LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070116\
Data File : BG022760.D

Acq On 1 Jul 2016 15:05

Operator : UM/SJ

Sample - H3811-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_G\METHODS\SOMO02.2-EPA-BG063016.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 3.951 185 189 190 rVB3 9399 10034 0.22% 0.017%
2 4.709 316 318 325 rBvV8 5114 9448 0.21% 0.016%
3 5.473 446 448 453 rVB4 8677 10884 0.24% 0.018%
4 5.714 487 489 493 rVB4 10856 9492 0.21% 0.016%
5 6.202 570 572 577 rBV6 12010 23394 0.52% 0.040%
6 6.272 580 584 586 rBV5 8068 9864 0.22% 0.017%
7 6.830 675 679 684 rBV5 11878 20114 0.44% 0.034%
8 7.212 743 744 748 rBVv4 8472 8454 0.19% 0.014%
9 7.306 754 760 769 rBV 594136 1092015 24.14% 1.849%
10 7.477 782 789 799 rvVB 405499 671709 14.85% 1.137%
11 7.594 806 809 811 rVvB3 9146 10732 0.24% 0.018%
12 7.688 817 825 832 rBY 539764 935857 20.69% 1.584%
13 7.759 835 837 841 rvB4 10878 10843 0.24% 0.018%
14 7.894 855 860 862 rBV5 6100 10638 0.24% 0.018%
15 8.158 897 905 912 rBV 428795 747101 16.51% 1.265%
16 8.287 922 927 928 rBv4 7746 9512 0.21% 0.016%
17 8.376 938 942 944 rBV5 17066 25085 0.55% 0.042%
18 8.646 984 988 991 rBv4 9365 8758 0.19% 0.015%

19 8.863 1018 1025 1035 rVB2 747415 1237905 27.36% 2.096%
20 9.333 1096 1105 1113 rBV 538615 1021062 22.57% 1.729%

21 9.421 1115 1120 1125 rBV7 9669 20849 0.46% 0.035%
22 9.721 1165 1171 1183 rVBS8 21282 45745 1.01% 0.077%
23 10.056 1220 1228 1238 rBV 512213 940815 20.80% 1.593%
24 10.191 1247 1251 1257 rBV5 15721 32772 0.72% 0.055%
25 10.285 1263 1267 1272 rVB7 14249 20473 0.45% 0.035%
26 10.426 1288 1291 1292 rBV2 7667 8942 0.20% 0.015%
27 10.602 1313 1321 1331 rBV 823047 1503046 33.23% 2.545%
28 10.720 1338 1341 1343 rBV3 9463 12011 0.27% 0.020%
29 10.749 1343 1346 1351 rVB6 8483 14191 0.31% 0.024%

30 10.984 1379 1386 1396 rVvVv 657534 1213583 26.83% 2.055%

31 11.119 1402 1409 1418 rBV 273188 544170 12.03% 0.921%

32 11.519 1473 1477 1481 rBV5 8674 9871 0.22% 0.017%
33 11.742 1511 1515 1516 rBV3 8156 10451 0.23% 0.018%
34 11.907 1537 1543 1545 rBV6 6239 11122 0.25% 0.019%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070116\
Data File : BG022760.D

Acq On 1 Jul 2016 15:05

Operator : UM/SJ

Sample - H3811-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_G\METHODS\SOMO02.2-EPA-BG063016.M

Title = SVOA CALIBRATION

35 11.989 1555 1557 1561 rVB5 7282 9084 0.20% 0.015%
36 12.559 1649 1654 1661 rBV3 17340 25177 0.56% 0.043%
37 13.052 1736 1738 1743 rBV6 9072 12839 0.28% 0.022%
38 13.158 1749 1756 1761 rBV7 14004 29854 0.66% 0.051%
39 13.399 1792 1797 1800 rBV5 17744 25048 0.55% 0.042%
40 13.487 1810 1812 1815 rVB4 8204 8815 0.19% 0.015%
41 13.546 1819 1822 1825 rBV3 7520 11696 0.26% 0.020%
42 13.681 1837 1845 1848 rBV4 45497 79836 1.76% 0.135%
43 13.711 1848 1850 1855 rVB5 34037 56038 1.24% 0.095%
44 13.975 1889 1895 1898 rBV6 10240 14424 0.32% 0.024%
45 14.069 1907 1911 1913 rBV5 9629 12593 0.28% 0.021%
46 14.128 1916 1921 1923 rVV5 15616 19822 0.44% 0.034%

47 14.198 1926 1933 1937 rBV 1636231 2508585 55.45% 4.247%
48 14.245 1937 1941 1948 rVB 508043 756297 16.72% 1.280%
49 14.498 1977 1984 1990 rVB 1642375 2625964 58.05% 4._.446%

50 14.604 1998 2002 2004 rBV5 8962 12696 0.28% 0.021%
51 14.668 2009 2013 2019 rVB3 36564 61535 1.36% 0.104%
52 14.756 2022 2028 2030 rVV6 43050 81790 1.81% 0.138%
53 14.803 2030 2036 2043 rVV2 1255855 2080994 46.00% 3.523%
54 14.850 2043 2044 2049 rVB5 20876 26180 0.58% 0.044%

55 14.991 2060 2068 2075 rBV 775903 1339763 29.62% 2.268%

56 15.050 2075 2078 2085 rVB4 76709 124630 2.75% 0.211%

57 15.144 2090 2094 2099 rVV5 53609 91956 2.03% 0.156%
58 15.185 2099 2101 2102 rVVv2 17012 15576 0.34% 0.026%
59 15.203 2102 2104 2109 rVV6 24915 42826 0.95% 0.073%
60 15.262 2113 2114 2117 rBV3 9947 9940 0.22% 0.017%
61 15.356 2126 2130 2132 rBV5 19593 21467 0.47% 0.036%
62 15.432 2137 2143 2144 rBV6 10585 16477 0.36% 0.028%
63 15.579 2164 2168 2171 rBvV4 16414 21628 0.48% 0.037%
64 15.620 2171 2175 2180 rVB2 55776 73977 1.64% 0.125%
65 15.685 2182 2186 2191 rBV7 10763 25252 0.56% 0.043%

66 15.790 2197 2204 2213 rVB 2327565 3711264 82.04% 6.283%
67 15.902 2217 2223 2231 rVB 811621 1199419 26.51% 2.031%
68 16.014 2238 2242 2243 rBV4 44921 54638 1.21% 0.092%
69 16.114 2255 2259 2261 rBV5 21293 29841 0.66% 0.051%
70 16.155 2261 2266 2273 rVB 596003 820095 18.13% 1.388%

71 16.413 2308 2310 2312 rBV3 9737 10663 0.24% 0.018%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070116\
Data File : BG022760.D

Acq On 1 Jul 2016 15:05

Operator : UM/SJ

Sample - H3811-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_G\METHODS\SOMO02.2-EPA-BG063016.M

Title = SVOA CALIBRATION

72 16.484 2318 2322 2331 rBV2 64286 102504 2.27% 0.174%
73 16.995 2407 2409 2411 rVB3 21973 15275 0.34% 0.026%
74 17.060 2418 2420 2421 rBV2 20119 12147 0.27% 0.021%
75 17.277 2454 2457 2462 rVB 105147 120976 2.67% 0.205%
76 17.418 2478 2481 2483 rBV4 54970 60278 1.33% 0.102%
77 17.483 2490 2492 2497 rVB4 45678 46854 1.04% 0.079%

78 17.553 2498 2504 2511 rBV2 1719117 2672970 59.09% 4_.525%
79 17.653 2515 2521 2531 rVB 2414009 3709365 82.00% 6.280%
80 18.023 2581 2584 2589 rVB2 66880 88384 1.95% 0.150%

81 18.123 2599 2601 2604 rBV3 19164 22162 0.49% 0.038%
82 18.305 2628 2632 2637 rBv4 100644 160409 3.55% 0.272%
83 18.364 2638 2642 2646 rVVv2 156220 233228 5.16% 0.395%
84 18.423 2648 2652 2663 rVB 954087 1279754 28.29% 2.167%

85 19.004 2749 2751 2755 rBV5 28512 31658 0.70% 0.054%
86 19.333 2805 2807 2814 rVB7 71994 95852 2.12% 0.162%
87 19.574 2845 2848 2849 rBV3 77411 89443 1.98% 0.151%

88 19.592 2849 2851 2858 rVB2 175056 243739 5.39% 0.413%
89 19.686 2863 2867 2874 rBV 275070 379223 8.38% 0.642%
90 19.933 2903 2909 2919 rVB 2949962 4523827 100.00% 7.659%

91 20.414 2988 2991 2992 rBV2 72625 71625 1.58% 0.121%
92 21.460 3164 3169 3180 rBV 696547 1311780 29.00% 2.221%
93 21.772 3216 3222 3228 rBV 1135849 1741573 38.50% 2.948%
94 21.854 3229 3236 3243 rBV2 1787444 3169951 70.07% 5.367%
95 22.665 3370 3374 3375 rBV 215543 268770 5.94% 0.455%

96 23.758 3556 3560 3567 rVB5 202424 408546 9.03% 0.692%
97 24.233 3635 3641 3648 rVB 738610 1572521 34.76% 2.662%
98 24.991 3761 3770 3788 rVB2 1409043 4131629 91.33% 6.995%
99 25.226 3801 3810 3824 rVB3 1090425 3236208 71.54% 5.479%
100 26.425 4006 4014 4027 rVB3 926522 2928767 64.74% 4._.958%

Sum of corrected areas: 59069039
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070116\
Data File : BG022760.D

Acq On 1 Jul 2016 15:05

Operator : UM/SJ

Sample - H3811-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG063016 .M
SVOA CALIBRATION

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

Abundance TIC: BG022760.D
3000000

2500000
2000000
1500000

1000000 10.60

500000

11.12
l[ 1152104989 12,56

4.71 5.4b.71 66207

04 e e Sgiy=SuCN, s S S SSSSS S S S—— S
Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG022760.D
3000000 19.93
17.65
2500000 15.79
2000000 21.85
17.%5
14.204.50
1500000
14.80 2147
18.42
1000000 14.99 15.90 21.46
14.25 1615
g L8486 20,41
kA 8 HH il Qgé
7777@&5 Pl 1hdesy. S HB08E5 .‘.l 1 256 8 167996171 1- :m 19-06' AL
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: BG022760.D
3000000
2500000
2000000
24.99
1500000

1000000

500000

O

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\BG070116\
Data File : BG022760.D

Acq On 1 Jul 2016 15:05

Operator : UM/SJ

Sample - H3811-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG063016 .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 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.15 7.88 ng/ul 820095 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,5-Difluoroanisole 144 C7H6F20 075626-17-4 14
2 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 14
3 2-(2-HydroxyphenyD)pyrimidine 172 C10H8N20 064435-20-7 11
4 Succinic acid, butyl dec-4-enyl ... 312 C18H3204 1000353-46-3 10
5 Propanamide, N,N-dimethyl- 101 C5H11NO 000758-96-3 10
Abundance Scan 2265 (16.149 min): BG022760.D (-2261) (-) m/z 172.10 100.00%
101 172
5000
63 144
15.80 16.00 16.20 1640
3Byl l 4 J, 200228 264 300 367 423 468 90 | 1.777101.10  98.62%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #20791: 2,5-Difluoroanisole
101 144
5000 AR AR AR
15.80 16.00 16.20 16.40
63 m/z 87.05 84 .17%
Sl TINTIN R
I""'ﬁ"‘"""h‘ I""‘I""I"" rrrryrrrTTTTTT T T T T T T T T T
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
27, 60 101
15.80 16.00 16.20 16.40
5000 m/z 85.95 50.48%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39721: 2-(2-Hydroxyphenyl)pyrimidine e e
172 15.80 16.00 16.20 16.40

m/z 113.00 36.02%

5000

32 gy 01 1181
IIIIIIIlI‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070116\
Data File : BG022760.D

Acq On 1 Jul 2016 15:05

Operator : UM/SJ

Sample - H3811-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG063016 .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.
18.42 9.58 ng/ul 1279750 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
Abundance Scan 2652 (18.423 min): BG022760.D (-2648) (-) m/z 73.00 100.00%
73
43
5000
157185 " 1800 18,40 1660 1560
o 282 333366 422 465492519 m/z 60.05 79_91%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
6
5000 129 L UL UL BN
mmmmmmmm
m‘ 15Pm5”3 256 m/z 43.10 70.43%
H H‘H ‘\H L} \ ‘ ‘ “
m/z--> 50 50 200 250 360 3éo 460 4éo 560
Abundance
73
43 18.20 18.40 18.60 18.80
5000 129 m/z 55.10 64 .55%
171
9 214
miz-> 50 100 150 200 250 300 350 400 450 500
Abundance #84453: Tetradecanoic acid
73 18.20 18.40 18.60 18.80
43 m/z 41.10 59.70%
5000 129
185 228
9 | 157
m/z--> 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070116\
Data File : BG022760.D

Acq On 1 Jul 2016 15:05

Operator : UM/SJ

Sample - H3811-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG063016 .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 7
R.T. EstConc Area Relative to ISTD R.T.
19.69 2.84 ng/ul 379223 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93

Abundance Scan 2868 (19.692 min): BG022760.D (-2863) (-) m/z 73.05 100.00%

7B
43

5000

2 19.40 19.60 19.80 20.00
312 359386 431 19.40 19.60 19. :

m/z 55.10 83.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131261: Octadecanoic acid

5000 129 B S R B
19. 40 19 60 19. 80 20. 00

m/z 43.10 79.76%

241 284

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
43 73
I EEEEEEE S R LS
19.40 19.60 19.80 20.00
5000 129 m/z 60.05 73.78%
185 o4 284
15 101 157 213
L i o i B o LI e e Rmm e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95854: Pentadecanoic acid
43 7, 19.40 19.60 19.80 20.00
m/z 57.10 68.10%
5000
129 242
199
por | an'S \
A e A RSl ba'e A A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19. 40 19 60 19. 80 20. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070116\
Data File : BG022760.D

Acq On 1 Jul 2016 15:05

Operator : UM/SJ

Sample - H3811-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG063016 .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: Cyclic21.46 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.46 8.28 ng/ul 1311780 Chrysene-d12 21.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 93
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
3 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 90
Abundance Scan 3169 (21.460 min): BG022760.D (-3164) (-) m/z 57.10 100.00%

97

5000

-

125
21.20 21.40 21.60 21.80
hJ ACTATZ8 218309341 01420 489 8 n7y 6510 88.45%
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #81246: Cyclohexadecane
55 g3

m/z 43.10 83.39%

5000 LI e i e B B
m 2120 21,40 2160 2180

1:?9167 1962%4
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

TN
1N
o1 N
B
%
'

97 LRI LI LI LN LI
21.20 21.40 21.60 21.80
5000 m/z 69.05 78.39%
125
29 169
210 255 406
T T e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202424: Nonadecy! trifluoroacetate R e AR R
57 7 21.20 21.40 21.60 21.80
m/z 83.10 75.32%
5000
125
29 J (153182210238266 311 362
e e et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070116\
Data File : BG022760.D

Acq On 1 Jul 2016 15:05

Operator : UM/SJ

Sample - H3811-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG063016 .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 1(4H)-Naphthalenone, 4-[2-(... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.77 10.99 ng/ul 1741570 Chrysene-di12 21.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(4H)-Naphthalenone, 4-[2-(3-fur... 316 C20H2803 040883-07-6 86
2 Bicyclo[3.1.0]hexan-2-one, 3,3,6... 138 C9H140 053966-40-8 40
3 Decan-2,4,8-triene, 4,7-dimethyl- 164 C12H20 1000132-15-2 38
4 Histidine 155 C6H9N302 000071-00-1 37
5 DL-Histidine 155 C6H9N302 004998-57-6 37
Abundance Scan 3222 (21.772 min): BG022760.D (-3216) (-) m/z 82.05 100.00%
8p
5000
a1 111 102
151 235 21.40 21.60 21.80 22.00
Lo B T, 75 amons aom mqun as | - HR AR RN
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158246: 1(4H)-Naphthalenone, 4-[2-(3-furanyl)ethyl]-4a,5, ...
82
5000 41 v\’IWAWIIII
111 21.40 21.60 21.80 22.00
‘ ‘ - 192 e m/z 111.00 22.23%
:.I'$iH. ‘l‘ IHILHI [ -h“ﬂ“‘*”‘-“ s HJ s .L |‘?:!.-9.2.4|5. .2.8:.3| .‘. S
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
82
21.40 21.60 21.80 22.00
5000 m/z 95.05 21.44%
41 110

138

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #33768: Decan-2,4,8-triene, 4,7-dimethyl-

82 21.40 21.60 21.80 22.00

m/z 109.10 17.03%
5000
108
41 164
N —

m/iz--> 0 50 100 150 200 250 300 350 400 450 500 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070116\
Data File : BG022760.D

Acq On 1 Jul 2016 15:05

Operator : UM/SJ

Sample - H3811-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG063016 .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 Oxirane, hexadecyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.76 2.52 ng/ul 408546 Perylene-d12 25.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 83
2 11-Hexacosyne 362 C26H50 034291-69-5 53
3 Ethanol, 2-(9-octadecenyloxy)-, ... 312 C20H4002 005353-25-3 53
4 Cyclohexene, 4-(4-ethylcyclohexy... 262 C19H34 301643-32-3 49
5 3-Octadecene, (E)- 252 C18H36 007206-19-1 47

Abundance Scan 3560 (23.758 min): BG022760.D (-3556) (-) m/z 57.10 100.00%

57
96

5000

23.40 23.60 23.80 24.00

505
m/z 82.10 93 .55%

166193221 567 295 355 357 401

453

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #117618: Oxirane, hexadecyl-
82
55
5000 LA L L L L LB L L B
10 23.40 23.60 23.80 24.00
29 m/z 43.10 77 .59%
138
G e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 82
23.40 23.60 23.80 24.00
5000 109 m/z 96.05 71.39%
152 222 362
194 | 250278
R B B LA s L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #154961: Ethanol, 2-(9-octadecenyloxy)-, (2)- R R B o
55 8 23.40 23.60 23.80 24.00
m/z 71.10 70.62%
5000
29
lL ‘ 37 166 194219 220 281 312
 EmE R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.40 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070116\
Data File : BG022760.D

Acq On 1 Jul 2016 15:05

Operator : UM/SJ

Sample - H3811-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG063016 .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.

24 .23 9.72 ng/ul 1572520 Perylene-d12 25.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3640 (24.228 min): BG022760.D (-3635) (-) m/z 57.10 100.00%

5000

24.00 24.20 24.40 24.60
m/z 71.10 76.27%

13
141 183 205253281 323352384 425455 489 548

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane

5000 85

24.00 24.20 24.40 24.60
m/z 43.10 57.38%

\I‘hhﬂ\ 1 1169197225 253281309337365303 422

29
IIIIII IIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
85 24.00 24.20 24.40 24.60
5000 m/z 85.10 53.18%
29 113

141169197225253 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493:; Hexacosane

57 24.00 24.20 24.40 24.60
m/z 55.10 23.60%

5000 85

29

f}3141169197225253 295323 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24 20 24. 40 24. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070116\
Data File : BG022760.D

Acq On 1 Jul 2016 15:05

Operator : UM/SJ

Sample - H3811-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG063016 .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: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.43 18.10 ng/ul 2928770 Perylene-d12 25.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 94
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 4015 (26.431 min): BG022760.D (-4006) (-) m/z 57.10 100.00%
g7 ”
85
5000
13
141169 26.20 26.40 26.60 26.80
AL L7700 211 253 294 337365394422 460490 538 | .o 77 10 75.98%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #117640: Tridecane, 7-hexyl-
57
29
5000 85
26.20 26.40 26.60 26.80
182 m/z 43.10 60.66%
L e h v
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
26.20 26.40 26.60 26.80
5000 85 m/z 85.10 52.92%
113 1% 163011230 281
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215181: 2-methyloctacosane
26.20 26.40 26.60 26.80
m/z 55.10 28.78%
5000
141169197225 267295 365393
m/z--> 50 100 150 200 250 300 350 400 450 500 26,20 26.40 26.60 26.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070116\
Data File : BG022760.D

Acq On 1 Jul 2016 15:05

Operator : UM/SJ

Sample - H3811-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG063016 .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]
unknown-01 16.15 7.9 ng/ul 820095 3 14.80 2080990 20.0
n-Hexadecanoic acid 18.42 9.6 ng/ul 1279750 4 17.55 2672970 20.0
Octadecanoic acid 19.69 2.8 ng/ul 379223 4 17.55 2672970 20.0
(DEL) Alkane: Cyc... 21.46 8.3 ng/ul 1311780 5 21.85 3169950 20.0
1(4H)-Naphthaleno... 21.77 11.0 ng/ul 1741570 5 21.85 3169950 20.0
Oxirane, hexadecyl- 23.76 2.5 ng/ul 408546 6 25.23 3236210 20.0
(DEL) Alkane: Str... 24.23 9.7 ng/ul 1572520 6 25.23 3236210 20.0
(DEL) Alkane: Str... 26.43 18.1 ng/ul 2928770 6 25.23 3236210 20.0
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