LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013540.D

Acq On : 26 Dec 2017 18:26

Operator : SJ/JU

Sample : 17046-09

Misc :

ALS Vial : 14 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-BM113017 .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 6.851 633 640 655 rBv2 898896 1684697 39.67% 2.897%
2 7.010 661 667 679 rvB 691251 1063842 25.05% 1.829%
3 7.204 693 700 709 rBVY 936357 1495316 35.21% 2.571%
4 7.669 772 779 785 rBV 943687 1502876 35.39% 2.584%
5 8.375 892 899 909 rBV 1222056 1994350 46.96% 3.429%
6 8.822 967 975 984 rBVY 961603 1594363 37.54% 2.741%
7 9.539 1090 1097 1105 rBV 812720 1370234 32.26% 2.356%
8 10.075 1181 1188 1199 rBV 1208292 2111163 49.71% 3.630%
9 10.445 1244 1251 1259 rVB 1429101 2312685 54.45% 3.977%
10 10.592 1268 1276 1289 rBV 883293 1636550 38.53% 2.814%
11 13.133 1699 1708 1712 rBV4 42017 67835 1.60% 0.117%

12 13.727 1802 1809 1813 rBV 2314043 3152198 74.22% 5.420%
13 13.774 1813 1817 1824 rVV 652188 930738 21.92% 1.600%
14 14.004 1846 1856 1864 rBV 2587343 3769153 88.75% 6.481%
15 14.215 1885 1892 1896 rBV 136725 176438 4._.15% 0.303%

16 14.310 1899 1908 1917 rBV2 1976475 3097379 72.93% 5.326%
17 14.533 1940 1946 1961 rBvV2 598090 1128209 26.57% 1.940%
18 14.833 1993 1997 2003 rVB4 34504 51511 1.21% 0.089%
19 15.168 2050 2054 2061 rVB 163253 203940 4_80% 0.351%
20 15.310 2072 2078 2084 rBV 3014143 4246969 100.00% 7.303%

21 15.445 2095 2101 2113 rBV 679533 1049523 24.71% 1.805%

22 15.551 2115 2119 2122 rBV4 43112 70605 1.66% 0.121%
23 16.033 2197 2201 2209 rBV 122357 172538 4._.06% 0.297%
24 16.827 2331 2336 2341 rBV3 43738 70426 1.66% 0.121%

25 17.062 2369 2376 2382 rBV 2304866 3200056 75.35% 5.502%

26 17.156 2386 2392 2404 rVB2 2855857 4101963 96.59% 7.053%
27 17.709 2479 2486 2487 rBV6 42345 78518 1.85% 0.135%
28 17.968 2525 2530 2536 rBV 718284 1143773 26.93% 1.967%
29 19.098 2718 2722 2725 rBV3 69522 104126 2.45% 0.179%
30 19.250 2743 2748 2760 rBV 335416 563846 13.28% 0.970%

31 19.462 2778 2784 2790 rBV 2758011 3801218 89.50% 6.536%
32 20.444 2941 2951 2954 rBV 153762 414107 9.75% 0.712%
33 20.492 2954 2959 2960 rBV5 131945 179945 4.24% 0.309%
34 20.968 3036 3040 3049 rBvV 806880 1053448 24.80% 1.811%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013540.D

Acq On : 26 Dec 2017 18:26

Operator : SJ/JU

Sample : 17046-09

Misc :

ALS Vial : 14 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 - 0 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-BM113017 .M
SVOA CALIBRATION

35 21.250 3083 3088 3094 rBV 1922457 2432296 57.27% 4.182%

36 21.862 3188 3192 3199 rVB6 157004 274327 6.46% 0.472%
37 22.297 3262 3266 3276 rVB3 273928 451618 10.63% 0.777%
38 23.333 3436 3442 3451 rVB 1658017 3059995 72.05% 5.262%
39 23.474 3460 3466 3473 rBV 1102747 2140879 50.41% 3.681%
40 23.991 3551 3554 3560 rVvB4 122637 203776 4._.80% 0.350%

Sum of corrected areas: 58157429
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013540.D

Acq On : 26 Dec 2017 18:26

Operator : SJ/JU

Sample : 17046-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM013540.D
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Abundance TIC: BM013540.D
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Abundance TIC: BM013540.D
3000000

2500000

21.25

2000000 2333

1500000 P3.47

1000000

500000

e
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013540.D

Acq On : 26 Dec 2017 18:26

Operator : SJ/JU

Sample : 17046-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.97 7.15 ng/ul 1143770 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 81
Abundance Scan 2530 (17.968 min): BM013540.D (-2525) (-) m/z 73.00 100.00%
5000 /
17.60 17.80 18.00 18.20
(o} m/z 41.05 80.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid
6
5000 129 DN UL BN BUMRE B
83 17.60 17.80 18.00 18.20
157 1g5 213 256 m/z 43.10 77 .46%
o OIMIIKILI‘I‘I\II‘I\II “....|....|....|....
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 73
17.60 17.80 18.00 18.20
5000 256 m/z 55.10 71.60%
129
97 213
157 185
L L LA UL UL L UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #95851: Pentadecanoic acid RS R
4 3 17.60 17.80 18.00 18.20
m/z 60.05 68.78%
5000 129
97 199
Lt LT
0<15 ‘.'.',W“.“..l,\‘.{.,.‘...“ e e P
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013540.D

Acq On : 26 Dec 2017 18:26

Operator : SJ/JU

Sample : 17046-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.25 4.64 ng/ul 563846 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 Octadecanoic acid 284 C18H3602 000057-11-4 70
Abundance Scan 2748 (19.250 min): BM013540.D (-2743) (-) m/z 43.10 100.00%
"' 10.00 19.20 19.40 19.60
0! m/z 73.00 95.04%
m/z--> 50 100 150 200 250 300 350
Abundance #131259: Octadecanoic acid
43
73
5000 R NN SRR BN B
129 19.00 19.20 19.40 19.60 '
97 ‘ 185 onl 284 m/z 41.05 85.26%
0 |1|8 ‘\I L“ IH“"‘ hl\ .““H. “‘hl‘ .‘“h. - 157 I\ .‘ — 2|13| L .‘ 2|6|5 . 7
m/z--> 50 100 150 200 250 300 350
Abundance
43 | 73
"' 10.00 19.20 19.40 19.60
5000 129 m/z 59.95 83.51%
o1 185
157 007 241 284
r—rrrrr—r—r——
m/z--> §0 160 1%0 260 2éo 300 3%0
Abundance #95851: Pentadecanoic acid
4 73 19.00 19.20 19.40 19.60
m/z 55.05 79.94%
5000 129 AVWVRMMFJMMUJLNWJWPVNWMMJV
97 199 242
157
0 I]'SI‘ILIllullmlhlklhllxl I‘I{I .[]-E?Q.L.‘Z.Z:?.“l.... ———— S e
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013540.D

Acq On : 26 Dec 2017 18:26

Operator : SJ/JU

Sample : 17046-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 Cycloheptane, 4-methylene-1... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.44 3.41 ng/ul 414107 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cycloheptane, 4-methylene-1-meth... 204 C15H24 1000159-38-5 66
2 1-Oxaspiro[2.5]octane, 5,5-dimet... 206 C14H220 1000195-92-1 44
3 Cyclohexane, l1l-ethenyl-1-methyl-._.. 204 C15H24 000515-13-9 38
4 Cyclohexane, l-ethenyl-1-methyl-... 204 C15H24 110823-68-2 25
5 Spiro[5.5]Jundec-2-ene, 3,7,7-tri... 204 C15H24 018431-82-8 25
Abundance Scan 2950 (20.439 min): BM013540.D (-2941) (-) m/z 93.05 100.00%
5000
20,20 20.40 20.60 20.80
o m/z 205.15 85.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64459: Cycloheptane, 4-methylene-1-methyl-2-(2-methyl-1-p...
107
N —
5000 133 161 20,20 20.40 20.60 20.80
189 m/z 107.00 82.50%
o “l‘.“.‘”luluuu‘l|‘....| e
m/z--> 50 100 150 200 250 300 350 400
Abundance
41 93
HRAUARRR B R B
69 20.20 20.40 20.60 20.80
5000 119 m/z 109.10 80.68%
206
163
141
S L L L UL UL WAL WL
m/z--> 50 100 150 200 250 300 350 400
Abundance #64509: Cyclohexane, 1-ethenyl-1-methyl-2,4-bis(1-methylet... e R R
81 20.20 20.40 20.60 20.80
m/z 147.10 73.48%
4l 107
5000
147
J 189
ANEIR T Y O (o
m/z--> 50 100 150 200 250 300 350 400 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013540.D

Acq On : 26 Dec 2017 18:26

Operator : SJ/JU

Sample : 17046-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 E-15-Heptadecenal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.97 8.66 ng/ul 1053450 Chrysene-d12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 97
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
Abundance Scan 3040 (20.968 min): BM013540.D (-3036) (-) m/z 43.10 100.00%
a3 83
o T J/——A
NN SRR UG
139 20.60 20.80 21.00 21.20
ol g J Ay 262182201221 250270 325 355 | n/77 55 10 97.71%
m/z--> 50 150 200 250 300 350
Abundance #104157. E-15-Heptadecenal
43
83
5000 UNABUMABA RARAR IR &
111 20.60 20.80 21.00 21.20
m/z 83.10 88.27%
o L6 ‘H\ l “\ | 139 168 196 224 252
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
20.60 20.80 21.00 21.20
5000 111 m/z 57.10 88.04%
29
o 139 168 191210 238 66 205
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83 20.60 20.80 21.00 21.20
m/z 69.05 79.83%
5000 e wm\Wlwwwxwﬁuvj\\—~wA~MN”~qv
29
0 | J‘ | 1M1ﬁ9 167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20 |
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013540.D

Acq On : 26 Dec 2017 18:26

Operator : SJ/JU

Sample : 17046-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 (DEL) Alkane: Cyclic21.86 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.86 2.26 ng/ul 274327 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 91
2 n-Pentadecanol 228 C15H320 000629-76-5 53
3 1-Hexadecanol 242 C16H340 036653-82-4 49
4 n-Pentadecanol 228 C15H320 000629-76-5 49
5 Acetic acid, trifluoro-, dodecyl... 282 C14H25F302 006222-00-0 46
Abundance Scan 3192 (21.862 min): BM013540.D (-3188) (-) m/z 83.05 100.00%
55
5000
251 281 2160 21.80 22.00 2220
308 343 397 : : : :
Ofr———Hyd by m/z 97.05 84 .64%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #69584: Cyclopentadecane
55
83
5000 RIS DU DO BRI S
11 21.60 21.80 22.00 22.20
29 m/z 69.10 73 .98%
L w0
0 ..h..“...H.“ll‘.“‘.‘|. | |l...|....|....|....|....|....
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55 83
2160 21.80 22.00 2220
5000 11 m/z 55.10 71.29%
29
o 140 182 5
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #95987: 1-Hexadecanol L A BEREEma s S
55 83 21.60 21.80 22.00 22.20
m/z 43.10 59.30%
5000 111
0 | | 140 168 196 224
m/z--> 0 50 100 150 200 250 300 350 400 450 21'60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013540.D

Acq On : 26 Dec 2017 18:26

Operator : SJ/JU

Sample : 17046-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 Guanidine, N-[3-[(2-bromoph... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.30 3.71 ng/ul 451618 Chrysene-di2 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidine, N-[3-[(2-bromophenyl)... 268 C10H13BrN4 1000349-85-6 60
2 9-Octadecenamide, (Z2)- 281 C18H35NO 000301-02-0 50
3 9-Octadecenamide, (Z2)- 281 C18H35NO 000301-02-0 50
4 9-Octadecenamide, (Z2)- 281 C18H35NO 000301-02-0 49
5 Cyclohexanone, 4-hydroxy-3,3,5,5... 170 C10H1802 017429-06-0 46
Abundance Scan 3266 (22.297 min): BM013540.D (-3262) (-) m/z 59.05 100.00%

5000

207
22.00 22.20 22.40 22.60

249 9go

323 355 385

430

0 m/z 72.05 88.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #116695: Guanidine, N-[3-[(2-bromophenyl)amino]-1-propenyl]-
59
5000
83 22.00 22.20 22.40 22.60
109 134 184 m/z 57.05 67.84%
16 268
0.2?‘.“,““““ i iy e
m/z--> 50 100 150 200 250 300 350 400
Abundance
59
R o e IR
22.00 22.20 22.40 22.60
5000 m/z 43.10 67.52%
83 126
o 105 154 184907 238 281
L e B R e e e B LA e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #128447: 9-Octadecenamide, (2)- A Emma s e

22.00 22.20 22.40 22.60
m/z 55.05 65.27%

5000

T I T T
22.00 22.20 22.40 22.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013540.D

Acq On : 26 Dec 2017 18:26

Operator : SJ/JU

Sample : 17046-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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]
n-Hexadecanoic acid 17.97 7.2 ng/ul 1143770 4 17.06 3200060 20.0
Octadecanoic acid 19.25 4.6 ng/ul 563846 5 21.25 2432300 20.0
Cycloheptane, 4-m... 20.44 3.4 ng/ul 414107 5 21.25 2432300 20.0
E-15-Heptadecenal 20.97 8.7 ng/ul 1053450 5 21.25 2432300 20.0
(DEL) Alkane: Cyc... 21.86 2.3 ng/ul 274327 5 21.25 2432300 20.0
Guanidine, N-[3-[-.. 22.30 3.7 ng/ul 451618 5 21.25 2432300 20.0
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