LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BGO71917\
Data File : BG027972.D

Aca On 19 Jul 2017 21:34

Operator : SJ/JU

Sample : 14213-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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-BGO071717 .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

3.861 42 46 54 rvB 11397 16760 0.80% 0.079%
4.126 89 91 98 rBv2 3125 6396 0.31% 0.030%
171 183 rVB 177541 309567 14.83% 1.461%
4._.895 215 222 234 rVB 74386 119745 5.74% 0.565%
5.083 248 254 260 rVB3 4225 7205 0.35% 0.034%

abrwWNPEF
N
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w

5.483 316 322 336 rBV 377289 597167 28.61% 2.818%

6

7 6.106 423 428 434 rVB3 2038 4167 0.20% 0.020%
8 6.264 450 455 459 rBV3 1389 2957 0.14% 0.014%
9 6.423 478 482 491 rBV5 3297 6239 0.30% 0.029%
10 6.582 503 509 516 rBv4 1836 4317 0.21% 0.020%

11 7.516 659 668 679 rBvV 251605 450150 21.57% 2.124%
12 7.686 689 697 708 rBvV 168003 283865 13.60% 1.339%
13 7.904 726 734 745 rBV 245116 440288 21.09% 2.078%
14 8.133 769 773 778 rBv4 2027 3055 0.15% 0.014%
15 8.374 806 814 825 rVB 181950 324765 15.56% 1.532%

16 8.703 864 870 873 rBV3 2185 3717 0.18% 0.018%
17 9.061 923 931 947 rBV 298839 538343 25.79% 2.540%
18 9.537 1004 1012 1026 rBV 214570 396985 19.02% 1.873%
19 9.660 1030 1033 1045 rVB4 1689 5367 0.26% 0.025%
20 10.265 1126 1136 1147 rBV 188677 357236 17.11% 1.686%

21 10.800 1214 1227 1245 rBV 291630 577902 27.69% 2.727%
22 11.123 1275 1282 1285 rBV 1547 3910 0.19% 0.018%
23 11.194 1285 1294 1307 rVB 258981 470783 22.55% 2.221%
24 11.323 1307 1316 1331 rBV 166448 337938 16.19% 1.595%

25 11.958 1420 1424 1429 rBV3 1579 2912 0.14% 0.014%
26 12.674 1535 1546 1555 rBV 142915 252896 12.12% 1.193%
27 12.745 1555 1558 1567 rVB4 5480 8596 0.41% 0.041%
28 13.327 1650 1657 1662 rVB2 4223 6779 0.32% 0.032%
29 13.567 1690 1698 1706 rBV2 6787 12322 0.59% 0.058%
30 13.844 1740 1745 1752 rVB2 2381 4980 0.24% 0.023%

31 14.367 1823 1834 1838 rBV 621570 925345 44 _.33% 4 _.366%
32 14.408 1838 1841 1849 rVB 99392 144681 6.93% 0.683%
33 14.672 1875 1886 1898 rBV 635370 1026469 49.18% 4.843%
34 14.978 1929 1938 1946 rBV2 421158 702534 33.66% 3.315%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BGO71917\
Data File : BG027972.D

Aca On 19 Jul 2017 21:34

Operator : SJ/JU

Sample : 14213-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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
Title

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BGO71717 .M
SVOA CALIBRATION

35 15.160 1959 1969 1997 rBV 147538 383004 18.35% 1.807%

36 15.736 2062 2067 2068 rBV2 4064 4611 0.22% 0.022%
37 15.765 2068 2072 2080 rVB2 9102 14997 0.72% 0.071%
38 15.965 2095 2106 2117 rBV 887497 1397115 66.93% 6.592%
39 16.070 2117 2124 2136 rVB2 252183 392679 18.81% 1.853%

40 16.200 2142 2146 2152 rVB2 9337 14355 0.69% 0.068%
41 16.634 2216 2220 2232 rVB 4612 9155 0.44% 0.043%
42 16.828 2247 2253 2258 rVB3 3875 5855 0.28% 0.028%
43 16.922 2263 2269 2273 rBV4 1849 2917 0.14% 0.014%
44 17.428 2350 2355 2361 rBV3 6170 10642 0.51% 0.050%
45 17.504 2361 2368 2373 rVB4 3248 6945 0.33% 0.033%
46 17.586 2378 2382 2389 rBV5 2743 4174 0.20% 0.020%

47 17.721 2395 2405 2415 rBVY 616289 970331 46.49% 4_579%
48 17.821 2415 2422 2434 rVB 1048383 1617106 77.47% 7.630%

49 17.974 2444 2448 2458 rVB6 2424 6869 0.33% 0.032%
50 18.080 2458 2466 2467 rBvV4 2256 4237 0.20% 0.020%
51 18.174 2475 2482 2487 rBV3 4311 6993 0.34% 0.033%
52 18.362 2504 2514 2521 rBV6 3958 7763 0.37% 0.037%
53 18.479 2531 2534 2542 rVB3 1568 3182 0.15% 0.015%
54 18.573 2542 2550 2560 rBV2 49055 98846 4.74% 0.466%
55 18.650 2560 2563 2576 rVB 11237 21387 1.02% 0.101%
56 18.855 2594 2598 2603 rBV3 3143 3628 0.17% 0.017%
57 19.431 2690 2696 2701 rBV6 3816 8304 0.40% 0.039%
58 19.472 2701 2703 2708 rVB5 2659 4108 0.20% 0.019%
59 19.654 2731 2734 2738 rVB5 2569 3896 0.19% 0.018%
60 19.731 2742 2747 2755 rVB3 13181 24196 1.16% 0.114%
61 19.831 2760 2764 2772 rBV5 14684 28542 1.37% 0.135%
62 19.983 2783 2790 2797 rBV 11759 21971 1.05% 0.104%
63 20.095 2799 2809 2821 rBV 1426502 2079367 99.62% 9.812%
64 20.571 2888 2890 2896 rVB6 3638 4559 0.22% 0.022%
65 20.665 2905 2906 2911 rBV5 2964 4128 0.20% 0.019%
66 20.953 2953 2955 2960 rBV5 2823 5401 0.26% 0.025%
67 21.088 2975 2978 2982 rBV4 7033 8094 0.39% 0.038%
68 21.129 2982 2985 2989 rVB5 3956 5266 0.25% 0.025%
69 21.211 2997 2999 3002 rVB4 2197 2807 0.13% 0.013%
70 21.441 3031 3038 3040 rBVS 6042 11284 0.54% 0.053%
71 21.493 3042 3047 3058 rVB9 12023 38493 1.84% 0.182%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BGO71917\
Data File : BG027972.D

Aca On 19 Jul 2017 21:34

Operator : SJ/JU

Sample : 14213-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BGO71717 .M

Title = SVOA CALIBRATION

72 21.629 3067 3070 3077 rVB6 7688 11305 0.54% 0.053%
73 22.057 3135 3143 3160 rVB 712959 1312987 62.90% 6.195%
74 22.210 3165 3169 3173 rVB3 8737 11973 0.57% 0.056%
75 22.868 3276 3281 3286 rVB7 10970 18634 0.89% 0.088%
76 23.620 3402 3409 3419 rVB2 24919 49772 2.38% 0.235%
77 24.490 3550 3557 3570 rVB2 37615 89300 4.28% 0.421%
78 24.754 3595 3602 3604 rBVS 6707 13621 0.65% 0.064%

79 25.330 3688 3700 3718 rBV2 684433 2087358 100.00% 9.849%
80 25.571 3724 3741 3756 rBV2 388966 1371724 65.72% 6.472%

81 26.770 3935 3945 3959 rVB5 49844 163534 7.83% 0.772%
82 28.256 4186 4198 4211 rVB5 44861 174686 8.37% 0.824%

83 29.954 4485 4487 4489 rBV3 3298 3510 0.17% 0.017%
84 30.042 4490 4502 4519 rVB6 33426 148490 7.11% 0.701%
85 31.711 4784 4786 4788 rBV2 4078 2793 0.13% 0.013%

86 32.210 4860 4871 4891 rVB7 24848 139927 6.70% 0.660%

Sum of corrected areas: 21193159
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA G\DATA\BGO71917\
Data File : BG027972.D

Aca On 19 Jul 2017 21:34

Operator : SJ/JU

Sample : 14213-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BGO71717_.M
SVOA CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG027972.D
1400000

1200000
1000000
800000
600000

400000 5.48 0.06
: 10.80
7.52 7.90 9.54

200000 4.60 ]\7,69[\ 8.37

10.27 1.32 12,67
4.90
| 3.864.13 ) 5.08 6. BLZ64258 8.13/\ 8.70 .66 11, 11.96 .74
T L o B o I e o o i B B R

Time--> 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG027972.D
1400000 20.10

11.19

o

1200000
17.82
1000000

15.96
800000 2206
14.314.67 17.72

600000

400000

200000

o} IB.513, 74| 16.20 1663892 11369 bR 08. : 20GBA0AFIRAIA063 |22, 22.8

Time--> 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: BG027972.D
1400000

1200000

1000000

800000
25.33

600000

400000 25.57

200000

24. 26.77 28.26
Ol 2i62 e .@44—7? N )N 2884 3171 32.21

T I
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:\HPCHEMI1\BNA G\DATA\BGO71917\
Data File : BG027972.D

Aca On 19 Jul 2017 21:34

Operator : SJ/JU

Sample : 14213-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BGO71717_.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.90 7.37 ng/ul 119745 1,4-Dichlorobenzene-d4 8.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 94
2 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
3 3-Hexen-2-one 98 C6H100 000763-93-9 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 86

Abundance Scan 223 (4.901 min): BG027972.D (-215) (-) m/z 55.00 100.00%
58.0 83.0
5000

6 206.7 4.60 4.80 5.00 5.20
ity b L 1446 28T "m/z 83.00 95.38%
m/z--> 20 40 60 80 100 120 140 160 180 200

3. 98.0
L B B i B
L II|

Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 TT T[T I T rrrr[rrrrprrro)
39. 98.0 4.60 4.80 5.00 5.20
‘ T m/z 43.00 42 .21%
.,ﬂ..@.ﬂk,....“...1”..,..”,....“...,”..,..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0 83.0
R B i e e
4.60 4.80 5.00 5.20
5000 29,0 m/z 98.00 34.70%
’ 98.0

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #3157: 3-Hexen-2-one A e e R
o 83.0 460 4.80 5.00 5.20
55 m/z 39.00 29.67%
5000
29.0
98.0
.,.“...‘i“..“.‘l,....,l...,....,....,....,....,....,.... A )
mz--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BGO71917\
Data File : BG027972.D

Aca On 19 Jul 2017 21:34

Operator : SJ/JU

Sample : 14213-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BGO71717_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.48 36.78 ng/ul 597167 1,4-Dichlorobenzene-d4 8.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 322 (5.483 min): BG027972.D (-316) (-) m/z 43.00 100.00%
43.0
59.0
5000
1oLo 520 540 560 580
...,....,....,....','::..,..:!,...6.9-,0....?.3:0..,....,|....,. m/z 59.00 54.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 sk sk sko k0
0
150 a0 1010 m/z 101.00 17.91%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
520 540 560 580
5000 59.0 m/z 58.00 13.81%
31.0 83.0 101.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R ERaRGRES L L
54.0 520 5.40 5.60 5.80
m/z 41.00 9.53%
5000 41.0
31.0
‘ 69.0 870
15.0 ‘\‘ L1500 ‘ 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 520 540 5.0 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BGO71917\
Data File : BG027972.D

Aca On 19 Jul 2017 21:34

Operator : SJ/JU

Sample : 14213-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BGO71717_.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 unknownOl Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.67 10.74 ng/ul 252896 Naphthalene-d8 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.2.01hept-2-ene. 4-isop... 171 C12H13N 1000217-15-6 32
2 6-1sopropviauinoline 171 C12H13N 000135-79-5 32
3 Benzene. 1l-chloro-4-methoxv-2-me... 156 C8H9CIO 013334-71-9 25
4 2.2"-Bipvridine 156 C10H8N2 000366-18-7 25
5 2-(2-Chloro-pyridin-3-yl)-propan... 171 C8H10CINO 267003-35-0 25
Abundance Scan 1545 (12.669 min): BG027972.D (-1535) (-) m/z 156.00 100.00%
156.0
5000
115.0
8.0 171.0 I A G
52.0 ‘ 12.40 12.60 12.80 13.00
140.9
e by 920 m/z 115.00 38.10%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39117: Bicyclo[3.2.0]hept-2-ene, 4-isopropylidene-6-(cyan...
156.0
5000 LI UL SUMRLN UL S
290 910 129.0 171.0 1240 12.60 12.80 13.00
' 650 770 106.0 m/z 158.00 32.98%
: : |2|6H‘0| "i‘ : I\‘l\l |“l“| "l‘hl |hl e IM\I : ‘lHI Ilﬁiﬁcl) IM‘ : I‘l —
m/z--> 20 40 60 80 100 120 140 160
Abundance
156.0
12,40 12.60 12.80 13.00
5000 m/z 171.00 30.74%
171.0
270 510 7.0 1010114028 %1420
mz-> 20 40 60 8 100 120 140 160
Abundance #28933: Benzene, 1-chloro-4-methoxy-2-methyl- e e R
156.0 12.40 12.60 12.80 13.00
m/z 78.00 24 .99%
5000 77.0
510 141.0
- ‘ 910 1130
S R | ,w\.‘..u.‘,..M‘..,...‘w. ,h??-?. AT | N SN B VN
m/z--> 20 40 60 80 100 120 140 160 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BGO71917\
Data File : BG027972.D

Aca On 19 Jul 2017 21:34

Operator : SJ/JU

Sample : 14213-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BGO71717_.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 Tetradecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.57 2.04 ng/ul 98846 Phenanthrene-d10 17.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 92
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2549 (18.567 min): BG027972.D (-2542) (-) m/z 43.00 100.00%
430, 73.0
5000 129.0
97.0 213.1
bﬂ 157.0 1851 256.1 18.20 18.40 18.60 18.80
m/z 55.00 94 .20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0
43.0
5000 129.0

18.20 18.40 18.60 18.80
m/z 73.00 93.77%

15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
18.20 18.40 18.60 18.80
5000 129.0 m/z 60.00 92.81%
83.0
157.0 1850 213.0 256.0
40/0 110.0 '
T T T T T T T T e T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43.0 73.0 18.20 18.40 18.60 18.80
m/z 57.00 88.29%
5000
129.0
256.0
L] “ ' 157.0 1850 2130
BRRERE SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BGO71917\
Data File : BG027972.D

Aca On 19 Jul 2017 21:34

Operator : SJ/JU

Sample : 14213-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BGO71717_.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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.77 2.38 ng/ul 163534 Perylene-di12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Tricosane 324 C23H48 000638-67-5 86
3 Heneicosane 296 C21H44 000629-94-7 83
4 Octadecane 254 C18H38 000593-45-3 83
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 83
Abundance Scan 3945 (26.770 min): BG027972.D (-3935) (-) m/z 57.00 100.00%
57.0
5000
Jgglo 134 8169 15089 2651 3250 4201 26.40 26.60 26.80 27.00
e b BB e s m/z 43.00 64.93%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000
26.40 26.60 26.80 27.00
m/z 71.00 58.06%
11 M | 141.0 183.0 225.0 267.0 309.0 351.0 437.0
mz-> 0 50 100 1éo 200 250 300 350 400 '
Abundance
57.0
26.40 26.60 26.80 27.00
5000 m/z 85.00 33.06%

99.0
141.0 197.0 253.0 324.0

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141425:; Heneicosane
57.0 26.40 26.60 26.80 27.00
m/z 54.95 28.71%
5000
99.0

15. q‘ ‘ I 1410 183.0 225.0 296.0

e e o L L A o o e o N LA A e o e o o
m/z--> 0 50 100 150 200 250 300 350 400 26.40 26.60 26.80 27.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BGO71917\
Data File : BG027972.D

Aca On 19 Jul 2017 21:34

Operator : SJ/JU

Sample : 14213-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BGO71717_.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
28.26 2.55 ng/ul 174686 Perylene-d12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Triacontane 422 C30H62 000638-68-6 87
4 Eicosane 282 C20H42 000112-95-8 83
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 4199 (28.262 min): BG027972.D (-4186) (-) m/z 56.95 100.00%
57.0
5000
99.1
41.1 2112 253.1 295.1 28.00 28.20 28.40 28.60
b J A B 212 28812951 asag S 50 06h
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000
28.00 28.20 28.40 28.60
99.0 m/z 71.00 54 _12%
2540“ | [ h‘ | 1410 1830 2250 2960
m/z--> éo 100 150 260 250 360 3%0 460
Abundance
57.0
28.00 28.20 28.40 28.60
5000 m/z 85.10 43.79%
99.0
141.0 1830 225.0 267.0 309.0 365.0
m/z--> éo 160 1éo 200 250 360 3%0 460
Abundance #219831: Triacontane
57.0 28.00 28.20 28.40 28.60
m/z 41.00 20.41%
5000
99.0
Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> 5'0 100 1&'30 200 250 3(')0 3%0 4(')0 28.00 28.20 28.40 28.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BGO71917\
Data File : BG027972.D

Aca On 19 Jul 2017 21:34

Operator : SJ/JU

Sample : 14213-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BGO71717_.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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

30.04 2.17 ng/ul 148490 Perylene-d12 25.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Hexacosane 366 C26H54 000630-01-3 83
3 Tetracosane 338 C24H50 000646-31-1 83
4 Tetracosane 338 C24H50 000646-31-1 80
5 Triacontane 422 C30H62 000638-68-6 80

Abundance Scan 4502 (30.042 min): BG027972.D (-4490) (-) m/z 57.05 100.00%

.0

5000

99.0 29.80 30.00 30.20 30.40

m/z 43.00 48.69%

132.9 169.1 54g9239.1 280.9 356.1 401.1

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000
29.80 30.00 30.20 30.40
99.0 m/z 71.05 43 .38%
27\‘.0\‘ ‘\ “\ wh\ h‘ I‘ \‘]-4%[.0\ ;83.0 225.0 266'0296.0
i B e e e o e L A e e e LA B s o
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
29.80 30.00 30.20 30.40
5000 m/z 85.00 38.86%
99.0
141.0 183.0 2250 267.0 309.0  367.0
L A e e o e e o L L e e e e e I I
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57.0 29.80 30.00 30.20 30.40
m/z 55.00 20.23%
5000
99.0
21,0 | , 1410 1830 2250 338.0
LA e e o e e o T [HLANL A s e o
m/z--> 50 100 150 200 250 300 350 400 29.80 30.00 30.20 30.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BGO71917\
Data File : BG027972.D

Aca On 19 Jul 2017 21:34

Operator : SJ/JU

Sample : 14213-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BGO71717_.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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

3221 2.04 ng/ul 139927  Perylene-di2 2557
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

‘1 Hentriacontane 437 C31He4 000630-04-6 64

2 Hentriacontane 437 C31H64 000630-04-6 58
3 Octadecane 254 C18H38 000593-45-3 58
4 Tetracosane 338 C24H50 000646-31-1 58
5 Heneicosane 296 C21H44 000629-94-7 58
Abundance Scan 4871 (32.210 min): BG027972.D (-4860) (-) m/z 57.00 100.00%
57.0
5000
99.0
| ] 141.1 206.9 267.0 3551 31.80 32.00 32.20 32.40
N i - SUE m/z 43.00 49 .46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000
31.80 32.00 32.20 32.40
m/z 71.00 47 .03%
| H | 1410 1830 225.0 267.0 309.0 351.0 437.0
...,.. T e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
31.80 32.00 32.20 32.40
5000 m/z 85.00 34.43%
99.0
141.0 1830 225.0 2670 300.0 351.0 393.0 436.0
T T T e e T T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
57.0 31.80 32.00 32.20 32.40
m/z 54.95 21.51%
5000
99.0
ULy 140 1ss0 2540
———
m/z--> 50 100 150 200 250 300 350 400 31.80 32.00 32.20 32.40

SOM-EPA-BGO71717 .M Thu Jul 20 14:43:29 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BGO71917\
Data File : BG027972.D

Acq On 19 Jul 2017 21:34

Operator : SJ/JU

Sample : 14213-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG0O71717 .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]
3-Penten-2-one, 4... 4.90 7.4 ng/ul 119745 1 8.37 324765 20.0
2-Pentanone, 4-hy... 5.48 36.8 ng/ul 597167 1 8.37 324765 20.0
unknownO1 12.67 10.7 ng/ul 252896 2 11.19 470783 20.0
Tetradecanoic acid 18.57 2.0 ng/ul 98846 4 17.72 970331 20.0
(DEL) Alkane: Str... 26.77 2.4 ng/ul 163534 6 25.57 1371720 20.0
(DEL) Alkane: Str... 28.26 2.5 ng/ul 174686 6 25.57 1371720 20.0
(DEL) Alkane: Str... 30.04 2.2 ng/ul 148490 6 25.57 1371720 20.0
(DEL) Alkane: Str... 32.21 2.0 ng/ul 139927 6 25.57 1371720 20.0
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