LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014530.D

Aca On : 12 Mar 2018 22:47

Operator : SJ/JU

Sample : J1813-16

Misc :

ALS Vial : 14 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 4.628 290 296 299 rBV2 29523 40707 2.35% 0.224%
2 6.693 642 647 659 rBV2 101351 272089 15.74% 1.496%
3 6.834 665 671 682 rBV 93725 174629 10.10% 0.960%
4 7.022 698 703 721 rVB2 150856 300263 17.36% 1.651%
5 7.475 774 780 794 rBV2 253722 467306 27.03% 2.570%
6 8.222 901 907 923 rBV2 144647 354090 20.48% 1.947%
7 8.645 973 979 989 rBV 149705 290079 16.78% 1.595%
8 9.363 1095 1101 1117 rBv2 128831 280626 16.23% 1.543%
9 9.922 1190 1196 1214 rBv4 110023 346496 20.04% 1.906%
10 10.245 1243 1251 1265 rBvV 360403 648542 37.51% 3.567%

11 10.445 1276 1285 1294 rBV5 50978 149450 8.64% 0.822%
12 11.810 1511 1517 1525 rBV4 62666 139183 8.05% 0.766%
13 13.569 1810 1816 1821 rBV 387235 621469 35.94% 3.418%
14 13.616 1821 1824 1835 rVB2 67666 137002 7.92% 0.754%
15 13.833 1854 1861 1869 rBV 454057 688662 39.83% 3.788%

16 14.039 1892 1896 1902 rBV 16481 26295 1.52% 0.145%
17 14.139 1908 1913 1923 rVB2 555500 877088 50.72% 4.824%
18 14.463 1963 1968 1979 rBVS8 55463 203793 11.79% 1.121%
19 15.004 2056 2060 2066 rVB4 22596 32561 1.88% 0.179%
20 15.151 2078 2085 2096 rBV 510243 846546 48.96% 4._.656%

21 15.333 2112 2116 2125 rBV3 121436 251946 14.57% 1.386%
22 15.404 2125 2128 2133 rVB6 18562 32343 1.87% 0.178%
23 15.874 2203 2208 2210 rBV3 17486 26138 1.51% 0.144%
24 16.904 2377 2383 2389 rBvV 796075 1147127 66.34% 6.309%
25 17.010 2395 2401 2415 rVB2 573863 965869 55.86% 5.312%

26 17.568 2490 2496 2501 rBV6 12925 24868 1.44% 0.137%
27 17.692 2512 2517 2523 rBV7 12592 20355 1.18% 0.112%
28 17.815 2531 2538 2546 rBV 273353 408564 23.63% 2.247%
29 18.962 2728 2733 2734 rBV4 26282 39622 2.29% 0.218%

30 18.986 2734 2737 2745 rVB3 67520 114428 6.62% 0.629%

31 19.104 2751 2757 2768 rBV3 126389 236080 13.65% 1.298%
32 19.251 2778 2782 2787 rBV 165502 171134 9.90% 0.941%
33 19.321 2788 2794 2806 rVB 753586 1219263 70.51% 6.706%
34 19.845 2878 2883 2885 rBV6 27325 45717 2.64% 0.251%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014530.D

Aca On : 12 Mar 2018 22:47

Operator : SJ/JU

Sample : J1813-16

Misc :

ALS Vial : 14 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 20.198 2940 2943 2947 rVB6 27017 29945 1.73% 0.165%

36 20.304 2957 2961 2965 rVB 173114 192063 11.11% 1.056%
37 20.833 3047 3051 3056 rVB 284126 318978 18.45% 1.754%

38 21.039 3084 3086 3087 rBV2 27364 17900 1.04% 0.098%
39 21.127 3095 3101 3113 rBV 1167390 1729160 100.00% 9.510%
40 21.692 3194 3197 3198 rBV3 76598 79870 4.62% 0.439%
41 22.133 3270 3272 3276 rVB5 53385 53533 3.10% 0.294%

42 22.609 3350 3353 3358 rVB 229053 319396 18.47% 1.757%
43 22.662 3358 3362 3367 rBV7 118001 201835 11.67% 1.110%
44 23.156 3440 3446 3459 rvVvB2 733239 1418240 82.02% 7.800%
45 23.292 3463 3469 3478 rVB 774211 1401249 81.04% 7.707%

46 23.750 3543 3547 3552 rVB 181811 304002 17.58% 1.672%
47 26.109 3943 3948 3958 rVB10 189934 515411 29.81% 2.835%

Sum of corrected areas: 18181912
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014530.D

Aca On : 12 Mar 2018 22:47

Operator : SJ/JU

Sample : J1813-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

Abundance TIC: BM014530.D

1200000
1000000
800000
600000
400000 10.25

7.47

200000 7.02 22 865
6.6983 8,22 9.36 992

463 I\\ 10.45
e

TR e o e o TR S L I TR L S = = £ SN & U

T
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: BM014530.D

1200000
1000000
800000 16.90 19.32

600000 14.14 17.01

400000

200000

1.81 3. : I O
oLl [ (2408 ~ A 1SOR1%40 1587 _17A37%% AT
Time--> 12.00 12,50 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 TIC: BM014530.D

21113

1200000
23 29

1000000 2318
800000

600000

22.61
23.75 26.11

400000

21469 22.13

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 : BM014530.D

Aca On : 12 Mar 2018 22:47

Operator : SJ/JU

Sample : J1813-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 1 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.81 4.29 ng/ul 139183 Naphthalene-d8 10.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.3.4-Tetrahvdropentalene. 1.1... 171 C12H13N 1000217-18-6 25
2 Pvrimidine. 2-chloro-5-dimethvla... 157 C6H8CIN3 062802-43-1 23
3 Benzene. 2.5-cvclohexadien-1-vI- 156 C12H12 004794-05-2 23
4 Tebuthiuron 228 C9H16N40S 034014-18-1 12
5 1,3-Diaza-5,6-dedihydrocyclohexa... 171 C6HIN30S 021263-85-4 12
Abundance Scan 1517 (11.810 min): BM014530.D (-1511) (-) m/z 156.10 100.00%
156
5000 78 1s
171
2 %2 66 | s | | 1140 1160 1180 1230 1250
(o} m/z 114.90 51.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39115: 1,2,3,4-Tetrahydropentalene, 1,1-dimethyl-3-cyanom...
156
5000 A A R SR
171 nmnmnmnmnm
6 129 m/z 158.00 44 .06%
27 %51 63 71 91 105" ° 140 |
0.. .‘...‘..‘.. l‘..‘.‘ l‘.‘.. v .”. Illh ..‘l. ——r
m/z--> 26 45 eb 80 160 150 150 1éo 1éo '
Abundance
156
1% 150 L0 200 220
5000 m/z 78.00 41 .54%
42 52 68 80
28 101 115 128 141
0"I"”I'"'I'”'I'?q'l'”'l""l”"l""P"'I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28511: Benzene, 2,5-cyclohexadien-1-yl- e A
156 nmnmnmnmnm
m/z 171.10 31.19%
5000
51 78 91 115 141
p® @ | e |
oY PR P S O Y o SN S | S — S E E—
m/z--> 20 40 60 80 100 120 140 160 180 1Mmmmmmmmno
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014530.D

Aca On : 12 Mar 2018 22:47

Operator : SJ/JU

Sample : J1813-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 2 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.82 7.12 ng/ul 408564 Phenanthrene-d10 16.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 70
Abundance Scan 2539 (17.821 min): BM014530.D (-2531) (-) m/z 73.05 100.00%
55 7
5000
97 129 213
l 1o 185 ‘ 26 "' 17,60 17.80 18.00 18.20
o T || .l.-lﬁ Lo ,|. 281 M "m/z 55.05 91.07%
m/z--> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129
83 17.60 17.80 18.00 18.20
o 157 1g5 213 256 m/z 43.05 83.97%
o “‘.:ﬂhl“ ﬁ‘”“.“l I\ ‘. .‘ .‘. ‘I .‘ ; \|23|9 “. —— ——
m/z--> 50 100 150 200 250 300
Abundance
73
43
17.60 17.80 18.00 18.20
5000 129 m/z 60.10 82.18%
185
97 228
oL 26 157 211
m/z--> 55 160 1éo 260 250 300
Abundance #95855: Pentadecanoic acid
43 7B 17.60 17.80 18.00 18.20
m/z 41.05 78.49%
5000 129
97 199 242
{157 l
0! 2 I, i‘ll‘\ l““.“l y ‘. P‘?epl I |\2|2|5| ——
m/z--> 50 100 150 200 250 300 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 : BM014530.D

Aca On : 12 Mar 2018 22:47

Operator : SJ/JU

Sample : J1813-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 3 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.10 2.73 ng/ul 236080 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
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 97
5 Octadecanoic acid 284 C18H3602 000057-11-4 94
Abundance Scan 2756 (19.098 min): BM014530.D (-2751) (-) m/z 73.00 100.00%
1 7B
5
5000 129

151 171 18.80 19.00 19.20 19.40

0 m/z 41.05 96 .54%
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 TT TTTT LR B TTTT
18.80 19.00 19.20 19.40
m/z 43.10 83.13%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
T
57 18.80 19.00 19.20 19.40
5000 m/z 59.95 78.78%
129
27 97 185 284
115 171 241
0 12 144 213 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43 57 7, 18.80 19.00 19.20 19.40

m/z 55.00 69.15%

5000

o”.wx.ﬁh. S MR A

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BM014530.D

Aca On : 12 Mar 2018 22:47

Operator : SJ/JU

Sample : J1813-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 4 unknown-02 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.30 2.22 ng/ul 192063 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 47
2 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 46
3 Nonane. 4-methvlene- 140 C10H20 033717-91-8 43
4 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 41
5 n-Butane, 2-cyclohexyl-1-[1-cycl... 181 C12H23N 038914-51-1 38

Abundance Scan 2960 (20.298 min): BM014530.D (-2957) (-) m/z 57.05 100.00%

57

5000
129 285 i n e A
3 203221 241 269 20.00 20.20 20.40 20.60
0 m/z 56.05 95.75%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #131257: Butyl myristate
56
5000
229 20.00 20.20 20.40 20.60
0
" 9 185 211 o84 m/z 41.05 66.90%
S I . -~
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance
56
B B S
20.00 20.20 20.40 20.60
5000 m/z 43.10 63.67%
285 340
73 129 . 267
97 241
0 39 153 213 311
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #17975: Nonane, 4-methylene- o
56 20.00 20.20 20.40 20.60
m/z 55.05 57.29%
5000
85
3 ‘ ‘ 140
e i Lot
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 20 00 20. 20 20 40 20. 60

SOM-EPA-BM021418.M Tue Mar 13 18:15:15 2018 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014530.D

Aca On : 12 Mar 2018 22:47

Operator : SJ/JU

Sample : J1813-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 5 Behenic alcohol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.83 3.69 ng/ul 318978 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 90
4 1-Tridecene 182 C13H26 002437-56-1 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 87

Abundance Scan 3051 (20.833 min): BM014530.D (-3047) (-) m/z 55.10 100.00%
55
83
5000
111
RN LR BN R
139 167 189208 281 20.60 20.80 21.00 21.20
I— 2% 35 "m/z 43.10 96.01%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
5000 111 LA B L L L L LB
20. 60 20. 80 21. 00 21. 20
- m/z 57.10 91.24%
oL i il \‘\ I “\ , 167 196 224 252 280 308
m/z--> §o 100 150 260 250 360 350
Abundance
57 83
"' 20.60 20.80 21.00 21.20
5000 11 m/z 41.10 86.96%
29 139
o 167 195 222 250 280 308 336
m/z--> §o 160 1%0 260 2%0 300 350
Abundance #164113: Trifluoroacetic acid, pentadecy! ester N h R RS
20.60 20.80 21.00 21.20
83 m/z 69.10 79.83%
5000 111
29
o h 140‘ 182 210 237255 306
m/z--> 50 1 mo 2& @ %o 3% mmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014530.D

Aca On : 12 Mar 2018 22:47

Operator : SJ/JU

Sample : J1813-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.61 4.56 ng/ul 319396 Perylene-di12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 86
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 83
3 Docosane 310 C22H46 000629-97-0 83
4 Docosane 310 C22H46 000629-97-0 83
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 3353 (22.609 min): BM014530.D (-3350) (-) m/z 57.10 100.00%
57
T /\\_—mf’j\MA
5000
11 155 183207 22.20 22.40 22.60 22.80 23.00
Ol A b O G220 221284 823 396 401 489 | “hsz 43.10  87.26%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105885: Octadecane
57
5000 85 AR AU AR BN
22120 22.40 22.60 22.80 23.00
m/z 71.10 64 .60%
o ‘ 4 | [11° 141169 197 205 254
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
57
22.20 22.40 22.60 22.80 23.00
5000 85 m/z 85.05 54 _59%
113141
170
e L S S U S WL L L S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #153223: Docosane
57 22.20 22.40 22.60 22.80 23.00
m/z 41.10 33.55%
5000 85
113
. | 141183211239 267 310
m/z--> 50 ﬁ01% ﬁ £03® 350 400 450 ' 22120 22,40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014530.D

Aca On : 12 Mar 2018 22:47

Operator : SJ/JU

Sample : J1813-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 7 (DEL) Alkane: Cyclic22.66 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
2266  2.88 ng/ul 201835  Perylene-di2 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 e-7-octadecere 252 C18H36 1000130-92-0 64

016742-51-1 43
1000285-58-3 38
038602-14-1 35
022474-68-6 27

2 Hexadecanoic acid. 2-hvdroxv-. m... 286 C17H3403

3 Oxazolol3.2-Elxanthine. 2.3-dihyv... 252 C10H12N404
4 2-Cvclopenten-1-one. 3.4-dihvdro... 252 C14H2004

5 Phosphonic difluoride, (pentaflu... 252 C6F70P

Abundance Scan 3362 (22.662 min): BM014530.D (-3358) (-) m/z 43.05 100.00%
43 g9
97 252
5000
22.40 22.60 22.80 23.00
0b— m/z 55.10 85.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104185: E-7-Octadecene
43
69
97
5000 LA L L L L L L L
22.40 22.60 22.80 23.00
FZS 252 m/z 57.10 85.81%
(e .,.{.., N.$.u1F?.l?% ,.2??. ———
m/z--> 50 100 150 200 250 300 350 400
Abundance
55
83 )
29 22.40 22.60 22.80 23.00
5000 m/z 69.10 84 .75%
111
139 227 286
e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #103355: Oxazolo[3,2-E]xanthine, 2,3-dihydro-2-hydroxymeth... N AR mam e e
83 252 22.40 22.60 22.80 23.00
m/z 83.05 75.92%
5000 181
57 12r 208
152 ]
m/z--> 50 100 150 200 250 300 350 400 22.40 22.60 22.80 23.00

SOM-EPA-BM021418.M Tue Mar
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014530.D

Aca On : 12 Mar 2018 22:47

Operator : SJ/JU

Sample : J1813-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.75 4.34 ng/ul 304002 Perylene-d12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 68
2 Docosane. l1ll-decvl- 451 C32H66 055401-55-3 64
3 2-methviltetracosane 352 C25H52 1000376-72-6 64
4 2-methvloctacosane 408 C29H60 1000376-72-8 64
5 Tetracosane 338 C24H50 000646-31-1 64
Abundance Scan 3547 (23.750 min): BM014530.D (-3543) (-) m/z 57.10 100.00%
57
o MN“/\/\A"
LRI BRI I
7 23.40 23.60 23.80 24.00
239 356 429
o...,L 265 297 328 403 475 77 4310 26930
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #38343: Decane, 3,6-dimethyl-
57
5000 R DAL I SR B
85 23140 23.60 23.80 24.00
29 m/z 71.10 69.58%
141
0 ﬂvltuj'bw'il?m”l"'W""I”"I"'W""I”"
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
23.40 23.60 23.80 24.00
5000 85 m/z 85.10 51.61%
113
Ob gk 2169 197 225 253200 W33 seazer
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185534: 2-methyltetracosane
57 23.40 23.60 23.80 24.00
m/z 41.05 35.52%
5000 85
29 113
o L LE LY ‘1§1‘169 197 225253 309 337
m/z--> 50 100 150 200 250 300 350 400 450 2340 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014530.D

Aca On : 12 Mar 2018 22:47

Operator : SJ/JU

Sample : J1813-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 9 unknown-03 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.11 7.36 ng/ul 515411 Perylene-d12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Nitro-8-methoxv-2H-chromene 207 C10HONO4 062063-07-4 30
2 Di-n-decvilsulfone 346 C20H4202S 111530-37-1 22
3 Benzenamine. 2-(cvclopropvimethy... 207 C12H17NO2 1000327-32-3 14
4 2-Amino-4-hvdroxv-6.8-dimethvl-7... 207 C8H9N502 025477-64-9 11
5 1,2,4-Triazol-3-amine, 5-(1,3,5-... 207 C8H13N7 1000264-16-7 11
Abundance Scan 3948 (26.109 min): BM014530.D (-3943) (-) m/z 43.05 100.00%
207
5000 69 105 147
17| 281255210 303329 o0, 414 25.80 26.00 26.20 26.40 |
(o} m/z 207.05 60.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66644: 6-Nitro-8-methoxy-2H-chromene
207
5000 AR AU DA
160 25 80 26 00 26. 20 26.40
0
0 63 ‘ 118 m/z 57.10 51.79%
0 I\h\\‘\\‘u ‘\\ |“||“|“‘|‘“|‘|l“||||| ——rT T Raman e e
m/z--> 50 150 200 250 300 350 400
Abundance
57 207
85 LN AR
25.80 26.00 26.20 26.40
5000 m/z 55.00 41.42%
29
141
0 111 171 233 261 289 329
m/z--> §0 160 1%0 200 2éo 300 3éo 460
Abundance #66890: Benzenamine, 2-(cyclopropylmethyl)-4,5-dimethoxy- R e EEmEEmma
207 25.80 26.00 26.20 26.40
m/z 105.00 37.67%
5000
164
122
0! 39 W 4 A“ I
m/z--> 50 100 150 260 2éo 300 3éo 460 2580 2600 2620 2640 !
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM031218\
Data File : BM014530.D

Acq On : 12 Mar 2018 22:47

Operator : SJ/JU

Sample - J1813-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM021418_M
Quant Title : 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]
unknown-01 11.81 4.3 ng/ul 139183 2 10.25 648542 20.0
n-Hexadecanoic acid 17.82 7.1 ng/ul 408564 4 16.90 1147130 20.0
Octadecanoic acid 19.10 2.7 ng/ul 236080 5 21.13 1729160 20.0
unknown-02 20.30 2.2 ng/ul 192063 5 21.13 1729160 20.0
Behenic alcohol 20.83 3.7 ng/ul 318978 5 21.13 1729160 20.0
(DEL) Alkane: Str... 22.61 4.6 ng/ul 319396 6 23.29 1401250 20.0
(DEL) Alkane: Cyc... 22.66 2.9 ng/ul 201835 6 23.29 1401250 20.0
(DEL) Alkane: Str... 23.75 4.3 ng/ul 304002 6 23.29 1401250 20.0
unknown-03 26.11 7.4 ng/ul 515411 6 23.29 1401250 20.0
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