LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103017\
Data File : BM012589.D

Aca On : 31 Oct 2017 00:37

Operator : SJ/JU

Sample - 15886-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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 M\METHODS\SOM-EPA-BM102417 .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 3.140 6 9 16 rVvB2 58403 81459 1.19% 0.102%
2 3.351 41 45 52 rvB 59280 82699 1.21% 0.104%
3 3.863 127 132 136 rBvY 57681 82328 1.21% 0.103%
4 4.987 317 323 333 rVB2 47538 96912 1.42% 0.122%
5 7.022 662 669 682 rVB2 889077 1636529 23.96% 2.052%
6 7.187 689 697 706 rBV 702764 1072476 15.70% 1.345%
7 7.392 725 732 741 rVB 914035 1475547 21.60% 1.850%
8 7.857 803 811 819 rBVY 1301010 2078732 30.43% 2.607%
9 8.557 920 930 939 rBVY 1018070 1676683 24.54% 2.103%
10 9.010 999 1007 1015 rBV 829744 1375229 20.13% 1.725%

11 9.728 1122 1129 1136 rBV 681868 1137425 16.65% 1.426%
12 10.269 1214 1221 1230 rBV 1103124 1861146 27.24% 2.334%
13 10.645 1274 1285 1292 rBV 1657501 2780355 40.70% 3.487%
14 10.780 1301 1308 1319 rBV 438577 821977 12.03% 1.031%
15 11.963 1502 1509 1520 rBV 91616 162220 2.37% 0.203%

16 13.892 1827 1837 1842 rBV 1838123 2542124 37.21% 3.188%
17 13.939 1842 1845 1849 rVB 121290 156145 2.29% 0.196%
18 14.180 1874 1886 1897 rBV 2113326 3160255 46.26% 3.963%
19 14.315 1903 1909 1918 rBV2 49172 93329 1.37% 0.117%
20 14.486 1929 1938 1946 rBV2 2420252 3705056 54.24% 4.646%

21 14.686 1964 1972 1981 rBV 675078 1108877 16.23% 1.391%
22 14.768 1983 1986 1993 rVB 38504 69136 1.01% 0.087%
23 14.898 2001 2008 2014 rVBS8 42329 77870 1.14% 0.098%
24 15.186 2053 2057 2067 rVB2 80089 143823 2.11% 0.180%
25 15.474 2100 2106 2113 rBV 2692711 3828669 56.05% 4._.801%

26 15.539 2113 2117 2122 rVV6 55003 84487 1.24% 0.106%
27 15.598 2122 2127 2136 rVV 709704 948918 13.89% 1.190%
28 15.839 2162 2168 2173 rBV 443878 627452 9.19% 0.787%
29 16.198 2223 2229 2230 rBV3 68096 75332 1.10% 0.094%
30 16.221 2231 2233 2238 rVB 110224 137549 2.01% 0.172%

31 16.627 2296 2302 2306 rBV5 45598 86702 1.27% 0.109%
32 16.768 2320 2326 2331 rBV10 35081 71564 1.05% 0.090%
33 16.998 2360 2365 2370 rBV3 103236 225959 3.31% 0.283%
34 17.045 2370 2373 2380 rVB4 60279 99391 1.45% 0.125%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103017\
Data File : BM012589.D

Aca On : 31 Oct 2017 00:37

Operator : SJ/JU

Sample - 15886-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM102417 .M
SVOA CALIBRATION

Method
Title

35 17.227 2398 2404 2408 rBV2 3308218 4547093 66.56% 5.702%

36 17.268 2408 2411 2415 rVV 493057 657813 9.63% 0.825%
37 17.327 2415 2421 2431 rVB2 2706189 4028765 58.98% 5.052%
38 17.727 2485 2489 2497 rBV3 48942 81858 1.20% 0.103%
39 18.121 2549 2556 2559 rBV2 533638 811579 11.88% 1.018%
40 18.292 2581 2585 2589 rBV3 79448 133742 1.96% 0.168%

41 18.327 2589 2591 2596 rVB2 54310 76021 1.11% 0.095%
42 18.603 2634 2638 2641 rBVY 76523 99468 1.46% 0.125%
43 18.639 2641 2644 2648 rBV2 105269 135683 1.99% 0.170%
44 19.156 2729 2732 2738 rVB 74367 111500 1.63% 0.140%
45 19.280 2745 2753 2759 rBV 1245068 1724447 25.24% 2.163%

46 19.397 2769 2773 2778 rBV2 290657 414048 6.06% 0.519%
47 19.615 2804 2810 2813 rBV 3714340 5136156 75.19% 6.441%
48 21.109 3061 3064 3071 rVB3 794496 1008853 14.77% 1.265%
49 21.315 3096 3099 3104 rBV 239169 258945 3.79% 0.325%
50 21.397 3107 3113 3117 rVV 4810095 6831157 100.00% 8.567%

51 21.433 3117 3119 3131 rVB 718790 1078635 15.79% 1.353%
52 22.156 3237 3242 3251 rBV 2713647 3740171 54.75% 4._.690%
53 22.997 3380 3385 3388 rBV3 1007704 1886433 27.62% 2.366%
54 23.038 3388 3392 3399 rVB2 1644869 2907990 42.57% 3.647%
55 23.550 3473 3479 3485 rBV2 2505544 4902837 T71.77% 6.148%

56 23.697 3498 3504 3511 rBV 2944714 5503407 80.56% 6.902%

Sum of corrected areas: 79740956
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103017\
Data File : BM012589.D

Aca On : 31 Oct 2017 00:37

Operator : SJ/JU

Sample - 15886-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM012589.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103017\
Data File : BM012589.D

Aca On : 31 Oct 2017 00:37

Operator : SJ/JU

Sample - 15886-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.84 3.39 ng/ul 627452 Acenaphthene-d10 14.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H100 000119-61-9 94
5 Benzophenone 182 C13H100 000119-61-9 91
Abundance Scan 2168 (15.839 min): BM012589.D (-2162) (-) m/z 104.95 100.00%
105.0
77.0
181.9
5000
51.0
152.1 15.60 15.80 16.00 16.20
Obrr b prss e 2 e b 2908 2689 Tz 77.00 73.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #47246: Benzophenone
105.0
77.0 182.0
5000 R IR SN UL B
15.60 15.80 16.00 16.20
51.0 m/z 181.95 62.21%
0 ‘ . 126.0 152 0 H
m/z--> 20 40 60 85 100 120 140 1éo 180 200 220 240 260
Abundance
105.0
770 _ " 1560 15,80 1600 16,20
5000 ' m/z 51.00 27 .97%
51.0
o 27.0 126.0 152.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #47241: Benzophenone
105.0 15.60 15.80 16.00 16.20
m/z 181.10 11.16%
77.0
5000 182.0
51.0
o270 | A | 126.0 1520 I A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103017\
Data File : BM012589.D

Aca On : 31 Oct 2017 00:37

Operator : SJ/JU

Sample - 15886-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 2
R.T. EstConc Area Relative to ISTD R.T.
18.12 3.57 ng/ul 811579 Phenanthrene-d10 17.23
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 97
3 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Tridecanoic acid 214 C13H2602 000638-53-9 91

Abundance Scan 2556 (18.121 min): BM012589.D (-2549) (-) m/z 73.00 100.00%

73.0

5000

BB

17.80 18.00 18.20 18.40

0 m/z 60.00 79.13%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 LA L L L L L L LB L |

17.80 18.00 18.20 18.40
m/z 43.05  74.59%

171.0 213.0 256.0

o T T
m/z--> 50 50 200 250 300 350 400 450
Abundance
43.0
R SRR REE EEEEE S
17.80 18.00 18.20 18.40
5000 256.0 m/z 41.05 66.70%
129.0
3.0 213.0
171.0
L Tt o e = IR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #84453: Tetradecanoic acid s
73.0 17.80 18.00 18.20 18.40
m/z 55.05 64.13%
5000 129.0
29. 185.0 228.0
0 A
m/z--> 50 100 150 200 250 300 350 400 450 17. 80 18 00 18. 20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103017\
Data File : BM012589.D

Aca On : 31 Oct 2017 00:37

Operator : SJ/JU

Sample - 15886-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 1-Heneicosyl formate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.11 2.95 ng/ul 1008850 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 99
2 Cvclohexadecane 224 C16H32 000295-65-8 93
3 Cvclopentadecane 210 C15H30 000295-48-7 93
4 Octadecvyl trifluoroacetate 366 C20H37F302 079392-43-1 90
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90
Abundance Scan 3064 (21.109 min): BM012589.D (-3061) (-) m/z 57.10 100.00%
57.
SN BN B
153.1 207.0 20.80 21.00 21.20 21.40
obLALLLIS3E 2070 28213261 885143124749 5090 T a3 10 93.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #177132: 1-Heneicosyl formate
57.0
5000 AR U R AR
11.0 2080 21.00 21.20 2140 |
m/z 83.10 87.26%
oLl Bso0r00 0o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
07.0 20.80 21.00 21.20 21.40
5000 m/z 55.10 83.74%
139.01g1 9224.0
Oy rm T TR e e e e e
m/z--> 5b 160 1%0 200 250 300 3%0 460 4éo 560 séo
Abundance #69584: Cyclopentadecane A B a e
55.0 20.80 21.00 21.20 21.40
m/z 69.05 80.39%
5000 7.0
‘ 390 210.0
O'J”I"”I"JI"M I LI LI LI WL S S B SN BN B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2080 2100 2120 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103017\
Data File : BM012589.D

Aca On : 31 Oct 2017 00:37

Operator : SJ/JU

Sample - 15886-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.16 10.95 ng/ul 3740170 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Diamino-6-I3.4-diethoxvphenv... 275 C13H17N502 058848-69-4 47
2 Acetic acid. 2-I5-(4-nitrophenvl... 275 C13H13N304 351064-45-4 47
3 1-Methvl-5"-phenvispiro(indoline... 275 C17H13N30 015970-21-5 43
4 5H-T11Benzopvranol4.3-dIpvrimidi... 275 C16H9N302 1000337-49-1 41
5 8H-Benzo[g]-1,3-benzodioxolo[6,5... 275 C17H9NO3 000475-75-2 38
Abundance Scan 3243 (22.162 min): BM012589.D (-3237) (-) m/z 275.05 100.00%
275.1
5000
129.1 218'1J
65.0 21.80 22.00 22.20 22.40
o 1.L. | 7704 L) | 3342 38804312 491.0537.0 m/z 246.10 43.18%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123276: 3,5-Diamino-6-[3,4-diethoxyphenyl]-1,2,4-triazine
275.0
5000 I AU DU BN B
21.80 22.00 22.20 22.40
148.0 m/z 129.10 30.88%
43.0 ‘ 232.
0= 'JI . ?'l e %?9 o T T T
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
275.0
21.80 22.00 22.20 22.40
5000 m/z 218.10 26.05%
1290 L.,
75.0
e L L I L L L S WL WL WAL
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123560: 1-Methyl-5'-phenylspiro(indoline-3,3'-(3H)pyrazol... ERRmEEEEE S R
275.0 21.80 22.00 22.20 22.40
m/z 276.05 19.03%
5000 A
220.0
144.0
o280 770 L
miz--> 50 100 150 200 250 300 350 400 450 500 550 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM103017\
Data File : BM012589.D

Acq On : 31 Oct 2017 00:37

Operator : SJ/JU

Sample - 15886-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .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]
Benzophenone 15.84 3.4 ng/ul 627452 3 14.49 3705060 20.0
n-Hexadecanoic acid 18.12 3.6 ng/ul 811579 4 17.23 4547090 20.0
1-Heneicosyl formate 21.11 3.0 ngZul 1008850 5 21.40 6831160 20.0
unknown-01 22.16 10.9 ng/ul 3740170 5 21.40 6831160 20.0
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