LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@60722\
Data File : BN©20055.D

Acqg On : 08 Jun 2022 07:56
Operator : CG/JU

Sample : N3212-04

Misc :

ALS Vvial : 32 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©60622 .M
Title : SVOA CALIBRATION

Signal : TIC: BN@20©55.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.281 29 33 43 rVB 26882 42837 1.05% 0.112%
2 3.693 99 103 121 rBV 121976 220103 5.41% 0.576%
3  3.934 139 144 152 rW 11649 22133 0.54% 0.058%
4 4.028 156 160 165 rVB 9738 13345 0.33% 0.035%
5 4.569 248 252 257 rBV6 2365 4306 0.11% 0.011%
6 4.934 310 314 320 rBvV4 5760 10539 0.26% ©0.028%
7 6.987 657 663 674 rBV 109784 186740 4.59% 0.489%
8 7.152 684 691 702 rBV 403106 659299 16.21% 1.726%
9 7.352 718 725 735 rBV 405410 669782 16.47% 1.753%
10 7.822 798 805 812 rBV 473197 778099 19.14% 2.037%
11 7.893 812 817 825 rVB 39575 66803 1.64% 0.175%
12 8.522 918 924 934 rBV 328456 553763 13.62% 1.450%
13 8.969 993 1000 1010 rBV 509829 880840 21.66%  2.306%
14 9.146 1026 1030 1038 rVB5 7284 10429 0.26% 0.027%
15 9.693 1116 1123 1130 rBV 429837 721018 17.73% 1.887%

16 10.234 1207 1215 1228 rBV 575883 1006151 24.74%
17 10.610 1270 1279 1288 rBV 717056 1242524 30.56%
18 10.740 1294 1301 1315 rBV 515201 925852 22.77%

OCONWN
IS
N
PN
R

19 11.404 1409 1414 1422 rBV7 2146 5383 0.13% 014%
20 12.204 1541 1550 1555 rBV2 10242 18238 0.45% 048%
21 13.069 1691 1697 1700 rBV4 3964 6397 0.16% 0.017%
22 13.292 1728 1735 1742 rBV4 5048 8097 0.20% 0.021%
23 13.675 1796 1800 1804 rVB5 2931 40838 0.10% 0.011%
24 13.857 1824 1831 1847 rBV 1287386 1839072 45.23%  4.814%
25 14.139 1872 1879 1889 rBV 1368681 2087412 51.34%  5.464%
26 14.445 1923 1931 1941 rBV 1136434 1739643 42.78%  4.554%
27 14.639 1958 1964 1977 rBV 107780 184581 4.54%  ©.483%
28 14.869 2000 2003 2008 rVB5 5644 7897 0.19% 0.021%
29 15.257 2064 2069 2075 rBV 142463 191650 4.71% 0.502%
30 15.439 2093 2100 2112 rBV 1857655 2785363 68.50% 7.291%
31 15.557 2113 2120 2134 rVWW 739679 1026787 25.25% 2.688%
32 15.681 2136 2141 2146 rVB 24030 34262 0.84% 0.090%
33 15.998 2192 2195 2199 rBV5 2978 4226 0.10% 0.011%
34 16.222 2229 2233 2241 rVB3 8373 11813 0.29% ©0.031%
35 16.598 2294 2297 2301 rVB4 5083 5646 ©.14% 0.015%
36 16.698 2307 2314 2321 rBV6 3106 7855 0.19% 0.021%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@60722\
Data File : BN©20055.D

Acqg On : 08 Jun 2022 07:56
Operator : CG/JU

Sample : N3212-04

Misc :

ALS Vvial : 32 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©60622 .M
Title : SVOA CALIBRATION
37 16.833 2335 2337 2341 rBV5 5801 7834 0.19% 0.021%
38 16.933 2351 2354 2357 rBV5 3264 5065 0.12% 0.013%
39 16.969 2357 2360 2366 rVB3 3507 6512 0.16% 0.017%
40 17.186 2391 2397 2404 rBV 1417458 2077533 51.09% 5.439%
41 17.286 2407 2414 2427 rVV 2320795 3380058 83.13%  8.848%
42 17.386 2427 2431 2436 rVB5 12647 18737 0.46% 0.049%
43 17.480 2444 2447 2449 rBV 7404 7238 0.18% 0.019%
44 17.563 2457 2461 2466 rBV5 2135 4503 0.11% 0.012%
45 17.869 2508 2513 2520 rVB8 4136 5747 0.14% 0.015%
46 18.086 2546 2550 2559 rBV 43137 71012 1.75% 0.186%
47 18.163 2559 2563 2568 rVV 15171 23559 0.58% 0.062%
48 18.210 2568 2571 2575 rVB4 4567 5261 ©0.13% 0.014%
49 18.945 2690 2696 2704 rBV 139148 175281 4.31% 0.459%
50 19.145 2726 2730 2736 rBV 30046 41864 1.03% ©0.110%
51 19.216 2738 2742 2745 rVWVW 27100 39416 0.97% 0.103%
52 19.251 2745 2748 2752 rVV 32775 42607 1.05% 0.112%
53 19.286 2752 2754 2758 rVB5 4323 5214 0.13% 0.014%
54 19.369 2765 2768 2778 rBV2 35125 52990 1.30% 0.139%
55 19.521 2791 2794 2798 rBV2 11120 13411 0.33% 0.035%
56 19.580 2798 2804 2813 rBV 2828843 3926436 96.56% 10.279%
57 20.216 2910 2912 2915 rBV4 4304 4096 0.10% 0.011%
58 20.574 2970 2973 2974 rBV3 12963 12898 0.32% 0.034%
59 20.592 2974 2976 2980 rVB3 15541 18156 0.45% 0.048%
60 21.104 3060 3063 3066 rBvV3 12393 12336 0.30% 0.032%
61 21.304 3093 3097 3100 rBV3 12773 18846 0.46% 0.049%
62 21.380 3104 3110 3123 rVV 1738327 2360834 58.06% 6.180%
63 21.545 3135 3138 3142 rVB3 20155 25329 0.62% 0.066%
64 21.792 3176 3180 3185 rBV 79260 95356 2.35% 0.250%
65 21.992 3211 3214 3219 rVB3 27763 33678 ©0.83% 0.088%
66 22.263 3256 3260 3268 rVB 125754 164845 4.05% 0.432%
67 22.480 3292 3297 3301 rBV 54328 84169 2.97% 0.220%
68 23.015 3383 3388 3393 rVB 81567 123797 3.04% 0.324%

69 23.562 3472 3481 3487 rBV2 1948279 4066186 100.00% 10.644%

70 23.615 3487 3490 3497 rVWV 127197 229060 5.63% 0.600%

71 23.710 3498 3506 3517 rVB2 1152692 2363547 58.13% 6.187%

72 24.309 3602 3608 3616 rVB 107337 236435 5.81% 0.619%

73 25.115 3739 3745 3755 rVB2 104092 252757 6.22% 0.662%

74 26.056 3900 3905 3920 rVB2 68529 204867 5.04% 0.536%
Sum of corrected areas: 38200443
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 08 Jun 2022 07:56
: CG/IU
: N3212-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@60722\
BN©20055.D

: 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.M
Quant Title : SVOA CALIBRATION

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

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BN020055.D\data.ms

10.610
10.234 1y 740

822 8.969 9.693

718852 ' 852
3.693 6.98
3.281 ')\'39828 4.5694.934 893 .146 11.404

Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BN020055.D\data.ms
19.580

17.286

15.439

17.186
13.857 139
14.445

15.557

4639 15257 18.945
A 726 821

o

Time-->

12.204 13.06929213.67 114.869 68159982224, Gofelc i) /| SRR 20.2120.5
— \

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

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BN020055.D\data.ms

23.562
21.380

28.710

2. 23605  24.309 25.115
o1 s S35 39283 283480 23.015 i 3 1 26.056

Time-->

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 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\BN@60722\
Data File : BN©20055.D

Acqg On : @08 Jun 2022 07:56
Operator : CG/JU

Sample : N3212-04

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 2,2,4-Trimethyl-1,3-pentane... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.257 2.20 ng/ul 191650  Acenaphthene-di10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 83
2 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 83
3 2-Furanmethanol, tetrahydro-, ac... 144 C7H1203 000637-64-9 59
4 2-Furanmethanol, tetrahydro-, ac... 144 C7H1203 000637-64-9 53
5 Butanoic acid, 2-butoxy-1-methyl... 216 C11H2004 007492-70-8 50

Abundance Scan 2069 (15.257 min): BN020055.D\data.ms (-2064) (- | m/z 71.00 100.00%
71.0

43.0
5000

T -
111.1 15.00 15.50
159.0

206.9 243.1 o
bbb L2068 S m/z 43.00  57.41%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #181457: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
71.0

o

5000 43.0 —— A
15.00 15.50
m/z 41.00 12.99%
Ol b b e Hll‘Lo \15\‘9.0\ 215-024\3'0
‘HH‘\H\‘\H\‘H\\‘HH‘\\H‘\H\‘\H\‘H\\‘HH‘\\H‘\H\‘\H\‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
71.0
ety o
15.00 15.50
5000 ITI/Z 56.00 9.11%
43.0
111.0 1590 243.0
0 215.0 271.(
A A N B e AARRAasansans
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #23887: 2-Furanmethanol, tetrahydro-, acetate —— A
71.0 15.00 15.50
m/z 111.10 8.01%
43.0
5000
0 I L [ 103.0 145.0 LA
e e T e e e e P e
m/z--> 20 40 60 80 100120 140160 180200 220 240 260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@60722\
Data File : BN©20055.D

Acqg On : @08 Jun 2022 07:56
Operator : CG/JU

Sample : N3212-04

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.310 2.00 ng/ul 236435 Perylene-di2 23.709
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Heneicosane 296 C21H44 000629-94-7 92
3 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 87
4 Tetracosane 338 C24H50 000646-31-1 83
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 83

Abundance Scan 3608 (24.309 min): BN020055.D\data.ms (-3602) (- | m/z 57.00 100.00%
57.0

:

5000
‘ ] 1211 1973 2670 3408 4 24.00 24.50
|
Ol A bl bk L 22005 2070 9BDS 4149 4891y 2 71.05  64.30%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194588: Heneicosane
57.0
5000 i e
24.00 24.50
m/z 43.05 60.83%
113.0
0 \‘ | | hl nl I 1169 02250 296.0
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
— =
24.00 24.50
5000 ITI/Z 85.05 55.91%
0
0 169.0225.0 296.0
e R B L R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #330025: Tetracosane, 1-iodo- = e
57.0 24.00 24.50
m/z 55.00 22.96%
5000
143.0 337.0
o_u‘u“u‘",“Jl‘“\“9‘2‘2‘52?5‘3‘1‘?”“‘_m_m_m‘ e ey
m/z--> 0 50 100 150 200 250 300 350 400 450 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@60722\
Data File : BN©20055.D

Acqg On : @08 Jun 2022 07:56
Operator : CG/JU

Sample : N3212-04

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
25.115 2.14 ng/ul 252757  Perylene-di2 23.709
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 87
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3745 (25.115 min): BN020055.D\data.ms (-3739) (- | m/z 57.00 100.00%
57.0
- fV/\\K/\MﬁMW,~
2500 2550
27.1 : :
197.1
o‘HH_J“J‘ﬂ‘lﬁmuw,mszfs:(:’_H‘_3‘8‘7;9wf‘?‘:"?”wwm m/z 71.e5 65.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0
5000 i e
25.00 25.50
m/z 43.05 54.27%
ol 11|, 12019702670 3670
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘HH‘\H\‘\\H‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
— —
25.00 25.50
5000 m/z 85.05 48.39%
127.0 210.0 309.0
L B R RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane — Py
57.0 25.00 25.50
m/z 54.95 22.35%
- A/Kj\_/q‘
o /] 1 || £27:0197.0267.0337.0407.0 491.0562.0
e A e e e e P P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25.00 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@60722\
Data File : BN©20055.D

Acqg On : 08 Jun 2022 07:56
Operator : CG/JU

Sample : N3212-04

Misc

ALS Vvial : 32 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@60622.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|

2,2,4-Trimethyl... 15.257 2.2 ng/ul 191650 3 14.445 1739640 20.0
(DEL) Alkane: S... 24.310 2.0 ng/ul 236435 6 23.709 2363550 20.0
(DEL) Alkane: S... 25.115 2.1 ng/ul 252757 6 23.709 2363550 20.0
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