LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101434.D

Acqg On : 31 Oct 2024 15:50
Operator : RC/JU

Sample : P4639-03 5X

Misc :

ALS Vvial : 11 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 E\Methods\8270-BE102824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BE101434.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.878 45 49 64 rVB 171173 237745  2.12% 0.375%
2 5.316 458 464 476 rBV 225957 378501 3.37% 0.598%
3 6.944 734 741 755 rBV = 224087 430764 3.84% 0.680%
4 7.567 841 847 855 rBV 423286 678275 6.05% 1.071%
5 8.777 1046 1053 1061 rBV 141628 283625 2.53% 0.448%
6 9.171 1115 1120 1134 rVB3 47541 119117 1.06% 0.188%
7 10.170 1283 1290 1298 rBv4 99280 191144 1.70% 0.302%
8 10.340 1311 1319 1325 rBV 684675 1241584 11.07% 1.960%
9 11.192 1458 1464 1470 rBV3 116871 210433 1.88% 0.332%
10 11.468 1506 1511 1516 rBV3 120282 206862 1.84% 0.327%
11 11.603 1529 1534 1541 rVB 187482 297853 2.65% 0.470%
12 11.674 1542 1546 1554 rBV6 46629 117115 1.04% 0.185%
13 11.838 1569 1574 1580 rVB4 84305 160705 1.43% 0.254%
14 12.191 1629 1634 1640 rBV5 121102 255565 2.28% 0.404%
15 12.514 1685 1689 1694 rVB2 88215 122308 1.09% 0.193%
16 12.567 1694 1698 1704 rBV 139252 199451 1.78% 0.315%
17 12.796 1731 1737 1743 rBV 553054 876481 7.81% 1.384%
18 12.866 1743 1749 1756 rBV 366780 587329 5.23% 0.927%
19 13.524 1854 1861 1866 rVB4 221200 432870 3.86% 0.684%
20 13.642 1876 1881 1885 rVB3 100813 196422 1.75% 0.310%
21 13.701 1886 1891 1895 rBV6 79679 176315 1.57% 0.278%
22 13.942 1928 1932 1937 rVB 536548 659509 5.88% 1.041%

23 14.018 1942 1945 1959 rVB10 51047 157573 1.40% 0.249%
24 14.177 1966 1972 1978 rBV 1207458 1807157 16.11%  2.854%

25 14.229 1978 1981 1987 rVB5 76391 122647 1.09% ©.194%
26 14.553 2032 2036 2040 rBV2 147823 220216 1.96% 0.348%
27 14.623 2045 2048 2055 rVB6 136211 223760 1.99% ©.353%
28 14.893 2089 2094 2099 rVB 735140 946551  8.44%  1.495%
29 15.287 2155 2161 2166 rBV 315611 572077 5.10% ©0.903%
30 15.510 2196 2199 2202 rBV3 86341 113344 1.01% 0.179%
31 15.546 2202 2205 2210 rVB2 124682 157720 1.41% ©.249%
32 15.681 2223 2228 2234 rVB 563223 828798 7.39%  1.309%
33 15.745 2234 2239 2249 rBV 1031824 1753155 15.63% 2.768%
34 16.245 2321 2324 2331 rVW3 96518 177586 1.58% ©.280%
35 16.309 2332 2335 2340 rVV2 111180 161812 1.44%  ©.256%

36 16.362 2341 2344 2354 rVB5 72192 130712 1.17% 0.206%

8270-BE102824 .M Mon Nov 04 12:15:00 2024 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101434.D

Acqg On : 31 Oct 2024 15:50
Operator : RC/JU

Sample : P4639-03 5X

Misc :

ALS Vvial : 11 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 E\Methods\8270-BE102824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 16.527 2367 2372 2375 rBV 908943 1121142 9.99% 1.770%
38 16.568 2375 2379 2384 rVB 388888 565130 5.04% 0.892%
39 16.915 2432 2438 2442 rBV 1617965 2363541 21.07% 3.732%
40 16.950 2442 2444 2448 rVB 148063 178129 1.59% 0.281%
41 17.050 2458 2461 2464 rBvV2 84911 116366 1.04% 0.184%
42 17.249 2490 2495 2500 rBV 836863 1096991 9.78% 1.732%
43 17.343 2508 2511 2518 rVB5 132852 214085 1.91% 0.338%
44 17.461 2526 2531 2537 rVB 2780618 3394357 30.25% 5.360%
45 17.749 2575 2580 2589 rBV4 178541 574169 5.12% 0.907%
46 17.925 2606 2610 2614 rBV 798249 932117 8.31% 1.472%

47 18.566 2714 2719 2722 rBV 625367 792447  7.06% 1.251%
48 18.613 2722 2727 2729 rVV 7241329 11219758 100.00% 17.716%
49 18.636 2729 2731 2734 rVV 7260624 7587730 67.63% 11.981%
50 18.660 2734 2735 2742 rVB2 1526518 1440545 12.84%  2.275%

51 18.754 2747 2751 2760 rVB 1568866 1989511 17.73%  3.141%
52 18.912 2770 2778 2783 rBv4 587192 1537586 13.70%  2.428%
53 19.135 2812 2816 2821 rVB 692482 787017 7.01%  1.243%
54 19.329 2846 2849 2854 rVB 255990 326728 2.91% ©.516%
55 19.506 2875 2879 2891 rVB 1410796 1836525 16.37%  2.900%
56 19.664 2902 2906 2912 rBV 496959 558612 4.98% 0.882%
57 20.152 2986 2989 2993 rVB 316421 333528 2.97% ©.527%
58 20.604 3064 3066 3069 rVB 162581 145287 1.29% ©.229%
59 21.633 3136 3139 3141 rBV2 151474 199587 1.78% 0.315%
60 21.074 3141 3146 3150 rVV 2180323 2835659 25.27% 4.478%

61 22.155 3326 3330 3336 rBV 1391373 1986191 17.70%  3.136%
62 23.366 3529 3536 3546 rBV 1763670 3764758 33.55% .945%

%]

Sum of corrected areas: 63330577
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
BE101434.D

: 31 Oct 2024 15:50

: RC/JU

: P4639-03 5X

: 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->

7000000

6000000

5000000

4000000

3000000

2000000

Abundance TIC: BE101434.D\data.ms

1000000 10.340

7.567
2.878 5.316 6.944 8.777 9171 10.1& 11.192

Oﬁ\/\\_/\\’ ‘ T T T ‘ L ’ L ‘ L ‘ T T A\ ‘ L ‘ L ‘ T T T \/L‘ L ‘ T ‘ L ‘ T T ‘ T T ‘ L ‘ T ‘ T T ‘ LI
3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Time-->

7000000
6000000
5000000
4000000
3000000
2000000

1000000 14.893
1 / §§6 1 13.942

Abundance TIC: BE101434.D\data.ms

1B HBE

17.461

G54 19.506
14.177

892135 19,664 o0 15:

9.32

e e e

11.50 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

Time-->

7000000

6000000

5000000

4000000

2000000

1000000

Abundance TIC: BE101434.D\data.ms

3000000 21.074 23.366

20.60421.

0 \‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
20.50 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101434.D

Acqg On : 31 Oct 2024 15:50

Operator : RC/JU

Sample : P4639-03 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
2878 7.01ng 237745  1,4-Dichlorobenzene-d4  7.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 ceH140 000994-05-8 86

005162-48-1 39
000497-26-7 25
036839-67-5 23
000075-76-3 9

»2,4-Trimethyl-3-pentanol 130 C8H180
,3-Dioxolane, 2-methyl- 88 (C4H802
entane, 3-methoxy- 102 C6H140
ilane, tetramethyl- 88 C4H12Si

uih wNnPE
nwornN®

Abundance  Scan 49 (2.878 min): BE101434.D\data.ms (-45) (-) m/z 73.05 100.00%

73.0
5000

SN N
\M 2.80 3.00 3.20

131.9191.1 267.1326.7 414.7 482.9 546.. )

AL SLO9LL 20715207 414.7 4829540 m/z 43.10  34.47%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 R L E
2.80 3.00 3.20

m/z 55.05  25.47%

Al
\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0

2.80 3.00 3.20

o

o

5000 m/z 87.05 25.34%
OHH,
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #2307: 1,3-Dioxolane, 2-methyl- AR
73.0 2.80 3.00 3.20

m/z 41.10 11.74%

5000 NMNM/\J\KKAWWWNNMMM
m“ l

e e R
miz--> 50 100 150 200 250 300 350 400 450 500 550 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101434.D

Acqg On : 31 Oct 2024 15:50
Operator : RC/JU

Sample : P4639-03 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecane Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.603 4.80 ng 297853  Naphthalene-d8 10.334
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tetradecane 198 C14H30 000629-59-4 80
3 Hexadecane 226 C16H34 000544-76-3 72
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 70
5 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 62

Abundance Scan 1534 (11.603 min): BE101434.D\data.ms (-1529) (- m/z 57.10 100.00%
7.1

5
5000

T
133.0 11.50 12.00

O‘H\,MlMANJW\EQ?%\%6%8%%?2\A99§u‘ﬂ$%$§4%“ m/z 43.16  77.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59025: Tridecane
57.0
5000 = —
11.50 12.00

m/z 71.10  58.35%

\‘ |4 127.0185.0
‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0

T
11.50 12.00

o

5000 m/z 41.10 39.07%
0‘HJM‘#LHE?£‘E?%9H“H‘“‘H,H‘W‘H‘,H‘W‘H‘,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane 7 7
57.0 11.50 12.00

m/z 85.10  35.22%

0 J‘ b )127'0 226.0

e e R e e

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101434.D

Acqg On : 31 Oct 2024 15:50
Operator : RC/JU

Sample : P4639-03 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 15
R.T. EstConc Area Relative to ISTD R.T.
12.866 6.50 ng 587329  Acenaphthene-d10 14.177
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Nonadecane 268 C19H40 000629-92-5 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 10-Methylnonadecane 282 C20H42 056862-62-5 86
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 86

Abundance Scan 1749 (12.866 min): BE101434.D\data.ms (-1743) (] ' m/z 57.10 100.00%
57.1

N

5000
— ——
1| 261 1082 12.50 13.00
o LALL{EO 1982 2828 3528 43234938 n/; 43.10  75.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74004: Tetradecane
57.0
5000 — —
12.50 13.00
m/z 71.10 63.04%
Ira s
O‘\\\l\‘\\\l\“\l\‘\\l’l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane
57.0
— —
12.50 13.00
5000 ITI/Z 85.10 40.57%

| £27-0 197.0 268.0

L

N

0 et A A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107220: Hexadecane — T
57.0 12.50 13.00
m/z 41.10 38.00%
h QNJJKMKWA/\WVx¢vNWVf
1l p270 2260
O e T e Ao — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101434.D

Acqg On : 31 Oct 2024 15:50
Operator : RC/JU

Sample : P4639-03 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.524 4.79 ng 432870  Acenaphthene-d10 14.177
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 80
3 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 80
4 Dodecane 170 C12H26 000112-40-3 78
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
Abundance Scan 1861 (13.524 min): BE101434.D\data.ms (-1854) (- | m/z 57.10 100.00%
57.1
- Nﬂ\vj
T
M 1145.1 2112 281.8343.0 414.5 490.6547.: 13:50
O A i Sy 2 £OL.0 9080 289 SRR m/z 71.10  87.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 LS :
13.50
m/z 43.10 75.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
T
13.50
5000 m/z 85.10 42 .84%
183.0
o iil13260 7 2530
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141075: Hexadecane, 7,9-dimethyl- —T
57.0 13.50
m/z 41.10 32.92%
5000
155.0
obbbdo L [ 2890 i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50
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Data Path : Z:
Data File : BE

Acqg On : 31
Operator : RC
Sample : P4
Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
101434.D

Oct 2024 15:50

/3U

639-03 5X

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12

R.T. EstConc Area Relative to ISTD R.T.
13.942 7.30 ng 659509  Acenaphthene-di10 14.177
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Hexadecane 226 C1l6H34 000544-76-3 80
5 Tridecane 184 C13H28 000629-50-5 72

Abundance Scan 1932 (13.942 min): BE101434.D\data.ms (-1928) (- | m/z 57.10 100.00%
57.1
—
157.1 14.00
b il 200" 222.3280.9841.8400.6  491.65494 /7 43,10 73.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123961: Heptadecane
57.0
5000 T
14.00
m/z 71.10 63.09%
0 iygzro zmo
‘\\\"\\‘\\“\‘\‘\f‘\\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane
57.0
—
14.00
5000 m/z 85.10 40.28%
0 J\ 1] FIO 198.0
e et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane T
57.0 14.00
m/z 41.10 33.00%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101434.D

Acqg On : 31 Oct 2024 15:50
Operator : RC/JU

Sample : P4639-03 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.893 10.48 ng 946551  Acenaphthene-di1e 14.177
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 87
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 2094 (14.893 min): BE101434.D\data.ms (-2089) (- m/z 57.10 100.00%
57.1

-

5000
e &S
1 14.50 15.00
o b L PTL 2262 29513551 428.9489.4549. 1/, 43.19  72.74%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107219: Hexadecane
57.0
5000 e S
14.50 15.00
m/z 71.10 66.70%
M P 70  226.0
0 LA by |
‘\\\I‘WVTV‘f\\1‘\f\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

N

Abundance #194590: Heneicosane
57.0
r T
14.50 15.00
5000 ITI/Z 85.10 44 . 66%
7.0
ob LLLLFTS 1070 2980
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane . T
57.0 14.50 15.00
m/z 41.10 33.20%
nmn F 7.0 2400
0l e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101434.D

Acqg On : 31 Oct 2024 15:50
Operator : RC/JU

Sample : P4639-03 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 Undecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.287 6.33 ng 572077  Acenaphthene-d10 14.177
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 90
2 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 90
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 81
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 2161 (15.287 min): BE101434.D\data.ms (-2155) (| m/z 57.10 100.00%
57.1
= i
1271 15.00 15.50
oAbl [Pl 11412464 3270 420547695399 /. 7116 55.52%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33081: Undecane
57.0
5000 = e
15.00 15.50
m/z 43.10 46.53%
‘ J ‘ 156.0
O\‘\‘\‘\‘\\I‘\‘\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107223: Tridecane, 5-propyl-
57.0
= —
15.00 15.50
5000 m/z 85.10 26.62%
o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- P —r=
57.0 15.00 15.50
m/z 41.10 23.69%
0 ‘ “\ I JJ]-F?'\O 211.0 296.0
R R B e e AR — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50

8270-BE102824.M Mon Nov 04 12:15:10 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101434.D

Acqg On : 31 Oct 2024 15:50
Operator : RC/JU

Sample : P4639-03 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.745 14.84 ng 1753160  Phenanthrene-d10 16.915
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 90
4 Nonadecane 268 C19H40 000629-92-5 87
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 2239 (15.745 min): BE101434.D\data.ms (-2234) (] ' m/z 57.10 100.00%

57.1
5000

‘ 15.50 16.00
127.1
o AMMETE 2402 35414151 8109 21 10 go.30%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0

5000 ]
15.50 16.00
m/z 43.10 68.24%

127.0

‘J"ljj‘f‘l‘l‘l]-‘g?.o296.0

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

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

T
15.50 16.00

o

o

5000 m/z 85.10 44 ,39%
ol L2270 2110 2060
e A A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl- T T
57.0 15.50 16.00

m/z 41.10 31.07%

5000
140.0
Lil, | 2260

K K —— —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101434.D

Acqg On : 31 Oct 2024 15:50
Operator : RC/JU

Sample : P4639-03 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.527 9.49 ng 1121140  Phenanthrene-d10 16.915
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 87

Abundance Scan 2372 (16.527 min): BE101434.D\data.ms (-2367) (- m/z 57.10 100.00%
57.1

-

5000
U \
‘ 1971 16.50
ObAbLLfPT ) 19612543 341740164612 8305 1/, 43.16  67.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
5000 \

—
16.50
m/z 71.10 66.97%

7.0
O‘\\“Tg"’lj\‘r‘l\)[:l\ﬁ‘\l““\‘\\‘\‘\2\?10‘.\0\\\‘\H\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
T \
16.50
5000 ITI/Z 85.10 47 .98%
7.0
o S gm0 z00
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane T
57.0 16.50
m/z 41.10 29.57%
5000

-

||| 2270 197.0 2680

0‘\u\,\\u‘\"\‘m“\\u‘\u\‘\uWu\‘\m‘\m‘\m‘uu‘\

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50
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Data Path : Z:
Data File : BE

Acqg On : 31
Operator : RC
Sample : P4
Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
101434.D

Oct 2024 15:50

/3U

639-03 5X

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.250 9.28 ng 1096990  Phenanthrene-d10 16.915
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 2495 (17.249 min): BE101434.D\data.ms (-2490) (- m/z 57.10 100.00%

57.1
5000

B —
1 1271 17.00 17.50
| JF,‘ 1197.1 268.1 340.9401.8 475.9 540.7 m/z 71.10

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0

o

5000 T —
17.00 17.50
m/z 43.10 65.23%
L4270 2970 2680
O‘\\‘\l\’\\\\‘\\‘\\l“\‘\\\‘\\\1‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
T —
17.00 17.50
5000 ITI/Z 85.10 47 .39%
0 \‘ IJ‘1%71\ i 11970 2960
‘H‘,‘H‘“H‘H‘w‘u‘_‘u‘u‘w‘u‘_‘u‘u‘w‘u‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141056: Octadecane 7 —
57.0 17.00 17.50
m/z 41.10 28.87%
h \AJ\/\L
0 \‘ L ‘1% L 196 02540
_“,H‘w‘u‘_‘H‘H‘w‘u‘_‘u‘u‘w‘u‘_‘u‘u‘w‘ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50

8270-BE102824.M Mon Nov 04 12:15:14 2024 Page: 13



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
BE101434.D

: 31 Oct 2024 15:50
: RC/JU
: P4639-03 5X

: 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 Hexadecanoic acid, methyl e... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.461 28.72 ng 3394360  Phenanthrene-d10 16.915
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 86
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 2531 (17.461 min): BE101434.D\data.ms (-2526) (- | m/z 74.10 100.00%
74.1
5000 Jk
M e 1750
ou"_L‘MMWHw‘u?95“4‘3‘4‘1‘?‘f“1‘7‘9“'ﬂ7‘5“?‘5‘3§§ m/z 87.16  73.55%
miz--> 100 150 200 250 300 350 400 450 500 550
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 T
17.50
1430 m/z 43.10  30.47%
‘ ‘ 227.0
0\\\\‘\\\i‘\i“\l\‘\\‘\\‘\‘\“\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
—
17.50
5000 m/z 55.10 23.43%
L, 280 o
om1MMM‘wa"""‘,"H_m,wwww,‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109337: Tridecanoic acid, methyl ester ——
74.0 17.50
m/z 41.10 21.83%
bl L 2280
L RS —_—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101434.D

Acqg On : 31 Oct 2024 15:50
Operator : RC/JU

Sample : P4639-03 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 n-Hexadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.749 4.86 ng 574169 Phenanthrene-d10 16.915
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Octadecanoic acid 284 C18H3602 000057-11-4 49
3 Batilol 344 C21H4403 000544-62-7 46
4 1-Chloroeicosane 316 C20H41Cl 042217-02-7 46
5 Tridecanoic acid 214 C13H2602 000638-53-9 41

Abundance Scan 2580 (17.749 min): BE101434.D\data.ms (-2575) (- m/z 57.10 100.00%

57.1
5000
129.0 192.1

I D

\d 256.1 17.50 18.00
Ol bbb LU 3689 445.9 5197 .0 4310 82.74%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0

5000 - S
129.0 17.50 18.00

m/z 73.05 82.01%

O‘\\\l[ WMIJ‘IK%“‘MM;}?ﬂb’l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0

17.50 18.00
5000 m/z 60.10 68.19%
“ 185.0  284.0
0 ‘H\“H‘\ d’H\‘h"\‘1“\“‘“‘H"H\"HH‘HH‘HH‘HH‘HH“
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550 W/\
Abundance #253606: Batilol ‘

— T
43.0 17.50 18.00

m/z 55.10 67.02%

h M
| ’H Vn 169.0 J\ \3130

o“““H‘,‘Hapm«‘_"w“u“‘u“u“H“‘H“_“w‘ ‘

\ T
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_E\Data\BE103124\
Data File : BE101434.D

Acqg On : 31 Oct 2024 15:50
Operator : RC/JU

Sample : P4639-03 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.925 7.89 ng 932117 Phenanthrene-d1e 16.915
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 2610 (17.925 min): BE101434.D\data.ms (-2606) (- m/z 57.10 100.00%
7.1

5
5000

127.1 ‘
1 £/l 197.1  282.3340.7400.9460.1 549 P
‘m‘,‘-lJ‘#‘fwm_m_HWm_m_mwww m/z 71.10  73.03%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0

5000 T

-
©_|
[=)

S |

o

m/z 43.10 67.60%

127.0
‘\\“\l\’\J\‘\‘I\J“\Iﬁ“\{\“\'\l\gz'\‘(\)\W‘2\\8\‘2\"0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #211086: Tridecane, 1-iodo-
57.0

o

18.00
5000 m/z 85.10 50.95%
183.0
bbbl 200
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane —
57.0 18.00

m/z 41.10 27.64%

O e A e S e e e e

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

8270-BE102824.M Mon Nov 04 12:15:17 2024 Page: 16



Data Path : Z:
Data File : BE

Acqg On : 31
Operator : RC
Sample : P4
Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
101434.D

Oct 2024 15:50

/3U

639-03 5X

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dodecane, 2-methyl-6-propyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
18.566 6.71 ng 792447  Phenanthrene-di10 16.915
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 2719 (18.566 min): BE101434.D\data.ms (-2714) (] ' m/z 57.10 100.00%
57.1

=

5000
T T
“ f27-1 1971 206 1650
o A MR 200 29613548 4301 S195  m/z 71.18  72.84%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 e :
18.50
m/z 43.10  64.02%
140.0
obdhdd L] 1 2260
‘\\\\’1\\\[1\\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

=

Abundance #194590: Heneicosane
57.0
T \
18.50
5000 ITI/Z 85.10 51.35%
7.0
o U S aom0 200
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane T ‘
57.0 18.50
m/z 41.10 26.05%
) JLN
27.0
ol bl i 2l eT0 2er0 8380 N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50

8270-BE102824.M Mon Nov 04 12:15:18 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101434.D

Acqg On : 31 Oct 2024 15:50
Operator : RC/JU

Sample : P4639-03 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.613 94.94 ng 11219800  Phenanthrene-d1e 16.915
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 98

Abundance Scan 2727 (18.613 min): BE101434.D\data.ms (-2722) (- m/z 67.10 100.00%
67.1

5000

-

T 7 T 7
H \“Jhgf'\l 0522531 18.50 19.00
\‘”L_“ WWHHkME,J‘wﬂuﬁ‘§4ﬁ;uéﬁ+9ﬁ1535§5ﬁ m/z 81.10  89.50%

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

Abundance #191919: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0

o

N

5000 =1 T i
18.50 19.00
2040 m/z 95.10 62.90%
50.0 .
O ‘ \J\A ‘f"mf f le“lr‘"\ "l\‘l\‘l\ \2’\29\.9’ \‘t\ T \\‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
— =
18.50 19.00
5000 m/z 55.10 61.84%

294.0

50.0
‘M 223.0

|

m/z--> 6 5‘0 100 150 200 250 300 350 400 450 500 550
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- G ; :
67.0 18.50 19.00
m/z 41.10 46.98%

o

E

5000

a

294.0
150.0
‘ '\h [ 220.0 | ‘

0 R S —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101434.D

Acqg On : 31 Oct 2024 15:50
Operator : RC/JU

Sample : P4639-03 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 16 15-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.636 64.21 ng 7587730  Phenanthrene-d10 16.915
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
3 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 94
4 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 93

Abundance Scan 2731 (18.636 min): BE101434.D\data.ms (-2729) (- m/z 55.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101434.D

Acqg On : 31 Oct 2024 15:50
Operator : RC/JU

Sample : P4639-03 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.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 9,12,15-Octadecatrienoic ac... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

18.660 12.19 ng 1440550  Phenanthrene-d10 16.915
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12,15-0Octadecatrienoic acid, m... 292 C19H3202 000301-00-8 94
2 7,10,13-Hexadecatrienoic acid, m... 264 C17H2802 056554-30-4 89
3 9,12,15-0ctadecatrienoic acid, (... 278 C18H3002 000463-40-1 74
4 Methyl 8,11,14-heptadecatrienoate 278 C18H3002 1000336-35-1 72
5 7,10,13-Hexadecatrienoic acid, (... 250 C16H2602 007561-64-0 64

Abundance Scan 2735 (18.660 min): BE101434.D\data.ms (-2734) (- m/z 79.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101434.D

Acqg On : 31 Oct 2024 15:50
Operator : RC/JU

Sample : P4639-03 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 18 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.754 16.84 ng 1989510  Phenanthrene-d10 16.915
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 90
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
Abundance Scan 2751 (18.754 min): BE101434.D\data.ms (-2747) (- | m/z 74.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101434.D

Acqg On : 31 Oct 2024 15:50
Operator : RC/JU

Sample : P4639-03 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 19 Octacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.136 5.55 ng 787017  Chrysene-di12 21.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 94
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Tetracosane 338 (C24H50 000646-31-1 87
4 Tridecane, 6-propyl- 226 C1l6H34 055045-10-8 87
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86

Abundance Scan 2816 (19.135 min): BE101434.D\data.ms (-2812) (- m/z 57.10 100.00%
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_E\Data\BE103124\

Data File : BE101434.D

Acqg On : 31 Oct 2024 15:50
Operator : RC/JU

Sample : P4639-03 5X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Hexanamine, 2-ethyl-N,N-d... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.156 14.01 ng 1986190  Chrysene-d12 21.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanamine, 2-ethyl-N,N-dimethyl- 157 C10H23N 028056-87-3 72
2 N,N-Dimethyloctylamine 157 C10H23N 007378-99-6 72
3 n-Octyl trimethyl ammonium bromide 251 C11H26BrN 002083-68-3 64
4 Dimantine 297 C20H43N 000124-28-7 64
5 S-[2-[N,N-Dimethylamino]ethyl]mo... 261 C1@H19N303S 1000212-14-3 64

Abundance Scan 3330 (22.155 min): BE101434.D\data.ms (-3326) (- m/z 58.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE103124\
Data File : BE101434.D

Acqg On : 31 Oct 2024 15:50
Operator : RC/JU

Sample : P4639-03 5X

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.878 7.0 ng 237745 1 7.567 678275 20.0
Tridecane 11.603 4.8 ng 297853 2 10.334 1241580 20.0
Tetradecane 12.866 6.5 ng 587329 3 14.177 1807160 20.0
Heptadecane, 2,... 13.524 4.8 ng 432870 3 14.177 1807160 20.0
Heptadecane 13.942 7.3 ng 659509 3 14.177 1807160 20.0
Hexadecane 14.893 10.5 ng 946551 3 14.177 1807160 20.0
Undecane 15.287 6.3 ng 572077 3 14.177 1807160 20.0
Heneicosane 15.745 14.8 ng 1753160 4 16.915 2363540 20.0
Nonadecane 16.527 9.5 ng 1121140 4 16.915 2363540 20.0
Octadecane 17.250 9.3 ng 1096990 4 16.915 2363540 20.0
Hexadecanoic ac... 17.461 28.7 ng 3394360 4 16.915 2363540 20.0
n-Hexadecanoic ... 17.749 4.9 ng 574169 4 16.915 2363540 20.0
Eicosane 17.925 7.9 ng 932117 4 16.915 2363540 20.0
Dodecane, 2-met... 18.566 6.7 ng 792447 4 16.915 2363540 20.0
9,12-Octadecadi... 18.613 94.9 ng 11219800 4 16.915 2363540 20.0
15-Octadecenoic... 18.636 64.2 ng 7587730 4 16.915 2363540 20.0
9,12,15-Octadec... 18.660 12.2 ng 1440550 4 16.915 2363540 20.0
Methyl stearate 18.754 16.8 ng 1989510 4 16.915 2363540 20.0
Octacosane 19.136 5.5 ng 787017 5 21.074 2835660 20.0
1-Hexanamine, 2... 22.156 14.0 ng 1986190 5 21.074 2835660 20.0

8270-BE102824 .M Mon Nov 04 12:15:25 2024 Pag 24



