LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014934.D

Aca On : 02 May 2018 22:09

Operator : SJ/JU

Sample : J2631-03

Misc :

ALS Vial : 15 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 16 rVB 2915381 3802944 39.04% 2.785%
2 3.640 55 60 70 rvB 163107 223991 2.30% 0.164%
3 5.175 309 321 329 rBV3 51136 132349 1.36% 0.097%
4 5.475 367 372 383 rBV 630525 962520 9.88% 0.705%
5 6.498 541 546 557 rBV 104345 171840 1.76% 0.126%
6 7.616 729 736 751 rBVY 2578744 4469078 45.88% 3.273%
7 7.798 760 767 780 rBVY 2031382 3229180 33.15% 2.365%
8 8.010 795 803 812 rBVY 2597602 4326736 44.41% 3.168%
9 8.492 878 885 898 rVB 1589141 2601853 26.71% 1.905%
10 9.192 996 1004 1014 rBY 2898635 4761165 48.87% 3.486%

11 9.675 1078 1086 1094 rBV 2410028 4059661 41.67% 2.973%
12 10.404 1202 1210 1222 rBV 1983058 3326424 34.15% 2.436%
13 10.939 1293 1301 1313 rBV 2932241 5016181 51.49% 3.673%
14 11.339 1360 1369 1381 rBV 2041079 3608764 37.04% 2.643%
15 11.463 1381 1390 1409 rBV 2395869 4260852 43.74% 3.120%

16 14.492 1895 1905 1909 rBV 4609385 6457785 66.29% 4._.729%
17 14.533 1909 1912 1918 rVB 737499 1001809 10.28% 0.734%
18 14.798 1950 1957 1968 rBV 5484256 8096810 83.12% 5.929%
19 14.951 1977 1983 1988 rBV 308901 389251 4._00% 0.285%
20 15.098 2001 2008 2016 rVB2 2730634 4128804 42.38% 3.023%

21 15.257 2029 2035 2050 rBV 1963076 2966563 30.45% 2.172%
22 15.557 2082 2086 2094 rBV2 71165 106053 1.09% 0.078%
23 15.886 2138 2142 2147 rVB 444470 540656 5.55% 0.396%
24 16.074 2168 2174 2181 rBV 6408698 9379866 96.29% 6.869%
25 16.180 2186 2192 2201 rBV 1890239 2689156 27.60% 1.969%

26 16.292 2203 2211 2213 rBV 101804 211471 2.17% 0.155%
27 16.739 2282 2287 2296 rBV 397862 646795 6.64% 0.474%
28 17.521 2416 2420 2424 rBV 179278 207400 2.13% 0.152%
29 17.809 2463 2469 2475 rBV2 2919512 4387342 45.04% 3.213%
30 17.909 2480 2486 2495 rVV2 6456916 9293077 95.40% 6.805%

31 18.645 2605 2611 2623 rBV 1347174 1910058 19.61% 1.399%
32 19.539 2760 2763 2769 rBV 67788 100846 1.04% 0.074%
33 19.745 2794 2798 2800 rBV 140473 189827 1.95% 0.139%
34 19.880 2817 2821 2832 rBV 773484 1041674 10.69% 0.763%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014934.D

Aca On : 02 May 2018 22:09

Operator : SJ/JU

Sample : J2631-03

Misc :

ALS Vial : 15 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 20.039 2845 2848 2854 rVB 81969 110777 1.14% 0.081%

36 20.150 2861 2867 2880 rVB 7180144 9741680 100.00% 7.133%
37 20.744 2965 2968 2973 rBv4 112900 137025 1.41% 0.100%
38 21.556 3102 3106 3115 rBV 828191 1117275 11.47% 0.818%
39 21.768 3139 3142 3145 rVB 152149 161498 1.66% 0.118%
40 21.897 3159 3164 3170 rVB 3284753 4291686 44.05% 3.143%

41 22.474 3259 3262 3265 rBVY 213208 297041 3.05% 0.218%
42 23.238 3388 3392 3399 rVB 562320 811149 8.33% 0.594%
43 23.544 3440 3444 3448 rBVY 545265 794916 8.16% 0.582%
44 23.597 3448 3453 3469 rVB 1804337 3543937 36.38% 2.595%
45 24.221 3552 3559 3574 rVB 4617417 9724050 99.82% 7.121%

46 24.380 3579 3586 3597 rvB2 2031700 4253731 43.67% 3.115%
47 24.538 3609 3613 3622 rVB 641312 1158086 11.89% 0.848%
48 24.909 3671 3676 3686 rVB 851428 1721189 17.67% 1.260%

Sum of corrected areas: 136562821
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA M\DATA\BM050218\

BM014934.D

02 May 2018 22:09

SJ/Ju

J2631-03

15 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

.33

3000000

2000000

1000000

0

3.
A

TIC: BM014934.D

9.19
7.62 8.01

7.80
8.49

5.47

64 517 |

6.A50

10.40

10.94
11.46

Time--> 3.50

4.00 450 5.00

550 6.00 6.50

700 750 800 850 9.00

9.50

10.00 10.5

0 11.00 11.50

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

04
Time--> 12.

00 12,50 13.00 13.50 14.00 14.50

TIC: BM014934.D

16.07 17.91

14.80

14.49

17.801

20115

15.00 15,50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000
D.74

0

TIC: BM014934.D

24.22

21.90

23.60 24.38

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\BM050218\
Data File : BM014934.D

Aca On : 02 May 2018 22:09

Operator : SJ/JU

Sample : J2631-03

Misc :

ALS Vial : 15 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 29.23 ng/ul 3802940 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 50
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): BM014934.D (-4) (-) m/z 73.10 100.00%

7B
5000 43
55 o

208 340 350 360 3.70
o Lol e 28 Tn/z 43.10 49.63%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000

43 3.40 350 3.60 3.70
55 87 m/z 55.05 30.51%

\\ \‘\ ‘ If ‘
T T T T T T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73

3.40 3.50 3.60 3.70

o

5000 m/z 87.05 24 _20%
55
43
87
27
101
S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol R EmmEEEEC e
73 340 350 360 3.70
87 m/z 41.05 16.36%
5000 M 55
29
TR NN PP
L R LT ST
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\BM050218\
Data File : BM014934.D

Aca On : 02 May 2018 22:09

Operator : SJ/JU

Sample : J2631-03

Misc :

ALS Vial : 15 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 5

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

5.47 7.40 ng/ul 962520 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 64
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 12

Abundance Scan 371 (5.469 min): BM014934.D (-367) (-) m/z 43.00 100.00%
43
5000 59
101 PSSR RS SRR R
520 5.40 5.60 5.80
73
bt 7288 28 /7 59.10  47.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR I LS IR L
59 5.0 540 560 580
m/z 101.10 13.80%
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 58.10 13.14%
15 4 o 101
e L U U L S W S S B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester R AT B
43 520 5.40 5.60 5.80
m/z 41.05 9.60%
57
5000
29 101
ol 22 Ll | 7385
m/z--> 20 40 60 80 100 120 140 160 180 200 5.0 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014934.D

Aca On : 02 May 2018 22:09

Operator : SJ/JU

Sample : J2631-03

Misc :

ALS Vial : 15 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.89 2.62 ng/ul 540656 Acenaphthene-d10 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Hexadecane 226 C16H34 000544-76-3 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
5 Hexadecane 226 C16H34 000544-76-3 89

Abundance Scan 2143 (15.892 min): BM014934.D (-2138) (-) m/z 57.10 100.00%

43 7
71
5000
85

99 15. 60 15.80 16.00 16.20
113127141
Obrrrrrrr et el bl i S 1190160188 208 226 281\ Tz 43.10  82.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83027: Hexadecane
57
43
71
5000 85 LA L L L L B L L LB L LB
15. 60 15. 80 16. 00 16 20
29 9 m/z 71.10 53.34%
ol 14 Ll ﬂ‘ L U8127141155160183197 226
T e T [ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 %7
15.60 15.80 16.00 16.20
5000 71 m/z 41.10 40.01%

85
29

99113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83028: Hexadecane A BRI TR S S
57 15.60 15.80 16.00 16.20
71 m/z 85.05 35.19%
5000 43 85

99

o) N AR A T N R Y i s

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\BM050218\
Data File : BM014934.D

Aca On : 02 May 2018 22:09

Operator : SJ/JU

Sample : J2631-03

Misc :

ALS Vial : 15 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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.74 2.95 ng/ul 646795 Phenanthrene-d10 17.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Hexadecane 226 C16H34 000544-76-3 91
3 Hexadecane 226 Cl16H34 000544-76-3 87
4 Dodecane. 2-methvl-6-propvl- 226 Cl16H34 055045-08-4 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2287 (16.739 min): BM014934.D (-2282) (-) m/z 57.10 100.00%
43 57
71
5000
UAMUNNSUNR R AR
99 16.40 16.60 16.80 17.00
113
ol 127141 155 169 183 197209 240 n/7z 43.10 86 41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
57
43 7
85
5000 AR AR LA SRR
16,40 16,60 16.80 17.00
29 99 m/z 71.10 59.37%
s [0 | 113127 141155 169 183 107 211 240
m/z--> 20 40 60 éo 160 120 140 160 180 200 220 240
Abundance
43 57
16.40 16,60 16.80 17.00
5000 1 m/z 41.10 41.63%
85
29
0 99 113127 141 155 169 183197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83024: Hexadecane S o e
43 57 16.40 16.60 16.80 17.00
- m/z 85.10 38.32%
5000 g5
29
. \‘ Il ) 90 113127141155 169 183 226
m/z--> 20 Jo 60 80 100 150 140 160 180 200 220 240 16.40 16,60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014934.D

Aca On : 02 May 2018 22:09

Operator : SJ/JU

Sample : J2631-03

Misc :

ALS Vial : 15 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.64 8.71 ng/ul 1910060 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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Pentadecanoic acid 242 C15H3002 001002-84-2 83
Abundance Scan 2610 (18.639 min): BM014934.D (-2605) (-) m/z 43.10 100.00%
73
5000 JL
129
7 171 28 e 640 16160 16150 10,00
o o A58 [ 04| U281 36 o 73.00  85.61%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60
4
5000 129 L UL B U B
mmmmmmmm
256 m/z 60.00 80.40%

83
H o1 57 185 213
oL—— "“IM Il .H““.]“.h‘l“ ;‘H‘\Ihl I\ T ‘. .‘ .‘. ‘I .‘ —— I“' T
m/z--> 50 100 150 200 250 300 350
Abundance
43 73

18.40 18 60 18. 80 19.00

5000 256 m/z 41.10 76.21%
129
97 157 185 213
238

! ) )0 VN N PPV .28

m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid o I i e e

4 73 18.40 18.60 18.80 19.00

m/z 57.10 68.76%

5000 129
97 199 242
ol15 HJ bl ‘18@\ 223 |
Ay LT e —

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\BM050218\
Data File : BM014934.D

Aca On : 02 May 2018 22:09

Operator : SJ/JU

Sample : J2631-03

Misc :

ALS Vial : 15 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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.88 4.85 ng/ul 1041670 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 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 95
Abundance Scan 2821 (19.880 min): BM014934.D (-2817) (-) m/z 43.05 100.00%
43
73
5000
o 129
185 241 284 19.60 19,80 20.00 20.20
o !J.ul S L aas |8 ST g3 10 77. 74%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43 | 73
5000 129 SRR SR R B
o7 19.60 19.80 20.00 20.20
185 241 o84 m/z 57.10 74 _.43%
| LMJ i of g 197 207 |
Ouuuﬁl‘ ‘:“l“i“u“l‘u‘l‘uJ:‘:‘l‘uu‘uuluuuuluuuulu
m/z--> 50 100 150 200 250 300 350
Abundance
73
129 19.60 19.80 20.00 20.20
5000 284 m/z 41.05 73.52%
97 185 241
o 157 213 265
m/z--> o 'éo' - ﬁdo" ' ﬁéo" "200" ' ééo" "300" "350
Abundance #131258: Octadecanoic acid s mas R
43 73 19.60 19.80 20.00 20.20
m/z 60.00 72.43%
5000 129
o 185 241
NELEIE LIMLIIIIf§7I .M tz}%tlj‘r%G? J. s
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014934.D

Aca On : 02 May 2018 22:09

Operator : SJ/JU

Sample : J2631-03

Misc :

ALS Vial : 15 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 (DEL) Alkane: Cyclic21.56 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.56 5.21 ng/ul 1117280 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 93
4 1-Eicosene 280 C20H40 003452-07-1 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 92
Abundance Scan 3107 (21.562 min): BM014934.D (-3102) (-) m/z 57.05 100.00%
57
= ” AWL
—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rr
207 281 21.20 21.40 21.60 21.80
Oh - ,,‘,5 2527, 309341371401429 475 849 | o 43 10 94.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151537: 1-Docosene
57
5000 21120 21.40 2160 21.80
308
29 125 m/z 55.10 74.39%
0,..&‘,‘“ ‘hw h m 3?%29923ﬁ.289,1...,....,....,....,...w.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
o7 21120 21.40 2160 21.80
5000 m/z 83.10 62.06%
29 125
0 169 210238 283 434
m/z--> 6 55 160 1%0 200 250 300 3%0 460 4éo 560 séo
Abundance #127777: Cyclohexadecane, 1,2-diethyl- N B e R e i
48 21.20 21.40 21.60 21.80
m/z 69.10 56.27%
o7 280
5000
125 251
o LU | f5ez0e |
m/z--> 6 55 160 150 200 250 300 3%0 460 4éo 560 séo 2120 2140 2160 2180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014934.D

Aca On : 02 May 2018 22:09

Operator : SJ/JU

Sample : J2631-03

Misc :

ALS Vial : 15 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 1,19-Eicosadiene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.24 3.81 ng/ul 811149 Perylene-d12 24 .38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 95
2 Octadecanal 268 C18H360 000638-66-4 94
3 1.22-Docosanediol 342 C22H4602 022513-81-1 92
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
5 Tetradecanal 212 C14H280 000124-25-4 91
Abundance Scan 3392 (23.238 min): BM014934.D (-3388) (-) m/z 43.10 100.00%
82
5000
e EEREEa s
207 23.00 23.20 23.40 23.60
ol 51179<Y/236264 306334362 403430461489 549 n/z 57.10 96 _97%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126192: 1,19-Eicosadiene

;

96
5000 LA L L L L L L
23.00 23.20 23.40 23.60
m/z 82.10 66.49%
23
o T L A B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
e A e
82 23.00 23.20 23.40 23.60
5000 m/z 55.10 64.72%
110
ol 15 138166194222250
L e o B e R B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #178719: 1,22-Docosanediol e A E R e
82 23.00 23.20 23.40 23.60
m/z 41.10 55.02%
5000{ 41
10 306
1 l r 66194222250 8 343
REEFEEDESEE W wtren i O T S A — e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. 00 23 20 23. 40 23 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014934.D

Aca On : 02 May 2018 22:09

Operator : SJ/JU

Sample : J2631-03

Misc :

ALS Vial : 15 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: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.54 3.74 ng/ul 794916 Perylene-di12 24 .38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heneicosane 296 C21H44 000629-94-7 93
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
Abundance Scan 3443 (23.538 min): BM014934.D (-3440) (-) m/z 57.10 100.00%
57
5000 85 j\jk
S
113 141 268 23.20 23.40 23.60 23.80
oA A LT 160 207 230700 300 357 401431 477 | hzy 43.05  67.67%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #117638: Nonadecane
57
5000 85 AR
23120 23.40 23.60 23.80
m/z 71.10 59.70%
] ‘ ) 4 u\ 13 141 169107225 268

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance

.

23.20 23.40 23.60 23.80

5000 85 m/z 85.10 40.70%
. 29 113141169197 205 953 296
T T e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 I
Abundance #141431: Eicosane, 10-methyl- A RAREN RS S
57 23.20 23.40 23.60 23.80
m/z 41.10 24 _.48%
5000 85
113 154
0 11183211239 281 . /\ ,./V N
m/z--> 0 50 100 150 200 250 300 350 400 450 23 20 23. 40 23 60 23 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014934.D

Aca On : 02 May 2018 22:09

Operator : SJ/JU

Sample : J2631-03

Misc :

ALS Vial : 15 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 Heptadecyl heptafluorobutyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
23.60 16.66 ng/ul 3543940 Perylene-di12 24 .38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
3 Octacosanol 410 C28H580 000557-61-9 94
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 94
Abundance Scan 3453 (23.597 min): BM014934.D (-3448) (-) m/z 57.10 100.00%

al
~

97
5000

25 llllllllllllllllll
23. 20 23. 40 23 60 23. 80 24 00

53182
ol ARLL A (23162209 252283 325355 404431461491 549 | s 4310 99.32%

T T T 1 T 1 T 1
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227400: Heptadecy! heptafluorobutyrate

57

5000 R EEEEE ma
23. 20 23. 40 23 60 23. 80 24 00

125 m/z 55.10 88.70%

29
0 \‘\ ) “ “ ‘\ \‘\ \‘\ } ‘ 210238 283 434
RS ..., B L I i e A R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
97 23.20 23.40 23.60 23.80 24.00
5000 m/z 83.05 75.49%
- 125
0 154182210238 283 384
T T T ] T e e T T e [
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215904: Octacosanol
57 23.20 23.40 23.60 23.80 24.00
o7 m/z 97.05 71.29%
5000
125
29
ol l 153181200236264292322 364392
TR T T T T T e e T P e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.20 23.40 23.60 23.80 24.00

SOM-EPA-BM041918_.M Thu May 03 12:18:05 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014934.D

Aca On : 02 May 2018 22:09

Operator : SJ/JU

Sample : J2631-03

Misc :

ALS Vial : 15 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 Oxirane, heptadecyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24 .54 5.45 ng/ul 1158090 Perylene-d12 24 .38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 95
2 1.19-Eicosadiene 278 C20H38 014811-95-1 94
3 Tetradecanal 212 C14H280 000124-25-4 91
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
5 Octadecanal 268 C18H360 000638-66-4 90

Abundance Scan 3613 (24.538 min): BM014934.D (-3609) (-) m/z 57.10 100.00%

5000

ad

24.20 24.40 24.60 24.80

52180207 251282 320 355 390

(o} m/z 43.10 98.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129467: Oxirane, heptadecyl-
43 82

24.20 24.40 24,60 24.80
10 m/z 82.10 68.98%

5000 S
|

hm\ﬁu 466194 236264

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
RN EE S e
96 24.20 24.40 24.60 24.80
5000 m/z 55.10 63.13%
124
0 27 152180208 250278
R B A B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71297: Tetradecanal R
57 24.20 24.40 24.60 24.80
m/z 83.10 49 .20%
5000 96
29
24 168
o | 195
“..w..”,.”.,”........” AR RE L et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24 20 24. 40 24.60 24.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014934.D

Aca On : 02 May 2018 22:09

Operator : SJ/JU

Sample : J2631-03

Misc :

ALS Vial : 15 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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

24 .91 8.09 ng/ul 1721190 Perylene-d12 24 .38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 94
2 Octadecane 254 C18H38 000593-45-3 92
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3676 (24.909 min): BM014934.D (-3671) (-) m/z 57.10 100.00%

57
5000 85

113 24 60 24.80 25.00 25.20
141169 209
ok d UL [11100 200238266 309 355367416 462 503535 75 43.10  67.56%

T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117648: Octadecane, 2-methyl-
43
71

5000 LA L L L L L LB L L |
24.60 24.80 25.00 25.20
99 m/z 71.10 61.99%
ol Ly 127155183 225253
T T T T e T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
24.60 24.80 25.00 25.20
5000 85 m/z 85.10 45.05%
29
. 113141169197225254
T T T T T T e T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
24.60 24.80 25.00 25.20
m/z 55.10 24 .35%
5000

‘ 13141169197225253281309337 379 421449477506
mz-> 0 50 100 150 200 250 300 350 400 450 500 24,60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050218\
Data File : BM014934.D

Acq On : 02 May 2018 22:09

Operator : SJ/JU

Sample - J2631-03

Misc :

ALS Vial : 15 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 29.2 ng/ul 3802940 1 8.49 2601850 20.0
2-Pentanone, 4-hy... 5.47 7.4 ng/ul 962520 1 8.49 2601850 20.0
(DEL) Alkane: Str... 15.89 2.6 ng/ul 540656 3 15.10 4128800 20.0
(DEL) Alkane: Str... 16.74 3.0 ng/ul 646795 4 17.81 4387340 20.0
n-Hexadecanoic acid 18.64 8.7 ng/ul 1910060 4 17.81 4387340 20.0
Octadecanoic acid 19.88 4.8 ng/ul 1041670 5 21.90 4291690 20.0
(DEL) Alkane: Cyc... 21.56 5.2 ng/ul 1117280 5 21.90 4291690 20.0
1,19-Eicosadiene 23.24 3.8 ng/ul 811149 6 24.38 4253730 20.0
(DEL) Alkane: Str... 23.54 3.7 ng/ul 794916 6 24.38 4253730 20.0
Heptadecyl heptaf... 23.60 16.7 ng/ul 3543940 6 24.38 4253730 20.0
Oxirane, heptadecyl- 24.54 5.5 ng/ul 1158090 6 24.38 4253730 20.0
(DEL) Alkane: Str... 24.91 8.1 ng/ul 1721190 6 24.38 4253730 20.0
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