LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112217\
Data File : BM013102.D

Aca On : 23 Nov 2017 01:04

Operator : SJ/JU

Sample = 16496-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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-BM111617.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 3.252 22 28 38 rvB 96148 131816 2.92% 0.221%
2 4.863 298 302 311 rVB 49336 70171 1.56% 0.118%
3 6.887 638 646 663 rBV2 992293 1752375 38.88% 2.943%
4 7.051 668 674 686 rVB 777548 1153282 25.59% 1.937%
5 7.246 699 707 715 rBV 1046717 1595057 35.39% 2.678%
6 7.710 780 786 793 rVV 1057073 1620103 35.95% 2.720%
7 8.416 896 906 914 rBVY 1283202 2015507 44.72% 3.384%
8 8.863 975 982 991 rVB 1035811 1668436 37.02% 2.802%
9 9.581 1094 1104 1116 rBV 861655 1449576 32.16% 2.434%
10 10.116 1188 1195 1203 rVB 1326480 2148912 47 .68% 3.608%

11 10.492 1248 1259 1266 rBV 1399779 2300158 51.03% 3.862%
12 10.634 1275 1283 1291 rBV 1151562 1953542 43.34% 3.280%
13 13.180 1710 1716 1721 rBV2 48550 72657 1.61% 0.122%
14 13.763 1809 1815 1820 rBV 2336661 3281423 72.81% 5.510%
15 13.810 1820 1823 1828 rVB 277249 365442 8.11% 0.614%

16 14.039 1853 1862 1870 rBV 2596926 3806988 84.47% 6.393%
17 14.263 1894 1900 1905 rBV 100515 137926 3.06% 0.232%
18 14.351 1908 1915 1926 rVB2 1971229 3053294 67.74% 5.127%
19 14.557 1944 1950 1959 rBV 715392 1082292 24.01% 1.817%
20 14.774 1981 1987 1992 rBV6 42447 65163 1.45% 0.109%

21 15.216 2058 2062 2067 rVB 117699 141796 3.15% 0.238%
22 15.345 2076 2084 2091 rBV 3103997 4393143 97.47% 7.377%
23 15.463 2098 2104 2111 rBV 724305 1017936 22.59% 1.709%
24 15.586 2121 2125 2129 rBV3 41695 74381 1.65% 0.125%
25 16.074 2203 2208 2216 rBV 88691 148953 3.30% 0.250%

26 16.868 2338 2343 2347 rBV3 37747 57863 1.28% 0.097%
27 17.098 2374 2382 2392 rBV2 2244769 3235373 71.78% 5.433%
28 17.192 2392 2398 2407 rVB 3125464 4460338 98.96% 7.490%
29 18.004 2530 2536 2545 rBV2 282423 397336 8.82% 0.667%
30 18.168 2558 2564 2572 rVB 440659 582430 12.92% 0.978%

31 18.704 2646 2655 2661 rVB2 54472 90234 2.00% 0.152%
32 19.127 2719 2727 2729 rBV2 41326 77171 1.71% 0.130%
33 19.157 2729 2732 2738 rVB4 41463 75653 1.68% 0.127%

34 19.286 2748 2754 2763 rBV2 313619 433184 9.61% 0.727%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112217\
Data File : BM013102.D

Aca On : 23 Nov 2017 01:04

Operator : SJ/JU

Sample = 16496-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM111617 .M
Title = SVOA CALIBRATION
35 19.374 2766 2769 2776 rVB2 35031 52987 1.18% 0.089%

36 19.492 2783 2789 2797 rVV 3307540 4507068 100.00% 7.568%
37 20.280 2919 2923 2926 rBvV4 38874 51935 1.15% 0.087%
38 21.003 3042 3046 3053 rBvV 335932 426474 9.46% 0.716%
39 21.280 3087 3093 3100 rBV2 2311520 2895639 64.25% 4.862%
40 22.227 3250 3254 3260 rVB2 154188 214911 4.77% 0.361%

41 22.850 3357 3360 3365 rBV4 98343 116716 2.59% 0.196%
42 23.368 3441 3448 3454 rBV2 1982678 3653070 81.05% 6.134%

43 23.509 3465 3472 3482 rVB 1319997 2521719 55.95% 4.234%
44 24.068 3563 3567 3574 rVB3 115823 201886 4.48% 0.339%

Sum of corrected areas: 59552316
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013102.D

Aca On : 23 Nov 2017 01:04

Operator : SJ/JU

Sample = 16496-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617 .M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM013102.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013102.D

Aca On : 23 Nov 2017 01:04

Operator : SJ/JU

Sample = 16496-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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 4
R.T. EstConc Area Relative to ISTD R.T.
18.00 2.46 ng/ul 397336 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64
Abundance Scan 2535 (17.998 min): BM013102.D (-2530) (-) m/z 73.00 100.00%
73.0
411
5000
- 129.1 213.2
. 185.1
‘ m I 1571 256.3 0812 17.60 17.80 18.00 18.20 18.40
ol gl Bl : m/z 41.10 77.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

17.60 17.80 18.00 18.20 18.40
256.0 m/z 60.10 74 _24%

157.0 1g50 213.0

J“'83.0
o

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

Abundance
43.0 73.0
e N R N
17.60 17.80 18.00 18.20 18.40
5000 256.0 m/z 43.05 73.35%
129.0
97.0 213.0
157.0 185.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107547: n-Hexadecanoic acid
43.0 73.0 17.60 17.80 18.00 18.20 18.40
m/z 55.10 72.11%
5000
129.0
256.0
0 ‘ ‘H I \‘ . 157.0 185.0 2130
III‘IIIIII‘I‘II
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013102.D

Aca On : 23 Nov 2017 01:04

Operator : SJ/JU

Sample = 16496-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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 1,3-Oxathiolan-5-one, 2-phe... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.17 3.60 ng/ul 582430 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Oxathiolan-5-one. 2-phenvl- 180 C9H802S 001564-43-8 53
2 Ethanone. 2-(1l-methvlethoxv)-1.2... 254 C17H1802 006652-28-4 50
3 Benzeneacetic acid. .alpha.-hvdr... 152 C8H803 017199-29-0 49
4 p-Propionotoluidide 163 C10H13NO 002759-55-9 47
5 Formic acid, 2-propylphenyl ester 164 C10H1202 1000368-96-6 43
Abundance Scan 2564 (18.168 min): BM013102.D (-2558) (-) m/z 107.05 100.00%
107.1
5000 163.1
40 ‘ ‘ ‘ 17.80 18.00 18.20 1840
ol b 13280 4 1950 2a34 2809 i tiea G 49 65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46228: 1,3-Oxathiolan-5-one, 2-phenyl-
107.0
5000 R UM SRR BRI UL
770 17,80 18.00 18.20 18.40
46.0 180.0 m/z 77.05 40.75%
| o
0|||| ||||‘|||| |||| |||| |‘||| N e o o U
m/z--> 20 40 éo 80 100 120 1&0 160 180 200 220 240 260 280
Abundance
107.0
17.80 18.00 18.20 18.40
5000 m/z 79.05 31.37%
77.0 149.0
51.0
ol 270 195.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25905: Benzeneacetic acid, .alpha.-hydroxy-, (S)- T T
107.0 17.80 18.00 18.20 18.40
79.0 m/z 57.10 30.47%
5000
51.0
290 . 1580
0””'\'\”1:'\”““”\”””””””””””“” ERARAREEEEEEAE N SUVVUN 1SSV H VISU= SN S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013102.D

Aca On : 23 Nov 2017 01:04

Operator : SJ/JU

Sample = 16496-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.29 2.99 ng/ul 433184 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Octadecanoic acid 284 C18H3602 000057-11-4 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 80
4 Octadecanoic acid 284 C18H3602 000057-11-4 55
5 n-Decanoic acid 172 C10H2002 000334-48-5 55
Abundance Scan 2755 (19.292 min): BM013102.D (-2748) (-) m/z 209.10 100.00%
209.1
43.1
5000 73.0
105.0 152.1
241.2 e e s
284.3 4551 19.00 19.20 19.40 19.60
0 ; m/z 43.10 57.82%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0 SRR SRR BN B
19.00 19.20 19.40 19.60
‘ 1850 54 2840 m/z 73.00 49.66%
101.
01|5-|0\‘| ‘-“. I .ﬁ, w 2379 ‘ 230 .“. s
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
43.0 AU SRR BN BN
129.0 19.00 19.20 19.40 19.60
5000 284.0 m/z 41.05 49 .19%
185.0 241.0
. 101.0 157.0 213.0
m/z--> o 'éo" ' 160" "150" ' éoo" ' ééo" "300" "350
Abundance #131261: Octadecanoic acid A T e
43.0,,73.0 19.00 19.20 19.40 19.60
m/z 55.00 48 .57%
5000 129.0
185.0 241.0 284.0
101. :
ol imlitﬁlhllﬁfqu 2130, | —_ hemngd A D et
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013102.D

Aca On : 23 Nov 2017 01:04

Operator : SJ/JU

Sample = 16496-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

Quant Method
Quant Title

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 n-Tetracosanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.00 2.95 ng/ul 426474 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 3-Eicosene. (B)- 280 C20H40 074685-33-9 95
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Octacosanol 410 C28H580 000557-61-9 91
Abundance Scan 3045 (20.998 min): BM013102.D (-3042) (-) m/z 57.10 100.00%
57.1
97.0
5000
207.1
20.60 20.80 21.00 21.20 21.40
: 92831
o 2489 300 4009 /7 83.10  94.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
57.0 197.0
5000 PP T T T
20. 60 20. 80 21. oo 21. 20 21. 40
m/z 55.00 94 .42%
39.0
0 27‘hom Al “‘ ‘ “‘ \‘\ \P‘ \‘\ i\ ;81 0 2220 264 0 308 0
m/z--> 55 oo 1%0 200 2éo 360 3%0 400
Abundance
57.0
97.0 20,60 20.80 21.00 21.20 21.40
5000 m/z 43.10 88.27%
o 210 1390 1820 2240  280.0
m/z--> 55 160 1%0 200 250 300 3%0 400
Abundance #155046: 1-Heneicosanol L A Eaa e e
550 o020 20.60 20.80 21.00 21.20 21.40
' m/z 69.05 79.69%
- /“J/\\——M
qul“J Fﬁl&onmzmo
m/z--> 5'0 1(')0 1&1;0 200 250 3(')0 3&1;0 4(')0 20. 60 20. 80 21. oo 21. 20 21. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM112217\
Data File : BM013102.D

Acq On : 23 Nov 2017 01:04

Operator : SJ/JU

Sample - 16496-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111617 .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 18.00 2.5 ng/ul 397336 4 17.10 3235370 20.0
1,3-Oxathiolan-5-_.. 18.17 3.6 ng/ul 582430 4 17.10 3235370 20.0
Octadecanoic acid 19.29 3.0 ng/ul 433184 5 21.28 2895640 20.0
n-Tetracosanol-1 21.00 3.0 ng/ul 426474 5 21.28 2895640 20.0
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