LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41324\
Data File : BN@©30923.D

Acqg On : 14 Apr 2024 20:54
Operator : MA/JU

Sample : PB160112BL

Misc :

ALS Vvial : 51 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_ N\Methods\SFAM-EPA-BN©32824.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BN@30923.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1  3.175 28 32 38 rBV 55982 80965 ©0.92% 0.102%
2 3.581 98 101 127 rBV 759147 1417064 16.06% 1.782%
3 3.899 152 155 161 rVB2 9761 13955 0.16% 0.018%
4 6.834 648 654 669 rVB 1097339 1723250 19.53% 2.167%
5 7.005 676 683 695 rVB 879610 1371881 15.55% 1.726%

6 7.193 708 715 724 rBV 1056946 1731788 19.62%
7 7.663 787 795 803 rBV 844189 1336060 15.14%
8 8.363 907 914 932 rBV 1356253 2212673 25.07%
9 8.816 984 991 1006 rBV 1041860 1700507 19.27%

9.534 1105 1113 1124 rBV 844019 1397648 15.84%
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11 10.063 1194 1203 1217 rBV 1378577 2290952 25.96%
12 10.446 1260 1268 1278 rBV 1223959 2049316 23.22%
13 10.587 1283 1292 1312 rBV 1426398 2427944 27.51%

OO WNN
[
U1
A
3R

14 11.093 1374 1378 1388 rVB 34357 65260 0.74% 082%
15 12.040 1532 1539 1546 rVB 22821 40465 0.46% 051%
16 13.204 1732 1737 1741 rBV3 15006 23088  0.26% 029%
17 13.287 1744 1751 1757 rVB3 13868 23468  0.27% 030%

18 13.722 1818 1825 1835 rBV 2469394 3433718 38.91%
19 13.998 1865 1872 1886 rBV2 2973361 4340608 49.19%
20 14.304 1917 1924 1936 rBV 1990436 2922970 33.12%
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21 14.516 1953 1960 1979 rBV 1264190 1982229 22.46%
22 14.722 1992 1995 2003 rVB9 7080 14718 0.17%
23 15.304 2087 2094 2106 rBV 3816525 5462326 61.90%
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24 15.422 2108 2114 2127 rVV 1109240 1480513 16.78% 862%
25 15.539 2130 2134 2143 rVB2 20337 35597  0.40% 045%
26 16.086 2222 2227 2233 rVB3 12722 19354 0.22% 024%
27 16.839 2349 2355 2362 rBV5 5918 14234  0.16% 018%

28 17.057 2385 2392 2400 rBV 2637378 3818942 43.28%
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29 17.157 2402 2409 2422 rVV2 4365730 6351658 71.98% 989%
30 17.727 2503 2506 2510 rVB6 8046 11228 0.13% 014%
31 17.951 2540 2544 2549 rBV7 16047 24576  ©.28% 0.031%
32 18.022 2553 2556 2562 rVB4 7572 13408 0.15% 0.017%
33 18.292 2598 2602 2612 rVW2 43981 94693 1.07% 0.119%
34 18.392 2615 2619 2623 rVB6 6278 10657 ©.12% ©0.013%
35 18.439 2623 2627 2630 rBV5 6469 9574 0.11% 0.012%
36 19.016 2721 2725 2731 rVB 61581 81630 ©.93% 0.103%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41324\
Data File : BN@©30923.D

Acqg On : 14 Apr 2024 20:54
Operator : MA/JU

Sample : PB160112BL

Misc :

ALS Vvial : 51 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_ N\Methods\SFAM-EPA-BN©32824.MA.M
Title : SVOA CALIBRATION

37 19.092 2733 2738 2742 rBV 60969 91076 1.03% 0.115%
38 19.157 2745 2749 2753 rVB 95635 109989 1.25% 0.138%
39 19.245 2760 2764 2768 rBV7 15312 22199 0.25% 0.028%
40 19.398 2785 2790 2794 rBV 524991 601033 6.81% 0.756%

41 19.457 2794 2800 2806 rvv2 5819553 8224494 93.20% 10.345%
42 19.510 2806 2809 2817 rVB2 71359 101327 1.15% 0.127%
43 20.010 2892 2894 2898 rVB3 15386 16447 0.19% 0.021%
44 20.239 2930 2933 2937 rBV2 58189 65088 ©0.74% 0.082%
45 20.445 2964 2968 2974 rBV 459947 495818 5.62% ©.624%
46 20.510 2976 2979 2982 rW2 44976 52157 ©.59% 0.066%
47 20.545 2982 2985 2988 rVB3 36851 38444 0.44% 0.048%
48 20.986 3057 3060 3063 rVB2 34276 36519 0.41% 0.046%
49 21.292 3106 3112 3123 rBV2 3495178 4916710 55.72% 6.184%
50 21.486 3142 3145 3151 rVB3 53923 69507 ©0.79% 0.087%

51 22.663 3342 3345 3352 rVB2 98155 167013 1.89% ©.210%
52 23.386 3464 3468 3474 rVB 111319 196872  2.23%  0.248%
53 24.015 3565 3575 3591 rBV2 3615833 8824659 100.00% 11.100%
54 24.215 3600 3609 3624 rVB 2191287 5446275 61.72% 6.850%

Sum of corrected areas: 79504544
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41324\
Data File : BN@©30923.D

Acqg On : 14 Apr 2024 20:54
Operator : MA/JU

Sample : PB160112BL

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN030923.D\data.ms
5000000
4000000
3000000

2000000

8.363 10.06%03'-2-537

6
6.83 93 8.816
1000000 3.581 76%I 7.663 j\ 9.534

0 3.175 3.899 11.093 12.040

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BN030923.D\data.ms

19.457

5000000
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4000000 15.304 21.292

13.998
13.722
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2000000 14.304
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132087 || | 4722 |15.539 16.086  16.83 17.17906088380 1 51020.8 EUR0.986 210 %
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Abundance TIC: BN030923.D\data.ms
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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_N\Data\BN@41324\
Data File : BN@©30923.D

Acqg On : 14 Apr 2024 20:54
Operator : MA/JU

Sample : PB160112BL

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824.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 Hexadecanoic acid, butyl ester Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.398 2.44 ng/ul 601033  Chrysene-di12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 97
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 ©31158-91-5 96
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 78
4 Nipecotic acid 129 C6H11NO2 000498-95-3 47
5 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 46

Abundance Scan 2790 (19.398 min): BN030923.D\data.ms (-2785) (- | m/z 56.00 100.00%
56.0
5000
257.1
m 129.1 T R
171.1 213.1 3123 19.00 19.50
ob— “h L ‘ e L R m/z 57.08 59.23%
miz--> 50 100 150 200 250 300
Abundance #214941: Hexadecanoic acid, butyl ester
56.0
5000 ‘ A Y.
19.00 19.50
‘ ‘ 0 2570 m/z 41.00 43.69%
O \‘1 ‘\‘ ‘ ‘ H‘ \‘?\ ‘M 1‘ ‘h\ T ’ \ \]-8\5\ 02\1\9\0‘\ “\ L \3‘1\‘2.\0\ T ‘
miz--> 50 100 150 200 250 300
Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
i P
19.00 19.50
5000 m/z 43.00 43.60%
1290 257.0
0 \h uH Hm il g ‘18‘5‘? I “‘ . ‘3‘1‘2‘0‘ -
m/iz--> 50 100 150 200 250 300
Abundance  #214979: Hexadecanoic acid, 2-methylpropyl ester — =
56.0 19.00 19.50
m/z 55.00 34.08%
5000
257.0
\H 95.0 0 1710 2130 ‘ 312.0
0 M“W*W“‘,uu““ﬂ“\‘h ] . O
m/z--> 50 100 150 200 250 300 19.00 19.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_N\Data\BN041324\

BN©30923.D

: 14 Apr 2024 20:54
: MA/JU
: PB160112BL

: 51  Sample Multiplier: 1

TIC Library
TIC Integration Parameters: LSCINT.P

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©32824 .MA.M
: SVOA 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

2 Octadecanoic acid, butyl ester

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.445 2.02 ng/ul 495818  Chrysene-di12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 99
2 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 94
3 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 86
4 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 72
5 Butyl myristate 284 C18H3602 000110-36-1 64

Abundance Scan 2968 (20.445 min): BN030923.D\data.ms (-2964) (- | m/z 55.95 100.00%
56.0
5000 Aw
129 1 285.1 Al
185.1 411 ‘ 20.50
ol H ‘MH‘\J S B 1 (308 4290 ., 57.00  61.44%
miz--> 50 100 150 200 250 300 350 400
Abundance #249007: Octadecanoic acid, butyl ester
56.0
285.0
5000 ‘Aﬁ"‘ T
1290 20.50
m/z 43.05 48.32%
‘ H 185.0 241.0 340.0
0 \1‘\ U‘“H\h‘h\“u‘\Mh\“\“\\l\\\[\\\\“\k \H\‘\\\“\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #249005: Octadecanoic acid, butyl ester
56.0
.
20.50
5000 m/z 41.05 43.45%
285.0 3400
‘ H P 1850 2410
ol \wm
m/z--> 50 100 150 200 250 300 350 400
Abundance #249006: Octadecanoic acid, butyl ester e
56.0 20.50
m/z 55.00 35.94%
5000 285.0
1290 340.0
Ll ozl |
ol dlbdd b ST T
m/z--> 50 100 150 200 250 300 350 400 20.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@41324\
Data File : BN@30923.D

Acqg On : 14 Apr 2024 20:54
Operator : MA/JU

Sample : PB160112BL

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@32824.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|
Hexadecanoic ac... 19.398 2.4 ng/ul 601033 5 21.292 4916710 20.0
Octadecanoic ac... 20.445 2.0 ng/ul 495818 5 21.292 4916710 20.0
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