LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM093019\
Data File : BM022826.D

Acq On : 30 Sep 2019 15:40

Operator : JU

Sample . K4958-14

Misc :

ALS Vial : 11 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:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA_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 3.269 44 48 57 rvB 64448 91600 1.21% 0.119%
2 3.569 96 99 103 rBvY 15041 22461 0.30% 0.029%
3 3.916 155 158 163 rVB 13840 20026 0.26% 0.026%
4  4.005 170 173 179 rVB 11556 15676 0.21% 0.020%
5 4.105 187 190 196 rVB6 4584 8268 0.11% 0.011%
6 4.940 327 332 340 rBV3 18129 36891 0.49% 0.048%
7 6.481 590 594 602 rBV 8803 15821 0.21% 0.021%
8 6.810 645 650 656 rBV5 4225 8256 0.11% 0.011%
9 6.975 670 678 693 rBvY 1291934 2279352 30.16% 2.970%
10 7.140 699 706 721 rBVY 911066 1457441 19.29% 1.899%

11 7.340 733 740 752 rBV 1325884 2098335 27.77% 2.734%
12 7.810 813 820 828 rBV 842695 1344896 17.80% 1.752%
13 7.881 828 832 838 rvB 10055 16497 0.22% 0.021%
14 8.510 932 939 952 rBV 1612047 2543445 33.66% 3.314%
15 8.963 1008 1016 1028 rBV 1102087 1828292 24.19%% 2.382%

16 9.081 1032 1036 1040 rvv3 6031 9256 0.12% 0.012%
17 9.134 1040 1045 1051 rvB4 7025 11130 0.15% 0.015%
18 9.410 1087 1092 1099 rVB 20379 30375 0.40% 0.040%

19 9.681 1131 1138 1151 rBV 939402 1532798 20.28% 1.997%
20 10.222 1222 1230 1243 rBV 1611721 2691128 35.61% 3.506%

21 10.410 1254 1262 1266 rBv4 3440 7996 0.11% 0.010%
22 10.598 1287 1294 1301 rBV 1227966 2041774 27.02% 2.660%
23 10.645 1301 1302 1308 rVB2 6341 7621 0.10% 0.010%

24 10.734 1309 1317 1329 rBV 1186278 2075571 27.46% 2.704%
25 12.128 1548 1554 1561 rBV 554133 882070 11.67% 1.149%

26 12.186 1561 1564 1573 rVB 27178 42673 0.56% 0.056%
27 13.281 1745 1750 1756 rVB2 10153 14617 0.19% 0.019%
28 13.345 1756 1761 1768 rBvV4 14258 23712 0.31% 0.031%

29 13.851 1841 1847 1851 rBV 2701023 3655896 48.38% 4._.763%
30 13.898 1851 1855 1861 rVB 801108 1047706 13.86% 1.365%

31 14.133 1884 1895 1911 rBV 3161115 4734042 62.64% 6.168%
32 14.357 1928 1933 1937 rVB2 7657 11366 0.15% 0.015%
33 14.445 1940 1948 1959 rBV 1980374 2911804 38.53% 3.794%
34 14.628 1972 1979 1989 rBV 1289516 1883434 24.92% 2.454%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM093019\
Data File : BM022826.D

Acq On : 30 Sep 2019 15:40

Operator : JU

Sample . K4958-14

Misc :

ALS Vial : 11 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:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA_M
Title = SVOA CALIBRATION

35 14.857 2014 2018 2023 rVB4 12283 15812 0.21% 0.021%
36 14.992 2034 2041 2053 rVB 31942 80779 1.07% 0.105%
37 15.304 2089 2094 2098 rVB 12892 18011 0.24% 0.023%

38 15.433 2109 2116 2124 rBV 4173980 5744974 76.02% 7.485%
39 15.551 2129 2136 2149 rBV 989150 1419613 18.78% 1.850%

40 15.675 2152 2157 2162 rBVY 45377 62468 0.83% 0.081%
41 15.863 2184 2189 2194 rBV6 3882 8866 0.12% 0.012%
42 16.098 2224 2229 2231 rBV4 6795 10251 0.14% 0.013%
43 16.163 2236 2240 2242 rVV2 10164 12173 0.16% 0.016%
44 16.216 2245 2249 2254 rVB2 17080 25111 0.33% 0.033%
45 16.333 2263 2269 2273 rBV4 8285 16315 0.22% 0.021%
46 16.386 2275 2278 2282 rVV5 6434 9359 0.12% 0.012%
47 16.433 2283 2286 2289 rVB2 6289 8152 0.11% 0.011%
48 16.586 2306 2312 2316 rBV6 7306 12851 0.17% 0.017%
49 16.963 2369 2376 2380 rBV4 13835 30290 0.40% 0.039%

50 17.180 2407 2413 2420 rBV2 2465967 3467980 45.89%% 4.518%

51 17.280 2424 2430 2442 rVV2 4438025 6162948 81.55% 8.030%

52 17.421 2452 2454 2459 rVB5 6685 8337 0.11% 0.011%
53 17.569 2474 2479 2486 rVB7 19649 33884 0.45% 0.044%
54 18.080 2561 2566 2574 rBV 176303 279433 3.70% 0.364%
55 18.380 2614 2617 2618 rBV 13780 13266 0.18% 0.017%
56 18.568 2646 2649 2652 rVB4 18509 23716 0.31% 0.031%
57 19.015 2722 2725 2731 rBV3 40568 49308 0.65% 0.064%
58 19.210 2753 2758 2761 rBV 55554 82590 1.09% 0.108%
59 19.357 2780 2783 2791 rBV3 27450 51206 0.68% 0.067%
60 19.462 2797 2801 2805 rVB 47640 60728 0.80% 0.079%
61 19.574 2814 2820 2826 rBV 5808836 7557235 100.00% 9.846%
62 19.627 2827 2829 2833 rVB2 39475 37847 0.50% 0.049%
63 20.092 2905 2908 2911 rBvV4 24356 32840 0.43% 0.043%

64 20.127 2911 2914 2918 rVB 105297 108212 1.43% 0.141%
65 20.621 2995 2998 3001 rVB 107465 108646 1.44% 0.142%

66 21.080 3071 3076 3085 rBV 828369 1168024 15.46% 1.522%
67 21.362 3119 3124 3130 rBV 3024850 3886638 51.43% 5.064%
68 21.521 3148 3151 3156 rBV 222964 233490 3.09% 0.304%
69 21.962 3222 3226 3236 rBV3 292105 445501 5.90% 0.580%
70 22.427 3302 3305 3310 rBV 222071 295912 3.92% 0.386%

71 22.945 3390 3393 3397 rVB 245938 323529 4.28% 0.422%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM093019\
Data File : BM022826.D

Acq On : 30 Sep 2019 15:40

Operator : JU

Sample . K4958-14

Misc :

ALS Vial : 11 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA .M
SVOA CALIBRATION

72 23.486 3478 3485 3499 rBV 3243742 6218693 82.29% 8.102%
73 23.633 3503 3510 3521 rVB 1700845 3226098 42.69% 4_.203%

Sum of corrected areas: 76753312
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM093019\
Data File : BM022826.D

Acq On : 30 Sep 2019 15:40

Operator :© JU

Sample . K4958-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA_M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM022826.D

5000000
4000000
3000000

2000000
8.51 10.22

6.08 7.34 8.95 1016073

1000000 7.14 7.81 i 9.68
o L3-27 3.57 348010 4.94 6.48 6.8 ]k ﬁ(.ss Amg.m A 10.41).

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM022826.D
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5000000
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4000000
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2000000 14.45
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12.13
1o 13285 | 14.86 141859915.% 5,68, aEEIERES0 16.96/|[171257 15 %%8.38.57 19.021219%63 ey

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM022826.D
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4000000 23.49
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3000000
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Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM093019\
Data File : BM022826.D

Acq On : 30 Sep 2019 15:40

Operator :© JU

Sample . K4958-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1
R.T. EstConc Area Relative to ISTD R.T.
12.13 8.64 ng/ul 882070 Naphthalene-d8 10.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Chloro-5-hydroxy-2,4,6-cyclohe... 156 C7H5CI02 007009-16-7 43
2 6-1sopropylquinoline 171 C12H13N 000135-79-5 38
3 1,3-Diaza-5,6-dedihydrocyclohexa... 171 C6HIN30S 021263-85-4 38
4 Bicyclo[3.2.0]hept-2-ene, 4-isop... 171 C12H13N 1000217-15-6 32
5 Chloroxylenol 156 C8HOCIO 000088-04-0 32
Abundance Scan 1554 (12.128 min): BM022826.D (-1548) (-) m/z 156.00 100.00%
186
5000 115
78 171
39 52 g6 | a7 141 11.80 12.00 12.20 12.40
Ob e iy 8706 ] 120341 L | “m/z 115.00  45.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27418: 2-Chloro-5-hydroxy-2,4,6-cycloheptatrien-1-one
186
128
5000 64 RIS SN SRR SRR

11.80 12.I00 12.20 12.40
m/z 158.00  32.49%

92
26 3 58 || 73

0 . 82 | 102111 |j 138 ||
- T I LI I T 1T I T T I T 1T I T T I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156
I ARERRLE S
11.80 12.00 12.20 12.40
5000 m/z 171.10 32.01%
171
15 27 39 51 63 7 g9 101 117 1% 140
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36960: 1,3-Diaza-5,6-dedihydrocyclohexan-4-one-2-thione-5... O EAmEE L R
156 11.80 12.00 12.20 12.40
m/z 78.10 27.17%
5000
97
4 5 70 82 i
‘ ‘ 11 142
M | S Y O Y W W SN | W—
m/z--> 20 40 60 80 100 120 140 160 180 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM093019\
Data File : BM022826.D

Acq On : 30 Sep 2019 15:40

Operator :© JU

Sample . K4958-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 (DEL) Alkane: Cyclic21.08 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.08  6.01 ng/ul 1168020  Chrysene-d12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cycloeicosane 280 C20H40 000296-56-0 95

2 5-Octadecene, (E)-
3 Ethanol, 2-(tetradecyloxy)-

252 C18H36
258 C16H3402

007206-21-5 95
002136-70-1 91
002004-39-9 90

4 1-Heptacosanol 396 C27H560

5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 87

Abundance Scan 3076 (21.080 min): BM022826.D (-3071) (-) m/z 57.10 100.00%
57
83
5000
111
111%MSE7 281 mmmmmmmm
ol LA WL} 70268 207 252 281 327385 415 | 43 05 83.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106397: Cycloeicosane
56
83
5000
29 i mmmmmmmm
‘ m/z 83.10 68.70%
|

0 | I l ]139 168 196 224 252 280
N , T
m/z--> 50 100 150 200 250 300 350 400
Abundance

55

83 20 80 21.00 21.20 21.40

5000 m/z 55.10 68.43%
29 111
o 139 168 195 224 252
e B A L S o B O
m/z--> 50 100 150 200 250 300 350 400
Abundance #93396: Ethanol, 2-(tetradecyloxy)- T T T T
57 20 80 21. 00 21. 20 21. 40

m/z 69.10 61.50%

83
5000
29 111
139 168 196
L l 1 227 258

o b T SRRl

m/z--> 50 5 200 250 300 350 400 20 80 21. OO 21. 20 21. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM093019\
Data File : BM022826.D

Acq On : 30 Sep 2019 15:40

Operator :© JU

Sample . K4958-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.96 2.29 ng/ul 445501 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane 240 C17H36 000629-78-7 95
3 Heptadecane 240 C17H36 000629-78-7 93
4 Hexatriacontane 507 C36H74 000630-06-8 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 3226 (21.962 min): BM022826.D (-3222) (-) m/z 57.10 100.00%
57
5000 85
u3 160 21.80 22.00 2220
141 207 21.60 21.80 22.00 22.20
B — y b " 238 281 3p3 355 401420 475503 G110 70.19%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115570: Heneicosane
5000 R D BN AR AR B

21 60 21. 80 22. OO 22.20
m/z 43.10 64 .42%

141169197 225253 296

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
LA
85 21.60 21.80 22.00 22.20
5000 m/z 85.10 51.20%
29
. 113141169197 240
R i e R A B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #82606: Heptadecane S B RE et
21.60 21.80 22.00 22.20
m/z 55.10 25.91%
5000 85

113141169197 240

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21 60 21. 80 22. 00 22 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM093019\
Data File : BM022826.D

Acq On : 30 Sep 2019 15:40

Operator :© JU

Sample . K4958-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 4
R.T. EstConc Area Relative to ISTD R.T.

22.94 2.01 ng/ul 323529 Perylene-d12 23.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Octadecane 254 C18H38 000593-45-3 87
4 Octadecane 254 C18H38 000593-45-3 83
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 83

Abundance Scan 3392 (22.939 min): BM022826.D (-3390) (-) m/z 57.10 100.00%

57
85
5000

113 22.60 22.80 23.00 23.20
141 169 207 252
ol A L7309 R 00 206328 357 A7 461 nsoT71.10  74.35%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
57
85
5000 LA L L L L L L L |
22.60 22.80 23.00 23.20
29 113 m/z 43.10 62.09%
o ] ] ] | 141169107 225 253 296
L o e o B I B o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
R REARE R
85 22.60 22.80 23.00 23.20
5000 m/z 85.10 53.17%
113
o 29 141 169 197 225 p53 282
L e e AL LA o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #91037: Octadecane R e A
57 22.60 22.80 23.00 23.20
m/z 55.10 23.33%
- I \/\‘\,\/\J\N/\/\w
29
. 113 141 160 197 555 254
B o e e B e o T
m/z--> 50 100 150 200 250 300 350 400 450 22 60 22. 80 23 00 23. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM093019\
Data File : BM022826.D

Acq On : 30 Sep 2019 15:40

Operator : JU

Sample . K4958-14

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown-01 12.13 8.6 ng/ul 882070 2 10.60 2041770 20.0
(DEL) Alkane: Cyc... 21.08 6.0 ng/ul 1168020 5 21.36 3886640 20.0
(DEL) Alkane: Str... 21.96 2.3 ng/ul 445501 5 21.36 3886640 20.0
(DEL) Alkane: Str... 22.94 2.0 ng/ul 323529 6 23.63 3226100 20.0
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