LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011218\
Data File : BM013572.D

Acq On : 12 Jan 2018 19:42

Operator : SJ/JU

Sample - J1079-07

Misc :

ALS Vial : 8 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-BM011018_-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 6.316 543 549 558 rvVB 282136 429137 12.95% 1.523%
2 6.804 627 632 645 rvB2 290537 664095 20.04% 2.356%
3 6.969 654 660 669 rvB 239210 360309 10.87% 1.279%
4 7.163 686 693 700 rBV 302545 498392 15.04% 1.768%
5 7.628 765 772 780 rBvY 518824 839771 25.34% 2.980%
6 8.340 887 893 902 rBVY 315912 539863 16.29% 1.916%
7 8.781 961 968 977 rBV 300543 505660 15.26% 1.794%
8 9.498 1083 1090 1098 rBvV2 229670 396781 11.98% 1.408%
9 10.034 1174 1181 1197 rBV 329803 604694 18.25% 2.146%
10 10.404 1237 1244 1250 rBV 664054 1085631 32.76% 3.852%

11 10.551 1262 1269 1278 rBV3 254603 465754 14.06% 1.653%
12 13.692 1796 1803 1807 rBV 647044 864934 26.10% 3.069%
13 13.739 1807 1811 1819 rVB 229869 327348 9.88% 1.162%
14 13.963 1842 1849 1859 rVB 697616 1043512 31.49% 3.703%
15 14.186 1879 1887 1891 rVB3 27870 38038 1.15% 0.135%

16 14.274 1896 1902 1911 rVB2 904197 1365994 41.23% 4.847%
17 14.504 1934 1941 1949 rBV 162343 310203 9.36% 1.101%
18 15.110 2035 2044 2055 rBV 428745 619053 18.68% 2.197%
19 15.274 2066 2072 2080 rVB 871379 1212928 36.61% 4 _.304%
20 15.410 2090 2095 2102 rBV 199414 296173 8.94% 1.051%

21 16.004 2192 2196 2204 rBvV4 28365 47724 1.44% 0.169%
22 17.027 2364 2370 2376 rBV2 1162766 1627040 49.10% 5.773%
23 17.127 2380 2387 2398 rVB 900358 1291898 38.99% 4 _.584%
24 17.933 2519 2524 2533 rBV2 152538 225908 6.82% 0.802%
25 18.368 2593 2598 2602 rBV2 28078 39806 1.20% 0.141%

26 19.221 2739 2743 2751 rBV3 106047 159551 4.82% 0.566%
27 19.427 2772 2778 2785 rBV2 1107410 1503224 45.37% 5.334%

28 19.874 2852 2854 2859 rVB5 43628 48516 1.46% 0.172%
29 20.286 2921 2924 2928 rBV4 42752 50420 1.52% 0.179%
30 20.368 2935 2938 2941 rBV5 25584 38564 1.16% 0.137%

31 20.415 2941 2946 2951 rVV 107058 158845 4._.79% 0.564%
32 20.468 2952 2955 2961 rVBS8 35477 66102 1.99% 0.235%
33 20.745 2998 3002 3005 rBV5 74651 112078 3.38% 0.398%
34 20.792 3007 3010 3015 rVB6 89621 149533 4_.51% 0.531%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011218\
Data File : BM013572.D

Acq On : 12 Jan 2018 19:42

Operator : SJ/JU

Sample - J1079-07

Misc :

ALS Vial : 8 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
Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.M
SVOA CALIBRATION

35 20.915 3026 3031 3034 rBvV 345336 488642 14.75% 1.734%

36 20.945 3034 3036 3044 rVB2 302165 377968 11.41% 1.341%
37 21.150 3066 3071 3078 rBV 2821264 3313397 100.00% 11.757%
38 21.227 3078 3084 3093 rVB 1459198 1983483 59.86% 7.038%
39 21.539 3135 3137 3141 rBvV4 36799 44013 1.33% 0.156%
40 22.392 3279 3282 3287 rVB6 66131 86655 2.62% 0.307%

41 23.292 3428 3435 3449 rVB2 866244 1783459 53.83% 6.328%
42 23.427 3452 3458 3467 rVB 1028060 1918097 57.89%% 6.806%
43 23.950 3543 3547 3553 rvB4 109517 198494 5.99% 0.704%

Sum of corrected areas: 28181687
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011218\
Data File : BM013572.D

Acq On : 12 Jan 2018 19:42

Operator : SJ/JU

Sample - J1079-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

Lon

TIC: BM013572.D

10.40
7.63

6.89 9716 A 8.34 878

A I\

6.32 950 10.03 0.55

O
Time-->

350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50

10.00 10.50 11.00 11.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BM013572.D

17.03
7.13

19.43

17.93
18.37

16.00

Time-->

ok
12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

2500000

2000000

1500000

1000000

500000

oy

TIC: BM013572.D
21115

21.23

AUV DNV AN Mo

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011218\
Data File : BM013572.D

Acq On : 12 Jan 2018 19:42

Operator : SJ/JU

Sample - J1079-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 1

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

6.32 10.22 ng/ul 429137 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-70-8 95
2 _alpha.-Pinene 136 C10H16 000080-56-8 94
3 (15)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-26-4 91
4 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1O0H16 000508-32-7 91
5 _alpha.-Pinene 136 C10H16 000080-56-8 91

Abundance Scan 550 (6.322 min): BM013572.D (-543) (-) m/z 93.00 100.00%
9
5000 77
39 21 SNBSS AR
53 65 105 1| 136 207 6.00 6.20 6.40 6.60
o! e e | m/z 91.00  51.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15854: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93
5000 SNSRI AR AR
41 6.00 6.20 6.40 6.60
m/z 92.00 42 .73%
‘ 105 121 136
0 H\ . | Ly ‘ |
"W""I |""w" SERBYSEARSPEANS CERES REERY REE
m/z--> 20 100 120 140 160 180 200
Abundance
93
BENAERESAEBEARESE NRARE
6.00 6.20 6.40 6.60
0
5000 39 . m/z 77.00 38.28%
27
15 53 65 105 121 q3g
e L U S L L W L L B WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15851: (1S)-2,6,6-TrimethyIbicyclo[3.1.1]hept-2-ene
93 6.00 6.20 6.40 6.60
m/z 79.10 28.12%
5000
77
i \M m\ 65 || ‘\ 105 1%1 136
0"'|"'w" |'“'W'"'|“"|"'w""|'“'|""w"' BN SARE AR AR
m/z--> 20 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011218\
Data File : BM013572.D

Acq On : 12 Jan 2018 19:42

Operator : SJ/JU

Sample - J1079-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 4
R.T. EstConc Area Relative to ISTD R.T.
17.93 2.78 ng/ul 225908 Phenanthrene-d10 17.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 60
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58
Abundance Scan 2523 (17.927 min): BM013572.D (-2519) (-) m/z 41.10 100.00%
a o 73
5000
17.60 17.80 18.00 18.20
Ot m/z 72.95 83.07%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73
5
50001 29 256 SRR AR AARRARARANRAREY
17.60 17.80 18.00 18.20
21 m/z 57.10 80.70%
m/z--> ﬁo Jo eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
17.60 17.80 18.00 18.20
5000 129 m/z 55.00 79.66%
8 g7 115 213 256
157171185 1 5!
o 143 199 | 227941
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
78 17.60 17.80 18.00 18.20
43 m/z 60.00 78.51%
5
129
5000 29
143157 214
0‘
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011218\
Data File : BM013572.D

Acq On : 12 Jan 2018 19:42

Operator : SJ/JU

Sample - J1079-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 1-Phenanthrenecarboxylic ac... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.92 4.93 ng/ul 488642 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 93
2 Dehydroabietic acid 300 C20H2802 001740-19-8 90
3 trans-1,2-Bis(methyldichlorosily... 252 C4H8C14Si2 065899-10-7 86
4 Dehydroabietic acid 300 C20H2802 001740-19-8 86
5 Butanoic acid, 2-(cyano)(2,4,6-t... 300 C17H20N203 1000267-71-7 80
Abundance Scan 3032 (20.921 min): BM013572.D (-3026) (-) m/z 239.20 100.00%
39
285
5000 197
41 117141
91 165 20.60 20.80 21.00 21.20
69
o ot ho L} 327357 429 0 7085 .20 65.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #145029: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10,10...
285
239
5000
197 20.60 20.80 21.00 21.20
141 m/z 197 .05 35.64%
43 9 91 115 169
o) E— I\‘Ilwl i | IHI \LM |“‘|‘““H|”v I\h - |‘|‘|‘ w b ‘l‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance
239 285
20.60 20.80 21.00 21.20
5000 m/z 140.95 21.92%
197
141
18 B 67 9111777 169 beo
m/z--> 50 100 150 200 250 300 350 400
Abundance #104235: trans-1,2-Bis(methyldichlorosilyl)ethylene
104 239 20.60 20.80 21.00 21.20
m/z 240.10 18.70%
5000 79
139 217
0! N — S NN C—
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011218\
Data File : BM013572.D

Acq On : 12 Jan 2018 19:42

Operator : SJ/JU

Sample - J1079-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 Heptacosyl acetate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
20.94 3.81 ng/ul 377968 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptacosyl acetate 438 C29H5802 1000351-78-2 89
2 Octacosyl acetate 452 C30H6002 018206-97-8 89
3 Octacosanol 410 C28H580 000557-61-9 89

4 Z-5-Nonadecene 266 C19H38 1000131-11-8 87
5 4-Methyl-E-9-octadecene 266 C19H38 1000130-87-1 86
Abundance Scan 3035 (20.939 min): BM013572.D (-3034) (-) m/z 83.10 100.00%
43 |8
5000
208
| 145 185 343 415 20.60 20.80 21.00 21.20
Oy m/z 43.10 99.94%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #224391: Heptacosy! acetate
43
97
69
5000 LA L L L LB L BB |
20.60 20.80 21.00 21.20
125 m/z 69.10 97.89%
oL15, ﬂ ddh\m“x ‘3 161 200 236 264 292 320 350 378423
miz--> 150 200 250 300 350 400 450
Abundance
43 97
69 20.60 20.80 21.00 21.20
5000 m/z 57.10 79.32%
125
ol15 153 181 209 250 278 306 334 364392 437
e S e A AR A LA
miz--> 50 100 150 200 250 300 350 400 450
Abundance #215904: Octacosanol e ey
57 20.60 20.80 21.00 21.20
o7 m/z 55.10 77.15%
5000
125
29
oL 1. ;[ 153 181 209 236 264 292 322 364 392
”..,....,..”,....,....,”..,....,..”,....,. T R AT ]
miz--> 50 100 150 200 250 300 350 400 450 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011218\
Data File : BM013572.D

Acq On : 12 Jan 2018 19:42

Operator : SJ/JU

Sample - J1079-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 (DEL) Alkane: Straight-Chain Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.95 2.07 ng/ul 198494 Perylene-d12 23.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Octadecane 254 C18H38 000593-45-3 95
3 1-lodo-2-methylundecane 296 C12H251 073105-67-6 93
4 Tetracosane, l-bromo- 416 C24H49Br 006946-24-3 76
5 Heneicosane 296 C21H44 000629-94-7 70
Abundance Scan 3547 (23.950 min): BM013572.D (-3543) (-) m/z 57.10 100.00%
57

85

5000
253 995 328355 416 23.60 23.80 24.00 24.20
0! m/z 71.10 84.71%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105886: Octadecane
57
5000 85
23.60 23.80 24.00 24.20
m/z 43.05 81.70%
29 11314
Okt ,“. k .“‘.“‘, Al ,‘%?9‘1.%7.2.2.5.2,5‘?. i L B R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
R e e R
23.60 23.80 24.00 24.20
5000 g5 m/z 85.05 70.25%
29
. 113 141 169 197 295 254
T T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #140553: 1-lodo-2-methylundecane
5[7 23.60 23.80 24.00 24.20
m/z 41.10 33.26%
5000
85
29
AT B A S R — kot LA
m/z--> 50 100 150 200 250 300 350 400 450 23.60 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011218\
Data File : BM013572.D

Acq On : 12 Jan 2018 19:42

Operator : SJ/JU

Sample - J1079-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_.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]
(1R)-2,6,6-Trimet. .. 6.32 10.2 ng/ul 429137 1 7.63 839771 20.0
n-Hexadecanoic acid 17.93 2.8 ng/ul 225908 4 17.03 1627040 20.0
1-Phenanthrenecar... 20.92 4.9 ng/ul 488642 5 21.22 1983480 20.0
Heptacosyl acetate 20.94 3.8 ng/ul 377968 5 21.22 1983480 20.0
(DEL) Alkane: Str... 23.95 2.1 ng/ul 198494 6 23.43 1918100 20.0
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