LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014950.D

Aca On : 03 May 2018 19:28

Operator : SJ/JU

Sample : J2554-16

Misc :

ALS Vial : 9 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-BM041918.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 3.334 4 8 15 rVB 2415445 3078007 57.26% 4.033%
2 3.640 56 60 68 rvB 80391 109490 2.04% 0.143%
3 4.228 155 160 166 rvB 66433 95368 1.77% 0.125%
4 5.475 367 372 386 rBV 364287 560667 10.43% 0.735%
5 7.134 648 654 662 rVB 282134 458543 8.53% 0.601%
6 7.616 729 736 750 rBV2 1275259 2396476 44 .59% 3.140%
7 7.792 757 766 780 rBVY 1007561 1674021 31.14% 2.193%
8 7.916 780 787 796 rVB 70229 133080 2.48% 0.174%
9 8.010 796 803 811 rBVY 1335928 2160089 40.19% 2.830%
10 8.492 878 885 900 rVB 1209510 1972043 36.69% 2.584%

11 8.704 915 921 930 rBV 371763 597247 11.11% 0.783%
12 9.186 996 1003 1015 rBV 1110158 1885330 35.08% 2.470%
13 9.675 1078 1086 1094 rBV 1172521 2003013 37.26% 2.625%
14 10.033 1141 1147 1153 rVB 46186 69593 1.29% 0.091%
15 10.404 1202 1210 1221 rBV 935954 1565655 29.13% 2.051%

16 10.939 1294 1301 1311 rBV 1405308 2386810 44.41% 3.127%
17 11.333 1360 1368 1382 rBV 1512561 2641374 49.14% 3.461%
18 11.457 1382 1389 1403 rBV 1188368 2137283 39.76% 2.801%
19 12.651 1587 1592 1598 rBV2 81966 122019 2.27% 0.160%
20 13.892 1796 1803 1809 rVB 55240 79326 1.48% 0.104%

21 14.416 1887 1892 1896 rBV2 45447 69975 1.30% 0.092%
22 14.486 1896 1904 1908 rVV 2333845 3170654 58.99%% 4_.155%
23 14.533 1908 1912 1917 rVB 579931 806329 15.00% 1.057%
24 14.798 1950 1957 1969 rBV 2599481 3938790 73.28% 5.161%
25 14.945 1973 1982 1987 rBV 200458 277465 5.16% 0.364%

26 15.039 1991 1998 2002 rBV4 40786 75863 1.41% 0.099%
27 15.098 2002 2008 2015 rVB2 1926313 2956221 55.00% 3.874%
28 15.257 2029 2035 2044 rBV 863038 1310153 24.37% 1.717%
29 15.445 2062 2067 2071 rVV5 37529 66009 1.23% 0.086%
30 15.557 2081 2086 2094 rBV3 40564 72233 1.34% 0.095%

31 15.886 2138 2142 2147 rVB 272677 331219 6.16% 0.434%
32 16.074 2167 2174 2181 rBV 3355605 4683194 87.13% 6.136%
33 16.174 2185 2191 2202 rVV 807127 1155038 21.49% 1.513%
34 16.286 2203 2210 2219 rVB2 67471 194616 3.62% 0.255%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014950.D

Aca On : 03 May 2018 19:28

Operator : SJ/JU

Sample : J2554-16

Misc :

ALS Vial : 9 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:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM041918.M
Title = SVOA CALIBRATION
35 16.427 2229 2234 2238 rBV4 40071 67937 1.26% 0.089%

36 16.733 2281 2286 2295 rBV 217649 352193 6.55% 0.461%
37 17.333 2385 2388 2395 rVB3 52431 73618 1.37% 0.096%
38 17.521 2415 2420 2425 rBV 119612 149059 2.77% 0.195%
39 17.809 2463 2469 2475 rBV2 2224744 3205359 59.63% 4._.200%
40 17.851 2475 2476 2480 rVvV 62347 54963 1.02% 0.072%

41 17.909 2480 2486 2497 rVV 3120736 4625442 86.05% 6.061%
42 18.233 2537 2541 2548 rBV2 91357 158103 2.94% 0.207%
43 18.521 2585 2590 2596 rBV5 32654 67627 1.26% 0.089%
44 18.580 2596 2600 2605 rBV 108926 143113 2.66% 0.188%
45 18.639 2605 2610 2621 rBVY 959808 1360044 25.30% 1.782%

46 19.633 2776 2779 2784 rBV2 55446 73399 1.37% 0.096%
47 19.739 2794 2797 2799 rBV2 59702 70919 1.32% 0.093%
48 19.815 2807 2810 2816 rVB 129926 175766 3.27% 0.230%
49 19.880 2816 2821 2831 rBV 555124 788251 14.66% 1.033%
50 20.145 2861 2866 2878 rVB 3650424 5265665 97.96% 6.900%

51 21.268 3055 3057 3065 rBV6 85801 126270 2.35% 0.165%
52 21.556 3102 3106 3114 rBV 641705 906695 16.87% 1.188%
53 21.897 3159 3164 3170 rBV 2555059 3264902 60.74% 4.278%
54 23.538 3440 3443 3449 rVB 365598 515511 9.59% 0.675%
55 24.215 3552 3558 3576 rVB 2548879 5375057 100.00% 7.043%

56 24.374 3579 3585 3597 rVB 1665912 3325690 61.87% 4 _.358%
57 24.909 3671 3676 3685 rVB 464749 938893 17.47% 1.230%

Sum of corrected areas: 76317669
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014950.D

Aca On : 03 May 2018 19:28

Operator : SJ/JU

Sample : J2554-16

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_M
SVOA CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM014950.D

3500000

3000000

2500000733

2000000

10,04 1133

8.49 9.19 9.67 1.46
10.40

1500000
1000000

500000 5.47 713 8.70

3.64 4.23
A n

10.03

e R R R R T e Ly L e R A

1 T T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM014950.D

20)14
3500000 16.07
17.91

3000000

14.80

2500000 14.49 1741

2000000 15.10

1500000

18.64

1000000 15.26

500000

o 1%65 13.89 14.4P 1 18 : ‘ .
Time-->12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM014950.D

3500000 24.91
21.90

3000000

24.37

2500000

2000000

1500000

1000000

500000

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 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\BM050318\
Data File : BM014950.D

Aca On : 03 May 2018 19:28

Operator : SJ/JU

Sample : J2554-16

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.33 31.22 ng/ul 3078010 1,4-Dichlorobenzene-d4 8.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38

Abundance Scan 7 (3.328 min): BM014950.D (-4) (-) m/z 73.05 100.00%
B
5000 43
55 a7
101 207 3.40 3.50 3.60 3.70
rr—"t—r- e m/z 43.10 49 _.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.40 3.50 3.60 3.70
55 87 m/z 55.10 29.99%
29
Ol ‘ I ‘
UL S SLELELEL RIS AR DAL LRI L LA WA
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
73
3.40 3.50 3.60 3.70
5000 m/z 87.05 23.85%
43 >
87
27
101
G S S L S WL L L WL B WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol ﬂy—y—y—y—yv
73 3.40 3.50 3.60 3.70
87 m/z 41.10 16.08%
5000 41 55
29 ‘
0~ |'U“ 'HJ' “y“' Jy'l' *'?z '}%%I }??'I N S S S U AR AR UL LR
m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014950.D

Aca On : 03 May 2018 19:28

Operator : SJ/JU

Sample : J2554-16

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.47 5.69 ng/ul 560667 1,4-Dichlorobenzene-d4 8.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 47
4 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 371 (5.469 min): BM014950.D (-367) (-) m/z 43.00 100.00%
43
5000 59
101 e 2 hn B Rn Een
520 5.40 5.60 5.80
73
bt 2288 28 h/7z 59.00 46.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 520 540 5.60 5.80
m/z 101.00 13.57%
31 g3 101
L S L I L W L B W I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
" 520 540 560 580
5000 5o m/z 58.00 12.87%
15 101
31 83
e L U U L S W S S B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl- e e  RERE
43 520 5.40 5.60 5.80
m/z 41.05 9.20%
5000
59
2\7\ LI H 70 83 o
e L UL L L S W S S B B UL I IR SR L
m/z--> 20 40 60 80 100 120 140 160 180 200 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014950.D

Aca On : 03 May 2018 19:28

Operator : SJ/JU

Sample : J2554-16

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 8

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

7.13 4.65 ng/ul 458543 1,4-Dichlorobenzene-d4 8.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1R)-2.6.6-Trimethvilbicvclol3.1.... 136 C10H16 007785-70-8 96
2 _alpha.-Pinene 136 C10H16 000080-56-8 95
3 Bicvclol3.1.11hept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 94
4 _.alpha.-Pinene 136 C10H16 000080-56-8 94
5 _gamma.-Terpinene 136 C10H16 000099-85-4 91

Abundance Scan 653 (7.128 min): BM014950.D (-648) (-) m/z 93.05 100.00%
9B
5000
77
I 121 5k 7ho 1% a0
5 107777136 - - - :
ol 207 281 m/z 91.10 46.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15854: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93
5000 LA R N R
41 77 6.80 7.00 7.20 7.40
m/z 92.00 37.58%
? ‘ 1 7121136
) Y N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
93
LA N R
6.80 7.00 7.20 7.40
0,
5000 39 - m/z 77.00 33.73%
15 53 107121136

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #15837: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl- e A REEREEmanE e
93 6.80 7.00 7.20 7.40

m/z 79.00 26.88%

5000

41
2770 55 | || 1071136
e AR e S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014950.D

Aca On : 03 May 2018 19:28

Operator : SJ/JU

Sample : J2554-16

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 D-Limonene Concentration Rank 3

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

8.70 6.06 ng/ul 597247 1,4-Dichlorobenzene-d4 8.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Limonene 136 C10H16 005989-27-5 98
2 Cyclohexene. 1-methvl-4-(l-methy... 136 C10H16 005989-54-8 95
3 Cvclohexene. 1-methyl-5-(l-methy... 136 C10H16 013898-73-2 90
4 D-Limonene 136 C10H16 005989-27-5 87
5 Limonene 136 C10H16 000138-86-3 87

Abundance Scan 920 (8.698 min): BM014950.D (-915) (-) m/z 68.10 100.00%
68
93
5000
39 o5 79 )
107 121 R R mEEme e
136 840 860 8.80 9.00
of o e e || M7z 67.10 78.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15682: D-Limonene
68
93
5000 79 IR LR L S
121 136 8.40 8.60 8.80 9.00
41 58 ‘ 107 m/z 93.10 59.59%
o RS N | O TS S S — ] A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
68
840 8.60 880 9.00
5000 93 m/z 79.10 36.65%
39 g3 79
27
107 121 o0
e L B L UL W L WL WL B B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15836: Cyclohexene, 1-methyl-5-(1-methylethenyl)- I R e e AR
93 8.40 8.60 8.80 9.00
68 m/z 39.05 33.20%
5000
41 79
L L e
0 .‘.‘. H..‘l‘.l H‘..w..H‘.|.“k..‘l‘...l|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014950.D

Aca On : 03 May 2018 19:28

Operator : SJ/JU

Sample : J2554-16

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.89 2.24 ng/ul 331219 Acenaphthene-d10 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Hexadecane 226 C16H34 000544-76-3 94
3 Hexadecane 226 C16H34 000544-76-3 93
4 Hexadecane 226 C16H34 000544-76-3 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2143 (15.892 min): BM014950.D (-2138) (-) m/z 57.10 100.00%

43 37
71
5000 P

| 99113 mmmmmmmm
127141155169
Obrrrrrrr e el RS AU 208 226 28l Th/z 43.10  84.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83024: Hexadecane
43 57
71
5000 LA L L L B L L L L LB
- 85 15,60 15.80 16.00 16.20

m/z 71.05 55.03%

d | 99113127141155160183 226
. T A . oo AN M
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43
71

15.60 15.80 16.00 16.20

o

5000 85 m/z 41.05 40.35%
29 99
ol14 113127141155169183197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83023: Hexadecane e e e e
57 15. 60 15. 80 16. OO 16 20
43 m/z 85.05 37.52%
71
5000 85
o | L | | | T 113127141155169183197 226
T T ] T T e [ T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014950.D

Aca On : 03 May 2018 19:28

Operator : SJ/JU

Sample : J2554-16

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.73 2.20 ng/ul 352193 Phenanthrene-d10 17.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Dodecane. 2-methvl-6-propvl- 226 Cl16H34 055045-08-4 86
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 2285 (16.727 min): BM014950.D (-2281) (-) m/z 57.10 100.00%

43 97

5000

H

16.40 16.60 16.80 17.00
m/z 43.10 84.37%

. 113 127 141 155 191 207 236

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane

SN

w
o
~

5000 71 TT TT T T[T T T T[T T T T [TTTT]
o 16,40 16.60 16.80 17.00
29 m/z 71.10 55.57%
o | M L ‘ 99 113 127 141 155 169 183 197 226
e i I e
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43
e e aees s A
71 16.40 16.60 16.80 17.00
5000 o m/z 41.10 40.79%
29
. 9 113127 141 155 169 198
SRR NS S o B
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83024: Hexadecane R B e Rl
43 57 16.40 16.60 16.80 17.00
m/z 85.10 36.23%
71
5000
85
29
o \‘ 1 1 99 113 127 141 155 169 183 226
e . - N ==l
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014950.D

Aca On : 03 May 2018 19:28

Operator : SJ/JU

Sample : J2554-16

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 7 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.64 8.49 ng/ul 1360040 Phenanthrene-d10 17.81
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 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90
Abundance Scan 2610 (18.639 min): BM014950.D (-2605) (-) m/z 43.10 100.00%
73
5000
129
213 256 18.40 18.60 18.80 19.00
o ;.I., 153. .' .'1.94 b oL 8% Thzz 73.00  88.40%
m/z--> 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 LN B B U B
83 mmmmmmmm
0
H o 157 1g5 213 256 m/z 60.00 80.23%
o I hl‘\ .H““ﬂhl“ ﬁ‘”“.“l I\ : ‘. ] .‘. ‘I .‘ 239|‘ —
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
" 18140 18.60 18.80 19.00
5000 256 m/z 41.05 79.78%
129
97 157 213
0 26 185 239
m/z--> 55 160 150 200 250 300 3%0
Abundance #72647: Tridecanoic acid L B e B
73 18.40 18.60 18.80 19.00

m/z 55.10 71.18%

5000 129
171
214
45% \197

| H\I‘mmh — T
m/z--> 50 100 150 200 250 300 350 18.40 18.60 18.80 19.00

-
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014950.D

Aca On : 03 May 2018 19:28

Operator : SJ/JU

Sample : J2554-16

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 8 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.88 4.83 ng/ul 788251 Chrysene-di12 21.90
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 97
4 Octadecanoic acid 284 C18H3602 000057-11-4 97
5 Octadecanoic acid 284 C18H3602 000057-11-4 91
Abundance Scan 2821 (19.880 min): BM014950.D (-2816) (-) m/z 43.10 100.00%
43 3
5000
19.60 19,80 20.00 20.20
(o} m/z 73.10 78.74%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #131258: Octadecanoic acid
43 7
5000 129 LA L L L L L LB L
19. 60 19. 80 20. oo 20 20
97 185 5,y 284 m/z 57.05 72.39%
0 EI-SI\IHI M\H \157|\|“|\|2}:?\| e
miz--> 0 50 100 150 200 250 300 350 400
Abundance
73
43 SRR AU B
129 19.60 19.80 20.00 20.20
5000 284 m/z 41.10 70.23%
97 185 241
o 157 213
mz-> 0 50 100 150 200 250 300 350 400
Abundance #131259: Octadecanoic acid e o
[ 19.60 19.80 20.00 20.20
m/z 55.05 69.36%
5000
129
0 Il?tl HI‘ \I Imlj\lxlhhh .‘];57}.{. ‘|2.1:.3‘. .{l....l... e e T
miz--> 0 50 100 150 200 250 300 350 400 19. 60 19. 80 20. oo 20 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014950.D

Aca On : 03 May 2018 19:28

Operator : SJ/JU

Sample : J2554-16

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 9 (DEL) Alkane: Cyclic21.56 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.56 5.55 ng/ul 906695 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 96
2 1-Docosene 308 C22H44 001599-67-3 94
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 3107 (21.562 min): BM014950.D (-3102) (-) m/z 43.10 100.00%
a3
83
5000
11
LN B B B
39 207 281 21.20 21.40 21.60 21.80
ob A ALY f0a68 [ 251281 313341360 401420 476 sa0 | TR GET o6 17
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)-
55
5000 UL DAL IR B
21/20 21.40 21.60 21.80
m/z 55.10 84.66%
0 il M‘d‘ ﬂ39167196224252280
mz-> 0 55 100 150 200 250 300 350 400 450 500 550
Abundance
55
o7 2120 21.40 21.60 21.80
5000 m/z 83.10 68 .83%
125
0 il 153181 308
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #206447: Pentafluoropropionic acid, hexadecy! ester B EEEEE s e
57 21.20 21.40 21.60 21.80
97 m/z 69.10 62 .73%
5000
25
29
0 1141 154 196224 269 370
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 21/20 21.40 21.60 21.80

SOM-EPA-BM041918_.M Fri May 04 12:44:50 2018

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014950.D

Aca On : 03 May 2018 19:28

Operator : SJ/JU

Sample : J2554-16

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.54 3.10 ng/ul 515511 Perylene-di12 24 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Nonadecane 268 C19H40 000629-92-5 97
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Pentacosane 352 C25H52 000629-99-2 83
Abundance Scan 3443 (23.538 min): BM014950.D (-3440) (-) m/z 57.10 100.00%
g7
5000 85 \
113 23.20 23.40 23.60 23.80
141 268
Ol b L LR 109 211239 208, 911 351 403 461 SO3 | 7743 10  66.16%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129492: Eicosane
57
5000 AR DA RS
85 23120 23.40 23.60 23.80
29 m/z 71.10 61.75%
o) ||| 3141169197 225253 282
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
23.20 23.40 23.60 23.80
5000 85 m/z 85.10 45.08%
29
o 113141 169197 995 268
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #175557: Tetracosane R BB BARE SR s
57 23.20 23.40 23.60 23.80
m/z 55.10 23.29%
- I “JJ/\W
22 113 141 169197 225 253 281 309 338
0'u'Iu”'%HHJI“"W""P"'I”"I'”'I"”I"'W' NSRS NN SR
m/z--> 50 100 150 200 250 300 350 400 450 500 23120 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014950.D

Aca On : 03 May 2018 19:28

Operator : SJ/JU

Sample : J2554-16

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .91 5.65 ng/ul 938893 Perylene-d12 24 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3676 (24.909 min): BM014950.D (-3671) (-) m/z 57.10 100.00%
g7
e i /\/\
113141 24,60 24.80 25.00 25.20
obrrd A L L3716 221251280 316 355386 431 491 549 | a3 NG 6g_44%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57

5000 85 LA L L L L L LB L |
24.60 24.80 25.00 25.20
m/z 71.10 59.92%
29
o) h‘ i H M ‘1f11‘169197225253 295323 367
RRRE e e R e B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57

24.60 24.80 25.00 25.20
5000 m/z 85.10 41 _20%

85
29
o 113141169197225253281 323351380
A LSl S S —
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance :

#185535: Heptadecane, 9-octyl- B B B e
57 24.60 24.80 25.00 25.20
m/z 55.05 24 .46%

113
[7 141169197 239267294323352

N e B e

m/z--> 50 100 150 200 250 300 350 400 450 500 550 24 60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050318\
Data File : BM014950.D

Acq On : 03 May 2018 19:28

Operator : SJ/JU

Sample - J2554-16

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM041918_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]
Butane, 2-methoxy... 3.33 31.2 ng/ul 3078010 1 8.49 1972040 20.0
2-Pentanone, 4-hy... 5.47 5.7 ng/ul 560667 1 8.49 1972040 20.0
(1R)-2,6,6-Trimet. .. 7.13 4.7 ng/ul 458543 1 8.49 1972040 20.0
D-Limonene 8.70 6.1 ng/ul 597247 1 8.49 1972040 20.0
(DEL) Alkane: Str... 15.89 2.2 ng/ul 331219 3 15.10 2956220 20.0
(DEL) Alkane: Str... 16.73 2.2 ng/ul 352193 4 17.81 3205360 20.0
n-Hexadecanoic acid 18.64 8.5 ng/ul 1360040 4 17.81 3205360 20.0
Octadecanoic acid 19.88 4.8 ng/ul 788251 5 21.90 3264900 20.0
(DEL) Alkane: Cyc... 21.56 5.5 ng/ul 906695 5 21.90 3264900 20.0
(DEL) Alkane: Str... 23.54 3.1 ng/ul 515511 6 24.37 3325690 20.0
(DEL) Alkane: Str... 24.91 5.7 ng/ul 938893 6 24.37 3325690 20.0
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