LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG011922\
Data File : BG052117.D

Acq On 21 Jan 2022 13:28
Operator : CG/JU

Sample : N1199-02DL2 20X
Misc

ALS Vial : 56 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 - O Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622_M
Title : SVOA CALIBRATION

Signal : TIC: BG052117.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.365 146 149 152 rVB2 2160 2811 0.34% 0.056%
2 6.239 462 468 473 rBV2 1030 2549 0.31% 0.050%
3 7.402 659 666 671 rBB3 1870 3569 0.43% 0.071%
4 7.567 686 694 699 rw2 5877 10394 1.25% 0.205%
5 7.637 703 706 713 rVvB 1512 2327 0.28% 0.046%
6 7.790 727 732 735 rBV2 6100 8005 0.96% 0.158%
7 7.901 745 751 756 rBV 4344 6016 0.72% 0.119%
8 8.260 805 812 819 rvB 111016 186046 22.30% 3.677%
9 8.371 826 831 837 rBv3 6600 9718 1.16% 0.192%
10 8.642 872 877 882 rBB2 2239 4105 0.49% 0.081%
11 8.806 903 905 912 rvB 1284 1844 0.22% 0.036%
12 8.900 917 921 926 rBV2 3018 4151 0.50% 0.082%
13 8.959 926 931 938 rvB3 4236 6813 0.82% 0.135%
14 9.217 973 975 979 rBV 2281 2441 0.29% 0.048%
15 9.376 996 1002 1007 rBvV2 4187 6938 0.83% 0.137%
16 9.429 1007 1011 1016 rBV3 6679 12514 1.50% 0.247%
17 9.711 1057 1059 1063 rBv2 2172 2704 0.32% 0.053%
18 9.905 1087 1092 1098 rwV 4769 5978 0.72% 0.118%
19 9.969 1098 1103 1111 rVB3 5536 9538 1.14% 0.189%
20 10.169 1131 1137 1140 rVB3 5315 9025 1.08% 0.178%
21 10.339 1161 1166 1169 rVB3 2085 3130 0.38% 0.062%
22 10.486 1186 1191 1198 rVB5 5314 9517 1.14% 0.188%
23 10.715 1223 1230 1238 rVB2 9609 16025 1.92% 0.317%
24 11.097 1288 1295 1301 rBV 163014 293151 35.14% 5.794%
25 11.150 1301 1304 1311 rVB 11915 17080 2.05% 0.338%
26 11.220 1311 1316 1323 rBvV4 6215 9804 1.18% 0.194%
27 12.736 1572 1574 1578 rBV3 1335 1986 0.24% 0.039%
28 12.889 1596 1600 1604 rBV3 1056 2137 0.26% 0.042%
29 12.953 1604 1611 1618 rVB 57506 91753 11.00% 1.813%
30 13.417 1684 1690 1695 rBV 1727 2517 0.30% 0.050%
31 13.600 1716 1721 1726 rBvV2 5946 8752 1.05% 0.173%
32 13.729 1738 1743 1748 rBV 10067 14158 1.70% 0.280%
33 13.923 1769 1776 1778 rBv2 2921 4399 0.53% 0.087%
34 13.952 1778 1781 1788 rVB 5164 7981 0.96%  0.158%
35 14.064 1794 1800 1801 rBv4 8161 13287 1.59% 0.263%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG011922\
Data File : BG052117.D

Acq On 21 Jan 2022 13:28
Operator : CG/JU

Sample : N1199-02DL2 20X
Misc

ALS Vial : 56 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 - O Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622_M
Title : SVOA CALIBRATION
36 14.216 1820 1826 1831 rBv2 24816 40553 4.86% 0.801%
37 14.281 1831 1837 1844 rVB 26459 40184 4.82% 0.794%
38 14.451 1861 1866 1870 rBV3 14677 22732 2.72% 0.449%
39 14.481 1870 1871 1875 rVB3 5837 5762 0.69% 0.114%
40 14.592 1884 1890 1893 rBvV 24364 42439 5.09% 0.839%
41 14.898 1929 1942 1948 rBV 291191 459421 55.07% 9.080%
42 14.962 1948 1953 1958 rVB3 7642 13792 1.65% 0.273%
43 15.086 1971 1974 1975 rBV 2157 1739 0.21% 0.034%
44 15.285 2003 2008 2013 rBv4 6266 10399 1.25% 0.206%
45 15.362 2015 2021 2027 rWw2 2850 5492 0.66% 0-109%
46 15.438 2030 2034 2038 rVvB 2014 2927 0.35% 0.058%
47 15.509 2041 2046 2052 rBv4 9288 16140 1.93% 0.319%
48 15.562 2052 2055 2062 rVB2 3659 3962 0.47% 0.078%
49 15.656 2068 2071 2072 rBV3 1738 1844 0.22% 0.036%
50 15.673 2072 2074 2078 r\W2 2624 3598 0.43% 0.071%
51 15.708 2078 2080 2085 rVB3 2684 3184 0.38% 0.063%
52 15.849 2101 2104 2105 rW 2828 2719 0.33% 0.054%
53 15.885 2105 2110 2115 rW2 32828 49753 5.96% 0.983%
54 15.932 2115 2118 2125 r\W4 9678 16232 1.95% 0.321%
55 16.008 2125 2131 2137 rW3 25952 44487 5.33% 0.879%%
56 16.067 2140 2141 2144 r\W2 3144 2713 0.33% 0.054%
57 16.096 2144 2146 2150 rVB3 2738 3313 0.40% 0.065%
58 16.149 2151 2155 2159 rBV 2978 3600 0.43% 0.071%
59 16.384 2192 2195 2200 rVB2 1235 1777 0.21% 0.035%
60 16.936 2287 2289 2293 rVB2 1871 2239 0.27% 0.044%
61 16.989 2293 2298 2303 rBV3 3069 4879 0.58% 0.096%
62 17.095 2311 2316 2320 rVB2 1786 2853 0.34% 0.056%
63 17.148 2323 2325 2329 rBV3 1191 1883 0.23% 0.037%
64 17.289 2343 2349 2363 rBVv 529071 834302 100.00% 16.488%
65 17.641 2402 2409 2414 rBV 365635 560113 67.14% 11.070%
66 17.688 2414 2417 2421 rVB 19112 24335 2.92% 0.481%
67 17.741 2421 2426 2431 rBV3 36542 54957 6.59%  1.086%
68 17.841 2438 2443 2446 rVB2 2616 3170 0.38% 0.063%
69 18.293 2516 2520 2523 rVB3 1610 2160 0.26% 0.043%
70 18.516 2552 2558 2563 rBV3 4000 7320 0.88% 0.145%
71 18.569 2563 2567 2571 rVB3 3336 4960 0.59% 0.098%
72 18.693 2585 2588 2595 rBv4 5193 10883 1.30% 0.215%
73 18.740 2595 2596 2602 rVB4 3970 5578 0.67% 0.110%
74 18.793 2603 2605 2610 rVB4 1592 1955 0.23% 0.039%
75 18.845 2610 2614 2615 rBV3 2359 2791 0.33% 0.055%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG011922\
Data File : BG052117.D

Acq On 21 Jan 2022 13:28
Operator : CG/JU

Sample : N1199-02DL2 20X
Misc

ALS Vial : 56 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 - O Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG010622_M
Title : SVOA CALIBRATION

76 19.345 2695 2699 2701 rBV 1757 2092 0.25% 0.041%
77 19.421 2708 2712 2715 rBv4 3326 3468 0.42% 0.069%
78 19.674 2751 2755 2760 rVB7 8099 10215 1.22% 0.202%
79 19.791 2773 2775 2780 rVB4 2529 3537 0.42% 0.070%
80 19.915 2791 2796 2799 rW 46241 52064 6.24% 1.029%
81 20.020 2806 2814 2821 rBV 51463 88109 10.56% 1.741%
82 20.214 2844 2847 2850 rBV3 1989 3126 0.37% 0.062%
83 20.525 2895 2900 2904 rBV6 5327 9363 1.12% 0.185%
84 20.743 2935 2937 2940 rVB3 5462 5024 0.60% 0-099%
85 20.960 2970 2974 2978 rBV 30606 36300 4.35% 0.717%
86 21.025 2982 2985 2989 r\W3 9378 11735 1.41% 0.232%
87 21.060 2989 2991 2995 rVB5 5944 6674 0.80% 0.132%
88 21.559 3073 3076 3085 rBV5 13548 25730 3.08% 0.509%
89 21.806 3116 3118 3119 rBV 3149 2362 0.28% 0.047%
90 21.959 3137 3144 3153 rVB 348599 581581 69.71% 11.494%
91 22.141 3171 3175 3181 rVB6 11509 17733 2.13% 0.350%
92 22.799 3283 3287 3294 rVB7 12688 23938 2.87% 0.473%
93 23.551 3411 3415 3422 rVB2 21032 40709 4.88% 0.805%
94 24.438 3560 3566 3577 rVB4 27600 63341 7.59% 1.252%
95 25.196 3688 3695 3705 rBv2 19114 57003 6.83% 1.127%

96 25.448 3727 3738 3752 rBV2 201554 667975 80.06% 13.201%

97 26.735 3948 3957 3968 rVB4 32101 103653 12.42% 2.049%

98 28.227 4206 4211 4228 rVB3 28472 97555 11.69%  1.928%

99 30.036 4512 4519 4521 rBV5 14202 27952 3.35% 0.552%

100 31.540 4773 4775 4777 rBV3 2721 2370 0.28% 0.047%
Sum of corrected areas: 5059912
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011922\
Data File : BG052117.D

Acq On 21 Jan 2022 13:28

Operator : CG/JU

Sample : N1199-02DL2 20X

Misc :

ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

Abundance TIC: BG052117.D\data.ms
500000

400000
300000

200000
11.097

8.260
100000
12.953

o 4.365 6.239 7.4056TI01 8374, cYEBgBRNIRFV28. 7900631934867 151111280 1&2&9
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time—> 350 400 450 500 550 600 650 7.00 750 800 850 900 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG052117.D\data.ms
)
500000 17.989

400000
17.641 21.959
300000 14.898

200000

100000

7 160030 20.960

7

21.559

LS 117)1@%1118.2%19&34& 40,220 805 0D 2L g2 141 22.799
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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: BG052117.D\data.ms
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400000

300000

25.448
200000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011922\

Data File : BG052117.D

Acq On 21 Jan 2022 13:28 Instrument :
Operator : CG/JU BNA_G

Sample 1 N1199-02DL2 20X ClientSampleld :
Misc - COF12DL2

ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.735 3.10 ng/ul 103653 Perylene-di2 25.448
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Heptacosane 380 C27H56 000593-49-7 86
3 Pentacosane 352 C25H52 000629-99-2 86
4 Dotriacontane, 1-iodo- 576 C32H65I1 1000406-32-4 86
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 80
Abundance Scan 3957 (26.735 min): BG052117.D\data.ms (-3948) (- 57.15 100.00%
57.1
- S%Lm
‘ } ‘ Jﬁm 1932 2829 3656 26.50 27.00
\\\l\h“\‘\ \m\“‘ \“\”\ ‘\“‘\‘\\\N‘\\\\“\‘\\‘\“\\\\‘\‘\\\‘\\\\ m/Z 43-10 69-99[y
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
5000
26.50 27.00
m/z 71.10 66.99%

L ‘ T h ‘ ‘ \h \“\ \‘ ]‘-\6?\‘0\ ‘2\2\5\ \0‘ T \\3‘0\9\0\ \3‘6\5\ \0\ ‘ \4\.3\7\"0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0

26.50 27.00
5000 m/z 85.15 39.77%
113.0
169.0 225.0 281.0 380.0
L ‘ L ‘ L ‘ UL ‘ T TT ‘ TT 1T ‘ TTTT ‘ T 1T ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #262011: Pentacosane w ”\”\‘ A B
57.0 26.50 27.00

m/z 55.15  29.30%

5000 Nﬁ
169.0 225.0 281.0 352.0
I ‘ h h‘ “\ ‘\ e MMN\A‘IW ‘ MMMAMWM

miz--> 50 100 150 200 250 300 350 400 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011922\
Data File : BG052117.D

Acq On 21 Jan 2022 13:28

Operator : CG/JU

Sample : N1199-02DL2 20X

Misc :

ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG010622 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
28.227 2.92 ng/ul 97555  Perylene-d12 25.448
Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 64
2 Heptacosane 380 C27H56 000593-49-7 59
3 Heneicosane 296 C21H44 000629-94-7 58
4 Dodecane, l1l-iodo- 296 C12H251 004292-19-7 53
5 Pentacosane 352 C25H52 000629-99-2 52
Abundance Scan 4211 (28.227 min): BG052117.D\data.ms (-4206) () = m/z 57.15 100.00%
57.1
5000
28.00 28.50
T T T ‘\‘H‘ \“U % ‘\H\H\ h“‘\‘ L \ ‘2“\2\‘]‘-\]-\ ‘ \2\8\]-\]-‘ L ‘ L m/Z 71-15 65-24(y
m/z--> 0 50 100 150 200 250 300 350
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl-
57.0
5000
28.00 28.50
1130 1690 m/z 43.15 63.8%
1\4.\q\\‘\h‘ “ ‘ “‘\“\ \“\‘\\\ 2‘1\]-\0\\‘2§7\\()\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance
57.0
WW\N\M(\/\A\A T WW
28.00 28.50
5000 m/z 85.20 30.44%
99.0
141.0183.0225.0267.0309.0  380.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane by 1
57.0 28.00 28.50
m/z 55.15 25.43%
5000
9.0
150 ||, ., 11018300250 2060 g
\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \‘\\
m/z--> 0 50 100 150 200 250 300 350 28.00 28.50
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG011922\
Data File : BG052117.D

Acq On 21 Jan 2022 13:28
Operator : CG/JU

Sample = N1199-02DL2 20X
Misc

ALS Vial : 56 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA G\Methods\SFAM-EPA-BG010622 .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... 26.735 3.1 ng/ul 103653 6 25.448 667975 20.0
(DEL) Alkane: S... 28.227 2.9 ng/ul 97555 6 25.448 667975 20.0
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