LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009683.D

Acq On : 19 Apr 2017 23:38

Operator : SJ/MA

Sample : 12691-20

Misc :

ALS Vial : 20 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\SOMO2.2-EPA-BM041717 .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 3.310 35 38 47 rVB2 33326 55790 1.14% 0.118%
2 6.993 657 664 675 rBv2 654903 1317877 26.92% 2.788%
3 7.169 687 694 701 rBVY 456512 727190 14.86% 1.539%
4 7.363 720 727 735 rBV 613925 988477 20.19% 2.092%
5 7.834 800 807 815 rBvV 786612 1255764 25.65% 2.657%
6 8.534 919 926 933 rBVY 707765 1167018 23.84% 2.469%
7 8.998 997 1005 1015 rBVY 588390 961985 19.65% 2.035%
8 9.716 1119 1127 1139 rBV 476862 783407 16.00% 1.658%
9 10.245 1211 1217 1226 rBVY 679855 1187887 24.27% 2.513%
10 10.628 1275 1282 1290 rBV 946572 1607561 32.84% 3.401%

11 10.775 1300 1307 1319 rBV 540028 956308 19.54% 2.023%
12 13.886 1830 1836 1840 rBV 1055228 1496038 30.56% 3.165%
13 13.933 1840 1844 1849 rVB 327421 463372 9.47% 0.980%
14 14.169 1878 1884 1892 rBV 1237745 1851271 37.82% 3.917%
15 14.480 1929 1937 1945 rBV2 1292092 1956840 39.98% 4.140%

16 14.680 1964 1971 1984 rBV2 543361 871010 17.79% 1.843%
17 15.474 2098 2106 2111 rBV 1640899 2320669 47.41% 4.910%
18 15.604 2122 2128 2140 rBV 360440 537778 10.99% 1.138%
19 15.710 2140 2146 2151 rVvv4 33524 53178 1.09% 0.113%
20 16.168 2218 2224 2231 rVB3 45980 100470 2.05% 0.213%

21 16.963 2355 2359 2363 rBV 47506 61330 1.25% 0.130%
22 17.227 2396 2404 2411 rBV2 1603536 2332294 47 .65% 4 _.935%
23 17.327 2413 2421 2427 rVB 1818870 2573288 52.57% 5.445%

24 17.492 2443 2449 2456 rBV10 26726 54888 1.12% 0.116%
25 17.698 2478 2484 2489 rBV 64153 89545 1.83% 0.189%
26 18.098 2548 2552 2557 rBV 186473 262338 5.36% 0.555%
27 18.392 2598 2602 2606 rBV2 38599 56635 1.16% 0.120%
28 19.256 2744 2749 2752 rBV6 33182 51446 1.05% 0.109%

29 19.380 2766 2770 2777 rBv4 113981 192798 3.94% 0.408%
30 19.621 2805 2811 2821 rBV 2356457 3160155 64.56% 6.687%

31 21.092 3058 3061 3066 rBV 301987 384914 7.86% 0.814%
32 21.409 3110 3115 3121 rBV 2464548 3051720 62.34% 6.457%
33 21.974 3208 3211 3216 rVB 266560 300279 6.13% 0.635%
34 22.456 3288 3293 3301 rBV3 1324422 2172451 44 _.38% 4_.597%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009683.D

Acq On : 19 Apr 2017 23:38

Operator : SJ/MA

Sample : 12691-20

Misc :

ALS Vial =: 20 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717 .M
SVOA CALIBRATION

35 22.974 3376 3381 3391 rBV 878078 1422148 29.05% 3.009%
36 23.580 3475 3484 3493 rBV3 1818540 4895095 100.00% 10.357%
37 23.727 3503 3509 3520 rVB 1519366 3119687 63.73% 6.601%

38 24.227 3589 3594 3603 rVB 717637 1447488 29.57% 3.063%
39 24.997 3721 3725 3735 rVB 431661 973239 19.88% 2.059%

Sum of corrected areas: 47261628
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009683.D

Acq On : 19 Apr 2017 23:38

Operator : SJ/MA

Sample : 12691-20

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717_M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM009683.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009683.D

Acq On : 19 Apr 2017 23:38

Operator : SJ/MA

Sample : 12691-20

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717_M
Quant Title : 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 6
R.T. EstConc Area Relative to ISTD R.T.
18.10 2.25 ng/ul 262338 Phenanthrene-d10 17.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2552 (18.098 min): BM009683.D (-2548) (-) m/z 43.05 100.00%
ile] 73
5000
129 213 B B o o o o o o e
il 1431571711851g9 17.80 18.00 18.20 18.40
O - m/z 73.05 94 .30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 LR DR BN B B
17.80 18.00 18.20 18.40
213 m/z 55.10 85.85%
m/z--> ﬁo 45 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60 73
17.|80 18.|00 18.|20 18.I40
5000 129 m/z 60.00 75.69%
9 115 157171185 213 256
o 143 199 | 227941
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107547: n-Hexadecanoic acid
43 6o 73 17.80 18.00 18.20 18.40

m/z 41.05 74 .38%

50001 29

129
" 256

o Ll L, 1431571711851991° 227

A | 1 R oL o Ul Sl

T I T T
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\BM041917\
Data File : BM009683.D

Acq On : 19 Apr 2017 23:38

Operator : SJ/MA

Sample : 12691-20

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717_M
Quant Title : 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 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.09 2.52 ng/ul 384914 Chrysene-di12 21.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
2 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 1-Octadecanethiol 286 C18H38S 002885-00-9 90
5 1-Docosene 308 C22H44 001599-67-3 90
Abundance Scan 3061 (21.092 min): BM009683.D (-3058) (-) m/z 43.10 100.00%
a3
83
5000
|ff 5080 71108 7.7 7iag
154 191 231 : : : :
ol bl dn 220 10 200 300 312570307 482 %49 | Th/7 57.05  99.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57
5000 L L UL SULRILN IR
20,80 21.00 21.20 21.40
29 125 m/z 55.10 70.50%
o J‘L‘HNM‘WW\MM1?4182240238 283 384
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 97
20,80 21.00 21.20 21.40
5000 m/z 83.10 68.08%
125
o 29 153189510238266 311 362
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #234187: 17-Pentatriacontene I AEEREE TS
43 20.80 21.00 21.20 21.40
m/z 69.10 57.75%
5000 83
111
o | 139167106224 267294321 462490
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009683.D

Acq On : 19 Apr 2017 23:38

Operator : SJ/MA

Sample : 12691-20

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717_M
Quant Title : 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 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.46 14.24 ng/ul 2172450 Chrysene-di12 21.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 78
2 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 64
3 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 60
4 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 53
5 1-Chloroeicosane 316 C20H41CI 042217-02-7 52
Abundance Scan 3294 (22.462 min): BM009683.D (-3288) (-) m/z 59.05 100.00%
¢
5000
8 114 22.20 22,40 22.60 22.80
140 : : : :
o WL 198228 201 294320348372 401 432 475 | sz 72.05  65.47%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #128446: 9-Octadecenamide, (2)-
9
5000 R UL SN UL R

22. 20 22. 40 22. 60 22. 80
83 126 m/z 55.10 62 .45%

281
9 et o T
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
R A REREE e
22.20 22.40 22.60 22.80
5000 m/z 43.10 49.49%
85
29
ob A A L Ly 25203231250 303331357386
m/iz--> 0 50 100 150 200 250 300 350 400 450
T T T T

Abundance #128447: 9-Octadecenamide, (2)- L T e
22.20 22.40 22.60 22.80

m/z 57.10 46 .59%

5000

&

m/z--> 0 50 100 150 200 250 300 350 400 450 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009683.D

Acq On : 19 Apr 2017 23:38

Operator : SJ/MA

Sample : 12691-20

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717_M
Quant Title : 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 3
R.T. EstConc Area Relative to ISTD R.T.

22 .97 9.12 ng/ul 1422150 Perylene-di12 23.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Octacosane 394 C28H58 000630-02-4 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Heptacosane 380 C27H56 000593-49-7 83

Abundance Scan 3380 (22.968 min): BM009683.D (-3376) (-) m/z 57.10 100.00%

5000 85

:

113141169 207 22.60 22.80 23.00 23.20
Obrrt .l..-.1|,.ﬂ.u.:,....,-.~.??9,.??1.,3.1.8..3}“3.7.3.8?,....4??...,5.1.6. m/z 43.10 67.35%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117638: Nonadecane

-

5000 85 IIIIIIIIIIIIIIIII|I
22.60 22.80 23.00 23.20
29 m/z 71.10 66.04%
0 \‘ ‘L ‘ “ L \‘ \ \1‘\11.169 197 225 268
B R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
B
22.60 22.80 23.00 23.20
5000 o m/z 85.10 43.95%
29
o 113141 169 197 225 253 281309 337 365 394
e B et e B s e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129490: Eicosane T R S E e
57 22.60 22.80 23.00 23.20
m/z 55.10 28.75%
85
5000
113
o DL L 4T 4 169 107 225 555 282
T T i T B o T R A B R o e e
m/z--> 50 100 150 200 250 300 350 400 450 500 22 60 22. 80 23 00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009683.D

Acq On : 19 Apr 2017 23:38

Operator : SJ/MA

Sample : 12691-20

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717_M
Quant Title : 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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

24 .23 9.28 ng/ul 1447490 Perylene-d12 23.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Tetracosane 338 C24H50 000646-31-1 91
3 Tetracosane 338 C24H50 000646-31-1 87
4 Tricosane, 2-methyl- 338 C24H50 001928-30-9 87
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 3595 (24.233 min): BM009683.D (-3589) (-) m/z 57.10 100.00%

57
5000 85

13141 193 24.00 24.20 24.40 24.60
Ot b b l',l“ by 276 327 363 401429 476 SS81 | sz 71.10  66.22%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #71393: Pentadecane
57
5000 LA B L L L L I
85 2400 24.20 24.40 24.60
29 m/z 43.10 65.75%
3141 212
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
.
85 24.00 24.20 24.40 24.60
5000 m/z 85.10 42.84%
113
ol 30 141169197225253281309338
e o it MM R L.
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175556: Tetracosane A B o i B
57 24.00 24.20 24.40 24.60
m/z 41.10 25.26%
85
5000
29
o ﬁ}%141169197225253281309338
Y i G it .
mz-> 0 50 100 150 200 250 300 350 400 450 500 2400 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009683.D

Acq On : 19 Apr 2017 23:38

Operator : SJ/MA

Sample : 12691-20

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717_M
Quant Title : 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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.00 6.24 ng/ul 973239 Perylene-di12 23.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 87
2 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80
3 Eicosane 282 C20H42 000112-95-8 80
4 Tetradecane 198 C14H30 000629-59-4 80
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 3725 (24.997 min): BM009683.D (-3721) (-) m/z 57.10 100.00%
57
LRI B SRS SUNIR B
113 24.60 24.80 25.00 25.20 25.40
145 191 221
Ol A bl 2 S 202 281309 340365 399 4SU4T6 Tnyz 43.10  74.35%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #164584: Heptadecane, 9-hexyl-
43
71
5000 UL IR DU UL B
24,60 24.80 25.00 25.20 25.40
210 m/z 71.10 66.93%
0 || M‘l??l$5182 | 239 267 296323
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
2460 24.80 25.00 25.20 25.40
5000 85 m/z 85.10 48.73%
29
. 113 155 183211 253
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129492: Eicosane I B B
7 24.60 24.80 25.00 25.20 25.40
m/z 55.10 27.57%
- fWW“”Mww“w~m/\5w~¢www¢nmmﬁ
85
29
N 113 141 169 197 225 253 282
m/z--> 0 §0 100 1%0 200 250 300 350 400 450 24,60 24.80 25.00 25.20 25.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009683.D

Acq On : 19 Apr 2017 23:38

Operator : SJ/MA

Sample : 12691-20

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717_M
Quant Title : 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 18.10 2.3 ng/ul 262338 4 17.23 2332290 20.0
Pentafluoropropio... 21.09 2.5 ng/ul 384914 5 21.41 3051720 20.0
9-Octadecenamide, ... 22.46 14.2 ng/ul 2172450 5 21.41 3051720 20.0
(DEL) Alkane: Str... 22.97 9.1 ng/ul 1422150 6 23.73 3119690 20.0
(DEL) Alkane: Str... 24.23 9.3 ng/ul 1447490 6 23.73 3119690 20.0
(DEL) Alkane: Str... 25.00 6.2 ng/ul 973239 6 23.73 3119690 20.0
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