LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample - 13627-09

Misc :

ALS Vial : 36 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 6.169 552 558 565 rBV 191151 280861 10.79% 0.623%
2 6.469 604 609 614 rBV3 14042 26454 1.02% 0.059%
3 6.645 633 639 652 rvB 310495 489300 18.80% 1.085%
4 6.810 659 667 677 rBY 210227 307349 11.81% 0.682%
5 6.998 693 699 707 rvVB 314629 470718 18.09% 1.044%
6 7.457 771 777 784 rVB 349112 532064 20.44% 1.180%
7 8.163 891 897 906 rvVB 351515 541120 20.79% 1.200%
8 8.604 965 972 980 rBB 322224 498352 19.15% 1.105%
9 9.316 1086 1093 1099 rBV 306286 481759 18.51% 1.068%
10 9.845 1177 1183 1190 rVB 498880 769664 29.57% 1.707%

11 10.222 1240 1247 1254 rBV 525153 850694 32.69% 1.886%
12 10.363 1262 1271 1280 rBV 303646 505051 19.41% 1.120%
13 12.986 1713 1717 1721 rBV2 50674 69673 2.68% 0.154%
14 13.433 1787 1793 1800 rVB 565731 766142 29.44% 1.699%
15 13.533 1804 1810 1814 rBV 886225 1266878 48.68% 2.809%

16 13.580 1814 1818 1823 rVB 447744 600561 23.07% 1.332%
17 13.798 1849 1855 1866 rBV 951130 1405532 54.00% 3.117%
18 14.080 1898 1903 1905 rBV 287786 414479 15.93% 0.919%
19 14.110 1905 1908 1915 rVvB2 814875 1190624 45.75% 2.640%
20 14.198 1915 1923 1933 rVB4 27574 59646 2.29% 0.132%

21 14.321 1938 1944 1949 rBV 414345 573877 22.05% 1.273%
22 14.380 1949 1954 1961 rVB4 57403 111196 4.27% 0.247%
23 14.998 2054 2059 2063 rBV3 29120 37138 1.43% 0.082%
24 15.110 2072 2078 2088 rBV 1201784 1769608 67.99% 3.924%
25 15.239 2092 2100 2107 rVB 410715 573515 22.04% 1.272%

26 15.609 2157 2163 2171 rVB3 33148 53603 2.06% 0.119%
27 15.757 2183 2188 2194 rVB 54409 76482 2.94% 0.170%
28 15.998 2226 2229 2239 rVB7 24217 49897 1.92% 0.111%
29 16.656 2336 2341 2344 rBV4 22474 31450 1.21% 0.070%

30 16.792 2360 2364 2370 rBV2 130612 169588 6.52% 0.376%

31 16.862 2370 2376 2381 rVV2 1123672 1649531 63.38% 3.658%

32 16.904 2381 2383 2388 rVV 52565 70092 2.69% 0.155%
33 16.962 2388 2393 2404 rVV2 1373061 1946942 74.81% 4.317%
34 17.062 2406 2410 2417 rVB5 22475 31511 1.21% 0.070%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample - 13627-09

Misc :

ALS Vial : 36 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 17.527 2484 2489 2493 rBV3 24554 32279 1.24% 0.072%

36 17.674 2507 2514 2519 rBV2 105280 170485 6.55% 0.378%
37 17.733 2519 2524 2529 rVV2 254039 353032 13.56% 0.783%
38 17.792 2529 2534 2542 rVV 685261 935461 35.94% 2.074%

39 17.862 2543 2546 2553 rVV3 24940 37682 1.45% 0.084%
40 17.933 2554 2558 2563 rVV5 16664 26704 1.03% 0.059%
41 18.092 2581 2585 2590 rBV3 89588 126546 4._86% 0.281%
42 18.221 2602 2607 2610 rBV6 23662 33994 1.31% 0.075%
43 18.286 2615 2618 2624 rVB6 30646 43099 1.66% 0.096%
44 18.462 2645 2648 2651 rBV5 18535 26992 1.04% 0.060%
45 18.674 2679 2684 2687 rBV2 48768 68679 2.64% 0.152%
46 18.733 2687 2694 2697 rBV7 33930 51938 2.00% 0.115%
47 18.809 2703 2707 2714 rBV2 50107 76699 2.95% 0.170%

48 18.939 2723 2729 2732 rBVY 674036 931156 35.78% 2.065%
49 18.992 2735 2738 2744 rVB3 163211 219732 8.44% 0.487%
50 19.086 2750 2754 2759 rBV 443099 534776 20.55% 1.186%

51 19.274 2780 2786 2789 rBV 1737883 2421455 93.04% 5.369%
52 19.303 2789 2791 2800 rVvVv 641656 733322 28.18% 1.626%

53 19.380 2800 2804 2810 rVB4 43250 81970 3.15% 0.182%
54 19.486 2815 2822 2824 rBV3 45450 67749 2.60% 0.150%
55 19.550 2830 2833 2838 rVB3 38702 58345 2.24% 0.129%

56 19.633 2838 2847 2852 rBV3 75824 195315 7.50% 0.433%
57 19.692 2852 2857 2860 rvB2 129278 211719 8.13% 0.469%
58 19.768 2866 2870 2874 rBV4 68256 128536 4.94% 0.285%
59 19.839 2879 2882 2886 rBV 92642 115124 4.42% 0.255%

60 19.909 2891 2894 2897 rVB3 43307 52407 2.01% 0.116%
61 19.962 2897 2903 2908 rBV2 116166 197050 7.57% 0.437%
62 20.050 2914 2918 2919 rBvV4 28779 33216 1.28% 0.074%
63 20.103 2924 2927 2931 rVB 60994 67563 2.60% 0.150%
64 20.144 2931 2934 2937 rBV4 50143 72701 2.79% 0.161%
65 20.250 2949 2952 2955 rBvV4 29593 35586 1.37% 0.079%
66 20.286 2955 2958 2962 rVB4 32202 38171 1.47% 0.085%
67 20.327 2962 2965 2966 rBV3 43725 44746 1.72% 0.099%
68 20.356 2967 2970 2974 rVB5 57572 73068 2.81% 0.162%
69 20.433 2981 2983 2987 rVB4 32867 40001 1.54% 0.089%

70 20.492 2988 2993 2998 rBV2 100127 140779 5.41% 0.312%
71 20.556 3000 3004 3010 rVB 135050 184076 7.07% 0.408%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample - 13627-09

Misc :

ALS Vial : 36 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\SOM-EPA-BM062017 .M

= SVOA CALIBRATION

72 20.650 3015 3020 3025 rVB 1603385 1741546 66.91% 3.862%
73 20.721 3025 3032 3036 rBV2 111642 229734 8.83% 0.509%
74 20.774 3036 3041 3044 rVVv2 244408 406136 15.60% 0.901%
75 20.815 3045 3048 3052 rVvVv 375998 520846 20.01% 1.155%

76 20.850 3052 3054 3061 rvVv 116311 179722 6.91% 0.399%

77 20.927 3064 3067 3070 rvv4 58268 73596 2.83% 0.163%
78 20.968 3072 3074 3079 rVB3 48238 62669 2.41% 0.139%
79 21.039 3081 3086 3087 rVv3 49780 82311 3.16% 0.183%

80 21.080 3087 3093 3097 rVVv2 1596837 2602678 100.00% 5.771%

81 21.115 3097 3099 3106 rVB 424898 586850 22.55% 1.301%
82 21.386 3142 3145 3150 rBV3 48540 82044 3.15% 0.182%
83 21.439 3151 3154 3157 rVB5 53763 58709 2.26% 0.130%
84 21.621 3178 3185 3190 rBV2 230035 440714 16.93% 0.977%
85 21.697 3190 3198 3202 rVV3 421757 614452 23.61% 1.363%

86 21.809 3213 3217 3220 rBV 62217 94573 3.63% 0.210%
87 21.991 3246 3248 3256 rVB9 37703 61156 2.35% 0.136%
88 22.597 3344 3351 3357 rBV2 527611 1630503 62.65% 3.616%
89 22.744 3373 3376 3381 rVB2 84439 131397 5.05% 0.291%
90 23.038 3421 3426 3429 rBvV 210911 367968 14.14% 0.816%

91 23.091 3429 3435 3439 rVV2 889434 1643567 63.15% 3.644%
92 23.127 3439 3441 3450 rVB 330610 540152 20.75% 1.198%
93 23.221 3450 3457 3462 rBV2 689780 1312629 50.43% 2.911%
94 23.262 3462 3464 3473 rVB2 106599 200755 7.71% 0.445%
95 23.750 3541 3547 3554 rVB 329407 614971 23.63% 1.364%

96 23.827 3554 3560 3569 rVB 502853 929054 35.70% 2.060%
97 25.274 3799 3806 3812 rBV3 146771 478358 18.38% 1.061%
98 25.509 3840 3846 3850 rBV9 61169 160347 6.16% 0.356%
99 26.091 3935 3945 3955 rVB3 474006 1372322 52.73% 3.043%
100 27.556 4187 4194 4204 rVB8 170126 543974 20.90% 1.206%

Sum of corrected areas: 45097237
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample : 13627-09

Misc :

ALS Vial : 36 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

Abundance TIC: BM010720.D

1500000

1000000

10.22
500000 9.85

6.65 7.00 146 8.16 g0 9.32 0.36

o vl L L L

I
Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM010720.D
19,27
1500000
16.96
15.11
16.496
1000000 3.80
13.5%
14.11
17.79 18.94 14 39
13.43

500000 .58 14.32 15.24

14|08 17.11

12.99 . 7! if T 7867
e AL L B8P so09) 150 1odpios 1replteiumms BRI H SRS T
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 18.50 19.00 19.50 20.00
Abundance TIC: BM010720.D
0.65 21,08

1500000

23.09
1000000

500000

T

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 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\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample : 13627-09

Misc :

ALS Vial : 36 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 _alpha.-Pinene Concentration Rank 6

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

6.17 10.56 ng/ul 280861 1,4-Dichlorobenzene-d4 7.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 95
2 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-70-8 91
3 (+)-4-Carene 136 C10H16 029050-33-7 91
4 trans-.beta.-Ocimene 136 C10H16 003779-61-1 91
5 (+)-3-Carene 136 C10H16 000498-15-7 91

Abundance Scan 558 (6.169 min): BM010720.D (-552) (-) m/z 93.10 100.00%
9B
5000 77
% 53 65 105 121 . . 580 6.00 6.20 640 6.60
0 e e 2 Tm/z 91.10  54.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15699: .alpha.-Pinene
93
5000 T T T T T T T TR
07 22 77 580 6.00 6.20 6.40 6.60
53 m/z 77.10 36.71%
OII\IIII‘IINI \H\ ‘uuluu‘l‘uuu‘||“||||‘|||l||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
93
580 6.00 6.20 640 6.60
5000 m/z 92.10 36.12%
41 "
53 65 105 121 4136
e R U S L L W L L B WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15689: (+)—4—Carene L L L L L N DL B
983 5.80 6.00 6.20 6.40 6.60
m/z 79.10 31.60%
43
5000 79
“ 55 67 ‘ H 105 % 136
o...,ﬂh.,”Uk I w..‘,N”.J.”l,..”,..”,..”,.... DY § W
m/z--> 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40 6.60

SOM-EPA-BM062017 .M Fri Jun 30 05:45:44 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample : 13627-09

Misc :

ALS Vial : 36 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 Bicyclo[5.2.0]nonane, 2-met... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.43 12.87 ng/ul 766142 Acenaphthene-d10 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Bicyclo[5-2.0]nonane, 2-methylen... 204 C15H24
2 Bicyclo[7.2.0]Jundec-4-ene, 4,11,... 204 C15H24

242794-76-9 94
000118-65-0 93

3 Caryophyllene 204 C15H24 000087-44-5 74
4 Alloaromadendrene 204 C15H24 025246-27-9 60
5 Cyclohexene, 5-methyl-3-(1-methy... 136 C10H16 056816-08-1 49
Abundance Scan 1792 (13.427 min): BM010720.D (-1787) (-) m/z 91.05 100.00%
5000
13.20 13.40 13.60 13.80
0 m/z 93.10 82.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64421: Bicyclo[5.2.0]nonane, 2-methylene-4,8,8-trimethyl-...
93
105 133
79
41
5000
119 161 13.20 13.40 13.60 13.80
55 6 148 189 m/z 79.00 77.31%
A
0...“M.JM.Jw“HuJM..:ﬁl‘vﬂ”ullnh ‘..h,”..,h..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
4 69 o3
133 13.20 13.40 13.60 13.80
5000 55 m/z 41.10 70.71%
1
97 8 107 5
148 161
175 189 204
ol e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64272: Caryophyllene T
983 133 13.20 13.40 13.60 13.80
41 79 m/z 133.10 60.87%
105
5000 55 6 120
147 161
27 175 189
15 et L | 24
¥ VRPN VR R A S A WVA W—
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample : 13627-09

Misc :

ALS Vial : 36 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 Dodecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.79 2.06 ng/ul 169588 Phenanthrene-d10 16.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 50
2 Undecanoic acid 186 C11H2202 000112-37-8 46
3 Decanoic acid, silver(l+) salt 278 C10H19Ag02 013126-67-5 43
4 Dodecanoic acid 200 C12H2402 000143-07-7 38
5 n-Decanoic acid 172 C10H2002 000334-48-5 38
Abundance Scan 2364 (16.792 min): BM010720.D (-2360) (-) m/z 73.05 100.00%
5000
16.40 16.60 16.80 17.00 17.20
0 m/z 55.10 75.87%
m/z--> 50 100 150 200 250 300 350
Abundance #61122: Dodecanoic acid
3
5000
43 129 16.40 16.60 16.80 17.00 17.20
101 157 m/z 43.05 67.21%
M ‘ 200
o |“h‘|“h|‘|hl;‘;‘I‘ll‘l|l||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
41 90
16.40 16.60 16.80 17.00 17.20
5000 m/z 60.00 61.26%
g7 129
16 157 186
L L L L L L W B B
m/z--> 50 100 150 200 250 300 350 \
Abundance #125286: Decanoic acid, silver(1+) salt e mmaaE LR TAN e
3 16.40 16.60 16.80 17.00 17.20
m/z 41.05 60.42%
43 155
5000 129
98
0! mhublHll I R 217 — 2719 ??OII . ?87|
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample : 13627-09

Misc :

ALS Vial : 36 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 Palmitoleic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.67 2.07 ng/ul 170485 Phenanthrene-d10 16.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Palmitoleic acid 254 C16H3002 000373-49-9 74
2 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-92-8 60
3 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-93-9 52
4 1-Pyrroline, 3-ethyl- 97 C6H11IN 1000073-06-0 49
5 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 49
Abundance Scan 2513 (17.668 min): BM010720.D (-2507) (-) m/z 69.10 100.00%

5000

17.40 17.60 17.80 18.00
m/z 55.05 92.76%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105669: Palmitoleic acid

° 69

5000
17.40 17.60 17.80 18.00

m/z 83.00 60.14%

124 236
. 137 152165 179192 207901
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55 111
69
83 17.40 17.60 17.80 18.00
5000 97 m/z 41.10 56.38%
179
0 124137 151165 208
R A e AR RAREE Bas s B S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67968: Cyclohexane, 1-(cyclohexylmethyl)-2-ethyl-, cis-
4 55 11 17.40 17.60 17.80 18.00
69 m/z 97.00 48.62%
83
5000

208
124137 151165

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample : 13627-09

Misc :

ALS Vial : 36 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 Hexadecenoic acid, Z-11- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.73 4.28 ng/ul 353032 Phenanthrene-d10 16.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 91
2 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 72
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 70
4 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 64
5 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 58
Abundance Scan 2524 (17.733 min): BM010720.D (-2519) (-) m/z 55.10 100.00%

5000

111
125 151165 2 236 17.40 17.60 17.80 18.00

207221
0! m/z 69.10 72 .34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105682: Hexadecenoic acid, Z-11-

5000
17.40 17.60 17.80 18.00
m/z 41.10 57.10%
0 125 152 171 192 918 236 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
41
17.40 17.60 17.80 18.00
5000 69 m/z 83.10 41.91%
83 97
111

o 125 152166 192208222236 254

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129339: cis-Vaccenic acid

17.40 17.60 17.80 18.00
m/z 97.05  40.72%

5000

111

207222236250264 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00

125 151165180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample : 13627-09

Misc :

ALS Vial : 36 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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.79 11.34 ng/ul 935461 Phenanthrene-d10 16.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 86
2 Dodecanoic acid 200 C12H2402 000143-07-7 70
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 60
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58

Abundance Scan 2534 (17.792 min): BM010720.D (-2529) (-) 73.10 100.00%

227 256 17.40 17.60 17.80 18.00 18.20
0 m/z 60.00 69.58%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 60 73
5000

29 17.40 17.60 17.80 18.00 18.20
H 129 1 214 m/z 41.05 65.88%

7B
41 60
5000
o 129 013
j 157
g 115 | 157171185 g

7 115 17
“ﬁ‘ } \ 143157 185198

O e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73
60
17.40 17.60 17.80 18.00 18.20
m/z 55.10 64.31%
5000 43 129
87 115 157
101 143 | 171, __ 200
183
O T T T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 78 17.40 17.60 17.80 18.00 18.20
m/z 43.10 62.87%
5000 129
97 115 157171 1g5 213 256
| ‘ ‘ 143 199 | 227
P 1 TR e o W < A 7S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.40 17.60 17.80 18.00 18.20

SOM-EPA-BM062017 .M Fri Jun 30 05:45:48 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample : 13627-09

Misc :

ALS Vial : 36 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 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.09 4.11 ng/ul 534776 Chrysene-di12 21.08
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 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Octadecanoic acid 284 C18H3602 000057-11-4 81
Abundance Scan 2755 (19.092 min): BM010720.D (-2750) (-) m/z 73.00 100.00%
7B
41
5000

18.80 19.00 19.20 19.40

0 m/z 41.05 71.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 5§
129
5000 28 284
18.80 19.00 19.20 19.40
m/z 43.05 68.20%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 18.80 19.00 19.20 19.40
5000 m/z 60.10 67.35%
129
2f o7 185 284
115 171 241
12 144 213 255

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid AR REE s e S
18.80 19.00 19.20 19.40
m/z 55.10 65.13%

5000

18.80 19.00 19.20 19.40

SOM-EPA-BM062017 .M Fri Jun 30 05:45:50 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample : 13627-09

Misc :

ALS Vial : 36 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 unknown-01 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
'20.65 13.38 ng/ul 1741550  Chrysene-d12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3-Phenyl-N-m-tolyl-acrylamide 237 CIGHISNO 1000296-12-9 47
2 Cinnamoylglycine, methyl ester 219 C12H13NO3 040778-04-9 47

3 1,3-Bis(cinnamoyloxymethyl)adama... 456 C30H3204 303797-58-2 47

4 Propanedioic acid, nitrile, hydr... 229 C12H11N302 294878-35-6 47
5 Cinnamyl cinnamate 264 C18H1602 000122-69-0 43
Abundance Scan 3020 (20.650 min): BM010720.D (-3015) (-) m/z 131.00 100.00%
131
5000 77 103
51 l 219 LI e o e e e
20.40 20.60 20.80 21.00
173 264
Ot g Wb L 20197 | 241264287 sl n77 115.00  55.33%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #91594: 3-Phenyl-N-m-tolyl-acrylamide
131
107
5000 77 lllllllllllllllllllllll
20.40 20.60 20.80 21.00
51 237 m/z 103.00 48 .46%
ok ﬁw.%.‘Nh.. B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
131
e R
20.40 20.60 20.80 21.00
5000 103 m/z 77.05 46 .47%
77
51 218
160 188
O e S R A T B e e RO
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228521: 1,3-Bis(cinnamoyloxymethyl)adamantane P e T

5000

160 193217 262 308

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

20.40 20.60 20.80 21.00

m/z 117.05

42 _.52%

20.40 20.60 20.80 21.00

SOM-EPA-BM062017 .M Fri Jun 30 05:45:51 2017

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample : 13627-09

Misc :

ALS Vial : 36 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 1-Phenanthrenecarboxylic ac... Concentration Rank 16

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

20.77 3.12 ng/ul 406136 Chrysene-di12 21.08

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 89
2 Dehydroabietic acid 300 C20H2802 001740-19-8 89
3 Dehydroabietic acid 300 C20H2802 001740-19-8 89
4 Dehydroabietic acid 300 C20H2802 001740-19-8 81
5 Butanoic acid, 2-(cyano)(2,4,6-t... 300 C17H20N203 1000267-71-7 46

Abundance Scan 3040 (20.768 min): BM010720.D (-3036) (-) m/z 228.10 100.00%
8
5000
20.40 20.60 20.80 21.00
o m/z 239.20 67.62%
m/z--> 50 100 150 200 250 300
Abundance #145029: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10,10...
285
239
5000
197 20.40 20.60 20.80 21.00
141 m/z 226.05 52.72%
43 115 59
N .. %1, — W‘ﬁwﬁWHH?Q.”; L2 L2
m/z--> 50 100 150 200 250 300
Abundance
285
239
20.40 20.60 20.80 21.00
5000 2 m/z 227.10 52.54%
197
141
69 91 117 159
o 177 214 257 302
T B e e e e L A e e L B e e o LA
m/z--> 50 100 150 200 250 300
Abundance #144998: Dehydroabietic acid
239 285 20.40 20.60 20.80 21.00
m/z 285.20 33.34%
5000
197
43 117 141159 \
o8, [ 67 % e e b7 e
m/z--> 50 100 150 200 250 300 20.40 20.60 20.80 21.00

SOM-EPA-BM062017 .M Fri

Jun 30 05:45:52 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample : 13627-09

Misc :

ALS Vial : 36 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 Trifluoroacetoxy hexadecane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
20.82  4.00 ng/ul 520846  Chrysene-di2 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Trifluoroacetoxy hexadecane 338 C18H33F302  006222-03-3 80

018992-03-5 74
074339-53-0 72

2 Bromoacetic acid, octadecyl ester 390 C20H39Bro02
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302

4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 72
5 1-Hexacosanol 382 C26H540 000506-52-5 64
Abundance Scan 3049 (20.821 min): BM010720.D (-3045) (-) m/z 69.10 100.00%
4
43
5000
49168 189200 20.60 20.80 21.00 21.20
0 m/z 83.10 98.64%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000
20.60 20.80 21.00 21.20
29 125 m/z 97.05 94 .38%
bt | L e s e
m/z--> 50 100 150 200 250 300 350
Abundance
43
69
97 20.60 20.80 21.00 21.20
5000 m/z 55.05 81.01%
121
o 153 181 224 250 597
e e e ey e g
m/z--> 50 100 150 200 250 300 350
Abundance #197885: Trichloroacetic acid, pentadecy! ester I ER AR pEt e e
4 20.60 20.80 21.00 21.20
83 m/z 57.05 77.29%
5000
111
J‘“ L [139 182 210
0 P 7
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20

SOM-EPA-BM062017 .M Fri Jun 30 05:45:53 2017

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample : 13627-09

Misc :

ALS Vial : 36 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 11 Benz[a]anthracene, 11-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

21.62 3.39 ng/ul 440714 Chrysene-d12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benz[a]anthracene, 11-methyl- 242 C19H14 006111-78-0 78
2 1H-Benz[f]indene, 2-phenyl- 242 C19H14 1000305-22-4 64
3 Benz[a]anthracene, 7-methyl- 242 C19H14 002541-69-7 64
4 Benz[a]anthracene, 8-methyl- 242 C19H14 002381-31-9 64
5 Benz[a]anthracene, 5-methyl- 242 C19H14 002319-96-2 60

Abundance Scan 3185 (21.621 min): BM010720.D (-3178) (-) m/z 242.10 100.00%

242

5000

21.40 21.60 21.80 22.00

272 205 31.6 355 401

o N SR B I S m/z 123.00 59.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #96060: Benz[a]anthracene, 11-methyl-
242
5000 LI I L L L L BB

21.40 21!60 21.80 22.00
m/z 239.05  23.40%

121
39 63 87 | 140163 189 215

1
m/z--> 50 100 150

| T | T
200 250 300 350 400

Abundance
242
e R A e
21.40 21.60 21.80 22.00
5000 m/z 67.10 21.84%
165
oL 51 74 95 120139 7 189 215
T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #96048: Benz[a]anthracene, 7-methyl- R R
242 21.40 21.60 21.80 22.00
m/z 243.05 21.73%
5000
119
oL39 63 94 77139 163 187 215
m/z--> 50 100 150 200 250 300 350 400 21.40 21.60 21.80 22.00

SOM-EPA-BM062017 .M Fri Jun 30 05:45:53 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample : 13627-09

Misc :

ALS Vial : 36 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 12 (DEL) Alkane: Cyclic21.70 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.70 4.72 ng/ul 614452 Chrysene-di12 21.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 95
2 1-Nonadecene 266 C19H38 018435-45-5 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 1-Heptacosanol 396 C27H560 002004-39-9 95
5 Behenic alcohol 326 C22H460 000661-19-8 95
Abundance Scan 3198 (21.697 min): BM010720.D (-3190) (-) m/z 83.10 100.00%
57,83
5000 111
139 21.40 21.60 21.80 22.00
167 272
I Al ',l Al 40 228 2800 S163l 49 n/z 97.10 95.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #69584: Cyclopentadecane
55
83
5000
11 21.40 21.60 21.80 22.00
29 m/z 69.05 92 .54%
‘ M ‘ ‘ 139 182 210
0..h..“...H.‘Hll‘.”.‘l|...‘.|l.......|....|....|....
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 97
69 S BN BRI BN B
21.40 21.60 21.80 22.00
5000 m/z 57.10 88.91%
125
ol 15 154 182 210 238 266
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
3 21.40 21.60 21.80 22.00
m/z 55.05 88.10%
5000
o 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400 21.40 21,60 21.80 22.00

SOM-EPA-BM062017 .M Fri Jun 30 05:45:54 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample : 13627-09

Misc :

ALS Vial : 36 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 13 Perylene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
22.74 2.00 ng/ul 131397 Perylene-d12 23.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Perylene 252 C20H12 000198-55-0 76
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 76
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 74
4 Benzo[e]pyrene 252 C20H12 000192-97-2 70
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 68
Abundance Scan 3375 (22.738 min): BM010720.D (-3373) (-) m/z 252.05 100.00%
242
5000
95 125450 101 226 | ogo 201 22.40 22.60 22.80 23.00
OO i et ki T3 327392 0T 489 1 L 7550.10 25.32%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104215: Perylene
252
5000
22.40 22.60 22.80 23.00
126 m/z 253.05 25.03%
oL 5074 99, | 150174198224
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
252
22.40 22.60 22.80 23.00
5000 m/z 249.00 9.05%
126
oL 5175 100 | 150174200224
L AU AR BARLELELNS AL SARLELELN UARLELELN DAL SRR DU
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104229: Benz[e]acephenanthrylene  REEaE mEE
252 22.40 22.60 22.80 23.00
m/z 251.05 8.75%
5000
126
0 74 loolﬂ 150174 200224
m/z--> 50 100 150 200 250 300 350 400 450 ' 22.40 22.60 22.80 23.00

SOM-EPA-BM062017 .M Fri Jun 30 05:45:55 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample : 13627-09

Misc :

ALS Vial : 36 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 14 Benzo[e]pyrene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.04 5.61 ng/ul 367968 Perylene-d12 23.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 91
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 81
4 Benzo[a]pyrene 252 C20H12 000050-32-8 81
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 81
Abundance Scan 3426 (23.038 min): BM010720.D (-3421) (-) m/z 252.10 100.00%
242
5000
125 224 22.80 23.00 23.20 23.40
4263 80 gl aral98 Lt W25 3 415 sz 250.10  28.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252
5000
22.80 23.00 23.20 23.40
125 m/z 253.05 22 _.97%
ol_50 74 99, | 146 174 200 224
LI LR WAL AL UL SRS SRR SRR B
m/z--> 50 100 150 200 250 300 350 400
Abundance
252
22.80 23.00 23.20 23.40
5000 m/z 251.05 9.49%
126
o 74 99 200 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #104227: Benz[e]acephenanthrylene e B e
252 22.80 23.00 23.20 23.40
m/z 125.05 7 .39%
5000
126
ol39 74 100, | 150174 200224 ||
LI SR WAL AL UL SRS SRR SRR SR
m/z--> 50 100 150 200 250 300 350 400 22.80 23.00 23.20 23.40

SOM-EPA-BM062017 .M Fri Jun 30 05:45:56 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample : 13627-09

Misc :

ALS Vial : 36 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 15 Methoxyacetic acid, 4-hexad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.75 9.37 ng/ul 614971 Perylene-di12 23.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methoxyacetic acid, 4-hexadecyl ... 314 C19H3803 1000282-99-0 90
2 2-methyloctacosane 408 C29H60 1000376-72-8 87
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
4 Hentriacontane 437 C31H64 000630-04-6 83
5 Nonadecane 268 C19H40 000629-92-5 76
Abundance Scan 3547 (23.750 min): BM010720.D (-3541) (-) m/z 57.05 100.00%

57
85
5000

23 40 23 60 23. 80 24 00

141 169199211

253 282
bk, 32 3% m/z 71.10 96.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156549: Methoxyacetic acid, 4-hexadecy! ester
57 85
5000 LA L L L B L

23.40 23.60 23.80 24.00
‘ 117 225 m/z 85.05 67 .57%
[

29 141 197
0 \‘ \‘“ ‘\ \\“\“\H “H \\‘ ‘ ‘169 “ 269
L i o ,....,....,....,....
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

23.40 23.60 23.80 24.00
5000 85 m/z 43.05 67.32%

113
0 29 141 169 197 225 267 295 365 393
e = = SRR e L L L
miz--> 50 100 150 200 250 300 350 400
Abundance :

#185535: Heptadecane, 9-octyl-
57 23.40 23.60 23.80 24.00

m/z 99.10 24 _.67%

5000 85
113
ol \ |70 241 169 197 %39 267 204 323 352
S 0 0 IR i LAY - A= R -7 I

m/z--> 50 100 150 200 250 300 350 400 23.40 23.60 23.80 24.00

SOM-EPA-BM062017 .M Fri Jun 30 05:45:57 2017

Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample : 13627-09

Misc :

ALS Vial : 36 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 16 Tetratriacontyl pentafluoro... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.83 14.16 ng/ul 929054 Perylene-d12 23.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontyl pentafluoropropi... 641 C37H69F502 1000351-81-5 55
2 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 53
3 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 53
4 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 53
5 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 53
Abundance Scan 3561 (23.832 min): BM010720.D (-3554) (-) m/z 83.10 100.00%
e Jk
25157 RSN AU AR SN
297 23.60 23.80 24.00 24.20
266
ob kbl [ 100020 20671 se2 | w/z 97.10  76.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #242008: Tetratriacontyl pentafluoropropionate
57
97
5000 LN SUMLILE UM AL A
23.60 23.80 24.00 24.20
m/z 69.05 58.20%

0 26‘ ‘\ " \ 4 ;81 222 264 320 362 405 446476 521 622
T R R R R R R R e e R RRRRE R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57

97 23.60 23.80 24.00 24.20
5000 m/z 57.05 55.65%
ol26 139 181 poppsp 322 367 418
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241205: Octacosy! heptafluorobutyrate R e e N R
57 23.60 23.80 24.00 24.20

m/z 43.05 40.40%

97
5000
39
ol 28] 1] PL 181 236 278 320 392 437 588

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 23 60 23.80 24.00 24.20

SOM-EPA-BM062017 .M Fri Jun 30 05:45:57 2017 Page: 20



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample : 13627-09

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM062017 .M
Quant Title : 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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
25.27  7.29 ng/ul 478358  Perylene-d12 23.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 pentacosane 352 C25H52 000629-99-2 93

2 n-Hexadecanoic acid,methyl(tetra... 354 C21H4202Si

1000217-04-1 91

3 Heneicosane 296 C21H44 000629-94-7 89
4 Heptadecane 240 C17H36 000629-78-7 87
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 3805 (25.268 min): BM010720.D (-3799) (-) m/z 57.10 100.00%
5|7
85
5000
113
155 213 25.00 25.20 25.40 25.60
183 249 289 325 352 401 430
Ottt m/z 71.05 92 .89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57
5000 85
25.00 25.20 25.40 25.60
m/z 85.10 77.63%
113 141
ol 2201|4169 211 230 267 205 323 352
e T e T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 171
339 25.00 25.20 25.40 25.60
5000 99 199 m/z 43.10 71.99%
& 227
311
199 255 283
O T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane B e s
57 25.00 25.20 25.40 25.60
m/z 99.10 32.05%
85
5000
29 113
oL UL Ly T 141 169 197 225 253 296
et A A e e e e
m/z--> 50 100 150 200 250 300 350 400 25.00 25.20 25.40 25.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample : 13627-09

Misc :

ALS Vial : 36 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 18 unknown-02 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
25.51  2.44 ng/ul 160347  perylene-d12 23.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3-Phenyl-1-indanone 208 C15H120 016618-72-7 22

001138-01-8 18
023043-88-1 18
1000159-44-5 18
085979-59-5 16

2 1-Cyclododecanone, 2-ethylidene 208 C14H240

3 1H-Purine-2,6-dione, 7-ethyl-3,7... 208 C9H12N402
4 Cyclopentanecarboxylic acid, 4-i... 208 C13H2002

5 Pyrimidine, 2-chloro-4-(4-fluoro... 208 C10OH6CIFN2

Abundance Scan 3846 (25.509 min): BM010720.D (-3840) (-) m/z 73.00 100.00%
208
43
107 147
5000 255
175 284 342
9 401 430 25.20 25.40 25.60 25.80
0 m/z 55.00 85.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #67913: 3-Phenyl-1-indanone
208
5000 LA L L L L L LB L |
179 25.20 25.40 25.60 25.80
0
“102133 l m/z 81.00 80.19%
OI““\‘M\‘H“\H\\‘ “ T
m/z--> 150 OO 250 300 350 400
Abundance
208
41 LN LI L L LN L L LN |
25.20 25.40 25.60 25.80
5000 67 m/z 208.00 78.56%
95 137
165
R T T T T = o T
m/z--> 50 100 150 200 250 300 350 400
Abundance #68244: 1H-Purine-2,6-dione, 7-ethyl-3,7-dihydro-1,3-dimethyl T
208 25.20 25.40 25.60 25.80
m/z 43.00 65.15%
5000 95
67 123 180
Sl s T
(I B FEY BT ol S 0 S S
m/z--> 50 100 150 200 250 300 350 400 25 20 25 40 25. 60 25 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample : 13627-09

Misc :

ALS Vial : 36 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 19 _.beta.-Sitosterol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.09 20.91 ng/ul 1372320 Perylene-d12 23.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 92
2 _gamma.-Sitosterol 414 C29H500 000083-47-6 90
3 .beta.-Sitosterol 414 C29H500 000083-46-5 86
4 5-Cholestene-3-ol, 24-methyl- 400 C28H480 1000214-17-4 35
5 Ergost-7-en-3-ol, (3.beta.)- 400 C28H480 026047-31-4 35
Abundance Scan 3945 (26.091 min): BM010720.D (-3935) (-) m/z 43.05 100.00%

5000

:

25.80 26.00 26.20 26.40

0 m/z 57.05 59.65%
mz--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43
5000 81 LIS L L L L L L
105 25.80 26.00 26.20 26.40
18 213 414 m/z 104.95 52.28%
73 255 303329 g9y
04— ‘: ‘: \I\ |H" i ‘\l\“wl 234 276 354
mz--> 0 50 100 150 200 250 300 350 400
Abundance
43
B
25.80 26.00 26.20 26.40
5000 81 4107 m/z 91.05 49 .60%
145 203 414
213
173 255 329 381
234 276 354
R e T e T o TR e O
mz--> 0 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol B e e e e S
ic} 25.80 26.00 26.20 26.40
m/z 55.10 49_.00%
5000
81 107 414
145 213 303 329
I Mn H‘\ y a*P a7 354 381
Oy N e e s
mz--> 0 50 100 150 200 250 300 350 400 25.80 26.00 26.20 26.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample : 13627-09

Misc :

ALS Vial : 36 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 20 Testosterone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
27 .56 8.29 ng/ul 543974 Perylene-d12 23.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Testosterone 288 C19H2802 000058-22-0 50
2 Pregn-4-en-3-one, 20,21-[(methyl... 356 C22H33B03 030882-65-6 46
3 Cholest-5-en-3-one, 4,4-dimethyl- 412 C29H480 002220-42-0 43
4 Testosterone 288 C19H2802 000058-22-0 41
5 Testosterone 288 C19H2802 000058-22-0 38
Abundance Scan 4195 (27.562 min): BM010720.D (-4187) (-) m/z 124.00 100.00%
4
5000 S
27.20 27.40 27.60 27.80
0 m/z 43.10 92.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134630: Testosterone
124
288
5000 246 L DU IR SUNIE SR
41 79 147 27.20 27.40 27.60 27.80
203 m/z 229.15 72 .40%
o .HN. H‘\I\ “.“”1.7“.1”. I‘“ A ?%7| — —————
m/z--> 50 100 150 200 250 300 350 400
Abundance
124
27.20 27.40 27.60 27.80
5000 m/z 57.10 69.77%
55 o0 147173 L,y 211 O 356
L L L WL W UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #216711: Cholest-5-en-3-one, 4,4-dimethyl- RN B pa me S
124 27.20 27.40 27.60 27.80
m/z 69.10 69.69%
5000 aL2
52 369
95 289
OIIIMIG\I\QIHI\\\IHJI ‘.L.”“.“'li‘.J'l.K‘:?“. ,‘2}:.3..?5.7.‘.”. ‘|3.13... ....“luu e AR R SRR R s ma e
m/z--> 50 100 150 200 250 300 350 400 27.20 27.40 27.60 27.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062317\
Data File : BM010720.D

Acq On 24 Jun 2017 09:14

Operator : SJ/JU

Sample - 13627-09

Misc :

ALS Vial : 36 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]
-alpha.-Pinene 6.17 10.6 ng/ul 280861 1 7.46 532064 20.0
Bicyclo[5.2.0]Jnon... 13.43 12.9 ng/ul 766142 3 14.11 1190620 20.0
Dodecanoic acid 16.79 2.1 ng/ul 169588 4 16.86 1649530 20.0
Palmitoleic acid 17 .67 2.1 ng/ul 170485 4 16.86 1649530 20.0
Hexadecenoic acid... 17.73 4.3 ng/ul 353032 4 16.86 1649530 20.0
Tridecanoic acid 17.79 11.3 ng/ul 935461 4 16.86 1649530 20.0
Octadecanoic acid 19.09 4.1 ng/ul 534776 5 21.08 2602680 20.0
unknown-01 20.65 13.4 ng/ul 1741550 5 21.08 2602680 20.0
1-Phenanthrenecar... 20.77 3.1 ng/ul 406136 5 21.08 2602680 20.0
Trifluoroacetoxy ... 20.82 4.0 ng/ul 520846 5 21.08 2602680 20.0
Benz[a]lanthracene... 21.62 3.4 ng/ul 440714 5 21.08 2602680 20.0
(DEL) Alkane: Cyc... 21.70 4.7 ng/ul 614452 5 21.08 2602680 20.0
Perylene 22.74 2.0 ng/ul 131397 6 23.22 1312630 20.0
Benzo[e]pyrene 23.04 5.6 ng/ul 367968 6 23.22 1312630 20.0
Methoxyacetic aci... 23.75 9.4 ng/ul 614971 6 23.22 1312630 20.0
Tetratriacontyl p... 23.83 14.2 ng/ul 929054 6 23.22 1312630 20.0
(DEL) Alkane: Str... 25.27 7.3 ng/ul 478358 6 23.22 1312630 20.0
unknown-02 25.51 2.4 ng/ul 160347 6 23.22 1312630 20.0
-beta.-Sitosterol 26.09 20.9 ng/ul 1372320 6 23.22 1312630 20.0
Testosterone 27.56 8.3 ng/ul 543974 6 23.22 1312630 20.0
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