LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22796.D

Acqg On : 21 Nov 2022 20:41
Operator : CG/JU

Sample : N5690-14

Misc :

ALS Vvial : 17 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-BN111522.M
Title : SVOA CALIBRATION

Signal : TIC: BN@22796.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.140 22 26 29 rBV3 6805 9718 0.37% 0.041%
2 3.181 29 33 44 rVB 16023 28475 1.08% 0.120%
3 3.622 166 108 125 rBV 69647 128982 4.91% 0.544%
4 3.846 141 146 154 rVB 7987 14123 ©.54% 0.060%
5 3.946 159 163 172 rVB 5259 8266 ©.31% ©0.035%
6 7.016 678 685 695 rBV 77133 128516 4.89% 0.542%
7 7.181 707 713 725 rBV 277484 438868 16.71% 1.853%
8 7.375 739 746 756 rBV 272133 435492 16.58%  1.838%
9 7.846 818 826 837 rBV 279083 448972 17.09% 1.895%
106 8.575 942 950 964 rBV 228508 381706 14.53% 1.611%
11  9.028 1020 1027 1038 rBV 366460 590409 22.48% 2.492%
12 9.169 1042 1051 1064 rBV 73289 145657 5.54% 0.615%
13 9.410 1086 1092 1098 rVB3 1973 3767 0.14% 0.016%
14  9.752 1143 1150 1161 rBV 305923 498653 18.98% 2.105%
15 9.940 1177 1182 1184 rBV4 2953 4482 0.17% 0.019%

16 10.293 1235 1242 1252 rBV 391369 674793 25.69%
17 10.663 1298 1305 1318 rBV 422639 717394 27.31%
18 10.816 1324 1331 1347 rBV 370549 647369 24.64%
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19 11.481 1440 1444 1446 rBv4 2015 2761 0.11% 012%
20 11.616 1461 1467 1475 rBV3 1414 3385 0.13% 014%
21 12.087 1540 1547 1551 rBV 3233 4751 0.18% ©0.020%
22 12.269 1573 1578 1585 rBv2 5771 8775 ©0.33% 0.037%
23 13.328 1754 1758 1762 rBV 4645 6122 0.23% 0.026%
24 13.934 1855 1861 1875 rVB 896312 1255492 47.79% 5.300%
25 14.216 1902 1909 1917 rBV 933847 1383966 52.69%  5.842%

26 14.322 1922 1927 1932 rVB 14641 20994 0.80%
27 14.516 1954 1966 1972 rBV 672753 1015730 38.67%
28 14.745 1993 1999 2014 rBV 67495 137571 5.24%
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29 14.951 2032 2034 2040 rVB3 3802 4887 0.19% 021%
30 15.516 2123 2130 2144 rVB 1326737 1850020 70.43% 809%
31 15.645 2147 2152 2163 rBV 520109 712602 27.13% 3.008%
32 15.757 2167 2171 2174 rVB2 4511 4790 0.18% ©0.020%
33 15.887 2187 2193 2202 rVB 15473 22215 ©0.85% 0.094%
34 16.222 2247 2250 2256 rBV3 2071 3111  0.12% ©0.013%
35 17.022 2382 2386 2390 rVB2 2981 4093 0.16% 0.017%
36 17.069 2390 2394 2397 rBVS5 2158 3065 0.12% ©0.013%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22796.D

Acqg On : 21 Nov 2022 20:41
Operator : CG/JU

Sample : N5690-14

Misc :

ALS Vvial : 17 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-BN111522.M
Title : SVOA CALIBRATION
37 17.275 2422 2429 2439 rBV 880753 1213258 46.19% 5.121%
38 17.375 2439 2446 2457 rVV 1567784 2197063 83.64% 9.274%
39 17.457 2457 2460 2463 r\VV4 6971 10674 0.41% 0.045%
40 17.486 2463 2465 2472 rVB5 4225 5759 0.22% 0.024%
41 17.669 2490 2496 2499 rBV4 2417 4224 0.16% ©0.018%
42 17.763 2508 2512 2515 rBV2 4187 5880 0.22% 0.025%
43 17.945 2539 2543 2546 rVB3 3607 4154 0.16% 0.018%
44 18.039 2557 2559 2563 rBV4 2190 2716 0.10% 0.011%
45 18.163 2575 2580 2591 rBV 48001 71139 2.71% ©.300%
46 18.457 2626 2630 2637 rVB3 5105 7419 0.28% 0.031%
47 18.592 2647 2653 2658 rBvV2 16498 21780 ©0.83% 0.092%
48 19.092 2734 2738 2741 rBV3 6552 8286 ©.32% 0.035%
49 19.239 2759 2763 2770 rVB3 17572 25601 0.97% 0.108%
50 19.310 2771 2775 2782 rBV 17634 30484 1.16% 0.129%
51 19.451 2795 2799 2806 rBvV2 32500 48004 1.83% 0.203%
52 19.598 2821 2824 2828 rVB3 5073 5785 0.22% 0.024%
53 19.675 2831 2837 2851 rBV 1802698 2468324 93.97% 10.419%
54 20.033 2896 2898 2901 rBvV4 3252 4088 0.16% 0.017%
55 21.180 3090 3093 3107 rVB7 30815 78774 3.00% ©.333%
56 21.474 3138 3143 3151 rBV2 1013326 1316843 50.13% 5.559%
57 22.569 3326 3329 3341 rVB2 45056 75869 2.89% 0.320%
58 23.121 3419 3423 3428 rVB2 59711 88076 3.35% ©.372%
59 23.716 3516 3524 3536 rVB 1264506 2626846 100.00% 11.088%
60 23.868 3543 3550 3565 rVB2 622107 1284354 48.89% 5.421%

61 24.463 3647 3651 3661 rVB3 81240 175468 6.68% 0.741%
62 25.304 3790 3794 3802 rVB2 71781 159208 6.06% 0.672%

Sum of corrected areas: 23690048
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 21 Nov 2022 20:41
: CG/JU
: N5690-14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
BN©22796.D

: 17  Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
. SVOA CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance TIC: BN022796.D\data.ms
1500000
1000000
500000
9.028 9.752 10.29300816
7.181375 7.846 8.575 :
3.622 7.01 .169
B %.. 4831
OﬁAﬁ\\‘\f\L\g??\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\Aj»\\’\\\\‘\\\\‘\\\\’/\‘?;ﬂh%gﬁ\glg40\ =T lnrfjj
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BN022796.D\data.ms
19.675
17.375
1500000
15.516
1000000 13.9:;41.216 17215
14.516
15.645
500000
X AR AR B 5 BT 9
5 12.08269 13.328 302 051 |usimEsTe momsina o5 3145592 1010589MPL0820.033
R B A I e o e e e B T B B e e e e B e e e e e e e e
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16,50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BN022796.D\data.ms
1500000 23716
21.474
1000000
23.868
500000
23.121 24.463 25.304
21.180 | 22.569 N N\ _
O \\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 25,50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22796.D

Acq On : 21 Nov 2022 20:41
Operator : CG/JU

Sample : N5690-14

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Hexanoic acid, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.169 6.49 ng/ul 145657  1,4-Dichlorobenzene-d4 7.846

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
Abundance Scan 1051 (9.169 min): BN022796.D\data.ms (-1042) (-) m/z 72.95 100.00%
3.0
5000
41.1 /kﬂ
loll L L L L LA N B
‘ H ‘ ‘ 8.80 9.00 9.20 9.40
Obrrretlt b e L L2069, gg.ee  81.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 41.0 T T T T R T T
8.80 9.00 9.20 9.40
“ 116.0 m/z 41.10 36.68%
O\1\5\.(‘)\‘1‘\\M\\‘L‘i\\“\‘\‘\“H“\H‘!‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24101: Hexanoic acid, 2-ethyl-
88.0
AR
8.80 9.00 9.20 9.40
m/z 57.10  31.48%
5000 57.0
29.0 116.0
N L 0 Y S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24093: Hexanoic acid, 2-ethyl- e A AamaaREE S
73.0 8.80 9.00 9.20 9.40
m/z 55.10  26.81%
5000
41.0
‘ 101.0
ST | A
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22796.D

Acq On : 21 Nov 2022 20:41
Operator : CG/JU

Sample : N5690-14

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.462 2.73 ng/ul 175468 Perylene-di12 23.868
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 (C20H42 000112-95-8 95
2 Eicosane 282 C20H42 000112-95-8 90
3 Docosane, 1l-iodo- 436 C22HA45I 1000406-31-9 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87
Abundance Scan 3651 (24.463 min): BN022796.D\data.ms (-3647) (- m/z 57.10 100.00%
57.1
13.1 ‘24‘50‘
282.1 : :
0 H«“‘u ‘L L1 2833 2821 8%l 4TS L. 7116 76.87%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176384: Eicosane
57.0
5000 T
24.50
m/z 43.10 62.48%
‘ “ﬁl‘ 169.0 25,0 282.0
O\‘\l\“\\‘\‘\‘\”\‘\{“\‘%\‘\‘\\\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176386: Eicosane
57.0
—
24.50
5000 m/z 85.10 53.79%
13.
o LB a0 a0 220
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #320326: Docosane, 1-iodo- —
57.0 24.50
m/z 55.05 22.98%
- W-J\M
‘ ﬂ 69.0 309.0
ol a0 s 3090 -
m/z--> 50 100 150 200 250 300 350 400 450 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22796.D

Acq On : 21 Nov 2022 20:41
Operator : CG/JU

Sample : N5690-14

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.304 2.48 ng/ul 159208 Perylene-di12 23.868
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Heneicosane 296 C21H44 000629-94-7 93
3 Hexacosane 366 C26H54 000630-01-3 87
4 Octacosane 394 C28H58 000630-02-4 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86

Abundance Scan 3794 (25.304 min): BN022796.D\data.ms (-3790) (- m/z 57.10 100.00%
57.1

%—

5000
207.0
25.00 25.50
- “‘w“h‘ L _‘H 1609 L 2070, 3861 420 L, 7116  74.49%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 o T
25.00 25.50
m/z 43.10 60.52%
O‘ T \l‘\ “ “‘ \h‘\h‘ \J\‘\\ “%\6\9\0\ ‘2\2\5\\0‘ T \2\9\6‘\()\ T ‘ L ‘ L
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194588: Heneicosane
57.0
— ——
25.00 25.50
5000 m/Z 85.10 50.67%

o
)
o

y H || ,169.0 2250 296.0

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

%

0 ‘ I uh\ Ih\ \1 1y 1\6\9‘0 225.0 295.0 367.0
‘\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 0 50 100 150 200 250 300 350 400 25.00 25.50

Abundance #275537: Hexacosane
57.0 25.00 25.50
m/z 55.10 22.50%
5000
‘ 13.0
- ‘ T T ‘ T
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN112122\
Data File : BN@22796.D

Acqg On : 21 Nov 2022 20:41
Operator : CG/JU

Sample : N5690-14

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN111522.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|
Hexanoic acid, ... 9.169 6.5 ng/ul 145657 1 7.846 448972 20.0
(DEL) Alkane: S... 24.462 2.7 ng/ul 175468 6 23.868 1284350 20.0
(DEL) Alkane: S... 25.304 2.5 ng/ul 159208 6 23.868 1284350 20.0
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