LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG043017\
Data File : BG026787.D

Aca On : 1 May 2017 00:13

Operator : SJ/MA

Sample : 12846-08

Misc :

ALS Vial : 24 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-BG042717 .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 3.423 52 57 67 rBv 43669 67612 1.34% 0.106%
2 3.729 105 109 116 rBvV6 4264 9286 0.18% 0.015%
3 4.181 182 186 193 rVvv 11158 18804 0.37% 0.030%
4 5.115 340 345 351 rBV7Y 4635 12110 0.24% 0.019%
5 6.220 530 533 536 rvB4 5883 7994 0.16% 0.013%

7.066 668 677 679 rBv4 11032 21583 0.43% 0.034%

7.184 689 697 714 rBV 802550 1507252 29.96% 2.373%
734 rVB 749825 1207577 24.00% 1.901%
7.548 752 759 774 rBV 852390 1498168 29.78% 2.358%
8.006 829 837 846 rBV 623904 1042871 20.73% 1.642%
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11 8.723 949 0959 995 rVB 1144838 2120021 42.14% 3.337%
12 9.164 1024 1034 1047 rBvV 849834 1490711 29.63% 2.347%
13 9.322 1052 1061 1076 rVB7 22201 70557 1.40% 0.111%
14 9.587 1102 1106 1111 rVB3 12432 20351 0.40% 0.032%
15 9.886 1148 1157 1175 rVB 721189 1302813 25.89% 2.051%

16 10.198 1202 1210 1212 rBV6 4126 9816 0.20% 0.015%
17 10.439 1239 1251 1272 rBV 1090404 2072467 41.19% 3.262%
18 10.809 1306 1314 1323 rBV 1025308 1841168 36.59% 2.898%
19 10.938 1328 1336 1357 rBV 1118194 2193047 43.59% 3.452%

20 12.283 1557 1565 1575 rVB6 4428 11545 0.23% 0.018%
21 12.389 1575 1583 1593 rBV2 20423 43355 0.86% 0.068%
22 12.601 1612 1619 1624 rBV6 5359 8058 0.16% 0.013%
23 13.224 1720 1725 1736 rVB4 12632 27111 0.54% 0.043%
24 13.353 1744 1747 1754 rVB5 4026 8079 0.16% 0.013%
25 13.435 1754 1761 1767 rVB7 5921 13380 0.27% 0.021%
26 13.517 1767 1775 1782 rBV2 22267 43899 0.87% 0.069%

27 14.023 1851 1861 1865 rBV 2032088 3056045 60.74% 4.811%
28 14.070 1865 1869 1876 rVB 675469 988155 19.64% 1.556%
29 14.140 1876 1881 1888 rVB6 7151 16000 0.32% 0.025%
30 14.316 1897 1911 1921 rBV 2486432 4044933 80.40% 6.367%

31 14.510 1937 1944 1953 rVB 39037 56819 1.13% 0.089%
32 14.622 1953 1963 1975 rBV2 1600522 2580572 51.29% 4.062%
33 14.728 1975 1981 1985 rVB5 4937 7994 0.16% 0.013%

34 14.833 1985 1999 2016 rBV 562991 1308655 26.01% 2.060%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG043017\
Data File : BG026787.D

Aca On : 1 May 2017 00:13

Operator : SJ/MA

Sample : 12846-08

Misc :

ALS Vial : 24 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-BG042717 .M

Title = SVOA CALIBRATION

35 15.027 2031 2032 2036 rBv4 7847 9207 0.18% 0.014%
36 15.121 2044 2048 2054 rVB5 15934 28213 0.56% 0.044%
37 15.192 2054 2060 2065 rBV5 11184 16113 0.32% 0.025%
38 15.256 2065 2071 2075 rVB7 6414 9853 0.20% 0.016%
39 15.350 2084 2087 2091 rVB6 6576 8137 0.16% 0.013%
40 15.403 2091 2096 2101 rBV 42008 65545 1.30% 0.103%

41 15.450 2101 2104 2111 rVB 87105 109942 2.19% 0.173%
42 15.515 2111 2115 2118 rBV5 8676 12551 0.25% 0.020%
43 15.609 2120 2131 2143 rVB 3200076 4885247 97.10% 7.690%
44 15.727 2143 2151 2165 rBVY 926926 1394422 27.72% 2.195%
45 15.850 2165 2172 2178 rVVv4 64403 127371 2.53% 0.201%

46 15.897 2178 2180 2184 rVB4 7507 8561 0.17% 0.013%
47 15.956 2186 2190 2194 rVB7 14110 18129 0.36% 0.029%
48 16.003 2194 2198 2204 rVB3 14366 18759 0.37% 0.030%
49 16.073 2205 2210 2214 rVB4 14826 19643 0.39% 0.031%
50 16.267 2236 2243 2246 rBV7 5975 11603 0.23% 0.018%
51 16.314 2246 2251 2262 rVV 101519 197464 3.92% 0.311%
52 16.385 2262 2263 2267 rVB4 7530 8949 0.18% 0.014%
53 16.484 2275 2280 2285 rVB7 9164 20019 0.40% 0.032%
54 16.561 2287 2293 2299 rBV10 7069 17951 0.36% 0.028%
55 16.655 2305 2309 2316 rBV7 16903 37658 0.75% 0.059%
56 16.714 2316 2319 2322 rVV3 10621 13329 0.26% 0.021%
57 16.755 2322 2326 2333 rVB7 16128 33669 0.67% 0.053%
58 16.813 2333 2336 2343 rBV9 10641 18190 0.36% 0.029%
59 16.884 2344 2348 2351 rBV6 10349 12155 0.24% 0.019%
60 17.101 2380 2385 2389 rBV 74653 100533 2.00% 0.158%
61 17.154 2389 2394 2404 rVB5 32067 67979 1.35% 0.107%
62 17.254 2405 2411 2417 rBV4 31601 43497 0.86% 0.068%

63 17.354 2420 2428 2438 rBV2 1796027 2728026 54.22% 4.294%
64 17.454 2438 2445 2454 rVV 3216514 4813481 95.67% 7.577%

65 17.571 2462 2465 2470 rVB7 7359 11529 0.23% 0.018%
66 17.636 2470 2476 2484 rVB5 9044 22741 0.45% 0.036%
67 17.748 2490 2495 2500 rBV7 8545 15703 0.31% 0.025%
68 17.836 2500 2510 2536 rVV5 63146 302152 6.01% 0.476%
69 18.006 2536 2539 2543 rVB6 15605 21217 0.42% 0.033%
70 18.112 2551 2557 2566 rBV9 17440 47892 0.95% 0.075%

71 18.235 2572 2578 2587 rBV 412369 643326 12.79% 1.013%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG043017\
Data File : BG026787.D

Aca On : 1 May 2017 00:13

Operator : SJ/MA

Sample : 12846-08

Misc :

ALS Vial : 24 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-BG042717 .M

Title = SVOA CALIBRATION

72 18.470 2615 2618 2622 rBV6 5602 9773 0.19% 0.015%
73 18.523 2623 2627 2635 rVB5 27922 37985 0.75% 0.060%
74 18.652 2645 2649 2654 rVB2 68419 78738 1.56% 0.124%
75 19.152 2730 2734 2741 rBV2 24751 38154 0.76% 0.060%

76 19.375 2765 2772 2781 rBV2 59099 134761 2.68% 0.212%
77 19.499 2789 2793 2806 rBV2 173677 326163 6.48% 0.513%

78 19.622 2809 2814 2822 rVB2 34989 63281 1.26% 0.100%
79 19.734 2826 2833 2844 rBV 3541782 5007155 99.52% 7.882%
80 19.839 2848 2851 2856 rBV2 41396 43324 0.86% 0.068%
81 20.127 2896 2900 2902 rBvV4 11242 13759 0.27% 0.022%
82 20.251 2918 2921 2924 rVB5 14509 14715 0.29% 0.023%
83 20.386 2939 2944 2948 rBV4 33349 46637 0.93% 0.073%
84 20.615 2980 2983 2989 rBVS 11328 19695 0.39% 0.031%
85 20.744 3000 3005 3010 rVB9 16705 26922 0.54% 0.042%
86 21.238 3086 3089 3093 rVB5 14595 20399 0.41% 0.032%
87 21.414 3108 3119 3120 rBV10 29357 78591 1.56% 0.124%
88 21.596 3144 3150 3162 rVB 1762048 2826400 56.18% 4._.449%
89 21.737 3171 3174 3177 rVB5 15980 15544 0.31% 0.024%
90 22.096 3232 3235 3239 rBV6 17849 24820 0.49% 0.039%
91 22.372 3276 3282 3285 rBV6 42334 90032 1.79% 0.142%

92 23.036 3387 3395 3404 rBv4 56042 155008 3.08% 0.244%
93 23.229 3422 3428 3438 rVB 170002 315140 6.26% 0.496%
94 23.823 3523 3529 3537 rVB3 73794 158952 3.16% 0.250%
95 24.540 3640 3651 3670 rBV2 1866315 5031230 100.00% 7.920%

96 24.757 3676 3688 3702 rBV2 1148492 3188477 63.37% 5.019%
97 25.844 3863 3873 3882 rBV3 92662 278232 5.53% 0.438%
98 27.154 4086 4096 4109 rVB6 86037 312534 6.21% 0.492%
99 28.741 4356 4366 4380 rVB6 67245 252528 5.02% 0.398%
100 30.656 4682 4692 4710 rVB6 58889 267684 5.32% 0.421%

Sum of corrected areas: 63526197
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG043017\
Data File : BG026787.D

Aca On : 1 May 2017 00:13

Operator : SJ/MA

Sample : 12846-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

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

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

Abundance TIC: BG026787.D
3500000

3000000

2500000

2000000

1500000
8.72

1000000

500000
o 3423.73 4.18 512 622 7ar)l L L 9.32.59 || 10.20) 12289.60
7.00 7.50 8.00 850 9.00

Time--> 3.50 4.00 450 500 550 6.00 6.50 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG026787.D

3500000 1973
15.61 17.45

9.89

3000000

2500000 14.32

14.02
2000000 17.45 21.60

14.62
1500000

1000000
14.07
18.24

131225882 1@ 805 19,1§1. -89.8402Ps300 174 21.&]44Ml.7422.132-37

O r R R e A SR R T e P e P P P T T T o T T T T T T T T

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: BG026787.D
3500000

500000

3000000
2500000
2000000 24.54
1500000 "t 76

1000000

500000

23 AJ 25.84 27.15
239 23.82 - 7 28.74 30.66

e

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\BG043017\
Data File : BG026787.D

Aca On : 1 May 2017 00:13

Operator : SJ/MA

Sample : 12846-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .M
Quant Title : 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 Sulfurous acid, butyl tetra... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.84 2.22 ng/ul 302152 Phenanthrene-d10 17.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 86
2 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 86
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 86
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 72
5 Nonadecane 268 C19H40 000629-92-5 58
Abundance Scan 2511 (17.842 min): BG026787.D (-2500) (-) m/z 57.00 100.00%
57.0
0 " 17.60 17.80 18.00 18.20
141.1 207.0 281.0 . . . .
Ll 2aarsa 200 as0 77 71.00 56,500
m/z--> 50 100 150 200 250 300 350 400
Abundance #172308: Sulfurous acid, butyl tetradecy! ester
57.0
5000 L SR B BN I
17.60 17.80 18.00 18.20
0 m/z 43.00 53.70%
m/z--> 55 " 100 1%0 260 250 300 350 400
Abundance
57.0
" 17.60 17.80 18.00 18.20
5000 m/z 85.05 48.92%
91.0
15.0 133.0 175.0 217 0 252.0 288.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro- e LS RS Rl St
57.0 17.60 17.80 18.00 18.20
m/z 55.00 33.89%
5000
dm 0
1 U y. 141.0 183.0217.0  273.0 309.0343.0 378.0 414.0
m/z--> % 100 ﬁo 200 250 300 350 400 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG043017\
Data File : BG026787.D

Aca On : 1 May 2017 00:13

Operator : SJ/MA

Sample : 12846-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG042717 .M
Quant Title : 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 1
R.T. EstConc Area Relative to ISTD R.T.
18.24 4.72 ng/ul 643326 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 Tetradecanoic acid 228 C14H2802 000544-63-8 97
4 Pentadecanoic acid 242 C15H3002 001002-84-2 94
5 Tridecanoic acid 214 C13H2602 000638-53-9 93
Abundance Scan 2579 (18.241 min): BG026787.D (-2572) (-) m/z 73.00 100.00%
73.0
43.
5000

256.2 18.00 18.20 18.40 18.60
360.1390.6 77 60.00  99.15%

m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
18.00 18.20 18.40 18.60
0
‘FIO 1710 2130 256.0 m/z 57.05 80.15%
S 0
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
T T T T
18.00 18.20 18.40 18.60
5000 256.0 m/z 55.00 68.45%
129.0
213.0
171.0
L e e e e e e T N e I L e e o o e e
m/z--> 50 100 150 200 250 300 350
Abundance #84452: Tetradecanoic acid Ll e
73.0 18.00 18.20 18.40 18.60
43.0 m/z 43.00 61.18%
5000 129.0
185.0
“ 228.0
JLM?M%.MH {u.;..h. ———————— A
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG043017\
Data File : BG026787.D

Aca On : 1 May 2017 00:13

Operator : SJ/MA

Sample : 12846-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

> Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG042717_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 Octadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.50 2.31 ng/ul 326163 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 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 96
5 Octadecanoic acid 284 C18H3602 000057-11-4 93

Abundance Scan 2793 (19.499 min): BG026787.D (-2789) (-) m/z 59.95 100.00%
6Q.0
129.1
5000
97.0 185.1 2411
2842 19.20 19.40 19.60 19.80
157.1 | 213.0 ] . . . .
ootV -2 N O - - - 2= 2= S O RV M7 Y
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 2840 LA L L L L L L L LB
185.0 241.0 19.20 19.40 19.60 19.80
m/z 57.00 87.48%
L Ll \157'0‘ \213'0\ L \
sl " 1 i | L
i 7
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
R BEEEE B
19.20 19.40 19.60 19.80
5000 129.0 m/z 43.00 81.99%
1850 54 2840
150 1010 1570 2130
R B B o o M S A s e e A
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid A B
43.0,,73.0 19.20 19.40 19.60 19.80
m/z 55.00 76.90%
5000 129.0
Lo a0 =0
m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG043017\
Data File : BG026787.D

Acq On : 1 May 2017 00:13

Operator : SJ/MA

Sample - 12846-08

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG042717 .M
Quant Title : 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]
Sulfurous acid, b... 17.84 2.2 ng/ul 302152 4 17.35 2728030 20.0
n-Hexadecanoic acid 18.24 4.7 ng/ul 643326 4 17.35 2728030 20.0
Octadecanoic acid 19.50 2.3 ng/ul 326163 5 21.60 2826400 20.0
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