LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111324\
Data File : BP023129.D

Acqg On : 15 Nov 2024 07:58
Operator : RC/JU

Sample : P4784-04

Misc :

ALS Vvial : 53 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BP110924.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@23129.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.099 16 19 22 rBV4 3187 4079 0.12% 0.015%
2 3.134 22 25 32 rVB 16580 21606 0.62% 0.080%
3 3.558 93 97 108 rBV 58270 110170 3.15% 0.406%
4 3.858 145 148 152 rBV5 3918 5149 0.15% 0.019%
5 4.281 216 220 226 rVvB3 3133 5484 0.16% 0.020%
6 6.722 625 635 641 rBvV1o 2818 6011 ©0.17% 0.022%
7 6.793 641 647 664 rBV 80787 181623 5.20% 0.669%
8 6.922 664 669 685 rVB 210045 329262  9.42% 1.212%
9 7.128 698 704 720 rBV 260082 448056 12.82% 1.650%
10 7.575 774 780 790 rBV 262881 439300 12.57% 1.617%
11 8.287 895 901 920 rBV 245894 479958 13.74% 1.767%
12 8.722 969 975 992 rBV 297024 491420 14.07% 1.809%
13 9.116 1036 1042 1049 rBV7 3174 5500 0.16% 0.020%
14  9.434 1089 1096 1118 rBV 242436 457470 13.09% 1.684%
15 9.975 1181 1188 1215 rBV 324728 737587 21.11%  2.715%
16 10.169 1215 1221 1232 rVB8 5212 16094 0.46% 0.059%
17 10.334 1241 1249 1262 rBV 371466 613414 17.56%  2.258%
18 10.481 1267 1274 1301 rBV 209668 497301 14.23% 1.831%
19 11.175 1385 1392 1394 rBV7 3755 6745 0.19% 0.025%
20 11.940 1515 1522 1529 rBv4 4576 8057 0.23% 0.030%
21 12.504 1613 1618 1622 rBV7 3247 6421 0.18% 0.024%
22 12.799 1662 1668 1674 rBV9 2296 4443 0.13% 0.016%
23 13.081 1706 1716 1723 rBV2 15860 31695 0.91% 0.117%
24 13.163 1726 1730 1736 rBV8 4814 9930 0.28% 0.037%
25 13.604 1799 1805 1818 rBV 828113 1161629 33.25% 4.277%
26 13.893 1842 1854 1867 rBV 690779 1296890 37.12% 4.775%
27 14.145 1891 1897 1900 rBV 144134 215451 6.17% 0.793%
28 14.198 1900 1906 1912 rVV 539453 883415 25.29%  3.252%
29 14.251 1912 1915 1916 rVvv2 25880 32088 0.92% 0.118%
30 14.281 1916 1920 1925 rVV 67842 134956 3.86% 0.497%
31 14.487 1949 1955 1976 rVB4 38456 143660 4.11% 0.529%
32 14.869 2013 2020 2026 rBv2 31639 83838 2.40% 0.309%
33 15.040 2047 2049 2055 rVB 7288 9470 0.27% 0.035%
34 15.198 2069 2076 2089 rBV 1053901 1720436 49.24% 6.334%
35 15.363 2096 2104 2117 rBV 376640 647006 18.52%  2.382%
36 15.445 2117 2118 2127 rVB7 9643 15398 0.44% 0.057%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111324\
Data File : BP023129.D

Acqg On : 15 Nov 2024 07:58
Operator : RC/JU

Sample : P4784-04

Misc :

ALS Vvial : 53 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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\SFAM-EPA-BP110924.MA.M
Title : SVOA CALIBRATION
37 15.587 2138 2142 2148 rVB5 8656 12642 0.36% 0.047%
38 15.787 2170 2176 2183 rBV3 26147 51931 1.49% 0.191%
39 15.845 2184 2186 2190 rVB5 5408 5783 0.17% 0.021%
40 16.004 2208 2213 2219 rBV 79788 105180 3.01% 0.387%
41 16.081 2219 2226 2240 rBV 265751 605851 17.34%  2.230%
42 16.475 2290 2293 2299 rVBS8 5077 8548 0.24% 0.031%
43 16.769 2336 2343 2346 rVV9 3854 7847 0.22% 0.029%
44 16.804 2346 2349 2354 rVB5 2910 5059 0.14% 0.019%
45 16.934 2364 2371 2376 rBV 100617 134324  3.84% 0.495%
46 16.998 2376 2382 2393 rVV 852059 1327881 38.01% 4.889%
47 17.116 2395 2402 2416 rVV 1520080 2283588 65.36% 8.407%
48 17.245 2418 2424 2430 rVV 240211 321357 9.20% 1.183%
49 17.304 2430 2434 2444 rVB2 16762 30278 0.87% 0.111%
50 17.439 2452 2457 2459 rBV6 4826 8888 0.25% 0.033%
51 17.469 2459 2462 2467 rVB2 15370 20354 0.58% 0.075%
52 17.586 2477 2482 2485 rBV 12425 17391 0.50% 0.064%
53 17.628 2485 2489 2495 rVV 21899 43274 1.24% 0.159%
54 17.698 2497 2501 2508 rVB6 19375 40184 1.15% ©0.148%
55 17.945 2538 2543 2550 rBV5 25488 48416 1.39% 0.178%
56 18.010 2552 2554 2560 rvB2 9699 12526 0.36% 0.046%
57 18.386 2614 2618 2624 rVB 149736 174166 4.99% 0.641%
58 18.439 2625 2627 2631 rVB4 6419 5420 0.16% ©0.020%
59 18.481 2631 2634 2636 rBv4 5141 7354 0.21% 0.027%
60 18.692 2665 2670 2674 rBV 77907 103147 2.95% 0.380%
61 18.928 2707 2710 2714 rVB5 8522 11799 0.34% 0.043%
62 19.033 2724 2728 2732 rBV2 28059 43913 1.26% 0.162%
63 19.116 2738 2742 2747 rVB 14549 23314 0.67% 0.086%
64 19.286 2767 2771 2774 rBV6 10595 16103 0.46% 0.059%
65 19.492 2799 2806 2815 rBV 1962476 3017107 86.36% 11.108%

66 21.445 3132 3138 3150 rBV 1093664 1833933 52.49% 6.752%
67 24.439 3637 3647 3660 rVB 1401566 3493687 100.00% 12.862%
68 24.663 3676 3685 3706 rVB 680168 2079942 59.53% 7.657%

Sum of corrected areas: 27162199
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111324\
Data File : BP023129.D

Acqg On : 15 Nov 2024 07:58
Operator : RC/JU

Sample : P4784-04

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
AbL%dOaHB:(t)-:‘0 TIC: BP023129.D\data.ms
1500000
1000000
500000 S 0334
6.95 28 7.575 8.287 ** 9.434 481
: 6.7
Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BP023129.D\data.ms
568660 10.492
17.116
1500000
21.445
15.198
1000000
13.604 16.998
13.893
14.198
500000
16 081 17.245
14, ; 1834 N S
122863 : ﬁ 5@ 164187 @M@ﬁ@ﬂ%
e L L B e e e e e e T B T e e B B A A S B
Time--> 13.00 13.50 14.00 14.50 1500 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
AbL%dOaHB:(t)-:‘0 TIC: BP023129.D\data.ms
24.439
1500000
1000000
ﬁ4663
500000
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ T

Time--> 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 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111324\
Data File : BP023129.D

Acqg On : 15 Nov 2024 07:58
Operator : RC/JU

Sample : P4784-04

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.MA.M
Quant Title : SVOA 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 1-Dodecanamine, N,N-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.146 4.88 ng/ul 215451  Acenaphthene-di10 14.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanamine, N,N-dimethyl- 213 C14H31N 000112-18-5 94
2 1-Dodecanamine, N,N-dimethyl- 213 C14H31N 000112-18-5 91
3 1-Tetradecanamine, N,N-dimethyl- 241 C16H35N 000112-75-4 78
4 3(N,N-Dimethylmyristylammonio)pr... 363 C19H41NO3S 014933-09-6 78
5 Dimethyl palmitamine 269 C18H39N 000112-69-6 72
Abundance Scan 1897 (14.145 min): BP023129.D\data.ms (-1891) (- | m/z 58.10 100.00%
58.1
5000 )t
—— —
213.2 14.00 14.50
Obrrrdpl 1281 2052 2806 8871 47625385 nmjz 41.05  6.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #91105: 1-Dodecanamine, N,N-dimethyl-
58.0
5000 A ——
14.00 14.50
m/z 43.10 4.82%
‘\\l\\i’l\\\\‘]-\2\\8\.0‘\\\\2‘]-\;3\.9‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #91108: 1-Dodecanamine, N,N-dimethyl-
58.0
e —
14.00 14.50
5000 m/z 59.00 4.42%
) 128.0 213.0
T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #125003: 1-Tetradecanamine, N,N-dimethyl- — P
58.0 14.00 14.50
m/z 42.00 4.35%
5000
Ll 128.0 241.0
R S e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111324\
Data File : BP023129.D

Acqg On : 15 Nov 2024 07:58
Operator : RC/JU

Sample : P4784-04

Misc

ALS vial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.MA.M
Quant Title : SVOA 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 Isopropyl palmitate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.386 2.62 ng/ul 174166  Phenanthrene-di10 16.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 91
2 Isopropyl palmitate 298 C19H3802 000142-91-6 86
3 Isopropyl palmitate 298 C19H3802 000142-91-6 52
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 45
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 27

Abundance Scan 2618 (18.386 min): BP023129.D\data.ms (-2614) (- m/z 43.05 100.00%

43.0
256.1
5000 102.0
s s
m “ 171.1 18.00 18.50
- mM"‘“w,hW,mw‘W‘35““9““1‘91‘_“595‘2“_ m/z 256.10  52.10%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197287: Isopropyl palmitate
2
430 1020 256.
5000 - —
18.00 18.50
“ m/z 41.10  49.46%
I }h Mkn \\\ﬂ\J

‘\\\ f\f\1\f\’\f\\’\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197285: Isopropyl palmitate

43.0

102.0 e At
18.00 18.50
5000 m/z 59.95  48.42%

m“\mu |

|

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

Abundance #197283: Isopropy! palmitate P T
43.0 18.00 18.50
102.0 m/z 57.05 42.78%
5000 256.0
”\ 185.0
ST 11178y S (N v ewr e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111324\
Data File : BP©23129.D

Acqg On : 15 Nov 2024 @7:58
Operator : RC/JU

Sample : P4784-04

Misc

ALS Vvial : 53 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.MA.M
Quant Title : SVOA 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|
1-Dodecanamine, ... 14.146 4.9 ng/ul 215451 3 14.198 883415 20.0
Isopropyl palmi... 18.386 2.6 ng/ul 174166 4 16.998 1327880 20.0
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