LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8681.D

Acqg On : 05 Jan 2022 02:03
Operator : CG/JU

Sample : M5329-01 5X

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-BP122821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8681.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.469 415 422 434 rBV 1362372 2128585 3.59% 0.717%
2 7.058 683 692 701 rBV 1307628 2165903 3.65% 0.729%
3 7.887 826 833 840 rBV 2636279 4231469 7.13% 1.425%
4 9.040 1012 1029 1037 rBV 816379 1581069 2.66% ©.532%
5 10.687 1299 1309 1317 rBV 3497742 6539959 11.02% 2.202%

6 12.122 1548 1553 1565 rBV 594291 1062491 1.79%
7 13.145 1721 1727 1737 rVB 2638149 3962272 6.67%
8 13.363 1757 1764 17706 rBV 1001351 1520277 2.56%
9 14.428 1940 1945 1951 rBV 1323402 1783477 3.00%
10 14.522 1953 1961 1968 rBV 5136632 8009103 13.49%
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11 15.381 2103 2107 2112 rVB 1360088 1748581 2.95%
12 15.792 2170 2177 2181 rBV 460710 806201 1.36%
13 16.010 2208 2214 2223 rVB 1637193 2505497  4.22%
14 16.245 2249 2254 2257 rBV 1471929 1963183 3.31%
15 16.433 2281 2286 2291 rBV 629075 853495 1.44%
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16 17.039 2385 2389 2394 rBV 1184074 1552792 2.62%
17 17.098 2394 2399 2409 rVB2 484350 899616 1.52%
18 17.269 2422 2428 2433 rBV 5191488 7869294 13.26%
19 17.310 2433 2435 2440 rVB 548033 679918 1.15%
20 17.786 2511 2516 2519 rBV 1131731 1527110 2.57%

OO NOO
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[
R

21 17.822 2519 2522 2530 rVB2 2223672 2739996 4.62%  ©.923%
22 17.951 2538 2544 2549 rBV 27380789 37208758 62.68% 12.529%
23 18.169 2577 2581 2587 rVB2 1024569 1446742 2.44%  0.487%
24 18.451 2625 2629 2638 rVB 919382 1254569 2.11% 0.422%
25 19.057 2725 2732 2734 rBV 38162199 59366498 100.00% 19.990%

26 19.086 2734 2737 2746 rVV2 38991728 59021107 99.42% 19.873%
27 19.210 2753 2758 2762 rBV 10057741 11861544 19.98% 3.994%
28 19.263 2762 2767 2768 rBV 2496998 3187054 5.37% 1.073%

29 19.286 2768 2771 2784 rVV2 4772900 7916735 13.34%  2.666%
30 19.398 2788 2790 2800 rVB4 371293 740710 1.25% 0.249%
31 19.557 2814 2817 2822 rVB2 559548 729948 1.23% ©0.246%
32 19.627 2824 2829 2838 rVB2 1522826 2575566  4.34%  0.867%
33 19.827 2859 2863 2867 rVB 3479337 3911290 6.59% 1.317%
34 20.039 2896 2899 2902 rBV 793674 1022395 1.72% ©.344%
35 20.139 2913 2916 2918 rBV2 622867 702945 1.18% ©.237%

36 20.163 2918 2920 2924 rVB 932229 923513 1.56% 0.311%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8681.D

Acqg On : 05 Jan 2022 02:03
Operator : CG/JU

Sample : M5329-01 5X

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-BP122821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 20.269 2932 2938 2942 rBV2 1445192 2451157 4.13% 0.825%
38 20.551 2983 2986 2992 rVB3 711584 964978 1.63% ©.325%
39 20.622 2995 2998 3002 rVV 595066 705906 1.19% 0.238%
40 21.351 3117 3122 3127 rBV 5416207 7413455 12.49%  2.496%

41 21.474 3138 3143 3154 rBV 17371642 26788356 45.12% 9.020%
42 22.704 3347 3352 3358 rVB 1834474 3472752 5.85% 1.169%
43 23.780 3529 3535 3542 rVB2 3493854 7189686 12.11% 2.421%

Sum of corrected areas: 296985952
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8681.D

Acqg On : 05 Jan 2022 02:03
Operator : CG/JU

Sample : M5329-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP008681.D\data.ms
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Abundance TIC: BP008681.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8681.D

Acqg On : 05 Jan 2022 02:03
Operator : CG/JU

Sample : M5329-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 16
R.T. EstConc Area Relative to ISTD R.T.
12.122 3.25 ng 1062490  Naphthalene-d8 10.693
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
3 Octacosane 394 C28H58 000630-02-4 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86

Abundance Scan 1553 (12.122 min): BP008681.D\data.ms (-1548) (- m/z 57.10 100.00%
57.1

%

5000
12.00 12.50
26. 1184 2
b ‘M LR I82 | 281.9341.04004 4793543 1/, 43.05  73.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59029: Tridecane
57.0
5000 — S
12.00 12.50
m/z 71.10 65.73%
‘\\T\[ 1f\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
== =
12.00 12.50
5000 ITI/Z 85.05 40.93%

I MLF“ 183 0 252.0 325.0

—

ekl by 383-0 2020 3290
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298426: Octacosane
57.0 12.00 12.50
m/z 41.00 38.36%
5000

ol LT gm0 2800 saao

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8681.D

Acqg On : 05 Jan 2022 02:03
Operator : CG/JU

Sample : M5329-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 14
R.T. EstConc Area Relative to ISTD R.T.
13.363 3.80 ng 1520280  Acenaphthene-d10 14.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 10-Methylnonadecane 282 C20H42 056862-62-5 86
4 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 83
5 Tridecane 184 C13H28 000629-50-5 72

Abundance Scan 1764 (13.363 min): BP008681.D\data.ms (-1757) (- m/z 57.10 100.00%
57.1

N

5000
P : ‘
‘ ' 154.0 13.00 13.50
O bdd bayira 2870 3319 415047525363 y/z 43.18  72.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0
5000 & L
13.00 13.50
m/z 71.10 70.74%
0 J\ | || 270 1980
‘\\\\‘\\\\‘\\\V‘\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107217: Hexadecane
57.0
e F
13.00 13.50
5000 m/z 85.10  46.25%
. LLsre 200
Pt A T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176388: 10-Methylnonadecane T T
57.0 13.00 13.50
m/z 41.00 35.57%
5000
154.0
o My wro ST e
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\BP010422\
Data File : BP0@8681.D

Acqg On : 05 Jan 2022 02:03
Operator : CG/JU

Sample : M5329-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 Pentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.428 4.45 ng 1783480  Acenaphthene-d10 14.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Tetradecane 198 C14H30 000629-59-4 91
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 1945 (14.428 min): BPO08681.D\data.ms (-1940) (- m/z 57.10 100.00%
57.1

N

5000
—
1 127.1  212.2 ; 14.50
ol LU LRTS 2122 2818342.1408.246L5 8445 1/ 71 95  71.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane
57.0
5000 LN
14.50
m/z 43.10 71.11%
” 127.0  212.0
O‘\\J\l\’WJ\‘\‘\J‘W‘\\‘\\l“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0
—
14.50
5000 ITI/Z 85.05 48.27%
’ 127.0 198.0
Y B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59088: Decane, 2,3,5-trimethyl- —
57.0 14.50
m/z 41.00 36.63%
5000
141.0
Y —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8681.D

Acqg On : 05 Jan 2022 02:03
Operator : CG/JU

Sample : M5329-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.381 4.37 ng 1748580  Acenaphthene-d10 14.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Tetradecane 198 C14H30 000629-59-4 87
3 Tridecane, 3-methyl- 198 C14H30 006418-41-3 76
4 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 72
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 2107 (15.381 min): BPO08681.D\data.ms (-2103) (- m/z 57.10 100.00%
57.1

-

5000
15‘0(; EI.S‘Sd
7.1 : :
o LI LEIL, 2263 3200 4290 5297 ... 7119 71.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107219: Hexadecane
57.0
5000 T —
15.00 15.50
m/z 43.05 65.38%
| me 226.0
O‘\\H‘!“‘\‘!\J‘!H#\]\1‘\“\*\\’\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0
— —r—
15.00 15.50
5000 m/z 85.10 49.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74014: Tridecane, 3-methyl- T T
57.0 15.00 15.50
m/z 41.10 32.67%
5000
o
Y O - -
m/z--> 0 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\BP010422\
Data File : BP0@8681.D

Acqg On : 05 Jan 2022 02:03
Operator : CG/JU

Sample : M5329-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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.
16.245 4.99 ng 1963180  Phenanthrene-d10 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Tetradecane 198 C14H30 000629-59-4 87
3 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 86
4 Tridecane 184 C13H28 000629-50-5 81
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 2254 (16.245 min): BPO08681.D\data.ms (-2249) (- m/z 57.05 100.00%
57.0

5000

-

M ‘
1 [, 1691 2403 ‘ 16.00 16.50
Obrrd bbb Ly 000 2498 8206 42004869549 1/ 71 05  76.20%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123961: Heptadecane

a1
~!
o

5000 - e
16.00 16.50
m/z 43.05 66.97%

. U azmo 200
‘\\\ \\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane

-

T T
16.00 16.50
5000 m/z 85.10 53.93%

-

0 Jl || f27.0 198.0
P I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123971: Tetradecane, 2,6,10-trimethyl- T T

57.0 16.00 16.50

m/z 41.00 32.88%
5000
155.0

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\BP010422\
Data File : BP0@8681.D

Acqg On : 05 Jan 2022 02:03
Operator : CG/JU

Sample : M5329-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 Carbonic acid, eicosyl viny... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.039 3.95 ng 1552790  Phenanthrene-d10 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 90

Abundance Scan 2389 (17.039 min): BP008681.D\data.ms (-2385) (- m/z 57.10 100.00%
57.1

-

5000
T T
‘ | 27t 192.1254.3 1709
O P 208 2 0000 971 46105243 nyz 71.10  74.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 1

T
17.00
m/z 43.05 66.40%

Mf"olss.o 252.0 325.0

|

O‘\\\\“\\\‘\‘\\\I\“\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123959: Heptadecane
57.0
T \
17.00
5000 ITI/Z 85.10 53.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74004: Tetradecane T I
57.0 17.00
m/z 41.00 31.99%
B J“\Aﬂﬂwwwjk\f\fuNAﬁA
198.0
0”“11912'7'0'*,, —
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\BP010422\
Data File : BP0@8681.D

Acqg On : 05 Jan 2022 02:03
Operator : CG/JU

Sample : M5329-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.786 3.88 ng 1527110 Phenanthrene-d10 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 87

Abundance Scan 2516 (17.786 min): BP008681.D\data.ms (-2511) (- m/z 57.10 100.00%
57.1

5000

:

°

—ry JARS
17.50 18.00
7.1 203.1
O‘MH"JM"H“E‘MM‘M“"‘H‘2“?\8(‘3‘3‘2‘612“‘499'8““1‘7‘5""]""5‘35@7‘ m/z 71.65 78.39%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane

a1
~!
o

5000 T *
17.50 18.00
m/z 43.05 66.40%
O‘\\J\‘\“\I’\J\E‘\‘EZ;‘O“\\J‘\Q\T.\O\\%??\.0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
—r— -
17.50 18.00
5000 m/z 85.05 56.03%

|| 1270 2400

|

=

O Hy b e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane T ‘
57.0 17.50 18.00
m/z 41.10  33.33%
5000

\J || 2270 1970 2670  367.0

S

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

o

8270E-BP122821.M Wed Jan 05 13:26:59 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8681.D

Acqg On : 05 Jan 2022 02:03
Operator : CG/JU

Sample : M5329-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 8 9-Hexadecenoic acid, methyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.822 6.96 ng 2740000  Phenanthrene-die 17.269
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 97
3 (Z)-Methyl hexadec-11-enoate 268 C17H3202 000822-05-9 94
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
5 6-Pentadecenoic acid, 13-methyl-... 268 C17H3202 1000505-96-4 93

Abundance Scan 2522 (17.822 min): BPO08681.D\data.ms (-2519) (-~ m/z 55.00 100.00%

55.0
5000
236.2 — S
H lll‘ “ 17.50 18.00
o bbby L 341240194611 5278 T eg 10 7305

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

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

5000 N
17.50 18.00

m/z 74.00 69.71%
‘ 236.0
h u‘h\ \u Luy

‘HH’\H![HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘\

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

o

55.0
P o
17.50 18.00
5000 m/z 41.10 61.95%
oh ot A Hn 4 ‘Jm il T I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158398: (Z)-Methyl hexadec-11-enoate — P
55.0 17.50 18.00
m/z 83.10 54.41%
5000
s, e
o_wH,JH‘M"M“'u‘s_m\_m‘w‘w_m_m_mww — Sl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

8270E-BP122821.M Wed Jan ©5 13:26:59 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8681.D

Acqg On : 05 Jan 2022 02:03
Operator : CG/JU

Sample : M5329-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.951 94.57 ng 37208800 Phenanthrene-d1e 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
4 Undecanoic acid, 1@-methyl-, met... 214 C13H2602 005129-56-6 72
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 72

Abundance Scan 2544 (17.951 min): BPO08681.D\data.ms (-2538) (- m/z 74.00 100.00%

74.0 |
5000
143.0 92272 e

18.00
0 H“ L M \‘ H ‘\ b4 241.1401.0459.95186  n/; g7.00  76.95%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #161211: Hexadecanoic acid, methyl ester
74.0
5000 T
18.00

m/z 43.10 26.42%

143.0 270.0
‘\\f\‘\L\M\W\l\‘\\l“\\\\PL‘l\\d\\\l‘\!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #126209: Methyl tetradecanoate
74.0

o

1800
5000 m/z 55.05 23.62%
143.0 2420
o_‘H_lwl‘mﬂwH\mm_m_m_m,w,w,w,‘
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #109335: Tridecanoic acid, methyl ester =
74.0 18.00
m/z 143.00 22.07%
5000
143.0
sl | gm0 I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00

8270E-BP122821.M Wed Jan 05 13:27:00 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8681.D

Acqg On : 05 Jan 2022 02:03
Operator : CG/JU

Sample : M5329-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 n-Hexadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.169 3.68 ng 1446740  Phenanthrene-d10 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Undecanoic acid 186 C11H2202 000112-37-8 83

Abundance Scan 2581 (18.169 min): BP008681.D\data.ms (-2577) (- m/z 73.00 100.00%

73.0
5000
213.2
P P
H } H i 18.00 18.50
ol MM LLLL 2771 3561 430.3490.2548. ./, 6g. 00 78.82%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 N N
18.00 18.50
213.0 m/z 43.10 76.34%
O\\i“ m’“l““[l‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
P —
18.00 18.50
5000 m/z 57.10  68.51%
‘ } 185.0  284.0
O‘JW ﬂLM“Hp“ H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid = 7
73.0 18.00 18.50
m/z 55.00 61.90%
5000
L 228.0
143.0 ‘
0 ‘J HMM““ = e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP122821.M Wed Jan 05 13:27:01 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8681.D

Acqg On : 05 Jan 2022 02:03
Operator : CG/JU

Sample : M5329-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.451 3.19 ng 1254570  Phenanthrene-d10 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 91
3 Hexadecane 226 C1l6H34 000544-76-3 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2629 (18.451 min): BP008681.D\data.ms (-2625) (- 57.10 100.00%
57.1
‘1 FF 1971 1850
Ol L 220 2821 347.0 412.1 482.4 549, 71.10  79.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194588: Heneicosane
57.0
5000
18 50

m/z 43.10 64.53%
12270 1670 2060

O‘\\\\[\f\fV\WW“\1\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
\/\‘ T
18.50
5000 85.10  57.15%

o

140.0
W‘”\J“ﬁ‘”hﬁ‘L?%§9”‘W‘”‘W‘”\”‘W‘”‘W‘”\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

#107216: Hexadecane
57.0 1850

41.05 27.63%

5000
\‘ 1270 226.0
0 | J |y

m/z--> 50 100 150 200 250 300 350 400 450 500 550 18 50

8270E-BP122821.M Wed Jan 05 13:27:02 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8681.D

Acqg On : 05 Jan 2022 02:03
Operator : CG/JU

Sample : M5329-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.057 150.88 ng 59366500 Phenanthrene-d10 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
2 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
4 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 99
5 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99

Abundance Scan 2732 (19.057 min): BPO08681.D\data.ms (-2725) (- m/z 67.05 100.00%

67.0
5000
150.1 CT ‘
WL, T
o‘H‘MUu\”hmew«_4““Hﬂ“§?944¥§9‘4994§4% m/z 8l.10 94.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #191917: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
5000 —
19.00
{150 0 204.0 m/z 95.05 70.69%
O‘\\ll\\\"J’\ m““\“\‘\“h\‘k ‘l\‘l\\‘?\cj\(\)[\“\W\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #191899: 8,11-Octadecadienoic acid, methyl ester
67.0
T T
19.00
5000 m/z 55.05 56.02%
‘ 150.0 294.0
ol MMt z0y |
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
m/z 82.10 47.41%
- J\\A
0 Mﬂp?hx. 262.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19 00

8270E-BP122821.M Wed Jan ©5 13:27:03 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8681.D

Acqg On : 05 Jan 2022 02:03
Operator : CG/JU

Sample : M5329-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 13 11-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.086 150.00 ng 59021100 Phenanthrene-d10 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 94
2 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1010333-58-3 94
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 94
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
5 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 93

Abundance Scan 2737 (19.086 min): BPO08681.D\data.ms (-2734) (- m/z 55.10 100.00%

5]:
264.3
5000
1802

\j\””“ ﬂﬂ L] 325.1 416.3475.3 548. 1900
O A s L L | B20-1  310.9475.8 948 sz 69.10  82.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194425: 11-Octadecenoic acid, methyl ester
53.0
5000 T

m/z 74.05 80.72%

264.0
‘\\lll\‘1\\\IJ‘\A\Jllum“#\‘\sp.\‘\\\\\h\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194437: cis-13-Octadecenoic acid, methyl ester
55.0

—
19.00
5000 m/z 83.10 75.32%

l 264.0

ol |

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

Abundance #194417: 15-Octadecenoic acid, methyl ester —

55.0 19.00
m/z 97.10 74.50%

5000
k 264.0
0 A J'\JﬂmMn4 E h —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00

j

o

8270E-BP122821.M Wed Jan 05 13:27:03 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8681.D

Acqg On : 05 Jan 2022 02:03
Operator : CG/JU

Sample : M5329-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 Methyl stearate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.210 30.15 ng 11861500  Phenanthrene-d1e 17.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 99
2 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 93
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
4 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83

Abundance Scan 2758 (19.210 min): BP008681.D\data.ms (-2753) (- m/z 74.00 100.00%

74.0
5000
143.1 2552
” h ‘ 19.00 19.50
07ty i Gl dy 1 133518932 460.95193 [/, g7 09  78.14%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #197273: Methyl stearate
74.0
5000 — —
19.00 19.50
143.0 255.0 43.10 28.85%
O‘\\\\’\‘!WLTJ“\‘V\\“\\\\\‘\\\\‘\\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #197350. Heptadecanoic acid, 15-methyl-, methyl ester
74.0
19 OO 19 50
5000 298.0 ITI/Z 143.05 24.21%
143.0
R XTI I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161212: Hexadecanoic acid, methyl ester —
74.0 19 OO 19.50
m/z 55.05 23.58%
5000
143.0
‘ ’ ‘ 2270
0 L | Ly

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19 OO 19 50

8270E-BP122821.M Wed Jan 05 13:27:04 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8681.D

Acqg On : 05 Jan 2022 02:03
Operator : CG/JU

Sample : M5329-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 5,11,14-eicosatrienoate Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
20.039 2.76 ng 1022400  Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 5,11,14-eicosatrienoate 320 C21H3602 1010336-40-2 91
2 Bicyclo[10.1.0]tridec-1-ene 178 C13H22 054766-91-5 86
3 1,8,11-Heptadecatriene, (Z,Z)- 234 C17H30 056134-03-3 86
4 (6E,8E)-Dodecadienyl acetate 224 C14H2402 072648-90-9 64
5 4-Tetradecyne 194 C14H26 060212-33-1 60

Abundance Scan 2899 (20.039 min): BPO08681.D\data.ms (-2896) (- m/z 67.00 100.00%

5000
\ “1 ‘51 2211 20.00
283 1 :
ob LML L 25313021 assaaoase0. s g1t 7708

?

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #225036: Methyl 5,11,14-eicosatrienoate
67.0
5000 ‘20\00‘ \
185.0 :
‘ m/z 79.00 74.24%
O' J“\J“ﬂ\‘ n h “ }I\J\Z‘G\%\()\s‘?\cj\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52979: Bicyclo[10.1.0]tridec-1-ene
67.0
P |
20.00
5000 ITI/Z 55.00 53.93%
Ts.o
0 “'u \“'”l
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 80.00 49.58%
h MJ\WJ\\/\/\”M
L[z 2
0 Hi "W'Uw‘HH‘HHWH_M_m_m_m_m_ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00

8270E-BP122821.M Wed Jan 05 13:27:05 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8681.D

Acqg On : 05 Jan 2022 02:03
Operator : CG/JU

Sample : M5329-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 20
R.T. EstConc Area Relative to ISTD R.T.

20.163 2.49 ng 923513  Chrysene-di12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 069120-02-1 93
2 Methyl 9-eicosenoate 324 C21H4002 1000336-50-5 78
3 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 70
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 64
5 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 64

Abundance Scan 2920 (20.163 min): BPO08681.D\data.ms (-2918) (- m/z 55.00 100.00%
55.0

5000
—r —
3613 20.00 20.50
0 AL 24285 5165 m/z 69.10  71.90%
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
2920 20.00 20.50
' m/z 83.85 61.21%
ke,
O‘\\\\"\!“\\“H\f‘“\“ll\“““\l\‘\l\l‘l\\‘\I\‘}\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #229538: Methyl 9-eicosenoate
55.0
—r —
20.00 20.50
5000 m/z 74.00 60.93%
292.0
e 2=,
YIS 1 W P OO A

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

Abundance  #176265: cis-10-Heptadecenoic acid, methyl ester =5 ==
55.0 20.00 20.50

m/z 97.10  49.84%

250.0

| M“n 1418 ]L ¢ ’

o“ﬂlﬂ‘u‘ e — —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

il
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8681.D

Acqg On : 05 Jan 2022 02:03

Operator : CG/JU

Sample : M5329-01 5X

Misc

ALS vial : 20

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 17

Eicosanoic acid, methyl ester

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
20.265  6.61ng 2451160 Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 97

2 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602
3 Heptadecanoic acid, methyl ester 284 C18H3602

4 Methyl 9-methyltetradecanoate 256 C16H3202
5 Methyl stearate 298 C19H3802
Abundance Scan 2938 (20.269 min): BP008681.D\data.ms (-2932) (-
74.0
5000
216.1
143.0
‘ 283.1
0. 44 bk sk L sar1 a0n0_seossas,
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #232222: Eicosanoic acid, methyl ester
74.0
5000
143.0
‘ ‘ 326.0
OLS-Q. l\h L I . ?27 0 I ‘
‘\\T\’\\\1[1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

Abundance #179165: Hexadecanoic acid, 15-methyl-, methyl ester

006929-04-0 93
001731-92-6 93
213617-69-7 89
000112-61-8 86

m/z 74.00 100.00%

-

20.00 20.50
m/z 87.00 78.60%

¥

20.00 20.50
m/z 43.05 37.02%

-

74.0
20.00 20.50
5000 m/z 216.10 36.14%
143.0 284.0
i S —
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #179145:HeMadecanMCacm,meﬁwleﬁer T —
74.0 20.00 20.50
m/z 55.00 31.40%
o W
\ 143.0 284.0
0 hhhn . 2180, |
‘H‘W“ T U

mlz--> 0 50

8270E-BP122821.M

100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8681.D

Acqg On : 05 Jan 2022 02:03
Operator : CG/JU

Sample : M5329-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 unknown20.551 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.551 2.60 ng 964978 Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenarsazine, 5,10-dihydro-10-hy... 275 C12H10AsNO2 004733-19-1 44
2 Benzaldehyde, (4-nitrophenyl)hyd... 241 C13H11N302 003078-09-9 41
3 Silane, trimethyl([1,1':3',1'"'-t... 302 C21H22Si 128388-53-4 35
4 p-Methoxybenzylidene p-biphenyla... 287 C20H17NO 025543-63-9 25
5 2-(2-Benzothiazolyl)-5- methylphenol 241 C14H11NOS 056048-54-5 25
Abundance Scan 2986 (20.551 min): BP008681.D\data.ms (-2983) (- 287.15 100.00%
287.1
105.0
5000 189.1
41.
2050
355 1
o Mn”\ Wl 350t 4372 6324 241.20  81.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #166698: Phenarsazine, 5,10-dihydro-10-hydroxy-, 10-0x
241.0
166.0
5000
2050
m/z 105.00  63.75%
63.0 \
0 ""\‘AL‘\ll‘uJ!““\IIE\L“.L“‘h“l“‘l“ “‘H‘H‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #124562: Benzaldehyde, (4-nitrophenyl)hydrazone
241.0
U
20.50
5000 m/z 91.00 60.31%
77.0
\ \ 167.
0\\WJMmﬂLMfﬂH‘Hw‘\H\_\H‘HH‘H\W\H\_\H‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202421: Silane, trimethyl([1,1':3',1"-terphenyl]-5'-yl)- e ‘
287.0 20.50
m/z 131.00 50.59%
5000
143.0
228.0
28.0
0‘Kﬁﬁguwmw‘phmﬂhmﬂﬁlu“u‘_“W‘u“u‘W‘u“‘ —
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\BP010422\
Data File : BP0@8681.D

Acqg On : 05 Jan 2022 02:03
Operator : CG/JU

Sample : M5329-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 Triphenylphosphine oxide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.474 72.27 ng 26788400  Chrysene-d12 21.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 96
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 47
4 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 47
5 3-(3,4-Dichlorophenyl)-2-thioxo-... 277 C9H5C12NOS2 017046-34-3 37
Abundance Scan 3143 (21.474 min): BP008681.D\data.ms (-3138) (- m/z 277.10 100.00%
277.1
5000
199.0 T
77‘~0 12900 | H 21.50
Ol 2301 354.3413.2472.25314 /7 578 10 35.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 LN
21.50
77.0 199.0 m/z 199.00  19.28%
Ol‘-%\.o\\‘[‘\\“\\‘\\\\‘h\\\L\U\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
==
21.50
5000 m/z 201.10 18.46%
7.0 183.0
ool L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy =
277.0 21.50
m/z 183.00  17.55%
5000
o 183.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010422\
Data File : BP0@8681.D

Acqg On : 05 Jan 2022 02:03
Operator : CG/JU

Sample : M5329-01 5X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 1-Dodecanamine, N,N-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.704 9.66 ng 3472750  Perylene-di12 23.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanamine, N,N-dimethyl- 213 C14H31N 000112-18-5 64
2 Trifluomeprazine 366 C19H21F3N2S 002622-37-9 64
3 Hexanamide, N-ethyl-N-pentyl- 213 C13H27NO 1000415-42-1 64
4 N,N-Dimethyloctylamine 157 C1OH23N 007378-99-6 59
5 Octanamide, N-(2-butyl)-N-methyl- 213 C13H27NO 1000458-72-7 59

Abundance Scan 3352 (22.704 min): BPO08681.D\data.ms (-3347) (- m/z 58.10 100.00%
58.1

—

5000
2250  23.00
157.1 : .
267.1 366.4
O b PO T 4291 8029 myz 72,85 8.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #91108: 1-Dodecanamine, N,N-dimethyl-
58.0
5000 m— =
22.50 23.00
m/z 157.10 7.80%
0 .| 128.0 213.0
‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #274973: Trifluomeprazine
58.0
—— —
22.50 23.00
5000 ITI/Z 55.05 6.17%

-

248.0 366.0

o) s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90995: Hexanamide, N-ethyl-N-pentyl- —— ——
58.0 22.50 23.00
m/z 59.05 5.66%
5000
142.0
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\BP010422\
Data File : BP0O@8681.D

Acqg On : 05 Jan 2022 02:03
Operator : CG/JU

Sample : M5329-01 5X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP122821.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 12.122 3.3 ng 1062490 2 10.693 6539960 20.0
Tetradecane 13.363 3.8 ng 1520280 3 14.522 8009100 20.0
Pentadecane 14.428 4.5 ng 1783480 3 14.522 8009100 20.0
Hexadecane 15.381 4.4 ng 1748580 3 14.522 8009100 20.0
Heptadecane 16.245 5.0 ng 1963180 4 17.269 7869290 20.0
Carbonic acid, ... 17.039 4.0 ng 1552790 4 17.269 7869290 20.0
Nonadecane 17.786 3.9 ng 1527110 4 17.269 7869290 20.0
9-Hexadecenoic ... 17.822 7.0 ng 2740000 4 17.269 7869290 20.0
Hexadecanoic ac... 17.951 94.6 ng 37208800 4 17.269 7869290 20.0
n-Hexadecanoic ... 18.169 3.7 ng 1446740 4 17.269 7869290 20.0
Heneicosane 18.451 3.2 ng 1254570 4 17.269 7869290 20.0
9,12-Octadecadi... 19.057 150.9 ng 59366500 4 17.269 7869290 20.0
11-Octadecenoic... 19.086 150.0 ng 59021100 4 17.269 7869290 20.0
Methyl stearate 19.210 30.1 ng 11861500 4 17.269 7869290 20.0
Methyl 5,11,14-... 20.039 2.8 ng 1022400 5 21.351 7413460 20.0
cis-13-Eicoseno... 20.163 2.5 ng 923513 5 21.351 7413460 20.0
Eicosanoic acid... 20.269 6.6 ng 2451160 5 21.351 7413460 20.0
unknown20.551 20.551 2.6 ng 964978 5 21.351 7413460 20.0
Triphenylphosph... 21.474 72.3 ng 26788400 5 21.351 7413460 20.0
1-Dodecanamine, ... 22.704 9.7 ng 3472750 6 23.780 7189690 20.0
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