LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BGO46750.D

Acqg On : 3 Oct 2020 00:24
Operator : CG/JU

Sample : PB131927BL

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\SOM-EPA-BG092920MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO46750.D
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.528 28 32 41 rvB2 27761 41381 1.24% 0.117%
2 4.286 157 161 164 rBV3 5463 7223 0.22% 0.020%
3 4.497 193 197 204 rBV 20116 27176 0.81% 0.077%
4 4.909 264 267 273 rVB2 11623 15433 0.46% 0.043%
5 7.253 659 666 676 rBV 481795 807368 24.21% 2.274%

6 7.429 690 696 706 rBV 319772 540900 16.22%
7 7.641 724 732 739 rBV 452122 767105 23.00%
8 8.111 804 812 821 rVB 333160 558866 16.76%
9 8.804 922 930 938 rVW 564323 954225 28.62%

9.268 1000 1009 1016 rBV 419055 758919 22.76%

NN RN R
U
N
N
R

11 9.997 1123 1133 1141 rBV 374656 663461 19.90%
12 10.532 1217 1224 1233 rBV 591004 1021970 30.65%
13 10.925 1284 1291 1300 rVB 437076 792925 23.78%
14 11.049 1302 1312 1321 rBV 534034 980580 29.41%
15 12.500 1554 1559 1566 rVB2 10503 17735 0.53%

ONNNR
N
w
I
3R

16 14.133 1831 1837 1844 rBV 1107516 1589391 47.66%
17 14.427 1879 1887 1895 rBV 1161584 1831306 54.92%
18 14.732 1932 1939 1947 rVB 773335 1198906 35.95%

O N WUV N
w
~
~
xR

19 14.903 1961 1968 1976 rBV 610665 915254 27.45% 578%
20 14.962 1976 1978 1981 rVB2 4952 3872 0.12% 011%
21 15.725 2101 2108 2115 rVV 1542446 2299297 68.95% 6.477%
22 15.825 2117 2125 2140 rBV 488317 713649 21.40% 2.010%
23 15.960 2144 2148 2155 rVB3 19022 28724 0.86% 0.081%
24 16.501 2236 2240 2245 rVB4 6378 10802 ©.32% ©0.030%
25 17.153 2349 2351 2356 rVB3 2888 3549 0.11% 0.010%
26 17.265 2363 2370 2373 rBV3 4434 7437  0.22% 021%

27 17.476 2399 2406 2413 rVB 1037483 1557014 46.69%
28 17.576 2416 2423 2434 rVB 1713547 2539848 76.17%

OOoONPO
=
9]
U1
R

29 17.735 2447 2450 2454 rBV 2355 3640 0.11% 010%
30 18.358 2551 2556 2562 rBV7 6307 10838 ©0.33% 031%
31 18.434 2566 2569 2572 rVWW5 5141 5789 ©.17% 0.016%
32 18.698 2610 2614 2617 rBV4 5956 8762 0.26% 0.025%
33 18.810 2630 2633 2636 rBV2 2153 3418 ©.10% 0.010%
34 19.251 2704 2768 2711 rVv4 12113 14143  0.42% 0.040%
35 19.415 2734 2736 2740 rVB5 5385 6059 0.18% 0.017%
36 19.486 2744 2748 2753 rBV 23109 31815 ©.95% ©.090%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BGO46750.D

Acqg On : 3 Oct 2020 00:24
Operator : CG/JU

Sample : PB131927BL

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\SOM-EPA-BG@92920MA .M
Title : SVOA CALIBRATION
37 19.627 2770 2772 2777 rVB5 3493 4170 ©.13% 0.012%
38 19.744 2787 2792 2795 rBV2 20580 29935 0.90% ©0.084%
39 19.774 2795 2797 2802 rVB5 11425 13562 0.41% 0.038%
40 19.856 2805 2811 2817 rBV 2372035 3334579 100.00%  9.394%
41 20.032 2837 2841 2843 rBV5 2965 3940 0.12% 0.011%
42 20.255 2877 2879 2882 rVB3 9393 6877 0.21% 0.019%
43 20.361 2895 2897 2899 rBV2 4974 3624 0.11% 0.010%
44 20.391 2899 2902 2903 rBV3 9392 8640 0.26% 0.024%
45 20.432 2907 2909 2911 rVV3 4357 3923 0.12% 0.011%
46 20.667 2946 2949 2952 rVV5 7321 10027 ©.30% ©0.028%
47 20.761 2957 2965 2967 rBV8 17342 31650 ©.95% ©0.089%
48 20.819 2972 2975 2978 rVV4 19445 18721 ©.56% ©.053%
49 20.913 2990 2991 2993 rBV2 7095 4383 0.13% 0.012%
50 21.060 3015 3016 3020 rBV4 8492 8634 0.26% 0.024%
51 21.401 3071 3074 3077 rBV4 9723 12007 ©.36% ©0.034%
52 21.636 3112 3114 3119 rVB6 7456 12354 0.37% 0.035%
53 21.748 3126 3133 3142 rBV 1123736 1879790 56.37% 5.296%
54 21.959 3165 3169 3175 rVB4 21830 34634 1.04% ©0.098%
55 22.582 3270 3275 3280 rVB3 45423 74203 2.23% ©0.209%
56 23.299 3391 3397 3404 rVB 130172 246494  7.39%  0.694%
57 24.051 3524 3525 3527 rBV2 7456 4006 ©0.12% 0.011%
58 24.127 3530 3538 3545 rVB2 195717 421352 12.64% 1.187%
59 24.374 3578 3580 3584 rVB5 8150 9850 ©0.30% 0.028%
60 24.603 3617 3619 3621 rBV3 6092 5986 ©.18% 0.017%
61 24.803 3640 3653 3666 rVB 1137601 3227301 96.78%  9.092%
62 25.026 3680 3691 3699 rBV2 645359 1845427 55.34% 5.199%
63 25.103 3699 3704 3716 rVB2 250840 642596 19.27%  1.810%
64 25.537 3776 3778 3779 rBV2 7140 3784 0.11% 0.011%
65 25.702 3804 3806 3807 rBV 6064 3428 0.10% 0.010%
66 26.143 3879 3881 3882 rBV2 6064 4216 0.13% 0.012%
67 26.272 3893 3903 3915 rVB3 243330 768308 23.04%  2.164%
68 27.670 4130 4141 4156 rVB3 231311 841771 25.24%  2.371%
69 27.876 4174 4176 4177 rVB2 6316 3531 0.11% 0.010%
70 28.998 4365 4367 4368 rBV 5798 5146 ©.15% 0.014%
71 29.368 4417 4430 4446 rVB4 151100 647682 19.42%  1.825%
72 30.050 4544 4546 4547 rBV2 5883 3579 0.11% 0.010%
73 30.185 4567 4569 4571 rVB3 8454 5715 ©.17% 0.016%
74 31.196 4739 4741 4743 rVB3 8098 4797 ©0.14% 0.014%
75 31.413 4766 4778 4794 rVB4 113369 557105 16.71% 1.569%
76 32.136 4899 4901 4903 rVB3 6285 4164 0.12% 0.012%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BGO46750.D

Acqg On : 3 Oct 2020 00:24
Operator : CG/JU

Sample : PB131927BL

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\SOM-EPA-BG092920MA.M

Title : SVOA CALIBRATION

77 32.406 4945 4947 4949 rVB3 9223 6583 0.20% 0.019%
Sum of corrected areas: 35497254
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BGO46750.D

Acqg On : 3 Oct 2020 00:24
Operator : CG/JU

Sample : PB131927BL

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG@92920MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG046750.D
2000000
1500000
1000000
8.804 10.532 14 g49
500000 7.2537 641 9.268 g gg7 10.925
7429  8.111 :
53528 423@974909 12.500
\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
Time> 350 400 450 500 550 600 650 7.00 750 800 850 900 9.50 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG046750.D
19.856
2000000
17.576
15.725
1500000
427 21.748
14133 17.476
1000000
14.732
4.903
500000 15.825
o 962 960 16.501 12138 1%735 186358898 019 A5 2 : 959 22.582
SR L L M L-1.8- Adi AA SR e e
Time--> 1350 1400 1450 1500 1550 1600 1650 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 2150 22.00 22.50
Abundance TIC: BG046750.D
2000000
1500000
24.803
1000000
5.026
500000
25103 26.272 27.670
23209 24127 29.368 31.413
. 24.0%4. 32460 252870226.1 7.876 28.998 /\ 3080585 31196\ 32.13B406
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\

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\BG100220\
Data File : BGO46750.D

Acqg On : 3 Oct 2020 00:24
Operator : CG/JU

Sample : PB131927BL

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG@92920MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.300 2.62 ng/ul 246494  Chrysene-d12 21.748
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Methyl-octadecane 268 C19H40 1000192-63-3 80
2 2-Thiopheneacetic acid, 4-tetrad... 338 C20H3402S 1000280-67-0 72
3 Decane, 3-methyl- 156 C11H24 013151-34-3 64
4 Heptacosane 380 C27H56 000593-49-7 62
5 Eicosane 282 C20H42 000112-95-8 58
Abundance Scan 3397 (23.299 min): BG046750.D\data.ms (-3391) (- m/z 57.10 100.00%
57.1
5000
23.00 23.50
13.0 1831 280.9 :
T \L “‘\Hh \““\ ‘i \“ iy ‘“\ f \‘\“ t \2?’\7‘9\ T T \?5’6\\8\ T ’4\1\9\ m/Z 43.10 69.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117641: 7-Methyl-octadecane
57.0
5000 e e e
112.0 23.00 23.50
m/z 71.10 56.91%
182.0
\‘\ \L“\ ‘\‘ \‘h\““ \‘\h‘\ \“h\ T \“\ ‘ T \2\5‘3\.(\)\ T ‘ T T ’ L ’ LI
m/z--> 50 100 150 200 250 300 350 400
Abundance  #175313: 2-Thiopheneacetic acid, 4-tetradecyl ester
57.0
e Lt
23.00 23.50
5000 m/z 85.05 44.52%
[hh i), 2420 1980 3330
il il L L
At
m/iz--> 50 100 150 200 250 300 350 400
Abundance #28436: Decane, 3-methyl- e g ‘mwa“ww
57.0 23.00 23.50
m/z 55.10 21.77%
5000
127.0
Il 1/ “
B T Ry Pt
m/z--> 50 100 150 200 250 300 350 400 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BGO46750.D

Acqg On : 3 Oct 2020 00:24
Operator : CG/JU

Sample : PB131927BL

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG@92920MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 6
R.T. EstConc Area Relative to ISTD R.T.
24.130 4.57 ng/ul 421352  Perylene-di2 25.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3538 (24.127 min): BG046750.D\data.ms (-3530) (-  m/z 57.10 100.00%

57.1
5000
24 00 ‘24‘50‘
7.0197.1 :
Uo7 126703407 4500 L0 7110 66.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0
5000 L
24 00 24.50
m/z 43.05 62.88%
127091970 281.0  394.0
‘\HY[H\\‘HH‘\\H’\H\‘H\\‘HH‘\\H‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0
o
24 00 24.50
5000 ITI/Z 85.05 42.25%
||1#/%197.0  300.0379.0
e A A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane I, e
57.0 24 00 24.50
41.10  25.98%
5000
1 || £279197.0267.0337.0407.0 491.0562.0
e A e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BGO46750.D

Acqg On : 3 Oct 2020 00:24
Operator : CG/JU

Sample : PB131927BL

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG@92920MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 4
R.T. EstConc Area Relative to ISTD R.T.
25.100 6.96 ng/ul 642596 Perylene-d12 25.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 3704 (25.103 min): BG046750.D\data.ms (-3699) (-  m/z 57.10 100.00%

57.1
5000
25 00 25 50
127.1 206.9 |
_H“‘_.HW Fhn i 2068 887l 5L w7 43.10 56.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117636: Nonadecane
57.0
5000
25 00 25 50
268.0 m/z 71.10 56.02%
‘ 1 113.0
‘\\‘\!‘\!J‘\“J\‘\!‘1\1\\1\1‘%\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane
57.0
25 00 25 50
1] 4130160.0225.0281.0  380.0
_“w“‘w“‘“‘H“‘H“‘H“H“‘H“‘H“H“‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
57.0 2500 2550
m/z 55.05 23.95%
5000
13.0
j }”1‘159922502810337039304490506( kg
“H“H“_“w“u“H“H“_“w“u“u“u“_‘ e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BGO46750.D

Acqg On : 3 Oct 2020 00:24
Operator : CG/JU

Sample : PB131927BL

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG@92920MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
26.270 8.33 ng/ul 768308 Perylene-d12 25.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Hexacosane 366 C26H54 000630-01-3 93
3 Eicosane 282 C20H42 000112-95-8 90
4 Tetracosane 338 (C24H50 000646-31-1 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 3903 (26.272 min): BG046750.D\data.ms (-3893) (- m/z 57.10 100.00%

57.1
5000

|| 1551 2251 281.9 341.0 ‘ 26.00 26.50
AL “‘w“”‘mummmmmw‘fl“'ﬁ" m/z 43.16  66.95%

m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0

5000 T
2600 2&50
m/z 71.10 55.29%
\“\‘H L \ \ ‘1‘690 225.0 282.0
\\\‘ \\]\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
—
2600 2&50
5000 m/z 85.10 44.,22%

i h‘ \\ | 17690 225.0 295.0 367.0
i T L L B
miz--> 50 100 150 200 250 300 350 400

Abundance #129493: Eicosane I
57.0 2600 2650

m/z 55.10  23.55%

5000
282.0
22
J WH‘HHJ ddd Jd\ ?9 I

m/z--> 50 100 150 200 250 300 350 400 2600 2650
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BGO46750.D

Acqg On : 3 Oct 2020 00:24
Operator : CG/JU

Sample : PB131927BL

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG@92920MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.670 9.12 ng/ul 841771  Perylene-d12 25.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 95
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 4141 (27.670 min): BG046750.D\data.ms (-4130) (- m/z 57.10 100.00%

57.1
5000
=t

.
P70 236.1 3547 42 27.50 28.00
oAb iy £500 85474288 43.10  68.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #164578: Tricosane
57.0
5000 R
2750 28.00

71.05 65.17%

324.0
||[T] 1970
‘\\\‘\‘\\\J\‘\\LJH\‘&\‘l\\’\‘\‘\l\“\1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0

P
27 50 28.00

5000 m/z 85.10 44.02%
L 177019702670 3650
e A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane —
57.0 2750 2800

55.10  25.98%

h /L/
1 || £27:0197.0267.0337. 0407.0 491.0562.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 27. 50 28. OO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BGO46750.D

Acqg On : 3 Oct 2020 00:24
Operator : CG/JU

Sample : PB131927BL

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG@92920MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

29.370 7.02 ng/ul 647682  Perylene-d12 25.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Hexacosane 366 C26H54 000630-01-3 93
3 Octadecane 254 C18H38 000593-45-3 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90

Abundance Scan 4430 (29.368 min): BG046750.D\data.ms (-4417) (- m/z 57.10 100.00%

57.1
5000

\ ‘ \ \70 11 197.0 2649 7 200 2050
ol bl L 4L 1970 | 2649 3086 3557 7 01 1 66.13%
miz-> 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57.0
5000
29,00 2050

m/z 43.10 65.84%

9.0
\“\ \L “‘\ ‘!‘ H‘ H‘ \“ T “\ “ ‘(‘)\ ]‘\-8\3\()’ T \2\5“4\.()\ T ‘ LI ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0

29.00 29.50
5000 m/z 85.10 50.21%
1l ¥ | 141018302250 267.0 309.0 367
miz-> 50 100 150 200 250 300 350
Abundance #105885: Octadecane LSV A
57.0 29.00 29.50

m/z 55.05 20.17%

- m«\/\\/w
\‘ \ “\ i u‘ | \4\191830 2540 /\V\/VWW

m/z--> 50 100 150 200 250 300 350 2900 2950
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BGO46750.D

Acqg On : 3 Oct 2020 00:24
Operator : CG/JU

Sample : PB131927BL

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG@92920MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
31.410 6.04 ng/ul 557105 Perylene-di2 25.026
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 4778 (31.413 min): BG046750.D\data.ms (-4766) (- m/z 57.10 100.00%
57.1
5000 /\U
e
T 28193872 4280 4310 64.28%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129492: Eicosane
57.0
5000 T
31.50
m/z 71.05 58.96%
|| ‘ | 1130 169.0 225.0 282.0
\\\‘\T\\‘f\\\‘\1\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 400 450
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
e
31.50
5000 m/z 85.10 49.42%
113.0
‘ | A J‘ u‘ L 183.0 239.0 296.0
ik A e e e
miz--> 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane Meseospancosch
57.0 31.50
m/z 55.05 22.84%
5000
N A
m/z--> 50 100 150 200 250 300 350 400 450 31.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100220\
Data File : BGO46750.D

Acqg On : 3 Oct 2020 00:24
Operator : CG/JU

Sample : PB131927BL

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG@92920MA .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S 2.6 ng/ul 246494 5 21.748 1879790 20.0
(DEL) Alkane: S 4.6 ng/ul 421352 6 25.026 1845430 20.0
(DEL) Alkane: S... 7.0 ng/ul 642596 6 25.026 1845430 20.0
(DEL) Alkane: S... 26.270 8.3 ng/ul 768308 6 25.026 1845430 20.0
(DEL) Alkane: S 9.1 ng/ul 841771 6 25.026 1845430 20.0
(DEL) Alkane: S 7.0 ng/ul 647682 6 25.026 1845430 20.0
(DEL) Alkane: S 6.0 ng/ul 557105 6 25.026 1845430 20.0
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