LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014551.D

Aca On : 13 Mar 2018 20:03

Operator : SJ/JU

Sample : J1835-15

Misc :

ALS Vial : 11 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 6.687 641 646 663 rVB2 409110 796255 4.26% 1.483%
2 6.828 663 670 679 rBV 333541 509394 2.73% 0.949%
3 7.016 695 702 710 rBV 505207 814252 4 .36% 1.517%
4 7.469 772 779 793 rBV 575608 923008 4.94% 1.719%
5 8.210 898 905 916 rBV 445121 802066 4_.29% 1.494%
6 8.634 971 977 987 rBV2 480119 840536 4 _.50% 1.566%
7 9.351 1091 1099 1107 rBV 440835 789406 4.23% 1.470%
8 9.898 1185 1192 1207 rBV 465726 1043306 5.59% 1.943%
9 10.240 1240 1250 1256 rBV 734350 1216434 6.51% 2.266%
10 13.563 1810 1815 1819 rBvV 981981 1350535 7.23% 2.515%

11 13.610 1819 1823 1827 rVB 159141 201647 1.08% 0.376%
12 13.828 1855 1860 1866 rBV 1041675 1475559 7.90% 2.748%
13 14.139 1907 1913 1920 rVB2 882419 1396773 7.48% 2.602%
14 14.451 1961 1966 1978 rBv4 209732 667074 3.57% 1.242%
15 14.592 1986 1990 1996 rVB6 149709 266935 1.43% 0.497%

16 15.145 2079 2084 2094 rVB 1130496 1694047 9.07% 3.155%
17 15.322 2111 2114 2122 rBV5 228482 405501 2.17% 0.755%
18 16.904 2379 2383 2388 rVB 1008549 1310225 7.01% 2.440%
19 17.004 2396 2400 2407 rVB 1089048 1494392 8.00% 2.783%
20 17.845 2534 2543 2550 rVB 6814554 12064580 64.58% 22.471%

21 18.357 2627 2630 2634 rVB2 491840 551546 2.95% 1.027%
22 18.968 2731 2734 2735 rBV2 322838 367316 1.97% 0.684%
23 18.992 2736 2738 2749 rVB2 829310 1261380 6.75% 2.349%
24 19.139 2754 2763 2774 rVV 10947726 18680458 100.00% 34.794%
25 19.321 2790 2794 2799 rVB 998571 1276072 6.83% 2.377%

26 21.127 3098 3101 3110 rVB2 1030087 1490677 7.98% 2.776%

Sum of corrected areas: 53689374
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM031318\
Data File : BM014551.D

Aca On : 13 Mar 2018 20:03

Operator : SJ/JU

Sample : J1835-15

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEMI\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: BM014551.D
1.2e+07

le+07
8000000
6000000
4000000

2000000
6.6083.02 7.47 821 8.63 935 9901024

T T T T T T T T 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: BM014551.D
1.2e+07 1314

le+07
8000000 1784
6000000

4000000

2000000
13.583.8314.14

o A A L e

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: BM014551.D
1.2e+07

le+07
8000000
6000000
4000000 2113

2000000»»»”J*”ﬂ“’”“”"““Aw&rNNA\A"JU\A“N‘“A“\”-V\»~»\¢NAH,«~“~_»N,

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\BM031318\
Data File : BM014551.D

Aca On : 13 Mar 2018 20:03

Operator : SJ/JU

Sample : J1835-15

Misc :

ALS Vial : 11 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 Dodecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.59 3.82 ng/ul 266935 Acenaphthene-d10 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 90
2 Dodecanoic acid 200 C12H2402 000143-07-7 83
3 Dodecanoic acid 200 C12H2402 000143-07-7 83
4 Dodecanoic acid 200 C12H2402 000143-07-7 53
5 Tetradecanoic acid 228 C14H2802 000544-63-8 38
Abundance Scan 1990 (14.592 min): BM014551.D (-1986) (-) m/z 73.00 100.00%
1 7B
55
5000
5 129 157
111 LRSI DU BRSURRI AL I
98 143 | 171 152200 550,55, 14.20 14.40 14.60 14.80 15.00
m/z 41.10 99.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61122: Dodecanoic acid
73
60
5000 LR BRI BRI DR B
43 129 1420 14.40 14.60 14.80 15.00
8 01115 157 m/z 43.10 73.77%
143 171 200
... .‘lh-w“‘.‘--ﬁ‘-.--‘--‘.‘----“.--‘--18-3---l----.----.-
m/z--> 20 80 100 120 140 160 180 200 220
Abundance
60 73
ULV SRR SO B
43 14.20 14.40 14.60 14.80 15.00
5000 m/z 55.10 70.97%
29 85 129 157 200
101 115
15 143 171,04
m/z--> ﬁo 45 éo éo 160 150 150 1éo 180 260 250 '
Abundance #61117: Dodecanoic acid B B o
60 78 14.20 14.40 14.60 14.80 15.00
43 m/z 60.00 49 .56%
5000
29 129
‘ 1011 157 200
143 171
||‘l||‘|‘|‘|‘l‘|‘ﬁ“: h“ H\ |‘i| e H‘:::‘||‘||18|3|||l‘||||||||||| I SRS S Sh—
m/z--> 20 40 60 100 120 140 160 180 200 220 1420 1440 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014551.D

Aca On : 13 Mar 2018 20:03

Operator : SJ/JU

Sample : J1835-15

Misc :

ALS Vial : 11 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

17.84 184.16 ng/ul 12064600 Phenanthrene-d10 16.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87

Abundance Scan 2542 (17.839 min): BM014551.D (-2534) (-) m/z 41.10 100.00%

5000
129

1 17160 17.80 18.00 18 20

213
1
ol =-|-.~= 158 | ot | 239 l. 214 29 3% 77 73.00  97.28%

m/z--> 150 200 5 300 350
Abundance #107549: n-Hexadecanoic acid
43 60

5000 129 L e
17. 60 17. 80 1800 18 20

8 056 m/z 43.10 96.43%

‘ o1 157 185 213
— 1 hl‘ ||1‘| i‘”“: “l I\ T ‘: I‘ I‘I ‘l I‘ . ‘:23|9| e T
m/z--> 50 100 150 200 250 300 350
Abundance

73

43 17.60 17. 80 18. 00 18.20
5000 129 m/z 55.10 87.46%
171
97 214
26 152 197
e e L A o e
m/z--> 50 100 150 200 250 300 350
Abundance #107548: n-Hexadecanoic acid B o e A

17.60 17.80 18.00 18.20
m/z 60.00 83.40%

5000 256 /A\
129
97 157 185 213
Izl IM I I‘: I\“JI ‘”‘lL Ih‘\l w1 | {I I‘ |? L i |{ ; ‘:23|9| ‘: —

T
m/z--> 50 100 150 200 250 300 350 17. 60 17. 80 18. OO 18 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014551.D

Aca On : 13 Mar 2018 20:03

Operator : SJ/JU

Sample : J1835-15

Misc :

ALS Vial : 11 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 Hexadecanoic acid, trimethy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

18.36 8.42 ng/ul 551546 Phenanthrene-d10 16.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. trimethvlsilv... 328 C19H4002Si 055520-89-3 86
2 Hexadecanoic acid. trimethvisilyv... 328 C19H4002Si 055520-89-3 64
3 Hexadecanoic acid. trimethvisilyv... 328 C19H4002Si 055520-89-3 50
4 Hexadecanoic acid. trimethvisilv... 328 C19H4002Si 055520-89-3 46
5 Silanol, trimethyl-, acetate 132 C5H1202Si 002754-27-0 43

Abundance Scan 2631 (18.363 min): BM014551.D (-2627) (-) m/z 73.00 100.00%

B 17 313

5000

171 01 o0 253269285 136 18.00 18.20 18.40 18.60
m/z 75.00 80.80%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #167695: Hexadecanoic acid, trimethylsilyl ester
73
117
5000 43
313 18.00 18.20 18.40 18.60
‘ 145 m/z 313.25 79.89%
..EﬁuTM.M.MWNh%?..J“H 171 201 227 257 285 330
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
117 IIIIIIIIIIIIIIIIIIIIIII
313 18.00 18.20 18.40 18.60
5000 m/z 117.00 73.97%
43 145
18 97 201 269

mmmmwﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #167697: Hexadecanoic acid, trimethylsilyl ester R B B
17 313 18.00 18.20 18.40 18.60
m/z 129.00 57.32%

5000

171 201 227944 269286 330
SN
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014551.D

Aca On : 13 Mar 2018 20:03

Operator : SJ/JU

Sample : J1835-15

Misc :

ALS Vial : 11 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 9,12-Octadecadienoic acid (... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.97 5.61 ng/ul 367316 Phenanthrene-d10 16.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 90
2 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 78
3 Methvl 10-trans.l1l2-cis-octadecad... 294 C19H3402 1000336-44-2 76
4 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 76
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 70

Abundance Scan 2734 (18.968 min): BM014551.D (-2731) (-) m/z 67.10 100.00%

4 7

5000

Hir

18.60 18.80 19.00 19.20

237 267 208
m/z 41.10 91.37%

m/z--> 50 100 150 200 250 300 350
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
67
95
41
5000 LA L L L L LB L
18.60 18.80 19.00 19.20
123 m/z 81.10 87.50%
280
15| || ly m[ i ‘MH‘ Lot 182 209 236 26277
m/z--> 50 100 150 200 250 300 350
Abundance
67
41 L B o e e N B
95 18.60 18.80 19.00 19.20
5000 m/z 79.10 69.78%
3 280
151 182 222 256
—r—r— R e e
m/z--> 50 100 150 200 250 300 350
Abundance #139709: Methyl 10-trans, 12-cis-octadecadienoate L BT o e
6 18.60 18.80 19.00 19.20
m/z 55.10 68.23%
95
5000
} 294
150 263
\\l Hh " H\L |\ A 1J 196 220 i 1

m/z--> 50 O 150 200 250 300 350 18. 60 18. 80 19. OO 19. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014551.D

Aca On : 13 Mar 2018 20:03

Operator : SJ/JU

Sample : J1835-15

Misc :

ALS Vial : 11 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 Oleic Acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.99 19.25 ng/ul 1261380 Phenanthrene-d10 16.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 90
2 Erucic acid 338 C22H4202 000112-86-7 64
3 Cvclopentadecanone. 2-hvdroxy- 240 C15H2802 004727-18-8 60
4 Cvclopropane. 1-(1.2-dimethvlpro... 252 C18H36 041977-42-8 49
5 Cis-1,3-di(n-hexyl)cyclohexane 252 C18H36 086701-17-9 43
Abundance Scan 2738 (18.992 min): BM014551.D (-2736) (-) m/z 55.10 100.00%
5000 “,_m~___-,~,«_d/\_w___,,,
LN AR SR B
137 163 195 221239 264 18.60 18.80 19.00 19.20 19.40
28931 35 sz 41.10  73.39%
m/z--> 50 100 150 200 250 300 350
Abundance #129335: Oleic Acid
41
5000 69 UV R B
mmmmmmmwmm
m/z 43.10 63.77%
15 ‘ M\ MH‘L‘ M\ ‘\\‘1%3 51179199220 246264282
m/z--> 150 200 250 360 3éo
Abundance
55
18,60 18,80 19.00 19.20 19.40
5000 83 m/z 69.10 56.59%
29
111
139 166 195213 236255 278 302520338
m/z--> éo 160 1éo 200 2éo 300 350
Abundance #94142: Cyclopentadecanone, 2-hydroxy- L B e
5 18.60 18.80 19.00 19.20 19.40
m/z 83.10 52.07%
83
5000
110
| hu“ 161 180 904222240
m/z--> % 100 50 2m 250 300 3% mmmmmmmwmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031318\
Data File : BM014551.D

Aca On : 13 Mar 2018 20:03

Operator : SJ/JU

Sample : J1835-15

Misc :

ALS Vial : 11 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 Octadecanoic acid Concentration Rank 1

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

19.14 250.63 ng/ul 18680500 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 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93

Abundance Scan 2763 (19.139 min): BM014551.D (-2754) (-) m/z 43.10 100.00%
43
5000
R A RRE R
284 s06327 18.80 19.00 19.20 19.40
o m/z 73.00 93.05%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #131258: Octadecanoic acid
43 7
5000 129 LA L L L L L LB
9 18.80 19.00 19.20 19.40
H ! 185 4 284 m/z 41.10 91.90%
. S
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
73
43 LA L L L L L L |
129 18.80 19.00 19.20 19.40
5000 284 m/z 55.10 86.53%
97 185 241
157 213
e LA o o o o e e LA e e o o e B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #131259: Octadecanoic acid L B
43 73 18.80 19.00 19.20 19.40
m/z 60.00 83.87%
5000
129
97 185 g 24
18‘ M 157 213
m/z--> 0 50 100 150 200 250 300 350 400 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM031318\
Data File : BM014551.D

Acq On : 13 Mar 2018 20:03

Operator : SJ/JU

Sample - J1835-15

Misc :

ALS Vial : 11 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]
Dodecanoic acid 14.59 3.8 ng/ul 266935 3 14.14 1396770 20.0
n-Hexadecanoic acid 17.84 184.2 ng/ul 12064600 4 16.90 1310230 20.0
Hexadecanoic acid... 18.36 8.4 ng/ul 551546 4 16.90 1310230 20.0
9,12-Octadecadien... 18.97 5.6 ng/ul 367316 4 16.90 1310230 20.0
Oleic Acid 18.99 19.3 ng/ul 1261380 4 16.90 1310230 20.0
Octadecanoic acid 19.14 250.6 ng/ul 18680500 5 21.13 1490680 20.0
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