LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010638.D

Acq On : 22 Jun 2017 00:15

Operator : SJ/JU

Sample - 13625-07

Misc :

ALS Vial : 22 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 6.651 633 640 650 rvB 317857 521546 17.30% 1.631%
2 6.816 662 668 674 rBY 232490 338122 11.22% 1.058%
3 6.998 693 699 706 rvB 336724 511820 16.98% 1.601%
4 7.463 772 778 785 rBVY 351572 534493 17.73% 1.672%
5 8.169 891 898 906 rBB 469312 705724 23.42% 2.207%
6 8.604 964 972 979 rBV 340143 549003 18.22% 1.717%
7 9.322 1087 1094 1101 rVB 343345 537925 17.85% 1.683%
8 9.851 1177 1184 1193 rVB 523505 820453 27.22% 2.566%
9 10.228 1240 1248 1259 rBB 525538 845554 28.06% 2.645%
10 10.369 1265 1272 1279 rBV 479780 769200 25.52% 2.406%

11 13.539 1804 1811 1815 rBV 1110627 1566970 51.99% 4.901%
12 13.580 1815 1818 1824 rVB 209293 273835 9.09% 0.857%
13 13.804 1849 1856 1863 rBV 1137152 1625284 53.93% 5.084%
14 14.116 1902 1909 1916 rBV2 890621 1309130 43.44% 4_.095%
15 14.322 1939 1944 1952 rBV 454610 633843 21.03% 1.983%

16 14.563 1978 1985 1990 rBV2 77797 101841 3.38% 0.319%
17 15.116 2073 2079 2085 rVB 1546500 2111263 70.05% 6.604%
18 15.239 2094 2100 2108 rVB 477333 626296 20.78% 1.959%
19 16.298 2276 2280 2289 rVB2 28057 33888 1.12% 0.106%
20 16.868 2371 2377 2383 rBV 1332776 1752801 58.16% 5.483%

21 16.968 2388 2394 2400 rBV 1860900 2483733 82.41% 7.769%
22 17.792 2529 2534 2542 rBV2 290658 366721 12.17% 1.147%
23 18.939 2725 2729 2732 rBV 76458 96259 3.19% 0.301%
24 19.092 2750 2755 2764 rBV 353647 472972 15.69% 1.479%
25 19.280 2777 2787 2795 rBV 2122739 3013896 100.00% 9.427%

26 20.821 3045 3049 3059 rvB2 194233 240457 7.98% 0.752%
27 21.086 3088 3094 3098 rBV 1695881 2212601 73.41% 6.921%
28 21.692 3193 3197 3202 rVB6 34810 56958 1.89% 0.178%
29 22.133 3268 3272 3275 rBV2 68626 89970 2.99% 0.281%
30 22.609 3346 3353 3359 rvB4 113993 220693 7.32% 0.690%

31 22.780 3371 3382 3383 rBV10 214010 569325 18.89% 1.781%
32 23.092 3428 3435 3441 rBV2 1462771 2630136 87.27% 8.227%
33 23.150 3441 3445 3451 rVB2 172103 279430 9.27% 0.874%
34 23.227 3451 3458 3465 rBV 1008417 1771077 58.76% 5.540%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010638.D

Acq On : 22 Jun 2017 00:15

Operator : SJ/JU

Sample - 13625-07

Misc :

ALS Vial : 22 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\SOM-EPA-BM062017 .M
SVOA CALIBRATION

35 23.756 3543 3548 3555 rvB2 153353 262034 8.69% 0.820%
36 24.462 3661 3668 3674 rVB3 152004 324778 10.78% 1.016%
37 25.274 3800 3806 3814 rVB3 116773 272098 9.03% 0.851%

38 26.233 3963 3969 3979 rVvB4 100792 270503 8.98% 0.846%
39 27.368 4154 4162 4171 rVB7 55139 167091 5.54% 0.523%

Sum of corrected areas: 31969723
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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:\HPCHEM1I\BNA_M\DATA\BM062117\

BM010638.D

22 Jun 2017 00:15

SJ/Ju

13625-07

22 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM010638.D
2000000
1500000
1000000
9.85 10
500000 8.17 37
6.65 7.00 7.46 8.60 9.32
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM010638.D
2000000 1928
16.97
15.12
1500000
16.47
13.543.80
1000000 14.12
500000 14.32 5.24 |
17.79 19.09
13.58
o 14.56 16,.\30 18.9
L B e L e o o e o o A e o o e e L e L A o e e o e B R BRE
Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM010638.D
2000000
21.09
23.09
1500000
3.23
1000000
500000
22.78 5
20.82 . 23.76 24.46 25.27 26.23 07 37
A AN A ~—
O T B o e o o o L e o L o o L A B e o o T B
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 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:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010638.D

Acq On : 22 Jun 2017 00:15

Operator : SJ/JU

Sample - 13625-07

Misc :

ALS Vial : 22 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 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.79 4.18 ng/ul 366721 Phenanthrene-d10 16.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 78
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
4 Tetradecanoic acid 228 C14H2802 000544-63-8 60
5 Pentadecanoic acid 242 C15H3002 001002-84-2 52
Abundance Scan 2534 (17.792 min): BM010638.D (-2529) (-) m/z 73.00 100.00%
7B
55
4
5000 129 jL
213
9 115 157171185 AR SURRLALE SO UL B
143 199 227256281 nmnmnmmmmw
Ol m/z 60.00 61.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid
73
43
51
5000 U SURELR U R
29 17. 40 17. 60 17. 80 18 00 18. 20
: s 171 214 m/z 55.10  56.99%
ol L AL ,T..%?.l...,....1,4.?.1?,7....1‘.‘?.1.9,8....
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 0

17140 1760 17.80 18.00 18.20
5000 129 m/z 43.10 56.75%

83

97
115 ]_57171 213 256
143 185199 227,041
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid

43 17.40 17.60 17.80 18.00 18.20
5 m/z 41.10 51.86%
5000{ 29
21
e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\BM062117\
Data File : BM010638.D

Acq On : 22 Jun 2017 00:15

Operator : SJ/JU

Sample - 13625-07

Misc :

ALS Vial : 22 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 2
R.T. EstConc Area Relative to ISTD R.T.
19.09 4.28 ng/ul 472972 Chrysene-di12 21.09
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 96
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 89
Abundance Scan 2755 (19.092 min): BM010638.D (-2750) (-) m/z 73.00 100.00%
7B
55
129
5000
3 18.80 19.00 19.20 19.40
o/ M— m/z 60.00 75.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43 73
5000 129 SRR SRR SN B
18.80 19.00 19.20 19.40
m/z 55.10 73.00%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
18.80 19.00 19.20 19.40
5000 129 m/z 43.10 71.23%
97
185 oa1 284
27 | 58 113 157 213 256

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131262: Octadecanoic acid

18.80 19.00 19.20 19.40
m/z 41.10 65.64%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.80 19.00 19.20 19.40

SOM-EPA-BM062017 .M Thu Jun 22 19:02:49 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010638.D

Acq On : 22 Jun 2017 00:15

Operator : SJ/JU

Sample - 13625-07

Misc :

ALS Vial : 22 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 Bromoacetic acid, hexadecyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.82 2.17 ng/ul 240457 Chrysene-d12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 91
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 Bacteriochlorophyll-c-stearyl 841 C52H72MgN404 1000164-49-7 90
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
5 Isoheptadecanol 256 C17H360 057289-07-3 87
Abundance Scan 3049 (20.821 min): BM010638.D (-3045) (-) m/z 83.05 100.00%
3
41
5000
207 20.60 20.80 21.00 21.20
ol hh--- A s M/Z 69.10 92.18%
miz--> 0 100 200 300 400 500 600 700 800
Abundance #191698: Bromoacetic acid, hexadecyl ester
43
97
5000
20.60 20.80 21.00 21.20
‘ m/z 97.05 84.61%
41
oL, .“ “MLam %?6, 269 N —
miz--> 0 300 400 500 600 700 800
Abundance
55 o
20.60 20.80 21.00 21.20
5000 m/z 43.05 82.18%
o 140182 266
miz-> 0 100 200 300 400 500 600 700 800
Abundance #243611: Bacteriochlorophyll-c-stearyl e A RAEas e o st
83 20.60 20.80 21.00 21.20
m/z 55.10 70.98%
5000
4 25
oLl 1}?81 1 ges 327 436482 554 822
miz-> 0 100 200 300 400 500 600 700 800 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010638.D

Acq On : 22 Jun 2017 00:15

Operator : SJ/JU

Sample - 13625-07

Misc :

ALS Vial : 22 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 9
R.T. EstConc Area Relative to ISTD R.T.
22.61 2.49 ng/ul 220693 Perylene-di12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Nonadecane, 2,3-dimethyl- 296 C21H44 075163-99-4 83
4 Octadecane, l-iodo- 380 C18H371 000629-93-6 68
5 Tetracosane 338 C24H50 000646-31-1 68
Abundance Scan 3353 (22.609 min): BM010638.D (-3346) (-) m/z 71.10 100.00%
7
43
5000
127 155 189 282 357 429 22.20 22.40 22.60 22.80 23.00
ok 225 325 m/z 57.05  92.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 LRI NN SUNIA
22120 22.40 22.60 22.80 23.00
‘ m/z 85.10 64 .55%
29
ol ‘\ b i h\ [ 1 ‘I‘l‘fg s asy ®2
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
22.20 22.40 22.60 22.80 23.00
5000 m/z 43.05 61.99%
85
29
o 113 141 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350 400
Abundance #141439: Nonadecane, 2,3-dimethyl- L B e L e
43 22.20 22.40 22.60 22.80 23.00
71 m/z 41.10 33.80%
5000
’ 99 127 253
oA s | e e
m/z--> 50 100 150 200 250 300 350 400 22120 22,40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010638.D

Acq On : 22 Jun 2017 00:15

Operator : SJ/JU

Sample - 13625-07

Misc :

ALS Vial : 22 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 5 Cyclohexanol, 1,3,3-trimeth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.78 6.43 ng/ul 569325 Perylene-di12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanol, 1,3,3-trimethyl-2-... 220 C15H240 069296-92-0 51
2 Glaucyl alcohol 220 C15H240 087745-32-2 45
3 1,5-Cycloundecadiene, 9-(1-methy... 190 C14H22 062338-55-0 44
4 Spiro[5.5]Jundec-2-ene, 3,7,7-tri... 204 C15H24 018431-82-8 38
5 _gamma.-Neoclovene 204 C15H24 1000156-11-7 38
Abundance Scan 3382 (22.780 min): BM010638.D (-3371) (-) m/z 95.10 100.00%
67 9 189
135
43
5000
161
220 411
247 281 357 385 22.40 22.60 22.80 23.00
0’ m/z 105.10 96 . 45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #77629: Cyclohexanol, 1,3,3-trimethyl-2-(3-methyl-2-methyl...
105
43
5000 135 AL VAR LA UL &
175 220 22.40 22,60 22.80 23.00
69 m/z 93.10 91.05%
o -.‘-”‘-H-‘-.‘ i
m/z--> 50 100 150 200 250 300 350 400
Abundance
107 189
81
133 22.40 22.60 22.80 23.00
5000 m/z 81.05 89.78%
55 163 220
L L L WL WL W A L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #53186: 1,5-Cycloundecadiene, 9-(1-methylethylidene)- L e
41 983 22.40 22.60 22.80 23.00
67 121 m/z 67.10 89.40%
5000
147 175
0 'LLI"I"" UL AR WAL R SR
m/z--> 50 150 200 250 300 350 400 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010638.D

Acq On : 22 Jun 2017 00:15

Operator : SJ/JU

Sample - 13625-07

Misc :

ALS Vial : 22 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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.15 3.16 ng/ul 279430 Perylene-di12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 3445 (23.150 min): BM010638.D (-3441) (-) m/z 57.05 100.00%
57
85
5000
127
155 191 239266 22.80 23.00 23.20 23.40
ol b A |l bl S7200 828 3%6 429 415 n/z 71.05  98.94%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57
85
5000
22.80 23.00 23.20 23.40
m/z 85.10 77 .86%
29 ‘113141169 282
Ol . |“| "‘l |“‘l‘|‘h‘|h| IH‘I\‘I ! Idlul |‘]:9|7|2|2|5|2|5?| |‘||| T
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
22.80 23.00 23.20 23.40
5000 85 m/z 43.10 70.40%
. 29 113 141169 197 205253 205323 367
m/z--> 6 éo 160 1éo 260 2éo 360 3éo 460 4éo
Abundance #141425:; Heneicosane e e e
57 22.80 23.00 23.20 23.40
m/z 41.10 26.70%
5000 85
29
ol 113 141 169 197 205 253 296
m/z--> (I) 5'0 1(')0 1éo 2(')0 25'30 3(')0 35'30 4(')0 4&'30 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010638.D

Acq On : 22 Jun 2017 00:15

Operator : SJ/JU

Sample - 13625-07

Misc :

ALS Vial : 22 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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.76 2.96 ng/ul 262034 Perylene-d12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
4 Hexacosane 366 C26H54 000630-01-3 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 3549 (23.762 min): BM010638.D (-3543) (-) m/z 71.10 100.00%
7
43
5000
99
127 155 102 211 e 283 2940 D360 7380 2400 |
ol A ALy AR a0 A8 415 /7 57.05  97.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000

23.40 23.60 23.80 24.00

m/z 85.05 80.30%
29 ‘ \113 141 169 282
0 .i‘ﬂ,‘.w.“.h L o 97 25 28 X8
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
23.40 23.60 23.80 24.00
5000 g5 m/z 43.05 66.51%
113
o 141 169 197 239 267 204 323 352
i T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194499: Eicosane, 7-hexyl- T T T R T
57 23.40 23.60 23.80 24.00

m/z 99.10 29.36%

5000 g5
113
o \ L |70 141 182 511 52 281 308 337
S I 0 A =~ T il . 2R

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\BM062117\
Data File : BM010638.D

Acq On : 22 Jun 2017 00:15

Operator : SJ/JU

Sample - 13625-07

Misc :

ALS Vial : 22 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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2446 3.67 ng/ul 324778 Perylene-d12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Tetracosane, 1ll1-decyl- 479 C34H70 055429-84-0 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Docosane, l1ll-decyl- 451 C32H66 055401-55-3 91
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 3668 (24.462 min): BM010638.D (-3661) (-) m/z 57.10 100.00%
g7
5000
R e S R o]
177209 281 355 24.20 24.40 24.60 24.80
Ok ...".1.1.41 A A | W7z 71.10  94.48%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
5000

24.20 24.40 24.60 24.80
m/z 85.10 83.53%

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

0"“|"w'“'w'“ T T [ T T [ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
24.20 24.40 24.60 24.80
5000 m/z 43.05 63.42%
9
o 141 183 225 295 337 378 420
T T T e T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
5[7 24.20 24.40 24.60 24.80
m/z 83.10 28.53%
5000
99
o260 1] | 141 183 225 267 309 365
e P e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.20 24.40 24.60 24.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010638.D

Acq On : 22 Jun 2017 00:15

Operator : SJ/JU

Sample - 13625-07

Misc :

ALS Vial : 22 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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.27 3.07 ng/ul 272098 Perylene-di12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 3805 (25.268 min): BM010638.D (-3800) (-) m/z 57.10 100.00%
57
85
5000
J H113 141
169 207 250 282 430 25.00 25.20 25.40 25.60
| b ady o 290500, 327 399 A0 hsz 71.10  90.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57
5000
85 25.00 25.20 25.40 25.60
s m/z 85.05 70.02%
o 29| | | | |777,141 169 197 225 253 280 309 351 379 407 436
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
57
25.00 25.20 25.40 25.60
5000 85 m/z 43.10 59.27%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #219831: Triacontane T e e
57 25.00 25.20 25.40 25.60
m/z 69.05 32.07%
5000 85
13 9m
oL29. i | || 141 169 197 225 253 281 309 337 365 393 422
m/z--> §o 100 1éo 260 250 300 350 400 ' 25.00 25.20 25.40 25.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010638.D

Acq On : 22 Jun 2017 00:15

Operator : SJ/JU

Sample - 13625-07

Misc :

ALS Vial : 22 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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.23 3.05 ng/ul 270503 Perylene-di12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 92
2 Eicosane 282 C20H42 000112-95-8 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
Abundance Scan 3969 (26.233 min): BM010638.D (-3963) (-) m/z 71.10 100.00%
43
5000
211 239 283 314 341 26.00 26.20 26.40 26.60
okl m/z 57.10 99.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141424: Heneicosane
57
5000 85
26.00 26.20 26.40 26.60
- 13 m/z 85.05 74 .35%
141
ol by M0 197 25 05y 206
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
85 26.00 26.20 26.40 26.60
5000 m/z 43.00 60.34%
113
. 29 141 169 197 225 253 282
miz-> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57 26.00 26.20 26.40 26.60
m/z 83.10 27 .49%
5000 85
29
oL Ll L 12 10 160 107 205 28
m/z--> éo 160 1éo 260 250 360 3éo 460 26.00 26.20 26.40 26.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010638.D

Acq On : 22 Jun 2017 00:15

Operator : SJ/JU

Sample - 13625-07

Misc :

ALS Vial : 22 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]
Tridecanoic acid 17.79 4.2 ng/ul 366721 4 16.87 1752800 20.0
Octadecanoic acid 19.09 4.3 ng/ul 472972 5 21.09 2212600 20.0
Bromoacetic acid,... 20.82 2.2 ng/ul 240457 5 21.09 2212600 20.0
(DEL) Alkane: Str... 22.61 2.5 ng/ul 220693 6 23.23 1771080 20.0
Cyclohexanol, 1,3... 22.78 6.4 ng/ul 569325 6 23.23 1771080 20.0
(DEL) Alkane: Str... 23.15 3.2 ng/ul 279430 6 23.23 1771080 20.0
(DEL) Alkane: Str... 23.76 3.0 ng/ul 262034 6 23.23 1771080 20.0
(DEL) Alkane: Str... 24.46 3.7 ng/ul 324778 6 23.23 1771080 20.0
(DEL) Alkane: Str... 25.27 3.1 ng/ul 272098 6 23.23 1771080 20.0
(DEL) Alkane: Str... 26.23 3.0 ng/ul 270503 6 23.23 1771080 20.0
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