LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041958.D

Aca On > 5 Aug 2019 1:16

Operator : HP/JU

Sample - K3962-16

Misc :

ALS Vial : 59 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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

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

Method > Z:\SVOASRV\HPCHEMI1I\BNA_ G\METHODS\SOM-EPA-BGO80319MA.M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.159 7 12 33 rvB 1012613 1751640 100.00% 8.276%
2 3.418 53 56 62 rvB4 8809 12828 0.73% 0.061%
3 4.082 165 169 178 rVvVB4 7718 15601 0.89% 0.074%
4 4.182 181 186 192 rVB7 2845 5868 0.34% 0.028%
5 5.110 339 344 348 rVB3 3023 4100 0.23% 0.019%
6 7.184 689 697 711 rBV 181695 350737 20.02% 1.657%
7 7.355 719 726 742 rBV 127855 237534 13.56% 1.122%
8 7.560 751 761 775 rBV 182765 356547 20.36% 1.685%
9 8.036 835 842 851 rBV 224723 396026 22.61% 1.871%
10 8.741 954 962 975 rBV 194428 372729 21.28% 1.761%
11 8.865 979 983 987 rVB5 2262 3712 0.21% 0.018%

12 9.199 1032 1040 1053 rBvV 181053 346765 19.80% 1.638%
13 9.928 1157 1164 1179 rBV 159606 304455 17.38% 1.438%
14 10.416 1244 1247 1250 rBV3 1546 2294 0.13% 0.011%
15 10.474 1250 1257 1276 rVV 243688 488866 27.91% 2.310%

16 10.856 1315 1322 1334 rBV 307570 583297 33.30% 2.756%
17 10.986 1337 1344 1358 rVV 198604 408829 23.34% 1.932%

18 12.384 1579 1582 1587 rVB3 3332 4840 0.28% 0.023%
19 12.449 1587 1593 1599 rBV3 3596 6841 0.39% 0.032%
20 12.678 1627 1632 1636 rBV2 1071 1827 0.10% 0.009%
21 13.301 1735 1738 1743 rVB4 1759 2986 0.17% 0.014%
22 13.929 1840 1845 1851 rVB5 4693 7312 0.42% 0.035%

23 14.094 1865 1873 1877 rBV 467633 729395 41.64% 3.446%
24 14.141 1877 1881 1892 rVB 231344 349355 19.94% 1.651%
25 14.387 1916 1923 1936 rVV 583831 909473 51.92% 4._.297%

26 14.552 1948 1951 1955 rVB3 1492 1906 0.11% 0.009%
27 14.593 1955 1958 1961 rBvV4 1353 1859 0.11% 0.009%
28 14.693 1966 1975 1984 rBV 531577 850329 48.54% 4.018%
29 14.834 1994 1999 2000 rBV3 3418 4984 0.28% 0.024%

30 14.875 2000 2006 2011 rVvVv 150909 258807 14.78% 1.223%

31 14.934 2011 2016 2032 rVB 224598 411443 23.49% 1.944%

32 15.104 2041 2045 2049 rBV5 10233 12956 0.74% 0.061%
33 15.427 2097 2100 2108 rVB2 5485 8244 0.47% 0.039%
34 15.504 2108 2113 2114 rBV2 1453 2122 0.12% 0.010%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041958.D

Aca On > 5 Aug 2019 1:16

Operator : HP/JU

Sample - K3962-16

Misc :

ALS Vial : 59 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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

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

Method = Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_.M
Title = SVOA CALIBRATION
35 15.651 2132 2138 2139 rBV 51253 60940 3.48% 0.288%

36 15.686 2139 2144 2156 rVV 754732 1190455 67.96% 5.625%
37 15.803 2158 2164 2174 rVV 138328 223134 12.74% 1.054%

38 15.933 2181 2186 2192 rVB3 8088 13220 0.75% 0.062%
39 16.179 2224 2228 2230 rBV3 1310 1935 0.11% 0.009%
40 16.379 2257 2262 2265 rBV4 2745 5055 0.29% 0.024%
41 16.409 2265 2267 2270 rVB3 2654 2200 0.13% 0.010%
42 16.473 2273 2278 2283 rVB4 4007 5418 0.31% 0.026%
43 16.550 2287 2291 2294 rBV4 4140 5974 0.34% 0.028%
44 16.843 2336 2341 2346 rBV3 18974 30544 1.74% 0.144%
45 16.979 2360 2364 2368 rVB5 2045 2597 0.15% 0.012%
46 17.202 2399 2402 2406 rBV4 3135 5072 0.29% 0.024%
47 17.337 2422 2425 2433 rBV4 6323 11036 0.63% 0.052%

48 17.449 2433 2444 2454 rVV2 640947 1050737 59.99% 4.964%
49 17.543 2454 2460 2469 rVVv2 813437 1289723 73.63% 6.094%

50 17.613 2469 2472 2480 rVV5 13971 27913 1.59% 0.132%
51 17.707 2483 2488 2497 rVV7 3729 10997 0.63% 0.052%
52 17.795 2500 2503 2505 rBV2 1564 1814 0.10% 0.009%
53 17.825 2505 2508 2511 rBV3 3317 4148 0.24% 0.020%
54 17.948 2525 2529 2533 rBV6 3393 5287 0.30% 0.025%
55 18.054 2543 2547 2548 rBV3 2061 1892 0.11% 0.009%
56 18.089 2548 2553 2555 rVV5 3410 5937 0.34% 0.028%
57 18.118 2555 2558 2561 rVB3 1705 2457 0.14% 0.012%
58 18.212 2569 2574 2582 rBV3 30206 59814 3.41% 0.283%
59 18.342 2591 2596 2604 rBV 170622 261500 14.93% 1.236%
60 18.489 2619 2621 2624 rBvV4 2149 1990 0.11% 0.009%
61 18.588 2635 2638 2642 rVB6 2793 3882 0.22% 0.018%
62 18.647 2643 2648 2649 rBvV4 4964 7116 0.41% 0.034%
63 18.823 2675 2678 2680 rBv4 3588 4141 0.24% 0.020%
64 19.064 2717 2719 2722 rBV4 2934 2712 0.15% 0.013%
65 19.188 2737 2740 2742 rBV4 2666 3124 0.18% 0.015%
66 19.211 2742 2744 2747 rVB3 3530 3948 0.23% 0.019%
67 19.270 2747 2754 2756 rBV6 7258 13365 0.76% 0.063%
68 19.476 2784 2789 2790 rBV3 17157 23483 1.34% 0.111%
69 19.493 2790 2792 2797 rVB2 15686 24233 1.38% 0.114%
70 19.611 2809 2812 2817 rBV7 16129 26615 1.52% 0.126%
71 19.717 2828 2830 2835 rVB 8249 9251 0.53% 0.044%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041958.D

Aca On > 5 Aug 2019 1:16

Operator : HP/JU

Sample - K3962-16

Misc :

ALS Vial : 59 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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

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

Method
Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_.M
= SVOA CALIBRATION

72 19.834 2843 2850 2865 rBV 1095404 1621304 92.56% 7.660%
73 20.151 2902 2904 2905 rBVZ2 5373 2593 0.15% 0.012%
74 21.373 3108 3112 3121 rBV3 107887 208690 11.91% 0.986%
75 21.732 3166 3173 3181 rBV2 663122 1173386 66.99% 5.544%

76 22.566 3310 3315 3329 rBv4 56350 156601 8.94% 0.740%
77 23.471 3461 3469 3478 rVB 803029 1617532 92.34% 7.642%
78 24.100 3571 3576 3582 rVB 65441 128906 7.36% 0.609%
79 24.781 3682 3692 3704 rBV 490646 1440840 82.26% 6.808%
80 25.004 3721 3730 3739 rBV 373541 1044446 59.63% 4 _.935%

81 26.244 3937 3941 3951 rVB2 59281 152510 8.71% 0.721%
82 31.785 4882 4884 4885 rBV2 11756 8320 0.47% 0.039%

Sum of corrected areas: 21165294
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041958.D

Aca On > 5 Aug 2019 1:16

Operator : HP/JU

Sample - K3962-16

Misc :

ALS Vial : 59 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_M
SVOA CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG041958.D

3.16
1000000

800000
600000
400000

200000
\ 3.42 4488 511 nzzsm 68

e R e mE

I
Time--> 350 400 450 500 550 6.00 6.50 7. OO 7. 50 8.00 8.50 9 OO 9.50 10 00 10.50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG041958.D

19,83
1000000

17.54
800000 15.69 21.73

17.45
600000 14.39

400000

21.37
200000 29 57
20.15

oL 1330 1398 ) g
Time--> 13.00 1350 14.00 1450 15.00 1550 16.00 16,50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50 21.00 2150 22.00 22.50

Abundance TIC: BG041958.D

1000000
23.47

800000

600000 24.78
25.00
400000

200000 24.10 06,24

A 31.78

S

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\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041958.D

Aca On > 5 Aug 2019 1:16

Operator : HP/JU

Sample - K3962-16

Misc :

ALS Vial : 59 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.16 88.46 ng/ul 1751640 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
4 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 27

Abundance Scan 12 (3.159 min): BG041958.D (-7) (-) m/z 73.10 100.00%

731
5000 43.0
55.1 87.1

99.0 320 330 340 350 3.60
Oy s e e 20 "m/z 43.05  39.67%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000

43.0 3.20 3.30 3.40 3.50 3.60
T %0 87.0 m/z 55.10 29.66%

o LT )T
..,...':I,....',l:.l..,....,....,l.:..,....,....,....,....,....,....
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0

3.20 3.30 3.40 3.50 3.60

5000 m/z 87.10 28.33%
430 550
87.0
27.0
S N N Y-S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol T T
73.0 320 330 340 350 3.60
87.0 m/z 71.10 11.71%
5000 41.0 55.0
29.0 ‘
N [ P 970 1120  129.0
,,,,,,,,, R ARABSE RS R EARAEmaE L
m/z--> 20 40 50 60 70 80 90 100 110 120 130 3.20 3.30 340 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041958.D

Aca On > 5 Aug 2019 1:16

Operator : HP/JU

Sample - K3962-16

Misc :

ALS Vial : 59 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Juglone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.93 9.68 ng/ul 411443 Acenaphthene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Jualone 174 C10H603 000481-39-0 98
2 Jualone 174 C10H603 000481-39-0 93
3 Jualone 174 C10H603 000481-39-0 58
4 1.4-Naphthalenedione. 2-hvdroxv- 174 C10H603 000083-72-7 38
5 2,3-Dimethylchromone 174 C11H1002 017584-90-6 37
Abundance Scan 2015 (14.928 min): BG041958.D (-2011) (-) m/z 174.00 100.00%
174.0
5000 118.0 j\\
63.0 92.0 e R
146.0 14.60 14.80 15.00 15.20
39.1
i ,»Al 129 hl ool 160.0 \“,—,-f m/z 118.00  39.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40950: Juglone
174.0
5000 L TSI B SO UM
118.0 14,60 14.80 15.00 15.20
63.0 92.0

| m/z 120.00 25.93%

28.0 146.0
450, .\L 77.0 II| |
I A e I S o e o o e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40948: Juglone
174.0

14.60 14.80 15.00 15.20

5000 118.0 m/z 173.00 25.83%
92.0
63.0 ‘ 146.0
39.0

e oy b
miz--> 20 40 60 80 100 120 140 160 180
Abundance #40949: Juglone

174.0 14.60 14.80 15.00 15.20

m/z 63.05 22 .37%

5000 118.0
63.0 92.0
‘ ‘ 146.0
490 |, 710 ) | | I

m/z--> 20 40 60 80 100 120 140 160 180 14. 60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041958.D

Aca On > 5 Aug 2019 1:16

Operator : HP/JU

Sample - K3962-16

Misc :

ALS Vial : 59 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

18.34 4.98 ng/ul 261500 Phenanthrene-d10 17.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58

Abundance Scan 2596 (18.342 min): BG041958.D (-2591) (-) m/z 73.10 100.00%

431 41

5000 129.1 213.1
97.0 1711 256.2
9 1 18.00 18.20 18.40 18.60
. m/z 60.05 96.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LA L L L L B L B
83.0 18.00 18.20 18.40 18.60
- 0
157.0 1g50 2130 256.0 m/z 43.10 91.66%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
18.00 18.20 18.40 18.60
5000 129.0 m/z 57.10 84 .20%
150 | i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0 18.00 18.20 18.40 18.60
m/z 41.05 75.06%
5000 129.0
.1.5.(,). ‘a‘. .W. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041958.D

Aca On > 5 Aug 2019 1:16

Operator : HP/JU

Sample - K3962-16

Misc :

ALS Vial : 59 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 (DEL) Alkane: Cyclic21.37 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.37 3.56 ng/ul 208690 Chrysene-di12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 b5-Eicosene. (E)- 280 C20H40 074685-30-6 96
3 1-Nonadecene 266 C19H38 018435-45-5 95
4 Cvcloeicosane 280 C20H40 000296-56-0 95
5 1-Eicosene 280 C20H40 003452-07-1 95
Abundance Scan 3111 (21.368 min): BG041958.D (-3108) (-) m/z 57.10 100.00%
57.1
97.1
5000
39117585391 2099  356.1388.0 21,00 21.20 2140 21.60 __
...WJ by rkl'"“‘"-'H-p:.:.;}n..ﬁﬁu:ﬂ,.. m/z 55.10 91.74%
m/z--> 50 100 150 200 250 300 350 400

Abundance #115906: 1-Nonadecene

N
W
o
o

1
o

5000 R T =

21.00 21.20 21.40 21.60
LA l“?'ci 1820 2240 2660
Ly e 24 e

m/z 43.10 87.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-

a1
13x1
o

21.00 21.20 21.40 21.60

5000 97.0 m/z 83.10 81.41%
2p) L] J 1390 1820 2230 2800
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #115904: 1-Nonadecene R E
57.0 [97.0 21.00 21.20 21.40 21.60

m/z 69.10 69.89%

5000

%

?3 0 266.0
15.0, | L] 1810 2240 |

m/z--> 50 100 150 200 250 300 350 400 21. OO 21 20 21. 40 21 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041958.D

Aca On > 5 Aug 2019 1:16

Operator : HP/JU

Sample - K3962-16

Misc :

ALS Vial : 59 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Nonadecane, 1l-chloro- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.57 2.67 ng/ul 156601 Chrysene-di12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. l1-chloro- 302 C19H39cClI 062016-76-6 91
2 1-Chloroeicosane 316 C20H41ClI 042217-02-7 91
3 Hexadecane. l1-chloro- 260 C16H33ClI 004860-03-1 87
4 Nonadecane 268 C19H40 000629-92-5 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 3316 (22.572 min): BG041958.D (-3310) (-) m/z 57.10 100.00%
57.1
97.1
207.0 UV U
‘ | 129.2162.8 238.4 3020  359.0391.0 22.20 22.40 22.60 22.80
el m/z 43.05 72.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #146523: Nonadecane, 1-chloro-
57.0
5000 AR BARABSUAREE B
nmnmnmnm
1.0 m/z 55.05 61.49%
Aq Mmmwlmommzwo%”
m/z--> éo 100 1éo 200 250 300 3%0 400
Abundance #158254: 1-Chloroeicosane
57.0
22120 22.40 22.60 22.80
5000 m/z 71.05 47 .78%
260 Th 3%791610 217.0_ 250.0 31§0
m/z--> éo 150 200 250 300 3%0 400
Abundance #110907: Hexadecane, 1-chloro- e A RERRE
57.0 22.20 22.40 22.60 22.80
m/z 69.10 37.74%
5000
91.0
26,0 | HHJ,BSO 175.0 217.0 2600
m/z--> % 1m ﬁo 200 250 mo ﬁ 4m nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041958.D

Aca On > 5 Aug 2019 1:16

Operator : HP/JU

Sample - K3962-16

Misc :

ALS Vial : 59 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Squalene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.47 30.97 ng/ul 1617530 Perylene-di12 25.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 99
2 Saualene 410 C30H50 000111-02-4 98
3 Saualene 410 C30H50 000111-02-4 91
4 Saualene 410 C30H50 000111-02-4 91
5 Supraene 410 C30H50 007683-64-9 90
Abundance Scan 3469 (23.471 min): BG041958.D (-3461) (-) m/z 69.10 100.00%
6d.1
5000 ‘/\
137.1 " 525 93 40 9360 9220
23.20 23.40 23.60 23.80
ob by jdy 191123112731 3411 410345314942 175781 10 49.13%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215927: Squalene
69.0
5000 R L B U AU

23. 20 23. 40 23. 60 23. 80
m/z 41.10 25.56%

121.0
29.0 .Il.ll.|l;|]161-0 203.0 273.0 341.0 410.0
N e L B I e e e o BB EEmmm
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215930: Squalene
69.0

23.20 23.40 23.60 23.80

5000 m/z 95.05 13.60%
137.0
Wby 0Ty 191.0231.0273.0  341.0  410.0
e e e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215932: Squalene R R BARA
69.0 23120 23.40 23.60 23.80

m/z 68.10 12 .96%

5000
137.0
Ll 1) 1750 23102730 3410

m/z--> 50 100 150 200 250 300 350 400 450 23. 20 23. 40 23. 60 23. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041958.D

Aca On > 5 Aug 2019 1:16

Operator : HP/JU

Sample - K3962-16

Misc :

ALS Vial : 59 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

24 .10 2.47 ng/ul 128906 Perylene-d12 25.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Nonacosane 408 C29H60 000630-03-5 89
3 Tricosane 324 C23H48 000638-67-5 89
4 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 76
5 Heneicosane 296 C21H44 000629-94-7 76

Abundance Scan 3576 (24.100 min): BG041958.D (-3571) (-) m/z 57.10 100.00%

517.1
5000

99.0
169.1 2111  266.1 348.0382.0  440.0 23.80 24.00 24.20 24.40
b b g R AT 2661 313181803820 4400 o G 57 14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane

%

23. 80 24 00 24. 20 24. 40
99.0 m/z 43.10 50.63%

141.0 1830 225.0 296.0

m/z--> 50 100 150 200 250 300 350 400
Abundance #215180: Nonacosane

5000

:

23.80 24.00 24.20 24.40
m/z 85.10 36.38%

5000

99.0

141.0

183.0 225.0 267.0 309.0 351.0 408.0

H

m/z--> 50 100 150 200 250 300 350 400
Abundance #164577: Tricosane e
57.0 23.80 24.00 24.20 24.40
m/z 55.10 27 .51%
5000
99.0 324.0
140 1890 2250 2070
IIIIIIIIIIIIIIII IIIII‘IIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 23. 80 24 00 24. 20 24, 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080319\
Data File : BG041958.D

Aca On > 5 Aug 2019 1:16

Operator : HP/JU

Sample - K3962-16

Misc :

ALS Vial : 59 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.24 2.92 ng/ul 152510 Perylene-d12 25.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 83
2 Heptadecane 240 C17H36 000629-78-7 83
3 Tricosane 324 C23H48 000638-67-5 83
4 Eicosane 282 C20H42 000112-95-8 58
5 Tetradecane 198 C14H30 000629-59-4 52

Abundance Scan 3940 (26.238 min): BG041958.D (-3937) (-) m/z 57.10 100.00%

57.1

5000

%

392.0 430.1 26.00 26.20 26.40 26.60
m/z 71.10 70.65%

193.8 2392 5509  340.9

m/z--> 50 100 150 200 250 300 350 400
Abundance #175556: Tetracosane
57.0
5000 LA L L L L L LB

26. 00 26 20 26. 40 26. 60
J‘ m/z 43.10 70.13%

99.0
] W }410 1830 2250 2810 3380

L 4 4

m/z--> 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane
57.0
B R REE B S
26.00 26.20 26.40 26.60
5000 m/z 85.10 64.17%
99.0
so L[ aso e 200
m/z--> 50 100 150 200 250 300 350 400
Abundance #164579: Tricosane B B
57.0 26.00 26.20 26.40 26.60
m/z 55.10 30.16%
- Mm
99.0
LLL Ly 0 1e70  2s30 %0
] | L i s
m/z--> 50 100 150 200 250 300 350 400 26. 00 26 20 26. 40 26. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080319\
Data File : BG041958.D

Acq On > 5 Aug 2019 1:16

Operator : HP/JU

Sample - K3962-16

Misc :

ALS Vial : 59 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_M
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]
Butane, 2-methoxy... 3.16 88.5 ng/ul 1751640 1 8.04 396026 20.0
Juglone 14.93 9.7 ng/ul 411443 3 14.69 850329 20.0
n-Hexadecanoic acid 18.34 5.0 ng/ul 261500 4 17.45 1050740 20.0
(DEL) Alkane: Cyc... 21.37 3.6 ng/ul 208690 5 21.73 1173390 20.0
Nonadecane, 1-chl... 22.57 2.7 ng/ul 156601 5 21.73 1173390 20.0
Squalene 23.47 31.0 ng/ul 1617530 6 25.00 1044450 20.0
(DEL) Alkane: Str... 24.10 2.5 ng/ul 128906 6 25.00 1044450 20.0
(DEL) Alkane: Str... 26.24 2.9 ng/ul 152510 6 25.00 1044450 20.0
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