LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM091817\
Data File : BM011572.D

Aca On : 18 Sep 2017 16:58

Operator : SJ/JU

Sample = 15234-05

Misc :

ALS Vial : 8 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:\HPCHEM1\BNA M\METHODS\SOM-EPA-BMO90817MA .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 3.393 14 18 25 rBv 93579 132837 0.14% 0.052%
2 5.287 331 340 365 rBV2 55665591 91809142 100.00% 35.876%
3 6.945 615 622 633 rBV 184983 326973 0.36% 0.128%
4 7.063 636 642 646 rvVv 54735 95572 0.10% 0.037%
5 7.122 646 652 666 rVB 376121 719425 0.78% 0.281%
6 7.292 675 681 695 rBY 1576337 2493124 2.72% 0.974%
7 7.498 708 716 736 rBV2 1512486 3160811 3.44% 1.235%
8 7.857 770 777 789 rBVY 5143025 8227715 8.96% 3.215%
9 8.010 790 803 821 rVB 23793343 38522291 41.96% 15.053%
10 8.322 849 856 873 rVB 3847165 6484974 7.06% 2.534%

11 8.663 907 914 922 rBV 1071345 1834767 2.00% 0.717%
12 9.133 986 994 1013 rBV 1865334 3196851 3.48% 1.249%
13 9.698 1084 1090 1094 rBV2 56978 108142 0.12% 0.042%
14 9.745 1094 1098 1109 rvv2 99187 233695 0.25% 0.091%
15 9.857 1109 1117 1123 rVV 1430273 2395362 2.61% 0.936%

16 9.916 1123 1127 1137 rVB 176993 309533 0.34% 0.121%
17 10.392 1199 1208 1215 rBV 1996209 3609295 3.93% 1.410%
18 10.457 1215 1219 1231 rVB 171871 352919 0.38% 0.138%
19 10.639 1241 1250 1265 rBV2 3511631 6505759 7.09% 2.542%
20 10.775 1266 1273 1291 rVB 1789147 3059112 3.33% 1.195%

21 11.157 1332 1338 1348 rBV 436351 776798 0.85% 0.304%
22 13.033 1651 1657 1665 rBV2 142769 253445 0.28% 0.099%
23 13.404 1715 1720 1725 rBV 70722 119338 0.13% 0.047%
24 13.610 1750 1755 1761 rBV3 59177 115521 0.13% 0.045%
25 13.668 1761 1765 1771 rVB4 62994 110829 0.12% 0.043%

26 14.004 1815 1822 1838 rBV 4722637 6331463 6.90% 2.474%
27 14.292 1864 1871 1885 rBV 4406022 6625904 7.22% 2.589%
28 14.598 1916 1923 1939 rBV2 2521906 3973147 4_.33% 1.553%
29 14.786 1949 1955 1966 rBV 245179 487999 0.53% 0.191%
30 15.080 1999 2005 2013 rBV2 100200 159860 0.17% 0.062%

31 15.586 2085 2091 2103 rBV 6278442 9171312 9.99% 3.584%
32 15.698 2103 2110 2123 rVV 2384684 3244911 3.53% 1.268%
33 15.827 2128 2132 2140 rVB2 72005 114149 0.12% 0.045%
34 17.339 2382 2389 2399 rBV 3274835 4519088 4.92% 1.766%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM091817\
Data File : BM011572.D

Aca On : 18 Sep 2017 16:58

Operator : SJ/JU

Sample = 15234-05

Misc :

ALS Vial : 8 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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM0O90817MA_M
SVOA CALIBRATION

Method
Title

35 17.439 2399 2406 2421 rVV 8000975 10934281 11.91% 4.273%

36 18.209 2531 2537 2547 rBV 464326 696948 0.76% 0.272%
37 19.362 2725 2733 2737 rBV2 154483 280663 0.31% 0.110%
38 19.480 2749 2753 2761 rBV 235375 315089 0.34% 0.123%
39 19.609 2771 2775 2783 rVB3 67134 125350 0.14% 0.049%
40 19.721 2788 2794 2803 rBVY 9479884 12615951 13.74% 4 _.930%

41 21.503 3091 3097 3105 rBV 3741150 4974908 5.42% 1.944%
42 23.721 3467 3474 3488 rVB2 5507587 10856728 11.83% 4.243%
43 23.874 3493 3500 3509 rvv 2191154 4373839 4.76% 1.709%
44 24.409 3587 3591 3602 rVB3 277050 564603 0.61% 0.221%
45 25.215 3724 3728 3738 rVB3 273655 583357 0.64% 0.228%

Sum of corrected areas: 255903780
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA M\DATA\BM091817\

BM011572.D

18 Sep 2017 16:58

SJ/Ju

15234-05

8 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\SOM-EPA-BM0O90817MA.M
SVOA CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM091817\
Data File : BM011572.D

Aca On : 18 Sep 2017 16:58

Operator : SJ/JU

Sample : 15234-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BMO90817MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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 7 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.21 3.08 ng/ul 696948 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 89
Abundance Scan 2537 (18.209 min): BM011572.D (-2531) (-) m/z 73.00 100.00%
430 | 73.0
5000
129.0
97.0 T [T T [T T [T T T
| 157.0 1850 2131 256.2 591 g 17.80 18.00 18.20 18.40 18.60
e - m/z 42.95 99.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
430 73.0
5000 256.0 U AR DR
17.80 18.00 18.20 18.40 18.60
213.0 m/z 60.00 94 .91%
L
f NI
m/z--> 25 4b eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
17.80 18.00 18.20 18.40 18.60
5000 730 m/z 41.00 81.90%

97.0 129.0 256.0

171.0 213.0
Wﬁmﬁﬁwﬁwﬁmﬁr

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #75072: Tetradecanoic acid

73.0 17.80 18.00 18.20 18.40 18.60

-

43.0 m/z 55.00 79.32%
129.0

5000

15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40 18.60

-
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM091817\
Data File : BM011572.D

Aca On : 18 Sep 2017 16:58

Operator : SJ/JU

Sample : 15234-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BMO90817MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24 .41 2.58 ng/ul 564603 Perylene-di12 23.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Docosane. 1l-butvl- 366 C26H54 013475-76-8 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Eicosane., 3-methvl- 296 C21H44 006418-46-8 86
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86
Abundance Scan 3591 (24.409 min): BM011572.D (-3587) (-) m/z 57.00 100.00%
57.0
5000
207.0 24,00 24.20 24,40 24.60 24.80
155.1
L 1 270 aoas wes sesumoamso | ZEemEm e e,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155178: Octacosane
57.0
5000 ULV

24100 24,20 24.40 2460 24.80
m/z 71.00 51.17%
| M )

] L ‘ ;4}018302250 281.0 337.0 394.0
I e e R e e
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0

24 00 24. 20 24 40 24. 60 24.80

5000 bs.0 m/z 85.00 39.50%
210.0
127.0 169.0 2530 200 a6a0
R B B A B s e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #151555: Heptacosane R T TR
57.0 24 00 24. 20 24 40 24. 60 24. 80

m/z 55.00 23.17%

5000

=

9.0
15.9 ‘ h 141.0 183.0 225.0 267.0309.0  380.0

m/z--> 0 50 100 150 200 250 300 350 400 450 24.00 24.20 24.40 24.60 24.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM091817\
Data File : BM011572.D

Aca On : 18 Sep 2017 16:58

Operator : SJ/JU

Sample : 15234-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BMO90817MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.21 2.67 ng/ul 583357 Perylene-di12 23.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 89
2 Eicosane 282 C20H42 000112-95-8 89
3 Eicosane 282 C20H42 000112-95-8 68
4 Octacosane 394 C28H58 000630-02-4 60
5 Eicosane 282 C20H42 000112-95-8 58
Abundance Scan 3727 (25.209 min): BM011572.D (-3724) (-) m/z 57.00 100.00%
57.0
5000
207.0
99.0 24.80 25.00 25.20 25.40 25.60
141.0 281.9 341.0
...,.J...“,.ﬂ.l..,....,I....,....,....,....,4.17..1.,.4?7.9 m/z 43.00 64.49%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 AL AR AR SO B
24,80 25.00 25.20 25.40 25.60
m/z 71.00 61.06%
s ‘\ “ 141.0 183.0 239.0 296.0
m/z--> 55 100 1éo 200 250 300 350 400 450
Abundance
57.0
24.80 25.00 25.20 25.40 25.60
5000 m/z 85.00 45.23%
99.0 1410 1830 2950 2820
mz-> 50 100 150 200 250 300 350 400 450
Abundance #107652: Eicosane
57.0 24.80 25.00 25.20 25.40 25.60
m/z 55.00 27 .50%
5000
Ao a0 ) e
m/z--> 50 100 150 200 250 300 350 400 450 24,80 25.00 25.20 25.40 25.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM091817\
Data File : BM011572.D

Acq On : 18 Sep 2017 16:58

Operator : SJ/JU

Sample - 15234-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO90817MA_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 18.21 3.1 ng/ul 696948 4 17.34 4519090 20.0
(DEL) Alkane: Str... 24.41 2.6 ng/ul 564603 6 23.87 4373840 20.0
(DEL) Alkane: Str... 25.21 2.7 ng/ul 583357 6 23.87 4373840 20.0
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