LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050617\
Data File : BG026880.D

Acq On : 6 May 2017 13:29

Operator : SJ/MA

Sample - 12842-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .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 3.428 53 58 68 rBv 27515 46873 1.60% 0.102%
2 5.109 339 344 349 rBV6 4477 8829 0.30% 0.019%
3 7.183 690 697 715 rBV 464115 953003 32.61% 2.082%
4 7.330 716 722 735 rVV 433041 713341 24.41% 1.559%
5 7.547 750 759 772 rBV 514556 921727 31.54% 2.014%
6 8.011 828 838 851 rBY 576346 1001293 34.26% 2.188%
7 8.722 949 959 989 rVvvV 601443 1218230 41.68% 2.662%
8 9.163 1024 1034 1048 rBV 456812 863871 29.56% 1.888%
9 9.333 1057 1063 1078 rVvv 8539 31628 1.08% 0.069%
10 9.586 1100 1106 1112 rVB2 15499 22855 0.78% 0.050%

11 9.891 1148 1158 1169 rBvV 379743 710411 24.31% 1.552%
12 10.438 1242 1251 1277 rVV 579893 1183659 40.50% 2.586%
13 10.808 1306 1314 1326 rVV 952110 1688082 57.76% 3.688%
14 10.943 1329 1337 1361 rvv2 330888 685500 23.45% 1.498%

15 12.288 1561 1566 1572 rVB6 5412 9126 0.31% 0.020%
16 12.388 1578 1583 1591 rVB2 10181 18696 0.64% 0.041%
17 13.229 1722 1726 1734 rVB4 8473 14043 0.48% 0.031%
18 13.440 1754 1762 1767 rBv4 13925 23757 0.81% 0.052%
19 13.516 1771 1775 1781 rBV6 6317 10447 0.36% 0.023%
20 13.575 1781 1785 1798 rVBS8 6105 17341 0.59% 0.038%

21 14.022 1854 1861 1865 rBV 1123457 1668566 57.09% 3.646%
22 14.063 1865 1868 1877 rVV 448235 658178 22.52% 1.438%

23 14.139 1877 1881 1886 rVB7 6144 10985 0.38% 0.024%
24 14.316 1902 1911 1922 rBV 1396605 2220746 75.98% 4._.852%
25 14.504 1939 1943 1950 rBV 35508 49729 1.70% 0.109%

26 14.621 1953 1963 1975 rBV2 1275392 2152730 73.66% 4._.704%
27 14.844 1994 2001 2025 rBV 203223 648931 22.20% 1.418%

28 15.003 2025 2028 2032 rVB6 5784 9118 0.31% 0.020%
29 15.115 2044 2047 2056 rVB6 11831 22227 0.76% 0.049%
30 15.191 2056 2060 2064 rVB4 7619 10549 0.36% 0.023%
31 15.408 2091 2097 2101 rBV3 11291 22106 0.76% 0.048%
32 15.455 2101 2105 2109 rVB 59127 73585 2.52% 0.161%

33 15.608 2123 2131 2146 rVV 1699388 2606389 89.18% 5.695%
34 15.731 2146 2152 2166 rVvV 340823 540512 18.49% 1.181%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050617\
Data File : BG026880.D

Acq On : 6 May 2017 13:29

Operator : SJ/MA

Sample - 12842-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .M
Title = SVOA CALIBRATION
35 15.849 2166 2172 2178 rVV5 35867 69674 2.38% 0.152%
36 15.955 2186 2190 2194 rVB6 10902 16693 0.57% 0.036%
37 16.008 2194 2199 2205 rVB7 16946 27951 0.96% 0.061%
38 16.072 2205 2210 2213 rBV3 13165 17375 0.59% 0.038%
39 16.231 2233 2237 2246 rBVY7 18642 44890 1.54% 0.098%
40 16.313 2246 2251 2259 rVV 68970 113814 3.89% 0.249%
41 16.548 2284 2291 2292 rBV7 6206 8238 0.28% 0.018%
42 16.660 2304 2310 2312 rBV6 11664 18259 0.62% 0.040%
43 16.766 2323 2328 2334 rBV10 10509 20217 0.69% 0.044%
44 16.824 2334 2338 2344 rVV8 7567 13416 0.46% 0.029%
45 16.877 2344 2347 2352 rVB5 7601 10689 0.37% 0.023%
46 16.954 2355 2360 2367 rVB 30457 43387 1.48% 0.095%
47 17.100 2379 2385 2389 rBVY 54215 69163 2.37% 0.151%
48 17.147 2389 2393 2405 rVB9 18065 39324 1.35% 0.086%
49 17.259 2405 2412 2417 rBV9 15343 37151 1.27% 0.081%

50 17.353 2417 2428 2439 rBV2 1450526 2249545 76.97% 4.915%

51 17.453 2439 2445 2454 rVB2 1673747 2521653 86.28% 5.510%

52 17.559 2460 2463 2473 rVB10 7696 19752 0.68% 0.043%
53 17.623 2473 2474 2481 rVB7 9034 11746 0.40% 0.026%
54 17.747 2491 2495 2506 rVB7 7790 17688 0.61% 0.039%
55 17.835 2506 2510 2516 rBV3 18763 25719 0.88% 0.056%
56 18.011 2534 2540 2544 rVB7 12564 18345 0.63% 0.040%
57 18.117 2551 2558 2565 rBV9 15632 37865 1.30% 0.083%
58 18.187 2565 2570 2573 rBV7 6896 14234 0.49% 0.031%
59 18.234 2573 2578 2587 rBV 304226 489747 16.76% 1.070%
60 18.428 2607 2611 2616 rVB7 10530 14877 0.51% 0.033%
61 18.528 2623 2628 2633 rBVS 14888 28250 0.97% 0.062%
62 18.769 2667 2669 2675 rVB7 7769 9969 0.34% 0.022%
63 19.110 2723 2727 2731 rVV7 20088 32888 1.13% 0.072%
64 19.151 2731 2734 2738 rVB5 13228 16039 0.55% 0.035%
65 19.292 2752 2758 2763 rBV10 9130 19972 0.68% 0.044%

66 19.404 2767 2777 2787 rBV2 118602 283811 9.71% 0.620%
67 19.504 2789 2794 2808 rBV 343389 591431 20.24% 1.292%

68 19.627 2811 2815 2826 rVB3 26347 55094 1.89% 0.120%
69 19.733 2826 2833 2847 rBV2 1907821 2922664 100.00% 6.386%
70 19.838 2847 2851 2853 rBV5 9402 13484 0.46% 0.029%
71 19.897 2859 2861 2867 rBV7 7409 17114 0.59% 0.037%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050617\
Data File : BG026880.D

Acq On : 6 May 2017 13:29

Operator : SJ/MA

Sample - 12842-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .M

Title = SVOA CALIBRATION

72 20.073 2887 2891 2893 rBV5 6217 9512 0.33% 0.021%
73 20.256 2917 2922 2927 rBV 46176 65221 2.23% 0.143%
74 20.632 2983 2986 2992 rVB2 42324 57052 1.95% 0.125%
75 20.743 3000 3005 3013 rVB3 52428 75538 2.58% 0.165%
76 20.931 3033 3037 3042 rBVS 15421 25241 0.86% 0.055%
77 21.049 3054 3057 3066 rBVS 18441 37802 1.29% 0.083%

78 21.237 3084 3089 3095 rvB2 164013 223830 7.66% 0.489%
79 21.478 3125 3130 3143 rBV 127838 217089 7.43% 0.474%
80 21.601 3143 3151 3157 rBV 1423452 2312730 79.13% 5.053%

81 21.766 3168 3179 3193 rVB9 260023 1144100 39.15% 2.500%
82 21.877 3194 3198 3203 rVB 62830 93905 3.21% 0.205%
83 21.936 3204 3208 3211 rBV6 22232 37980 1.30% 0.083%
84 22.371 3276 3282 3288 rBV 317930 507817 17.38% 1.110%
85 23.041 3389 3396 3407 rVB2 102867 240352 8.22% 0.525%

86 23.387 3449 3455 3463 rBV10 54315 116943 4_00% 0.256%

87 23.763 3513 3519 3520 rBV3 41416 59806 2.05% 0.131%
88 23.828 3523 3530 3545 rVB 691959 1441214 49.31% 3.149%
89 24.022 3559 3563 3572 rVB 17269 41427 1.42% 0.091%
90 24.480 3635 3641 3642 rBV6 22804 39511 1.35% 0.086%

91 24.545 3643 3652 3671 rVB2 963415 2846110 97.38% 6.219%
92 24.762 3677 3689 3709 rBV2 897487 2729089 93.38% 5.963%
93 25.256 3765 3773 3787 rBV5 89496 242271 8.29% 0.529%
94 25.849 3863 3874 3885 rBV 352445 1037363 35.49% 2.267%
95 26.131 3920 3922 3923 rBV2 13373 12574 0.43% 0.027%

96 27.165 4089 4098 4109 rVB4 103845 352264 12.05% 0.770%
97 27.929 4220 4228 4242 rVB7 61712 230837 7.90% 0.504%
98 28.752 4356 4368 4382 rBV6 102022 427746 14.64% 0.935%
99 30.479 4655 4662 4664 rBVS 23914 43935 1.50% 0.096%
100 30.667 4681 4694 4707 rVB5 61834 298319 10.21% 0.652%

Sum of corrected areas: 45766769
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050617\
Data File : BG026880.D

Acq On : 6 May 2017 13:29

Operator : SJ/MA

Sample - 12842-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .M
SVOA CALIBRATION

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

Abundance TIC: BG026880.D

1500000

1000000 10.81

8.72
255 801 10.44
500000 7.%833 9.16 0.89
i 0.94
o3 5.11 93959ﬂ 12289
L e A e L B B e e o B o o e
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG026880.D
1973
15.61 17.45
| 21.60
1500000 14.32 17.35
14.62
14.02
1000000
14.06
500000 573 18.93 19.50 p1.77 2287
14.84 &
5
o| 13 28mes 141430 asnip At isamitlh 6 45! )

Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG026880.D

1500000

#4343 76
1000000 '

500000

UMMM

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050617\
Data File : BG026880.D

Acq On : 6 May 2017 13:29

Operator : SJ/MA

Sample - 12842-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .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 6
R.T. EstConc Area Relative to ISTD R.T.
18.23 4_.35 ng/ul 489747 Phenanthrene-d10 17.35
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 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 89
Abundance Scan 2577 (18.229 min): BG026880.D (-2573) (-) m/z 60.00 100.00%
60 73
43
5000 129
7 115 L S L R I
Ti[ 01 143157171185199213227 256 18.00 18.20 18.40 18.60
m/z 73.00 93.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 L BRI BN BN B
mmmmmmmm
m/z 57.00 72 .32%
L M 143157171185199213
A 111
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
"' 18.00 1820 18.40 18.60
5000 29 256 m/z 43.00 65.85%
129
97 213
115
143157171185199 227,
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
3 60 73 18.00 18.20 18.40 18.60
m/z 55.00 65.25%
5000 129
29
199
‘ ‘ 143 157171 185 242
,;;SII\”,I\,\,M,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. oo 18. 20 18 40 18. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050617\
Data File : BG026880.D

Acq On : 6 May 2017 13:29

Operator : SJ/MA

Sample - 12842-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .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 4
R.T. EstConc Area Relative to ISTD R.T.
19.50 5.11 ng/ul 591431 Chrysene-di12 21.60
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 97
5 Octadecanoic acid 284 C18H3602 000057-11-4 95
Abundance Scan 2793 (19.498 min): BG026880.D (-2789) (-) m/z 73.00 100.00%
5
5000 129
97
157 1T5 213 241 267284 34 19.20 19.40 19.60 19.80
SVl N M sl NRMPL. LS M . m/z 59.95 92.84Y%
m/z--> 50 100 150 200 250 300
Abundance #131262: Octadecanoic acid
73
43
129
5000 284 LR RN BN B
97 185 241 19.20 19.40 19.60 19.80
L H ‘ m/z 57.00 87.09%
. |2 .‘ | IM‘HI‘ “l“.”“‘. Il A 1?7 .“ o \Iz}:? Ll \?67 . ‘. M
m/z--> 50 100 150 200 250 300
Abundance
43 73
19.20 19.40 19.60 19.80
5000 129 m/z 55.00 70.65%
97
185 oa1 284
26 157 213 267
m/z--> o '55' ' "160" "150" "200" "250" "300" !
Abundance #131259: Octadecanoic acid R E e a L e
8 19.20 19.40 19.60 19.80
m/z 43.00 66.32%
5000
129
‘ 97 ‘ 185 oy 28
|1|8‘| ‘:“l‘“:.:“'”:‘h‘ll !“iu‘lu‘]-s:?:l:{:‘z:l%‘::‘ |26|7|| ] T T T
m/z--> 50 100 150 200 250 300 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050617\
Data File : BG026880.D

Acq On : 6 May 2017 13:29

Operator : SJ/MA

Sample - 12842-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .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 6-Isopropenyl-4,8a-dimethyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.77 9.89 ng/ul 1144100 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Isopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 66
2 (22,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 50
3 Vinyltris(cyclopropyl)silane 178 C11H18Si 1000109-97-3 49
4 (-)-Neoclovene-(I11), dihydro- 206 C15H26 1000152-83-6 46
5 1,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 38
Abundance Scan 3180 (21.771 min): BG026880.D (-3168) (-) m/z 57.00 100.00%
5000
21.40 2160 21.80 22.00
m/z 69.00 65.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75932: 6-Isopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr...
9
123
5000{ 41 67 218 LD UL U UL B
21:40 21,60 21.80 22.00
147175 m/z 71.10 57 .56%
H‘H‘m\‘\ ...,....,....,....,...
m/z--> 50 100 200 250 300 350 400
Abundance
41 69
109 UL SRR U I
21.40 21.60 21.80 22.00
5000 m/z 95.00 56 .34%
163
136
191
mz-> 50 100 150 200 250 300 350 400
Abundance #43968: Vinyltris(cyclopropyl)silane R RN R o
95 21.40 21.60 21.80 22.00
m/z 81.00 50.44%
123
5000 55
Bllyldgbgso || e
m/z--> 50 100 150 200 250 300 350 400 21/40 21,60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050617\
Data File : BG026880.D

Acq On : 6 May 2017 13:29

Operator : SJ/MA

Sample - 12842-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .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 5
R.T. EstConc Area Relative to ISTD R.T.

22.37 4.39 ng/ul 507817 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 95
2 Heneicosane 296 C21H44 000629-94-7 94
3 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 94
4 Hexadecane 226 C16H34 000544-76-3 93
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3282 (22.371 min): BG026880.D (-3276) (-) m/z 57.00 100.00%

5000

22.00 22.20 22.40 22.60

141 169 197 225

268 310 353 384 416

0 m/z 71.05 63.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153223: Docosane
57

22.00 22.20 22.40 22.60

m/z 85.05 46.72%

183 211 239 267 310

m/z--> 50 100 150 200 250 300 350 400
Abundance

Ul S
BN
rl—‘
—
1w

22.00 22.20 22.40 22.60

5000 85 m/z 43.05 42 _.22%
29 13 141 169 197 225 255 296
— T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #152416: Tridecane, 1-iodo- AL e Rt L e
57 22.00 22.20 22.40 22.60
m/z 55.00 21.04%
5000 85
28
113 183
m/z--> 50 100 150 200 250 300 350 400 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050617\
Data File : BG026880.D

Acq On : 6 May 2017 13:29

Operator : SJ/MA

Sample - 12842-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .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 10
R.T. EstConc Area Relative to ISTD R.T.

23.04 2.08 ng/ul 240352 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane, 3-methyl- 226 C16H34 002882-96-4 83
4 Tetracosane 338 C24H50 000646-31-1 80
5 Tetratetracontane 619 C44H90 007098-22-8 80

Abundance Scan 3396 (23.041 min): BG026880.D (-3389) (-) m/z 57.05 100.00%

5000

-

22.80 23.00 23.20 23.40
m/z 71.00 65.20%

127

169 209 239 283 325 357 415

m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 LA L L L L L L
22.80 23.00 23.20 23.40
m/z 85.05 43.88%
113
| h L M4t 183 211 239 267 296
A A e e T B e B
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
T e
22.80 23.00 23.20 23.40
5000 85 m/z 43.05 43.33%
29 113 141 169 197 225 253 296
— T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #83037: Pentadecane, 3-methyl-  EEEEEE R e
57 22.80 23.00 23.20 23.40
m/z 55.00 21.68%
5000
85
197
113
L[] ttes | 226
et e RREE B T
m/z--> 50 100 150 200 250 300 350 400 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050617\
Data File : BG026880.D

Acq On : 6 May 2017 13:29

Operator : SJ/MA

Sample - 12842-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.83 10.56 ng/ul 1441210 Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Docosane 310 C22H46 000629-97-0 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 3530 (23.828 min): BG026880.D (-3523) (-) m/z 57.05 100.00%
57
5000 85 /\
113 " 23.60 23.80 24.00 24.20
141
AT e 2uzmzer sovssr s arssor | R G G
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
57
85
5000 UL BRI UL SURELL B
Bmmmmmmm
m/z 85.05 50.19%
29 113
Ll 41169197 225 953296
miz--> 0 55 160 1éo 260 2%0 360 3éo 460 4%0 560
Abundance
57
" 23.60 23.80 24.00 24.20
5000 85 m/z 43.00 42 .22%
113141169197 239 567204 323 352
miz--> 0 55 160 1éo 260 2%0 360 3éo 460 4%0 560
Abundance #153223: Docosane
57 Bmmmmmmm

m/z 55.00 20.29%

113

m/z--> 0 50 100 150 200 250 300 350 400 450 500 23 60 23. 80 24 00 24 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050617\
Data File : BG026880.D

Acq On : 6 May 2017 13:29

Operator : SJ/MA

Sample - 12842-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.85 7.60 ng/ul 1037360 Perylene-di12 24 .77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3874 (25.849 min): BG026880.D (-3863) (-) m/z 57.10 100.00%
57
5000 85
] [ ]113 155183 211 253 285308 356 401 2260 2580 26.00 26.20
e L 20188 211 253 285308 856 401 0 hizz 71.00 65.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57
85
5000
25.60 25.80 26.00 26.20
- m/z 85.10 50.89%
1 ‘\ Li h 13,141 169 197 225 253 338
m/z--> 55 100 1%0 200 250 360 3%0 460 !
Abundance
57
85 25.60 25.80 26.00 26.20
5000 m/z 43.00 40.27%
29 113
141 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #223851: Hentriacontane e = N el et
57 %m%m%m%m
m/z 55.00 21.51%
5000
85
29| | 113 141 169 VWwMw,wﬁAAﬂA/A\unmww¢~wwNm
‘ L1 197 225 253 280 309 351 379 407 436

m/z--> 50 100 150 200 250 300 350 400 25. 60 25. 80 26 00 26. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050617\
Data File : BG026880.D

Acq On : 6 May 2017 13:29

Operator : SJ/MA

Sample - 12842-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .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 8 (DEL) Alkane: Cyclic27.17 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
27.17 2.58 ng/ul 352264 Perylene-d12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hexacosane 366 C26H54 000630-01-3 86
Abundance Scan 4099 (27.171 min): BG026880.D (-4089) (-) m/z 57.05 100.00%
57
5000 85 NMJNWWVM¢VJ/\\ANVV\V¥,mA¢
113 141 169 208 281 26.80 27.00 27.20 27.40
— .J A lel et 229202 77 300 346 899 427 1 sz 71.10  56.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 A UL UL B B
26 80 27. oo 27. 20 27.40
m/z 85.05 46.65%
2“9\\ “ H\ H\ h‘ H‘ \‘ d \1619 197 225 253 282
m/z--> 55 100 1éo 260 250 360 3%0 460
Abundance
57
26.80 27.00 27.20 27.40
5000 85 m/z 43.00 29.72%
113 141 169 197 239 o7 294 323 352
m/z--> 55 160 1%0 260 2%0 360 3§o 460
Abundance #94346: Heptadecane L BRI LI L N L B
57 26.80 27.00 27.20 27.40
m/z 99.00 18.27%
85
5000
29
m/z--> 55 160 1éo 260 250 360 350 460 26.80 27.00 27.20 27.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050617\
Data File : BG026880.D

Acq On : 6 May 2017 13:29

Operator : SJ/MA

Sample - 12842-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
28.75 3.13 ng/ul 427746 Perylene-di12 24.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 90
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 4368 (28.752 min): BG026880.D (-4356) (-) m/z 57.00 100.00%
57
85
5000
113 840 2860 28.80 29.00
155 183207 239 28.40 28.60 28.80 29.00
L Jl oo TEN 20268 313 395 416443 489 nsn 71.10  69.23%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #94345: Heptadecane
57
5000 85 RARSUAARSUNABUNRRE B
28.40 28.60 28.80 29.00
29 m/z 85.05 55.45%
i Hae0r0s 20
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
28.40 28.60 28.80 20.00
5000 85 m/z 43.00 41.81%
13141169 210 539067 309336 366
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #153227: Pentadecane, 8-heptyl- L B
57 28.40 28.60 28.80 29.00
m/z 55.00 22.61%
210
h I W\vaw
29 1183141
DL [ aee | 239067 310
m/z--> 50 100 1%0 260 250 300 350 400 450 ' 28.40 28.60 28.80 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050617\
Data File : BG026880.D

Acq On : 6 May 2017 13:29

Operator : SJ/MA

Sample - 12842-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
30.67 2.19 ng/ul 298319 Perylene-d12 2477
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 76
2 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 68
3 Pentacosane 352 C25H52 000629-99-2 64
4 Tritriacontane 465 C33H68 000630-05-7 59
5 Hexacosane 366 C26H54 000630-01-3 59
Abundance Scan 4695 (30.673 min): BG026880.D (-4681) (-) m/z 57.00 100.00%
57
85
5000
155 30,40 30.60 30.80 31.00
197 233255 = 303329 401
e bl .'ll b i iy 20500, 200929304 A8 h7z 71.05  75.69%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #94354: Hexadecane, 2-methyl-
57
5000 85 LRI BRI UL UL S
30.40 30.60 30.80 31.00
‘ 13 197 m/z 85.05 62.08%
| “ ‘l‘ ! \‘ ‘ ‘ | \169 1 225

m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57
R
30.40 30.60 30.80 31.00
5000 85 m/z 43.00 54 _.61%
29 197
113
2 141 169 225
L B e B L B A
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane e e ERRES BE s
57 30.40 30.60 30.80 31.00
m/z 55.00 28.18%
5000 85
113
29 77,141 169 211 239 267 295 323 352
A A e e RREE e AR EE
m/z--> 0 50 100 150 200 250 300 350 400 30 40 30. 60 30. 80 31 OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050617\
Data File : BG026880.D

Acq On : 6 May 2017 13:29

Operator : SJ/MA

Sample - 12842-15

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .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 18.23 4.3 ng/ul 489747 4 17.35 2249550 20.0
Octadecanoic acid 19.50 5.1 ng/ul 591431 5 21.60 2312730 20.0
6-1sopropenyl-4,8_.. 21.77 9.9 ng/ul 1144100 5 21.60 2312730 20.0
(DEL) Alkane: Str... 22.37 4.4 ng/ul 507817 5 21.60 2312730 20.0
(DEL) Alkane: Str... 23.04 2.1 ng/ul 240352 5 21.60 2312730 20.0
(DEL) Alkane: Str... 23.83 10.6 ng/ul 1441210 6 24.77 2729090 20.0
(DEL) Alkane: Str... 25.85 7.6 ng/ul 1037360 6 24.77 2729090 20.0
(DEL) Alkane: Cyc... 27.17 2.6 ng/ul 352264 6 24.77 2729090 20.0
(DEL) Alkane: Str... 28.75 3.1 ng/ul 427746 6 24.77 2729090 20.0
(DEL) Alkane: Str... 30.67 2.2 ng/ul 298319 6 24.77 2729090 20.0
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