dec 2021 19:26
Operator : CG/JU

Sample : M4893-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 8 Nonadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.716 10.16 ng 598984  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 97
2 Octacosane 394 (C28H58 000630-02-4 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 2504 (17.716 min): BP008199.D\data.ms (-2500) (-  m/z 57.05 100.00%
57.0

=

5000
71 17.50 18.00
Okl LPTE 1971 268.1326.1 399.14888 5314 1/ 43.10  64.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
5000 e ==

17.50 18.00
m/z 71.05 61.43%

1147270 3570 2680

|
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0

=

17.50 18.00
5000 m/z 85.10  42.12%

[LJJLAP70 1070 2810 3940

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

%

Abundance #90189: Pentadecane
57.0 17.50 18.00
m/z 41.05 29.82%
: JL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8199.D

Acqg On : 02 Dec 2021 19:26
Operator : CG/JU

Sample : M4893-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 9 9-Hexadecenoic acid, methyl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.757 10.33 ng 609345  Phenanthrene-di10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 99
2 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 99
3 (Z)-Methyl hexadec-11-enoate 268 C17H3202 000822-05-9 99
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
5 Methyl hexadec-9-enoate 268 C17H3202 010030-74-7 91

Abundance Scan 2511 (17.757 min): BP008199.D\data.ms (-2508) (-  m/z 55.00 100.00%
55.0

:

. 1750  18.00
_HHW“ lu'*n"d“m'_H‘M L8271 4244 5228 ./, 69.05  58.85%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #158444: 9-Hexadecenoic acid, methyl ester, (2)-
53.0

Ul

o

i

5000
17.50 18.00

m/z 41.00 58.69%
‘ 236.0
il iu ‘Iu \

‘\H\‘\\H‘H\\‘\H\‘\H\‘\H\‘\H\‘\\H‘H\\‘H\\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158437: 7-Hexadecenoic acid, methyl ester, (2)-

-

55.0
17.50 18.00
5000 m/z 74.00 49,99%
‘ f30 194.0
LT —————
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158398: (Z)-Methyl hexadec-11-enoate T T
53.0 17.50 18.00
m/z 43.10 42.31%
5000
_uH‘\mwu'wn‘W\_HMWW_WW_WW_ o .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8199.D

Acqg On : 02 Dec 2021 19:26
Operator : CG/JU

Sample : M4893-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 10 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.892 150.23 ng 8857880  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 92
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87

Abundance Scan 2534 (17.892 min): BP008199.D\data.ms (-2528) (- m/z 74.00 100.00%
74.0

Y

Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 17.50 18.00

m/z 41.10 23.97%

5000
143.0 2272 N
‘ h | " 17.50 18.00
Ob kil ULy, 1y 287 355.1414.1473.1532.9 5 g7 09 76.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161203: Hexadecanoic acid, methyl ester
74.0
5000 — -
17.50 18.00
143.0 m/z 43.10 30.36%
‘ ‘ \ 227.0
1‘-59%‘I\L\L\Jl“\“\‘\\“\\l\‘\l‘\\‘\\\l‘\!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109337: Tridecanoic acid, methyl ester
74.0
== b=
17.50 18.00
5000 m/z 55.18  28.20%
143.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
=i =

5000

143.0
\l } “\ L oot ] 22\7 O

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8199.D

Acqg On : 02 Dec 2021 19:26
Operator : CG/JU

Sample : M4893-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 11 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.116  21.08 ng 1243200  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Dodecanoic acid 200 C12H2402 000143-07-7 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 2572 (18.116 min): BP008199.D\data.ms (-2567) (- m/z 73.00 100.00%

213.2
— —
“H L 18.00 18.50
o JM A_me2‘7‘??‘3“""1‘9491‘ 1 47485358 n/z 6@0.00  89.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
213.0 m/z 43.05 86.44%

1 UHIL\\MH |

[T o \\H‘HH‘HH‘HH‘HH‘HH‘H\\‘H\\‘H\\‘\

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

Abundance #126199: Pentadecanoic acid
73.0

%

18.00 18.50
5000 m/z 57.05 76.30%

199.0

LStL ‘ HHN 190 |

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

3

Abundance #75717: Dodecanoic acid
73.0 18.00 18.50
m/z 55.05 71.57%
5000
200.0
LS-*L\ \Mm‘ I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8199.D

Acqg On : 02 Dec 2021 19:26
Operator : CG/JU

Sample : M4893-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 12 Eicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.392 8.61 ng 507496  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Nonadecane 268 C19H40 000629-92-5 93
3 Tridecane, 7-propyl- 226 C16H34 055045-09-5 93
4 Heptacosane 380 C27H56 000593-49-7 91
5 Pentadecane 212 C15H32 000629-62-9 91

Abundance Scan 2619 (18.392 min): BP008199.D\data.ms (-2614) (-  m/z 57.10 100.00%
57.1

= —
‘ 127.1 197, 18.00 18.50
ol A LLECT 2972 28213428 414847518322 /7 71 05  65.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 - —
18.00 18.50
m/z 43.05 64.33%
\\“\!‘\\\\IL\F\‘\T“\\‘WJ-\Q\TIO\\\‘2\\83‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
== —=
18.00 18.50
5000 m/z 85.10 44.24%
L4270 1070 2680
“"H‘W‘H‘_‘H‘H“_‘H,H‘W‘H‘_‘H,H‘W‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107221: Tridecane, 7-propyl- I —
43.0 18.00 18.50
m/z 41.00 27.43%
5000
140.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP112521.M Fri Dec 03 16:48:57 2021

Page:

15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8199.D

Acqg On : 02 Dec 2021 19:26
Operator : CG/JU

Sample : M4893-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 13 9,11-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

19.004 294.17 ng 17344600  Phenanthrene-d1e 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
3 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 013058-52-1 99
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99

Abundance Scan 2723 (19.004 min): BP008199.D\data.ms (-2716) (-~ m/z 67.05 100.00%
67.

5000

o

i1 263.1 19.00
h. || “ b |

‘H‘WM ’HH‘w‘H«‘H‘WJHJ§?§ES§§?4ﬂﬁ%59?9‘_ m/z 81.05 92.82%

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

Abundance #191929: 9,11-Octadecadienoic acid, methyl ester, (E,E)-
67.0

o

S

5000 S :
294.0

19.00
’ m/z 95.05 65.76%
‘ T \“1 \\ [h‘\ \‘ “ I'\ m\h\ “\ 1‘\ lf T \2\0\\0 \l\ T \L‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

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

Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0

=

19.00
5000 m/z 55.10 59.81%

I H 150 2620

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

Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0 19.00

m/z 79.05 46.14%

-

5000

294.0

MNJMhﬂtxzzoou

A e e e R e A AR S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8199.D

Acqg On : 02 Dec 2021 19:26
Operator : CG/JU

Sample : M4893-01 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

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

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.033 299.55 ng 17662100 Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99

Abundance Scan 2728 (19.033 min): BP008199.D\data.ms (-2725) (- m/z 55.10 100.00%

55.1
5000 264.3
311802 1 1
19.00
0k J . u“\ T M ok 323:23813 45625142 m/z 69.18  77.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 s :
19.00
3.0 m/z 74.05 73.94%
’ ' h "7180.0 264.0
\\‘\‘ ‘ ‘\JH\‘H“l\ﬂ‘\llll\““\J“‘A\"\J\\‘\\‘\\ T ‘ \h\ T \l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194417: 15-Octadecenoic acid, methyl ester
55.0
T T
19.00
5000 ITI/Z 83.10 70.96%
264.0
i
HLM%MHLWWLMM‘A“‘H‘_H‘_‘H,H‘W‘HW‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194421: 14-Octadecenoic acid, methyl ester s ‘
55.0 19.00
m/z 97.10 64.26%
5000
‘1 264.0
5.0
e | A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8199.D

Acqg On : 02 Dec 2021 19:26
Operator : CG/JU

Sample : M4893-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 15 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.157 61.13 ng 3604200 Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 92
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 86

Abundance Scan 2749 (19.157 min): BP008199.D\data.ms (-2744) (- m/z 74.00 100.00%

74.0
5000
143.1

A —
“\ 285.2 19.00 19.50
Ol b L Ly 3208 415047285305 4/, g7 00 76.19%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197277: Methyl stearate
74.0
5000 A —
298.0 19.00 19.50

143.0
m/z 43.05 36.85%

LS.O‘“\TAJ‘[\“V\IP.\l\hg‘

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

Abundance #197352: Heptadecanoic acid, 16-methyl-, methyl ester
74.0

T
19.00 19.50

5000 m/z 55.10 30.53%
143.0 298.0
‘lﬂ‘lz}“,
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #143569:Pemadecanok:add,nuﬂhyleﬁer —1— —=s
74.0 19.00 19.50

m/z 41.05 23.74%

5000
143.0
sl 20

|
‘ u\‘\\u‘\\u‘uu‘uu‘uu‘uu‘uu‘uu‘uu‘uu‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8199.D

Acqg On : 02 Dec 2021 19:26
Operator : CG/JU

Sample : M4893-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 16 Octadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.351 5.80 ng 378864  Chrysene-d12 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2782 (19.351 min): BP008199.D\data.ms (-2779) (- m/z 73.00 100.00%

‘\\\‘ ‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

73.0
5000
241.2 s —
‘ “ ‘ | { \ | 5270 19.00 19.50
-t ““‘Jw“HWL_H 3270 402.14625 5349 1/, 60.00 82.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179090: Octadecanoic acid
43.0
5000 = B
129.0 19.00 19.50
“ 284.0 m/z 43.10  77.84%
‘\1‘! “WM\HEWHHIP%\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126202: Pentadecanoic acid
43.0
— =
19.00 19.50
5000 m/z 57.05 75.45%
1200 2420
‘ ‘\ [ / Ly, \ I
— —

Abundance #109279: Tetradecanoic acid
73.0 19.00 19.50
m/z 55.00 65.84%
5000
185.0
MJWJ“WJ\ e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8199.D

Acqg On : 02 Dec 2021 19:26
Operator : CG/JU

Sample : M4893-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 17 2-Bromo dodecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.569 10.45 ng 683005 Chrysene-di2 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 78
2 Tridecane, 1-iodo- 310 C13H27I 0©35599-77-0 70
3 Tricosane 324 (C23H48 000638-67-5 53
4 Nonadecane 268 C19H40 000629-92-5 53
5 Docosane 310 C22H46 000629-97-0 49

Abundance Scan 2819 (19.569 min): BP008199.D\data.ms (-2815) (- m/z 57.05 100.00%
57.0

202.1
5000
10.50 |
7.1 . :
o_uj,l‘ﬂ w“ﬂfumuuu‘l‘h‘?ﬁzl‘?‘zﬁal““?99-9”“':7‘7:?‘?‘}?;' m/z 202.05  66.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane
57.0
5000 — ‘
19.50
m/z 71.10 63.22%
169.0
‘\\Jb"\"!‘f‘”“\lf‘\\[\J\\\‘\\2\4\‘8\.9\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #211086: Tridecane, 1-iodo-
57.0
—— ‘
19.50
5000 ITI/Z 43.05 56.64%
‘ 183.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #229645: Tricosane T I
57.0 19.50
m/z 85.05 44.97%
7.0 324.0
LR B0 e i,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8199.D

Acqg On : 02 Dec 2021 19:26
Operator : CG/JU

Sample : M4893-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 18 cis-10-Heptadecenoic acid, ... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.116 8.50 ng 555649  Chrysene-d12 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 91
2 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 069120-02-1 89
3 cis-Methyl 11-eicosenoate 324 C21H4002 002390-09-2 68
4 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 68
5 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 64

Abundance Scan 2912 (20.116 min): BP008199.D\data.ms (-2909) (-  m/z 55.00 100.00%

55.0
5000
167 1 — —
ZQTI 20.00 20.50
- NJH‘ ﬂ““ mw u"“m%um 3p4.2414.94752 5481 n/z 69.10  62.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #176265: cis-10-Heptadecenoic acid, methyl ester
55.0
5000 — —
20.00 20.50
} 250.0 m/z 74.00  53.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #229560: cis-13-Eicosenoic acid, methyl ester
55.0
== =
20.00 20.50
5000 m/z 83.05 51.57%
292.0
’” 30 2080
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #229545: cis-Methyl 11-eicosenoate — —
55.0 20.00 20.50
m/z 41.10 49.20%
5000
292.0
M 208.0 ‘
"‘M‘MMW'«n'kw'uua"Hm%H\_‘H_MW_WW_ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

8270E-BP112521.M Fri Dec 03 16:49:02 2021 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8199.D

Acqg On : 02 Dec 2021 19:26
Operator : CG/JU

Sample : M4893-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 19 Hexadecanoic acid, 15-methy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.221 10.40 ng 679842  Chrysene-di2 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 95
2 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 94
3 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 93
4 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 93
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 83

Abundance Scan 2930 (20.221 min): BP008199.D\data.ms (-2924) (-  m/z 74.00 100.00%

74.0
5000
143.1 1 1
\ Zl‘6 1 283.1 20.00 20.50
0 il bbb Ly 8540 42884909549, g6 95 77.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179165: Hexadecanoic acid, 15-methyl-, methyl ester
74.0
5000 e SSES
20.00 20.50
143.0 284.0 m/z 43.05 43.97%
‘\\ff‘\LJnl“\‘\‘\\\‘\\\\’[]-1:3\1\{‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #179145: Heptadecanoic acid, methyl ester
74.0
—r —
20.00 20.50
5000 m/z 55.80  37.99%
1430 284.0
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #232221:Emosanok:add,nuﬂhyleﬁer — —
74.0 20.00 20.50
m/z 41.05 30.57%
5000
‘ 143.0 326.0
L OO SOSSUN  (
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8199.D

Acqg On : 02 Dec 2021 19:26
Operator : CG/JU

Sample : M4893-01 2X

Misc

ALS vial : 16 Sample Multiplier: 1

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

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

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

Peak Number 20 3-(Dimethylamino)propyl iso... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.645 17.61 ng 1135920  Perylene-di12 23.709
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(Dimethylamino)propyl isothioc... 144 C6H12N2S 027421-70-1 72
2 N,N-Dimethyloctylamine 157 C1OH23N 007378-99-6 72
3 3-Dimethylaminopropyl methacryla... 170 C9H18N20 005205-93-6 72
4 Benzamide, 5-bromo-2-hydroxy-N-(... 300 C12H17BrN202  289660-53-3 72
5 Tetradonium Bromide 335 C17H38BrN 001119-97-7 64

Abundance Scan 3342 (22.645 min): BP008199.D\data.ms (-3337) (- m/z 58.10 100.00%

58.1
5000
2250  23.00
1571 2671 366.4 ' :
Ol bbb e e 129369 sz 72,10 7.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23729: 3-(Dimethylamino)propyl isothiocyanate
58.0
5000 [y =
22.50 23.00
m/z 55.05 5.62%
‘\‘\‘1%1\“ %‘\‘\“\\1\4\4‘.\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34023: N,N-Dimethyloctylamine
58.0
—r —
22.50 23.00
5000 m/z 157.10  5.62%
157.0
U |
e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46231: 3-Dimethylaminopropyl methacrylamide P ——
58.0 22.50 23.00
m/z 59.05 5.47%
IS U DU e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120221\
Data File : BP0@8199.D

Acqg On : 02 Dec 2021 19:26
Operator : CG/JU

Sample : M4893-01 2X

Misc :

ALS Vvial : 16 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Tridecane 12.028 6.9 ng 337201 2 10.592 971396 20.0
Tetradecane 13.275 8.9 ng 506035 3 14.439 1130790 20.0
Hexadecane 14.351 11.0 ng 624325 3 14.439 1130790 20.0
Bacchotricuneat... 15.304 11.5 ng 649094 3 14.439 1130790 20.0
Heptadecane 16.175 14.1 ng 829218 4 17.204 1179240 20.0
Octadecane 16.969 10.8 ng 639084 4 17.204 1179240 20.0
Nonane, 3,7-dim... 17.022 6.1 ng 358799 4 17.204 1179240 20.0
Nonadecane 17.716 10.2 ng 598984 4 17.204 1179240 20.0
9-Hexadecenoic ... 17.757 10.3 ng 609345 4 17.204 1179240 20.0
Hexadecanoic ac... 17.892 150.2 ng 8857880 4 17.204 1179240 20.0
n-Hexadecanoic ... 18.116 21.1 ng 1243200 4 17.204 1179240 20.0
Eicosane 18.392 8.6 ng 507496 4 17.204 1179240 20.0
9,11-Octadecadi... 19.004 294.2 ng 17344600 4 17.204 1179240 20.0
9-Octadecenoic ... 19.033 299.6 ng 17662100 4 17.204 1179240 20.0
Methyl stearate 19.157 61.1 ng 3604200 4 17.204 1179240 20.0
Octadecanoic acid 19.351 5.8 ng 378864 5 21.310 1307530 20.0
2-Bromo dodecane 19.569 10.4 ng 683005 5 21.310 1307530 20.0
cis-10-Heptadec... 20.116 8.5 ng 555649 5 21.310 1307530 20.0
Hexadecanoic ac... 20.221 10.4 ng 679842 5 21.310 1307530 20.0
3-(Dimethylamin... 22.645 17.6 ng 1135920 6 23.709 1289940 20.0
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