LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM0O30518\
Data File : BM014470.D

Aca On : 05 Mar 2018 13:23

Operator : SJ/JU

Sample : J1678-22

Misc :

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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-BM021418.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 4.663 282 285 288 rBV 38638 42221 1.48% 0.110%
2 6.728 630 636 653 rVB 347657 718779 25.20% 1.866%
3 6.863 653 659 670 rBV 343196 538898 18.89% 1.399%
4 7.057 686 692 700 rBV 475980 772771 27 .09% 2.006%
5 7.510 763 769 777 rBV 340945 556933 19.53% 1.446%
6 7.798 813 818 824 rVB6 14206 29854 1.05% 0.078%
7 8.251 889 895 908 rBV 373972 750643 26.32% 1.949%
8 8.675 960 967 977 rBV 501665 879803 30.84% 2.284%
9 9.392 1082 1089 1106 rBV 446338 846885 29.69% 2.199%
10 9.945 1176 1183 1203 rBV 402632 1062191 37.24% 2.758%

11 10.286 1233 1241 1247 rBV 453780 804304 28.20% 2.088%
12 10.451 1263 1269 1283 rBV 240352 616445 21.61% 1.600%
13 12.980 1693 1699 1704 rBV5 26630 42451 1.49% 0.110%
14 13.145 1721 1727 1733 rBV9 12839 29955 1.05% 0.078%
15 13.469 1777 1782 1788 rBvV4 78326 126768 4.44% 0.329%

16 13.598 1798 1804 1809 rBV 1158251 1653983 57.99% 4.294%
17 13.645 1809 1812 1824 rVB 216292 339476 11.90% 0.881%
18 13.863 1842 1849 1860 rBV 1230497 1983380 69.53% 5.149%
19 14.069 1880 1884 1889 rBV2 62090 86358 3.03% 0.224%
20 14.174 1895 1902 1909 rBV2 655770 1053502 36.93% 2.735%

21 14.239 1909 1913 1919 rVB5 22253 42519 1.49% 0.110%
22 14.492 1949 1956 1969 rBV2 174543 530696 18.61% 1.378%
23 14.621 1975 1978 1984 rVV8 20890 36748 1.29% 0.095%

24 15.033 2041 2048 2053 rVB2 75717 111754 3.92% 0.290%
25 15.180 2066 2073 2080 rBV 1557103 2277707 79.85% 5.913%

26 15.239 2081 2083 2088 rVB4 22772 37862 1.33% 0.098%
27 15.357 2097 2103 2111 rBV 389582 667672 23.41% 1.733%
28 15.898 2190 2195 2204 rVB 68094 118645 4.16% 0.308%

29 16.363 2270 2274 2276 rBV5 18651 32543 1.14% 0.084%
30 16.692 2325 2330 2335 rBV7 34672 62002 2.17% 0.161%
31 16.851 2349 2357 2364 rBV6 53862 98376 3.45% 0.255%

32 16.939 2364 2372 2376 rVV2 879042 1335146 46.81% 3.466%
33 16.980 2376 2379 2384 rVV 430974 628960 22.05% 1.633%
34 17.039 2384 2389 2400 rVB2 1636735 2470054 86.60% 6.413%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM0O30518\
Data File : BM014470.D

Aca On : 05 Mar 2018 13:23

Operator : SJ/JU

Sample : J1678-22

Misc :

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM021418.M

Title = SVOA CALIBRATION

35 17.333 2434 2439 2441 rBV6 39778 60767 2.13% 0.158%
36 17.368 2442 2445 2453 rVB3 46045 75563 2.65% 0.196%
37 17.662 2490 2495 2499 rBVS8 15578 30214 1.06% 0.078%
38 17.727 2499 2506 2511 rBV9 57661 107715 3.78% 0.280%
39 17.821 2518 2522 2523 rBV 53031 68343 2.40% 0.177%
40 17.851 2523 2527 2536 rVB2 366130 637959 22.37% 1.656%
41 17.951 2541 2544 2547 rVB5 28305 39409 1.38% 0.102%
42 18.009 2549 2554 2558 rBV2 86751 150276 5.27% 0.390%
43 18.051 2559 2561 2568 rVB3 59701 76832 2.69% 0.199%
44 18.151 2571 2578 2579 rBV7 35929 65593 2.30% 0.170%
45 18.268 2594 2598 2600 rBV4 38034 52333 1.83% 0.136%

46 18.327 2604 2608 2614 rVV3 52574 101748 3.57% 0.264%
47 18.386 2615 2618 2625 rVBS8 52718 103279 3.62% 0.268%
48 18.580 2644 2651 2653 rVB7 23722 39915 1.40% 0.104%
49 18.633 2655 2660 2662 rBV5 29158 47038 1.65% 0.122%
50 18.768 2677 2683 2686 rVV3 126034 187618 6.58% 0.487%

51 18.904 2704 2706 2710 rVB4 36472 35848 1.26% 0.093%
52 19.015 2715 2725 2731 rBV 829735 1204238 42.22% 3.126%
53 19.139 2742 2746 2751 rBV3 182882 256149 8.98% 0.665%
54 19.251 2762 2765 2768 rBV5 38033 58412 2.05% 0.152%
55 19.351 2777 2782 2786 rBV 1898504 2852367 100.00% 7.405%

56 19.380 2786 2787 2796 rVvV 693880 623910 21.87% 1.620%

57 19.451 2798 2799 2806 rVB7 46091 70678 2.48% 0.183%
58 19.586 2816 2822 2827 rBV2 110320 176381 6.18% 0.458%
59 19.715 2839 2844 2845 rBV5 55027 90007 3.16% 0.234%

60 19.780 2849 2855 2863 rVvV 763105 1077673 37.78% 2.798%

61 19.886 2866 2873 2878 rVB4 117849 334528 11.73% 0.868%

62 19.980 2887 2889 2893 rVB2 45562 53987 1.89% 0.140%
63 20.186 2921 2924 2928 rBV5 47962 60411 2.12% 0.157%
64 20.762 3019 3022 3026 rBv4 115898 136979 4._.80% 0.356%
65 20.798 3026 3028 3032 rBV3 67363 77852 2.73% 0.202%

66 20.862 3035 3039 3046 rvB2 665118 827125 29.00% 2.147%
67 21.062 3071 3073 3079 rVvB2 107010 121205 4._.25% 0.315%
68 21.156 3083 3089 3093 rVVv2 1025532 1722301 60.38% 4.471%
69 21.192 3093 3095 3100 rVB 328795 378797 13.28% 0.983%
70 22.650 3340 3343 3347 rBV 453726 573426 20.10% 1.489%

71 22.697 3347 3351 3363 rVB 344465 866759 30.39% 2.250%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM0O30518\
Data File : BM014470.D

Aca On : 05 Mar 2018 13:23

Operator : SJ/JU

Sample : J1678-22

Misc :

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM021418_.M
SVOA CALIBRATION

72 23.203 3432 3437 3442 rBV2 901973 1567971 54.97% 4.071%
73 23.339 3455 3460 3466 rBV2 494394 838237 29.39% 2.176%
74 23.803 3534 3539 3547 rVB 729349 1282128 44.95% 3.329%

Sum of corrected areas: 38518255
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA M\DATA\BMO030518\

BM014470.D

05 Mar 2018 13:23

SJ/Ju

J1678-22

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

| st A s

TIC: BM014470.D

8.67

4.66
I

9.39

9.9510.29

10.45

O
Time--> 3.00

350 400 450 500 550 6.00 650 700 750 800 850

9.00

9.50

I
10.00 10.50 11.00 11.50

Abundance
2000000

1500000

1000000

500000

TIC: BM014470.D

17.04
15.18

13.605%°

14.17

1
12881553

65 14.49
Q3
)52 pac2 5 HR 2

19,35

O
Time-->

12.00 1250 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
2000000

1500000

1000000

500000

0

20.86

TIC: BM014470.D

23.20

21.16
23.80

22.65
2p.70

?3.34

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

SOM-EPA-BM021418.M Tue Mar

06 12:14:36 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO030518\
Data File : BM014470.D

Aca On : 05 Mar 2018 13:23

Operator : SJ/JU

Sample : J1678-22

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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 Caryophyllene oxide Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.47 2.41 ng/ul 126768 Acenaphthene-d10 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carvophvllene oxide 220 C15H240 001139-30-6 59
2 1.3-Bis-(2-cvclopropvl.2-methvlc... 258 C18H260 1000222-08-6 52
3 (25.4R)-p-Mentha-T1(7).81-diene ... 168 C10H1602 1000292-74-4 50
4 1.3.7-Octatriene. 3.7-dimethvl- 136 C10H16 000502-99-8 38
5 4-Tridecen-6-yne, (E)- 178 C13H22 074744-43-7 27
Abundance Scan 1782 (13.469 min): BM014470.D (-1777) (-) m/z 91.00 100.00%

5000

13.20 13.40 13.60 13.80
m/z 79.10 90.28%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #77538: Caryophyllene oxide
41
5000 79 93
55 13.20 13.40 13.60 13.80
‘ 61 m/z 41.00 89.72%
135 149161 177
— \LM W‘\Lm\ | ‘MM Mw TP - 29?.%29...,...
m/z--> 20 40 100 120 140 160 180 200 220 240
Abundance
41
79 93 e  NMLELELE B e
55 13.20 13.40 13.60 13.80
5000 67 m/z 93.05 70.05%
27 107 *2% 135
147
161 176 197 243
L o L B R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36472: (2S,4R)-p-Mentha-[1(7),8]-diene 2-hydroperoxide
98 13.20 13.40 13.60 13.80
m/z 133.20 67.10%
41 79
55
5000 67 107
IR i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO030518\
Data File : BM014470.D

Aca On : 05 Mar 2018 13:23

Operator : SJ/JU

Sample : J1678-22

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.03 2.12 ng/ul 111754 Acenaphthene-d10 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 78
2 Dodecane. 3-methvl- 184 C13H28 017312-57-1 72
3 Octadecane. 5-methvl- 268 C19H40 025117-35-5 72
4 Dodecane. 5-methvl- 184 C13H28 017453-93-9 64
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 59

Abundance Scan 2047 (15.027 min): BM014470.D (-2041) (-) m/z 57.00 100.00%

g7
43 7| 11

5000

14.80 15.00 15.20 15.40
m/z 71.10 82.49%

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

Abundance #83051: Dodecane, 2-methyl-6-propyl-
43 57
71
5000 85
14.80 15.00 15.20 15.40
9 140 m/z 43.10 79.09%
B 113127 | 154167 182195 226
A B o A E R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
e  RAA
3 14.80 15.00 15.20 15.40
5000 4 - m/z 41.10 76.36%
85
29
99 155
113126 184
R L B e i s e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117643: Octadecane, 5-methyl- EEmamE Rt
29 3 57 7 5 14.80 15.00 15.20 15.40
m/z 85.10 63.92%
5000
9 113127 211
| ﬂ‘ Al 141155169182 197 ~ 225239253 268
S RAEaREEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO030518\
Data File : BM014470.D

Aca On : 05 Mar 2018 13:23

Operator : SJ/JU

Sample : J1678-22

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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 4
R.T. EstConc Area Relative to ISTD R.T.
17.85 9.56 ng/ul 637959 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74
Abundance Scan 2527 (17.851 min): BM014470.D (-2523) (-) m/z 73.05 100.00%
41 73
55
o P ‘L
7 171 213 e ittt it
01115 | 1431277 185199 | 537,,,256 17.60 17.80 18.00 18.20
L m/z 41.05 90.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 LN BRI BRI BURRULE B

17. 60 17. 80 18. OO 18 20

m/z 43.05 84 .55%
213
JH, 143157171185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
e R e
43 57 17.60 17.80 18.00 18.20
5000 m/z 55.10 80.37%
129
29 87 115 171185 214
15 P 152 199
mmﬂTwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid T
73 17.60 17.80 18.00 18.20
m/z 60.00 T77.74%
43 5
5000 129
’ 15 ok 214
j T p e s 7
\ \ H h H \H ml ‘ M
T - H e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO030518\
Data File : BM014470.D

Aca On : 05 Mar 2018 13:23

Operator : SJ/JU

Sample : J1678-22

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

18.01 2.25 ng/ul 150276 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 49
2 8.9-Dihvdrocvclopentaldeflphenan... 192 C15H12 027410-55-5 46
3 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 46
4 Benzene. 1.1"-(2-cvclopropen-1-v... 192 C15H12 022825-21-4 41
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 38

Abundance Scan 2554 (18.009 min): BM014470.D (-2549) (-) m/z 189.05 100.00%

9

5000

111 17.60 17.80 18.00 18.20 18.40

m/z 190.10 99.52%

135150

204 221 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190

5000
17.60 17.80 18.00 18.20 18.40

m/z 192 .00 77 .54%

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

191

17.60 17.80 18.00 18.20 18.40
5000 m/z 191.10 69.70%

165
74 152

memm’mwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190 17.60 17.80 18.00 18.20 18.40
m/z 94.80 28.52%

5000

110123137 163
M SN S A S —
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1760 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO030518\
Data File : BM014470.D

Aca On : 05 Mar 2018 13:23

Operator : SJ/JU

Sample : J1678-22

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 Carbonic acid, isobutyl pen... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.77 2.81 ng/ul 187618 Phenanthrene-d10 16.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. isobutvl pentadec... 328 C20H4003 1000314-61-2 53
2 Propanoic acid. nonvl ester 200 C12H2402 053184-67-1 53
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 47
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 47
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 47
Abundance Scan 2683 (18.768 min): BM014470.D (-2677) (-) m/z 57.10 100.00%
57
5000

18.40 18.60 18.80 19.00
m/z 75.05 49.71%

355376

1133154178 208 254 281

m/z--> 50 100 150 200 250 300 350 400
Abundance #167796: Carbonic acid, isobutyl pentadecy! ester
57
5000
83 18.40 18.60 18.80 19.00
111 m/z 43.05 46 .80%
219 \‘ ‘\\H ““ \‘h ‘\ ‘\139 1§2 2:!\'0
gy T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R EREEEEE L
18.40 18.60 18.80 19.00
5000 m/z 41.00 38.19%
84 126
105 146167 200
— T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester A B e R o
57 18.40 18.60 18.80 19.00
o7 m/z 55.10 38.07%
5000
125
29 169
L ‘J L 1477|196 224 969 420
— A L B o
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO030518\
Data File : BM014470.D

Aca On : 05 Mar 2018 13:23

Operator : SJ/JU

Sample : J1678-22

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.14 2.97 ng/ul 256149 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 92
4 Octadecanoic acid 284 C18H3602 000057-11-4 91
5 Octadecanoic acid 284 C18H3602 000057-11-4 86
Abundance Scan 2746 (19.139 min): BM014470.D (-2742) (-) m/z 73.00 100.00%
5000
18.80 19.00 19.20 19.40
m/z 41.05 99.98%
miz--> 0 50 100 150 200 250 300 350
Abundance #131259: Octadecanoic acid
43
73
5000 NN B
1 18.80 19.00 19.20 19.40
0
97 ‘ 185 a1 284 m/z 43.00 94 .71%
|1|8 ‘\I ‘;“ |H“"‘ hl\ I\\N‘I ‘\“\I\ M: d I\ 157:‘ I‘I \I 2|13| L I‘ 2|6|5 . | T
miz--> 0 50 100 150 200 250 300 350
Abundance
43 73
18.80 19.00 19.20 19.40
5000 129 m/z 55.10 84 .92%
97 185 oa1 284
miz--> 0 55 160 1%0 260 250 360 3%0
Abundance #95854: Pentadecanoic acid e
8 7 18.80 19.00 19.20 19.40
m/z 60.05 84 .57%
5000
129 242
LT | e
1 ‘-‘.‘-“- ,‘“\,J.I{ doy jotl | el NUWUEULY s e
miz--> 0 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO030518\
Data File : BM014470.D

Aca On : 05 Mar 2018 13:23

Operator : SJ/JU

Sample : J1678-22

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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: Cyclicl9.78 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.78  12.51 ng/ul 1077670  Chrysene-d12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 o-Tricosere. (- 322 C23H46 027519-02-4 92

027519-02-4 68
001454-84-8 64
018992-03-5 64
000629-96-9 64

2 9-Tricosene. (2)- 322 C23H46

3 n-Nonadecanol-1 284 C19H400

4 Bromoacetic acid. octadecvl ester 390 C20H39Bro2
5 1-Eicosanol 298 C20H420

Abundance Scan 2855 (19.780 min): BM014470.D (-2849) (-) m/z 57.10 100.00%
57
83
5000
101 19.40 19.60 19.80 20.00
139163 322 ; ' '
| — 217 241 266 295 401 429 m/z 55.05 88.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #163019: 9-Tricosene, (2)-
55 83
5000 111 | ANLINLINLEN LLL  LL L  LL B B
19.40 19.60 19.80 20.00
29 m/z 43.10 86.54%
139 322
UL 067 105 220 262 204
B B O L e L B L B I B B
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 97
e e R B
19.40 19.60 19.80 20.00
5000 m/z 41.10 76.84%
125
29 322
153 182 210 238 266 294
e e T T e T e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #131391: n-Nonadecanol-1 R B B B S,
55 83 19.40 19.60 19.80 20.00
m/z 69.10 69.26%
29
L } || h1?9.168 196 238 266
— e e ——— AR AR R R R R R R
m/z--> 50 100 150 200 250 300 350 400 19.40 19.60 19.80 20.00

SOM-EPA-BM021418.M Tue Mar 06 12:14:43 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO030518\
Data File : BM014470.D

Aca On : 05 Mar 2018 13:23

Operator : SJ/JU

Sample : J1678-22

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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 11H-Benzo[b]fluorene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.89 3.88 ng/ul 334528 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 87
2 Pvrene. 1-methvl- 216 C17H12 002381-21-7 83
3 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 76
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 76
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 74
Abundance Scan 2874 (19.892 min): BM014470.D (-2866) (-) m/z 216.10 100.00%
216
5000 57
236 265 309 341 19.60 19.80 20.00 20.20
G 39 45 "m/z 215.10 78.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #74418: 11H-Benzo[b]fluorene
216
5000
19.60 19.80 20.00 20.20
m/z 57.10 45.62%
107
28 50 81, , 139163 189 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
216
1060 19.80 20.00 20.20
5000 m/z 41.10 34_.37%
108 189
39 63 87 137 163
m/z--> 50 100 150 200 250 300 350 400
Abundance #74422: llH—Benzo[b]quorene LI L L L L B N B
216 19.60 19.80 20.00 20.20
m/z 71.10 31.40%
5000
108
T F?' "“HL' B 103 }ggl" LR UL UL S SR AU SR U B
m/z--> 50 100 150 200 250 300 350 400 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO030518\
Data File : BM014470.D

Aca On : 05 Mar 2018 13:23

Operator : SJ/JU

Sample : J1678-22

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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 Trifluoroacetoxy hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.86 9.60 ng/ul 827125 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
2 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 90
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 87
4 n-Tetracosanol-1 354 C24H500 000506-51-4 83
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 70
Abundance Scan 3039 (20.862 min): BM014470.D (-3035) (-) m/z 55.05 100.00%
56
83
5000
111
HSR ISR BN SUNIRA B
139 20.60 20.80 21.00 21.20
Y J , l A1 68195220250 281 328 371 416 489 7o 43 10 93.98%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #175127: Trifluoroacetoxy hexadecane
57
5000 LN UL B SULRULE I
20.60 20.80 21.00 21.20
29 125 m/z 57.10 86.87%
LA H‘ h |\ fo4 196224 269 339
m/z-> 0 50 150 250 300 350 400 450 '
Abundance
43
69 HSR ISR BN SURRA BN
97 20.60 20.80 21.00 21.20
5000 m/z 69.10 79.42%

123
153 196222 544

m/z--> 0 50 100 150 200 250 300 350 400 450

i

Abundance #127770: 9-Eicosene, (E)- B m e
57 83 20.60 20.80 21.00 21.20
m/z 41.05 75.02%
5000
29 111
“‘ 1139 168 196223 252 280

m/z--> 0 50 100 150 200 250 300 350 400 450 20. 60 20 80 21. 00 21. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO030518\
Data File : BM014470.D

Aca On : 05 Mar 2018 13:23

Operator : SJ/JU

Sample : J1678-22

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

Quant Method
Quant Title

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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

23.80 30.59 ng/ul 1282130 Perylene-d12 23.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Tetracosane 338 C24H50 000646-31-1 94
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 90

Abundance Scan 3538 (23.797 min): BM014470.D (-3534) (-) m/z 57.10 100.00%

57
5000 8

23.40 23.60 23.80 24.00 24.20

f13141169197225 267 308341 383 431461491 537

O A L e e T o e T m/z 43.10 89.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
57
85
5000 TT T T [T T I T [T T T T [ TTTT[TT
23. 40 23. 60 23 80 24. 00 24 20
29 m/z 71.10 83.34%

| ‘“‘hhﬂJ 141169197225253 296
[T L

m/z--> 0 50 100 150 200 250 300 350 400 450 500

I

Abundance
85 23.40 23.60 23.80 24.00 24.20
5000 m/z 85.10 51.37%
29
113141169197225253 338
T T e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141431: Eicosane, 10-methyl- T T T
57 23.40 23.60 23.80 24.00 24.20
m/z 41.10 34.65%
h 1 W‘j\A‘W
13 154
‘ M3 1483011039 281
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23. 40 23. 60 23 80 24. 00 24 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO030518\
Data File : BM014470.D

Acq On : 05 Mar 2018 13:23

Operator : SJ/JU

Sample - J1678-22

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM021418_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]
Caryophyllene oxide 13.47 2.4 ng/ul 126768 3 14.17 1053500 20.0
(DEL) Alkane: Str... 15.03 2.1 ng/ul 111754 3 14.17 1053500 20.0
n-Hexadecanoic acid 17.85 9.6 ng/ul 637959 4 16.94 1335150 20.0
unknown-01 18.01 2.3 ng/ul 150276 4 16.94 1335150 20.0
Carbonic acid, is... 18.77 2.8 ng/ul 187618 4 16.94 1335150 20.0
Octadecanoic acid 19.14 3.0 ng/ul 256149 5 21.16 1722300 20.0
(DEL) Alkane: Cyc... 19.78 12.5 ng/ul 1077670 5 21.16 1722300 20.0
11H-Benzo[b]fluorene 19.89 3.9 ng/ul 334528 5 21.16 1722300 20.0
Trifluoroacetoxy ... 20.86 9.6 ng/ul 827125 5 21.16 1722300 20.0
(DEL) Alkane: Str... 23.80 30.6 ng/ul 1282130 6 23.34 838237 20.0
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