LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062217\
Data File : BM010664.D

Acq On 22 Jun 2017 17:46

Operator : SJ/JU

Sample : 13627-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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-BM062017 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
1 6.645 632 639 650 rvB 219055 363518 18.22% 1.589%
2 6.816 662 668 675 rBV 156419 232450 11.65% 1.016%
3 6.998 694 699 706 rvB 228997 342550 17.17% 1.498%
4 7.463 772 778 784 rVB 232946 341295 17.11% 1.492%
5 8.169 892 898 905 rBB 297638 456418 22.88% 1.995%
6 8.604 966 972 982 rBB 224188 355620 17.83% 1.555%
7 9.322 1087 1094 1101 rBV 204115 325722 16.33% 1.424%
8 9.851 1178 1184 1191 rVB 348227 536666 26.90% 2.346%
9 10.228 1241 1248 1254 rBVY 313668 520576 26.10% 2.276%
10 10.363 1265 1271 1280 rBV 247130 410031 20.56% 1.793%

11 13.533 1804 1810 1814 rBV 725942 956733 47.96% 4.183%
12 13.580 1814 1818 1824 rVB 295658 373136 18.71% 1.631%
13 13.798 1849 1855 1868 rBV 658699 992895 49.78% 4.341%
14 14.116 1902 1909 1917 rBB2 523655 798631 40.04% 3.492%
15 14.321 1938 1944 1951 rBV 286780 376865 18.89% 1.648%

16 15.116 2072 2079 2088 rBV 930154 1271791 63.76% 5.560%
17 15.239 2093 2100 2108 rBB 272273 364023 18.25% 1.591%
18 16.868 2370 2377 2382 rBV 790457 1062962 53.29% 4.647%
19 16.968 2387 2394 2403 rVvVv2 1037352 1469950 73.69% 6.426%
20 17.792 2529 2534 2543 rBV2 162991 210782 10.57% 0.922%

21 18.674 2678 2684 2690 rBV6 34986 45582 2.29% 0.199%
22 18.809 2703 2707 2715 rVB 44461 66418 3.33% 0.290%
23 18.939 2724 2729 2736 rVB 204043 284151 14.24% 1.242%
24 19.092 2750 2755 2762 rBV 237025 317444 15.91% 1.388%
25 19.162 2762 2767 2774 rVV5 16149 37169 1.86% 0.162%

26 19.274 2777 2786 2790 rVV 1297052 1994761 100.00% 8.721%
27 19.303 2790 2791 2799 rVB 430989 366129 18.35% 1.601%

28 19.551 2827 2833 2839 rVB7 11760 20992 1.05% 0.092%
29 19.645 2842 2849 2854 rBV4 32437 68553 3.44% 0.300%
30 19.780 2866 2872 2881 rVB6 39531 109127 5.47% 0.477%
31 19.962 2897 2903 2908 rBV3 57156 94239 4.72% 0.412%
32 20.103 2923 2927 2931 rBV 37297 47612 2.39% 0.208%
33 20.150 2931 2935 2939 rBV2 28634 40675 2.04% 0.178%
34 20.298 2958 2960 2964 rVB5 19864 21064 1.06% 0.092%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062217\
Data File : BM010664.D

Acq On 22 Jun 2017 17:46

Operator : SJ/JU

Sample : 13627-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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-BM062017 .M

Title = SVOA CALIBRATION

35 20.509 2994 2996 3000 rBv4 25829 29564 1.48% 0.129%
36 20.556 3000 3004 3010 rVB 43856 68854 3.45% 0.301%
37 20.727 3027 3033 3036 rBv4 38582 69562 3.49% 0.304%
38 20.768 3037 3040 3042 rBV 27851 25079 1.26% 0.110%
39 20.797 3042 3045 3047 rBV 49459 60990 3.06% 0.267%
40 21.009 3077 3081 3084 rBV3 61431 69036 3.46% 0.302%

41 21.080 3086 3093 3097 rvv2 1159741 1801242 90.30% 7.875%
42 21.115 3097 3099 3106 rVB 179046 233074 11.68% 1.019%

43 21.374 3140 3143 3148 rBV4 55592 90815 4 _55% 0.397%
44 21.621 3179 3185 3190 rVB 57483 86790 4 _.35% 0.379%
45 21.668 3190 3193 3200 rBV4 35197 71051 3.56% 0.311%

46 22.586 3343 3349 3361 rBVY 327041 956998 47.98% 4.184%
47 22.744 3373 3376 3383 rVB2 37837 53135 2.66% 0.232%
48 23.039 3421 3426 3429 rBVY 148895 261080 13.09% 1.141%
49 23.091 3429 3435 3439 rvv2 894805 1600679 80.24% 6.998%
50 23.127 3439 3441 3449 rVB2 199839 361580 18.13% 1.581%

51 23.221 3451 3457 3462 rBV 617593 1050884 52.68% 4.594%
52 23.756 3542 3548 3556 rVB2 119797 227465 11.40% 0.994%
53 24.456 3663 3667 3674 rVB5 64569 127506 6.39% 0.557%
54 25.274 3800 3806 3809 rBV6 42580 100069 5.02% 0.437%
556 25.333 3812 3816 3823 rVB3 79889 172874 8.67% 0.756%

56 26.221 3961 3967 3970 rBV6 36001 78645 3.94% 0.344%

Sum of corrected areas: 22873502
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062217\
Data File : BM010664.D

Acq On 22 Jun 2017 17:46

Operator : SJ/JU

Sample : 13627-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM010664.D
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Abundance TIC: BM010664.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062217\
Data File : BM010664.D

Acq On 22 Jun 2017 17:46

Operator : SJ/JU

Sample : 13627-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.79 3.97 ng/ul 210782 Phenanthrene-d10 16.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
2 n-Decanoic acid 172 C10H2002 000334-48-5 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
5 Tridecanoic acid 214 C13H2602 000638-53-9 60
Abundance Scan 2534 (17.792 min): BM010664.D (-2529) (-) m/z 73.00 100.00%
73
60
4l 129
5000
157171 185 256
143 17.40 17.60 17.80 18.00 18.20
m/z 60.00 76.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 SR SRS SRS UL B
17.40 17.60 17.80 18.00 18.20
m/z 55.10 73.20%
ﬂji 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
17.40 17.60 17.80 18.00 18.20
5000 41 m/z 41.10 61.14%
129
27
87 115
O vl M e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455: Tetradecanoic acid
73 17.40 17.60 17.80 18.00 18.20
60 m/z 43.05 53.59%
5000 43 129
185
115 143 171 228
,h\\,j‘_,‘,\ Al N N
m/z--> 20 80 100 120 140 160 180 200 220 240 260 17.40 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062217\
Data File : BM010664.D

Acq On 22 Jun 2017 17:46

Operator : SJ/JU

Sample : 13627-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.09 3.52 ng/ul 317444 Chrysene-di12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Octadecanoic acid 284 C18H3602 000057-11-4 86
5 Pentadecanoic acid 242 C15H3002 001002-84-2 70

Abundance Scan 2755 (19.092 min): BM010664.D (-2750) (-) m/z 73.00 100.00%

73

5000

18.80 19.00 19.20 19.40
m/z 60.00 76.77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 §
129
5000 28 284 L e e e R o e
18.80 19.00 19.20 19.40
m/z 43.10 74 .14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
18.80 19.00 19.20 19.40
5000 129 m/z 55.05 69.70%
97
115 185 241 284

143157171 199 227 255

mﬁmﬁﬁmﬁmﬁmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
73 18.80 19.00 19.20 19.40

m/z 41.00 68 .54%

5000 129

1
143157171185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062217\
Data File : BM010664.D

Acq On 22 Jun 2017 17:46

Operator : SJ/JU

Sample : 13627-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

23.76 4_.33 ng/ul 227465 Perylene-d12 23.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Triacontane 422 C30H62 000638-68-6 87

Abundance Scan 3549 (23.762 min): BM010664.D (-3542) (-) m/z 71.05 100.00%

1

43
5000

|

250 282 213 23.40 23.60 23.80 24.00
401 m/z 57.05 96.49%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85

23.40 23.60 23.80 24.00
m/z 85.10 76 .88%

29
| ‘ i | .\3‘1‘,‘1‘169 197 225 253 295 323 367
——rr R e
miz--> 50 100 150 200 250 300 350 400
Abundance
57

23.40 23.60 23.80 24.00

127 155 183 211

5000 85 m/z 43.00 54 _.51%
29 113
141 169 197 225 253 281 309 337 380
e S T o e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57 23.40 23.60 23.80 24.00
m/z 99.10 29.86%
85
5000
29
‘ J | 141 169 197 225 53 282 |

II‘III‘I.I IIIIIIIIIIIIII IIII LN I B T T T IIIIIAIIIIIIIIIIIIII

T
m/z--> 50 100 150 200 250 300 350 400 23.40 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062217\
Data File : BM010664.D

Acq On 22 Jun 2017 17:46

Operator : SJ/JU

Sample : 13627-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .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: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .46 2.43 ng/ul 127506 Perylene-d12 23.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 80
2 2-methyloctacosane 408 C29H60 1000376-72-8 72
3 Nonacosane 408 C29H60 000630-03-5 72
4 Hentriacontane 437 C31H64 000630-04-6 72
5 Tetratetracontane 619 C44H90 007098-22-8 72
Abundance Scan 3668 (24.462 min): BM010664.D (-3663) (-) m/z 71.10 100.00%
43
5000
24.20 24.40 24.60 24.80
i m/z 57.05 89.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85
24.20 24.40 24.60 24.80
113 m/z 85.10 78.12%
L AT 14 189 107 225 253 281 309 337 365 437
m/z--> éo 100 150 260 250 360 350 460 '
Abundance
57
24.20 24.40 24.60 24.80
5000 85 m/z 43.10 68.92%
29 113 141 169 197 225 267 295 365 393
m/z--> éo 160 1éo 260 2%0 360 3%0 460 '
Abundance #215180: Nonacosane
57 24.20 24.40 24.60 24.80
m/z 83.10 30.04%
85
5000
113
200011 J1?1‘1§91197 225 253 281 309 337 365 408
m/z--> éo 160 1éo 200 250 360 350 460 ! 24.20 24.40 24.60 24.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062217\
Data File : BM010664.D

Acq On 22 Jun 2017 17:46

Operator : SJ/JU

Sample : 13627-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .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]
n-Hexadecanoic acid 17.79 4.0 ng/ul 210782 4 16.87 1062960 20.0
Octadecanoic acid 19.09 3.5 ng/ul 317444 5 21.08 1801240 20.0
(DEL) Alkane: Str... 23.76 4.3 ng/ul 227465 6 23.22 1050880 20.0
(DEL) Alkane: Str... 24.46 2.4 ng/ul 127506 6 23.22 1050880 20.0
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