LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22769.D

Acqg On : 18 Nov 2022 23:14
Operator : CG/JU

Sample : N5689-14

Misc :

ALS Vvial : 59 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@22769.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 30 rBV 15829 23288 0.89% 0.112%
2 3.175 30 32 39 rVB 7791 10236 0.39% 0.049%
3 3.475 80 83 97 rBV 36929 58193 2.23% 0.279%
4 3.634 108 110 118 rBV 18332 31401 1.21% ©.150%
5 3.852 142 147 150 rBvV2 6378 9719 0.37% 0.047%
6 3.946 159 163 170 rVB3 4605 7338 0.28% 0.035%
7 4.928 326 330 334 rBV3 2379 3625 ©.14% 0.017%
8 7.022 680 686 696 rBV 65249 105228 4.04% 0.504%
9 7.187 707 714 728 rBV 241516 391333 15.02% 1.875%
10 7.375 740 746 757 rBV 228871 371279 14.25% 1.779%
11 7.852 820 827 838 rBV 227563 359087 13.78% 1.721%
12 8.575 944 950 965 rBvV 206201 333789 12.81% 1.599%
13 9.028 1020 1027 1040 rBV 319394 520880 19.99% 2.496%
14  9.752 1144 1150 1161 rBV 254225 424972 16.31% 2.036%
15 10.293 1235 1242 1258 rBV 341364 598248 22.96% 2.866%

16 10.469 1268 1272 1274 rBV5 2925 4403 0.17%
17 10.669 1297 1306 1314 rBV 356159 593287 22.77%
18 10.822 1325 1332 1344 rBV 256813 468557 17.99%
19 12.275 1573 1579 1587 rVB2 4961 9331 0.36%
20 13.940 1855 1862 1875 rVB 841649 1163364 44.66%
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N
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21 14.216 1902 1909 1922 rBV2 900416 1279606 49.12%
22 14.522 1954 1961 1970 rVB 610087 868992 33.36%
23 14.745 1994 1999 2013 rBV 61836 125317 4.81%
24 14.957 2033 2035 2040 rVB3 2658 2937 0.11%

Noo o
o)}
[}
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25 15.516 2124 2130 2141 rVB 1164484 1662581 63.82% 966%
26 15.651 2147 2153 2166 rBV 438142 607487 23.32%  2.911%
27 15.757 2168 2171 2178 rVB3 4717 5858 0.22% ©0.028%
28 16.228 2247 2251 2259 rVB5 1302 2837 0.11% 0.014%
29 17.022 2381 2386 2390 rBV3 2554 2929 0.11% 0.014%
30 17.069 2390 2394 2399 rBV6 2189 4022 0.15% ©0.019%
31 17.275 2423 2429 2437 rVV 742764 1041921 39.99%  4.992%
32 17.375 2440 2446 2461 rVV2 1342646 1942336 74.56% 9.306%
33 17.492 2462 2466 2469 rVB4 3372 4669 0.18% 0.022%
34 17.945 2538 2543 2548 rBV2 8526 10949 0.42% 0.052%
35 18.169 2576 2581 2586 rBV 44423 60057 2.31% ©.288%
36 18.463 2627 2631 2635 rBVS5 3046 4818 0.18% 0.023%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22769.D

Acqg On : 18 Nov 2022 23:14
Operator : CG/JU

Sample : N5689-14

Misc

ALS Vvial : 59 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 18.516 2638 2640 2647 rVB5 4430 6458 0.25% 0.031%
38 19.128 2740 2744 2750 rVB5 10441 22759 0.87% 0.109%
39 19.239 2759 2763 2768 rBV3 15735 22791 0.87% 0.109%
40 19.316 2771 2776 2783 rBV 17941 32480 1.25% 0.156%
41 19.451 2795 2799 2806 rBvV2 39058 54558 2.09% 0.261%
42 19.598 2821 2824 2831 rBV7 5837 11256 0.43% 0.054%

43 19.680 2832 2838 2844 rBV 1667400 2233891 85.75% 10.703%
44 21.480 3139 3144 3154 rVB 952268 1196078 45.91% 5.731%
45 21.569 3157 3159 3163 rVB2 28391 29392  1.13% 0.141%

46 23.127 3420 3424 3431 rVB2 55902 87236 3.35% 0.418%
47 23.721 3517 3525 3541 rVV2 1279872 2605196 100.00% 12.482%

48 23.874 3544 3551 3562 rVB2 624280 1275285 48.95% 6.110%
49 25.315 3791 3796 3804 rVB3 76450 178742 6.86% ©0.856%

Sum of corrected areas: 20870996
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 18 Nov 2022 23:14
: CG/JU
: N5689-14

: 59

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
BN©22769.D

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
1600000

1400000

1200000

1000000

800000

600000

400000

200000

0 BB 8¥eEa6

TIC: BN022769.D\data.ms

10.293.0.669
0.822

9.028

7.18B75 7.852 752

7.02
4.928

8.575

0.46

Time-->

3.00

350 400 450 500 550 6.00 650 700 750 800 850 9.00

950 10.00 1050 1100 11.50

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BN022769.D\data.ms

19.680

17.375

15.516

14.216
13.940

17.27
14.522

15.651

4.745

14957 |15.757 16.228 L492 17,9819 mms 19998483

12.275 g

Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 1750 18.00 18.50 19.00 19.50 20.00

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BN022769.D\data.ms

23.721

21.480

23.874

23.127

25.315

Time-->

21.00 2150 22.00 2250 23.00 2350 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\BN111722\
Data File : BN@22769.D

Acq On : 18 Nov 2022 23:14
Operator : CG/JU

Sample : N5689-14

Misc

ALS Vial : 59 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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.475 3.24 ng/ul 58193 1,4-Dichlorobenzene-d4 7.852

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
2 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 9
3 2-Hexanol 102 C6H140 000626-93-7 9
4 2-Propanol, 1-hydrazino- 90 C3H1ON20 018501-20-7 9

5 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 9
Abundance  Scan 83 (3.475 min): BN022769.D\data.ms (-80) (-) m/z 45.10 100.00%

45.1
5000

3.20 3.40 3.60 3.80
Ol et R e m/z 43.00  19.01%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1091: R-(-)-1,2-propanediol
45.0
5000

3.20 3.40 3.60 3.80
m/z 61.00 6.71%

19.0
O\\\‘\“\H‘\\“1‘\\\“‘\\7\6\.‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5014: 2-Pentanol, 4-methyl-
45.0
A
3.20 3.40 3.60 3.80
5000 ITIZ 44 .05 5.38%
69.0
15.0 \LL I ‘ [
o+ttt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4958: 2-Hexanol A RmmaEEa
45.0 3.20 3.4 3 3.80
m/z 42.00 3.98%
5000
69.0
o200 o Lo LT
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22769.D

Acq On : 18 Nov 2022 23:14
Operator : CG/JU

Sample : N5689-14

Misc

ALS Vial : 59 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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

25.315 2.80 ng/ul 178742  Perylene-d12 23.874
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Octacosane 394 C28H58 000630-02-4 81
3 Hexacosane 366 C26H54 000630-01-3 81
4 Heneicosane 296 C21H44 000629-94-7 81
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 76

Abundance Scan 3796 (25.315 min): BN022769.D\data.ms (-3791) (- m/z 57.10 100.00%
57.1

=

5000
207.1
‘ ‘ \‘131 ‘ 0811 75, 25.00 25.50
O b g 283860 4TS s 7116 65.73%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194587: Heneicosane
57.0
5000 = e
25.00 25.50
m/z 43.10 53.30%
“ I J\I\\ 02250 296.0
O‘\\‘\\‘\\\‘\‘\“\\‘\"\1\\‘\“\‘\\\’\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #298426: Octacosane
57.0
— —
25.00 25.50
5000 m/z 85.10 53.00%

“ I \\ Ly \ 9-0,225.0 281.0 337.0 394.0

o

1y

L \"‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0 25.00 25.50
m/z 55.05 23.97%
B w\/\“f
113.0
0 “ “ \‘ M | ‘\1\6.902250 295.0 367.0
_“‘_“‘_“‘W“““‘,H“‘H“‘H“‘H“‘H“ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 25.00 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN111722\
Data File : BN@22769.D

Acqg On : 18 Nov 2022 23:14
Operator : CG/JU

Sample : N5689-14

Misc

ALS vial : 59 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|
unknown-01 3.475 3.2 ng/ul 58193 1 7.852 359087 20.0
(DEL) Alkane: S... 25.315 2.8 ng/ul 178742 6 23.874 1275290 20.0
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