LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010633.D

Acq On : 21 Jun 2017 21:16

Operator : SJ/JU

Sample : 13627-19

Misc :

ALS Vial : 17 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 6.646 633 639 652 rvB2 260023 534906 24.96% 1.921%
2 6.816 662 668 677 rvB 194342 279777 13.05% 1.005%
3 6.998 694 699 707 rvVB 268743 413318 19.28% 1.484%
4 7.463 771 778 785 rBVY 278976 425643 19.86% 1.528%
5 7.904 849 853 860 rvB2 47936 68568 3.20% 0.246%
6 8.169 892 898 903 rBvY 352819 544017 25.38% 1.953%
7 8.234 903 909 915 rVvB 128504 212161 9.90% 0.762%
8 8.610 964 973 980 rBV 264833 422716 19.72% 1.518%
9 9.322 1085 1094 1101 rBB2 265576 411705 19.21% 1.478%
10 9.422 1106 1111 1114 rVV 60776 92168 4_30% 0.331%
11 9.457 1114 1117 1121 rVB2 27521 35398 1.65% 0.127%
12 9.728 1158 1163 1168 rVB 47207 72664 3.39% 0.261%

13 9.851 1177 1184 1192 rBB 391029 640629 29.89% 2.300%
14 10.228 1240 1248 1252 rBV 399899 644789 30.08% 2.315%
15 10.275 1252 1256 1264 rVB 299906 487634 22.75% 1.751%

16 10.369 1264 1272 1284 rBB 338453 590478 27.55% 2.120%

17 11.063 1385 1390 1396 rVB2 29240 44424 2.07% 0.160%
18 11.898 1527 1532 1538 rVB2 42358 67322 3.14% 0.242%
19 11.981 1538 1546 1556 rBB 102748 158612 7.40% 0.570%
20 12.122 1563 1570 1576 rBB2 17914 27167 1.27% 0.098%
21 12.269 1588 1595 1600 rBVZ2 44775 72074 3.36% 0.259%

22 13.539 1804 1811 1815 rBV 823577 1141706 53.27% 4_.099%
23 13.580 1815 1818 1828 rVB 359560 488845 22.81% 1.755%
24 13.804 1849 1856 1865 rBV 815525 1181415 55.12% 4.242%
25 14.116 1901 1909 1916 rBV2 666824 982468 45.84% 3.528%

26 14.180 1916 1920 1924 rVB 25236 33875 1.58% 0.122%
27 14.322 1938 1944 1953 rBV 419694 599825 27.98% 2.154%
28 14.404 1953 1958 1967 rVB3 27587 40128 1.87% 0.144%
29 14.516 1967 1977 1983 rBV 66193 106133 4_95% 0.381%
30 14.880 2035 2039 2043 rVB2 29794 35472 1.65% 0.127%
31 15.004 2052 2060 2065 rVB5 28247 38524 1.80% 0.138%
32 15.116 2073 2079 2085 rBV 1114774 1528197 71.30% 5.487%
33 15.169 2085 2088 2094 rVv2 46654 60354 2.82% 0.217%

34 15.239 2094 2100 2106 rVB 420723 542276 25.30% 1.947%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010633.D

Acq On : 21 Jun 2017 21:16

Operator : SJ/JU

Sample : 13627-19

Misc :

ALS Vial : 17 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

35 15.869 2201 2207 2211 rBV2 29749 41435 1.93% 0.149%
36 15.980 2219 2226 2233 rBV2 43856 69776 3.26% 0.251%
37 16.663 2337 2342 2344 rBV2 25169 35565 1.66% 0.128%

38 16.868 2370 2377 2382 rBV 984562 1345976 62.80% 4._.833%
39 16.910 2382 2384 2388 rVV 150029 174899 8.16% 0.628%
40 16.968 2388 2394 2403 rVB 1375946 1840355 85.86% 6.608%

41 17.274 2442 2446 2451 rVB 131055 175902 8.21% 0.632%
42 17.798 2530 2535 2543 rBVY 218110 302162 14.10% 1.085%
43 18.939 2726 2729 2733 rVV 37524 41663 1.94% 0.150%
44 19.092 2750 2755 2760 rBVY 121716 156752 7.31% 0.563%
45 19.245 2776 2781 2783 rBVY 696986 761152 35.51% 2.733%

46 19.280 2783 2787 2794 rVB 1606592 2137053 99.70% 7.673%

47 19.751 2862 2867 2873 rBVY 27429 46286 2.16% 0.166%
48 19.868 2883 2887 2890 rBV2 19836 24019 1.12% 0.086%
49 20.304 2954 2961 2966 rBVY 556444 594279 27.73% 2.134%
50 20.368 2966 2972 2975 rBV2 47170 57583 2.69% 0.207%

51 20.821 3044 3049 3056 rBV2 222916 305142 14.24% 1.096%
52 21.086 3088 3094 3098 rBV 1406768 1745621 81.44% 6.268%

53 21.215 3112 3116 3119 rBV6 14235 22467 1.05% 0.081%
54 21.268 3122 3125 3130 rVV2 81134 87850 4._.10% 0.315%
55 21.692 3193 3197 3202 rBV3 72511 92863 4_.33% 0.333%
56 22.133 3268 3272 3276 rBV2 74634 94837 4.42% 0.341%

57 22.615 3350 3354 3358 rVB3 79151 103078 4.81% 0.370%
58 23.092 3428 3435 3441 rBV 1250882 2143439 100.00% 7.696%
59 23.150 3441 3445 3450 rVB2 110213 165418 7.72% 0.594%
60 23.227 3451 3458 3467 rVB2 848754 1522100 71.01% 5.465%

61 23.762 3544 3549 3554 rVB2 102866 173885 8.11% 0.624%
62 24.462 3664 3668 3675 rvVvB2 114185 208674 9.74% 0.749%

63 25.274 3801 3806 3815 rVB7 74240 181202 8.45% 0.651%
64 26.238 3965 3970 3978 rVB6 67596 173784 8.11% 0.624%

Sum of corrected areas: 27850605
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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\

BM010633.D

21 Jun 2017 21:16

SJ/Ju

13627-19

17 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM010633.D
1500000
1000000
500000
817 9.85 10,23 __
65 7.00 7.46 8.61 9.32 16%7
6.82
n “ | e
7.90 269.7 11.06
¥ e A e e
Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM010633.D
19,28
1500000
16.97
15.12
1000000 16.47
13.543.80
14.12 19|p4
20.30
500000 1432 15.24
18.58
b 17.80
11.98 3.0117 27 19.0
1193127 P2 1a8dll7 151888 166 18.9 1q9m7 P37
0 .4%% 5 M | G| IS 1 Wt | WO OG- || | G USRI | N o1 8 | W - < =
Time-->  12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM010633.D
1500000 21.09
23.09
1000000 03.23
500000
20.82
o107 2160 2213 2262 QS 2376 2446 25.27 26.24
1..2 A ~A\ e .
R T T e o R T o T o e N 1 o o o SN
Time--> 21.00 2150 22.00 22.50 23.00 23.50 24.00 2450 25.00 25.50 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 : BM010633.D

Acq On : 21 Jun 2017 21:16

Operator : SJ/JU

Sample : 13627-19

Misc :

ALS Vial : 17 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 Phenol, 2,5-dimethyl- Concentration Rank 9

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

9.73 2.25 ng/ul 72664 Naphthalene-d8 10.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,5-dimethyl- 122 C8H100 000095-87-4 94
2 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 91
3 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 91
4 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 91
5 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 91

Abundance Scan 1163 (9.728 min): BM010633.D (-1158) d()—) m/z 107.00 100.00%
107 122
5000 "
91 \|||||||||||/|\||||||/
| | 61 | | | 9.40 9.60 9.80 10.00
I | Y M 1 S TN N m/z 122.00 95.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9927: Phenol, 2,5-dimethyl-
107 122
5000
9.40 9.60 9.80 10.00
9 g m/z 77.05 49 _.95%
s 7 ik
ol ...‘. — ‘....“I‘... .‘... 1 — II”9|8IIII” — ‘... ;
I I I [ I I I I I | | | |
m/z--> 10 20 30 40 90 100 110 120 130
Abundance
107 122
9.40 9.60 9.80 10.00
5000 m/z 121.00 43.68%
77
3 5 o1
18 27 65 98
G N RS RN RS RS AR RS AN LA WA AR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9930: Phenal, 2,3-dimethyl-
9.40 9.60 9.80 10.00
m/z 79.00 33.74%
5000
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010633.D

Acq On : 21 Jun 2017 21:16

Operator : SJ/JU

Sample : 13627-19

Misc :

ALS Vial : 17 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 Cyclohexanemethanol, 4-hydr... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.98 4.92 ng/ul 158612 Naphthalene-d8 10.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanemethanol, 4-hydroxy-.... 172 C10H2002 000080-53-5 90
2 Cyclohexanemethanol, 4-hydroxy-.... 172 C10H2002 000080-53-5 72
3 Cyclopentane, 1-methyl-2-methylene- 96 C7H12 041158-41-2 55
4 6-Methyl-bicyclo[4.2.0]octan-7-ol 140 C9H160 1000193-87-3 47
5 Acetic acid, trans-4-methylcyclo... 156 C9H1602 1000368-24-6 47
Abundance Scan 1546 (11.981 min): BM010633.D (-1538) (-) m/z 81.10 100.00%
81
5000 s 96
L sy |||| |00 1160 1180 1700 20
Ol prrrrprrrrrrerbbe et bl L e "m/z 43.10 51.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #39650: Cyclohexanemethanol, 4-hydroxy-.alpha.,.alpha.,4-t...
81
43 59 %
5000 LA IR AR UL R
11.60 11.80 12.00 12.20
139 m/z 59.10 44.65%
108
o--.-1-“?-.----‘.‘----‘.‘----Sﬂ‘--.----‘.‘---‘-‘ M o -7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81
o6 1160 11,80 12.00 12.20
5000 m/z 96.00 40.70%
43 9
71 139
o 51 108 121 154
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2927: Cyclopentane, 1-methyl-2-methylene- A RRa s o
il 11.60 11.80 12.00 12.20
m/z 71.00 26.83%
5000
55 67 96
i |
0“V“W“AF“M““JNWH“VHﬂ““V“W““V“W““P“W““V“W“' UM SR SRS I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010633.D

Acq On : 21 Jun 2017 21:16

Operator : SJ/JU

Sample : 13627-19

Misc :

ALS Vial : 17 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.80 4.49 ng/ul 302162 Phenanthrene-d10 16.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 2535 (17.798 min): BM010633.D (-2530) (-) m/z 73.00 100.00%
7B
55
41
5000 /\Mﬁ
Ll 17.40 17.60 17.80 18.00 18,20
O il m/z 55.10 65.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 ©0
5000 129

17.40 17.60 17.80 18.00 18.20
m/z 60.00 63.23%

213
143157171185199

01 ul M T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
R o RN S
17.40 17.60 17.80 18.00 18.20
5000{ 129 m/z 41.10 56.73%
87 9 242

143 19
101115 157171185

213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
73 17.40 17.60 17.80 18.00 18.20
m/z 43.10 56.25%
43 g
5000 129

2

143157 214

-

9
NIy
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

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010633.D

Acq On : 21 Jun 2017 21:16

Operator : SJ/JU

Sample : 13627-19

Misc :

ALS Vial : 17 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 Octadecanoic acid, butyl ester Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
20.30  6.81 ng/ul 594279  Chrysene-d12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 octadecanoic acid, butyl ester 340 C22HA402 000123-95-5 86

2 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 70

3 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 46

4 Octadecanoic acid 284 C18H3602 000057-11-4 38

5 Docosanoic acid 340 C22H4402 000112-85-6 38

Abundance Scan 2960 (20.298 min): BM010633.D (-2954) (-) m/z 56.10 100.00%
56

5000

20.00 20.20 20.40 20.60

0 m/z 57.10 88.59%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester

56
5000 285 ||| T LB LR Tt
340 20 00 20. 20 20 40 20. 60
9 - 267 m/z 41.10 70.20%
97 241

o BT e P g

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

Abundance
57

20.00 20.20 20.40 20.60

5000 m/z 43.05 65.42%
29 267285
83 129
o 111 157 185 513 241 310 340
T T T T T T T T
m/z--> 50 100 150 200 250 300
Abundance #177147: Octadecanoic acid, butyl ester
56 20.00 20.20 20.40 20.60

m/z 55.10 57 .49%

5000 285
- 129 267 340
185 241 ‘ ‘
ok, \‘ " “ H‘ “J \H u . . 157 | 213 | L | 311

m/z--> 50 150 200 250 300 20 00 20. 20 20 40 20. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062117\
Data File : BM010633.D

Acq On : 21 Jun 2017 21:16

Operator : SJ/JU

Sample : 13627-19

Misc :

ALS Vial : 17 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 Heptafluorobutyric acid, pe... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.82 3.50 ng/ul 305142 Chrysene-d12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
4 Trichloroacetic acid, tridecyl e... 344 C15H27CI1302 074339-51-8 83
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 70
Abundance Scan 3049 (20.821 min): BM010633.D (-3044) (-) m/z 83.10 100.00%
57 93
5000 111
139 167 207 20.60 20.80 21.00 21.20
oLl 1L Li3 e 238265 2% 3 | n/z 57.10  83.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83
5000
20.60 20.80 21.00 21.20
0,
s 5 m/z 69.05 82.17%
0::“|‘|‘|‘ “ ‘\\\\ |‘ |‘||l|||25|5|||||||||||||4|.0|6|
m/z--> 50 200 250 300 350 400
Abundance
57
83
20.60 20.80 21.00 21.20
5000 11 m/z 97.05 79.33%
29 139 182 210 255 356
O e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57 20.60 20.80 21.00 21.20
97 m/z 55.10 78.35%
5000
29 125
0 |l | 4 154 196 224 269 320
m/z--> B "50 100 iéd - ééd ” 250 i 300 350 400 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 : BM010633.D

Acq On : 21 Jun 2017 21:16

Operator : SJ/JU

Sample : 13627-19

Misc :

ALS Vial : 17 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 10

R.T. EstConc Area Relative to ISTD R.T.
23.15  2.17 ng/ul 165418  perylene-d12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Tetracosane 338 C24H50 000646-31-1 87

2 Hexacosane 366 C26H54 000630-01-3 87
3 Hentriacontane 437 C31H64 000630-04-6 83
4 Eicosane 282 C20H42 000112-95-8 83
5 Triacontane 422 C30H62 000638-68-6 83
Abundance Scan 3445 (23.150 min): BM010633.D (-3441) (-) m/z 57.10 100.00%
57
85
5000
22.80 23.00 23.20 23.40
ol m/z 71.05 99.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57
85
5000
22.80 23.00 23.20 23.40
- m/z 85.05 68.62%
113
ol b0 07 o5 8y s
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
22.80 23.00 23.20 23.40
5000 85 m/z 43.10 62 .34%
. 29 113 141 169 197 225 253 295 323 367
T T T T [ T T e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57 22.80 23.00 23.20 23.40
m/z 207.00 27 .56%
5000
85
29 113 149
oL2 \ \ |7y 169 197 225 253 280 309 351 379 407 436
T T T e e e e R e
m/z--> 50 100 150 200 250 300 350 400 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 : BM010633.D

Acq On : 21 Jun 2017 21:16

Operator : SJ/JU

Sample : 13627-19

Misc :

ALS Vial : 17 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 7
R.T. EstConc Area Relative to ISTD R.T.
23.76 2.28 ng/ul 173885 Perylene-di12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 2-methyloctacosane 408 C29H60 1000376-72-8 87
3 Hexatriacontane 507 C36H74 000630-06-8 86
4 2-methylhexacosane 380 C27H56 1000376-72-7 83
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 3549 (23.762 min): BM010633.D (-3544) (-) m/z 57.05 100.00%
57
85
5000
11 179210 49 21" 395 357 a0t 23.40 23.60 23.80 24.00
Ot m/z 71.10 98.81%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #223851: Hentriacontane
57
5000
85 23.40 23.60 23.80 24.00
s m/z 85.05 77 .44%
0 29| | || 17141169197 225253280309 351379407 436
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
23.40 23.60 23.80 24.00
5000 85 m/z 43.10 62.22%
0% mWWmmmms 365393
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
23.40 23.60 23.80 24.00
m/z 55.00 28.73%
5000

| 113141169197 225253 281309337 379 421449477 506
mz-> 0 50 100 150 200 250 300 350 400 450 500 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 : BM010633.D

Acq On : 21 Jun 2017 21:16

Operator : SJ/JU

Sample : 13627-19

Misc :

ALS Vial : 17 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 5
R.T. EstConc Area Relative to ISTD R.T.
24.46 2.74 ng/ul 208674 Perylene-di12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Heptacosane 380 C27H56 000593-49-7 86
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Pentacosane 352 C25H52 000629-99-2 86
Abundance Scan 3668 (24.462 min): BM010633.D (-3664) (-) m/z 71.10 100.00%
1
43
5000
183207 269205 327 357 401 42 24.20 24.40 24.60 24.80
ob—rib m/z 57.10 97.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85
24.20 24.40 24.60 24.80
m/z 85.10 81.35%
. i h | M3 141 160 197 205 253 295 323 367
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
24.20 24.40 24.60 24.80
5000 85 m/z 43.10 56.96%
29 113 141
o 169 197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350 400
Abundance #194499: Eicosane, 7-hexyl-
57 24.20 24.40 24.60 24.80
m/z 69.00 32.33%
5000 85
0 ‘ } | MP 14 182 511 o5 281 50 337
m/z--> 50 100 150 200 250 300 350 400 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 : BM010633.D

Acq On : 21 Jun 2017 21:16

Operator : SJ/JU

Sample : 13627-19

Misc :

ALS Vial : 17 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 2.38 ng/ul 181202 Perylene-d12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 74
2 Heneicosane 296 C21H44 000629-94-7 74
3 Heneicosane 296 C21H44 000629-94-7 74
4 Hentriacontane 437 C31H64 000630-04-6 74
5 Tetracosane 338 C24H50 000646-31-1 74
Abundance Scan 3805 (25.268 min): BM010633.D (-3801) (-) m/z 57.05 100.00%
57
85
5000

141 183 327 415 489 25.00 25.20 25.40 25.60

Ot 395 m/z 71.10 97.56%
0

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223851: Hentriacontane
57
5000

85 25.00 25.20 25.40 25.60
m/z 85.10 71.94%

113
0 29 | || 777141169197 225 253280 309 351 379 407 436
T T e T T e e e P T e T e e T
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
P 25.00 25.20 25.40 25.60
5000 m/z 43.00 48.18%
29 113
o 141169197 225 253 296
T T P T e T T T
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #141424: Heneicosane
57 25.00 25.20 25.40 25.60
m/z 69.10 29.67%
5000 85
. 29 1}i1?1}69197225253 296
IIIIIIIIIIIIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIII
miz--> 0 50 100 150 200 250 300 350 400 450 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 : BM010633.D

Acq On : 21 Jun 2017 21:16

Operator : SJ/JU

Sample : 13627-19

Misc :

ALS Vial : 17 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 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.24 2.28 ng/ul 173784 Perylene-d12 23.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disulfide, di-tert-dodecyl 402 C24H50S2 027458-90-8 47
2 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54 055282-12-7 47
3 Eicosane 282 C20H42 000112-95-8 46
4 Hentriacontane 437 C31H64 000630-04-6 46
5 Tetrapentacontane 759 C54H110 005856-66-6 43
Abundance Scan 3970 (26.238 min): BM010633.D (-3965) (-) m/z 57.10 100.00%
57
5000
13141 103
j l 169123 221 253 595 325 357 461 26.00 26.20 26.40 26.60
o bbb m/z 85.10 96.57%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #213038: Disulfide, di-tert-dodecy!
57
5000 85
26.00 26.20 26.40 26.60
29 113 169 m/z 71.10 81.49%
ol ‘Lh‘ﬁ‘d 139, | 205234 374 402
miz--> 0 55 160 1%0 260 250 360 3%0 460 4%0
Abundance
43
71 26.00 26.20 26.40 26.60
5000 m/z 43.10 68.80%
9 197 183 281
0 155 211 251 310 337 364
miz--> 0 55 160 1%0 260 2%0 360 3%0 460 4%0
Abundance #129490: Eicosane
57 26.00 26.20 26.40 26.60
m/z 55.05 41.06%
85
5000
113
L7 J ||| 14169 197 225 253 282
miz--> 0 5'0 1(')0 1&1,0 2(')0 251;0 3(')0 3&1,0 4(')0 4&1;0 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 : BM010633.D

Acq On : 21 Jun 2017 21:16

Operator : SJ/JU

Sample : 13627-19

Misc :

ALS Vial : 17 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]
Phenol, 2,5-dimet... 9.73 2.3 ng/ul 72664 2 10.23 644789 20.0
Cyclohexanemethan... 11.98 4.9 ng/ul 158612 2 10.23 644789 20.0
n-Hexadecanoic acid 17.80 4.5 ng/ul 302162 4 16.87 1345980 20.0
Octadecanoic acid... 20.30 6.8 ng/ul 594279 5 21.09 1745620 20.0
Heptafluorobutyri... 20.82 3.5 ng/ul 305142 5 21.09 1745620 20.0
(DEL) Alkane: Str... 23.15 2.2 ng/ul 165418 6 23.23 1522100 20.0
(DEL) Alkane: Str... 23.76 2.3 ng/ul 173885 6 23.23 1522100 20.0
(DEL) Alkane: Str... 24.46 2.7 ng/ul 208674 6 23.23 1522100 20.0
(DEL) Alkane: Str... 25.27 2.4 ng/ul 181202 6 23.23 1522100 20.0
unknown-01 26.24 2.3 ng/ul 173784 6 23.23 1522100 20.0
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