LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013531.D

Acq On : 26 Dec 2017 13:04

Operator : SJ/JU

Sample - 17046-01

Misc :

ALS Vial : 6 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 3.223 20 23 29 rvB2 45174 63556 1.64% 0.132%
2 4.834 294 297 303 rvB4 29760 44784 1.15% 0.093%
3 6.846 630 639 654 rBv2 774399 1458545 37.58% 3.024%
4 7.011 662 667 677 rVB 605174 899970 23.19% 1.866%
5 7.205 693 700 710 rVvB 816986 1284024 33.08% 2.662%
6 7.669 772 779 787 rBV 648306 1028447 26.50% 2.132%
7 8.375 893 899 910 rBvV2 975807 1557336 40.13% 3.228%
8 8.822 967 975 986 rBVY 868470 1417625 36.53% 2.939%
9 9.540 1088 1097 1104 rBV 708940 1189206 30.64% 2.465%
10 10.075 1180 1188 1201 rBV 1026030 1806525 46.55% 3.745%

11 10.446 1243 1251 1263 rVB 938035 1488201 38.34% 3.085%
12 10.593 1268 1276 1287 rBV 682072 1231381 31.73% 2.553%

13 13.134 1703 1708 1716 rVB2 43174 65486 1.69% 0.136%
14 13.287 1727 1734 1738 rVB5 30454 41583 1.07% 0.086%
15 13.628 1784 1792 1795 rBV9 22745 43866 1.13% 0.091%

16 13.728 1802 1809 1813 rBV 1854107 2579737 66.47% 5.348%
17 13.775 1813 1817 1824 rVB 500490 717672 18.49% 1.488%
18 14.004 1848 1856 1866 rBV 2060935 3061455 78.88% 6.347%
19 14.216 1885 1892 1897 rBV 118154 152214 3.92% 0.316%
20 14.310 1901 1908 1917 rVVv2 1277315 1976965 50.94% 4.098%

21 14.534 1940 1946 1952 rBV 449125 791784 20.40% 1.641%
22 14.586 1952 1955 1961 rVB3 83303 132791 3.42% 0.275%
23 14.839 1993 1998 2003 rVB6 27260 42938 1.11% 0.089%
24 15.169 2051 2054 2060 rVB 136311 168158 4_.33% 0.349%
25 15.310 2071 2078 2085 rBV 2646457 3636876 93.71% 7.540%

26 15.439 2095 2100 2113 rBV 515600 788634 20.32% 1.635%

27 15.551 2115 2119 2122 rVV4 37113 67041 1.73% 0.139%
28 16.033 2195 2201 2209 rBV 116889 206213 5.31% 0.427%
29 16.828 2332 2336 2341 rBV2 69263 88477 2.28% 0.183%
30 16.963 2356 2359 2365 rBV7 31075 41286 1.06% 0.086%

31 17.063 2368 2376 2382 rVV2 1586908 2271341 58.52% 4_.709%
32 17.163 2386 2393 2405 rVB 2515074 3692859 95.15% 7.656%
33 17.569 2458 2462 2466 rVB2 29592 38932 1.00% 0.081%
34 17.845 2502 2509 2514 rBV6 31868 66783 1.72% 0.138%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013531.D

Acq On : 26 Dec 2017 13:04

Operator : SJ/JU

Sample - 17046-01

Misc :

ALS Vial : 6 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-BM113017 .M
SVOA CALIBRATION

35 17.963 2524 2529 2539 rBV 294043 432369 11.14% 0.896%

36 18.257 2576 2579 2584 rBV7 36422 53205 1.37% 0.110%
37 19.098 2717 2722 2724 rBV2 45634 68195 1.76% 0.141%
38 19.127 2725 2727 2736 rVBS8 38316 67683 1.74% 0.140%

39 19.251 2743 2748 2756 rBV2 154481 240912 6.21% 0.499%
40 19.463 2778 2784 2790 rBV 2818859 3881118 100.00% 8.046%

41 19.516 2790 2793 2798 rVB6 37146 46731 1.20% 0.097%
42 20.968 3036 3040 3052 rBV3 196338 325231 8.38% 0.674%
43 21.174 3072 3075 3079 rVB3 52687 56426 1.45% 0.117%

44 21.251 3083 3088 3097 rVV 1637050 2162436 55.72% 4.483%
45 21.845 3185 3189 3190 rBV4 81290 100229 2.58% 0.208%

46 22.421 3285 3287 3292 rVB2 91003 102970 2.65% 0.213%
47 22.798 3347 3351 3355 rBV2 131445 197020 5.08% 0.408%
48 23.333 3435 3442 3458 rBV2 1783803 3526420 90.86% 7.311%
49 23.474 3459 3466 3475 rVB 986820 1885037 48.57% 3.908%
50 23.998 3551 3555 3561 rVB4 129777 231884 5.97% 0.481%

51 27.733 4182 4190 4205 rBvV4 186853 716942 18.47% 1.486%

Sum of corrected areas: 48237499
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013531.D

Acq On : 26 Dec 2017 13:04

Operator : SJ/JU

Sample : 17046-01

Misc :

ALS Vial : 6 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: BM013531.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013531.D

Acq On : 26 Dec 2017 13:04

Operator : SJ/JU

Sample : 17046-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.96 3.81 ng/ul 432369 Phenanthrene-d10 17.06
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 92
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 70
Abundance Scan 2529 (17.963 min): BM013531.D (-2524) (-) m/z 73.00 100.00%
41 73
60
5000
129 13
185
14315717177 199 17.60 17.80 18.00 18.20
0! m/z 41.05 90.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000{ 29 256 L DR UL B R
129 17. 60 17. 80 18. oo 18.20
5727 213 m/z 43.10 86.09%
185
0 T I‘l - i“" ||||| | HH‘ MH . H‘\ Iulwl |14‘|.3|| | Ba | . |‘| I]:ggl . I‘I 2|2|7|?49| — —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
17.|60 17.|80 18.|00 18.|20 '
5000 129 m/z 60.00 75.44%
97 115 157171195 213 256
o 143 199 227241
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 6073 17.60 17.80 18.00 18.20
m/z 55.05 72.28%
5000 - e
?7 1115 ‘ 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 60 17. 80 18. oo 18 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013531.D

Acq On : 26 Dec 2017 13:04

Operator : SJ/JU

Sample : 17046-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.25 2.23 ng/ul 240912 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Octadecanoic acid 284 C18H3602 000057-11-4 90
3 Octadecanoic acid 284 C18H3602 000057-11-4 81
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2748 (19.251 min): BM013531.D (-2743) (-) m/z 41.05 100.00%

5000

19.00 19.20 19.40 19.60

0 m/z 55.05 99.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131262: Octadecanoic acid
73
43
129
5000 284 LA L B L L L LB
19.00 19.20 19.40 19.60
m/z 73.10 97 .26%
0 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 73
R R REREEE e
19.00 19.20 19.40 19.60
5000 m/z 43.05 96.35%
129
97 185 oa1 284
0 18 157 213 267
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131260: Octadecanoic acid e ERREma e
43 73 19.00 19.20 19.40 19.60

m/z 60.00 91.40%

5000

2 I
Ol oy

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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 : BM013531.D

Acq On : 26 Dec 2017 13:04

Operator : SJ/JU

Sample : 17046-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 Trichloroacetic acid, hexad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.97 3.01 ng/ul 325231 Chrysene-di12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94
2 3-Chloropropionic acid, heptadec... 346 C20H39CI102 1000283-05-1 90
3 1l-Hexadecanol 242 C16H340 036653-82-4 90
4 17-Pentatriacontene 491 C35H70 006971-40-0 90
5 1-Heneicosanol 312 C21H440 015594-90-8 90
Abundance Scan 3040 (20.968 min): BM013531.D (-3036) (-) m/z 43.05 100.00%
43 83
>0 /\AWJ\’MHM
20.60 20.80 21.00 21.20
(o} m/z 55.10 93.14%
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43
69
5000 VAU SRR UL B
20.60 20.80 21.00 21.20
125 m/z 57.10 87.37%
0‘2 \\‘\ \‘m‘\ l‘.. 19|6.2.2‘}.|....|....|.
m/z--> 50 200 250 300 350
Abundance
57 83
20.60 20.80 21.00 21.20
5000 111 m/z 83.05 86.79%
29
0 139 167 193210 238 263
m/z--> 50 100 150 200 250 300 350
Abundance #95987: 1-Hexadecanol R
83 20.60 20.80 21.00 21.20
m/z 69.10 78.39%
B I M\NJ\V\—I\M\/
0 ‘ LIl ’ } { l 140 168 196 224
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 : BM013531.D

Acq On : 26 Dec 2017 13:04

Operator : SJ/JU

Sample : 17046-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.80 2.09 ng/ul 197020 Perylene-d12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heptadecane 240 C17H36 000629-78-7 62
3 Heneicosane 296 C21H44 000629-94-7 62
4 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 58
5 Hexacosane 366 C26H54 000630-01-3 58
Abundance Scan 3351 (22.798 min): BM013531.D (-3347) (-) m/z 57.05 100.00%
57
85
5000
208
113 LRI AR SR SN B
155 183 282 215 22.40 22.60 22.80 23.00 23.20
- ,H A W29 50 30 A Tm/z 71.10  79.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57
5000 85 A U SRR I I
29 2240 22.60 22.80 23.00 23.20
m/z 43.10 75.02%
0 [ h “\ H‘ \\\1}3\1‘\11‘169 197 225 253 282
m/z--> 50 100 150 260 250 360 350 400
Abundance
57
o5 22.40 22.60 22.80 23.00 23.20
5000 m/z 85.05 60.67%
29
. 113 141 160 197 240
mz-> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57 22.40 22.60 22.80 23.00 23.20
m/z 208.00 29.78%
85
5000
29 113
oL | | | 777,241 169 197 225 53 296
m/z--> 50 ﬁo @ 200 250 300 350 400 2240 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013531.D

Acq On : 26 Dec 2017 13:04

Operator : SJ/JU

Sample : 17046-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .00 2.46 ng/ul 231884 Perylene-d12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 86
2 Eilcosane 282 C20H42 000112-95-8 86
3 Tetracosane, 1l-bromo- 416 C24H49Br 006946-24-3 64
4 Eicosane 282 C20H42 000112-95-8 62
5 Octacosane 394 C28H58 000630-02-4 58
Abundance Scan 3555 (23.998 min): BM013531.D (-3551) (-) m/z 57.10 100.00%
57
5000 85
133 23.60 23.80 24.00 24.20 24.40
235 282 356 401 430 : : : : :
0..'.||..|. ".Ih.ll.lull. ""'l"'.'.,."..".,.3.2.5.|....,....,..‘.18.9| m/z 71.10 72.16%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117637: Nonadecane
57
85
5000
23.60 23.80 24.00 24.20 24.40
29 m/z 43.05 63.58%
L P1aeeter 268
m/z--> 56 100 1%0 260 2%0 360 3%0 460 4%0 '
Abundance
57
23.60 23.80 24.00 24.20 24.40
5000 85 m/z 85.10 49 .05%
29
o 113 141 169 197 225 953 282
miz-> 50 100 150 200 250 300 350 400 450
Abundance #217917: Tetracosane, 1-bromo-
57 23.60 23.80 24.00 24.20 24.40
m/z 55.10 21.75%
5000 85
29 135
. PILL LMY T 183 225253 281308 357 a75 416
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1;0 4(')0 4&1,0 ' 23. 60 23 80 24 00 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013531.D

Acq On : 26 Dec 2017 13:04

Operator : SJ/JU

Sample : 17046-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 6 Hop-22(29)-en-3.beta.-ol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.73 7.61 ng/ul 716942 Perylene-d12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 83
2 Cyclohexane, 1,1,2-trimethyl-3,5... 206 C15H26 062337-96-6 55
3 1,3,3-Trimethyl-2-hydroxymethyl-.__. 222 C15H260 1000144-10-7 38
4 .gamma.-Neoclovene 204 C15H24 1000156-11-7 30
5 Solavetivone 218 C15H220 054878-25-0 30
Abundance Scan 4190 (27.733 min): BM013531.D (-4182) (-) m/z 107.05 100.00%

5000

27.40 27.60 27.80 28.00

0! m/z 189.05 99.60%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #221200: Hop-22(29)-en-3.beta.-ol
189
95
55
5000 135 L L L L B L |
162 27.40 27.60 27.80 28.00
m/z 93.05 93.45%
‘ H | | B8 297 344 378 411
oL ,‘.‘.“..,....“;.‘...‘,”.:‘.”.‘,.‘.‘..,....,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
41
107 27.40 27.60 27.80 28.00
5000 67 m/z 95.10 92.06%
163
135 191
ol u A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #79481: 1,3,3-Trimethyl-2-hydroxymethyl-3,3-dimethyl-4-(3-... e B
69 27.40 27.60 27.80 28.00
m/z 68.05 84.61%
93
5000
121
)] 20 27
-yt
m/z--> 50 100 150 200 250 300 350 400 450 27.40 27.60 27.80 28.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM122617\
Data File : BM013531.D

Acq On : 26 Dec 2017 13:04

Operator : SJ/JU

Sample - 17046-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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]
n-Hexadecanoic acid 17.96 3.8 ng/ul 432369 4 17.06 2271340 20.0
Octadecanoic acid 19.25 2.2 ng/ul 240912 5 21.25 2162440 20.0
Trichloroacetic a... 20.97 3.0 ng/ul 325231 5 21.25 2162440 20.0
(DEL) Alkane: Str... 22.80 2.1 ng/ul 197020 6 23.47 1885040 20.0
(DEL) Alkane: Str... 24.00 2.5 ng/ul 231884 6 23.47 1885040 20.0
Hop-22(29)-en-3.b... 27.73 7.6 ng/ul 716942 6 23.47 1885040 20.0
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