LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM013117\
Data File : BM008948.D

Aca On : 31 Jan 2017 20:15

Operator : SJ/MA

Sample = 11460-02

Misc :

ALS Vial : 7 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\SOMO2.2-EPA-BM013017 .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 3.375 130 134 141 rVB4 19882 26584 1.57% 0.106%
2 7.063 754 761 772 rBV2 375227 700750 41.30% 2.805%
3 7.245 786 792 799 rBV 246181 365948 21.57% 1.465%
4 7.445 819 826 832 rBV 372167 590868 34.82% 2.365%
5 7.916 900 906 912 rBV2 328866 541742 31.93% 2.169%
6 8.610 1018 1024 1033 rVvB2 374637 610246 35.97% 2.443%
7 9.080 1097 1104 1113 rVB2 387242 626878 36.95% 2.509%
8 9.445 1160 1166 1172 rBV 12739 17773 1.05% 0.071%
9 9.798 1219 1226 1233 rBv2 340785 565124 33.31% 2.262%
10 10.004 1255 1261 1267 rBvV2 40504 70511 4.16% 0.282%

11 10.327 1308 1316 1326 rBV 440935 720821 42.48% 2.886%
12 10.716 1376 1382 1390 rVB 376806 655802 38.65% 2.625%
13 10.857 1397 1406 1416 rBV 371790 645160 38.02% 2.583%
14 12.804 1733 1737 1742 rBV2 35037 49461 2.92% 0.198%
15 13.957 1927 1933 1937 rBV 741652 978173 57.65% 3.916%

16 14.004 1937 1941 1947 rVB 278100 369510 21.78% 1.479%
17 14.251 1974 1983 1991 rBV 676283 994402 58.61% 3.981%
18 14.427 2007 2013 2019 rBV6 16908 25191 1.48% 0.101%
19 14.551 2028 2034 2041 rVB 540421 798733 47.07% 3.197%
20 14.739 2059 2066 2075 rBV 406673 597191 35.20% 2.391%

21 14.951 2094 2102 2115 rBV3 215130 301706 17.78% 1.208%
22 15.333 2163 2167 2171 rBV2 22425 28672 1.69% 0.115%
23 15.380 2171 2175 2179 rVB2 40704 50819 3.00% 0.203%
24 15.545 2197 2203 2213 rVB 886101 1218394 71.81% 4._.877%
25 15.656 2217 2222 2234 rVB2 374277 521112 30.71% 2.086%

26 15.780 2236 2243 2248 rBV6 21531 38415 2.26% 0.154%
27 16.239 2317 2321 2330 rBV2 52582 91125 5.37% 0.365%
28 16.680 2392 2396 2403 rVB2 57041 73556 4._.34% 0.294%
29 17.033 2447 2456 2460 rBV2 59802 81768 4.82% 0.327%
30 17.086 2461 2465 2469 rVB6 18642 27375 1.61% 0.110%

31 17.298 2495 2501 2509 rBV 709807 1019912 60.11% 4.083%
32 17.398 2512 2518 2525 rVB 990816 1388599 81.84% 5.559%
33 17.774 2577 2582 2587 rBV2 57303 78973 4._.65% 0.316%
34 18.056 2624 2630 2635 rBV7 9928 26426 1.56% 0.106%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM013117\
Data File : BM008948.D

Aca On : 31 Jan 2017 20:15

Operator : SJ/MA

Sample = 11460-02

Misc :

ALS Vial : 7 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\SOMOZ2.2-EPA-BM013017 .M
SVOA CALIBRATION

Method
Title

35 18.168 2644 2649 2655 rBV 211548 271467 16.00% 1.087%

36 18.462 2696 2699 2706 rBv4 37535 64679 3.81% 0.259%
37 18.921 2773 2777 2780 rVB5 27231 29577 1.74% 0.118%
38 19.097 2803 2807 2812 rVB6 13592 18878 1.11% 0.076%
39 19.321 2839 2845 2849 rBV5 21435 34258 2.02% 0.137%

40 19.444 2861 2866 2872 rBV2 164262 218732 12.89%% 0.876%

41 19.580 2884 2889 2894 rVBS8 8692 19986 1.18% 0.080%
42 19.686 2899 2907 2918 rVV 1224018 1679134 98.96% 6.722%
43 19.997 2955 2960 2963 rBVY 621783 645383 38.04% 2.584%
44 20.033 2963 2966 2973 rVB 954468 1058629 62.39% 4._.238%
45 20.968 3121 3125 3128 rBVY 313625 333151 19.63% 1.334%

46 21.003 3128 3131 3135 rVB 450791 470849 27.75% 1.885%
47 21.156 3153 3157 3165 rBV4 152799 223241 13.16% 0.894%
48 21.468 3205 3210 3215 rBV 1052662 1305498 76.94% 5.226%
49 21.850 3271 3275 3277 rBV2 130772 155401 9.16% 0.622%
50 21.880 3277 3280 3285 rVB 232448 257047 15.15% 1.029%

51 22.821 3436 3440 3443 rBV3 117487 153507 9.05% 0.615%
52 22.856 3443 3446 3453 rVB3 186192 269133 15.86% 1.077%

53 23.668 3578 3584 3596 rvVB2 850382 1696738 100.00% 6.792%
54 23.821 3604 3610 3618 rVB 575450 1177738 69.41% 4_.715%

Sum of corrected areas: 24980746
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013117\
Data File : BM008948.D

Aca On : 31 Jan 2017 20:15

Operator : SJ/MA

Sample = 11460-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM013017 .M
SVOA CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM008948.D
1200000

1000000
800000

600000

10.33

9.08
400000 7.06 7.45 292 8.61 9.80 101186

7.25
200000 h

3.37 9.45 ||10.00
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIAIIIIIIIIIIIIIIIIIIII

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM008948.D

1200000 1969

o

1000000 17.40 20.03

15.54

800000 13.96
14.25

600000 14.55

17.30

14.74
400000 5.66

14.95

12.80 14. 153838 l5.78 13.\24 16.6811K%’g 17'718.

A
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200000

18.46 1898 1k9.329 5
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Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM008948.D

1200000 21.47

23.67
1000000

800000 p3.82

600000{ 57 oo

20497 21.88 22.86
400000 25182

21185

1.16
200000

T

Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 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\BM013117\
Data File : BM008948.D

Aca On : 31 Jan 2017 20:15

Operator : SJ/MA

Sample = 11460-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM013017 .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 Octanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.00 2.15 ng/ul 70511 Naphthalene-d8 10.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 59
2 Octanoic acid 144 C8H1602 000124-07-2 50
3 n-Decanoic acid 172 C10H2002 000334-48-5 47
4 Octanoic acid. silver(1+) salt 250 C8H15Aa002 024927-67-1 47
5 Undecanoic acid 186 C11H2202 000112-37-8 40
Abundance Scan 1260 (9.998 min): BM008948.D (-1255) (-) m/z 60.00 100.00%
6d.0
41.0
5000
101.1 R o
84'|0 9.%0 9.130 10.'00 10.'20 10.'40
e 2. | m/z 41.00 53.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20837: Octanoic acid
60.0
5000
430 9.60 9.80 10.00 10.20 10.40
270 85.0 101.0 m/z 73.10 47.02%
S (R Y7 Y TR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60.0
9.60 9.80 10.00 10.20 10.40
5000 210430 m/z 55.00 40.53%
85.0 101.0
127.0144.0
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #39471: n-Decanoic acid
60.0 9.60 9.80 10.00 10.20 10.40
41.0 m/z 39.00 32.40%
5000
129.0
87.0
s M MR0 | assl20
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013117\
Data File : BM008948.D

Aca On : 31 Jan 2017 20:15

Operator : SJ/MA

Sample = 11460-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM013017 .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 Dodecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.95 7.55 ng/ul 301706 Acenaphthene-d10 14.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 80
2 Undecanoic acid 186 C11H2202 000112-37-8 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 59
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Nonanoic acid 158 C9H1802 000112-05-0 53
Abundance Scan 2102 (14.951 min): BM008948.D (-2094) (-) m/z 41.05 100.00%
41.0 60.1
5000
8.1 1201 157.1
L—Lu 101.1 200.1 14.60 14.80 15.00 15.20
m/z 60.10 90.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61120: Dodecanoic acid
60.0
43.0
5000 L AL BURBU UL UL B
g5.0 129.0 1570 14160 14.80 15.00 15.20
m/z 73.00 85.59%
il 0 W 163070
N 1 I\Hmh‘luh b 118307
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
60.0
14.60 14.80 15.00 15.20
5000 43.0 m/z 43.10 74.79%
85.0 129.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #39474: n-Decanoic acid
73.0 14.60 14.80 15.00 15.20
m/z 55.05 60.02%
129.0
5000
57.
420
S i Y G T - 1
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013117\
Data File : BM008948.D

Aca On : 31 Jan 2017 20:15

Operator : SJ/MA

Sample = 11460-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM013017 .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 5
R.T. EstConc Area Relative to ISTD R.T.
18.17 5.32 ng/ul 271467 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 58
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Pentadecanoic acid 242 C15H3002 001002-84-2 53
Abundance Scan 2649 (18.168 min): BM008948.D (-2644) (-) m/z 43.10 100.00%
431
73.1
5000
970 1291 213.2 | M) Mvmoned v,

1.2 256.3 1780 1800 18.20 18.40

m/z 55.10 90.95%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43.0 73.0

5000 AR e E
17. 80 18. OO 18 20 18.40

‘ H 1290 260 | M/z 41.05  88.04%
il

97.0 .
Ll 157.0 1850 2130
,,, T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0

17. 80 18. OO 18 20 18.40

5000 129.0 m/z 73.10 76.15%
83.0
157.0 213.0 256.0
s 1b2.0 185.0
R B A B B R RABARRRRE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid e
73.0 17.80 18.00 18.20 18.40
m/z 60.10 75.95%
43.0
5000
129.0
‘ 1710 2140
EELI 0 0 1 7 O N I Y | WO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013117\
Data File : BM008948.D

Aca On : 31 Jan 2017 20:15

Operator : SJ/MA

Sample = 11460-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM013017 .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 10
R.T. EstConc Area Relative to ISTD R.T.
19.44 3.35 ng/ul 218732 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Octadecanoic acid 284 C18H3602 000057-11-4 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 59
Abundance Scan 2865 (19.439 min): BM008948.D (-2861) (-) m/z 43.05 100.00%
43.0
73.0
5000
129.1 241.2
185.0 R R R
9r.0 157.3 o7 284.3 19.20 19,40 19.60 19.80
. m/z 55.00 82.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 129.0
19.20 19.40 19.60 19.80
ﬂ 241.0 284.0 m/z 60.00 74.02%
1 207.0
m/z--> 20 40"56 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 730
19.20 19.40 19.60 19.80
5000 m/z 41.00 72.66%
129.0 284.0
97.0 185.0 241.0
157.0 213.0
Wmmmmmm‘m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid T T
43 19.20 19.40 19.60 19.80
m/z 73.05 71.71%
- »mmwmwvwﬂﬂﬂvAVWW“M“”W“NWM
;ﬁgh“&” U B BN B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013117\
Data File : BM008948.D

Aca On : 31 Jan 2017 20:15

Operator : SJ/MA

Sample = 11460-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM013017 .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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.00 9.89 ng/ul 645383 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. 2-(Cacetvloxv)-1... 470 C27H5006 055429-68-0 46
2 Eicosanoic acid. 2.3-bis(acetvlo... 470 C27H5006 055429-67-9 38
3 9-Octadecenoic acid (2)-. 2-(ace... 440 C25H4406 055401-63-3 23
4 Dodecanoic acid. 2-hydroxv-1-(hv... 274 C15H3004 001678-45-1 23
5 Dodecanoic acid, ethenyl ester 226 C14H2602 002146-71-6 14
Abundance Scan 2960 (19.997 min): BM008948.D (-2955) (-) m/z 43.05 100.00%
43.0
5000
183.1
S - 19160 15,80 20,00 20120 2040
b g g o135 | 2131 25522851 3269 m/z 183.10 30.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #231046: Eicosanoic acid, 2-(acetyloxy)-1-[(acetyloxy)meth...
43.0
159.0
98.0
5000 AU AR SN B
19.60 19.80 20.00 20.20 20.40
m/z 57.10 29.11%
i iz | aesozma 50 g aing
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
19.60 19.80 20.00 20.20 20.40
5000 159.0 m/z 41.10 24 _.06%
98.0
129.0 213.0 295.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #224736: 9-Octadecenoic acid (2)-, 2-(acetyloxy)-1-[(acety... e e R
43.0 19.60 19.80 20.00 20.20 20.40
m/z 55.00 19.99%
5000
81.0 159.0
A Ao | aor0 280
m/z--> 50 100 150 200 250 300 350 400 19.60 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013117\
Data File : BM008948.D

Aca On : 31 Jan 2017 20:15

Operator : SJ/MA

Sample = 11460-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM013017 .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 Eicosanoic acid, 2,3-bis(ac... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.03 16.22 ng/ul 1058630 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. 2.3-bis(acetvlo... 470 C27H5006 055429-67-9 53
2 Eicosanoic acid. 2-(acetvloxv)-1... 470 C27H5006 055429-68-0 47
3 Dodecanoic acid. 2-hvdroxv-1-(hyv... 274 C15H3004 001678-45-1 38
4 9-Octadecenoic acid (2)-. 2.3-bi... 440 C25H4406 055401-64-4 32
5 9,12,15-Octadecatrienoic acid, 2... 436 C25H4006 055320-02-0 23
Abundance Scan 2966 (20.033 min): BM008948.D (-2963) (-) m/z 43.00 100.00%
43.0
5000
98.1 1852 " 10.80 20.00 20.20 20.40
T 145, : : : :
i 209 L (228 2861 8511 4292 sz 183.15 18.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #231045: Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester
43.0
5000 159.0
19.80 20.00 20.20 20.40
‘ 98.0 m/z 57.05 15.29%
I\JI o \I“\‘le 'Hl ‘: I\ : ||21|3|O| T |29|5|0| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
159.0
98.0 19.80 20.00 20.20 20.40
5000 : m/z 41.10 15.13%
19502270 | 290 3670 4100
m/z--> 50 100 150 200 250 300 350 400
Abundance #122640: Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)ethyl... T T PR
43.0 188.0 19.80 20.00 20.20 20.40
m/z 159.05 15.08%
5000
mz> " 10.80 20.00 20,20 20.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013117\
Data File : BM008948.D

Aca On : 31 Jan 2017 20:15

Operator : SJ/MA

Sample = 11460-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM013017 .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 Myristin, 2,3-diaceto-1- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.97 5.10 ng/ul 333151 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mvristin. 2.3-diaceto-1- 386 C21H3806 014473-55-3 64
2 Mvristin. 1.3-diaceto-2- 386 C21H3806 014290-23-4 64
3 Tetradecanoic acid. 2-hvdroxveth... 272 C16H3203 022122-18-5 38
4 Eicosanoic acid. 2.3-bis(acetvlo... 470 C27H5006 055429-67-9 32
5 Tetradecanoic acid, 2,3-dihydrox... 302 C17H3404 000589-68-4 27
Abundance Scan 3125 (20.968 min): BM008948.D (-3121) (-) m/z 42.95 100.00%
43.0
5000
98.1 159 0 21‘1'2
20.60 20.80 21.00 21.20
283.0
— J H bl Jl TV . bl 2207505 3572 4009 1 Tp/z 211.20  28.59%
m/z--> 150 200 250 300 350 400
Abundance #205566: Myristin, 2,3-diaceto-1-
43.0
159.0 PR B U
5000 98.0 211.0 20.60 20.80 21.00 21.20
‘ m/z 57.10 24 .49%
i .“. .‘l....l ‘.M‘. ——r I I e |31|3|0| —
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
20.60 20.80 21.00 21.20
5000 1590 5110 m/z 55.10 22 .80%
98.0
269.0 3130
m/z--> 50 100 150 200 250 300 350 400
Abundance #121122: Tetradecanoic acid, 2-hydroxyethyl ester
43.0 104.0 20.60 20.80 21.00 21.20

m/z 159.00 20.61%

5000

l
LI L L L L L L L L B

m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013117\
Data File : BM008948.D

Aca On : 31 Jan 2017 20:15

Operator : SJ/MA

Sample = 11460-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM013017 .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 Myristin, 1,3-diaceto-2- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.00 7.21 ng/ul 470849 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mvristin. 1.3-diaceto-2- 386 C21H3806 014290-23-4 68
2 Mvristin. 2.3-diaceto-1- 386 C21H3806 014473-55-3 68
3 Tetradecanoic acid. 2.3-dihvdrox... 302 C17H3404 000589-68-4 27
4 Tetradecanoic acid. 2-hvdroxv-1-... 302 C17H3404 003443-83-2 16
5 Sucrose, 17,2,3,3",47,6"-hexa-0-... 632 C26H37B017 087591-47-7 14
Abundance Scan 3130 (20.997 min): BM008948.D (-3128) (-) m/z 43.00 100.00%
43.0
5000
159.0
98.1 211.2 20.60 20.80 21.00 21.20 21.40
— ,u: bddig ,l. b b 28RO 3861 4169 70059700 | 21.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205565: Myristin, 1,3-diaceto-2-
43.0
5000 1590 5110 U U R SURIE B
98.0 20.60 20.80 21.00 21.20 21.40
m/z 57.10 18.32%
.“. '|" \U‘ .‘““.‘Hl ‘.M‘.‘. ; ‘l IHI — ;\ : 2|4|2'|0| — .?1.‘3..0. T
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
20.60 20.80 21.00 21.20 21.40
5000 1590 .10 m/z 41.05 17 .89%
98.0
242.0 313.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #146342: Tetradecanoic acid, 2,3-dihydroxypropyl ester
43.0 211.0 20.60 20.80 21.00 21.20 21.40
98.0 m/z 55.05 15.84%
5000 134.0
ML e L7
,‘\,LIII 002 O O Y
m/z--> 50 100 150 200 250 300 350 400 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\BM013117\
Data File : BM008948.D

Aca On : 31 Jan 2017 20:15

Operator : SJ/MA

Sample = 11460-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM013017 .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: Cyclic21.16 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.16 3.42 ng/ul 223241 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 90
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 81
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 81
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 81
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 81

Abundance Scan 3158 (21.162 min): BM008948.D (-3153) (-) m/z 54.95 100.00%

9.0

5000

20.80 21.00 21.20 21.40
m/z 43.00 92.96%

164.8208.1252.2

312.9355.1 430.0474.9 549.2
|
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #58279: Cyclotetradecane
55.0
5000 7.0
: 20.80 21.00 21.20 21.40
m/z 57.05 87.67%
L o s
BERmS RS T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
20.80 21.00 21.20 21.40
5000 97.0 m/z 41.00 71.46%

139.0182.0223.0 2800

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
57.0 20.80 21.00 21.20 21.40
m/z 69.00 67.47%
5000 11.0
169.0

15(} ‘ 11 J | 2410 392.0

R o B o o R R i e e RS B o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013117\
Data File : BM008948.D

Aca On : 31 Jan 2017 20:15

Operator : SJ/MA

Sample = 11460-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM013017 .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 unknown-02 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
21.85 2.38 ng/ul 155401 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecanoic acid. 2-(acetvloxvy)...
2 Eicosanoic acid. 2-(acetvloxvy)-1...
3 1.6:3.4-Dianhvdro-2-0-acetvl-_.be. ..
4 Eicosanoic acid. 2.3-bis(acetvlo...
5 Dodecanoyl chloride

414 C23H4206
470 C27H5006
186 C8H1005
470 C27H5006
218 C12H23CI0

055268-69-4 46
055429-68-0 10
1000139-89-5 10
055429-67-9 10
000112-16-3 10

Abundance Scan 3275 (21.850 min): BM008948.D (-3271) (-) m/z 43.05 100.00%
43.0
5000
159.1
98.1 239.3
2071 340.9 21.60 21.80 22.00 22.20
. ’ 429.9 : : : :
2910 m/z 159.05 33.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217219: Hexadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy)me...
43.0
5000 LI e e e
21.60 21.80 22.00 22.20
98.0 159.0 239.0 m/z 239.30 31.58%
I R O I =T S
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
159.0 e RS e
98.0 21.60 21.80 22.00 22.20
5000 : m/z 57.05 30.60%
195.0227.0 295.0 367.0 410.0
B A A e B e B LR A e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #50647: 1,6:3,4-Dianhydro-2-O-acetyl-.beta.-d-altropyranose R N AT b e Ll tte
43.0 21.60 21.80 22.00 22.20
m/z 55.10 27 .18%
5000
98.0
| L o
— T T e o i B S
m/z--> 50 100 150 200 250 300 350 400 21.60 21.80 22.00 22.20

SOM02 .2-EPA-BM013017.M Wed Feb 01 16:33:14 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013117\
Data File : BM008948.D

Aca On : 31 Jan 2017 20:15

Operator : SJ/MA

Sample = 11460-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM013017 .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 unknown-03 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.82 2.61 ng/ul 153507 Perylene-di12 23.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. 2-(acetvloxv)... 442 C25H4606 055401-62-2 25
2 Thioacetic acid. S-(5-acetvlthio... 234 C9H1403S2 1000185-15-4 17
3 1.3:2.5-Diformal-lI-rhamnitol ace... 260 C10H1208 1000128-42-3 9
4 Eicosanoic acid. 2-(acetvloxv)-1... 470 C27H5006 055429-68-0 9
5 9-Octadecenoic acid (2)-, 2,3-bi... 440 C25H4406 055401-64-4 9
Abundance Scan 3440 (22.821 min): BM008948.D (-3436) (-) m/z 43.00 100.00%
43.0
5000 159.1
98.0
207.0 2671 22.60 22.80 23.00 23.20
329.0 : : : :
— h#-.dl, g b Lbad a4 32D08690 AITL 48911 s SegT 05 41.15%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #225339: Octadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy)me...
43.0
159.0
5000 98.0 267.0 22.60 22.80 23.00 23.20
‘ m/z 57.10 36.15%
|J| ‘Ml‘lu \m \I\\‘hl‘\hl \I\“MHI T ‘l l IHI‘I 2:II'8IIOI T I\\I T |3|38||0|3|8|‘2|0| L B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
2260 22.80 23.00 23.20
5000 159.0 m/z 55.00 31.16%
117.0
79.0 235.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #110168: 1,3:2,5-Diformal-l-rhamnitol acetate AR EE B mE L
43.0 22.60 22.80 23.00 23.20
m/z 41.10 25.78%
5000
115.0 159.0
"*hﬂ““'“'i'tw'llt"%0341"2F99"|' R DAL SR B R NI SRR BN B
m/z--> 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\BM013117\
Data File : BM008948.D

Aca On : 31 Jan 2017 20:15

Operator : SJ/MA

Sample = 11460-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM013017 .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 13 unknown-04 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.86 4 .57 ng/ul 269133 Perylene-di12 23.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. 2-hvdroxv-1-(... 358 C21H4204 000621-61-4 35
2 Octadecanoic acid. 2.3-bis(acetyv... 442 C25H4606 033599-07-4 32
3 Octadecanoic acid. 2.3-dihvdroxy... 358 C21H4204 000123-94-4 25
4 Eicosanoic acid. 2-(acetvloxv)-1... 470 C27H5006 055429-68-0 17
5 9,12,15-0Octadecatrienoic acid, 2... 436 C25H4006 055320-01-9 16
Abundance Scan 3447 (22.862 min): BM008948.D (-3443) (-) m/z 43.05 100.00%
43.0
5000 159.1
ﬂg? 207.0 267.1 3393 3990 22.60 22.80 23.00 23.20
et b L e T e S0 Tm/z 159.05  45.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #189428: Octadecanoic acid, 2-hydroxy-1-(hydroxymethyl)eth...
43.0
5000 134.0 267.0 22.60 22.80 23.00 23.20
‘ m/z 57.05  22.42%
1850 327.0
.‘.‘ ‘.‘ H ‘ H“ H\ \“H‘ u‘\:\ N 22|4IO| il .h. — \ |3|5?-9 .
m/z--> 250 300 350 400
Abundance
43.0
159.0 2260 22.80 23.00 23.20
5000 m/z 41.10 21.75%
101.0
267.0 383.0
193.0227.0 299.0 340.0
miz-> 50 100 150 200 250 300 350 400
Abundance #189426: Octadecanoic acid, 2,3-dihydroxypropyl ester B R S
43.0 98.0 22.60 22.80 23.00 23.20
134.0 m/z 55.00 17.46%
5000
J 267.0 327.0
68.0 210.0 {
|||‘ \L\\]‘ UI l\\l |||J| |||H|t|||“||3|5?(|)||||||| R AR
m/z--> 250 300 350 400 nmnmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM013117\
Data File : BM008948.D

Acq On : 31 Jan 2017 20:15

Operator : SJ/MA

Sample - 11460-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM013017 .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]
Octanoic acid 10.00 2.1 ng/ul 70511 2 10.72 655802 20.0
Dodecanoic acid 14.95 7.5 ng/ul 301706 3 14.55 798733 20.0
n-Hexadecanoic acid 18.17 5.3 ng/ul 271467 4 17.30 1019910 20.0
Octadecanoic acid 19.44 3.4 ng/ul 218732 5 21.47 1305500 20.0
unknown-01 20.00 9.9 ng/ul 645383 5 21.47 1305500 20.0
Eicosanoic acid, ... 20.03 16.2 ng/ul 1058630 5 21.47 1305500 20.0
Myristin, 2,3-dia... 20.97 5.1 ng/ul 333151 5 21.47 1305500 20.0
Myristin, 1,3-dia... 21.00 7.2 ng/ul 470849 5 21.47 1305500 20.0
(DEL) Alkane: Cyc... 21.16 3.4 ng/ul 223241 5 21.47 1305500 20.0
unknown-02 21.85 2.4 ng/ul 155401 5 21.47 1305500 20.0
unknown-03 22.82 2.6 ng/ul 153507 6 23.83 1177740 20.0
unknown-04 22.86 4.6 ng/ul 269133 6 23.83 1177740 20.0
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