LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101617\
Data File : BM012234.D

Acq On : 17 Oct 2017 02:23

Operator : SJ/JU

Sample : 15697-01

Misc :

ALS Vial : 19 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-BM101217 .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 6.963 653 659 678 rBv2 765935 1633086 22.82% 2.569%
2 7.128 680 687 700 rvvV 602246 975007 13.62% 1.534%
3 7.322 713 720 735 rBVY 851079 1426231 19.93% 2.244%
4 7.793 794 800 809 rBV 490332 861793 12.04% 1.356%
5 8.510 915 922 938 rBV 1037036 1851019 25.86% 2.912%
6 8.963 991 999 1016 rBVY 838631 1470988 20.55% 2.314%
7 9.687 1114 1122 1133 rBV 762615 1383058 19.32% 2.176%
8 10.228 1204 1214 1231 rBV 1109907 2131308 29.78% 3.353%
9 10.593 1269 1276 1285 rBV 789191 1349121 18.85% 2.123%
10 10.740 1292 1301 1319 rBV 1001714 1996804 27.90% 3.142%
11 11.928 1497 1503 1515 rBV2 40312 91039 1.27% 0.143%

12 13.857 1824 1831 1835 rBV 2641485 3677033 51.38% 5.785%
13 13.904 1835 1839 1855 rVvB 1132115 1635441 22.85% 2.573%
14 14.139 1873 1879 1892 rBV 2842433 4258893 59.51% 6.701%
15 14.322 1902 1910 1919 rBvV4 31291 81352 1.14% 0.128%

16 14.445 1925 1931 1941 rVB2 1328684 2062682 28.82% 3.245%
17 14.675 1963 1970 1991 rBV 601290 1378910 19.27% 2.169%
18 15.445 2094 2101 2107 rBV 3630592 5370808 75.04% 8.450%
19 15.586 2118 2125 2136 rBV 961685 1528647 21.36% 2.405%
20 15.681 2137 2141 2148 rVB3 48098 75545 1.06% 0.119%

21 15.810 2155 2163 2172 rBV 218535 325952 4 _55% 0.513%
22 17.198 2392 2399 2409 rBV2 1848487 2685808 37.53% 4.226%
23 17.298 2409 2416 2431 rVV 4170588 6011054 83.99% 9.457%
24 18.074 2543 2548 2565 rBV 543539 823838 11.51% 1.296%
25 19.227 2737 2744 2756 rBV3 66152 181332 2.53% 0.285%

26 19.351 2761 2765 2774 rBV 289106 439048 6.13% 0.691%
27 19.592 2800 2806 2814 rBV 5422874 7157102 100.00% 11.261%
28 21.063 3052 3056 3064 rBvV 471655 632593 8.84% 0.995%
29 21.380 3105 3110 3119 rBV 1899156 2717466 37.97% 4._275%
30 22.415 3283 3286 3292 rVB 263402 335899 4.69% 0.528%

31 23.533 3469 3476 3489 rVB2 2536928 4952959 69.20% 7.793%
32 23.680 3495 3501 3510 rVB 1045961 2057296 28.74% 3.237%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101617\
Data File : BM012234.D

Acq On : 17 Oct 2017 02:23

Operator : SJ/JU

Sample : 15697-01

Misc :

ALS Vial : 19 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-BM101217 .M
SVOA CALIBRATION

Sum of corrected areas: 63559112
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_M\DATA\BM101617\

BM012234.D

17 Oct 2017 02:23

SJ/JuU

15697-01

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .M
SVOA CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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TIC: BM012234.D

17.30
15.45

138841

14.45

1/8.90
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81

14,

18.07
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O
Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

5000000

4000000

3000000

2000000

TIC: BM012234.D

23.53

21.38
3.68
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0
Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 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\BM101617\
Data File : BM012234.D

Acq On : 17 Oct 2017 02:23

Operator : SJ/JU

Sample : 15697-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.81 3.16 ng/ul 325952 Acenaphthene-d10 14.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H100 000119-61-9 91
5 Benzophenone 182 C13H100 000119-61-9 91
Abundance Scan 2163 (15.810 mid;1): BM012234.D (-2155) (-) m/z 105.00 100.00%
105
[ 182
5000
51
LRI BRI DAL SN B
152 15.40 15.60 15.80 16.00 16.20
ol 2 0.8 i 8 | 126 TS N 201 0 Tz 77.00  72.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47243: Benzophenone
105
" 182
5000
51 15.40 15.60 15.80 16.00 16.20
m/z 182.10 67.71%
27 39 | 63 | 126 192 I
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
U A R R
77 189 15.40 15.60 15.80 16.00 16.20
5000 m/z 51.00 28.84%
51
o 63 89 126 139 152 165
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47241: Benzophenone AR e R R
105 15.40 15.60 15.80 16.00 16.20
m/z 181.10 10.75%
77
5000 182
51
1727 39 | 63 | 89 | 126 152 165 |
m/z--> 20 40 60 80 100 120 140 160 180 200 15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101617\
Data File : BM012234.D

Acq On : 17 Oct 2017 02:23

Operator : SJ/JU

Sample : 15697-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.07 6.13 ng/ul 823838 Phenanthrene-d10 17.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Pentadecanoic acid 242 C15H3002 001002-84-2 83
Abundance Scan 2547 (18.069 min): BM012234.D (-2543) (-) m/z 73.00 100.00%

73
43 &
5000 129
7 213
1115 | 415717118599 | 207 256 082 17.80 18.00 18.20 18.40
o} m/z 43.05 82.89Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 R RN R R B

17.80 18.00 18.20 18.40
m/z 60.00 76.47%

213
143 157171185 199

gl

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

43 60 73

%

17.80 18.00 18.20 18.40
5000{ 29 256 m/z 41.10 75.72%
129

97 115 213
143157171185 100" " 557,

—

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid R e e R R
43 60 73 17.80 18.00 18.20 18.40
m/z 55.05 68.14%
5000
29
‘ 129 171 214
185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18. 00 18 20 18 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101617\
Data File : BM012234.D

Acq On : 17 Oct 2017 02:23

Operator : SJ/JU

Sample : 15697-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.35 3.23 ng/ul 439048 Chrysene-di12 21.38
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 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 96
Abundance Scan 2765 (19.351 min): BM012234.D (-2761) (-) m/z 73.00 100.00%
5000 *vwvm,/¢ﬂwawf\umMNmﬂw*WﬁA,“
19.00 19.20 19.40 19.60
(o} m/z 43.05 93.81%
m/z--> 50 100 150 200 250 300
Abundance #131258: Octadecanoic acid
43 7
5000 129 AU B SR
19.00 19.20 19.40 19.60
97 185 oy 284 m/z 59.95 83.91%
oL .2% \I “I “. ! ‘AM‘. i M 1?7 .‘ .“. | 2|13| L .“ |26|7 .“. ———
m/z--> 50 100 150 200 250 300
Abundance
73
43
129 19.00 19.20 19.40 19.60
5000 284 m/z 41.05 80.91%
97 185 241
oL 26 157 213 267
m/z--> o '55' ' "160' B '150' B '200' B '250' ' "360' L
Abundance #131260: Octadecanoic acid R EARRnEEEet e o
43 73 19.00 19.20 19.40 19.60
m/z 55.10 77 .44%
5000
129 284
“ 97 ‘ 185 241
OIIZI‘I\‘IM\I\I‘ "hl‘ M“"ﬁ |‘il-5|7utu‘|‘|2}3|‘| |‘|{|26|7|‘||||||| S e o AR
m/z--> 50 0 150 200 250 300 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101617\
Data File : BM012234.D

Acq On : 17 Oct 2017 02:23

Operator : SJ/JU

Sample : 15697-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 (DEL) Alkane: Cyclic21.06 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.06 4.66 ng/ul 632593 Chrysene-di12 21.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 Behenic alcohol 326 C22H460 000661-19-8 95
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 94
Abundance Scan 3056 (21.063 min): BM012234.D (-3052) (-) m/z 55.05 100.00%
B
5000 111 ,~\_w_~_~N*,j\__,%ﬂ,nkw_Nﬁ
139 120,80 21.00 21.20 2140
168 207 : : : :
Ol I A (025, 57295 283 928395 401429 475503 | 7,7 g3 05 99.82%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115906: 1-Nonadecene
43 97
69
5000 N UL UL UL R
20.80 21.00 21.20 21.40
125 m/z 43.10 97.70%
0 15| || 4 \ ‘\ 154182210238 266
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55 83
20,80 21.00 21.20 2140
5000 111 m/z 57.10 93.73%
29
o 139 168 196 238 266
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155046: 1-Heneicosanol L B B B i e ]
55 83 20.80 21.00 21.20 21.40
m/z 69.05 90.06%
5000
29
ol Ll 139167 196 538266204 Jk o
Trirryprrrryrrrryprrrryrrrryrrr T rrrr T r T rrrT T r T rorT —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—!
miz-> 0 50 100 150 200 250 300 350 400 450 500 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101617\
Data File : BM012234.D

Acq On : 17 Oct 2017 02:23

Operator : SJ/JU

Sample : 15697-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.42 2.47 ng/ul 335899 Chrysene-di12 21.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO0 000301-02-0 83
2 7-Nonenamide 155 C9H17NO 090949-53-4 64
3 9-Octadecenamide, (Z2)- 281 C18H35NO0 000301-02-0 52
4 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 52
5 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 52
Abundance Scan 3287 (22.421 min): BM012234.D (-3283) (-) m/z 59.00 100.00%
5000
95 126 a5 5ol olan |
170 207 267204 1337 22.20 22.40 22.60 22.80
0 2 B SRS Tmzz 72.05  80.33%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 UL SRR AU UL AR
22120 22.40 22.60 22.80
29 m/z 55.10 55.94%
0 I‘I “ \H‘ ?‘ Mh \H ‘ 31|5‘|4|1|8|42]|-0|2|3|8| . |2|8]|-| O LA o
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
2220 22.40 22,60 22.80
5000 m/z 41.10 37.17%
29 98 126 155
O A B e e B o
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #128446: 9-Octadecenamide, (2)- RS EmmEs o L
59 22.20 22.40 22.60 22.80
m/z 69.10 34 _.37%
5000
o8 126
0 “ Lm ]h lu .I.L \15l4 184210 238 \281
m'z--> 0 50 100 1éo 260 2%0 300 350 400 450 500 22120 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM101617\
Data File : BM012234.D

Acq On : 17 Oct 2017 02:23

Operator : SJ/JU

Sample : 15697-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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]
Benzophenone 15.81 3.2 ng/ul 325952 3 14.45 2062680 20.0
n-Hexadecanoic acid 18.07 6.1 ng/ul 823838 4 17.20 2685810 20.0
Octadecanoic acid 19.35 3.2 ng/ul 439048 5 21.38 2717470 20.0
(DEL) Alkane: Cyc... 21.06 4.7 ng/ul 632593 5 21.38 2717470 20.0
9-Octadecenamide, ... 22.42 2.5 ng/ul 335899 5 21.38 2717470 20.0
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