LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019605.D

Acq On : 30 Mar 2019 06:31

Operator : JU/SJ

Sample - K2122-02

Misc :

ALS Vial : 27 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
1 3.128 21 24 30 rBv 14993 20823 0.80% 0.109%
2 3.722 122 125 133 rVB3 6995 8977 0.34% 0.047%
3 3.816 139 141 147 rVB5 3832 5195 0.20% 0.027%
4  4.722 292 295 298 rBvV2 4272 5669 0.22% 0.030%
5 6.763 637 642 661 rBV 112322 260689 9.98% 1.367%
6 6.934 666 671 690 rBV 99123 218126 8.35% 1.144%
7 7.110 696 701 714 rBvV 154682 288735 11.05% 1.514%
8 7.192 714 715 720 rVB4 2682 3202 0.12% 0.017%
9 7.575 774 780 791 rBV 264334 467765 17.91% 2.453%
10 7.645 791 792 798 rvVB2 3843 4192 0.16% 0.022%

11 8.298 897 903 917 rBvV2 151620 324854 12.44% 1.703%
12 8.751 972 980 994 rBV 126911 258685 9.90% 1.356%
13 9.075 1027 1035 1039 rVB3 6127 9497 0.36% 0.050%
14 9.463 1096 1101 1117 rBV 99258 200837 7.69% 1.053%
15 10.004 1186 1193 1215 rBV 111872 301015 11.52% 1.578%

16 10.357 1246 1253 1268 rVB 411547 707029 27.07% 3.707%
17 10.533 1277 1283 1308 rBV 96294 302400 11.58% 1.586%
18 13.657 1808 1814 1820 rBV 341565 552761 21.16% 2.898%
19 13.710 1820 1823 1834 rVV 74146 117710 4_.51% 0.617%
20 13.927 1854 1860 1873 rBV 369184 586894 22.47% 3.077%

21 14.239 1906 1913 1927 rBV2 612110 941797 36.06% 4.938%
22 14.516 1954 1960 1973 rBvV4 29346 107268 4_.11% 0.562%
23 14.663 1982 1985 1997 rVB4 21259 39017 1.49% 0.205%
24 15.239 2077 2083 2100 rBV 540703 834627 31.95% 4_376%
25 15.386 2104 2108 2122 rVV2 78221 159855 6.12% 0.838%

26 15.486 2122 2125 2131 rVB2 5644 7877 0.30% 0.041%
27 16.427 2277 2285 2292 rBV3 3115 6535 0.25% 0.034%
28 16.798 2342 2348 2351 rBV4 2168 4340 0.17% 0.023%

29 16.998 2375 2382 2392 rBV2 781683 1164749 44.59% 6.107%
30 17.098 2392 2399 2414 rVV2 570056 899215 34.43% 4._.715%

31 17.886 2528 2533 2545 rBV2 37714 71075 2.72% 0.373%
32 18.986 2718 2720 2723 rBV2 2462 3257 0.12% 0.017%
33 19.039 2725 2729 2733 rBV5 7582 11305 0.43% 0.059%
34 19.180 2749 2753 2758 rBV3 31316 51084 1.96% 0.268%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019605.D

Acq On : 30 Mar 2019 06:31

Operator : JU/SJ

Sample - K2122-02

Misc :

ALS Vial : 27 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 19.286 2768 2771 2775 rVB4 4024 6337 0.24% 0.033%

36 19.403 2785 2791 2799 rBV 833538 1192762 45.66% 6.254%
37 19.739 2844 2848 2851 rBV 105399 109274 4.18% 0.573%
38 19.774 2851 2854 2861 rVB 193563 206735 7.91% 1.084%

39 19.933 2880 2881 2884 rVB2 8919 7573 0.29% 0.040%
40 20.715 3010 3014 3017 rBV2 75322 88295 3.38% 0.463%
41 20.750 3017 3020 3025 rVB 130155 136000 5.21% 0.713%
42 20.897 3042 3045 3052 rBV2 75957 99485 3.81% 0.522%
43 21.197 3091 3096 3104 rBV 1472095 1941138 74.31% 10.178%
44 21.333 3117 3119 3123 rVB 50069 45957 1.76% 0.241%
45 21.580 3158 3161 3163 rBVY 41939 47361 1.81% 0.248%
46 21.609 3164 3166 3170 rVB 65892 68506 2.62% 0.359%
47 21.762 3189 3192 3198 rVB 76950 84816 3.25% 0.445%

48 22.209 3265 3268 3274 rVB 145352 176110 6.74% 0.923%
49 22.703 3348 3352 3357 rVB 197376 262659 10.06% 1.377%
50 23.256 3440 3446 3457 rBV2 1227002 2298522 88.00% 12.052%

51 23.403 3464 3471 3484 rVB 1378020 2612061 100.00% 13.696%
52 23.874 3547 3551 3560 rVB 204773 374583 14.34% 1.964%
53 24.597 3670 3674 3683 rVB 181261 366377 14.03% 1.921%

Sum of corrected areas: 19071607
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA_M\DATA\BM032919\

BM019605.D

30 Mar 2019 06:31

JussJ

K2122-02

27 Sample Multiplier: 1

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

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

500000

(o]

Abundance TIC: BM019605.D
1500000
1000000
500000 10.36
7.57
6.76 95+ 830 875 9.46 10.00 ||10.53
313 3382 4.72 M Jeao fres Lk eor ) N
T B I e e o e o e B L e o e o B M e e e S
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM019605.D
1500000
1000000
19.40
17.00
14.24 17.10

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM019605.D
21,20 340
1500000 233
1000000
500000 22.70 23.87 24.60
22.21 J
76 N A N
2(? °90 ‘1.3&
e T e R R R R R R
Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 2450 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\BM032919\
Data File : BM019605.D

Acq On : 30 Mar 2019 06:31

Operator : JU/SJ

Sample : K2122-02

Misc :

ALS Vial : 27 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 Eicosanoic acid, 2-(acetylo... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.77 2.13 ng/ul 206735 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Eicosanoic acid, 2-(acetyloxy)-1...
2 Eicosanoic acid, 2,3-bis(acetylo...
3 9-Octadecenoic acid (Z2)-, 2,3-bi...
4 Dodecanoyl chloride

5 4,5,6-Trimethyltetrahydro-1,3-0x. ..

470 C27H5006
470 C27H5006
440 C25H4406
218 C12H23CI0
159 C7H13NOS

055429-68-0 53
055429-67-9 53
055401-64-4 12
000112-16-3 12
085333-98-8 9

m/z 43.00 100.00%

19.40 19.60 19.80 20.00

m/z 183.10 38.05%

19.40 19.60 19.80 20.00

m/z 159.00 36.37%

o
LIS L L L L L L L LB B

19.40 19.60 19.80 20.00

m/z 98.10 24 .31%

M
LI B O O

19.40 19.60 19.80 20.00

Abundance Scan 2853 (19.768 min): BM019605.D (-2851) (-)
43
5000 159 183
98
69
WL ddighes ) |y 207 255 28 355
i B S
m/z--> 50 100 150 200 250 300 350 400
Abundance #166331: Eicosanoic acid, 2-(acetyloxy)-1-[(acetyloxy)meth...
43
159
98
5000
71
1 25 | 470199 227 o9 295 367 410
ey e iAo SO et
m/z--> 50 100 150 200 250 300 350 400
Abundance #166330: Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester
43
5000 159
98
m
s s s
m/z--> 50 100 150 200 250 300 350 400
Abundance #163177: 9-Octadecenoic acid (2)-, 2,3-bis(acetyloxy)propy...
43
5000
159
l 69 98
| \ | L 123 185207227 264 306 334 380
T T e e e e
m/z--> 50 100 150 200 250 300 350 400

m/z 84.00 20.47%

19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019605.D

Acq On : 30 Mar 2019 06:31

Operator : JU/SJ

Sample : K2122-02

Misc :

ALS Vial : 27 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.

22.70 2.01 ng/ul 262659 Perylene-d12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
2 Tetracosane 338 C24H50 000646-31-1 86
3 Octadecane 254 C18H38 000593-45-3 83
4 Hexadecane 226 C16H34 000544-76-3 83
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 3351 (22.697 min): BM019605.D (-3348) (-) m/z 57.10 100.00%

57
85
5000

113
141 183 999 416 22 40 22.60 22.80 23.00
1 L “ﬁ.hﬂ,hﬂ.. o 22 297 328 857 oK m/z 71.10 86.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl-
57
5000 85 LI L L L L L B Y L L

22.40 22.60 22.80 23.00
m/z 43.05 60.32%

113 210
[ (70,14 160 % 239 266 300
-ttt
m/z--> 50 100 150 200 250 300 350 400
Abundance #136481: Tetracosane
57

22.40 22. 60 22. 80 23.00

5000 85 m/z 85.05 57.37%
29 113
‘ | d (141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 400
Abundance #91036: Octadecane
57 22.40 22.60 22.80 23.00
m/z 69.05 24 _.70%
5000 85
29 113
\‘ | .‘ ] 1141 169 197 225 254

T
m/z--> 50 100 150 200 250 300 350 400 22. 40 22. 60 22. 80 23. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019605.D

Acq On : 30 Mar 2019 06:31

Operator : JU/SJ

Sample : K2122-02

Misc :

ALS Vial : 27 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 1
R.T. EstConc Area Relative to ISTD R.T.
23.87 2.87 ng/ul 374583 Perylene-d12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 87
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
3 Nonadecane 268 C19H40 000629-92-5 86
4 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 86
Abundance Scan 3550 (23.868 min): BM019605.D (-3547) (-) m/z 57.10 100.00%
57
85
5000
113 141 169 281 23.60 23.80 24.00 24.20
- .l, J .~l.||i b pan 397 230 7 38 39 4T Tn/z 71.10 88.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123095: Docosane
57
5000 85 AR AR AR AR
23.60 23.80 24.00 24.20
m/z 85.10 62.86%
29| o 11%3,1f1 169 197 225 253 281 310
m/z--> 50 100 1éo 260 250 300 350 400
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57
60 p0 5400 7420
5000 85 m/z 43.10 56.99%
\ g J1}3 141 183 211 239 267 296
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #99477: Nonadecane T
57 23.60 23.80 24.00 24.20
m/z 55.00 24 _80%
5000 85
29

m/z--> 50 100 150 200 250 300 350 400 23 60 23. 80 24. 00 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019605.D

Acq On : 30 Mar 2019 06:31

Operator : JU/SJ

Sample : K2122-02

Misc :

ALS Vial : 27 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 2
R.T. EstConc Area Relative to ISTD R.T.

24 .60 2.81 ng/ul 366377 Perylene-d12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90

Abundance Scan 3674 (24.597 min): BM019605.D (-3670) (-) m/z 57.10 100.00%

57
85
5000

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
141 169 208 24.20 24.40 24.60 24.80 25.00
m/z 71.10 87.67%

253 280 313 341 369 416
iy

m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane

-

5000
24.20 24.40 24.60 24.80 25.00

m/z 85.10 61.67%

113
141 169 197 225 253 281 309 337 365

408

m/z--> 50 100 150 200 250 300 350 400
Abundance #151555: Heptacosane
57
24.20 24.40 24.60 24.80 25.00
5000 g5 m/z 43.10 56.65%
29 113 141
[0 L] 77,141 169 197 225 253 281 300 337 380
e T e T EE
m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane T T T
57 24.20 24.40 24.60 24.80 25.00
m/z 55.10 27 .84%
113
29| | | || 41 169 197 225 253 281 300 337 365 393 422
T e o T S A e o ML
m/z--> 50 100 150 200 250 300 350 400 24.20 24.40 24.60 24.80 25.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032919\
Data File : BM019605.D

Acq On : 30 Mar 2019 06:31

Operator : JU/SJ

Sample - K2122-02

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA _M
Quant Title : 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]
Eicosanoic acid, ... 19.77 2.1 ng/ul 206735 5 21.20 1941140 20.0
(DEL) Alkane: Str... 22.70 2.0 ng/ul 262659 6 23.40 2612060 20.0
(DEL) Alkane: Str... 23.87 2.9 ng/ul 374583 6 23.40 2612060 20.0
(DEL) Alkane: Str... 24.60 2.8 ng/ul 366377 6 23.40 2612060 20.0
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