LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BGO51767.D

Acqg On : 23 Dec 2021 2:43
Operator : CG/JU

Sample : PB141620BL

Misc :

ALS Vvial : 18 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_ G\Methods\SFAM-EPA-BG121421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51767.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.59 14 18 23 rvB2 11332 16420 1.34% 0.123%
2 3.713 34 38 41 rvv2 1174 1681 0.14% 0.013%
3 4.024 86 91 110 rBV 122395 215736 17.66% 1.613%
4 4,377 149 151 157 rvB2 2546 3185 0.26% 0.024%
5 7.402 659 666 673 rVW 209164 352024 28.82% 2.632%

6 7.573 688 695 704 rVB 135128 231468 18.95%
7 7.796 725 733 741 rBV 185621 319396 26.15%
8 8.272 807 814 823 rVB 151645 256054 20.96%
9 8.965 925 932 945 rVB 240437 422169 34.56%

9.441 1004 1013 1023 rVB 191357 340789 27.90%
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11 10.169 1128 1137 1144 rBV 163260 285699 23.39%
12 10.715 1222 1230 1238 rBV 243163 430672 35.26%
13 11.109 1289 1297 1305 rVB 211094 380475 31.15%
14 11.232 1310 1318 1328 rBV 178522 332329 27.21%
15 12.677 1558 1564 1569 rBV2 3782 6437 0.53%
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16 14.293 1833 1839 1846 rVB 450196 648009 53.05%
17 14.604 1883 1892 1899 rBV 489826 780825 63.92%
18 14.910 1936 1944 1951 rBV 360289 565960 46.33%
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19 15.074 1965 1972 1984 rBV 184792 306727 25.11% 293%
20 15.897 2104 2112 2119 rBV 643813 954305 78.13% 134%
21 15.996 2122 2129 2136 rVV 158455 234126 19.17% 750%
22 16.137 2150 2153 2156 rVB2 1569 1984 0.16% 015%
23 17.442 2370 2375 2379 rBV2 1538 2446 0.20%

24 17.653 2404 2411 2420 rVB 468375 696164 56.99%
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25 17.753 2421 2428 2437 rVB 682434 1034288 84.67% 732%
26 18.017 2471 2473 2479 rBV3 1163 2051 0.17% 0.015%
27 19.592 2737 2741 2748 rBV4 9072 14279 1.17% 0.107%
28 19.662 2748 2753 2758 rVV2 8948 13035 1.07% ©.097%
29 20.032 2809 2816 2824 rBV 837756 1221487 100.00% 9.132%
30 20.772 2937 2942 2943 rBV4 2168 4001 ©.33% 0.030%
31 20.972 2974 2976 2978 rVB3 1977 1947 0.16% 0.015%
32 21.419 3050 3052 3056 rBV4 3014 4209 0.34% 0.031%
33 21.460 3056 3059 3060 rVB2 2574 2106 0.17% 0.016%
34 21.577 3074 3079 3080 rBV5 3700 5127 ©.42% 0.038%
35 21.630 3086 3088 3089 rBV2 2960 2168 0.18% 0.016%
36 21.689 3089 3098 3099 rVVeé 6638 15997 1.31% 0.120%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BGO51767.D

Acqg On : 23 Dec 2021 2:43
Operator : CG/JU

Sample : PB141620BL

Misc :

ALS Vvial : 18 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_ G\Methods\SFAM-EPA-BG121421.M
Title : SVOA CALIBRATION
37 21.971 3139 3146 3157 rVB 421926 741460 60.70%  5.543%
38 22.165 3174 3179 3184 rBV7 4783 8330 0.68% 0.062%
39 22.241 3190 3192 3195 rBv4 1987 2247 0.18% 0.017%
40 22.435 3222 3225 3227 rVB3 2234 2465 0.20% 0.018%
41 22.470 3229 3231 3234 rBV3 2110 2379 0.19% 0.018%
42 22.822 3287 3291 3297 rVB4 9539 16849 1.38% 0.126%
43 23.292 3368 3371 3373 rBV4 2642 3230 0.26% 0.024%
44 23.416 3390 3392 3395 rVB4 3009 2566 0.21% ©0.019%
45 23.445 3395 3397 3400 rBV3 2042 2464 0.20% ©0.018%
46 23.580 3415 3420 3427 rW3 19677 39069 3.20% 0.292%
47 23.710 3438 3442 3443 rBV4 2042 2400 0.20% ©0.018%
48 23.809 3456 3459 3460 rBV3 2237 2028 0.17% 0.015%
49 24.044 3497 3499 3501 rBv2 2569 1889 0.15% 0.014%
50 24.121 3510 3512 3515 rBV3 1796 2082 0.17% 0.016%
51 24.303 3541 3543 3546 rvB3 2698 3058 0.25% 0.023%
52 24.326 3546 3547 3549 rBv2 2416 2147 0.18% 0.016%
53 24.403 3558 3560 3563 rBV3 1803 2255 0.18% 0.017%
54 24.479 3565 3573 3581 rVB4 29548 71201 5.83% ©.532%
55 24.538 3581 3583 3586 rBV4 1983 2119 0.17% 0.016%
56 24.996 3658 3661 3662 rBV3 2879 2709 0.22% 0.020%
57 25.231 3690 3701 3712 rBV2 355659 1086974 88.99% 8.126%
58 25.466 3730 3741 3760 rBV2 217840 800583 65.54% 5.985%
59 25.766 3790 3792 3795 rBv4 2311 2027 0.17% 0.015%
60 26.083 3843 3846 3848 rBV4 1960 2591 0.21% 0.019%
61 26.142 3854 3856 3857 rBV2 1866 1720 0.14% 0.013%
62 26.288 3878 3881 3883 rBV4 2441 3031 0.25% 0.023%
63 26.570 3926 3929 3930 rBV2 1776 1831 0.15% 0.014%
64 26.782 3953 3965 3976 rBv4 34806 119647 9.80% 0.894%
65 26.876 3979 3981 3984 rBV4 1495 1750 0.14% 0.013%
66 26.952 3993 3994 3996 rBV2 1737 1761 0.14% 0.013%
67 27.258 4044 4046 4049 rBV3 1782 2514 0.21% 0.019%
68 27.316 4054 4056 4059 rBV4 1478 1903 0.16% 0.014%
69 27.393 4067 4069 4072 rBV4 2350 1899 0.16% 0.014%
70 27.681 4115 4118 4119 rBV3 2507 2647 0.22% 0.020%
71 27.886 4151 4153 4155 rBV3 3064 1959 0.16% 0.015%
72 28.074 4184 4185 4188 rBV3 2022 2136 0.17% 0.016%
73 28.174 4199 4202 4204 rBV4 1827 1975 0.16% 0.015%
74 28.303 4210 4224 4235 rBV5 34886 133328 10.92% 0.997%
75 28.603 4273 4275 4276 rBV2 2286 2016 ©0.17% 0.015%
76 28.656 4282 4284 4286 rBV2 2421 2165 0.18% 0.016%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BGO51767.D

Acqg On : 23 Dec 2021 2:43
Operator : CG/JU

Sample : PB141620BL

Misc :

ALS Vvial : 18 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_ G\Methods\SFAM-EPA-BG121421.M

Title : SVOA CALIBRATION

77 29.085 4355 4357 4358 rBV2 2943 2626 0.21% 0.020%
78 29.349 4401 4402 4405 rBV3 1915 2104 0.17% 0.016%
79 29.466 4419 4422 4423 rBV3 1745 1954 0.16% 0.015%
80 29.566 4437 4439 4442 rVB4 2186 2218 0.18% 0.017%
81 29.948 4503 4504 4506 rBV2 2102 1913 0.16% 0.014%
82 30.124 4523 4534 4548 rVB6 25198 111581 9.13% 0.834%
83 30.453 4586 4590 4591 rBvV4 3355 3546 0.29% ©0.027%
84 30.512 4598 4600 4603 rBv4 2065 1879 ©0.15% 0.014%
85 30.577 4609 4611 4613 rBV3 2370 2923  0.24% 0.022%
86 30.635 4617 4621 4622 rBV4 1828 2946 0.24% ©0.022%
87 30.700 4630 4632 4636 rVB4 2341 2875 0.24% 0.021%
88 31.158 4706 4710 4711 rBV3 2110 2683 0.22% 0.020%
89 31.252 4725 4726 4728 rBV2 2526 1974 0.16% 0.015%
990 31.376 4745 4747 4750 rVB4 2642 2113 0.17% 0.016%
91 31.464 4760 4762 4766 rBV4 2396 2139 0.18% 0.016%
92 31.681 4797 4799 4801 rVvV3 2832 2385 0.20% 0.018%
93 31.705 4801 4803 4804 rVV2 2771 2062 0.17% 0.015%
94 31.746 4804 4810 4812 rVB7 3443 5926 0.49% 0.044%
95 31.840 4824 4826 4827 rBV2 2044 1834 0.15% 0.014%
96 31.904 4835 4837 4840 rVB4 2156 1894 0.16% 0.014%
97 32.157 4878 4880 4881 rBV2 3202 1952 0.16% 0.015%
98 32.257 4895 4897 4898 rBV2 3171 2714 0.22% 0.020%
99 32.310 4898 4906 4907 rBVe6 10342 17115 1.40% 0.128%
100 32.515 4938 4941 4942 rBV3 1806 2016 0.17% 0.015%

Sum of corrected areas: 13376551
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51767.D

Acqg On : 23 Dec 2021 2:43
Operator : CG/JU

Sample : PB141620BL

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051767.D\data.ms
800000

700000
600000
500000
400000

300000
8.965

7.402 o
7.796 9.441
200000 vom ol Bar2 10.169 i

100000
9%3 || 4.377

L L I L L L I B L B L L B B O IO

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG051767.D\data.ms
800000 20.p32

12.677

o

700000 17.753
15.897

600000

500000 14.604 17.653
14.293 21971

400000 14.910
300000
200000 o074 15.996
100000
L 137 1144% 18.017 195662 20.2097 22 881FEP.82

O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“T\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 13.50 14.00 14.50 15.00 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
Abundance TIC: BG051767.D\data.ms
800000

700000
600000
500000
400000 25.231
300000
5.466
200000

100000

5.7 GB2BE286. SMQWZ BB&QIM%MQ 3%669330/&*
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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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BGO51767.D

Acqg On : 23 Dec 2021 2:43

Operator : CG/JU

Sample : PB141620BL

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M

: SVOA CALIBRATION

¢ 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 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
26.782 2.99 ng/ul 119647 Perylene-d12 25.472
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 86
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 86
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
4 Hexacosane 366 C26H54 000630-01-3 86
5 Eicosane 282 C20H42 000112-95-8 81

Abundance Scan 3965 (26.782 min): BG051767.D\data.ms (-3953) (-  m/z 57.15 100.00%
57.1
5000
‘ h } H 1553 2111 2829 26.50 27.00
omw_w e e e m/z 71.25 85.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
5000 R Tl
26.50 27.00
m/z 43.15 79.16%
O uh\ \‘h]\.‘ h h‘ | \6\99\2\2\50 3090 3650 437'
\\‘\ \\\1‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)-
43.0
26.50 27.00
5000 m/z 85.15 70.93%
oL LLLL 1590 a0 29503500
m/z--> 50 100 150 200 250 300 350 400
Abundance #262017: Heptadecane, 9-octyl- b el VR A
57.0 26.50 27.00
m/z 55.15 27.60%
5000
13.0 239.0
ol d LT 1690 U7 294.0 3520
; “ ‘w“““‘w““ R AR ma e
m/z--> 50 100 150 200 250 300 350 400 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BG@51767.D

Acqg On : 23 Dec 2021 2:43
Operator : CG/JU

Sample : PB141620BL

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

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 1
R.T. EstConc Area Relative to ISTD R.T.

28.303 3.33 ng/ul 133328 Perylene-di2 25.472
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 86
2 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1010115-66-1 86
3 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 83
4 Heptacosane 380 C27H56 000593-49-7 83

5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 81

Abundance Scan 4224 (28.303 min): BG051767.D\data.ms (-4210) (-  m/z 57.15 100.00%

57.1
5000
99.0 Pttt i e ooy
| h H | “ 1551 20‘7.1238.6 282.9 28.00 28.50
o Al ‘M‘ I VN S m/z 43.15  79.20%
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
5000
28.00 28.50
99.0 m/z 71.15 70.95%
O T \al\ ‘ ‘ HH‘ \‘H‘\ h‘ \“ \‘?\-41(‘)\ %8\3\0‘ \22\5\ 0\ ‘ T T \2\96’.(
m/z--> 50 100 150 200 250
Abundance #126398: Tridecanol, 2-ethyl-2-methyl-
57.0
28.00 28.50
5000 m/z 85.15 46.46%
99.0
‘ h ‘ 141.0 211.0
ob—— b L ‘H_H‘_‘u”_‘”
miz--> 50 100 150 200 250
Abundance #141066: Heptadecane, 2-methyl- RTRY — i
43.0 28.00 28.50
m/z 41.15 32.63%
5000
85.0
bl 3270 1690 2110 2540
m/z--> 50 100 150 200 250 28.00 28.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\

Data File : BG@51767.D

Acqg On : 23 Dec 2021 2:43
Operator : CG/JU

Sample : PB141620BL

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integrat

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M

SVOA CALIBRATION

: C:\DATABASE\NIST20.L
ion 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 3

R.T. EstConc Area Relative to ISTD R.T.
30.124  2.79 ng/ul 111581 Perylene-diz 25.472
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritetracontane 605 Casss 007098-21-7 72

2 Nonadecane 268 C19H40 000629-92-5 72
3 Nonadecane 268 C19H40 000629-92-5 72
4 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 72
5 Hexacosane 366 C26H54 000630-01-3 72

Abundance Scan 4534 (30.124 min): BG051767.D\data.ms (-4523) (- m/z 57.10 100.00%

57.1
5000
280.9
K’HH 09 3564 30.00 30.50
ol "‘HHH‘WMkm_mHH‘w_wam,ww m/z 71.15  63.98%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
5000 Wi IO TH Wup ‘n‘ A
30.00 30.50
m/z 43.15 60.41%
o \ ’hhlﬂﬂ /0197.0267.0337.0  463.0 533.0 604.
\\\\‘\\\\‘\\\W‘\TV\‘W\\f‘\\f\‘T\\W"\\1\‘\f\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #158597: Nonadecane
57.0
30.00 30.50
5000 ITI/Z 85.15 54.60%
7.0
oL UM el Soro280
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #158598: Nonadecane I L VI
57.0 30.00 30.50
m/z 55.15 28.46%
5000
o Ll|#r0erozes0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 30.00 30.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122221\
Data File : BGO@51767.D

Acqg On : 23 Dec 2021 2:43
Operator : CG/JU

Sample : PB141620BL

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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|
(DEL) Alkane: S... 26.782 3.0 ng/ul 119647 6 25.472 800583 20.0
(DEL) Alkane: S... 28.303 3.3 ng/ul 133328 6 25.472 800583 20.0
(DEL) Alkane: S... 30.124 2.8 ng/ul 111581 6 25.472 800583 20.0
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