LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081316\
Data File : BG023687.D
Aca On : 13 Aug 2016 14:01 Instrument :
Operator : UM/SJ ?:'l\!A_?S el

- - lentosampleld :
3?22'6 : H4388-12 PR002-SS003-0206-01
ALS Vial =: 7 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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-BG080416 .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
1 3.486 105 110 114 rBvV5 23670 38352 1.12% 0.105%
2 5.172 393 397 405 rBV2 50995 84458 2.47% 0.231%
3 5.266 411 413 415 rBV3 4717 5207 0.15% 0.014%
4 6.047 543 546 547 rBV3 5697 4332 0.13% 0.012%
5 6.165 564 566 570 rvB4 5245 6227 0.18% 0.017%
6 6.288 584 587 590 rBV4 5373 7980 0.23% 0.022%
7 6.394 603 605 610 rVB6 4966 4763 0.14% 0.013%
8 6.911 691 693 697 rBV5 3835 4919 0.14% 0.013%
9 7.105 723 726 729 rBV5 7319 9519 0.28% 0.026%
10 7.269 747 754 768 rVB 439712 827884 24.22% 2.266%

11 7.428 775 781 790 rVB 361298 592812 17.34% 1.622%
12 7.639 810 817 824 rBV 430536 752566 22.01% 2.059%

13 7.915 862 864 867 rBv2 3897 5659 0.17% 0.015%
14 8.109 891 897 906 rBV 337472 594899 17.40% 1.628%
15 8.180 906 909 912 rVB4 5811 6416 0.19% 0.018%
16 8.444 952 954 957 rVB4 3624 4254 0.12% 0.012%
17 8.467 957 958 961 rBV2 4891 6123 0.18% 0.017%
18 8.767 1005 1009 1011 rBv4 4229 6064 0.18% 0.017%
19 8.826 1011 1019 1028 rVvVv 545856 972890 28.46% 2.662%
20 9.037 1053 1055 1056 rBvV 5361 4528 0.13% 0.012%
21 9.290 1090 1098 1106 rBV 467081 846864 24.77% 2.318%
22 9.413 1114 1119 1120 rBvV4 8760 10925 0.32% 0.030%
23 9.648 1156 1159 1161 rBV3 4165 4415 0.13% 0.012%
24 10.018 1215 1222 1231 rBV 412925 745478 21.81% 2.040%
25 10.294 1267 1269 1274 rVB5 3779 5151 0.15% 0.014%
26 10.371 1280 1282 1287 rVB5 3500 4927 0.14% 0.013%
27 10.447 1291 1295 1298 rVB5 4390 6919 0.20% 0.019%
28 10.482 1298 1301 1305 rBv4 4115 5872 0.17% 0.016%

29 10.570 1305 1316 1332 rBV 578250 1121706 32.81% 3.070%
30 10.946 1371 1380 1388 rBV 545437 985851 28.84% 2.698%

31 11.087 1397 1404 1415 rBV 522718 969084 28.35% 2.652%

32 11.252 1429 1432 1435 rVB5 3598 4789 0.14% 0.013%
33 11.522 1476 1478 1481 rVB4 4291 4776 0.14% 0.013%
34 11.757 1514 1518 1522 rBV5 4469 7949 0.23% 0.022%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081316\
Data File : BG023687.D
Aca On : 13 Aug 2016 14:01 Instrument :
Operator : UM/SJ ?:'l\!A_?S el

- - lentosampleld :
3?22'6 : H4388-12 PR002-SS003-0206-01
ALS Vial =: 7 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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:\HPCHEM1I\BNA G\METHODS\SOMO2.2-EPA-BG080416.M

Title = SVOA CALIBRATION

35 11.933 1546 1548 1552 rVB5 4396 5672 0.17% 0.016%
36 12.427 1629 1632 1633 rBV2 6356 4436 0.13% 0.012%
37 12.474 1637 1640 1644 rVB4 3775 4868 0.14% 0.013%
38 12.538 1644 1651 1655 rBV5 9721 21335 0.62% 0.058%
39 12.738 1681 1685 1687 rBv4 3988 6151 0.18% 0.017%
40 13.132 1749 1752 1756 rVB5 6239 6027 0.18% 0.016%
41 13.220 1764 1767 1769 rBV2 4669 5212 0.15% 0.014%
42 13.378 1787 1794 1797 rBV7 8862 16941 0.50% 0.046%
43 13.572 1826 1827 1830 rBV3 4418 4264 0.12% 0.012%
44 13.655 1837 1841 1845 rVB4 20634 31101 0.91% 0.085%
45 13.813 1867 1868 1873 rVB4 5728 6263 0.18% 0.017%
46 13.948 1888 1891 1894 rVB4 3852 4791 0.14% 0.013%

47 14.177 1924 1930 1935 rBV 1217239 1854969 54.26% 5.076%
48 14.224 1935 1938 1944 rVB 538861 745134 21.80% 2.039%
49 14.365 1958 1962 1963 rVB4 5266 5880 0.17% 0.016%
50 14.418 1968 1971 1972 rBV3 3965 4356 0.13% 0.012%

51 14.477 1974 1981 1988 rBV 1309164 2076452 60.74% 5.682%
52 14.653 2007 2011 2016 rBV2 32739 46682 1.37% 0.128%
53 14.788 2026 2034 2042 rBV2 921831 1531836 44.81% 4.192%
54 15.006 2064 2071 2084 rBV2 358285 851306 24.90% 2.330%

55 15.153 2093 2096 2100 rBV6 11972 15360 0.45% 0.042%
56 15.270 2111 2116 2120 rBV5 10651 17642 0.52% 0.048%
57 15.341 2125 2128 2132 rVB6 8608 11650 0.34% 0.032%
58 15.452 2145 2147 2150 rVB3 5598 5263 0.15% 0.014%
59 15.558 2159 2165 2167 rBV5 10180 15974 0.47% 0.044%
60 15.605 2169 2173 2178 rVB2 75332 99323 2.91% 0.272%

61 15.781 2197 2203 2210 rBV 1818683 2765183 80.88% 7.567%
62 15.910 2219 2225 2235 rBV2 556726 892323 26.10% 2.442%

63 16.022 2237 2244 2248 rVB5 42726 83392 2.44% 0.228%
64 16.163 2266 2268 2272 rBV5 8068 6810 0.20% 0.019%
65 16.233 2278 2280 2283 rVB4 14844 13282 0.39% 0.036%
66 16.363 2301 2302 2303 rBV 10277 4637 0.14% 0.013%
67 16.474 2317 2321 2332 rBV2 86724 164901 4.82% 0.451%
68 16.645 2347 2350 2353 rBvV4 7703 11816 0.35% 0.032%
69 16.780 2371 2373 2376 rBv4 5191 5426 0.16% 0.015%
70 16.815 2376 2379 2383 rBV5 13879 22486 0.66% 0.062%
71 16.927 2396 2398 2403 rVB4 13270 20680 0.60% 0.057%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081316\
Data File : BG023687.D
Aca On : 13 Aug 2016 14:01 Instrument :
Operator : UM/SJ ?Z'I\!A_(t;S el

- - lentosampleld :
3?22'6 : H4388-12 PR002-SS003-0206-01
ALS Vial =: 7 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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:\HPCHEM1I\BNA G\METHODS\SOMO2.2-EPA-BG080416.M

Title = SVOA CALIBRATION

72 16.979 2405 2407 2413 rVV5 8063 10306 0.30% 0.028%
73 17.209 2442 2446 2447 rBvV4 7271 7495 0.22% 0.021%
74 17.273 2453 2457 2462 rVB 42758 54601 1.60% 0.149%
75 17.373 2472 2474 2476 rVB3 7579 5473 0.16% 0.015%

76 17.549 2498 2504 2510 rBV 1224224 1942381 56.81% 5.315%
77 17.649 2515 2521 2532 rVB2 1841987 2892033 84.59% 7.914%

78 17.820 2548 2550 2553 rVB3 8977 7115 0.21% 0.019%
79 17.884 2558 2561 2562 rBV3 4612 4576 0.13% 0.013%
80 17.913 2564 2566 2567 rBV2 9503 5161 0.15% 0.014%
81 18.013 2581 2583 2588 rVB6 15030 15266 0.45% 0.042%
82 18.096 2595 2597 2598 rBV2 8076 5310 0.16% 0.015%
83 18.207 2614 2616 2618 rVB3 10941 6193 0.18% 0.017%
84 18.372 2640 2644 2647 rBV6 7784 13057 0.38% 0.036%
85 18.425 2647 2653 2659 rBvV2 253358 415819 12.16% 1.138%
86 18.789 2711 2715 2719 rBV7 19758 31877 0.93% 0.087%
87 19.335 2805 2808 2815 rBVS 23237 42741 1.25% 0.117%
88 19.388 2815 2817 2821 rBV5 14436 18886 0.55% 0.052%
89 19.576 2846 2849 2850 rBV2 30459 34780 1.02% 0.095%

90 19.605 2851 2854 2860 rVB 144834 205482 6.01% 0.562%
91 19.693 2865 2869 2877 rBVS 56331 97568 2.85% 0.267%
92 19.940 2905 2911 2922 rVB2 2180955 3418828 100.00% 9.356%
93 21.473 3169 3172 3181 rVB5 106287 190652 5.58% 0.522%
94 21.873 3233 3240 3247 rBV 1295289 2215313 64.80% 6.062%
95 25.039 3770 3779 3790 rVB2 963909 2770324 81.03% 7.581%

96 25.274 3810 3819 3832 rVB2 702192 2076295 60.73% 5.682%

Sum of corrected areas: 36541914
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA G\DATA\BG081316\

BG023687.D

13 Aug 2016 14:01

UM/SsJ

H4388-12

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG080416_M
SVOA CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

PR002-SS003-0206-01

Abundance
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Time-->  3.00

TIC: BG023687.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081316\

Data File : BG023687.D

Aca On : 13 Aug 2016 14:01

Operator : UM/SJ

ﬁ?ggle : H4388-12 PR002-SS003-0206-01
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG080416_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.17 2.84 ng/ul 84458 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Heptanol. 5-methvl- 130 C8H180 018720-65-5 36
3 1.2-Butanediol 90 C4H1002 000584-03-2 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Silane, trimethyl- 74 C3H10Si 000993-07-7 33

Abundance Scan 397 (5.172 min): BG023687.D (-393) (-) m/z 43.05 100.00%
43
5000
101
480 5.00 520 5.40 5.60
oyl 78 | 128 183 223249 404 Lo 5905  77.93%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R S IR UL
480 5.00 520 5.40 5.60
m/z 101.05 14 .94%
‘ 101
pl
m'z--> 0 50 100 150 200 250 300 350 400
Abundance
59
RIS AR RN AR
a3 480 5.00 520 5.40 5.60
5000/ 29 m/z 58.05 13.37%
112
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #2296: 1,2-Butanediol
59 480 5.00 520 5.40 5.60
m/z 41.05 9.66%
5000
31
“H | 8o w7
m'z--> 0 50 100 150 200 250 300 350 400 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG081316\

Data File : BG023687.D

Aca On : 13 Aug 2016 14:01

Operator : UM/SJ

ﬁ?ggle : H4388-12 PR002-SS003-0206-01
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG080416_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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.42 4.28 ng/ul 415819 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Pentadecanoic acid 242 C15H3002 001002-84-2 80

Abundance Scan 2652 (18.419 min): BG023687.D (-2647) (-) m/z 73.00 100.00%

B
43
5000
129
213

256 18.20 18.40 18.60 18.80
281
308 388 412 m/z 60.00 83.67%

m/z--> 50 100 150 200 250 300 350 400
Abundance #107548: n-Hexadecanoic acid
43 738
5000 256 L e e
129 18 20 18. 40 18. 60 18 80
213 m/z 43.05 70.06%
| \ e
Al ‘Mm PG P N —
m/z--> 50 15 200 250 300 350 400
Abundance
60
 EREEEE ma s S B S
18.20 18.40 18.60 18.80
5000 129 m/z 55.05 64.51%
83
157 185 213 256
107
e LA e B e e e B LA e e o o o o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #95851: Pentadecanoic acid A BRREREEEEa
73 18.20 18.40 18.60 18.80
m/z 57.00 61.85%
5000 129
97 199 242
S i O
m/z--> 50 100 150 200 250 300 350 400 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081316\

Data File : BG023687.D

Acq On : 13 Aug 2016 14:01

Operator : UM/SJ

ﬁ?ggle : H4388-12 PR002-SS003-0206-01
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .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]
2-Pentanone, 4-hy... 5.17 2.8 ng/ul 84458 1 8.11 594899 20.0
n-Hexadecanoic acid 18.42 4.3 ng/ul 415819 4 17.55 1942380 20.0
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