LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013820.D

Aca On : 25 Jan 2018 23:46

Operator : SJ/JU

Sample : J1233-18

Misc :

ALS Vial : 19 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-BM011018.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

3.146 24 27 35 rvB2 36134 48742 1.50% 0.113%
4._.757 295 301 307 rBvV 180267 262260 8.05% 0.607%
510 rBV2 57717 84107 2.58% 0.195%
6.781 639 645 656 rBv2 589561 1094333 33.57% 2.534%
6.940 665 672 681 rBvY 438637 704359 21.61% 1.631%
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7.128 698 704 714 rBV 639385 1016695 31.19% 2.354%
7.593 773 783 791 rBV 566542 934791 28.68% 2.164%
915 rBvY 738484 1257674 38.58% 2.912%
8.745 971 979 991 rBV 597444 1023674 31.40% 2.370%
9.463 1093 1101 1113 rBV 526365 903826 27.73% 2.092%
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11 9.998 1186 1192 1208 rBV 726178 1329399 40.78% 3.078%
12 10.363 1245 1254 1260 rBV 706766 1199890 36.81% 2.778%
13 10.416 1260 1263 1270 rVB 86753 132595 4_.07% 0.307%
14 10.516 1274 1280 1296 rBV 545285 1033228 31.70% 2.392%
15 11.216 1391 1399 1414 rBV 150707 375072 11.51% 0.868%

16 11.698 1476 1481 1489 rVB3 38333 71096 2.18% 0.165%
17 12.039 1534 1539 1547 rBV2 66679 116123 3.56% 0.269%
18 12.263 1572 1577 1582 rBV2 30504 47767 1.47% 0.111%
19 12.451 1601 1609 1617 rBV3 39486 84076 2.58% 0.195%
20 13.298 1750 1753 1765 rVB4 23331 46903 1.44% 0.109%

21 13.663 1809 1815 1819 rBV 1384873 1887783 57.91% 4 _370%
22 13.710 1819 1823 1832 rVB 630881 882916 27.09% 2.044%
23 13.933 1851 1861 1871 rBV 1532312 2249042 69.00% 5.207%
24 14.245 1906 1914 1921 rBV2 933352 1497360 45.94% 3.467%
25 14.480 1949 1954 1968 rBV 397954 853257 26.18% 1.975%

26 14.651 1979 1983 1987 rBV 57429 79393 2.44% 0.184%
27 14.804 2003 2009 2013 rBV2 198889 299695 9.19% 0.694%
28 14.851 2013 2017 2020 rVvv4 38865 60250 1.85% 0.139%

29 14.886 2020 2023 2029 rVB2 95492 130232 4._00% 0.302%
30 15.245 2077 2084 2090 rBV 1780901 2664001 81.73% 6.168%

31 15.298 2090 2093 2100 rVB3 24819 40267 1.24% 0.093%
32 15.386 2102 2108 2119 rBV 539842 864965 26.54% 2.003%
33 15.480 2119 2124 2128 rVB4 22965 35186 1.08% 0.081%

34 15.616 2139 2147 2157 rBV 225376 324276 9.95% 0.751%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013820.D

Aca On : 25 Jan 2018 23:46

Operator : SJ/JU

Sample : J1233-18

Misc :

ALS Vial : 19 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:\HPCHEM1\BNA M\Methods\SOM-EPA-BM011018.M
SVOA CALIBRATION

Method
Title

35 16.651 2317 2323 2336 rBV 1367317 2126338 65.23% 4.923%

36 16.998 2372 2382 2387 rBV 1282254 1793796 55.03% 4_.153%
37 17.033 2387 2388 2393 rVVv2 54982 72176 2.21% 0.167%
38 17.098 2393 2399 2410 rVB 1947851 2844274 87.26% 6.585%
39 17.415 2446 2453 2460 rBV2 89185 142461 4_37% 0.330%
40 17.904 2531 2536 2546 rBV2 497962 727315 22.31% 1.684%

41 17.974 2546 2548 2555 rVB7 20832 33134 1.02% 0.077%
42 19.039 2725 2729 2732 rBV3 50470 76997 2.36% 0.178%
43 19.068 2732 2734 2741 rVB7 36206 60351 1.85% 0.140%

44 19.192 2750 2755 2765 rBV4 223498 376721 11.56% 0.872%
45 19.398 2784 2790 2797 rBV 2446460 3259665 100.00% 7.547%

46 19.462 2797 2801 2805 rVV6 26502 33227 1.02% 0.077%
47 19.927 2877 2880 2885 rBV7 22084 45306 1.39% 0.105%
48 20.915 3044 3048 3054 rBV2 535396 708787 21.74% 1.641%
49 21.197 3091 3096 3102 rBV 1619598 2100967 64.45% 4._.864%
50 23.250 3439 3445 3453 rVB2 1715118 3238812 99.36% 7.498%

51 23.386 3463 3468 3479 rVB 1007885 1918490 58.86% 4.442%

Sum of corrected areas: 43194050
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013820.D

Aca On : 25 Jan 2018 23:46

Operator : SJ/JU

Sample : J1233-18

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

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

Abundance : .
2500000 TIC: BM013820.D

2000000
1500000

1000000

213 8.30 10.00 10.36
6.78 *; 7.59 8.75 9.46 0.52
500000 6.94

4.76

11.22
3.15 . 10.
o L 598 g

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: BM013820.D
2500000

19.40

2000000 17.10
15.24

13.93

1500000 13.66 16.65
17.40

1000000 14.24

.71
500000 14.48
14.80 19.19

12,06 26,45 1330 ||| | 4 L_]_J'.[F 1742 b oo ey 19.46 19.93

O o L e e L B B e e i e EMEREMMIE

Time--> 12.00 12.50 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 : .
2500000 TIC: BM013820.D

17.90

23.25

2000000 21.20

1500000 339

1000000
20.92

500000 Nsaniies e~ Gt

e

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:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013820.D

Aca On : 25 Jan 2018 23:46

Operator : SJ/JU

Sample : J1233-18

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 unknown-01 Concentration Rank 4

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

4.76 5.61 ng/ul 262260 1,4-Dichlorobenzene-d4 7.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 37
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 28
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 28
4 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 25
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 25

Abundance Scan 301 (4.757 min): BM013820.D (-295) (-) m/z 43.10 100.00%
43
59
5000
101
T P
83 440 4.60 4.80 5.00
Obrrr el 193208 281 | "m/z 59.10 63.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8358: 2-Hexanol, 2-methyl-
59
5000 L I UL R
440 4.60 4.80 5.00
101 m/z 101.00 28.85%
H\ 83
0””,NLL.W“m.m”w.”w”.w””,”” S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
440 460 480 500
5000 a1 101 m/z 58.10 15.86%
27
o 73 87 | 117
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43 440 4.60 4.80 5.00
m/z 41.00 11.90%
5000 59
15 101
0 % 1l ‘ 83 ‘
m/z--> 20 Jo éo 80 160 120 140 160 180 200 220 240 260 280 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013820.D

Aca On : 25 Jan 2018 23:46

Operator : SJ/JU

Sample : J1233-18

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 Quinoline Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.22 6.25 ng/ul 375072 Naphthalene-d8 10.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 OQuinoline 129 C9H7N 000091-22-5 96
2 lIsoauinoline 129 C9H7N 000119-65-3 96
3 Isoauinoline 129 C9H7N 000119-65-3 95
4 l1soaquinoline 129 C9H7N 000119-65-3 90
5 Quinoline 129 C9H7N 000091-22-5 90
Abundance Scan 1400 (11.222 min): BM013820.D (-1391) (-) m/z 129.00 100.00%
129
5000
102
51 g3 76 " 11.00 11,20 11.40 11.60
38
ol 8 198208 h777102.00  28.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13071: Quinoline
129
5000
102 11.00 11.20 11.40 11.60
m/z 128.00 22 .43%
51 76
27 39 | 8 | g7 “\ 14 |
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
129
11.00 11.20 11.40 11.60
5000 m/z 76.00 13.07%
102
51
26 39 63 "0 g
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #13074: Isoquinoline
129 11.00 11.20 11.40 11.60
m/z 130.10 12.97%
5000
102
51
0 27 39 \“ 6? Z? 89 \‘\ \
m/z--> 20 40 60 8 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013820.D

Aca On : 25 Jan 2018 23:46

Operator : SJ/JU

Sample : J1233-18

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.62 4_.33 ng/ul 324276 Acenaphthene-d10 14.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 94
2 Benzophenone 182 C13H100 000119-61-9 93
3 Benzophenone 182 C13H100 000119-61-9 91
4 Benzophenone 182 C13H100 000119-61-9 91
5 Benzophenone 182 C13H100 000119-61-9 89
Abundance Scan 2148 (15.621 min): BM013820.D (-2139) (-) m/z 105.00 100.00%
105
77
182
5000
51 jk
152 15.40 15.60 15.80 16.00
oo I 62 W 9L 126 GTes || 207219 | g To7 0 70. 66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47246: Benzophenone
105
77 182
5000
15.40 15.60 15.80 16.00
51 m/z 182.10 60.45%
o 63 | 89 | 126139152165 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
105
77 16 ' 15.40 15.60 15.80 16.00
5000 m/z 51.00 32.83%
51
27 39 63 126 152
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47245: Benzophenone
105 15.40 15.60 15.80 16.00
m/z 50.00 13.59%
5000 77 182
51
ol 27 39 | 63 | 91 | 126139152165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013820.D

Aca On : 25 Jan 2018 23:46

Operator : SJ/JU

Sample : J1233-18

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.90 8.11 ng/ul 727315 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 2535 (17.898 min): BM013820.D (-2531) (-) m/z 73.05 100.00%
43 73
5000 129
97 213
115 171 T TTrTT TrrryrrTT Trorr
Il 14357 809 | o7 256 o8 1760 17.80 18.00 18.20
Obrrrprrrrfierd m/z 43.10 95.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73
5
5000 29 256 LR DL BUULILR UL S
17.60 17.80 18.00 18.20
213 m/z 41.05 93.75%
i
0 T ||||‘l||”|” .
m/z--> ﬁo 46 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
17.60 17.80 18.00 18.20
5000 129 m/z 55.10 90.17%
8 g7 115 213 256
157 1 5!
. 143> 1851 09™ 0t
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72648: Tridecanoic acid N e AR RARN
73 17.60 17.80 18.00 18.20
m/z 60.10 85.51%
43 57
5000
129
29 115 171 214
5| \HM\ 157 | 185,00 |
Ot ﬁﬂ.wbmw” ,”.w“nw”..m:q”.w”..“..”..”.w”.w“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013820.D

Aca On : 25 Jan 2018 23:46

Operator : SJ/JU

Sample : J1233-18

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.19 3.59 ng/ul 376721 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Octadecanoic acid 284 C18H3602 000057-11-4 68
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52

Abundance Scan 2755 (19.192 min): BM013820.D (-2750) (-) m/z 43.05 100.00%

78

5000

:

18.80 19.00 19.20 19.40 19.60

0 m/z 73.10 96.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 5§
129
5000 28 284 | BLNLIL L BN L L LB B
18.80 19.00 19.20 19.40 19.60
m/z 41.05 83.71%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
AR R s e e B
57 18.80 19.00 19.20 19.40 19.60
5000 m/z 60.00 82.05%
129
2f o7 185 284
115 171 241
0 12 144 213 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60 18.80 19.00 19.20 19.40 19.60
m/z 55.05 79.39%
o} R R EEE RS R R EEE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013820.D

Aca On : 25 Jan 2018 23:46

Operator : SJ/JU

Sample : J1233-18

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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: Cyclic20.92 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

20.92 6.75 ng/ul 708787 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 97
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 90
5 1-Heptacosanol 396 C27H560 002004-39-9 90

Abundance Scan 3049 (20.921 min): BM013820.D (-3044) (-) m/z 55.05 100.00%

97
5000

20.60 20.80 21.00 21.20
m/z 97.10 89.07%

475

0 311 341 369 401429
co by
miz—-> 0 50 100 150 200 250 300 350 400 450

Abundance #115906: 1-Nonadecene
43 97
69
5000
20.60 20.80 21.00 21.20
125 m/z 43.05 88.88%
0 15\ ‘ \‘\ H\ il “\ \“ whl§4 182 210 238 266
S EE e L A i o B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55 83
20.60 20.80 21.00 21.20
5000 111 m/z 57.05 86.96%
29
o 139 168 195 238266
e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57 20.60 20.80 21.00 21.20
83 m/z 83.10 82.71%
5000 11
29 ‘ 169
210
O 1 4 ..,N.P??u. P NN .. NN
m/z--> 0 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012518\
Data File : BM013820.D

Acq On : 25 Jan 2018 23:46

Operator : SJ/JU

Sample - J1233-18

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_.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]
unknown-01 4.76 5.6 ng/ul 262260 1 7.59 934791 20.0
Quinoline 11.22 6.3 ng/ul 375072 2 10.37 1199890 20.0
Benzophenone 15.62 4.3 ng/ul 324276 3 14.24 1497360 20.0
n-Hexadecanoic acid 17.90 8.1 ng/ul 727315 4 17.00 1793800 20.0
Octadecanoic acid 19.19 3.6 ng/ul 376721 5 21.20 2100970 20.0
(DEL) Alkane: Cyc... 20.92 6.8 ng/ul 708787 5 21.20 2100970 20.0
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