LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO051819\
Data File : BNO0O5755.D

Aca On : 18 May 2019 16:27

Operator : JU/SJ

Sample = K2690-06

Misc :

ALS Vial : 4 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:\SVOASRV\HPCHEMI\BNA_ N\METHODS\SOM-EPA-BNO51819MA.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 3.187 32 34 38 rvB2 25891 29315 0.43% 0.049%
2 6.763 636 642 655 rBV 532886 997120 14.52% 1.658%
3 6.922 663 669 680 rVB 426171 706058 10.28% 1.174%
4 7.110 695 701 713 rBV 580040 1001390 14.58% 1.665%
5 7.575 773 780 792 rVB 428493 748414 10.90% 1.244%
6 8.281 894 900 920 rVB 721186 1324988 19.29% 2.203%
7 8.722 968 975 989 rBV 614342 1078153 15.70% 1.792%
8 9.440 1090 1097 1107 rBV 521144 966681 14.08% 1.607%
9 9.975 1181 1188 1214 rBV 722505 1428285 20.80% 2.375%
10 10.334 1242 1249 1258 rVB 707760 1159539 16.88% 1.928%

11 10.481 1267 1274 1298 rBV 608434 1384353 20.16% 2.301%
12 11.975 1524 1528 1537 rVB3 8781 18324 0.27% 0.030%
13 13.110 1716 1721 1731 rVB2 67008 101563 1.48% 0.169%
14 13.628 1803 1809 1814 rBV 1658187 2461076 35.84% 4.092%
15 13.681 1814 1818 1829 rVB 444183 702673 10.23% 1.168%

16 13.904 1849 1856 1872 rBV 1940170 2901708 42.25% 4.824%
17 14.216 1902 1909 1919 rBV2 1109231 1737471 25.30% 2.889%
18 14.457 1944 1950 1978 rBV 444979 1136333 16.55% 1.889%
19 14.663 1983 1985 1992 rVB7 7610 15232 0.22% 0.025%
20 15.081 2054 2056 2061 rVB3 6731 7409 0.11% 0.012%

21 15.216 2072 2079 2090 rBV 2401208 3588314 52.25% 5.966%
22 15.375 2101 2106 2117 rBV 640241 1205627 17.56% 2.004%

23 15.457 2117 2120 2131 rVB 38065 66314 0.97% 0.110%
24 15.951 2200 2204 2207 rBvV4 4768 7447 0.11% 0.012%
25 16.004 2210 2213 2218 rVV4 10835 16481 0.24% 0.027%
26 16.039 2218 2219 2228 rVB5 4379 8845 0.13% 0.015%
27 16.128 2228 2234 2239 rBV4 5365 11167 0.16% 0.019%
28 16.757 2335 2341 2347 rBV4 7977 14801 0.22% 0.025%

29 16.975 2371 2378 2386 rBV 1605874 2258551 32.89% 3.755%
30 17.075 2388 2395 2406 rBV 2719616 4070418 59.27% 6.767%

31 17.380 2443 2447 2458 rBVS 11438 33935 0.49% 0.056%
32 17.892 2529 2534 2558 rBV 686522 1277820 18.61% 2.124%
33 18.186 2580 2584 2587 rVB5 8196 10535 0.15% 0.018%

34 18.763 2677 2682 2689 rBV2 64160 131249 1.91% 0.218%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO051819\
Data File : BNO0O5755.D

Aca On : 18 May 2019 16:27

Operator : JU/SJ

Sample = K2690-06

Misc :

ALS Vial : 4 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:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO51819MA_M
Title = SVOA CALIBRATION

35 18.827 2690 2693 2699 rVB2 24117 40727 0.59% 0.068%
36 18.957 2711 2715 2718 rBV6 6161 10148 0.15% 0.017%
37 19.033 2723 2728 2731 rBV 39751 71821 1.05% 0.119%

38 19.080 2731 2736 2742 rVB6 48683 110853 1.61% 0.184%
39 19.192 2750 2755 2765 rBV 424164 767700 11.18% 1.276%

40 19.274 2767 2769 2774 rVB 40132 54544 0.79% 0.091%
41 19.392 2783 2789 2797 rVB 3569426 4926147 71.73% 8.190%
42 19.957 2880 2885 2890 rVB 48437 59763 0.87% 0.099%
43 20.263 2933 2937 2943 rBVS 36522 58005 0.84% 0.096%

44 20.339 2944 2950 2958 rBV 410835 560769 8.17% 0.932%
45 20.463 2966 2971 2976 rBV2 72546 101792 1.48% 0.169%

46 20.933 3047 3051 3062 rBV 378532 628064 9.15% 1.044%
47 21.216 3093 3099 3111 rBV2 1960915 2847148 41.46% 4_.733%
48 21.380 3123 3127 3132 rVB 346506 360976 5.26% 0.600%
49 21.816 3196 3201 3205 rBV 660516 763184 11.11% 1.269%
50 22.268 3273 3278 3284 rBV 1097370 1447078 21.07% 2.406%

51 22.392 3296 3299 3303 rVB 67348 84683 1.23% 0.141%
52 22.768 3357 3363 3369 rBV 1117484 1530150 22.28% 2.544%
53 23.298 3445 3453 3463 rBV2 2923885 6867629 100.00% 11.417%
54 23.433 3469 3476 3491 rVB 1471358 2919438 42.51% 4_.854%
55 23.945 3556 3563 3571 rVB 805039 1468681 21.39% 2.442%

56 24.662 3678 3685 3693 rBV 498481 1036412 15.09% 1.723%
57 25.498 3821 3827 3838 rVB 216051 528530 7.70% 0.879%
58 26.486 3990 3995 4003 rVB2 116000 299038 4 _.35% 0.497%

Sum of corrected areas: 60150869
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO051819\
Data File : BNO0O5755.D

Aca On : 18 May 2019 16:27

Operator : JU/SJ

Sample = K2690-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO51819MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO051819\
Data File : BNO0O5755.D

Aca On : 18 May 2019 16:27

Operator : JU/SJ

Sample = K2690-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO51819MA_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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.89 11.32 ng/ul 1277820 Phenanthrene-d10 16.97
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 97
3 Tridecanoic acid 214 C13H2602 000638-53-9 95
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 Undecanoic acid 186 C11H2202 000112-37-8 83

Abundance Scan 2534 (17.892 min): BN0O05755.D (-2529) (-) m/z 72.95 100.00%

43 60 73
5000 129
213
1

185 LA NI N LI L L L L LI LB
43157 i 199 17. 60 17. 80 18. 00 18 20

01 m/z 60.00 95.33%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73

5000 29 256 LIRS L L I L L B L B L LB
129 17. 60 17. 80 18. 00 18 20

m/z 43.00 94 .96%

157 171 185 213
oA L L e Ty |
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43

o

60 17160 17.80 18.00 18 20
5000 7 m/z 55.00 83.02%
0 87 101115129 143157171 185 199 213 7 249 >0
IIIIII||||||||||||||||||||||||||III|IIII TIrrrT TTTT IIIIIIIIIIII
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid R aEma e ERRR
60 73 1760 17.80 18.00 18 20
3 m/z 41.00 79.61%
5000 129
29 171
7 115 014
| T ‘ 143157 | 185
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO051819\
Data File : BNO0O5755.D

Aca On : 18 May 2019 16:27

Operator : JU/SJ

Sample = K2690-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO51819MA_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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.19 5.39 ng/ul 767700 Chrysene-di12 21.22
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 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 86

Abundance Scan 2755 (19.192 min): BN0O05755.D (-2750) (-) m/z 43.05 100.00%

5000

:

18.80 19.00 19.20 19.40 19.60
m/z 72.95 93.22%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid

-

5000
18.80 19.00 19.20 19.40 19.60
29 m/z 55.00 84 .19%
o35 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
LR s SRt
18.80 19.00 19.20 19.40 19.60
5000 g m/z 60.00 81.76%
129 284
o1 115 185 241
. 59 157 199213 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108842: Octadecanoic acid TR T
43 18.80 19.00 19.20 19.40 19.60
73 284 m/z 57.05 78.27%
- JV\_J\J\\J\\“
0 s e S ftiadin.
m/z--> 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO051819\
Data File : BNO0O5755.D

Aca On : 18 May 2019 16:27

Operator : JU/SJ

Sample = K2690-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO51819MA_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 9-Octadecenamide, (Z)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

20.34 3.94 ng/ul 560769 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 91
2 Octanamide 143 C8H17NO 000629-01-6 64
3 Dodecanamide 199 C12H25N0 001120-16-7 59
4 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 53
5 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 52

Abundance Scan 2950 (20.339 min): BNO05755.D (-2944) (-) m/z 59.00 100.00%

59
5000 M

81 98
1212614015415 184 207201 238 264 281 20.00 20.20 20.40 20.60

0 m/z 72.00 64 .79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 L [N L L L L LB BN |
20.00 20.20 20.40 20.60
41 m/z 55.00 44 .63%
oL %1 e yoianen 0 7 22
'“v“'w“'v“'w“"“'w“'v“"“"“"“"“"“w'“w'“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
R B EEEEEREER TR
20.00 20.20 20.40 20.60
5000 m/z 41.00 37.32%
44 86
o 15 29 100114128143
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55487: Dodecanamide T T
59 20.00 20.20 20.40 20.60
m/z 43.05 25.64%
5000
28 43
”.Pu.“.np.”,””,”..”.w.”..”..”...”..” T R REEEE e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO051819\
Data File : BNO0O5755.D

Aca On : 18 May 2019 16:27

Operator : JU/SJ

Sample = K2690-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO51819MA_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 1-Hexadecanesulfonyl chloride Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
20.93 4.41 ng/ul 628064 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 90
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
3 1-Docosene 308 C22H44 001599-67-3 81
4 Cvclotetracosane 336 C24H48 000297-03-0 81
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 74

Abundance Scan 3050 (20.927 min): BNO05755.D (-3047) (-) m/z 57.00 100.00%
57
5000 83 “
3 139 20.60 20.80 21.00 21.20
ol hoh Ty 109 197 225 249 280 341 Th/7 43.00  81.64%
m/z--> 50 100 150 200 250 300
Abundance #129672: 1-Hexadecanesulfonyl chloride
57
83
5000 AU AR
111 2060 2080 21.00 21.20 |
29 - m/z 55.00 67.09%
0] Jdl bl \H \\h I \‘L b 1(?7 ‘ 1?6 22\4 25327\1289307325
m/z--> 50 160 1éo 200 250 360
Abundance
57
83 20,60 20.80 21.00 21.20
5000 m/z 71.05 51.97%
29 111
139 168 196 997 258
ol Al b By e L e e
m/z--> §0 160 1éo 260 2%0 360
Abundance #121981: 1-Docosene
20.60 20.80 21.00 21.20
. m/z 83.05 50.30%
5000
29
125
o 2 L | 153 181 308
m/z--> 50 160 150 260 250 360 ' 20%0 20%0 2foo 2150 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO051819\
Data File : BNO0O5755.D

Aca On : 18 May 2019 16:27

Operator : JU/SJ

Sample = K2690-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO51819MA_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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

21.38 2.54 ng/ul 360976 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91

Abundance Scan 3127 (21.380 min): BN0O05755.D (-3123) (-) m/z 57.05 100.00%

g7
5000 85

113 21 00 21.20 21.40 21.60
| 141 169 207
o....,.‘.-:ll A 238 267 295 8L m/z 43.00 62.31%

m/z--> 50 150 200 250 300 350
Abundance #64573: Pentadecane
57
5000 [Trrr[rrrr[rrrrprrrrm
85 21.00 21.20 21.40 21.60

m/z 71.05 61.45%

o B0 22
m/z--> 50 100 150 200 250 300 350
Abundance

57

85 21.00 21.20 21.40 21.60

5000 m/z 85.05 45.16%
29 113
o 141 169 197 225 253 296
I L e e AL e B o e o o o S |
m/z--> 50 100 150 200 250 300 350
Abundance #155177: Octacosane
57 21.00 21.20 21.40 21.60

m/z 41.00 26.32%

5000 85
2 1s 141
| ﬂ 169 197 225 253 281 309 337 365 394

ot et e P o o TR

m/z--> 50 100 150 200 250 300 350 21. OO 21. 20 21. 40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO051819\
Data File : BNO0O5755.D

Aca On : 18 May 2019 16:27

Operator : JU/SJ

Sample = K2690-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO51819MA_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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.82 5.36 ng/ul 763184 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 96
2 Tetracosane 338 C24H50 000646-31-1 91
3 Docosane 310 C22H46 000629-97-0 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3202 (21.821 min): BN0O05755.D (-3196) (-) m/z 57.10 100.00%

g7
5000 85

A

21.60 21.80 22.00 22.20

| 141 (169 197217 239
ol 4 1] oigired 267 3 86 ' "m/z 43.00 64.05%
m/z--> 50 1 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 LN L L L L B

85 21. 60 21. 80 22. OO 22. 20
m/z 71.10 61.90%

29
oL by B, 141 169 197 225 253 281 328 351 380
R S e =&
miz--> 50 100 150 200 250 300 350
Abundance
57 J\
e e
21.60 21.80 22.00 22.20
5000 o m/z 85.10 48.87%
29 113
o 141 169 197 225 253 281 309 338
T T T T T e T e
miz--> 50 100 150 200 250 300 350 JA
Abundance #123096: Docosane e RRRE R
57 21.60 21.80 22.00 22.20
m/z 55.00 27 .53%
5000 85
113
141 310
miz--> 50 100 150 200 250 300 350 2160 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO051819\
Data File : BNO0O5755.D

Aca On : 18 May 2019 16:27

Operator : JU/SJ

Sample = K2690-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO51819MA_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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.27 10.17 ng/ul 1447080 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 91
Abundance Scan 3278 (22.268 min): BN005755.D (-3273) (-) m/z 57.05 100.00%
57
5000 85 J\
113 22.00 22.20 22,40 22.60
141 169
ol A MR 000007 230 m1s00887 a0t o t4300  63.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl-
57 -A*
5000 85 UV A AR AR
22.00 22.20 22.40 22.60
m/z 71.05 60.67%
ol Ll |1 141 169 197 239 267 204 323 352
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
43
- 22.00 22.20 22.40 22.60
5000 m/z 85.05 47 .04%
99 210
0 127 155 182 239 267 296 323
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #162744: Hentriacontane RN B LS RRE R e
57 22.00 22.20 22.40 22.60
m/z 55.00 32.39%
5000
85
113
o 29| | | | 77,141 169 197 225 253 280 309 351 379 407 436
m/z--> 50 100 150 200 250 300 350 400 ' 22.00 22,20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO051819\
Data File : BNO0O5755.D

Aca On : 18 May 2019 16:27

Operator : JU/SJ

Sample = K2690-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO51819MA_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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.77 10.48 ng/ul 1530150 Perylene-di12 23.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
2 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 94
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
4 Docosane. 9-butvl- 366 C26H54 055282-14-9 93
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
Abundance Scan 3363 (22.768 min): BN005755.D (-3357) (-) m/z 57.00 100.00%
g7
5000 85
141 169 22.40 22.60 22.80 23.00
oL |1 1 A0, 197 225 253 281 309 337 365 401 nso 43 05 63.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl-
57
5000 85 AUV UL
2240 22.60 22.80 23.00
m/z 71.05 61.43%
oL38 | M1%3J1§1‘169 197 %39 267 204 323 352
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
22.40 22.60 22.80 23.00
5000 85 m/z 85.05 48.48%
0L38 13 141 169 210 39 267 309 335 366
m/z--> 50 100 150 200 250 300 350 400
Abundance #115575: Eicosane, 10-methyl- R RRENE RS L
57 22.40 22.60 22.80 23.00
m/z 55.00 25.57%
5000 85
ol3d | | \1ﬁ3;331. ,183 211 239 281
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\HPCHEMI\BNA N\DATA\BNO051819\
Data File : BNO0O5755.D

Aca On : 18 May 2019 16:27

Operator : JU/SJ

Sample = K2690-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO51819MA_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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.94 10.06 ng/ul 1468680 Perylene-d12 23.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3562 (23.939 min): BN0O05755.D (-3556) (-) m/z 57.00 100.00%

57
5000 85

23.60 23.80 24.00 24.20

ﬂ i 4141 169 197 225 253 285309 351 379401

0...,....,.. L A T e | m/z 71.10 62 .58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57
5000 85 L L LI L IR L BB |
23.60 23.80 24.00 24.20
m/z 43.05 61.82%
113
o 29| | L M L ‘1§1‘1§9‘197 225 253 281 309 337 365 408
T e e S e T L !
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
A e e e
23.60 23.80 24.00 24.20
5000 85 m/z 85.10 48.02%
113
0 141 169 197 239 267 204 323 352
e o S R
m/z--> 50 100 150 200 250 300 350 400
Abundance #162744: Hentriacontane I Ea e R e
57 23.60 23.80 24.00 24.20
m/z 55.00 25.08%
5000 g5
29 113 14
ol2 | L)1 |77, 141 169 107 205 253 280 309 351 379 407 436
T T T e e e e R
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\HPCHEMI\BNA N\DATA\BNO051819\
Data File : BNO0O5755.D

Aca On : 18 May 2019 16:27

Operator : JU/SJ

Sample = K2690-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO51819MA_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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

24 .66 7.10 ng/ul 1036410 Perylene-d12 23.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3685 (24.662 min): BN005755.D (-3678) (-) m/z 57.00 100.00%

57
5000

99 e B
141 183 205 24.40 24.60 24.80 25.00
ol ...1,.1.‘.f,‘.‘...‘,....2,5.7. AT — m/z 71.10 62.01%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #151555: Heptacosane
57

24.40 24.60 24.80 25.00
m/z 43.00 56.93%

99
‘Md 141 183 205 267 309 380

o 25‘ 1 R e e AR R AR s ma
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
24.I4O 24.|60 24.|80 25.|00
5000 m/z 85.10 47.34%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

-

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #162744: Hentriacontane
57 24.40 24.60 24.80 25.00
m/z 55.05 24 _.27%
5000

%

99
26| | | ||| 141 183 225 267 309 351 393 436

. N — UMM

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 24.40 24.60 24.80 25.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO051819\
Data File : BNO0O5755.D

Aca On : 18 May 2019 16:27

Operator : JU/SJ

Sample = K2690-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO51819MA_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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
25.50 3.62 ng/ul 528530 Perylene-d12 23.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 93
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 3827 (25.498 min): BN005755.D (-3821) (-) m/z 57.05 100.00%
57
| J 113 25.20 25.40 25.60 25.80
141 169 207 . . .
ol .",....,....,..2.3?,.2.7?.3,0.7.3.3?,..:?8.6,.‘.‘2]9., m/z 71.10 60.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #45563: Dodecane, 2-methyl-
57
85
5000 A DA DU SURRA
%m%m%m%m
29 141 m/z 43.05 57.73%
“ 113 | 169
0II‘I‘I‘II“l‘l““lhllh‘l‘llII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
25.20 25.40 25.60 25.80
5000 m/z 85.10 49 .06%
85
29 113 141 169 197 22
ol b b L 707 197 225 258 280 309 351 379 407 436
m/z--> 50 100 150 200 250 300 350 400
Abundance #91043: Heptadecane, 2—methy|— L L L L L B LB
43 25.20 25.40 25.60 25.80
m/z 55.00 22.52%
- i ,¢WJ\/‘/W
L L Lo 127 a5 109 20
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1,0 4(')0 ' 25 20 25. 40 25 60 25. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BNO051819\
Data File : BNO0O5755.D

Aca On : 18 May 2019 16:27

Operator : JU/SJ

Sample = K2690-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO51819MA_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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
26.49 2.05 ng/ul 299038 Perylene-di12 23.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Docosane. 1l-butvl- 366 C26H54 013475-76-8 86
3 3-Methvltricosane 338 C24H50 1000131-18-2 86
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 3996 (26.492 min): BN0O05755.D (-3990) (-) m/z 57.05 100.00%
57
85
U
113 , - 155 26.20 26.40 26.60 26.80
3 \ 35 181 211 245 266 295 343
ol ,~~| l Lty St S EDRR, S8 wsz 71.05 70.80%
m/z--> 50 150 200 250 300 350
Abundance #107655: Eicosane
57
85
5000 LI IS BN UL S
26,20 26.40 26.60 26.80
m/z 43.00 65.91%
29 ‘ ‘ \113 141 169 282
O L [ 77 109 197 225 263 282
m/z--> 50 100 150 200 250 300 350
Abundance
57
' 26.20 26,40 26.60 26.80
5000 a5 m/z 85.10 55.21%
oL M3 141 169 210 39 267 309 335 366
m/z--> 50 100 150 200 250 300 350
Abundance #136484: 3-Methyltricosane R i e E e
57 26.20 26.40 26.60 26.80
309 m/z 99.10 25.06%
5000 85
. ‘ LS R v 100 197 225 a0 1| 3
m/z--> B '55 " 100 "150" 260" 250 300 350 26.20 26.40 26.60 26.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN051819\
Data File : BNO0O5755.D

Acq On : 18 May 2019 16:27

Operator : JU/SJ

Sample - K2690-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO51819MA_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 17.89 11.3 ng/ul 1277820 4 16.97 2258550 20.0
Octadecanoic acid 19.19 5.4 ng/ul 767700 5 21.22 2847150 20.0
9-Octadecenamide, ... 20.34 3.9 ng/ul 560769 5 21.22 2847150 20.0
1-Hexadecanesulfo... 20.93 4.4 ng/ul 628064 5 21.22 2847150 20.0
(DEL) Alkane: Str... 21.38 2.5 ng/ul 360976 5 21.22 2847150 20.0
(DEL) Alkane: Str... 21.82 5.4 ng/ul 763184 5 21.22 2847150 20.0
(DEL) Alkane: Str... 22.27 10.2 ng/ul 1447080 5 21.22 2847150 20.0
(DEL) Alkane: Str... 22.77 10.5 ng/ul 1530150 6 23.43 2919440 20.0
(DEL) Alkane: Str... 23.94 10.1 ng/ul 1468680 6 23.43 2919440 20.0
(DEL) Alkane: Str... 24.66 7.1 ng/ul 1036410 6 23.43 2919440 20.0
(DEL) Alkane: Str... 25.50 3.6 ng/ul 528530 6 23.43 2919440 20.0
(DEL) Alkane: Str... 26.49 2.0 ng/ul 299038 6 23.43 2919440 20.0
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