LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121021\
Data File : BP0@8361.D

Acqg On : 11 Dec 2021 02:45
Operator : CG/JU

Sample : M4973-01 10X

Misc :

ALS Vvial : 20 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@@8361.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.758 804 811 819 rBV 256234 422874 1.38% 0.349%
2 10.546 1275 1285 1292 rBv2 385159 933251 3.04% 0.771%
3 11.993 1521 1531 1541 rBV 422286 692782 2.25% 0.573%
4 13.240 1736 1743 1750 rBV 585462 852312 2.77% 0.704%
5 14.322 1921 1927 1932 rBV 706754 934138 3.04% 0.772%
6 14.410 1935 1942 1950 rVB 484814 837515 2.73% 0.692%
7 15.275 2085 2089 2094 rVB 670863 825269 2.69% 0.682%
8 15.686 2152 2159 2163 rBV 217459 361719 1.18% 0.299%
9 16.145 2232 2237 2240 rBV 688245 989006 3.22% 0.817%
10 16.939 2368 2372 2377 rBV 594404 742502 2.42% 0.614%
11 16.998 2378 2382 2392 rVB 207003 374785 1.22% 0.310%
12 17.175 2407 2412 2417 rBV 575534 846882 2.76% 0.700%
13 17.686 2495 2499 2503 rBV 543677 671481 2.19% 0.555%
14 17.733 2503 2507 2510 rVB 412747 485744  1.58% 0.401%
15 17.869 2523 2530 2534 rBV 11194302 14791711 48.14% 12.224%

16 18.092 2563 2568 2580 rBV 939020 1456669 4.74%  1.204%
17 18.363 2609 2614 2617 rBV 470764 574553 1.87% ©.475%
18 18.986 2712 2720 2722 rBV2 16584941 30377576 98.86% 25.105%
19 19.022 2722 2726 2734 rVV2 17757206 30727803 100.00% 25.394%
20 19.133 2740 2745 2749 rBV 6418431 7314176 23.80% 6.045%

21 19.192 2749 2755 2757 rBV 2152834 3243570 10.56% 2.681%
22 19.227 2757 2761 2771 rVV 3328062 5995611 19.51% 4.955%
23 19.327 2775 2778 2785 rVB3 427487 585581 1.91% 0.484%
24 19.486 2801 2805 2810 rVB 785517 946022 3.08% ©.782%
25 19.539 2810 2814 2816 rBV 343284 422696 1.38% ©.349%
26 19.675 2833 2837 2843 rBvV4 190813 342991 1.12% 0.283%
27 19.751 2847 2850 2854 rVV 283921 342902 1.12% ©.283%
28 19.963 2883 2886 2889 rBV 638339 732731 2.38% ©0.606%
29 20.063 2900 2903 2905 rBV3 344083 421673 1.37% 0.348%
30 20.086 2905 2907 2919 rVB2 774240 1240847 4.04% 1.025%
31 20.198 2920 2926 2930 rBV2 979890 1457150 4.74%  1.204%
32 20.239 2930 2933 2939 rBV6 209888 397389 1.29% 0.328%
33 20.298 2940 2943 2947 rVB 280001 347034 1.13% 0.287%
34 20.369 2951 2955 2960 rBV5 304557 531562 1.73% 0.439%
35 20.480 2970 2974 2982 rVB3 462581 766948 2.50% 0.634%

36 20.545 2982 2985 2992 rVB2 451178 625801 2.04% 0.517%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121021\
Data File : BP0@8361.D

Acqg On : 11 Dec 2021 02:45
Operator : CG/JU

Sample : M4973-01 10X

Misc

ALS Vvial : 20 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 20.810 3024 3030 3034 rVvB2 385429 709298 2.31% 0.586%
38 21.127 3081 3084 3089 rVB 472724 498388 1.62% 0.412%
39 21.286 3107 3111 3115 rVB 845241 1074080 3.50% 0.888%
40 21.692 3177 3180 3187 rVB 271088 330951 1.08% 0.274%
41 21.892 3209 3214 3225 rBV3 706914 1288322 4.19% 1.065%
42 22.610 3330 3336 3344 rVB 1383935 2530387 8.23% 2.091%

43 23.668 3512 3516 3524 rVB2 505282 958798 3.12% 0.792%

Sum of corrected areas: 121003480
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121021\
Data File : BP0@8361.D

Acqg On : 11 Dec 2021 02:45
Operator : CG/JU

Sample : M4973-01 10X

Misc

ALS Vvial : 20 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: BP008361.D\data.ms

1.5e+07

le+07

5000000

7.758 10.546
0 L ‘ L ‘ L ‘ L ‘ T T ‘ T T ’ L ‘ L ‘ L ‘ T T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ T T T ‘ T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP008361.D\data.ms

1948

1.5e+07

17.869

1e+07

5000000

11.993 13.240 144220 15275, 0 16145 16988475 17768630 098 363

O\\J‘\ﬁ“\u‘\H\‘HH‘\H\,HH‘\H\,\\H‘HH‘\\H‘H\\‘\\H‘H\\‘HH‘HH‘HH,HH‘HH

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP008361.D\data.ms

1.5e+07
1le+07

5000000

22.610

0 \\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 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\BP121021\
Data File : BP0@8361.D

Acqg On : 11 Dec 2021 02:45
Operator : CG/JU

Sample : M4973-01 10X

Misc

ALS Vvial : 20 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, 7-propyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.993 14.85 ng 692782  Naphthalene-d8 10.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tridecane 184 C13H28 000629-50-5 89

Abundance Scan 1531 (11.993 min): BP008361.D\data.ms (-1521) (-  m/z 57.05 100.00%
57.0

T
1 1271 12.00
ol AL P2l 11852 2585 332.9 4009 4888547 ./, 43 95  74.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107221: Tridecane, 7-propyl-
43.0
5000 T
12.00
140.0 m/z 71.05 51.34%
O‘\\‘\ “\l!‘II\A‘\\\\\‘\W\I\‘Z\Z\G\\O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane
57.0
e
12.00
5000 ITI/Z 41.05 39.18%
0 J‘ ‘1270 226.0
“H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane —
57.0 12.00
m/z 85.05 30.44%
) ”NJ&fMJ\ﬁV\/“
o il 2120 S L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00

8270E-BP112521.M Tue Dec 14 15:46:35 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121021\
Data File : BP0@8361.D

Acqg On : 11 Dec 2021 02:45
Operator : CG/JU

Sample : M4973-01 10X

Misc

ALS Vvial : 20 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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.240 20.35 ng 852312  Acenaphthene-di10 14.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Heptadecane 240 C17H36 000629-78-7 83
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 80
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 72

Abundance Scan 1743 (13.240 min): BP008361.D\data.ms (-1736) (- m/z 57.10 100.00%
57.1

N

5000
T 3
‘ 154.1 13.00 13.50
Okl 2 24993040 386.2 48895481 myz 43.18  72.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane
57.0
5000 T -
13.00 13.50
m/z 71.05 53.69%
ol Ulliazzo 2260
‘\\\\’\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0
T =
13.00 13.50
5000 m/z 41.05 37.08%
0 J\ ¥ “27.0 198.0
BB
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123961: Heptadecane — —
57.0 13.00 13.50
m/z 85.10 34.37%
5000
“ | 27.0 240.0
O B e T o Pt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121021\
Data File : BP0@8361.D

Acqg On : 11 Dec 2021 02:45
Operator : CG/JU

Sample : M4973-01 10X

Misc

ALS Vvial : 20 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 Tetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.322  22.31 ng 934138  Acenaphthene-dile 14.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Undecane, 6-ethyl- 184 C13H28 017312-60-6 72
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72

Abundance Scan 1927 (14.322 min): BP008361.D\data.ms (-1921) (- m/z 57.05 100.00%
57.0

2

5000
71 2122 14.00 14.50
ob i fgrL 2122 2810 370843104977 n/; 43.10  69.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane
57.0
5000 — —
14.00 14.50
m/z 71.10 57.10%
0 H 14270 226.0
‘\\\\‘\\1\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74004: Tetradecane
57.0
= —
14.00 14.50
5000 m/z 41.10 36.11%
H 127.0 1980
oWH‘Hm‘He_m_m,m‘,‘m,mwmWm_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59037: Undecane, 6-ethyl- o —
57.0 14.00 14.50
m/z 85.05 35.85%
5000
H | | 1540
] e — Sy S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

8270E-BP112521.M Tue Dec 14 15:46:36 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121021\
Data File : BP0@8361.D

Acqg On : 11 Dec 2021 02:45
Operator : CG/JU

Sample : M4973-01 10X

Misc

ALS Vvial : 20 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 Carbonic acid, eicosyl viny... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

15.275 19.71 ng 825269  Acenaphthene-di10 14.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72

Abundance Scan 2089 (15.275 min): BP008361.D\data.ms (-2085) (-  m/z 57.05 100.00%
57.0

- WJLJL
P =
71 2262 15.00 15.50
ob L i lE7S 22622866 3686 4393 5070 /7 43.05  69.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane
57.0
5000 . S
15.00 15.50
m/z 71.10 59.37%
0 HM ‘ 1270 2260
\\\\‘\\1\‘f\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
P =
15.00 15.50
5000 ITI/Z 85.05 38.59%
0 .\‘ J‘[“lﬁ&lolSZ.O 252.0 325.0
o Iy P R P P e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59088: Decane, 2,3,5-trimethyl- T =
57.0 15.00 15.50
m/z 41.10 33.51%
5000
141.0
ow\\“Ju#u“H"‘m‘_"w"H‘HH_Mwwww_ — —
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\BP121021\
Data File : BP0@8361.D

Acqg On : 11 Dec 2021 02:45
Operator : CG/JU

Sample : M4973-01 10X

Misc

ALS Vvial : 20 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 9
R.T. EstConc Area Relative to ISTD R.T.
16.145 23.36 ng 989006  Phenanthrene-d1e 17.175
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 Nonadecane 268 C19H40 000629-92-5 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2237 (16.145 min): BP008361.D\data.ms (-2232) (- m/z 57.10 100.00%
57.1

%

5000
1 1271 o103 16.00 16.50
O h b B 2908 3269 415047725365y 7 43.10  65.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
5000 s -

16.00 16.50
m/z 71.10 59.49%

llifzro 200
0‘\\‘Tg’W\‘!\[1\\1““\‘\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane
57.0
T .
16.00 16.50
5000 m/z 85.10 39.50%
o”,mmol%o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane T T
57.0 16.00 16.50
m/z 41.10 32.40%
h /\dekwaJ\»«jk\waw
o lLpEr0 ao0 2000 b ol
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\BP121021\
Data File : BP0@8361.D

Acqg On : 11 Dec 2021 02:45
Operator : CG/JU

Sample : M4973-01 10X

Misc

ALS Vvial : 20 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 15
R.T. EstConc Area Relative to ISTD R.T.

16.939 17.54 ng 742502  Phenanthrene-di10 17.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heptadecane 240 C17H36 000629-78-7 95
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 2372 (16.939 min): BP008361.D\data.ms (-2368) (- m/z 57.10 100.00%
57.1

T

5000
‘ 1971 17.00
ol bl 171189.1 2543 34104043 47015350 1/, 43.10  66.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane
57.0
5000 T

17.00
m/z 71.10 61.19%

J |y I.J-Fl | 196. 0254 0

O‘\\\\’\\f\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
—
17.00
5000 ITI/Z 85.10 40.78%
7o, 200
O‘H‘w‘h‘_‘JVH‘W‘H‘_H‘“‘H,H‘W‘H‘“‘H,H‘w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl- —
57.0 17.00
m/z 41.05 31.24%
5000
140.0
m/z--> 0 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\BP121021\
Data File : BP0@8361.D

Acqg On : 11 Dec 2021 02:45
Operator : CG/JU

Sample : M4973-01 10X

Misc

ALS Vvial : 20 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 Dodecane, 2-methyl-6-propyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

17.686 15.86 ng 671481  Phenanthrene-die 17.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 93
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentadecane 212 C15H32 000629-62-9 87

Abundance Scan 2499 (17.686 min): BP008361.D\data.ms (-2495) (- m/z 57.10 100.00%

57.1
5000
== =
1271 17.50 18.00
ol AdLLIE] T 197.2 268.1326.9390.3 47655360 1/, 43,10  63.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 s —;
17.50 18.00
m/z 71.10 59.04%
140.0
O\\\l\‘\L‘\'\l!f“\‘\\‘\‘\\;\\‘2\2\6\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0
~ = —
17.50 18.00
5000 m/z 85.10 40.71%
154.0
odblidfe im0 2820
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane T T
57.0 17.50 18.00
m/z 41.10 29.85%
- NLAAV
0 J‘ JJJ\ I‘ .?1‘27'0 226.0
R Amaa e AR R e e — —
m/z--> 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\BP121021\
Data File : BP0@8361.D

Acqg On : 11 Dec 2021 02:45
Operator : CG/JU

Sample : M4973-01 10X

Misc

ALS Vvial : 20 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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.869 349.32 ng 14791700  Phenanthrene-d1e 17.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 83
Abundance Scan 2530 (17.869 min): BP008361.D\data.ms (-2523) (- m/z 74.05 100.00%
74.0
5000
143.1 227.2 — —
‘ h | l ‘ 17.50 18.00
Okl Ll 1Ly 332.8390.8450.35086  n/; g7.05  78.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — ——
17.50 18.00
143.0 m/z 43.10 28.42%
11—
O‘\\\\‘\l\‘\JI\i“\‘l\‘\\"\\‘\‘\"\\l\‘\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109335: Tridecanoic acid, methyl ester
74.0
‘ T T ‘ T T /\
17.50 18.00
5000 m/z 55.10 26.70%

15-9” ‘n iy \ 12

o
[N
SN
w
o
©
o

‘\\\\‘\\\\‘\“\ T "\ L ’ TTT ‘ L ‘ TTTT ‘ TTTT ‘ TTTT ‘ L ‘ TTTT ‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126209: Methyl tetradecanoate

= —
74.0 17.50 18.00
m/z 41.10 22.83%

5000

‘“ L 1y 1\4‘30 | L242.0

o

15.
o"h?x‘H““‘H,“"W“J"H““‘w““‘u““‘u““‘_

— —
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\BP121021\
Data File : BP0@8361.D

Acqg On : 11 Dec 2021 02:45
Operator : CG/JU

Sample : M4973-01 10X

Misc

ALS Vvial : 20 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.092 34.40 ng 1456670  Phenanthrene-d10 17.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 60

Abundance Scan 2568 (18.092 min): BP008361.D\data.ms (-2563) (- m/z 73.00 100.00%

73.0 ‘
5000
213.2

i L 0 L, e
0ol Mwu“‘m‘u 2809 354.2 418.2477.9537.0 43.05  91.90%
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
1800

m/z 60.00  89.46%

} 213.0
“‘"1\“\1!‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid

73.0

o

1800
5000 57.10 77 .89%
171.0
Al
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0 1800

55.10  75.76%

satlliluze JL

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1800

8270E-BP112521.M Tue Dec 14 15:46:42 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121021\
Data File : BP0@8361.D

Acqg On : 11 Dec 2021 02:45
Operator : CG/JU

Sample : M4973-01 10X

Misc

ALS Vvial : 20 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 Tridecane, 1-iodo- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

18.363 13.57 ng 574553  Phenanthrene-d10 17.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 90
4 Nonadecane 268 C19H40 000629-92-5 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2614 (18.363 min): BP008361.D\data.ms (-2609) (-  m/z 57.05 100.00%
57.0

= =
1971 18.00 18.50
Ol A bl fE7 1071 2821341.9402.2464.1 8305 /o 4310 63.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 T \/\T—‘A 7
18.00 18.50
m/z 71.10 62.06%
140.0
O\\\\\“\L‘\'\l!f“\‘\\‘\‘\\\'\‘2\2\6\.\()‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane
57.0
= —
18.00 18.50
5000 m/z 85.05 43.34%
0 1‘ J } I I‘ .711270 226.0
e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #211086: Tridecane, 1-iodo- - T
57.0 18.00 18.50
m/z 41.10 26.97%
5000
‘ 183.0
ol bllpaae, 1 moo L
m/z--> 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\BP121021\
Data File : BP0@8361.D

Acqg On : 11 Dec 2021 02:45
Operator : CG/JU

Sample : M4973-01 10X

Misc

ALS Vvial : 20 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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

18.986 717.40 ng 30377600  Phenanthrene-d1e 17.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
3 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99

Abundance Scan 2720 (18.986 min): BP008361.D\data.ms (-2712) (-  m/z 67.05 100.00%

67.
5000
(150.1 263.3 19.00
o ML, seasmara0ss0as 1y gitos o3.am
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 T
19.00
m/z 95.05 68.09%
5.0
0 H““‘\‘ H\m‘“?‘f‘“‘\\h\l\‘\\‘\\\\2‘6\'2\'9\“\\\\‘\\\\‘\\\\‘\\H‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0
o
19.00
5000 ITI/Z 55.05 61.45%
294.0
‘ “ 150.0
ob MRMULL 2200 |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester e
67. 19.00
m/z 41.05 47.12%
5000
294.0
fie, 0|
o! “M“H'&\UM@«2“2?(9‘“mJ‘HH‘HHWHWHWHM s
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\BP121021\
Data File : BP0@8361.D

Acqg On : 11 Dec 2021 02:45
Operator : CG/JU

Sample : M4973-01 10X

Misc :

ALS Vvial : 20 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 12 9-Octadecenoic acid, methyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.022 725.67 ng 30727800 Phenanthrene-d10 17.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 95
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 95
3 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 95
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 93
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 93

Abundance Scan 2726 (19.022 min): BP008361.D\data.ms (-2722) (- m/z 55.10 100.00%
55.1

264.3
5000

180.2

T

LI ‘\%

19.00
mmﬂh\'nlh34974}48ﬁ76%5343 m/z 69.10  73.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194445: 9-Octadecenoic acid, methyl ester, (E)-

o

55.0
264.0
5000 S ‘
19.00
3.0 m/z 74.18  72.55%
ol |
0 ‘\‘Jlg”‘ J\l!l u‘uEFM | ) \

T L L R I B R R B R R IR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #194442: 9-Octadecenoic acid (Z)-, methyl ester
74.0

19.00
5000 264.0 m/z 83.10 65.98%

Wi L L

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

Abundance #194435: (Z)-15-Octadecenoic acid methyl ester
74.0 19.00

m/z 97.10 62.77%

o

o

5000
264.0

11ty

SR 1114 5 11 R S ——
miz—> 0 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\BP121021\
Data File : BP0@8361.D

Acqg On : 11 Dec 2021 02:45
Operator : CG/JU

Sample : M4973-01 10X

Misc

ALS Vvial : 20 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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.133 172.73 ng 7314180  Phenanthrene-d10 17.175
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 90
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 83

Abundance Scan 2745 (19.133 min): BP008361.D\data.ms (-2740) (-  m/z 74.00 100.00%

74.0
5000
1430 e, SR ——
‘ H 19.00 19.50
O bl L Ly, 827,0385.1 450.3510.3 /7 g7 95 79.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197271: Methyl stearate
74.0
5000 S —
19.00 19.50
143.0 m/z 43.05 31.92%
l 298.0
O‘\\\\‘\\\L\J\“\“\\\‘\\\\Z‘P-ﬁe“\l\\\‘l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #197352. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
= =
19.00 19.50
5000 ITI/Z 55.05 28.19%
143.0 298.0
o Ml 222
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #143569: Pentadecanoic acid, methyl ester e =
74.0 19.00 19.50
m/z 41.10 22.73%
5000
143.0
T
o"9‘”HJuil“m‘whw‘ﬂm‘hwm_m‘w‘w‘ww s =
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\BP121021\
Data File : BP0@8361.D

Acqg On : 11 Dec 2021 02:45
Operator : CG/JU

Sample : M4973-01 10X

Misc

ALS Vvial : 20 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 14 9,11-Octadecadienoic acid, ... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.486 17.62 ng 946022  Chrysene-d12 21.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 99
2 Methyl 1@-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 97
3 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 013058-52-1 95
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 93
5 7,10-Octadecadienoic acid, methy... 294 C19H3402 056554-24-6 93

Abundance Scan 2805 (19.486 min): BP008361.D\data.ms (-2801) (- m/z 67.10 100.00%
67.1

FK

5000
| 294.1
I

| | 19.50
_— ‘M“JH“JU}'mm(‘ Lo 3967 46115303/, g1.10  73.97%

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

?

5000 T
19.50

m/z 95.10 52.53%

294.0

‘ \’ Jl‘ \‘ \\\ I' m || “ bk 220 0 | L

‘\\‘\\‘1 HH‘HH‘\iH‘HH‘\H\‘HH‘HH‘HH‘HH‘\

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

Abundance  #191901: Methyl 10-trans,12-cis-octadecadienoate
67.0

o

-

—
19.50
5000 m/z 55.10 41.43%

294.0
I M A J Lid 4 42200 |

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

Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0 19.50

m/z 79.05 39.52%

o

-

5000

294.0

1' T ° 2200

hdm |

O A b e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

5
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121021\
BP008361.D
: 11 Dec 2021 02:45

Operator : CG/JU

Sample
Misc
ALS vial : 20

Quant Method
Quant Title

TIC Library

: M4973-01 1oX

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

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 Bicyclo[1@.1.0]tridec-1-ene

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
19.963 13.64 ng 732731  Chrysene-di12 21.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[10.1.0]tridec-1-ene 178 C13H22 054766-91-5 90
2 3-Heptadecen-5-yne, (Z)- 234 C17H30 074744-55-1 83
3 1,8,11-Heptadecatriene, (Z,Z)- 234 C17H30 056134-03-3 83
4 Cis-4-methyl-exo-tricyclo[5.2.1.... 150 C11H18 1000215-29-2 74
5 Cyclooctene, 4-ethenyl- 136 C10H16 001124-45-4 62

Abundance Scan 2886 (19.963 min): BP008361.D\data.ms (-2883) (-

m/z 67.00 100.00%

67.0
5000
{ 1F5'1 20.00
‘ 219.2 . :
ol ‘L"“c \'w‘}w“‘l dosd i 3208 429148635440 ., g1 19 74.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52980: Bicyclo[10.1.0]tridec-1-ene
67.0
5000 T
20.00
‘ Fr&o m/z 79.00 69.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #116384: 3-Heptadecen-5-yne, (2)-
79.0
—r
20.00
5000 ITI/Z 55.10 54.65%
149.0
sl s MM\N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #116386: 1,8,11-Heptadecatriene, (Z,2)- ——
67.0 20.00
m/z 41.10 53.73%
Loz
ol b o T —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00

8270E-BP112521.M Tue Dec 14 15:46:48 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121021\
Data File : BP0@8361.D

Acqg On : 11 Dec 2021 02:45
Operator : CG/JU

Sample : M4973-01 10X

Misc

ALS Vvial : 20 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 cis-13-Eicosenoic acid, met... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.086 23.11 ng 1240850 Chrysene-di12 21.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 069120-02-1 93
2 9-Octadecenoic acid, (E)- 282 (C18H3402 000112-79-8 86
3 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 58
4 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 53
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 53

Abundance Scan 2907 (20.086 min): BP008361.D\data.ms (-2905) (-  m/z 55.10 100.00%

55.1
I

——
39.1 2081 2923 20.00
0] ,u“‘ il 3710.,.454.55202 m/z 69.10  65.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #229560: cis-13-Eicosenoic acid, methyl ester
55.0
5000 e :
292.0 20.00
m/z 83.10 49.52%
g2, o0
O‘\\\\"\!“\\“HWf‘“\“h\“‘“'\l\‘\\l‘J\\‘\I\‘}\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
U \
20.00
5000 ITI/Z 74 .00 48.03%
} 264.0
o_HJ,HH‘ uw“‘«“ﬁ{'ﬁlm!w ‘,,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176218: cis-13-Octadecenoic acid o ‘
55.0 20.00
m/z 41.10 47.10%
h J m
264.0
o MM e -
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121021\
Data File : BP0@8361.D

Acqg On : 11 Dec 2021 02:45
Operator : CG/JU

Sample : M4973-01 10X

Misc

ALS Vvial : 20 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 Hexadecanoic acid, 15-methy... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.198  27.13 ng 14571560  Chrysene-d12 21.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 97
2 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 95
3 Methyl 18-methylnonadecanoate 326 C21H4202 1000424-52-4 91
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87

Abundance Scan 2926 (20.198 min): BP008361.D\data.ms (-2920) (-  m/z 74.00 100.00%

74.0
5000
143.0 1 T 7
H\ ‘ 2161 2831 20.00 20.50
o_W,LJJMM ik 3L 4299 8351 L, g7 6 75.13%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #179165:Hexadecanmcacm,154nemyb,meﬂwleaer
74.0
5000 A —_—
20.00 20.50
143.0 284.0 m/z 43.10 42.83%
O‘\\\\’\‘\I\L‘“#\l\\\“\\\?l‘]?fq‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 55.18  37.92%
oh\mw
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #232223: Methyl 18-methylnonadecanoate e ——
74.0 20.00 20.50
m/z 41.10 28.99%
5000
’ 143.0 326.0
ol e Lo T T
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\BP121021\
Data File : BP0@8361.D

Acqg On : 11 Dec 2021 02:45
Operator : CG/JU

Sample : M4973-01 10X

Misc :

ALS Vvial : 20 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 18 unknown20.480 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

26.480 14.28 ng 766048 Chrysene-di2 21.286

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Benzisothiazol-3(2H)-one, 4-... 287 C13H9N303S 1000277-42-1 49
-Diphenyl-7H-pyrrolo[2,3-d]py... 287 C18H13N30 287177-12-2 45
ane, dimethyl(2-methyloct-5-y... 298 C17H3402Si 1000347-95-8 42
-Dihydro-3,3-dimethyl-1,9(2H, ... 241 C15H15NO2 1010212-95-2 35
(1 -Amino-2-naphthyl)methylene... 287 C19H13NO2 094210-77-2 25

uhwNnR

AN
[

"\-bl—'\lN

Abundance Scan 2974 (20.480 min): BP0O08361.D\data.ms (-2970) (- m/z 287.15 100.00%

91.0 28f7.1
5000 173.1
w e
- 'M M ‘lﬂfﬁdﬁ’ H by 4001 4853548, ;04115 91.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #182297: 1,2-Benzisothiazol-3(2H)-one, 4-amino-6-nitro-;
287.0
5000 L
77.0 20.50
m/z 91.05 88.47%
O \\{“w}\)h\W‘II\m‘l\l\"\J\‘ T\‘\g‘]-%\o‘“‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #182919: 5,7-Diphenyl-7H-pyrrolo[2,3-d]pyrimidin-4-ol
287.0
—
20.50
5000 m/z 105.00 81.07%
77.0
1.0 204.0
0 m_‘m‘f‘umw""""""‘,‘Hwwwwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #196930: Silane, dimethyl(2-methyloct-5-yn-4-yloxy)hexy e
241.0 20.50
m/z 239.15 62.25%
B i I JM/
o bbbt om0 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121021\
Data File : BP0@8361.D

Acqg On : 11 Dec 2021 02:45
Operator : CG/JU

Sample : M4973-01 10X

Misc

ALS Vvial : 20 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 1-cis-Vaccenoylglycerol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.892  23.99 ng 1288320  Chrysene-d12 21.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-cis-Vaccenoylglycerol 356 C21H4004 020379-67-3 50
2 9-Octadecenoic acid (Z)-, 2-hydr... 356 C21H4004 003443-84-3 46
3 9-Octadecenal, (Z)- 266 C18H340 002423-10-1 45
4 11,14-Eicosadienoic acid, methyl... 322 C21H3802 002463-02-7 41
5 Oleic acid, 3-hydroxypropyl ester 340 C21H4003 000821-17-0 38

Abundance Scan 3214 (21.892 min): BP008361.D\data.ms (-3209) (-  m/z 45.00 100.00%

45.0
5000
9.1 264.1 — o
l‘" Ve |32 4152 S
oAk ”mwﬂﬁwmeuai‘w“ e dlos 5022 m/z 55.85  95.94%
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #265791: 1-cis-Vaccenoylglycerol
55.0 264.0
5000 — —
21.50 22.00
(30 m/z 57.10  75.89%
93.0
ol LoLlLAL 338.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #266037: 9-Octadecenoic acid (Z)-, 2-hydroxy-1-(hydroxy
55.0
— —
21.50 22.00
5000 264.0 m/z 67.05 66.82%
‘ 23.0
S Mo, | s
m/z--> 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #155918: 9-Octadecenal, (Z)- — —
55.0 21.50 22.00
m/z 81.10 60.96%
} } 182.0 248.0
om‘mW"""umwmwum‘HH‘HHWH_HWHW — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121021\
Data File : BP0@8361.D

Acqg On : 11 Dec 2021 02:45
Operator : CG/JU

Sample : M4973-01 10X

Misc

ALS Vvial : 20 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 N,N-Dimethyloctylamine Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.610 52.78 ng 2530390  Perylene-d12 23.668
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N,N-Dimethyloctylamine 157 C10H23N 007378-99-6 80
2 3-(Dimethylamino)propyl isothioc... 144 C6H12N2S 027421-70-1 72
3 [+]-2,4-Dihydroxy-3,3-dimethyl-N... 232 C11H24N203 1000253-94-2 72
4 1-Hexanamine, 2-ethyl-N,N-dimethyl- 157 C1@H23N 028056-87-3 72
5 N-[3-(Dimethylamino)propyl]piper... 405 C15H21F6N303  1000507-88-3 64

Abundance Scan 3336 (22.610 min): BP008361.D\data.ms (-3330) (-  m/z 58.10 100.00%
58.1

5000

—

—
1571 22.50 23.00

1 366.4
0L bbb 2O0E 99044301489.3549. ), 73 10 7.09%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34024: N,N-Dimethyloctylamine
58.0

5000 1
22.50 23.00
m/z 55.05 6.32%

157.0
O‘\\“{\h‘ I‘l\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23729: 3-(Dimethylamino)propyl isothiocyanate

58.0

T
22.50 23.00
5000 m/z 157.10 5.74%

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

Abundance #113295: [+]-2,4-Dihydroxy-3,3-dimethyl-N-[3,3-dimethyle ‘
58.0 22.50 23.00
m/z 59.10 5.57%

5000
L 220 | 2320
wdl Lo ]

0 bbbt b i o e =
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 22,50 23.00

o

8270E-BP112521.M Tue Dec 14 15:46:53 2021 Page: 23



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121021\
Data File : BP0O@8361.D

Acqg On : 11 Dec 2021 02:45
Operator : CG/JU

Sample : M4973-01 10X

Misc :

ALS Vvial : 20 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, 7-pr... 11.993 14.9 ng 692782 2 10.557 933251 20.0
Hexadecane 13.240 20.4 ng 852312 3 14.416 837515 20.0
Tetradecane 14.322 22.3 ng 934138 3 14.416 837515 20.0
Carbonic acid, ... 15.275 19.7 ng 825269 3 14.416 837515 20.0
Heptadecane 16.145 23.4 ng 989006 4 17.175 846882 20.0
Octadecane 16.939 17.5 ng 742502 4 17.175 846882 20.0
Dodecane, 2-met... 17.686 15.9 ng 671481 4 17.175 846882 20.0
Hexadecanoic ac... 17.869 349.3 ng 14791700 4 17.175 846882 20.0
n-Hexadecanoic ... 18.092 34.4 ng 1456670 4 17.175 846882 20.0
Tridecane, 1-iodo- 18.363 13.6 ng 574553 4 17.175 846882 20.0
9,12-Octadecadi... 18.986 717.4 ng 30377600 4 17.175 846882 20.0
9-Octadecenoic ... 19.022 725.7 ng 30727800 4 17.175 846882 20.0
Methyl stearate 19.133 172.7 ng 7314180 4 17.175 846882 20.0
9,11-Octadecadi... 19.486 17.6 ng 946022 5 21.286 1074080 20.0
Bicyclo[10.1.0]... 19.963 13.6 ng 732731 5 21.286 1074080 20.0
cis-13-Eicoseno... 20.086 23.1 ng 1240850 5 21.286 1074080 20.0
Hexadecanoic ac... 20.198 27.1 ng 1457150 5 21.286 1074080 20.0
unknown20.480 20.480 14.3 ng 766948 5 21.286 1074080 20.0
1-cis-Vaccenoyl... 21.892 24.0 ng 1288320 5 21.286 1074080 20.0
N,N-Dimethyloct... 22.610 52.8 ng 2530390 6 23.668 958798 20.0
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