LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042518\
Data File : BM014841.D

Aca On : 25 Apr 2018 19:33

Operator : SJ/JU

Sample : J2449-06

Misc :

ALS Vial : 10 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 3.340 4 9 34 rVB 2278204 3252267 40.21% 3.717%
2 3.646 56 61 70 rvB 81943 119332 1.48% 0.136%
3 7.622 730 737 749 rVB 1261476 2225031 27.51% 2.543%
4 7.804 760 768 780 rBVY 1040631 1640929 20.29% 1.875%
5 8.022 797 805 812 rBVY 1283608 2144787 26.52% 2.451%
6 8.504 879 887 899 rVB 1143390 1935987 23.93% 2.213%
7 9.198 998 1005 1016 rBVY 1273606 2089027 25.83% 2.387%
8 9.681 1078 1087 1095 rBvV 1201185 2059722 25.46% 2.354%
9 10.410 1204 1211 1219 rBV 954689 1625206 20.09% 1.857%
10 10.951 1295 1303 1313 rBVY 1470422 2485864 30.73% 2.841%

11 11.345 1362 1370 1377 rBV 1582115 2761415 34.14% 3.156%
12 11.469 1384 1391 1402 rBV 1167198 2027416 25.07% 2.317%
13 12.969 1641 1646 1652 rBV2 80993 130480 1.61% 0.149%
14 14.498 1898 1906 1910 rBV 2546676 3543242 43.81% 4.049%
15 14.545 1910 1914 1919 rVB 665503 942873 11.66% 1.078%

16 14.804 1952 1958 1966 rBV 2901871 4360260 53.91% 4.983%
17 14.957 1980 1984 1990 rVB 169499 225942 2.79% 0.258%
18 15.104 2002 2009 2017 rBV2 2180488 3469402 42.89% 3.965%
19 15.263 2029 2036 2046 rBV 1006829 1467957 18.15% 1.678%
20 15.857 2131 2137 2140 rBV 76656 116077 1.44% 0.133%

21 15.898 2140 2144 2148 rVB 217877 291135 3.60% 0.333%
22 16.080 2169 2175 2182 rBV 3649694 5468859 67.61% 6.250%
23 16.180 2186 2192 2202 rBV 1097203 1559244 19.28% 1.782%
24 16.298 2205 2212 2214 rBV 53286 104793 1.30% 0.120%
25 16.745 2284 2288 2297 rBV 185517 332189 4.11% 0.380%

26 17.527 2417 2421 2426 rBV 130055 165708 2.05% 0.189%
27 17.821 2461 2471 2476 rBV 2818975 4066956 50.28% 4.648%
28 17.862 2476 2478 2481 rVV 86577 98106 1.21% 0.112%
29 17.915 2481 2487 2498 rVB 4228372 6099083 75.40% 6.970%
30 18.262 2541 2546 2550 rVB 79752 101703 1.26% 0.116%

31 18.651 2606 2612 2621 rBV 656381 992119 12.27% 1.134%
32 19.827 2809 2812 2817 rVB 171784 220273 2.72% 0.252%
33 19.886 2818 2822 2832 rBV 327375 473451 5.85% 0.541%
34 20.156 2859 2868 2879 rBV 5362936 7494913 92.66% 8.566%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042518\
Data File : BM014841.D

Aca On : 25 Apr 2018 19:33

Operator : SJ/JU

Sample : J2449-06

Misc :

ALS Vial : 10 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 20.662 2951 2954 2959 rVB 238828 304119 3.76% 0.348%

36 20.798 2973 2977 2984 rBV2 173199 257126 3.18% 0.294%
37 20.939 2996 3001 3008 rBV2 506102 817374 10.11% 0.934%
38 21.562 3103 3107 3116 rBV 808140 1098913 13.59% 1.256%
39 21.909 3160 3166 3171 rBV 3608451 4739113 58.59% 5.416%
40 23.562 3443 3447 3452 rVB 373299 545952 6.75% 0.624%

41 24.233 3553 3561 3578 rVB 3786134 8088577 100.00% 9.244%
42 24.391 3581 3588 3598 rVvB 2207680 4567273 56.47% 5.220%
43 24.933 3676 3680 3688 rVB 511139 988377 12.22% 1.130%

Sum of corrected areas: 87498572
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA M\DATA\BM042518\
: BM014841.D

: 25 Apr 2018 19:33

: SJ/JU

: J2449-06

- 10 Sample Multiplier: 1

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

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM014841.D

.34

10.95 11.35

7.62 8.02 1.47

8.50 9.68

10.41

3.65

0
Time-->

I
9.00 9.50

350 400 450 500 550 6.00 650 7.00 750 8.00 8.50

I
10.00 10.50 11.00 11.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BM014841.D

20.16

17.92

16.08

14.80
14.50

17.4

15.10

6.18

16.74
™ LAES"O i

5.26

1.55 18.65

20.1

¥

14.9 17.53 6 18.26

12.97

0
Time--> 12.

N
LN N S S N B B S B I B N N B N S B B N D B B B D B B N S B B S O S N N O B B B S D B B D B N B e B B D O N B B B B D B B B e |

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: BM014841.D

24.23
21.91

?4.39

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

SOM-EPA-BM041918.M Thu Apr 26 14:14:36 2018

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042518\
Data File : BM014841.D

Aca On : 25 Apr 2018 19:33

Operator : SJ/JU

Sample : J2449-06

Misc :

ALS Vial : 10 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.

3.34 33.60 ng/ul 3252270 1,4-Dichlorobenzene-d4 8.50
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 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37

Abundance Scan 9 (3.340 min): BM014841.D (-4) (-) m/z 73.05 100.00%
3
5000 43
87
3.40 3.50 3.60 3.70 3.80
ob PO b | 105 133 1e1208 267 | s 43 05 45.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
3.40 3.50 3.60 3.70 3.80
‘ 87 m/z 55.05 28.70%
O'Pd”ﬂ“'W'““P'”I”'W'”'P'” A SRS BRARS SRRRY SRR SRR
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
73
3.40 3.50 3.60 3.70 3.80
5000 - m/z 87.10 25.24%
87
4
o 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73 3.40 3.50 3.60 3.70 3.80
87 m/z 41.10 14.98%
5000 41 55 \j\xh_
0 H ‘ 112 129
m/z--> 20 ' ' 8IO 100 120 140 160 180 200 220 240 260 340 3.50 3.60 3.70 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042518\
Data File : BM014841.D

Aca On : 25 Apr 2018 19:33

Operator : SJ/JU

Sample : J2449-06

Misc :

ALS Vial : 10 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.65 4.88 ng/ul 992119 Phenanthrene-d10 17.82
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 92
4 Tetradecanoic acid 228 C14H2802 000544-63-8 89
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81
Abundance Scan 2612 (18.651 min): BM014841.D (-2606) (-) m/z 43.05 100.00%
73
5
5000
129
7 115 157171185, 21 256 180 18'60 18'80 19,00 |
143 199 | 227 083 18.40 18.60 18.80 19.00
o} m/z 73.05 92.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 R BRER SRR A D

18.40 18.60 18.I80 19.IOO
m/z 59.95 84.17%

213
143 157171185199

#u83
o

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

57 SNNIIHES S S
18.40 18.60 18.80 19.00

5000{ 29 256 m/z 41.05 77.41%
129

97 115 213
143157171185 99 | 227,,,

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid T e e e
73 18.40 18.60 18.80 19.00

m/z 57.05 71.38%
43 5
5000 129
29
143157 214

ol TR T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042518\
Data File : BM014841.D

Aca On : 25 Apr 2018 19:33

Operator : SJ/JU

Sample : J2449-06

Misc :

ALS Vial : 10 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 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.94 3.45 ng/ul 817374 Chrysene-di12 21.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-T1-T4-Fluorophenvllethvl1-1.3-... 260 C15H13F03 1000211-52-8 49
2 1.3.5-Triazin-2-amine. 4.6-dimet... 260 C13H16N402 027315-23-7 49
3 3-Pvridinemethanol. .alpha.-I3-I... 260 C16H24N20 1000337-80-3 35
4 Stannane. (4-fluorophenvD)trimet... 260 C9H13FSn 014101-14-5 35
5 7-Methyl-5-phenyl-[1,2,4]triazol... 260 C16H12N4 1000318-31-3 35
Abundance Scan 3001 (20.939 min): BM014841.D (-2996) (-) m/z 245.00 100.00%
245
202
5000 301
w3 % 28 oo | | oo se0 apass ars | 200 0E0 2000
O b b A IO oy L P720 | | 341369 402 431 47" m/z 260.00 76.54%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #110754: 6-[1-[4-Fluorophenyllethyl]-1,3-benzodioxol-5-ol
245
5000
20.60 20.80 21.00 21.20
69 133 164 m/z 202.00 63.16%
109 187
0 |4|.2{“‘|“|”‘|“ |“‘|H“| ;“.“.“l“.“‘l Iu‘l Izl:!.lsl . I‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
245
20.60 20.80 21.00 21.20
5000 m/z 301.00 39.40%
145171
58 91 118
o 3 215
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #110898: 3-Pyridinemethanol, .alpha.-[3-[bis(1-methylethyl... |
245 20.60 20.80 21.00 21.20
m/z 199.00 22.27%
5000
o 78 117194170 203
m/z--> 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042518\
Data File : BM014841.D

Aca On : 25 Apr 2018 19:33

Operator : SJ/JU

Sample : J2449-06

Misc :

ALS Vial : 10 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 3
R.T. EstConc Area Relative to ISTD R.T.
21.56 4.64 ng/ul 1098910 Chrysene-di12 21.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 94
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 3107 (21.562 min): BM014841.D (-3103) (-) m/z 43.10 100.00%
43
83
5000
111
TN BN AU B
139 207 21.20 21.40 21.60 21.80
ob A RLL| L7008 207234 282 317 386 415 S04 | 57 05 03.82%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174179: Cyclotetracosane
43
11 21.20 21.40 21.60 21.80
m/z 55.05 88.15%
ol 1. d “ L‘\}39;67196224250279308336
m'z-> 0 50 250 300 350 400 450 500
Abundance
57
83 2120 21.40 21.60 21.80
5000 m/z 83.05 73 .93%
111
29
0 139169 515238 g3 434
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #206447: Pentafluoropropionic acid, hexadecy! ester T T T T T
57 21.20 21.40 21.60 21.80
97 m/z 69.05 66 .61%
5000
125
29
0 |, l 154 196 224 269 370
m'z-> 0 50 100 150 2(')0 250 300 350 400 450 500 21120 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042518\
Data File : BM014841.D

Aca On : 25 Apr 2018 19:33

Operator : SJ/JU

Sample : J2449-06

Misc :

ALS Vial : 10 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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.56 2.39 ng/ul 545952 Perylene-d12 24 .39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 91
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hexatriacontane 507 C36H74 000630-06-8 87
Abundance Scan 3447 (23.562 min): BM014841.D (-3443) (-) m/z 57.10 100.00%
g7
5000 85 /\ﬁ&,A\»
B B AN
13 207 23.20 23.40 23.60 23.80
141 268
ol A AL ",1.1.».1 09 | 2387,7205323355385 429 490 535 | n/5 43 10  67.19%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129492: Eicosane
57
5000 U BARAUUUNUUURE B
85 23120 23.40 23.60 23.80
29 m/z 71.10 61.18%
o [ Ww‘ﬁ}3}41;69197225253282
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rr
23.20 23.40 23.60 23.80
5000 85 m/z 85.10 45_.29%
0 13 154183211239 281
[rriryrrrrrrrrrrrrr T T T T T T T T T T T T T T T T T T T T T T T T T T T T
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141425: Heneicosane B AR EEEEEESSE L
57 23.20 23.40 23.60 23.80
m/z 55.10 24 .39%
5000 85
29
o1 Hmmmmm3m
mz-> 0 50 100 150 200 250 300 350 400 450 500 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM042518\
Data File : BM014841.D

Aca On : 25 Apr 2018 19:33

Operator : SJ/JU

Sample : J2449-06

Misc :

ALS Vial : 10 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .93 4_.33 ng/ul 988377 Perylene-d12 24 .39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3680 (24.933 min): BM014841.D (-3676) (-) m/z 57.10 100.00%

57
5000 85

113
[ 141169 209 230265 309 351 399 476 24.60 24.80 25.00 25.20

O b L T e S P 9 A m/z 43.10  65.64%
0

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

5000 85 TT TT 1T TTTT LB IIII|
24, 60 24 80 25. OO 25.20
- 113 m/z 71.10 62.11%
0 | i ‘ “\ I H‘ | \1‘\11\1(\39\197 225 253 296
o o B o B .
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
=TT TR
24.60 24 80 25. 00 25.20
5000 85 m/z 85.10 44 . 85%
113
0 29 141169 197 225 267 295 365 393
I B T e B S e o B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl- T T TR
57 24, 60 24 80 25. 00 25. 20

m/z 55.10 24 .71%

B ] JL
113
|77, 141169 197 239267294323352

O T T T T e e e T e e e B e

m/z--> 0 50 100 150 200 250 300 350 400 450 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042518\
Data File : BM014841.D

Acq On : 25 Apr 2018 19:33

Operator : SJ/JU

Sample : J2449-06

Misc :

ALS Vial : 10 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... 3.34 33.6 ng/ul 3252270 1 8.50 1935990 20.0
n-Hexadecanoic acid 18.65 4.9 ng/ul 992119 4 17.82 4066960 20.0
unknown-01 20.94 3.5 ng/ul 817374 5 21.91 4739110 20.0
(DEL) Alkane: Str... 21.56 4.6 ng/ul 1098910 5 21.91 4739110 20.0
(DEL) Alkane: Str... 23.56 2.4 ng/ul 545952 6 24.39 4567270 20.0
(DEL) Alkane: Str... 24.93 4.3 ng/ul 988377 6 24.39 4567270 20.0
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