LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014933.D

Aca On : 02 May 2018 21:32

Operator : SJ/JU

Sample : J2631-01

Misc :

ALS Vial : 14 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 2997727 3845258 50.12% 3.562%
2 3.640 55 60 71 rvVB 129483 189702 2.47% 0.176%
3 4.228 156 160 167 rvVB 83465 116152 1.51% 0.108%
4 5.481 367 373 383 rVB 214804 345837 4_.51% 0.320%
5 6.504 540 547 558 rVB 55531 100856 1.31% 0.093%
6 7.616 729 736 751 rBVY 2048156 3519416 45.87% 3.260%
7 7.798 759 767 779 rVB 1625438 2561009 33.38% 2.372%
8 8.010 796 803 810 rBVY 2063517 3390888 44.19% 3.141%
9 8.069 810 813 822 rVB2 73080 138176 1.80% 0.128%
10 8.492 878 885 898 rVV 1543188 2546950 33.19% 2.359%

11 9.192 996 1004 1014 rBV 2178750 3560034 46.40% 3.298%
12 9.675 1078 1086 1094 rBV 1882689 3197448 41.67% 2.962%
13 10.033 1141 1147 1153 rBV 69993 100903 1.32% 0.093%
14 10.404 1201 1210 1228 rBV 1550204 2589559 33.75% 2.399%
15 10.939 1294 1301 1313 rBV 2223413 3811761 49.68% 3.531%

16 11.333 1361 1368 1382 rBV 2043057 3505381 45.69% 3.247%
17 11.463 1382 1390 1407 rBV 1863847 3350229 43.66% 3.103%
18 13.898 1798 1804 1810 rBV 74420 106255 1.38% 0.098%
19 14.486 1896 1904 1909 rBV 3345066 4862817 63.38% 4._.504%
20 14.533 1909 1912 1918 rVB 858508 1137657 14.83% 1.054%

21 14.798 1950 1957 1965 rBV2 4098446 6107642 79.60% 5.658%
22 14.951 1977 1983 1988 rBV 266953 337144 4_.39% 0.312%
23 15.098 2001 2008 2016 rVvVv2 2707365 4040100 52.65% 3.742%
24 15.257 2029 2035 2047 rBV 1411078 2140440 27.90% 1.983%
25 15.557 2082 2086 2094 rBV2 57912 96192 1.25% 0.089%

26 15.845 2130 2135 2138 rBV 83823 114189 1.49% 0.106%
27 15.886 2138 2142 2147 rVB 335247 413760 5.39% 0.383%
28 16.074 2167 2174 2181 rBV 4966387 7045214 91.82% 6.526%
29 16.174 2186 2191 2202 rVV 1384373 1955642 25.49% 1.812%
30 16.286 2204 2210 2220 rVB4 78599 259476 3.38% 0.240%

31 16.421 2229 2233 2239 rBV3 70111 118437 1.54% 0.110%
32 16.515 2244 2249 2255 rVB4 94623 154312 2.01% 0.143%
33 16.739 2282 2287 2297 rBV 265643 437516 5.70% 0.405%
34 17.521 2416 2420 2424 rBV 162611 184927 2.41% 0.171%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014933.D

Aca On : 02 May 2018 21:32

Operator : SJ/JU

Sample : J2631-01

Misc :

ALS Vial : 14 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-BM041918.M
SVOA CALIBRATION

Method
Title

35 17.809 2463 2469 2475 rBV2 2858073 4295345 55.98% 3.979%

36 17.851 2475 2476 2480 rVvV 126726 132691 1.73% 0.123%
37 17.909 2480 2486 2497 rVB 4936788 6997416 91.20% 6.482%
38 18.251 2540 2544 2549 rBV 101947 122209 1.59% 0.113%
39 18.645 2605 2611 2621 rBV 1280428 1890080 24.63% 1.751%
40 19.545 2760 2764 2770 rBV4 50172 95063 1.24% 0.088%

41 19.739 2794 2797 2800 rBV2 81218 113811 1.48% 0.105%
42 19.821 2807 2811 2815 rVB 253740 331583 4._.32% 0.307%
43 19.880 2817 2821 2835 rVB 801760 1073479 13.99% 0.994%
44 20.150 2861 2867 2877 rVB 5310757 7672853 100.00% 7.107%
45 21.556 3102 3106 3114 rBV 971548 1368207 17.83% 1.267%

46 21.897 3159 3164 3169 rBV 3157077 4405918 57.42% 4_.081%
47 23.544 3441 3444 3449 rVB 387707 526672 6.86% 0.488%
48 23.609 3451 3455 3470 rVB3 356179 1150678 15.00% 1.066%
49 24.221 3552 3559 3566 rVB 3396991 6459906 84.19% 5.984%
50 24.380 3579 3586 3593 rBV 2080359 4087629 53.27% 3.786%

51 24.909 3673 3676 3684 rVB 469970 851365 11.10% 0.789%

Sum of corrected areas: 107956184
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014933.D

Aca On : 02 May 2018 21:32

Operator : SJ/JU

Sample : J2631-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918._M
Quant Title : SVOA CALIBRATION

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

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM014933.D

.33

7.62 8.01 9.19 10.94

7.80 8.49 10.40

364 423 5.48 6.50 .07 10.03

0
Time-->

T
9.50

I
350 400 450 500 550 6.00 650 700 750 800 850 9.00

1 I I
10.00 10.50 11.00 11.50

Abundance

5000000

4000000

3000000

2000000

1000000

04
Time--> 12.

TIC: BM014933.D
16.07 17.91 20115

14.80

14.49

15.10 17.81

13.90

00 1250 13.00 13.50 14.00 1450 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

5000000

4000000

3000000

2000000

1000000

TIC: BM014933.D

24.22

21.90

24.38

21.56
23561 24.91

0
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 : BM014933.D

Aca On : 02 May 2018 21:32

Operator : SJ/JU

Sample : J2631-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918._M
Quant Title : SVOA CALIBRATION

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 30.20 ng/ul 3845260 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): BM014933.D (-4) (-) m/z 73.05 100.00%
<}
5000 43
87
I Lg 3.40 3.50 3.60 3.70
Ol e 8L m/z 43.05  49.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.40 3.50 3.60 3.70
87 m/z 55.10 29.80%
2
0.”“.”“”%%”.“”.“”.“”.“”..”..”..”..”..”w.”w.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
3.40 3.50 3.60 3.70
5000 - m/z 87.05 24 .57%
87
o7 4
o 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13743: 2,2,4—Trimethy|—3—pentano| TTT [T T T T[T I T[T T T[T T[T
3 3.40 3.50 3.60 3.70
m/z 41.10 16.05%
41 g 87
5000
2
o} S ERREREEESEETSEEEEEEEE D
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 340 350 3.60 3.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014933.D

Aca On : 02 May 2018 21:32

Operator : SJ/JU

Sample : J2631-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918._M
Quant Title : SVOA CALIBRATION

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 6

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

5.48 2.72 ng/ul 345837 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 50
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 373 (5.481 min): BM014933.D (-367) (-) m/z 43.00 100.00%
43
5000 59
101 AR UL AN RN R
520 5.40 5.60 5.80
Ol S 78 8 | “wm/z 59.10  46.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 5.20 5.40 5.60 5.80
m/z 101.10 14 .49%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
520 540 560 580
5000 59 m/z 58.10 13.39%
o 25 31 37 83 g3 101
LU SR SR UL UL FULRLEL IR SO SO UL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8184: 2-Pentanone, 4-hydroxy-4-methyl-
43 520 5.40 5.60 5.80
m/z 41.00 8.69%
5000
58
28 101
o a1l 7383 |
LU SR LN SR SRR UL FLELRLEL IR SO S S B R UL A R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014933.D

Aca On : 02 May 2018 21:32

Operator : SJ/JU

Sample : J2631-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918._M
Quant Title : SVOA CALIBRATION

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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.89 2.05 ng/ul 413760 Acenaphthene-d10 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Undecane 156 C11H24 001120-21-4 86

Abundance Scan 2143 (15.892 min): BM014933.D (-2138) (-) m/z 57.10 100.00%

57
43
5000

99 15. 60 15.80 16.00 16.20
113127
0! 141155169 193 226 m/z 43.10 76.92%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane
43 57
71

5000 LA L L L L L LB LB
a5 15.60 15.80 16.00 16.20
29 m/z 71.05 46 .52%
0 | “ Ly w 99113127141155169183197 226
N =
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
71 15.60 15.80 16.00 16.20
5000 m/z 41.05 38.46%
85
29
o 99113127141155169183 226
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48835: Tridecane R AR
43 57 15.60 15.80 16.00 16.20
m/z 85.05 33.56%
71
5000
85
29
ol 15 \ ‘L Lo %9113127141155 184
T A S feu et AL
miz--> 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 : BM014933.D

Aca On : 02 May 2018 21:32

Operator : SJ/JU

Sample : J2631-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918._M
Quant Title : SVOA CALIBRATION

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 9
R.T. EstConc Area Relative to ISTD R.T.
16.74 2.04 ng/ul 437516 Phenanthrene-d10 17.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Heneicosane 296 C21H44 000629-94-7 86
4 Tridecane 184 C13H28 000629-50-5 86
5 1-Decene, 4-methyl- 154 C11H22 013151-29-6 81

Abundance Scan 2287 (16.739 min): BM014933.D (-2282) (-) m/z 57.05 100.00%

16.40 16.60 16.80 17.00

113 140155 177 197

57
5000 41

o m/z 43.10 82.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83024: Hexadecane
57
5000 4[ LA I L L L L L |
85 16.40 16.60 16.80 17.00
m/z 71.10 58.84%
ob 2 |4 118 141 169 226
T P R R e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R e R ERRanas
16.40 16.60 16.80 17.00
5000 m/z 41.05 38.70%
41 85
ol 26 113 141 169184 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane e RS
57 16.40 16.60 16.80 17.00
m/z 85.05 36.65%
- | | /Wﬂjvﬂqxv-/JLku_kM,MPV\AJ
ol 15 ‘ I i 13 L 141 169 197 225 253268 296
L RA AR E i E b L S B e A RBALL AEaRaRaE s RS R S CRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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 : BM014933.D

Aca On : 02 May 2018 21:32

Operator : SJ/JU

Sample : J2631-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918._M
Quant Title : SVOA CALIBRATION

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 2
R.T. EstConc Area Relative to ISTD R.T.
18.64 8.80 ng/ul 1890080 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 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87
Abundance Scan 2610 (18.639 min): BM014933.D (-2605) (-) m/z 43.10 100.00%
73
5000
129
| 157 185 213 239256 - ant 18.40 18.60 18.80 19.00
0 il o L1 L2890 281 Sl sz 73.00 85.62%
m/z--> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 L UL B U B
83 mmmmmmmm
o 157 jgs 213 256 m/z 60.00 81.84%
ol—— "“I f hl‘ “‘.:ﬂhl“ ﬁ‘”“.“l I\ : ‘. .‘ .‘. ‘I .‘ ; \|23|9|“| ——
m/z--> 50 100 150 200 250 300
Abundance
43 73
" 1840 18.60 18.80 19.00
5000 256 m/z 41.05 79.06%
129
97 157 21
ol _26 185 239
m/z--> 55 160 150 200 250 300
Abundance #84452: Tetradecanoic acid L e e e
78 18.40 18.60 18.80 19.00
43 m/z 57.05 70.14%
5000 129
185
97 228
ol 2 BT o |
m/z--> 50 100 1&'30 2(')0 250 300 ' 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 : BM014933.D

Aca On : 02 May 2018 21:32

Operator : SJ/JU

Sample : J2631-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918._M
Quant Title : SVOA CALIBRATION

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 4
R.T. EstConc Area Relative to ISTD R.T.
19.88 4.87 ng/ul 1073480 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. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
5 Octadecanoic acid 284 C18H3602 000057-11-4 90
Abundance Scan 2821 (19.880 min): BM014933.D (-2817) (-) m/z 43.10 100.00%
43
73
5000
129
97 ‘ 185 241 RN AU B
284 19.60 19.80 20.00 20.20
157
— o 197 128, | g6l 32 oUET00 7. 75%
m/z--> 50 100 150 200 250 300
Abundance #131261: Octadecanoic acid
43 | 73
5000 129 SRR SR R B
97 19.60 19.80 20.00 20.20
185 a1 284 m/z 60.00 73.55%
ey | 20T |
0‘ “i”:“l‘:‘l‘u |‘|‘|‘|‘||‘||||||‘|||||||
m/z--> 50 100 150 200 250 300
Abundance
43 73
19.60 19.80 20.00 20.20
5000 129 m/z 57.05 72 .03%
97
185 a1 284
o 26 157 213 267
m/z--> 55 160 1éo 200 2%0 300 '
Abundance #131262: Octadecanoic acid R e e e e e
73 19.60 19.80 20.00 20.20
43 m/z 55.10 68.50%
129
5000 284
97 185 241
0 2 \M.I‘l‘\l.hl 51517|||\|2|13|l| I ‘.26.7..|.... s it
m/z--> 50 100 150 200 250 300 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 : BM014933.D

Aca On : 02 May 2018 21:32

Operator : SJ/JU

Sample : J2631-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918._M
Quant Title : SVOA CALIBRATION

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 3
R.T. EstConc Area Relative to ISTD R.T.
21.56 6.21 ng/ul 1368210 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Cvclotetracosane 336 C24H48 000297-03-0 95
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 93
Abundance Scan 3107 (21.562 min): BM014933.D (-3102) (-) m/z 43.05 100.00%
43
83
5000
111
LN DN AU B
139 207 21.20 21.40 21.60 21.80
ob et L h L7168 F17 239 281300 342 36715 475 | gD T57 90 95.66%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #151538: 1-Docosene
55
97
29 21.20 21.40 21.60 21.80
‘ 125 m/z 55.10 83.95%
0 ..“.“ \I“I I‘H‘I\H\I i ‘.1?.3}?]:' B .3|0.8. L B e
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43 o
21)20 21!40 21)60 21!80 '
5000 m/z 83.10 68.48%
111
o 139 167 196 224 250 279 308 336
miz--> 0 §0 160 1%0 260 2éo 360 3%0 460 4éo
Abundance #185169: Heptadecy! trifluoroacetate RN RS S e
57 21.20 21.40 21.60 21.80
97 m/z 69.10 65.81%
5000
29 125
0 bl hal?4182210238 283 334
miz--> 0 §0 160 1%0 260 2éo 360 3%0 460 4éo 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014933.D

Aca On : 02 May 2018 21:32

Operator : SJ/JU

Sample : J2631-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918._M
Quant Title : SVOA CALIBRATION

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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.54 2.58 ng/ul 526672 Perylene-d12 24 .38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Octacosane 394 C28H58 000630-02-4 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Tetracosane 338 C24H50 000646-31-1 83
5 Octacosane 394 C28H58 000630-02-4 80

Abundance Scan 3443 (23.538 min): BM014933.D (-3441) (-) m/z 57.10 100.00%

5000

:

23.20 23.40 23.60 23.80
m/z 43.10 69.80%

13 155183209 241268 309 356 403431461490 535
miz--> 50 100 150 200 250 300 350 400 450 500

0!

Abundance #117638: Nonadecane

-

5000 85 IIIIIIIIIIIIIIIII|
23.20 23.40 23.60 23.80
29 m/z 71.10 59.62%
0 \‘ J ‘ “ L \‘ \3\141‘169197225 268
A e e
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
R e
23.20 23.40 23.60 23.80
5000 o m/z 85.10 43.56%
29
o 113141169197225253281309337365394
N e el il R el e N
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane T T T
57 23.20 23.40 23.60 23.80
m/z 41.10 24 _.12%
29
oL (113141169197 205253 205323 367
A e O M
miz--> 50 100 150 200 250 300 350 400 450 500 2320 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014933.D

Aca On : 02 May 2018 21:32

Operator : SJ/JU

Sample : J2631-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918._M
Quant Title : SVOA CALIBRATION

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 5
R.T. EstConc Area Relative to ISTD R.T.

24 .91 4.17 ng/ul 851365 Perylene-d12 24 .38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 3676 (24.909 min): BM014933.D (-3673) (-) m/z 57.10 100.00%

5000

24 60 24.80 25.00 25.20
141169 209 266
ol 238 309 355385415 491 535 m/z 43.10 64.98%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141424: Heneicosane
57

5000 85 e
24,60 24.80 25.00 25.20

m/z 71.10 62.12%

%‘9 ﬂ\ H ”’1:‘?'3‘14‘11‘1(?9‘197225253 296
e B N B e s o e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—[

24.60 24.80 25.00 25.20

o

5000 85 m/z 85.10 44.03%
29
. 13141169197205053 295323 367
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane S ABAREEREERE RS e
57 24.60 24.80 25.00 25.20

m/z 55.10 22 .88%

5000
85
29 J

113141169197225253281 323351380

Ol e T o e T T e e T T e L

m/z--> 0 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\BM050218\
Data File : BM014933.D

Acq On : 02 May 2018 21:32

Operator : SJ/JU

Sample - J2631-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM041918_M
Quant Title : 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 30.2 ng/ul 3845260 1 8.49 2546950 20.0
2-Pentanone, 4-hy... 5.48 2.7 ng/ul 345837 1 8.49 2546950 20.0
(DEL) Alkane: Str... 15.89 2.0 ng/ul 413760 3 15.10 4040100 20.0
(DEL) Alkane: Str... 16.74 2.0 ng/ul 437516 4 17.81 4295350 20.0
n-Hexadecanoic acid 18.64 8.8 ng/ul 1890080 4 17.81 4295350 20.0
Octadecanoic acid 19.88 4.9 ng/ul 1073480 5 21.90 4405920 20.0
(DEL) Alkane: Cyc... 21.56 6.2 ng/ul 1368210 5 21.90 4405920 20.0
(DEL) Alkane: Str... 23.54 2.6 ng/ul 526672 6 24.38 4087630 20.0
(DEL) Alkane: Str... 24.91 4.2 ng/ul 851365 6 24.38 4087630 20.0
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