LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014525.D

Aca On : 12 Mar 2018 19:46

Operator : SJ/JU

Sample : J1813-02

Misc :

ALS Vial : 9 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 6.687 640 646 662 rBV 172007 441942 18.97% 1.660%
2 6.834 664 671 685 rVB 148229 279176 11.98% 1.048%
3 7.022 697 703 715 rBV 233991 444363 19.08% 1.669%
4 7.475 772 780 795 rBV 208857 407310 17.48% 1.530%
5 8.210 899 905 925 rBV2 247683 540829 23.22% 2.031%
6 8.645 972 979 993 rBV 247385 480236 20.61% 1.803%
7 9.357 1094 1100 1119 rBv2 223952 456997 19.62% 1.716%
8 9.904 1185 1193 1211 rBv2 239700 585047 25.11% 2.197%
9 10.245 1243 1251 1259 rBV 312915 548238 23.53% 2.059%
10 10.422 1272 1281 1301 rBV2 192333 542248 23.28% 2.036%
11 13.010 1714 1721 1725 rBV5 18764 29100 1.25% 0.109%
12 13.116 1732 1739 1746 rVB4 33199 49844 2.14% 0.187%
13 13.257 1758 1763 1767 rBVvV4 44104 66651 2.86% 0.250%

14 13.374 1777 1783 1788 rBvV2 298195 442425 18.99% 1.661%
15 13.427 1788 1792 1800 rVvB2 121171 201123 8.63% 0.755%

16 13.569 1805 1816 1821 rVV 703274 1132535 48.62% 4_.253%
17 13.616 1821 1824 1836 rVB 108135 195485 8.39% 0.734%
18 13.833 1853 1861 1870 rBV 769066 1174231 50.41% 4._.409%
19 14.045 1888 1897 1900 rBv4 33713 68176 2.93% 0.256%
20 14.145 1907 1914 1922 rBV2 493812 779102 33.44% 2.926%

21 14.445 1960 1965 1988 rBV3 152379 556635 23.89% 2.090%
22 14.669 1998 2003 2008 rVBS8 12760 28365 1.22% 0.107%
23 15.004 2056 2060 2066 rVv2 38989 52693 2.26% 0.198%
24 15.145 2079 2084 2093 rBvV2 871821 1422057 61.04% 5.340%
25 15.327 2108 2115 2124 rBV2 273471 539372 23.15% 2.025%

26 15.427 2124 2132 2141 rVB2 255241 417112 17.91% 1.566%
27 15.627 2160 2166 2175 rVB4 58233 98551 4.23% 0.370%
28 15.868 2202 2207 2214 rBV4 29596 45136 1.94% 0.169%
29 16.904 2378 2383 2393 rVB 729764 1042445 44.75% 3.915%
30 17.010 2394 2401 2416 rBV2 1064976 1700788 73.01% 6.387%

31 17.757 2523 2528 2533 rBV5 19256 25645 1.10% 0.096%
32 17.815 2533 2538 2550 rBV2 225320 353745 15.19% 1.328%
33 18.956 2727 2732 2735 rBvV4 53075 81788 3.51% 0.307%
34 18.986 2735 2737 2748 rVB9 36391 73876 3.17% 0.277%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014525.D

Aca On : 12 Mar 2018 19:46

Operator : SJ/JU

Sample : J1813-02

Misc :

ALS Vial : 9 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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM021418_.M
SVOA CALIBRATION

Method
Title

35 19.109 2753 2758 2769 rBV3 112063 193057 8.29% 0.725%

36 19.251 2778 2782 2788 rBV 364081 412948 17.73% 1.551%
37 19.321 2788 2794 2800 rVV 1475563 2060869 88.47% 7.739%
38 19.368 2800 2802 2806 rVB4 49518 54292 2.33% 0.204%
39 19.562 2832 2835 2840 rBV5 29443 36783 1.58% 0.138%
40 20.027 2909 2914 2922 rBV3 122969 168610 7.24% 0.633%

41 20.198 2936 2943 2947 rBV 1061065 1290811 55.41% 4.847%
42 20.245 2947 2951 2952 rBV2 186785 206893 8.88% 0.777%
43 20.309 2958 2962 2965 rVB 243152 274802 11.80% 1.032%
44 20.368 2969 2972 2976 rBV3 49596 71959 3.09% 0.270%
45 20.403 2976 2978 2983 rVV5 22566 27044 1.16% 0.102%

46 20.833 3047 3051 3060 rBV2 224440 295235 12.67% 1.109%
47 21.127 3096 3101 3114 rBV2 1028979 1481173 63.58% 5.562%
48 21.703 3194 3199 3205 rBV3 308351 485944 20.86% 1.825%
49 23.156 3440 3446 3452 rBV2 1331743 2329554 100.00% 8.748%
50 23.291 3463 3469 3479 rVB2 657086 1314868 56.44% 4.938%

51 23.744 3544 3546 3552 rVB4 90940 145200 6.23% 0.545%
52 25.544 3848 3852 3862 rVB10 210279 476465 20.45% 1.789%

Sum of corrected areas: 26629773
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014525.D

Aca On : 12 Mar 2018 19:46

Operator : SJ/JU

Sample : J1813-02

Misc :

ALS Vial : 9 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

Abundance TIC: BM014525.D

1400000
1200000
1000000
800000
600000

400000 10.25

7.02 747 8.21 8.65 9.36 9.90 Noélz

200000 Gm k
0 Jk—f

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM014525.D

19.32
1400000

1200000
17.01 20.20
1000000
15.14

800000 135%383 16.90

600000
14.15

400000 13.3
' 13833 17.82
200000 1B.48.62 14.45

e ||| Jassris |15 I e

O o L e B B B B A R o e and R

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: BM014525.D
2316

1400000
1200000 21.13
1000000 b3.29
800000
600000

400000

200000

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\BM031218\
Data File : BM014525.D

Aca On : 12 Mar 2018 19:46

Operator : SJ/JU

Sample : J1813-02

Misc :

ALS Vial : 9 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 Longifolene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.37 11.36 ng/ul 442425 Acenaphthene-d10 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lonaifolene 204 C15H24 000475-20-7 99
2 Lonaifolene 204 C15H24 000475-20-7 96
3 Lonaifolene 204 C15H24 000475-20-7 95
4 Naphthalene. 1.2.3.5.6.7.8.8a-0c... 204 C15H24 004630-07-3 95
5 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 010219-75-7 95

Abundance Scan 1782 (13.369 min): BM014525.D (-1777) (-) m/z 91.10 100.00%

5000
189
175 204 13.00 13.20 13.40 13.60
0 m/z 79.10 55.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64270: Longifolene
161
41 o 105 119 133
5000 & 189
67 147 204 13.00 13.20 13.40 13.60
‘ ‘ 175 m/z 105.00 54.23%
i L
L2 4 ‘N J¢,LMJw”llﬂuh@ﬁuﬂwlwh.m”.hlnﬁ.,h.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
a1 94 161
107
55 79 13.00 13.20 13.40 13.60
5000 119 133 189 04 m/z 41.05 50.96%
67
- 147
175
O e T 1 e o B ma et I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64268: Longifolene
41 91 161 13.00 13.20 13.40 13.60
79 107 m/z 161.10 46.17%
55 119
so00f 67 133 189 504
7 147
NI
0...“M..ﬂ.WUﬁhuJM”.LULM$”AWM,JM.JMHM,.M.,J” e Ll S ———
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014525.D

Aca On : 12 Mar 2018 19:46

Operator : SJ/JU

Sample : J1813-02

Misc :

ALS Vial : 9 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 Tricyclo[5.4.0.0(2,8)]Jundec... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.43 5.16 ng/ul 201123 Acenaphthene-d10 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol5.4.0.0(2.8)lundec-9-en... 204 C15H24 005989-08-2 58
2 _alpha.-vlanaene 204 C15H24 1000374-19-0 55
3 Copaene 204 C15H24 003856-25-5 49
4 cis-.beta.-Farnesene 204 C15H24 028973-97-9 49
5 Di-epi-.alpha.-cedrene 204 C15H24 050894-66-1 46

Abundance Scan 1792 (13.427 min): BM014525.D (-1788) (-) m/z 119.05 100.00%

1

5000

13.20 13.40 13.60 13.80
m/z 91.00 84.63%

01
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64464: Tricyclo[5.4.0.0(2,8)Jundec-9-ene, 2,6,6,9-tetrame...
1

41

91 105

5000 204

13.20 13.40 13.60 13.80
m/z 93.00 82.39%

147 161 189
175

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

105
03 119
41 13.20 13.40 13.60 13.80
5000 161 m/z 105.00 63.18%
T i 133
67 147 189 204
175

O LA o o o o o o B o B ML
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64251: Copaene

13.20 13.40 13.60 13.80
m/z 41.00 61.74%

5000

13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014525.D

Aca On : 12 Mar 2018 19:46

Operator : SJ/JU

Sample : J1813-02

Misc :

ALS Vial : 9 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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.43 10.71 ng/ul 417112 Acenaphthene-d10 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol4.4.0.0(2.8)1dec-3-en-5-01 150 C10H140 1000193-38-7 46
2 Piperonvlamine 151 C8H9NO2 002620-50-0 30
3 1.4 Benzodioxan-6-amine 151 C8H9NO2 022013-33-8 22
4 Naphthalene. decahvdro-2.2-dimet... 166 C12H22 031124-85-3 22
5 1,4-Cyclohexanedimethanol 144 C8H1602 000105-08-8 22
Abundance Scan 2132 (15.427 min): BM014525.D (-2124) (-) m/z 95.10 100.00%
5000
64 177 189 201 15.20 15.40 15.60 15.80
0 m/z 43.05 71.87%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #23796: Tricyclo[4.4.0.0(2,8)]dec-3-en-5-0l
95
5000 29 108 150
39 15.20 15.40 15.60 15.80
27 g 67 121 m/z 151.10 67.22%
132
0‘
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
151
15,20 15.40 15.60 15.80
m/z 41.00 66 .32%
5000 . 93 121 135 1
30 51 77
15 105
e S S S UL L S B I L L
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #24832: 1,4 Benzodioxan-6-amine
151 15.20 15.40 15.60 15.80
95 m/z 91.05 50.88%
5000
67
41
15 28 | 52 | 80 | 106 124136
m/z--> 25 45 eb 85 160 150 150 1éo 1éo 260 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014525.D

Aca On : 12 Mar 2018 19:46

Operator : SJ/JU

Sample : J1813-02

Misc :

ALS Vial : 9 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.82 6.79 ng/ul 353745 Phenanthrene-d10 16.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60
Abundance Scan 2539 (17.821 min): BM014525.D (-2533) (-) m/z 72.95 100.00%
78
55
5000
g7 129 213
185 L B L B EULL R
15 | 51877 oo | 227 200 - 17160 17.80 18,00 18.20
(o} m/z 41.00 91.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129
83 17.60 17.80 18.00 18.20
157 213 m/z 43.10 90.77%
143 171185199
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
5 AN SRR AR R
17.60 17.80 18.00 18.20
5000 29 256 m/z 60.10 78.02%
129
97 213
. 15 143157171185, o 227541
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
3 78 17.60 17.80 18.00 18.20
57 m/z 55.05 63.65%
5000 129
29
199
le 143157171185 242
oL15
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\BM031218\
Data File : BM014525.D

Aca On : 12 Mar 2018 19:46

Operator : SJ/JU

Sample : J1813-02

Misc :

ALS Vial : 9 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 5 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.11 2.61 ng/ul 193057 Chrysene-di12 21.13
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 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76
Abundance Scan 2758 (19.109 min): BM014525.D (-2753) (-) m/z 41.10 100.00%
5000
185 241
147 | 284 355 18.80 19.00 19.20 19.40
ol b1 "l'". | '...‘.,....,'. m/z 43.10 90.06%
m/z--> 150 250 300 350
Abundance #131258: Octadecanoic acid
43
5000
18.80 19.00 19.20 19.40
185 sy 284 m/z 73.00 87.00%
0 |15| \‘I . H‘“ u‘h\ M\ i 157\ “. \|2|13| L .‘ 2|6|5 .“. R
m/z--> 200 250 300 350
Abundance
73
43 RN BN B
129 18.80 19.00 19.20 19.40
5000 284 m/z 55.00 76.28%
97 185 241
o 157 213 265
m/z--> o 'go" ' 160" "150" "200" ' 550" ' 560" "3éo
Abundance #131261: Octadecanoic acid
4 78 18.80 19.00 19.20 19.40
m/z 60.00 75.37%
5000 129
185
Ly, T 2
o =\JVﬁMMH\V|j|”\LII\ S
m/z--> 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\BM031218\
Data File : BM014525.D

Aca On : 12 Mar 2018 19:46

Operator : SJ/JU

Sample : J1813-02

Misc :

ALS Vial : 9 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 Hexadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.25 5.58 ng/ul 412948 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 93
2 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 93
3 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 55
4 Hexadecanoic acid. butyl ester 312 C20H4002 000111-06-8 48
5 Butyl 4,8,12-trimethyl-tridecanoate 312 C20H4002 1000336-63-2 38

Abundance Scan 2782 (19.251 min): BM014525.D (-2778) (-) m/z 56.05 100.00%
56
5000
081 312 19.00 19.20 19.40 19.60
o 3% ' "m/z 41.10 91.06%
m/z--> 50 100 150 200 250 300 350
Abundance #154930: Hexadecanoic acid, buty| ester
56
5000
257 19.00 19.20 19.40 19.60
29 83 239 m/z 57.10 78.63%
101
ol—4 ‘.‘ h H‘ N\ \H u‘\ . . 157;]:8? |2|13| : ‘; - |2|83| |3|]\-2| —
m/z--> 50 150 200 250 300 350
Abundance
57
19.00 19.20 19.40 19.60
5000 m/z 43.10 76.57%
239
29 257
o 85 114129 157 185 213 280 312
m/z--> o '55' ' "160" "150" "260" "250" "300" "3éo
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56 19.00 19.20 19.40 19.60
m/z 55.10 64 .54Y%
5000
29
1
m/z--> 55 150 260 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014525.D

Aca On : 12 Mar 2018 19:46

Operator : SJ/JU

Sample : J1813-02

Misc :

ALS Vial : 9 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 7 unknown-02 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.03 2.28 ng/ul 168610 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-1sopropvipodocarpen-12-ol-20-al 300 C20H2802 024035-37-8 47
2 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 35
3 Dihvdronormorphinone 271 C16H17NO3 014696-23-2 35
4 Crinan-1-one 271 C16H17NO3 098301-98-5 35
5 Tridecanoic acid, tert-butyldime... 328 C19H4002Si 104255-78-9 27
Abundance Scan 2915 (20.033 min): BM014525.D (-2909) (-) m/z 271.20 100.00%
2711
5000 175 201 k
43 69 115 145 AR RARmm L
91 229 397 355 19.80 20.00 20.20 20.40
o m/z 201.10 43.16%
m/z--> 50 100 150 200 250 300 350
Abundance #145005: 13-Isopropylpodocarpen-12-ol-20-al
271
5000 B AN AN R R
189 19:80 20.00 20.20 20.40
69 m/z 175.10 38.97%
41 91 115 141159 ‘ ? FZTQ 3?0
0....Hl‘....lu‘.“”h‘” \\\\‘\\ |.‘..|‘....|.
m/z--> 50 100 150 250 300 350
Abundance
271
175 ~10:80 20.00 20.20 20.40
5000 201 m/z 189.10 32.00%
41 69
. 18 91 115 145 229
m/z--> " 50 100 150 200 250 300 350
Abundance #120107: Dihydronormorphinone L
271 19.80 20.00 20.20 20.40
m/z 187.10 30.53%
5000
228
42 g 115 171 200 ‘
OIII‘LMIM“HMI{JH u L\{JI\ " J".‘.. 2|54{|| —— e et
m/z--> 50 100 150 200 250 300 350 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014525.D

Aca On : 12 Mar 2018 19:46

Operator : SJ/JU

Sample : J1813-02

Misc :

ALS Vial : 9 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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.20 17.43 ng/ul 1290810 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 94
2 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 328 C22H3202 015340-82-6 64
3 Oxazole. 2-(l1-naphthalenvl)-5-ph... 271 C19H13NO 000846-63-9 15
4 Dihvdroapohemanthamine 271 C16H17NO3 001153-01-1 14
5 7-Amino-4-methyl-1,8-naphthyridi... 175 C9HIN30 001569-15-9 11
Abundance Scan 2943 (20.198 min): BM014525.D (-2936) (-) m/z 175.10 100.00%
175 271
201
5000
20 | Lo a. | 19080 2000 2020 2040 2060
0 Aol g gl [ 1206 341 m/z 271.20 88.61%
m/z--> 50 100 150 200 250 300 350
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b, ...
271
175
A
5000 201 AU LR BN B
19.80 20.00 20.20 20.40 20.60
69 m/z 201.10 73.71%
18 ‘ ‘ 91 115 ‘ 229
oL——4 ‘.“ I“h' 4 m\ ‘\ M \M\HH MM 1\\\\\ \H \‘u ‘\ \ L I\ i L ——— :
m/z--> 50 100 150 200 250 300 350
Abundance
271
AUV RS R
19.80 20.00 20.20 20.40 20.60
5000 m/z 189.10 41.04%
175
43 6 201 328
o 18 91 115 145 243
m/z--> o 'go" ' 160" "150" ' éoo" ' 550" "300" "3éo
Abundance #120277: Oxazole, 2-(1-naphthalenyl)-5-phenyl- s
211 19.80 20.00 20.20 20.40 20.60
m/z 159.10 37.98%
5000 AA
139 215
28 51 '/ 105 ]° 16645 | 242 "
m/z--> §o 160 150 200 2%0 300 3%0 19.80 20.00 2050 2040 2060
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014525.D

Aca On : 12 Mar 2018 19:46

Operator : SJ/JU

Sample : J1813-02

Misc :

ALS Vial : 9 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 unknown-03 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.24 2.79 ng/ul 206893 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenecarboxvlic acid. 2-... 202 C12H1003 000947-62-6 46
2 4-Carbamovl-3-methoxvauinoline 202 C11H10N202 020844-05-7 38
3 I1.2.51-0Oxadiazolol3.4-alcinnoli... 202 C10H10N40 1000260-59-4 35
4 1-Naphthalenecarboxvlic acid. 2-... 202 C12H1003 000947-62-6 35
5 3,4-[Difluoromethylenedioxy]benz... 202 C8H4F204 000656-46-2 30
Abundance Scan 2950 (20.239 min): BM014525.D (-2947) (-) m/z 202.10 100.00%
202
5000 284
261 a1 " 20.00 20.20 20.40 20.60
0 S | m/z 41.05 84.87%
m/z--> 50 100 150 200 250 300 350
Abundance #62563: 1-Naphthalenecarboxylic acid, 2-methoxy-
202
5000
20.00 20.20 20.40 20.60
143 m/z 199.20 73.18%
115 170
oL, .2?.5|1.‘ .7‘7.. " .‘H.“H.‘ .“‘lh“. ol ‘. e ————
m/z--> 50 100 150 200 250 300 350
Abundance
202
20.00 20.20 20.40 20.60
5000 184 m/z 185.10 68.09%
143
15 44 62 88 e 161
m/z--> o 'goll ' 160" "150" "200" "250" ' 560" ' ééo
Abundance #62200: [1,2,5]-Oxadiazolo[3,4-a]cinnoline, 4,5-dihydro-8-...
202 20.00 20.20 20.40 20.60
20 m/z 55.00 56.58%
5000
51
77 162
L g gt e 144 |
0‘ ‘;H”'\I\AIJIJI\I\ILIulhl\iwlul l\‘.”.luuuuluuuu —— : e BRARE R R e L
m/z--> 50 100 150 200 250 300 350 20.00 20.20 20.40 20.60

SOM-EPA-BM021418.M Tue Mar 13 18:13:11 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014525.D

Aca On : 12 Mar 2018 19:46

Operator : SJ/JU

Sample : J1813-02

Misc :

ALS Vial : 9 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 Octadecanoic acid, butyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
20.31 3.71 ng/ul 274802 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 89
2 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 58
3 Butvl mvristate 284 C18H3602 000110-36-1 38
4 Piperidin-4-carboxvlic acid 129 C6H11NO2 000498-94-2 35
5 Nipecotic acid 129 C6H11NO2 000498-95-3 35
Abundance Scan 2962 (20.309 min): BM014525.D (-2958) (-) m/z 56.10 100.00%

5000

20.00 20.20 20.40 20.60

0 m/z 57.10 85.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #177148: Octadecanoic acid, butyl ester
56
5000 285
340 20.00 20.20 20.40 20.60
129 m/z 43.05 75.72%
‘ ‘83 ’ 185 241 ‘
I N1 A O <l S
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
R R EEE A RRERRRE
20.00 20.20 20.40 20.60
5000 m/z 41.10 71.79%
29 285
83 129
o 107 | 157 185 213 241 310 340
LA e e e e L e o e B I ML o
m/z--> 50 100 150 200 250 300 350 400
Abundance #131257: Butyl myristate
56 20.00 20.20 20.40 20.60
m/z 55.05 64.31%
5000 229
S NI O~ Y g YO YO L1 iy
m/z--> 50 100 150 200 250 300 350 400 20.00 20.20 20.40 20.60

SOM-EPA-BM021418.M Tue Mar 13 18:13:12 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014525.D

Aca On : 12 Mar 2018 19:46

Operator : SJ/JU

Sample : J1813-02

Misc :

ALS Vial : 9 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: Cyclic20.83 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

20.83 3.99 ng/ul 295235 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 93
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 93
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 Cvclopentadecane 210 C15H30 000295-48-7 89
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 87

Abundance Scan 3051 (20.833 min): BM014525.D (-3047) (-) m/z 43.05 100.00%

69

97
5000

-

20.60 20.80 21.00 21.20
m/z 57.10 90.03%

125 154 182203205

0 267 300 341

m/z--> 50 100 150 200 250 300 350 400
Abundance #58279: Cyclotetradecane

83

-

5000

29 20.60 20.80 21.00 21.20
‘ 111 m/z 55.05 88.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance
55
T

83 20.60 20.80 21.00 21.20

5000 m/z 69.05 73.60%
29 111
o 139 168 195 224 252
e T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester SUNNTE P T
3 20.60 20.80 21.00 21.20
69 m/z 41.10 66.44%
97
5000
125
0 J L I l L15\3 196 224
- IIIIIIIII IIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014525.D

Aca On : 12 Mar 2018 19:46

Operator : SJ/JU

Sample : J1813-02

Misc :

ALS Vial : 9 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 12 unknown-04 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.70 6.56 ng/ul 485944 Chrysene-d12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.3.4-Tetrahvdro-7-methoxv-3-m... 229 C14H15N02 032550-51-9 38
2 5-Amino-2-(1-methvlethvl1-1-pent... 271 C15H21N5 1000326-95-8 32
3 Benzene. 1l-acetvl-4-(4-propvlcvc... 244 C17H240 078531-61-0 27
4 1.3-Dihvdro-1-(1-methvl-2-0x0-3-... 229 C13H11NO3 003988-53-2 27
5 Cyclopent-2-ene-1-thioacetic aci... 286 C14H2602SSi 068931-44-2 27
Abundance Scan 3198 (21.697 min): BM014525.D (-3194) (-) m/z 229.20 100.00%
249
5000 43 159 271
mous S i e 51130 260
314 . . . .
o 313360 45 A4S S8 777571.20 42.31%
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #85221: 1,2,3,4-Tetrahydro-7-methoxy-3-methyl-1-oxo-9H-car...
229
5000 R B UL LN A
159 21140 21.60 21.80 22.00
186 m/z 43.10 38.69%
. 6389116 | | |
iz 10 1% e e e e e ws e
Abundance
229
21,40 21.60 21.80 22.00
5000 m/z 159.00 38.17%
5 159
0 71 105132 203 271
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #97556: Benzene, 1-acetyl-4-(4-propylcyclohexyl)-
229 21.40 21.60 21.80 22.00
m/z 243.20 26.65%
5000
43
131
91 L
0:|I-5|H|4|“||L|‘|l|u|‘h‘|‘|||:|l-§0||| |||‘||||||||||||||||||||||||||||
miz--> 0 50 100 150 200 250 300 350 400 450 500 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014525.D

Aca On : 12 Mar 2018 19:46

Operator : SJ/JU

Sample : J1813-02

Misc :

ALS Vial : 9 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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

23.74 2.21 ng/ul 145200 Perylene-d12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 18
2 Sulfurous acid. isohexvl pentvl ... 236 C11H2403S 1000309-14-0 14
3 Pentadecane 212 C15H32 000629-62-9 14
4 3.5-Heptanedione. 4-ethvl-2.2.6.... 212 C13H2402 167545-33-7 14
5 Tetracosane 338 C24H50 000646-31-1 14

Abundance Scan 3545 (23.739 min): BM014525.D (-3544) (-) m/z 57.05 100.00%

281

5000

23.40 23.60 23.80 24.00

0 m/z 281.10 80.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #71396: Pentadecane
57
85
5000 LA L L L L L L LB L |

23.40 23.60 23.80 24.00
m/z 133.00 50.63%

0 “ i
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 8
R RaE R ma
23.40 23.60 23.80 24.00
5000 m/z 41.05 49.09%
o 107 137 167
T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #71394: Pentadecane  REaa
57 23.40 23.60 23.80 24.00
m/z 71.10 48.18%
5000 85
29
o |l ]| ) 118141 168 212
— e ———r T
m/z--> 50 100 150 200 250 300 350 400 23. 40 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014525.D

Aca On : 12 Mar 2018 19:46

Operator : SJ/JU

Sample : J1813-02

Misc :

ALS Vial : 9 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 14 unknown-05 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.54 7.25 ng/ul 476465 Perylene-d12 23.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Bis(trifluoromethvpvrazol 204 C5H2F6N2 014704-41-7 25
2 3H-l1sobenzofuran-1-one. 3-T4-(te... 316 C17H20N204 1000302-63-2 25
3 3-Aminophenol. N.O-bis(trifluoro... 301 C10H5F6NO3 959257-40-0 22
4 3.7.11.15-Tetramethvlhexadeca-1.... 290 C20H340 068931-30-6 22
5 Himachala-2,4-diene 204 C15H24 060909-27-5 15
Abundance Scan 3851 (25.538 min): BM014525.D (-3848) (-) m/z 71.10 100.00%
119147 207
5000
25.20 25.40 25.60 25.80
(o} m/z 69.10 96.20%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64632: 3,5-Bis(trifluoromethyl)pyrazol
69
204
5000 106 137 LN U B SR
25.20 25.40 25.60 25.80
m/z 81.05 70.37%
165
0 ..‘.1‘4;. ‘\ILHIM\IM\I\I‘HI |M.‘..‘.|‘....|....|....|....|....|....|.
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
71 133
43 LN BUN S B
25.20 25.40 25.60 25.80
5000 017 316 m/z 79.00 67.34%
105 173 288
245
e L L UL UL UL S L LS WL W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #145128: 3-Aminophenol, N,O-bis(trifluoroacetyl)- e
69 25.20 25.40 25.60 25.80
m/z 68.10 67.01%
5000 109 204 301
176
134
o ?E?.,L.g,.ﬂ.t,,,,.I,,,,II???Izss?”I,,,,I,,,,Im,l,,,,l,
m/z--> 50 100 150 200 250 300 350 400 450 500 25.20 25.40 25.60 25.80

SOM-EPA-BM021418.M Tue Mar 13 18:13:14 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM031218\
Data File : BM014525.D

Acq On : 12 Mar 2018 19:46

Operator : SJ/JU

Sample - J1813-02

Misc :

ALS Vial : 9 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]
Longifolene 13.37 11.4 ng/ul 442425 3 14.14 779102 20.0
Tricyclo[5.4.0.0(-.. 13.43 5.2 ng/ul 201123 3 14.14 779102 20.0
unknown-01 15.43 10.7 ng/ul 417112 3 14.14 779102 20.0
n-Hexadecanoic acid 17.82 6.8 ng/ul 353745 4 16.91 1042450 20.0
Octadecanoic acid 19.11 2.6 ng/ul 193057 5 21.13 1481170 20.0
Hexadecanoic acid... 19.25 5.6 ng/ul 412948 5 21.13 1481170 20.0
unknown-02 20.03 2.3 ng/ul 168610 5 21.13 1481170 20.0
2-Phenanthrenol, ... 20.20 17.4 ng/ul 1290810 5 21.13 1481170 20.0
unknown-03 20.24 2.8 ng/ul 206893 5 21.13 1481170 20.0
Octadecanoic acid... 20.31 3.7 ng/ul 274802 5 21.13 1481170 20.0
(DEL) Alkane: Cyc... 20.83 4.0 ng/ul 295235 5 21.13 1481170 20.0
unknown-04 21.70 6.6 ng/ul 485944 5 21.13 1481170 20.0
(DEL) Alkane: Str... 23.74 2.2 ng/ul 145200 6 23.30 1314870 20.0
unknown-05 25.54 7.3 ng/ul 476465 6 23.30 1314870 20.0
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