LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112217\
Data File : BM013098.D

Aca On : 22 Nov 2017 22:42

Operator : SJ/JU

Sample : 16514-09

Misc :

ALS Vial : 21 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-BM111617.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 3.246 23 27 35 rBv 98229 125546 1.48% 0.179%
2 6.887 640 646 659 rVB 1028419 1739277 20.53% 2.480%
3 7.051 665 674 683 rBV 832704 1247510 14.72% 1.779%
4 7.245 700 707 716 rVB 1106703 1722022 20.32% 2.455%
5 7.710 779 786 794 rBVY 1028500 1599932 18.88% 2.281%
6 8.416 900 906 913 rBVY 1324240 2091074 24.68% 2.981%
7 8.863 975 982 991 rBVY 1085493 1769664 20.88% 2.523%
8 9.581 1097 1104 1111 rBV 922292 1489566 17.58% 2.124%
9 10.116 1185 1195 1206 rBV 1397029 2249291 26.54% 3.207%
10 10.492 1252 1259 1267 rVB 1385509 2226947 26.28% 3.175%

11 10.634 1273 1283 1295 rBV 1018083 1735583 20.48% 2.475%
12 13.769 1809 1816 1820 rBV 2335611 3324543 39.23% 4._.740%
13 13.810 1820 1823 1828 rVB 402354 508365 6.00% 0.725%
14 14.039 1853 1862 1870 rBV 2479953 3826420 45.16% 5.456%
15 14.263 1894 1900 1906 rBV 107006 144039 1.70% 0.205%

16 14.351 1908 1915 1922 rBV2 1903074 2822818 33.31% 4.025%
17 14.557 1941 1950 1962 rBV 686468 1061679 12.53% 1.514%
18 15.180 2051 2056 2059 rBV 103532 148373 1.75% 0.212%
19 15.216 2059 2062 2067 rVB 123739 150291 1.77% 0.214%
20 15.345 2075 2084 2091 rBV 3144107 4428097 52.26% 6.313%

21 15.463 2097 2104 2112 rBV 802778 1079912 12.74% 1.540%
22 16.080 2204 2209 2216 rBV2 72638 117993 1.39% 0.168%
23 17.098 2376 2382 2388 rBV2 2165162 3030159 35.76% 4._.320%
24 17.198 2393 2399 2407 rVB 3060576 4355498 51.40% 6.210%
25 18.004 2531 2536 2544 rBV2 368884 519871 6.14% 0.741%

26 19.286 2750 2754 2762 rBV 312163 443047 5.23% 0.632%
27 19.492 2783 2789 2797 rBV 3154898 4310723 50.87% 6.146%
28 21.009 3042 3047 3056 rBV2 615206 966924 11.41% 1.379%
29 21.139 3065 3069 3074 rBv4 135354 188037 2.22% 0.268%
30 21.198 3076 3079 3082 rBV3 93395 121917 1.44% 0.174%

31 21.280 3088 3093 3098 rVB 2247445 2818553 33.26% 4.019%
32 21.886 3192 3196 3205 rBV3 319516 575211 6.79% 0.820%
33 22.045 3220 3223 3228 rVB 265096 327528 3.87% 0.467%
34 22.192 3245 3248 3252 rBV6 123455 143081 1.69% 0.204%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM112217\
Data File : BM013098.D

Aca On : 22 Nov 2017 22:42

Operator : SJ/JU

Sample : 16514-09

Misc :

ALS Vial : 21 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-BM111617 .M
SVOA CALIBRATION

Method
Title

35 22.256 3257 3259 3264 rVB6 141077 187392 2.21% 0.267%

36 22.321 3264 3270 3277 rBV 6331992 8473808 100.00% 12.082%
37 22.850 3357 3360 3364 rBV 214216 281053 3.32% 0.401%
38 22.897 3364 3368 3374 rVB2 287124 427229 5.04% 0.609%
39 23.368 3441 3448 3454 rBV2 1962392 3637325 42.92% 5.186%
40 23.509 3466 3472 3479 rVB2 1321131 2496521 29.46% 3.559%

41 24.068 3562 3567 3575 rVB3 291219 559321 6.60% 0.797%
42 24.150 3577 3581 3589 rVB7 171734 342409 4.04% 0.488%
43 24.815 3690 3694 3701 rVB4 161581 323956 3.82% 0.462%

Sum of corrected areas: 70138505
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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\BM112217\
: BM013098.D

: 22 Nov 2017 22:42

: SJ/JU

: 16514-09

- 21 Sample Multiplier: 1

= Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.M
SVOA CALIBRATION

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

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM013098.D

725 771

]

8.86

1]

10.12 10.49

LT

9.58

0
Time-->

350 400 450 500 550 6.00 650 7.00 750 8.00 850

9.00

9.50 10.00 10.50

11.00 11.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM013098.D

15.34 17.20

13.774.04
14.35

17.

14.56 5.46

14.6k

A

18.81

i) 16.08

19.49

18.00 19.29

Time-->

ok
12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM013098.D
22432

21.28

24.81
A VAN

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013098.D

Aca On : 22 Nov 2017 22:42

Operator : SJ/JU

Sample : 16514-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.00 3.43 ng/ul 519871 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Tridecanoic acid 214 C13H2602 000638-53-9 95
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
5 Tridecanoic acid 214 C13H2602 000638-53-9 93
Abundance Scan 2535 (17.998 min): BM013098.D (-2531) (-) m/z 73.05 100.00%
43 73.0
5000 1291
97.0 213.2
171.0 256.2 2810 17.60 17.80 18.00 18.20 18.40
0! - m/z 60.00 91.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
73.0
43.0
5000 129.0 A B SRR A B
171.0 17.60 17.80 18.00 18.20 18.40
970 214.0 m/z 43.05 90.89%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
17.60 17.80 18.00 18.20 18.40
5000 129.0 m/z 41.05 81.38%
83.0
157.0 1g50 213.0 256.0
0 40/0 109.0 '
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid =T et i
430 | 730 17. 60 17. 80 18 00 18. 20 18 40
: m/z 55.05 76.68%
5000
129.0
g | e
0 II‘;”\I‘I\”HIH L "l""“l""'l""l"" I N S - SN O P b st
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18 00 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013098.D

Aca On : 22 Nov 2017 22:42

Operator : SJ/JU

Sample : 16514-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.29 3.14 ng/ul 443047 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 98
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 95

Abundance Scan 2755 (19.292 min): BM013098.D (-2750) (-) m/z 43.10 100.00%

431 73.0

5000

-

19.00 19.20 19.40 19.60

0 m/z 73.05 94 _35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 2840 LA L L L L L LB LB
19.00 19.20 19.40 19.60
m/z 59.95 82.89%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
19.00 19.20 19.40 19.60
5000 m/z 41.10 80.47%
129.0
97.0 185.0 2410 284.0
o 18.0 157.0 213.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131260: Octadecanoic acid e
43.0 19.00 19.20 19.40 19.60
m/z 55.05 72 .65%
- M\]LVW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013098.D

Aca On : 22 Nov 2017 22:42

Operator : SJ/JU

Sample : 16514-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 (DEL) Alkane: Cyclic21.01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.01 6.86 ng/ul 966924 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 96
2 9-Eicosene. (E)- 280 C20H40 074685-29-3 90
3 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 87
4 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 74
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 64
Abundance Scan 3047 (21.009 min): BM013098.D (-3042) (-) m/z 57.05 100.00%
57.0
5000 85.1 J
‘ -1 20.60 20.80 21.00 21.20 21.40
141.1 207.0 : : . .
ol ,J'. L8 T 239326702050 3421 m/z 43.10 84.86%
m/z--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-
57.0
83.0
5000 AU AR AR
29.0 111.0 20,60 20.80 21.00 21.20 21.40
' m/z 71.10 66.61%
ol il | \\“ I ‘L 139.0167.0 196.0224.0 252.0 280.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0 83.0
20.60 20.80 21.00 21.20 21.40
5000 m/z 55.05 49.71%
29.0 111.0
o 139.0 168.0196.0223.0 252.0 280.0
m/z--> 50 100 150 200 250 300 350
Abundance #200449: Sulfurous acid, octadecy! 2-propy! ester R B e e
43.0 20.60 20.80 21.00 21.20 21.40
m/z 41.10 48.39%
71.0
5000
111.0
0 d 1 | ‘ l JJ h ‘\14:\['0169'0197'0224'0 2513'0
m/z--> 50 100 150 200 250 300 350 20,60 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013098.D

Aca On : 22 Nov 2017 22:42

Operator : SJ/JU

Sample : 16514-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 4
R.T. EstConc Area Relative to ISTD R.T.
21.89 4.08 ng/ul 575211 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Heptadecane 240 C17H36 000629-78-7 94
3 Eicosane 282 C20H42 000112-95-8 94
4 Nonadecane 268 C19H40 000629-92-5 93
5 Heneicosane 296 C21H44 000629-94-7 93
Abundance Scan 3197 (21.892 min): BM013098.D (-3192) (-) m/z 57.10 100.00%
57.1
5000 ' j\;
01549 208.0 250.9 . 21.60 21.80 22.00 22.20
oLl 295.0 3252 356.1 m/z 43.10 77.88%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 AR AR
21.60 21.80 22.00 22.20
m/z 71.05 73.01%
29.0 13.
ol ‘L Lo i ‘f $141.0169.0167.0225.02530_ 296.0
m/z--> 50 100 1éo 200 250 300 350
Abundance
57.0
21,60 21.80 22.00 22.20
5000 85.0 m/z 85.10 50.45%
o 290 113.0141.0169.0197.0  240.0
m/z--> " 50 100 150 200 250 300 350
Abundance #129491: Eicosane e
57.0 21.60 21.80 22.00 22.20
m/z 41.10 43.31%
5000 85.0
29.0
0 L“ ‘ }130141016901970225025302820
||||| LI BN B B N BN B N B N B B N B N BN B N B E B N B B N B N —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
m/z--> 50 100 150 200 250 300 350 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013098.D

Aca On : 22 Nov 2017 22:42

Operator : SJ/JU

Sample : 16514-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 Naphtho[1l,2-b]furan-2(3H)-o0... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.04 2.32 ng/ul 327528 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphtholl.2-b1furan-2(3H)-one. 5... 274 C19H1402 077573-41-2 60
2 1H-Cvclopental l'lphenanthrene. 2.... 218 C17H14 000723-98-8 49
3 Naphthalene. 2-(phenvimethvIl)- 218 C17H14 000613-59-2 47
4 2.4-Diethoxvauinazoline 218 C12H14N202 000611-65-4 46
5 7-l1sopropenyl-1,4a-dimethyl-4,4a... 218 C15H220 000473-08-5 41
Abundance Scan 3222 (22.039 min): BM013098.D (-3220) (-) m/z 218.10 100.00%
218.1
5000 274.2
20 5031192 1780 " o5 22,00 2250 2240
ob 0803 (L AR L SALS 4161 4892 g T 5T 66
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #122901: Naphtho[1,2-b]furan-2(3H)-one, 5-methyl-4-pheny!-
231.0 274.0
5000 R A RAR AR RN R
21.80 22.00 22.20 22.40
51.0 101.0 m/z 202.05 29.25%
L =)
Oil'?p‘\l “: l\ IMI‘M\I \mluui“ﬂl\hlhl\‘; iﬂ |M|“|‘L i“:‘h‘u “‘l‘:hl e
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
218.0
o Ry et e
21.80 22.00 22.20 22.40
5000 m/z 219.05 24 .62%
0 510 101014101744
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #75993: Naphthalene, 2-(phenylmethyl)-
218.0 21.80 22.00 22.20 22.40
m/z 203.05 20.62%
5000

25.0 63.0101.01410175 |

o2 Py e IR SN 1 W,

T
m/z--> 0 50 100 150 200 250 300 350 400 450 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013098.D

Aca On : 22 Nov 2017 22:42

Operator : SJ/JU

Sample : 16514-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.32 60.13 ng/ul 8473810 Chrysene-di12 21.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Imidazole-2-hvdrazide-1-carboxvl... 154 C5H6N402 1000126-42-2 27
2 p-Menth-3-en-9-ol 154 C10H180 015714-10-0 27
3 1.4-Methanoazulene-9-methanol. d... 222 C15H260 001139-17-9 25
4 Vinvltris(cvclopropvl)silane 178 C11H18Si 1000109-97-3 22
5 Bicyclo[2.2.2]octane, 1-methyl-4._._. 202 C10H1802S 069855-48-7 22
Abundance Scan 3270 (22.321 min): BM013098.D (-3264) (-) m/z 81.10 100.00%
43.0 81.1

23.1

5000

231.2 Tr[r T T rrrrrrrrprrorg
291.3 3453 413.2 455.6 22.00 22.20 22.40 22.60

0j m/z 43.05 85.55%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #27220: Imidazole-2-hydrazide-1-carboxylic acid, methyl ester
81.0 123.0
5000 —/\--|----|----|----|----|
22.00 22.20 22.40 22.60
m/z 95.05 80.55%
41.0 |
T S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
123.0
81.0 R e N N RREEEmmmas
22.00 22.20 22.40 22.60
5000 m/z 109.10 78.57%
41.0
O L I B o e I L o o o o i
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #79496: 1,4-Methanoazulene-9-methanol, decahydro-4,8,8-tri... RN E e
109.0 22.00 22.20 22.40 22.60
m/z 123.10 74 _.35%
5000 67.0
151.0
31 189.0
of L — GRS —
m/z--> 0 50 100 150 200 250 300 350 400 450 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013098.D

Aca On : 22 Nov 2017 22:42

Operator : SJ/JU

Sample : 16514-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.85 2.25 ng/ul 281053 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Triacontane 422 C30H62 000638-68-6 87
3 Docosane. 1l-butvl- 366 C26H54 013475-76-8 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3360 (22.850 min): BM013098.D (-3357) (-) m/z 57.10 100.00%
57.1
- LNM
%0 2260 22,80 23.00 23.20
1 381691 250.1284.2 356.2 : : : :
I 9 W 1 '“”o’ i e O 323,00 m/z 43.10 76.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57.0
5000 LR SRR BRI SURBUSA SRR
2260 22.80 23.00 23.20
m/z 71.10 69.29%
o zqom ‘ M“ M | }4}9 ;830 225.0 267.0 309.0 380.0
m/z--> 5 100 150 200 250 300 350 400
Abundance
57.0
2260 22.80 23.00 23.20
5000 m/z 85.10 50.84%
99.0
o 141.0 1830 225.0 267.0 308.0 3510 422.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl- T T T T
57.0 22.60 22.80 23.00 23.20
m/z 41.00 28.36%
5000
99.0 141.0 309.0
ol d L[y 250 200 230 TR 8660
m/z--> 50 100 150 200 250 300 350 400 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013098.D

Aca On : 22 Nov 2017 22:42

Operator : SJ/JU

Sample : 16514-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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

90 1820 2240 |

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

Peak Number 8 (DEL) Alkane: Cyclic22.90 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.90 3.42 ng/ul 427229 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 Fumaric acid. 2-chloropropvl dod... 360 C19H33Cl104 1000348-57-0 87
5 n-Pentadecanol 228 C15H320 000629-76-5 87
Abundance Scan 3368 (22.897 min): BM013098.D (-3364) (-) m/z 83.10 100.00%
439 £31
5000 {
209.1 HDSA BN SN BN BN
168.2 283.0 356.0 22.60 22.80 23.00 23.20
ol AL LLL M50 451 Tm/z 55.10  99.20%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #115907: Z-5-Nonadecene
55.0 97.0
5000 LR BRI SURULA SRR SRR
22.60 22.80 23.00 23.20
266.0 m/z 69.10 91.09%
L
0 | M |

Abundance
43.0 83.0
L B e
22.60 22.80 23.00 23.20
5000 m/z 57.10 84 .56%
125.0
0 167.0 210.0 280.0
L B L L A e B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol e e
55.0 70 22 60 22. 80 23. 00 23 20

m/z 43.05 82.18%

B ‘&J/\#\WJ
19.0 b 1[39'0 182.0 224.0 266.0

I I
LA L L L L L L B LI B L B B

m/z--> 0 50 100 150 200 250 300 350 400 450 22 60 22. 80 23. 00 23 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013098.D

Aca On : 22 Nov 2017 22:42

Operator : SJ/JU

Sample : 16514-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 3
R.T. EstConc Area Relative to ISTD R.T.

24 .07 4.48 ng/ul 559321 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Eicosane 282 C20H42 000112-95-8 97
3 Heneicosane 296 C21H44 000629-94-7 95
4 Eicosane 282 C20H42 000112-95-8 93
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 93

Abundance Scan 3567 (24.068 min): BM013098.D (-3562) (-) m/z 57.10 100.00%

517.1
5000

90 LA L L L L L L
141.0 23.80 24.00 24.20 24.40
183.2 239.2 282.0 355.0

ok iy ﬂ, Ll 4832 2022820 3950 4152 5040 "n/z 43.10 69.92%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #141426: Heneicosane
57.0

5000 LA L L L L L L LB

23. 80 24. OO 24. 20 24 40
9.0 m/z 71.10 68 .25%

A B B B A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
R A Bammat oy e
23.80 24.00 24.20 24.40
5000 m/z 85.10 49 .36%
99.0
o 141.0183.0225.0 282.0
L B e L B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141424: Heneicosane AT T T
23.80 24.00 24.20 24.40
m/z 41.05 26.84%
5000

r

296.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 23. 80 24. 00 24. 20 24 40

SOM-EPA-BM111617.M Mon Nov 27 15:29:29 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013098.D

Aca On : 22 Nov 2017 22:42

Operator : SJ/JU

Sample : 16514-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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: Cyclic24.15 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24._.15 2.74 ng/ul 342409 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 83
2 Cvclooctadecane. ethvl- 280 C20H40 1000151-22-5 78
3 Cvclopentadecane 210 C15H30 000295-48-7 72
4 Bromoacetic acid. octadecvl ester 390 C20H39Bro2 018992-03-5 72
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 64
Abundance Scan 3581 (24.150 min): BM013098.D (-3577) (-) m/z 83.10 100.00%
83.1
43.
5000
212 3131962 a170 g | 2580 2400 2420 2440
Ot m/z 55.05 88.48%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115906: 1-Nonadecene
43.0 97.0
5000 N SUNU SN B
23.80 24.00 24.20 24.40
m/z 69.10 87.53%
39.0
ool 0002000
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55.0 970
23.I80 24.'00 24.'20 24.'40 '
5000 m/z 57.05 81.52%
251.0
. 139.0 101 ¢
miz--> 0 55 160 1éo 260 2éo 360 3éo 460 4%0 560
Abundance #69584: Cyclopentadecane Al BREmE e S
55.0 23.80 24.00 24.20 24.40
m/z 97.10 77 .30%
5000 7.0
390 2100
o—t b4 e iy . o L e e LR
miz--> 0 5'0 1(')0 150 2(')0 250 3(')0 3&'30 4(')0 4&1;0 5(')0 23.80 24.00 24.20 24.40 '

SOM-EPA-BM111617.M Mon Nov 27 15:29:30 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM112217\
Data File : BM013098.D

Aca On : 22 Nov 2017 22:42

Operator : SJ/JU

Sample : 16514-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM111617_.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 9
R.T. EstConc Area Relative to ISTD R.T.
24 .81 2.60 ng/ul 323956 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 11-decvl- 451 C32H66 055401-55-3 72
2 Hexacosane 366 C26H54 000630-01-3 64
3 Heneicosane 296 C21H44 000629-94-7 64
4 Tricosane 324 C23H48 000638-67-5 64
5 Hexatriacontane 507 C36H74 000630-06-8 64
Abundance Scan 3693 (24.809 min): BM013098.D (-3690) (-) m/z 57.10 100.00%
51.
70 0190 e o oo ouldo o 980 2500 2520
O ply Aoy : . ' m/z 71.10 92.34%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #227195: Docosane, 11-decyl-
57.0

5000 LA B L L L L L L L L
24,40 2460 24.80 25.00 25.20
m/z 43.05 60.60%
o H‘ H ‘\ 1410 183, 0 225.0 267.0 ?0? 0 350.0 392.0
T i s AL e R
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
e
24.40 24.60 24.80 25.00 25.20
5000 m/z 85.10 55.29%
99.0
o 141.0 183.0 225.0 267.0 309.0  367.0
L B = e R
miz—-> 0 50 100 150 200 250 300 350 400 450
I I I I I

Abundance #141424: Heneicosane i s A
24.40 24.60 24.80 25.00 25.20

m/z 41.10 25.46%

5000

}

296.0

m/z--> 0 50 100 150 200 250 300 350 400 450 24 40 24. 60 24 80 25. OO 25. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM112217\
Data File : BM013098.D

Acq On : 22 Nov 2017 22:42

Operator : SJ/JU

Sample : 16514-09

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111617 .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]
Tridecanoic acid 18.00 3.4 ng/ul 519871 4 17.10 3030160 20.0
Octadecanoic acid 19.29 3.1 ng/ul 443047 5 21.28 2818550 20.0
(DEL) Alkane: Cyc... 21.01 6.9 ng/ul 966924 5 21.28 2818550 20.0
(DEL) Alkane: Str... 21.89 4.1 ng/ul 575211 5 21.28 2818550 20.0
Naphtho[1,2-b]fur... 22.04 2.3 ng/ul 327528 5 21.28 2818550 20.0
unknown-01 22.32 60.1 ng/ul 8473810 5 21.28 2818550 20.0
(DEL) Alkane: Str... 22.85 2.3 ng/ul 281053 6 23.51 2496520 20.0
(DEL) Alkane: Cyc... 22.90 3.4 ng/ul 427229 6 23.51 2496520 20.0
(DEL) Alkane: Str... 24.07 4.5 ng/ul 559321 6 23.51 2496520 20.0
(DEL) Alkane: Cyc... 24.15 2.7 ng/ul 342409 6 23.51 2496520 20.0
(DEL) Alkane: Str... 24.81 2.6 ng/ul 323956 6 23.51 2496520 20.0
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