LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72521\
Data File : BGO49447.D

Acqg On : 24 Jul 2021 12:00
Operator : CG/JU

Sample : PB137800BL

Misc :

ALS vial : 3  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-BG0O72421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO49447.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.082 3 7 15 rVB5 21319 43490 5.99% ©.599%
2 3.429 63 66 74 rVB4 6939 11960 1.65% 0.165%
3 3.646 101 103 104 rBV 1375 1074 0.15% 0.015%
4 3,852 135 138 153 rBV 68882 135980 18.73% 1.874%
5 4.386 227 229 232 rBV3 960 1004 0.14% 0.014%
6 5.584 430 433 436 rBV3 896 1163 0.16% 0.016%
7 6.107 520 522 525 rVB 1349 1373 0.19% 0.019%
8 6.795 636 639 643 rBv2 761 1293 0.18% 0.018%
9 7.200 701 708 716 rBV 107164 196357 27.04% 2.706%
10 7.364 730 736 746 rBV 70881 125313 17.26% 1.727%
11 7.576 765 772 780 rBV 107186 194307 26.76% 2.677%
12 7.717 794 796 800 rBV 887 1164 0.16% 0.016%
13 7.9065 827 828 832 rBV 930 1223 0.17% 0.017%
14 8.046 846 852 860 rBV 75868 124414 17.13% 1.714%
15 8.187 871 876 877 rVB 688 977 0.13% 0.013%
16 8.751 965 972 982 rBvV 125874 230856 31.79% 3.181%
17 9.127 1031 1036 1038 rBB 1051 1199 0.17% 0.017%
18 9.156 1038 1041 1042 rBV 1010 998 0.14% 0.014%
19 9.215 1044 1051 1060 rVB2 107030 191065 26.31% 2.633%
20 9.943 1168 1175 1182 rBV 97205 170511 23.48% 2.349%

21 10.484 1260 1267 1280 rBV 128791 237791 32.75%
22 10.572 1280 1282 1286 rVB2 1355 1557 0.21%
23 10.866 1324 1332 1340 rBV 97227 172539 23.76%

O WNO W
w
~N
~N
R

24 11.001 1348 1355 1363 rBv2 117461 226153 31.15% 116%
25 12.458 1598 1603 1610 rVB2 1632 3262 0.45% 045%
26 12.775 1655 1657 1661 rBV2 1180 1019 0.14% 014%

27 14.097 1876 1882 1888 rBV 250734 374357 51.56%
28 14.390 1926 1932 1938 rBV 261242 406144 55.94%

N WU
vl
O
(@)
R

29 14.696 1978 1984 1992 rBV 152612 235308 32.41% 242%
30 14.890 2010 2017 2027 rBV2 103159 178727 24.61% 463%
31 14.978 2030 2032 2036 rVB3 1287 1607 0.22% 0.022%
32 15.089 2047 2051 2054 rVB3 1264 1554 0.21% 0.021%
33 15.688 2146 2153 2165 rBV 328680 504990 69.55% 6.958%
34 15.806 2167 2173 2182 rVV 102956 166305 22.90%  2.292%
35 15.888 2184 2187 2189 rVB 1033 1238 0.17% 0.017%
36 15.929 2191 2194 2200 rVB2 3698 4959 0.68% 0.068%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72521\
Data File : BGO49447.D

Acqg On : 24 Jul 2021 12:00
Operator : CG/JU

Sample : PB137800BL

Misc :

ALS vial : 3  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-BG072421.M
Title : SVOA CALIBRATION
37 16.264 2250 2251 2256 rVB2 1089 1080 ©0.15% 0.015%
38 16.476 2284 2287 2289 rBV2 842 1117 0.15% 0.015%
39 17.239 2414 2417 2418 rBV 1111 981 0.14% 0.014%
40 17.445 2443 2452 2458 rBV 198273 299422 41.24% 4.126%
41 17.545 2462 2469 2479 rBV 383701 576602 79.41% 7.945%
42 17.950 2532 2538 2540 rBV 1208 1578 ©0.22% 0.022%
43 18.097 2559 2563 2570 rVB 946 1941 0.27% 0.027%
44 19.007 2717 2718 2722 rVB 1194 1162 ©0.16% 0.016%
45 19.054 2722 2726 2728 rBV 955 1457 0.20% ©0.020%
46 19.472 2792 2797 2804 rBV2 4864 6752 ©0.93% 0.093%
47 19.560 2809 2812 2813 rVB 1175 1161 0.16% 0.016%
48 19.618 2819 2822 2823 rBV 1147 1080 0.15% 0.015%
49 19.724 2836 2840 2845 rVB2 4436 4989 0.69% 0.069%
50 19.783 2846 2850 2852 rBV 1390 1288 0.18% 0.018%
51 19.836 2852 2859 2866 rVV 488984 708406 97.56% 9.761%
52 20.024 2890 2891 2896 rVB4 1559 1976 0.27% 0.027%
53 20.083 2899 2901 2904 rBV 1604 1719 0.24% 0.024%
54 20.206 2920 2922 2924 rBV3 1235 1389 0.19% 0.019%
55 20.335 2942 2944 2949 rVB4 2092 2237 0.31% 0.031%
56 20.558 2980 2982 2983 rBV2 2586 1488 0.20% 0.021%
57 20.964 3049 3051 3052 rVB2 1990 1165 0.16% 0.016%
58 21.158 3082 3084 3086 rVB2 1765 1261 0.17% 0.017%
59 21.175 3086 3087 3090 rBV3 2197 2101 0.29% 0.029%
60 21.328 3111 3113 3115 rBV3 1901 2233 0.31% ©0.031%
61 21.404 3124 3126 3127 rBV2 1626 1543 0.21% 0.021%
62 21.727 3174 3181 3191 rBV = 226400 371726 51.20% 5.122%
63 21.968 3221 3222 3224 rBV 1771 1702 0.23% 0.023%
64 22.103 3243 3245 3247 rBV3 1894 2083 0.29% 0.029%
65 22.268 3269 3273 3274 rBV3 1651 1822 0.25% 0.025%
66 22.526 3315 3317 3322 rVB4 3565 3134 ©.43% 0.043%
67 22.867 3373 3375 3376 rVB2 2653 1352 0.19% 0.019%
68 23.184 3425 3429 3430 rBV4 2090 2457 0.34% 0.034%
69 23.960 3559 3561 3563 rBV2 2002 1559 0.21% 0.021%
70 24.059 3571 3578 3585 rBV6 10701 25013 3.44%  ©.345%
71 24.283 3614 3616 3619 rVB3 2207 1495 0.21% 0.021%
72 24.635 3674 3676 3677 rBV2 2615 2279 0.31% 0.031%

73 24.782 3689 3701 3713 rBV3 250795 726098 100.00% 10.005%
74 25.005 3729 3739 3752 rVB2 128442 390191 53.74% 5.376%
75 25.181 3767 3769 3770 rBV2 2376 1188 ©0.16% 0.016%
76 25.281 3784 3786 3789 rBV3 2068 1902 0.26% 0.026%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72521\
Data File : BGO49447.D

Acqg On : 24 Jul 2021 12:00
Operator : CG/JU

Sample : PB137800BL

Misc :

ALS vial : 3  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-BG072421.M
Title : SVOA CALIBRATION
77 26.186 3932 3940 3950 rVB6 17092 50106 6.90% 0.690%
78 26.286 3956 3957 3960 rBV2 1944 1570 0.22% 0.022%
79 26.615 4010 4013 4016 rBv4 2221 3011 0.41% 0.041%
80 26.768 4037 4039 4041 rBV2 2138 2038 0.28% 0.028%
81 27.097 4093 4095 4096 rBvV2 1930 1150 0.16% 0.9016%
82 27.149 4102 4104 4107 rVB3 3442 2660 0.37% 0.037%
83 27.473 4157 4159 4161 rBV3 1794 1079 0.15% 0.015%
84 27.490 4161 4162 4165 rVB3 2137 1029 0.14% 0.014%
85 27.572 4169 4176 4188 rVB7 15133 52901 7.29% 0.729%
86 27.966 4240 4243 4245 rBV2 2760 3325 0.46% 0.046%
87 28.759 4376 4378 4379 rBV2 2136 1509 0.21% 0.021%
88 28.841 4390 4392 4394 rBV3 2634 2214 0.30% 0.031%
89 29.135 4440 4442 4443 rVB2 2220 1043 0.14% 0.014%
990 30.498 4672 4674 4675 rVB2 2872 1557 0.21% 0.021%
91 30.621 4693 4695 4698 rVB4 3382 3481 0.48% 0.048%
92 30.651 4698 4700 4701 rBV 2673 2291 0.32% 0.032%
93 30.938 4747 4749 4750 rBV2 2236 1488 0.20% 0.021%
94 31.074 4770 4772 4775 rVB4 2268 1442 0.20% 0.020%
95 31.103 4775 4777 4778 rBV2 2148 1026 0.14% 0.014%
96 31.214 4794 4796 4798 rBV3 3017 2928 0.40% 0.040%
97 31.884 4908 4910 4911 rBV2 1761 1027 0.14% 0.014%
98 32.008 4929 4931 4935 rvv3 2012 1726 0.24% 0.024%
99 32.049 4937 4938 4940 rVVv2 2795 1449 0.20% 0.020%
100 32.096 4944 4946 4948 rVB3 2714 2057 0.28% 0.028%
Sum of corrected areas: 7257467
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 24 Jul 2021 12:00
: CG/JU
: PB137800BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072521\
BGO49447.D

: 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG049447.D\data.ms
400000
300000
200000
8.751 10.484
7.2007.576 9215  gg43 10801
100000 : ’
3.852 8.046
P82
I\ 3-43%4 4.386 5.584 6.107  6.795 .187 10,572 12.438.77
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\‘\\ \\\‘\\\\‘\\\\’Y‘T‘r\‘\\\\‘\\\\‘\\\\hﬁ*
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG049447.D\data.ms
19.836
400000 17.545
15.688
300000
14.04%-390
21.727
200000 17.445
100000 15-806
0 o%5.264076 17.23 17185007 100U ORI AR BAE AR 55520 26AKI5284 | 2129880368526
‘\\\\‘\\\\‘\\\\ L] T T T’\\\\‘\\\\‘\\\\‘ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 13.00 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: BG049447.D\data.ms
400000
300000
24.782
200000
5.005
100000
882 184 2%92834 635 Pasast 28 8061 magqﬁ%%? 90 __28089.135

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72521\
Data File : BGO49447.D

Acq On : 24 Jul 2021 12:00
Operator : CG/JU

Sample : PB137800BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 (DEL) Alkane: Cyclic3.082 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.082 6.99 ng/ul 43490 1,4-Dichlorobenzene-d4 8.046

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 70
2 Cyclohexane 84 C6H12 000110-82-7 70
3 Cyclohexane 84 C6H12 000110-82-7 62
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 58
5 Cyclohexane 84 C6H12 000110-82-7 52
Abundance Scan 7 (3.082 min): BG049447.D\data.ms (-3) (-) m/z 56.15 100.00%

56.1
1.2 84.1
5000
69.2

‘ e e
| | ‘\ i i

3.103.203.303.403.50
e e et m/z 840100 76.53%

m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1643: Cyclohexane
56.0
84.0

5000 41.0 . —

69.0 3.103.203.303.403.50
m/z 41.20 69.97%

27.0 ‘
“‘W‘”\%ﬁg\”‘W“”\M”‘“w‘W“”\”“WH‘W‘”
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1645: Cyclohexane
56.0

410 840 [T T T[T T[T [rrTl
3.103.203.303.403.50
5000 m/z 39.15 46.74%
27.0
69.0
15.0
2o 0 Wl
mfz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1644: Cyclohexane BT
56.0 3.103.203.303.403.50
410 210 m/z 55.15 32.83%
5000
27.0
69.0
m/z--> 0 10 20 30 40 50 60 70 80 90 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72521\
Data File : BGO49447.D

Acq On : 24 Jul 2021 12:00
Operator : CG/JU

Sample : PB137800BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.186 2.57 ng/ul 50106 Perylene-di2 25.005
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratriacontane, 2-methyl- 493 C35H72 014167-65-8 64
2 Dotriacontane 451 C32H66 000544-85-4 64
3 2-Methylhexacosane 380 C27H56 001561-02-0 64
4 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54 055282-12-7 64
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 59

Abundance Scan 3940 (26.186 min): BG049447.D\data.ms (-3932) (- m/z 57.20 100.00%

57.2
5000
Il
‘ ‘ H127.3 22122811 3551 520. 26. 00 26 50
L e R m/z 43.15 87.63%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #336700: Tetratriacontane, 2-methyl-
57.0
5000 Ignl, T
26 00 26 50
m/z 71.25 71.36%
449.0
| ‘ ﬁh | 169.0225.0281.0337.0393.0 |
\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #325753: Dotriacontane
57.0
26 OO 26 50
5000 m/z 85.25 56.51%
LT e 0225 0201 0337.038 04509
A - N N
- e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #287978: 2-Methylhexacosane
57.0 26 00 26 50
m/z 55.20 29.69%
5000
lioie: (0022500810%570 SN B—
m/z--> 50 100 150 200 250 300 350 400 450 500 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72521\
Data File : BGO49447.D

Acq On : 24 Jul 2021 12:00
Operator : CG/JU

Sample : PB137800BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27.572 2.71 ng/ul 52901 Perylene-di2 25.005
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 58
2 9-Methylheneicosane 310 C22H46 070475-51-3 50
3 Tricosane 324 C23H48 000638-67-5 50
4 Undecane, 4-ethyl- 184 C13H28 017312-59-3 50
5 Hexadecane 226 C16H34 000544-76-3 50

Abundance Scan 4176 (27.572 min): BG049447.D\data.ms (-4169) (- m/z 57.15 100.00%
57.1

L

5000
JM/\W/\A A
75 N |
‘ ‘ “ H 133.2 183.3 281.1 355.. 27.50
e m/z 43.20 63.66%
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane

57.0

5000 aulindy g1
27.50
m/z 71.10  54.23%

4>

99.0
\‘ ‘ || 4 141.0183.0 2250 2820
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #212285: 9-Methylheneicosane
57.0
LYY IS L IS
27.50
5000 m/z 85.20 47.11%
140.0
‘ 99.0 196.0
] msemse
m/z--> 50 100 150 200 250 300 350
Abundance #229645: Tricosane MAMA‘ - ! ‘
57.0 27.50
m/z 83.25 27.10%
5000
99.0
| ‘\ ‘ H [ h‘ | :\\L4\l(\) | 19\7'0 253.0 32\40
A | N L
. |

m/z--> 50 100 150 200 250 300 350 27.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72521\
Data File : BGO49447.D

Acqg On : 24 Jul 2021 12:00
Operator : CG/JU

Sample : PB137800BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG072421.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: C... 3.082 7.0 ng/ul 43490 1 8.046 124414 20.0
(DEL) Alkane: S... 26.186 2.6 ng/ul 50106 6 25.005 390191 20.0
(DEL) Alkane: S... 27.572 2.7 ng/ul 52901 6 25.005 390191 20.0
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