LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041019\
Data File : BM019864.D

Acq On : 10 Apr 2019 15:21

Operator : JU/SJ

Sample - K2303-07

Misc :

ALS Vial : 5 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

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

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
Title : SVOA CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total

3.111 19 21 28 rBvV 30627 45780 1.80% 0.169%
3.799 136 138 143 rVB6 3749 6256 0.25% 0.023%
661 rBvV 289367 638778 25.18% 2.358%
6.910 661 667 678 rBvV 244547 450346 17.75% 1.663%
7.087 691 697 708 rBvV 381863 644902 25.42% 2.381%
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7.399 747 750 757 rVB3 1768 4256 0.17% 0.016%
7.551 769 776 786 rBV 427307 702824 27.70% 2.595%
791 rvv4 4356 5424 0.21% 0.020%
8.275 892 899 919 rBvV 379470 765640 30.18% 2.827%
8.722 969 975 990 rBV 303896 578311 22.80% 2.135%
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11 9.040 1023 1029 1034 rBV2 13756 21221 0.84% 0.078%
12 9.434 1090 1096 1115 rBV 263783 512523 20.20% 1.892%
13 9.975 1180 1188 1209 rBV 325319 754581 29.74% 2.786%
14 10.328 1238 1248 1257 rBV 619019 1034933 40.79%% 3.821%
15 10.504 1269 1278 1295 rBV 283607 726621 28.64% 2.683%

16 11.951 1521 1524 1532 rBV4 3761 7946 0.31% 0.029%
17 13.633 1805 1810 1816 rBV 741069 1111410 43.81% 4.103%
18 13.686 1816 1819 1834 rVB 133176 210366 8.29% 0.777%
19 13.904 1850 1856 1870 rBV 939319 1371846 54.07% 5.065%
20 14.098 1884 1889 1891 rVB4 3015 3705 0.15% 0.014%

21 14.216 1902 1909 1922 rBV2 848152 1294138 51.01% 4._.778%
22 14.510 1952 1959 1979 rBV2 97223 390251 15.38% 1.441%

23 14.651 1979 1983 1995 rVvv4 19781 58235 2.30% 0.215%
24 14.727 1995 1996 2000 rVB3 4821 4174 0.16% 0.015%
25 15.004 2039 2043 2048 rVB2 5946 8415 0.33% 0.031%
26 15.057 2048 2052 2055 rBV3 4258 6719 0.26% 0.025%

27 15.216 2073 2079 2091 rBV 1087351 1649769 65.03% 6.091%
28 15.380 2102 2107 2118 rBV 213487 356247 14.04% 1.315%

29 15.457 2118 2120 2126 rVB3 14522 20002 0.79% 0.074%
30 15.616 2142 2147 2151 rVB3 3087 5034 0.20% 0.019%
31 15.922 2194 2199 2205 rBv4 4075 6048 0.24% 0.022%
32 16.004 2209 2213 2217 rVV3 3575 5106 0.20% 0.019%
33 16.051 2217 2221 2226 rVB3 1559 3000 0.12% 0.011%
34 16.263 2253 2257 2260 rBv4 2001 2755 0.11% 0.010%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041019\
Data File : BM019864.D

Acq On : 10 Apr 2019 15:21

Operator : JU/SJ

Sample - K2303-07

Misc :

ALS Vial : 5 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

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

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_.M
Title = SVOA CALIBRATION

35 16.327 2265 2268 2271 rVB3 2973 2864 0.11% 0.011%
36 16.392 2275 2279 2282 rBV3 5454 8815 0.35% 0.033%
37 16.716 2330 2334 2337 rBv4 3515 4910 0.19% 0.018%
38 16.757 2337 2341 2343 rVV3 3329 4373 0.17% 0.016%

39 16.980 2371 2379 2388 rBV 1023549 1472016 58.02% 5.435%
40 17.074 2389 2395 2407 rVvVv2 1181619 1764986 69.57% 6.516%

41 17.157 2407 2409 2412 rVVv4 6143 7417 0.29% 0.027%
42 17.645 2486 2492 2495 rVB4 2913 5826 0.23% 0.022%
43 17.745 2505 2509 2514 rBV4 7401 11973 0.47% 0.044%
44 17.868 2525 2530 2541 rBV 150296 272746 10.75% 1.007%
45 18.121 2571 2573 2576 rVB3 2930 3237 0.13% 0.012%
46 18.151 2576 2578 2581 rBV4 3940 4556 0.18% 0.017%
47 18.480 2631 2634 2637 rBV5 2487 3508 0.14% 0.013%
48 18.674 2666 2667 2671 rBV5 3255 3106 0.12% 0.011%
49 18.786 2684 2686 2691 rBV6 3237 4201 0.17% 0.016%
50 18.968 2715 2717 2721 rBV4 5658 4165 0.16% 0.015%
51 19.021 2721 2726 2728 rBV2 18605 26579 1.05% 0.098%
52 19.163 2745 2750 2756 rBV3 59190 100981 3.98% 0.373%
53 19.274 2766 2769 2772 rBV 9168 12313 0.49% 0.045%
54 19.386 2783 2788 2796 rBV 1403847 1979139 78.01% 7.307%
55 19.627 2827 2829 2830 rBV2 7269 4663 0.18% 0.017%
56 19.721 2842 2845 2848 rBV2 35403 37973 1.50% 0.140%
57 19.762 2848 2852 2856 rVB 53627 61527 2.43% 0.227%
58 20.321 2945 2947 2948 rBV2 14416 11548 0.46% 0.043%
59 20.733 3014 3017 3020 rBV2 42729 46344 1.83% 0.171%

60 20.886 3040 3043 3049 rBV2 92938 128980 5.08% 0.476%

61 21.192 3090 3095 3106 rBV 1249956 1620342 63.87% 5.982%
62 21.315 3114 3116 3120 rBV 59764 58503 2.31% 0.216%
63 21.745 3186 3189 3193 rBV2 128602 122710 4._.84% 0.453%
64 22.192 3262 3265 3272 rVB 232108 307205 12.11% 1.134%
65 22.680 3345 3348 3353 rVB 285315 392244 15.46% 1.448%

66 23.250 3437 3445 3455 rVB3 1115927 2537007 100.00% 9.366%

67 23.392 3464 3469 3478 rVB2 869600 1591721 62.74% 5.876%

68 23.850 3542 3547 3553 rVB2 327664 569664 22.45% 2.103%

69 24.568 3665 3669 3677 rVB2 235947 490730 19.34% 1.812%
Sum of corrected areas: 27086434
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_M\DATA\BMO041019\

BM019864 .D

10 Apr 2019 15:21

JussJ

K2303-07

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

Abundance
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3.11
s

TIC: BM019864.D
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Time--> 3.00
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400000
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11.95

TIC: BM019864.D
19.39

17.07
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13.90
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13.63
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Time--> 12.00

12.50 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

Abundance

1400000

1200000

1000000

800000

600000

400000

200000¢

0

TIC: BM019864.D

21.19 2325

?3.39

23.85

22.68

24.57

Time-->

21.

00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041019\
Data File : BM019864.D

Acq On : 10 Apr 2019 15:21

Operator : JU/SJ

Sample - K2303-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.87 3.71 ng/ul 272746 Phenanthrene-d10 16.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Tridecanoic acid 214 C13H2602 000638-53-9 59
Abundance Scan 2530 (17.868 min): BM019864.D (-2525) (-) m/z 73.00 100.00%
7B
60
43
5000
129
5 213 e e e i Attt
8 115 | 4157171185 o | .o 256 17.60 17.80 18.00 18.20
0 m/z 60.00 74 .06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 o 73
5000{ 29 LR B BULILN BN RS
17.60 17.80 18.00 18.20
129 m/z 43.05 60.33%
85 256
ob ALl “‘ M\ 8 115 | 143157171185 199 °1° 227730
m/z--> ﬁo Jo ' 80 100 120 140 160 180 200 220 240 260
Abundance
43
60 17.60 17.80 18.00 18.20
5000 3 m/z 41.10 51.24%
. 85 g 115129143157171185199213227239 256
m/z--> ﬁo Jo éo éo 160 150 110 1éo 180 200 220 250 260
Abundance #83686: Pentadecanoic acid
43 60 78 17.60 17.80 18.00 18.20
m/z 57.10 50.39%
5000 29
0 “ "‘I‘;" R Eama
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041019\
Data File : BM019864.D

Acq On : 10 Apr 2019 15:21

Operator : JU/SJ

Sample - K2303-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

22.19 3.79 ng/ul 307205 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
3 Eicosane 282 C20H42 000112-95-8 89
4 Octadecane, l-iodo- 380 C18H371 000629-93-6 86
5 Octadecane 254 C18H38 000593-45-3 86

Abundance Scan 3265 (22.192 min): BM019864.D (-3262) (-) m/z 57.10 100.00%

5000

21.80 22.00 22.20 22.40 22.60

355

240 281309 430 461

0 m/z 71.10 91.00%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57
85
5000 | BLNLILILE BNLEL L L L LB B
21.80 22.00 22.20 22.40 22.60
m/z 85.10 62.33%
29 113
0 \‘ J ‘ “\ i h‘ u‘ “1?1‘16‘9 197 225 253 296
e e P T e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
S AR RREEEE EE S
21.80 22.00 22.20 22.40 22.60
5000 85 m/z 43.10 54 .82%
113 154
0 183211239 281
B A i e o e LA LA o o o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107652: Eicosane A I o B B
7 21.80 22.00 22.20 22.40 22.60
m/z 55.05 23.34%
5000
85
29
ol 113 141 169 282
L I e e e o B L o o R S R S R
m/z--> 0 50 100 150 200 250 300 350 400 450 21.80 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041019\
Data File : BM019864.D

Acq On : 10 Apr 2019 15:21

Operator : JU/SJ

Sample - K2303-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.68 4.93 ng/ul 392244 Perylene-di12 23.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Octadecane 254 C18H38 000593-45-3 83
5 Tetradecane 198 C14H30 000629-59-4 83
Abundance Scan 3348 (22.680 min): BM019864.D (-3345) (-) m/z 57.10 100.00%
g7
85
5000
l J 1}3 141 169 208 239260282 313 355 401 431 2240 22,60 22:80 2300 _
okl D e R R m/z 71.10 92.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #151556: Heptacosane
57
5000 AU
85 22.40 22.60 22.80 23.00
m/z 85.10 62.71%
o 291 h | 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
22,40 22,60 22,80 23.00
5000 85 m/z 43.05 56.09%
29
IS C N T —
m/z--> 50 100 150 200 250 300 350 400
Abundance #107651: Eicosane e N B
57 22.40 22.60 22.80 23.00
m/z 55.05 24 _00%
5000
85
29 u«ﬂm
oL w | | I J113 141 169 197 225 253 282
m/z--> 50 100 ﬁo 200 250 300 350 400 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041019\
Data File : BM019864.D

Acq On : 10 Apr 2019 15:21

Operator : JU/SJ

Sample - K2303-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

23.85 7.16 ng/ul 569664 Perylene-d12 23.39

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 87

2 Nonacosane 408 C29H60 000630-03-5 87

3 Heneicosane 296 C21H44 000629-94-7 87
4 Octadecane 254 C18H38 000593-45-3 83

5 Octadecane, 5-methyl- 268 C19H40 025117-35-5 81
Abundance Scan 3547 (23.850 min): BM019864.D (-3542) (-) m/z 57.05 100.00%

85
5000
113 207 " 23.60 23.80 24.00 24.20
141 183 281
0 ”.u,..JJJLAeT....ﬂ.??%....“????@..w?4§.,”?§% m/z 71.10 94.13%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000 LR IR B SULRN I

23. 60 23 80 24. OO 24 20
m/z 85.05  64.44%
! ‘\ M

o “12‘7‘155 183 225253 295 337
— e o
mz-> 0 50 150 200 250 300 350 400 450
Abundance
57
R
23.60 23.80 24.00 24.20
5000 85 m/z 43.10 57.41%
113
o 29 141169 197 225 253 281 309 337 365 408
e
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane A B R S R SR
57 23.60 23.80 24.00 24.20
m/z 69.10 25.44%
85
5000
29 113
o | |17 141169197 205253 296
T B o i o
mz-> 0 50 100 150 200 250 300 350 400 450 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041019\
Data File : BM019864.D

Acq On : 10 Apr 2019 15:21

Operator : JU/SJ

Sample - K2303-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

24 .57 6.17 ng/ul 490730 Perylene-d12 23.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 76
3 Octacosane 394 C28H58 000630-02-4 72
4 Heptacosane 380 C27H56 000593-49-7 68
5 Tetracosane 338 C24H50 000646-31-1 64

Abundance Scan 3669 (24.568 min): BM019864.D (-3665) (-) m/z 71.10 100.00%

71

:

5000
99 e e
]l 127 155 183,08 238 323 355 24.20 24.40 24.60 24.80
O A Ak Ll 22,7208 290263 297323 355 388415 461 | sz 57.10 97.07%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57
85
5000 LA L L L L L L I
24.20 24.40 24.60 24.80
m/z 85.10 72.41%
2 || [P 1e
O e T ‘l‘ A Al ,‘.1‘. .1.9,7.2.2.5.2,5?. .2.9,6. L
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
A EE T R e
71 24.20 24.40 24.60 24.80
5000 m/z 43.10 60.25%
9
o 127 155 183 225 753
T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155178: Octacosane L B o
24.20 24.40 24.60 24.80
m/z 69.05 23.85%
5000

:

113 141 169 197 225 253 281 309 337 365 394
1 I I I I
mz--> 0 50 100 150 200 250 300 350 400 450 24.20 24.40 24.60 24.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041019\
Data File : BM019864.D

Acq On : 10 Apr 2019 15:21

Operator : JU/SJ

Sample - K2303-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
n-Hexadecanoic acid 17.87 3.7 ng/ul 272746 4 16.98 1472020 20.0
(DEL) Alkane: Str... 22.19 3.8 ng/ul 307205 5 21.19 1620340 20.0
(DEL) Alkane: Str... 22.68 4.9 ng/ul 392244 6 23.39 1591720 20.0
(DEL) Alkane: Str... 23.85 7.2 ng/ul 569664 6 23.39 1591720 20.0
(DEL) Alkane: Str... 24.57 6.2 ng/ul 490730 6 23.39 1591720 20.0
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