LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009684.D

Acq On : 20 Apr 2017 00:14

Operator : SJ/MA

Sample : 12691-21

Misc :

ALS Vial : 21 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 6.993 658 664 677 rBvV2 454955 966488 19.17% 2.166%
2 7.169 687 694 703 rBVY 321830 523556 10.38% 1.173%
3 7.363 720 727 735 rBV 433420 706490 14.01% 1.583%
4 7.834 799 807 814 rBV 805017 1307722 25.93% 2.930%
5 8.534 919 926 936 rBV 491162 805477 15.97% 1.805%
6 8.998 998 1005 1015 rBV 394430 675399 13.39% 1.513%
7 9.716 1117 1127 1135 rBV2 339374 558859 11.08% 1.252%
8 10.251 1211 1218 1227 rBVY 458136 809843 16.06% 1.815%
9 10.628 1276 1282 1290 rVB 1002680 1655033 32.82% 3.708%
10 10.775 1299 1307 1318 rBV 297316 544557 10.80% 1.220%
11 12.151 1533 1541 1549 rVB3 51653 97703 1.94% 0.219%

12 13.886 1829 1836 1840 rBV 710161 1006153 19.95% 2.254%
13 13.927 1840 1843 1850 rVB 266928 363173 7.20% 0.814%
14 14.169 1877 1884 1891 rBV 858150 1244185 24.67% 2.788%
15 14.480 1930 1937 1946 rVvB2 1283771 2045494 40.56% 4 _.583%

16 14.680 1965 1971 1983 rBV 320846 560085 11.11% 1.255%
17 15.474 2099 2106 2112 rBV 1058298 1584855 31.43% 3.551%
18 15.604 2121 2128 2134 rBV2 228946 346159 6.86% 0.776%

19 15.704 2139 2145 2151 rVB4 35982 64213 1.27% 0.144%
20 16.186 2225 2227 2232 rVB2 60093 74773 1.48% 0.168%
21 16.957 2354 2358 2362 rBV 41433 53786 1.07% 0.121%
22 17.010 2362 2367 2371 rVV3 48414 72374 1.44% 0.162%

23 17.227 2397 2404 2410 rBV2 1695457 2437813 48.34% 5.462%
24 17.327 2415 2421 2428 rVB 1219624 1729094 34.29% 3.874%

25 17.698 2479 2484 2491 rBV2 44549 68812 1.36% 0.154%
26 18.098 2548 2552 2561 rBV2 151860 249275 4.94% 0.559%
27 19.380 2766 2770 2775 rBv4 64706 92172 1.83% 0.207%
28 19.515 2788 2793 2797 rBV7 25321 59886 1.19% 0.134%
29 19.621 2805 2811 2821 rBV2 1475163 2136133 42.36% 4._.786%
30 20.121 2894 2896 2901 rVB6 48390 52368 1.04% 0.117%

31 21.092 3058 3061 3067 rBV2 335082 440519 8.74% 0.987%
32 21.409 3110 3115 3120 rBV 2522269 3048860 60.46% 6.832%
33 21.533 3133 3136 3143 rVB2 157759 181638 3.60% 0.407%
34 21.974 3208 3211 3215 rVB 281813 335294 6.65% 0.751%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009684.D

Acq On : 20 Apr 2017 00:14

Operator : SJ/MA

Sample : 12691-21

Misc :

ALS Vial : 21 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
Title

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

35 22.450 3288 3292 3302 rBV2 871947 1298697 25.75% 2.910%
36 22.974 3376 3381 3390 rBV 1178917 1876406 37.21% 4._.204%
37 23.562 3475 3481 3494 rBV2 1851352 5042895 100.00% 11.300%
38 23.733 3504 3510 3521 rVB 1567327 3042149 60.33% 6.817%
39 24.227 3588 3594 3602 rVB 1245654 2586822 51.30% 5.796%
40 24.997 3719 3725 3743 rVB 1039218 2586757 51.30% 5.796%

41 25.903 3875 3879 3890 rVB2 569439 1297099 25.72% 2.906%

Sum of corrected areas: 44629066
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009684.D

Acq On : 20 Apr 2017 00:14

Operator : SJ/MA

Sample : 12691-21

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM009684.D
3000000

2500000
2000000

1500000

10.63
1000000
7.83

6.99 736 8.53 10.25
500000 713 9.00 9.72 0.77

R S B T e L L L L L1 SN

Time--> 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: BM009684.D
3000000

2500000

2000000

17.23
19.62

1500000
14.48 17.33

15.47
1000000 14.17
13.89

500000
15.93 14.68 5 60

12.15 5.70 16.19 167981,

e e e S S T R s e

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BM009684.D
3000000 21141

23.56
2500000 23.73

2000000

1500000

1000000

500000

T

Time--> 21.00 2150 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:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009684.D

Acq On : 20 Apr 2017 00:14

Operator : SJ/MA

Sample : 12691-21

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717 .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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.10 2.05 ng/ul 249275 Phenanthrene-d10 17.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Octadecanoic acid 284 C18H3602 000057-11-4 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53

Abundance Scan 2552 (18.098 min): BM009684.D (-2548) (-) m/z 43.10 100.00%

s
5000
o7 129 213 e
171 102
1 256 281 341 17.80 18.00 18.20 18.40
o m/z 73.00 98.04%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107549: n-Hexadecanoic acid
60

5000 129 L TT T T[T T T T TrrT TT T
83 17. 80 18. OO 18 20 18. 40
157 e 213 256 m/z 55.05 86.73%
01
o Al ‘ H \u‘\ - ‘ ‘ | ‘ 239
L N - IS ——

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance
43 73
e I
17.80 18.00 18.20 18.40
5000 256 m/z 60.00 80.67%
129
97 . 213
0 26 185 239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #84453: Tetradecanoic acid
73 17.80 18.00 18.20 18.40
23 m/z 41.05 75.46%
5000 129
‘ 185 228
0 .%uﬂmuw.thM.Wh.M N < S s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 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 : BM009684.D

Acq On : 20 Apr 2017 00:14

Operator : SJ/MA

Sample : 12691-21

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717 .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 Heptadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.09 2.89 ng/ul 440519 Chrysene-di12 21.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 89
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 89
4 17-Pentatriacontene 491 C35H70 006971-40-0 87
5 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 86

Abundance Scan 3061 (21.092 min): BM009684.D (-3058) (-) m/z 57.10 100.00%
g7
83
5000
111 —
207 20.80 21.00 21.20 21.40
140 169
ol 237 274 305329349 387408 n/z 55.10 88 549
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57
5000 LRI SRR UL SRS UL
111 20.80 21.00 21.20 21.40
- ‘ ‘ m/z 43.10 87 .24%
169 238
oL \ \‘ \‘,‘1%9_ R S
m/z--> 50 200 250 300 350 400
Abundance
57
83 BRI BN SUNE B
20.80 21.00 21.20 21.40
5000 m/z 69.10 71.84%
29 111
o 139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #104157: E-15-Heptadecenal I AEEREE TS
20.80 21.00 21.20 21.40
83 m/z 83.10 69.43%
5000
o ’ | 1139 168 196 224 252
m/z--> 100 150 200 250 300 350 400 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 : BM009684.D

Acq On : 20 Apr 2017 00:14

Operator : SJ/MA

Sample : 12691-21

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.97 2.20 ng/ul 335294 Chrysene-di12 21.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 3,5-Dimethyldodecane 198 C14H30 107770-99-0 83
3 Octacosane 394 C28H58 000630-02-4 83
4 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 81
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 80
Abundance Scan 3210 (21.968 min): BM009684.D (-3208) (-) m/z 57.10 100.00%
57
o i AWJJ
UL RIS UG
11137163 207 242267 341 21.60 21.80 22.00 22.20
Ol b 4 J fredSTI0% S0, 242267 314341366300415441 475 | ol T TG g3 7%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57
85
5000 AL AUV
21'60 21.80 22.00 22.20
m/z 71.10 63.42%
oL ZLL sz
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
21,60 21.80 22.00 22.20
5000 m/z 85.10 44 .01%
85
29
o 126 169 19g
mz> 010 10 200 20 a0 W0 o o
Abundance #209566: Octacosane T T e T
21.60 21.80 22.00 22.20
m/z 55.10 33.88%
5000

i

| 113 141 160 197 225 253 281 309 337 365 394
mz-> 0 50 100 150 200 250 300 350 400 450 21,60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009684.D

Acq On : 20 Apr 2017 00:14

Operator : SJ/MA

Sample : 12691-21

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717 .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 5
R.T. EstConc Area Relative to ISTD R.T.
22.45 8.52 ng/ul 1298700 Chrysene-di12 21.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Hexatriacontane 507 C36H74 000630-06-8 83
3 Heptadecane 240 C17H36 000629-78-7 76
4 Hexacosane 366 C26H54 000630-01-3 74
5 Octacosane 394 C28H58 000630-02-4 74
Abundance Scan 3292 (22.450 min): BM009684.D (-3288) (-) m/z 57.10 100.00%
g7
5000 85 f\%vﬁkaﬂmp~}\NVMAN—”NW*_J
RIS BN SR B
113 155 22.20 22.40 22.60 22.80
Ob i d T, 12°184209236262 299 337 372401429454 506 | 7 4310 73.33%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117638: Nonadecane
57
5000 85 LN BUURILN BN BULILN B
nmnmnmnm
m/z 71.10 61.68%
0 ‘ ‘ H L H‘ \ \1‘\11\169 197 225 268
miz--> 0 50 160 1%0 260 2%0 360 3%0 460 4éo 560
Abundance
57
2220 22.40 2260 22.80
5000 a5 m/z 85.10 44 .46%
2 113141
o 169197225253281309337 379 421449477 506
miz--> 0 55 160 1%0 260 250 360 350 460 4%0 560
Abundance #94344: Heptadecane LI L L BN B
22.20 22.40 22.60 22.80
m/z 55.10 36.08%
h /\N\J—«‘W\/
113141169197 240
miz--> 0 50 100 150 200 250 300 350 400 450 500 "éé éd éé 46 éé éd éé éd
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009684.D

Acq On : 20 Apr 2017 00:14

Operator : SJ/MA

Sample : 12691-21

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM041717 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.97 12.34 ng/ul 1876410 Perylene-d12 23.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Hexadecane 226 C16H34 000544-76-3 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 89
Abundance Scan 3380 (22.968 min): BM009684.D (-3376) (-) m/z 57.10 100.00%
g7 ﬂ
5000 85
113 141164 191217 22.60 22.80 23.00 23.20
ob A Al A T 168 0 T 259283 318 562 AOLA244SIATS | nzz 0 43.10 74.19%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117638: Nonadecane
57
5000 85 UABUNAUNAUARRE'
22.60 22,80 23.00 23.20
29 m/z 71.10 67 .29%
113
0 \‘ J [ u‘ 141 169 197 225 268
m/z--> 50 160 1%0 200 250 300 350 400 450
Abundance
57
22.60 22.80 23.00 23.20
5000 85 m/z 85.10 45_.29%
0 29 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane L LN L N L N BN B
57 22.60 22.80 23.00 23.20
m/z 55.10 26 .53%
. sz J | | 13141160 107 225 253 205323 367
m/z--> 50 100 1&1,0 200 250 300 350 400 450 22.60 22,80 23.00 23.20
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Data Path
Data File

Acq On

Sample
Misc

Operator :

ALS Vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

4
BM
20
SJ
12

21

Library Search Compound Report

:\HPCHEMI\BNA_M\DATA\BM041917\

009684 .D

Apr 2017 00:14
/MA

691-21

Sample Multiplier: 1

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

SVOA CALIBRATION

= C:\DATABASE\NIST11.L
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 1
R.T. EstConc Area Relative to ISTD R.T.
24 .23 17.01 ng/ul 2586820 Perylene-di12 23.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Octacosane 394 C28H58 000630-02-4 94
3 Eicosane 282 C20H42 000112-95-8 94
4 Docosane, 9-butyl- 366 C26H54 055282-14-9 94
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3595 (24.233 min): BM009684.D (-3588) (-) m/z 57.10 100.00%
57
5000 85 ___,ﬁ,,__,_,q/\-~.~ﬁ-y_,,~
AU UM SRS B U
113 24.00 24.20 24.40 24.60
141
ol d Ly 141169 208 239267203 335362 303 431461 503 | nzuT 71 10 66.79%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #175559: Tetracosane
57
85
5000 LRI UM MU BRI SR
24.00 24.20 24.40 24.60
- m/z 43.10 64 .62%
oLl hh ﬂ\lf14§9197225253 338
m/z--> 55 100 150 200 250 300 350 400 450 500
Abundance
57
" 24.00 24.20 24.40 24.60
5000 85 m/z 85.10 43 _.57%
29 13141
0 169197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129490: Eicosane T T T
57 24.00 24.20 24.40 24.60
m/z 55.10 26 .56%
85
5000
113
oL 2L L] ML169107 225 555 282
m/z--> 55 100 150 260 250 360 350 400 450 500 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009684.D

Acq On : 20 Apr 2017 00:14

Operator : SJ/MA

Sample : 12691-21

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

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

R.T. EstConc Area Relative to ISTD R.T.

25.00 17.01 ng/ul 2586760 Perylene-d12 23.73

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Octadecane 254 C18H38 000593-45-3 83

m/z--> 0 50 100 150 200 250 300

Abundance Scan 3725 (24.997 min): BM009684.D (-3719) (-)
57
5000 85
o [1+3141169 207933 267 311337 380409 460 511
A Lm0 238 20F 311337 380409 460 ol

350

400 450 500

Abundance #129490: Eicosane
57
85
5000
0 2]9“ Ll h\ L ‘1‘?9197225253282
T LA B o o o o B S L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
5000 85
0 29 113141169197226
B o e e L o o LI B o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance

85
5000

‘ 141169197225253 296
miz--> 0 50 100 150 200 250 300

#141426: Heneicosane

350

400 450 500

m/z 57.10 100.00%

i

24.60 24.80 25.00 25.20 25.40

m/z 71.10 67 .40%

-

24. 60 24. 80 25 00 25. 20 25 40

m/z 43.10 66 .50%

|

24.60 24.80 25.00 25.20 25.40

m/z 85.10 48_.27%

i

24.60 24.80 25.00 25.20 25.40

m/z 55.10 27 .45%

r

24. 60 24. 80 25 00 25. 20 25 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009684.D

Acq On : 20 Apr 2017 00:14

Operator : SJ/MA

Sample : 12691-21

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

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

25.90 8.53 ng/ul 1297100 Perylene-d12 23.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane, 2-methyl- 338 C24H50 001928-30-9 93
2 Hexadecane 226 C16H34 000544-76-3 92
3 Tetracosane 338 C24H50 000646-31-1 91
4 Tricosane, 2-methyl- 338 C24H50 001928-30-9 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3878 (25.897 min): BM009684.D (-3875) (-) m/z 57.10 100.00%

5000 85

i

25.60 25.80 26.00 26.20

113
155 206 239 281 335
ol WL LT 220181208 209 261308335 371 406431462489 | 17571 10 61.81%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175565: Tricosane, 2-methyl-
43
5000 71 LI B L L L L L L L

25 60 25. 80 26. OO 26 20

m/z 43.10 52.03%
o h MJ M‘1?7;551832112392672953?3
_— L R e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
T
25.60 25.80 26.00 26.20
5000 o m/z 85.10 46.17%
29
o 113141 169 197 226
T R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175559: Tetracosane L B A o e B e
57 25.60 25.80 26.00 26.20
m/z 41.10 24 .69%
85
5000
29
oL, ‘ ulﬁ3141169197225253 338
T T T T [ T T
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM041917\
Data File : BM009684.D

Acq On : 20 Apr 2017 00:14

Operator : SJ/MA

Sample : 12691-21

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM041717 .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 18.10 2.0 ng/ul 249275 4 17.23 2437810 20.0
Heptadecyl heptaf... 21.09 2.9 ng/ul 440519 5 21.41 3048860 20.0
(DEL) Alkane: Str... 21.97 2.2 ng/ul 335294 5 21.41 3048860 20.0
(DEL) Alkane: Str... 22.45 8.5 ng/ul 1298700 5 21.41 3048860 20.0
(DEL) Alkane: Str... 22.97 12.3 ng/ul 1876410 6 23.73 3042150 20.0
(DEL) Alkane: Str... 24.23 17.0 ng/ul 2586820 6 23.73 3042150 20.0
(DEL) Alkane: Str... 25.00 17.0 ng/ul 2586760 6 23.73 3042150 20.0
(DEL) Alkane: Str... 25.90 8.5 ng/ul 1297100 6 23.73 3042150 20.0
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