LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014952.D

Aca On : 03 May 2018 20:44

Operator : SJ/JU

Sample : J2554-17

Misc :

ALS Vial : 11 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 3 8 15 rvVV 2638212 3292549 46.17% 3.476%
2 3.640 55 60 68 rvB 119320 167322 2.35% 0.177%
3 4.228 155 160 165 rBvV 70657 99616 1.40% 0.105%
4 5.481 366 373 381 rBV 120029 194260 2.72% 0.205%
5 7.616 729 736 750 rBVY 1774973 3105755 43.55% 3.279%
6 7.792 759 766 779 rBV 1440631 2321897 32.56% 2.451%
7 8.010 795 803 812 rBVY 1904962 3062377 42.94% 3.233%
8 8.492 877 885 897 rBVY 1182092 1958348 27.46% 2.067%
9 9.192 996 1004 1013 rBY 1559611 2641074 37 .04% 2.788%
10 9.675 1076 1086 1094 rBvV 1717001 2859845 40.10% 3.019%

11 10.404 1202 1210 1227 rBV 1329271 2265578 31.77% 2.392%
12 10.939 1294 1301 1315 rBV 1989500 3352710 47.02% 3.539%
13 11.333 1361 1368 1381 rVB 1575117 2647066 37.12% 2.794%
14 11.457 1381 1389 1404 rBV 1579440 2907220 40.77% 3.069%
15 14.486 1896 1904 1909 rVvV 3236251 4544530 63.73% 4.797%

16 14.533 1909 1912 1918 rVB 671411 886466 12.43% 0.936%
17 14.798 1950 1957 1966 rBV 3794211 5545670 T77.77% 5.854%
18 14.945 1977 1982 1988 rVB 168819 219316 3.08% 0.232%
19 15.039 1990 1998 2001 rBV5 40407 71861 1.01% 0.076%
20 15.098 2001 2008 2021 rVB2 1984365 3080432 43.20% 3.252%

21 15.257 2029 2035 2053 rBV 1398247 2091659 29.33% 2.208%
22 15.886 2138 2142 2147 rVB 236754 296046 4._.15% 0.313%
23 16.074 2167 2174 2185 rBV 4710032 6505153 91.22% 6.867%
24 16.174 2185 2191 2202 rBV 1294007 1797564 25.21% 1.898%
25 16.286 2204 2210 2212 rBV 61275 103968 1.46% 0.110%

26 16.427 2229 2234 2238 rBV4 44402 73212 1.03% 0.077%
27 16.739 2282 2287 2296 rBV 201144 339382 4._.76% 0.358%
28 17.333 2384 2388 2394 rVB2 69114 97939 1.37% 0.103%

29 17.521 2415 2420 2424 rBV 112133 139174 1.95% 0.147%
30 17.809 2462 2469 2475 rBV 2253231 3243936 45.49% 3.424%

31 17.909 2480 2486 2495 rVV 4474380 6393367 89.66% 6.749%
32 18.239 2537 2542 2548 rVB3 96732 178392 2.50% 0.188%
33 18.580 2596 2600 2605 rBV 157233 230207 3.23% 0.243%
34 18.639 2605 2610 2621 rVV 1219118 1691197 23.72% 1.785%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014952.D

Aca On : 03 May 2018 20:44

Operator : SJ/JU

Sample : J2554-17

Misc :

ALS Vial : 11 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 19.739 2794 2797 2799 rBV2 64792 76612 1.07% 0.081%

36 19.821 2808 2811 2816 rVB 87184 115393 1.62% 0.122%
37 19.880 2816 2821 2837 rBV 708829 1106142 15.51% 1.168%
38 20.151 2861 2867 2878 rVB 4897490 6991593 98.05% 7.381%
39 21.556 3102 3106 3115 rVB 503757 706856 9.91% 0.746%
40 21.897 3159 3164 3169 rVB 2567583 3369118 47.25% 3.557%

41 22.986 3346 3349 3354 rVB2 258322 357691 5.02% 0.378%
42 23.539 3439 3443 3448 rBVY 480780 730941 10.25% 0.772%
43 23.597 3450 3453 3468 rVB3 372663 852634 11.96% 0.900%
44 24.215 3552 3558 3574 rVB 3428267 7130997 100.00% 7.528%
45 24.374 3579 3585 3593 rvB2 1591701 3319333 46.55% 3.504%

46 24.909 3670 3676 3685 rVB 727474 1566433 21.97% 1.654%

Sum of corrected areas: 94728831
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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\BMO050318\

BM014952.D

03 May 2018 20:44

SJ/Ju

J2554-17

11 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

.33

2000000

1000000

LL 3,.\64

TIC: BM014952.D

762 8.01

7.79 9.19

8.49

4.23 5.48

9.67

10.40

10.94

1113346

ol

Time--> 3.50

I
9.00

A
LU L L B I L I L L

400 450 500 550 6.00 650 700 750 800 850

9.50

I
10.00 10.50 11.00 11.50

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BM014952.D

16.07
17.91

14.80

14.49
17.81

15.10

15.26 6.17

.53

sk

15.8!

604357 173252

20115

0
Time--> 12.

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

0

TIC: BM014952.D

24.21

21.90

r4.37

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014952.D

Aca On : 03 May 2018 20:44

Operator : SJ/JU

Sample : J2554-17

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 33.63 ng/ul 3292550 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): BM014952.D (-3) (-) m/z 73.05 100.00%
7B
5000 43
55 a7
147 007 340 350 3.60 3.70
(o} = m/z 43.10 48.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.40 3.50 3.60 3.70
55 87 m/z 55.10 30.58%
0 2 I ‘
UL S UL I UL S BRI S SR WL
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
73
3.40 3.50 3.60 3.70
5000 m/z 87.10 24 .42%
43 %
87
27
101
P S S S WL L S B UL L S /\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol AR EaEE L
73 340 3.50 3.60 3.70
87 m/z 41.10 15.88%
5000 41 55
il
0 '|'MM 'hw' “y“' ”w'l '*'?z '}%%I }??'I Y SN S U AR AR U LR
m/z--> 20 40 80 100 120 140 160 180 200 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014952.D

Aca On : 03 May 2018 20:44

Operator : SJ/JU

Sample : J2554-17

Misc :

ALS Vial : 11 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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.74 2.09 ng/ul 339382 Phenanthrene-d10 17.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Heptacosane 380 C27H56 000593-49-7 90
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 2287 (16.739 min): BM014952.D (-2282) (-) m/z 57.05 100.00%
57
e B MWL\/
113 16.40 16.60 16.80 17.00
ol il = I 188 240 281 "m/z 43.10 84.52%
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57
5000 85 UAUNSUNAR R
16.40 16.60 16.80 17.00
m/z 71.10 54 _.76%
29
0 \‘ ‘L “ “\ (1 \\‘ 13‘\-3 i 14\.1 L 169 L 197 24\.0
m/z--> 50 100 150 200 250 300 350
Abundance
57
16.40 16.60 16.80 17.00
5000 m/z 41.10 39.67%
85
0 29 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, lO—methyI— LI LI L B LR
57 16.40 16.60 16.80 17.00
m/z 85.10 36 .56%
ol 38 I L) (MB133™ 183 211 230 2m1
m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014952.D

Aca On : 03 May 2018 20:44

Operator : SJ/JU

Sample : J2554-17

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.64 10.43 ng/ul 1691200 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 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 76
Abundance Scan 2610 (18.639 min): BM014952.D (-2605) (-) m/z 43.05 100.00%
ile] 73
60
5000
129
I 97 115 143157171185,5%%3 - 256 - 18.40 18.60 18.80 19.00
O m/z 73.00 86.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LN B B RN B
mmmmmmmm
m/z 60.00 80.79%
1Ji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60 73
" 18140 18.60 18.80 19.00
5000{ 29 256 m/z 41.05 78.66%
129
97 213
. M5 143157171185, oo 227541
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107547: n-Hexadecanoic acid = e
43 6o 73 18 40 18 60 18. 80 19. oo
m/z 57.10 71.28%
50001 29
129
256
0 |, 143157171185199%13 227
m/z--> ﬁo 45 eb 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\BM050318\
Data File : BM014952.D

Aca On : 03 May 2018 20:44

Operator : SJ/JU

Sample : J2554-17

Misc :

ALS Vial : 11 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 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.88 6.57 ng/ul 1106140 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 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 97
5 Octadecanoic acid 284 C18H3602 000057-11-4 96

Abundance Scan 2821 (19.880 min): BM014952.D (-2816) (-) m/z 43.05 100.00%
ile]
| \J\_/\km
5000
129
i \ 185 201 g 719160 10,80 20,00 2020
157 : : : :
— o 187 1 P07 | 2es'I 328 3% 7773 05 77.99%
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 72.36%
(o) EE— ;“I\ LM|| ‘i‘““:“l‘:‘:lls‘:?:‘ . fc‘{?:‘: I‘ — |“| R
m/z--> 50 100 150 200 250 300 350
Abundance
73
43 B L L L LB B LR BB
129 19.60 19.80 20.00 20.20
5000 284 m/z 59.95 71.56%
97 185 241
o 157 213 265
m/z--> L 'éol - 160" ' ﬁéoll "260" "250" "360" "350
Abundance #131259: Octadecanoic acid T T T
8 19.60 19.80 20.00 20.20
m/z 41.10 69.00%
5000
129
H 97 ‘ 185 ” 284
0.1.8‘.Ul'.‘.‘.‘““."‘lk.l'h.‘l.‘:|I-5‘.7u‘.{.kzul3.‘. .{|2.6.5.‘. T e A
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\BM050318\
Data File : BM014952.D

Aca On : 03 May 2018 20:44

Operator : SJ/JU

Sample : J2554-17

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 (DEL) Alkane: Cyclic21.56 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.56 4._.20 ng/ul 706856 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
Abundance Scan 3107 (21.562 min): BM014952.D (-3102) (-) m/z 57.10 100.00%
g7
gl o,
LN DR S B
153 23 21.20 21.40 21.60 21.80
oA A4 1A ..1. (180209 246 ) 341 387415 461480 849 | 77 43.10  98.91%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 LA DA AR UL B
21/20 21.40 21.60 21.80
11 m/z 55.10 84 _55%
LU | | | 139167196223252280
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
97 R IR BRLS SRR AR I
21.20 21.40 21.60 21.80
5000 m/z 83.10 67.82%
125
29 169
. 210 255 406
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester B B R ama EESE R
57 21.20 21.40 21.60 21.80
o7 m/z 69.10 60.25%
5000
o114 | | 7107224 269 420
mz-> 0 50 100 1%0 200 250 300 350 400 450 500 550 21'20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014952.D

Aca On : 03 May 2018 20:44

Operator : SJ/JU

Sample : J2554-17

Misc :

ALS Vial : 11 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 13-Docosenamide, (Z2)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

22.99 2.12 ng/ul 357691 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 90
2 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 87
3 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 83
4 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 72
5 9-Octadecenamide, (2)- 281 C18H35N0O 000301-02-0 72

Abundance Scan 3350 (22.991 min): BM014952.D (-3346) (-) m/z 59.00 100.00%

59
5000

22.60 22.80 23.00 23.20 23.40
m/z 72.10 63.42%

9%
126154105209 255 294 341 385417 462 503 535

04
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174697: 13-Docosenamide, (2)-

5000 L B B R S
22 60 22. 80 2300 23 20 23. 40
137
|

m/z 55.10 50.17%

) uWMwhh‘1&ﬂ93 240267204 _3%7

O ‘ e IR o B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
L AN B
22.60 22.80 23.00 23.20 23.40
5000 m/z 41.10 36.25%
29
. 86 126154184 238 281 \meJ\v«/\uh/\\W/\v]kﬂwwww“
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #128443: 9-Octadecenamide, (2)- AR BRI
59 22.60 22.80 23.00 23.20 23.40
m/z 43.10 25.29%
5000 \\NWM
29 L /86 114 154184 220 2532?
R Lo R S R AR RS T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22 60 22. 80 23. OO 23 20 23. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014952.D

Aca On : 03 May 2018 20:44

Operator : SJ/JU

Sample : J2554-17

Misc :

ALS Vial : 11 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: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.54 4.40 ng/ul 730941 Perylene-d12 24 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Hexatriacontane 507 C36H74 000630-06-8 87
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 87
4 Nonadecane 268 C19H40 000629-92-5 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3443 (23.539 min): BM014952.D (-3439) (-) m/z 57.10 100.00%

5000 “

113 23 20 23. 40 23 60 23 80
141169 207 268
o 238 295 327 358387 429 462489 m/z 13.10 70.04%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117638: Nonadecane
57

5000 85 e
2320 2340 23.60 23.80

m/z 71.05 60.94%

0 ‘ ‘H L H‘ \ \1‘\11\169197225 268
L L e o e o B B LA o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

23.20 23.40 23.60 23.80

5000 g5 m/z 85.05 42 _39%

29
113141169197 225253 281309337 379 421449477 506

o I A B e e Lk

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

Abundance #83051: Dodecane, 2-methyl-6-propyl- ’_‘T‘,/.LTT.—‘, S ARBBARE
23.20 23.40 23.60 23.80

m/z 41.10 24 .17%

a

m/z--> 0 50 100 150 200 250 300 350 400 450 500 23 20 23. 40 23 60 23 80

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014952.D

Aca On : 03 May 2018 20:44

Operator : SJ/JU

Sample : J2554-17

Misc :

ALS Vial : 11 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 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.60 5.14 ng/ul 852634 Perylene-d12 24 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
4 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 3453 (23.597 min): BM014952.D (-3450) (-) m/z 43.10 100.00%
48
83
5000
11
39 252 23.20 2340 23.60 23.80 24.00
207 : : : : :
oAt LA ..P.w.?f.“? ey 235323 403430401 503 849 | 5710 90.51%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1
57 |97
5000 AR LN
- Bmmmmmmmmm
- m/z 55.10 79.86%
0 ) d ‘\m‘ ﬂ 181210238266 308336
m/z--> 6 55 100 150 200 250 300 350 400 4%0 560 séo
Abundance
57
97 LRI BRI PN SUNIU B
23.20 23.40 23.60 23.80 24.00
5000 m/z 83.10 69.71%
29 125
0 154 196224 269 320
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185169: Heptadecy! trifluoroacetate A B o
57 23.20 23.40 23.60 23.80 24.00
97 m/z 97.05 63.23%
5000
29
0 154182210238 283 334
m/z--> c') 5'0 1(')0 1&1;0 200 250 300 3éo 4(')0 4&1;0 5(')0 5&1;0 23.20 23.40 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014952.D

Aca On : 03 May 2018 20:44

Operator : SJ/JU

Sample : J2554-17

Misc :

ALS Vial : 11 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 3
R.T. EstConc Area Relative to ISTD R.T.

24 .91 9.44 ng/ul 1566430 Perylene-d12 24 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heneicosane 296 C21H44 000629-94-7 96
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3676 (24.909 min): BM014952.D (-3670) (-) m/z 57.10 100.00%

5000

24.60 24.80 25.00 25.20
m/z 43.10 68.01%

13
o 141 183211239 281313342370 417 490 549

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

5000 85 S T e
24,60 24.80 25.00 25.20

m/z 71.10 62 .63%

2‘9‘\ ‘ “\ ' u’l \‘ \1‘\11\1(\39\19‘7225253 296
REmEEn L o B BN I e o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

Abundance
57

24.60 24 80 25. 00 25.20

5000 85 m/z 85.10 44 .99%
29
. 113141169197225253 2%
R L B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl- P T R T
57 24 60 24 80 25. OO 25 20

m/z 55.10 23 .53%

5000 85

13 154
| 183211239 281

e o LS T r e M

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\BM050318\
Data File : BM014952.D

Acq On : 03 May 2018 20:44

Operator : SJ/JU

Sample - J2554-17

Misc :

ALS Vial : 11 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 33.6 ng/ul 3292550 1 8.49 1958350 20.0
(DEL) Alkane: Str... 16.74 2.1 ng/ul 339382 4 17.81 3243940 20.0
n-Hexadecanoic acid 18.64 10.4 ng/ul 1691200 4 17.81 3243940 20.0
Octadecanoic acid 19.88 6.6 ng/ul 1106140 5 21.90 3369120 20.0
(DEL) Alkane: Cyc... 21.56 4.2 ng/ul 706856 5 21.90 3369120 20.0
13-Docosenamide, ... 22.99 2.1 ng/ul 357691 5 21.90 3369120 20.0
(DEL) Alkane: Str... 23.54 4.4 ng/ul 730941 6 24.37 3319330 20.0
n-Tetracosanol-1 23.60 5.1 ng/ul 852634 6 24.37 3319330 20.0
(DEL) Alkane: Str... 24.91 9.4 ng/ul 1566430 6 24.37 3319330 20.0
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