LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM102717\
Data File : BM012488.D

Acq On : 27 Oct 2017 16:07

Operator : SJ/JU

Sample - 15873-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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-BM102417 .M

Title : SVOA CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total

1 4.098 163 172 182 rVB 5289271 7407072 1.08% 0.359%
2 5.410 386 395 401 rVvB 16651115 25304982 3.68% 1.226%
3 5.557 411 420 428 rVB3 77036720 193713111 28.20% 9.384%
4 5.910 472 480 490 rVB2 45964429 71947795 10.47% 3.485%
5 12.845 1648 1659 1667 rBV 3829733 8460994 1.23% 0.410%
6 15.027 2012 2030 2044 rBV 24067016 81496757 11.86% 3.948%
7 16.856 2304 2341 2351 rBV2 103348884 686982290 100.00% 33.278%
8 17.304 2413 2417 2421 rVB 5930713 7963411 1.16% 0.386%
9 17.462 2440 2444 2453 rBV 4765689 6992728 1.02% 0.339%
10 18.450 2609 2612 2623 rVB 6963297 10066045 1.47% 0.488%

11 19.321 2754 2760 2761 rBV 12381928 17514766 2.55% 0.848%
12 19.397 2762 2773 2775 rBV2 45552236 139657481 20.33% 6.765%
13 19.533 2785 2796 2809 rVB 102024737 284121787 41.36% 13.763%
14 19.650 2813 2816 2819 rVvv2 7712899 11678337 1.70% 0.566%
15 19.680 2819 2821 2830 rVB 7088494 8985532 1.31% 0.435%

16 20.456 2949 2953 2961 rVB2 13517452 22793486 3.32% 1.104%
17 20.562 2962 2971 2976 rBV2 23662320 43504607 6.33% 2.107%
18 21.139 3066 3069 3074 rVB 8786703 10369138 1.51% 0.502%
19 21.386 3100 3111 3115 rBV5 105914199 342056374 49.79% 16.569%
20 21.439 3115 3120 3124 rBV2 5666128 11233258 1.64% 0.544%

21 21.986 3209 3213 3218 rBV 33055304 42327933 6.16% 2.050%
22 26.962 4053 4059 4065 rBV2 5305453 13228094 1.93% 0.641%
23 27.044 4068 4073 4081 rVB3 6629716 16583986 2.41% 0.803%

Sum of corrected areas: 2064389964
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\Data\BM102717\
Data File : BM012488.D

Acq On : 27 Oct 2017 16:07

Operator : SJ/JU

Sample - 15873-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .M
= SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM012488.D
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1.2e+08 21.39
1e+08
8e+07
6e+07

21.99
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM102717\
Data File : BM012488.D

Acq On : 27 Oct 2017 16:07

Operator : SJ/JU

Sample - 15873-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .M
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 3,5-Octadiyne Concentration Rank 5

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

5.56 53.85 ng/ul 193713000 1,4-Dichlorobenzene-d4 7.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,5-Octadiyne 106 C8H10 016387-70-5 68
2 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 68
3 o-Xylene 106 C8H10 000095-47-6 59
4 p-Xylene 106 C8H10 000106-42-3 53
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 53

Abundance Scan 420 (5.557 min): BM012488.D (-411) (-) m/z 106.10 100.00%
106
77
5000
51
e e
520 5.40 5.60 5.80
0 130 152170191 211231 253 282303 341 m/z 91.10 99.68%
m/z--> 50 100 150 200 250 300 350
Abundance #5093: 3,5-Octadiyne
106
5000 65 M I S I L I

5.20 5.40 5.60 5.80

39 H m/z 105.10 92.15%
s el oo
m/z--> 50 100 150 200 250 300 350
Abundance
91
R B R
520 5.40 5.60 5.80
5000 m/z 77.05 55.23%
39
65
—— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #5084: 0-Xylene .,....j,\....,....,....,.
91 5.20 5.40 5.60 5.80
m/z 79.05 34.49%
5000
51
B o T I SN A W |
m/z--> 50 100 150 200 250 300 350 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM102717\
Data File : BM012488.D

Acq On : 27 Oct 2017 16:07

Operator : SJ/JU

Sample - 15873-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .M
SVOA CALIBRATION

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

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

Peak Number 5 n-Decanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.85 2.08 ng/ul 8460990 Acenaphthene-d10 14 .52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 97
2 n-Decanoic acid 172 C10H2002 000334-48-5 94
3 n-Decanoic acid 172 C10H2002 000334-48-5 94
4 n-Decanoic acid 172 C10H2002 000334-48-5 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 1660 (12.851 min): BM012488.D (-1648) (-) m/z 73.00 100.00%

73

5000

12.60 12.80 13.00 13.20

155172 192209 231 253

0 m/z 60.00 93.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #39474: n-Decanoic acid
73
129
5000 LIS B L L L L L L L
12.60 12.80 13.00 13.20
m/z 41.10 56.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
60
 REERRREEE RS
12.60 12.80 13.00 13.20
5000 41 m/z 55.10 47.99%
129
87
112
18 155172
mmmﬂmwwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #39472: n-Decanoic acid B e A
60 12.60 12.80 13.00 13.20
a1 m/z 43.10 43.54%
5000 129
Ny ‘ i 12
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.60 12. 80 13. OO 13 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM102717\
Data File : BM012488.D

Acq On : 27 Oct 2017 16:07

Operator : SJ/JU

Sample - 15873-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .M
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 Dodecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.03 20.00 ng/ul 81496800 Acenaphthene-d10 14 .52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Dodecanoic acid 200 C12H2402 000143-07-7 98
3 Dodecanoic acid 200 C12H2402 000143-07-7 94
4 Dodecanoic acid 200 C12H2402 000143-07-7 91
5 Dodecanoic acid 200 C12H2402 000143-07-7 91

Abundance Scan 2030 (15.027 min): BM012488.D (-2012) (-) m/z 73.00 100.00%

5000

E—

14.80 15.00 15.20 15.40
m/z 60.00 81.37%

77 200221241261 284305 329350 400

m/z--> 50 100 150 200 250 300 350 400
Abundance #61120: Dodecanoic acid

>.

5000 129 LA L L L LB L L LB
85 157 14.80 15.00 15.20 15.40
29 ‘ m/z 41.10 61.23%
200
o
m/z--> 50 100 150 200 250 300 350 400
Abundance
73
e e e AR R R
14.80 15.00 15.20 15.40
5000 43 129 m/z 43.10 54 .02%
157
101 200
— T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #61123: Dodecanoic acid I e R e
3 14. 80 15. 00 15. 20 15. 40
129 m/z 55.10 53.94%
43 200
5000 157
101
.'..H,‘..hf?o.,....,....,....,.... E RAammEEEE e Lo
m/z--> 50 100 150 200 250 300 350 400 14. 80 15. OO 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM102717\
Data File : BM012488.D

Acq On : 27 Oct 2017 16:07

Operator : SJ/JU

Sample - 15873-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .M
SVOA CALIBRATION

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

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

Peak Number 7 Pentadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.46 17.56 ng/ul 6992730 Phenanthrene-d10 17.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 98
3 Pentadecanoic acid 242 C15H3002 001002-84-2 95
4 Tetradecanoic acid 228 C14H2802 000544-63-8 93
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2444 (17.462 min): BM012488.D (-2440) (-) m/z 73.00 100.00%

199
IR R s m |
171 \ 242 17.20 17.40 17.60 17.80
of s L whi o280 326 364 398430462 495 532 | 77 60.00  80.65%
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #95851: Pentadecanoic acid

43 73
5000 129 R EE AR RE R REE
17.20 17.40 17.60 17.80
199 242 m/z 43.10 75.22%
15 101, | 457

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

5000
129 N‘““JL*-J\\-_~A~“m

-

s

43 73

17.20 17.40 17.60 17.80
5000 129 m/z 41.10 72.32%

199 242

101, 157

713

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

Abundance #95854: Pentadecanoic acid L  RRRRs Bam s
43 73 17.20 17.40 17.60 17.80
m/z 55.10 66.15%
5000
129 242
199
L | amn
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.20 17. 40 17. 60 17. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM102717\
Data File : BM012488.D

Acq On : 27 Oct 2017 16:07

Operator : SJ/JU

Sample - 15873-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .M
SVOA CALIBRATION

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

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

Peak Number 8 cis-9-Hexadecenoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.45 25.28 ng/ul 10066000 Phenanthrene-d10 17.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 98
2 Palmitoleic acid 254 C16H3002 000373-49-9 96
3 Z-7-Hexadecenoic acid 254 C16H3002 1000130-90-8 92
4 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 91
5 9-Hexadecenoic acid 254 C16H3002 002091-29-4 90
Abundance Scan 2612 (18.450 min): BM012488.D (-2609) (-) m/z 55.10 100.00%

5000 L

18 20 18.40 18.60 18.80
o 278 330 377408 449 482 518549 m/z 69.10 60.91%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105678: cis-9-Hexadecenoic acid
55

5000 83
1820 18140 18160 18:80
m/z 41.10 53.77%

11
ThANhLpy 52 104 236
mamay
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55

83 18 20 18.40 18.60 18.80
5000 m/z 83.10 42.48%
111
152 192 236
L e e e L B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105672: Z-7-Hexadecenoic acid
18 20 18.40 18.60 18.80
m/z 97.10 35.85%
5000
152 192
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18 20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM102717\
Data File : BM012488.D

Acq On : 27 Oct 2017 16:07

Operator : SJ/JU

Sample - 15873-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .M
SVOA CALIBRATION

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

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

Peak Number 9 Oleic Acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.40 248.65 ng/ul 139657000 Chrysene-di12 21.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 97
2 6-Octadecenoic acid 282 C18H3402 1000336-66-8 95
3 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 90
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 89
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 83
Abundance Scan 2773 (19.397 min): BM012488.D (-2762) (-) m/z 55.10 100.00%

5000

.

264 B B o o e R

19.00 19.20 19.40 19.60 19.80
302 341 386415447480 523 m/z _ 69.10 77 . 45%

0!

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129335: Oleic Acid
41
5000 69 TT T T[T T I T [T T T T[T T TT[TT

19.00 19.20 19.40 19,60 19.80
m/z 41.10 70.44%

Ll h\\‘\h \\‘\ L2 166 220 264

m/z--> 0 5 100 150 200 250 300 350 400 450 500 550
Abundance

55 97

“

19.00 19.20 19.40 19.60 19.80
5000 264 m/z 83.10 62.68%

125
180 222

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

%

Abundance #129341: Octadec-9-enoic acid R B
55 83 19.00 19.20 19.40 19.60 19.80
m/z 97.10 51.98%
5000
2
IIIIIIII‘ IIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19. 00 19. 20 19. 40 19. 60 19. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM102717\
Data File : BM012488.D

Acq On : 27 Oct 2017 16:07

Operator : SJ/JU

Sample - 15873-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .M
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 10 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.53 505.86 ng/ul 284122000 Chrysene-di12 21.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 93
Abundance Scan 2796 (19.533 min): BM012488.D (-2785) (-) m/z 73.05 100.00%

73
43
129
5000
e e TR

19.20 19.40 19.60 19.80

ol 312343372 417445474 507537 n/z 43.10 24 _95%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131262: Octadecanoic acid

-

5000

19.20 19,40 19.60 19.80
m/z 60.05  72.06%

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

-

Abundance
43 73
e A ABARRARRREN
19.20 19.40 19.60 19.80
5000 129 m/z 57.10 70.27%
185  ,, 284
15 101 157 213
i B B B o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid R N AR EAREE
43 19.20 19.40 19.60 19.80
m/z 129.10 61.47%
5000
241 284
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM102717\
Data File : BM012488.D

Acq On : 27 Oct 2017 16:07

Operator : SJ/JU

Sample - 15873-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .M
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 11 unknown-01 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.46 40.58 ng/ul 22793500 Chrysene-di12 21.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclododecanone 182 C12H220 000830-13-7 38
2 9-Heptadecanone 254 C17H340 000540-08-9 38
3 9-Octadecanone 268 C18H360 018394-00-8 38
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 35
5 Cyclododecanone 182 C12H220 000830-13-7 30
Abundance Scan 2954 (20.462 min): BM012488.D (-2949) (-) m/z 71.10 100.00%
43|
5000
141 o
ﬂ lzis 252280 317345 383 416446 488 528 2020 20.40 20,60 2080 _
0 e O O P e S m/z 55.10 99.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #47166: Cyclododecanone
4
5000 LN SURRIRR BRI SO B
H% 20,20 20.40 20.60 20.80
m/z 43.10 79.81%
I “ 125,182
U Y
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
71
T 14l RN NN SN S
20.20 20.40 20.60 20.80
5000 m/z 57.10 78.76%
113 | 169 _A-E_J\A__fJ/\jf\&J¥w‘_-v
211 254
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117609: 9-Octadecanone A EAREE ma S
8B 41 20.20 20.40 20.60 20.80
m/z 41.10 72.70%
5000
141
10
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20,20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM102717\
Data File : BM012488.D

Acq On : 27 Oct 2017 16:07

Operator : SJ/JU

Sample - 15873-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .M
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 12 unknown-02 Concentration Rank 3

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

20.56 77.46 ng/ul 43504600 Chrysene-di12 21.44

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Pyridinol, 2,6-dimethyl-3-[met... 169 C8H11NOS 1000251-72-8 43
2 [1,1"-Biphenyl]-4-amine 169 C12H11N 000092-67-1 38
3 [1,1"-Biphenyl]-3-amine 169 C12H11N 002243-47-2 38
4 7-Hydroxyimino-4,5,6,7-tetrahydr... 169 C6H7N303 1000110-77-2 38
5 Fumaric acid, 3-heptyl pentyl ester 284 C16H2804 1000348-68-1 38

Abundance Scan 2971 (20.562 min): BM012488.D (-2962) (-) m/z 169.10 100.00%
169
55
5000
83
129 20.20 20.40 20.60 20.80
o 213241269 312342371 415445474503 541 m/z 55.10 54_75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #37772: 4-Pyridinol, 2,6-dimethyl-3-[methylthio]-
169
5000 LA L L L L L B
20.20 20.40 20.60 20.80
42 gs HG‘ m/z 69.10 48.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
169
R EAREERREE B
20.20 20.40 20.60 20.80
5000 m/z 41.10 35.84%
39 g4 115
4
e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #37569: [1,1'-Biphenyl]-3-amine N RaEEE R
169 20.20 20.40 20.60 20.80
m/z 57.10 31.80%
5000
83 115
IIIIIIIIIIIIII‘I‘I IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM102717\
Data File : BM012488.D

Acq On : 27 Oct 2017 16:07

Operator : SJ/JU

Sample - 15873-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .M
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 13 Bis(2-ethylhexyl) phthalate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.14 18.46 ng/ul 10369100 Chrysene-d12 21.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 94
2 Phthalic acid, di(2-propylpentyl... 390 C24H3804 1000377-93-5 86
3 Phthalic acid, di(6-methylhept-2... 390 C24H3804 1000377-97-3 86
4 Diisooctyl phthalate 390 C24H3804 000131-20-4 81
5 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 80
Abundance Scan 3069 (21.139 min): BM012488.D (-3066) (-) m/z 149.00 100.00%
149 [
5000 57
113 L 279 20.80 21.00 21.20 21.40
- .“, .h‘fl,l.l. - AB0207 230 7306 351 387 424452479506535 m/z 57.10 38.12%

T 1 1 T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #207664: Bis(2-ethylhexyl) phthalate
149

5000
20.80 21.00 21.20 21.40
m/z 167.00 35.07%

‘ ‘ 113 279
SR L N R R
m/z--> 5 100 150 200 250 300 350 400 450 500 550
Abundance
149
e R SR
20.80 21.00 21.20 21.40
5000 m/z 71.10 27.02%
57
0o 84118 oo 279
L B B I B e R o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #207739: Phthalic acid, di(6-methylhept-2-yl) ester
149 20.80 21.00 21.20 21.40

m/z 43.10 23 .30%

5000
57 113
20, | |84 ] { il

m/z--> 50 100 150 200 250 300 350 400 450 500 550 20 80 21. OO 21 20 21. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM102717\
Data File : BM012488.D

Acq On : 27 Oct 2017 16:07

Operator : SJ/JU

Sample - 15873-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .M
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 14 Terephthalic acid, 2-ethylh... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.99 75.36 ng/ul 42327900 Chrysene-d12 21.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Terephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 59
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 52
3 Terephthalic acid, 2-methylbutyl... 348 C21H3204 1000323-90-4 43
4 Isophthalic acid, 2-chlorophenyl... 388 C22H25C104 1000344-50-0 42
5 Isophthalic acid, 4-chlorophenyl... 388 C22H25C104 1000344-58-3 42
Abundance Scan 3214 (21.991 min): BM012488.D (-3209) (-) m/z 261.15 100.00%
70 149 261
5000 112
41ﬁ l\ LI B B I
21.60 21.80 22.00 22.20 22.40
Okt .l. i . o 113207234 .l??l. 333361388 435 470 510542, m/z 149.00 85.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #207754: Terephthalic acid, 2-ethylhexyl octyl ester
261
i L_L-fb~vf“N/
5000 149 21.60 21.80 22.00 22.20 22.40
m/z 70.10 81.53%
| 1 | w0 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
70
12 149 261 PN NI NN BN B
21.60 21.80 22.00 22.20 22.40
5000 m/z 167.00 69.82%
41
179 232 304333361
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #182824: Terephthalic acid, 2-methylbuty! octyl ester T R RS
167 261 21.60 21.80 22.00 22.20 22.40
0 m/z 112.10  47.70%
5000 219
104
By )y 182 L91319348
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.60 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM102717\
Data File : BM012488.D

Acq On : 27 Oct 2017 16:07

Operator : SJ/JU

Sample - 15873-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .M
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 15 _gamma.-Sitosterol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
26.96 6.25 ng/ul 13228100 Perylene-d12 23.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 98
3 .beta.-Sitosterol 414 C29H500 000083-46-5 38
4 5-Cholestene-3-ol, 24-methyl- 400 C28H480 1000214-17-4 30
5 _gamma.-Sitosterol 414 C29H500 000083-47-6 25
Abundance Scan 4059 (26.962 min): BM012488.D (-4053) (-) m/z 43.10 100.00%

107 145 213

-

5000

26.60 26.80 27.00 27.20
m/z 107.10 64 .47%

467496525

m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #217434: .gamma.-Sitosterol

ol

)
iy
o
w5

5000

26. 60 26 80 27. OO 27.20
m/z 55.10 61.76%

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

¢

43

26.60 26.80 27.00 27.20
5000 m/z 145.10 61.04%
107 414

79
145
213
255 303
173 341 381

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

%

Abundance #217433: .beta.-Sitosterol R I e B B
43 26.60 26.80 27.00 27.20
m/z 105.10 60.71%
15,
T s e B ma o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2660 2680 27.00 27.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM102717\
Data File : BM012488.D

Acq On : 27 Oct 2017 16:07

Operator : SJ/JU

Sample - 15873-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .M
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 16 unknown-03 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
27.04 7.84 ng/ul 16584000 Perylene-d12 23.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 43
2 _gamma.-Sitosterol 414 C29H500 000083-47-6 35
3 Benzene, hexaethyl- 246 C18H30 000604-88-6 25
4 (5-Hydroxy-3,5-dimethyl-4,5-dihy... 344 C12H13IN202 331868-93-0 22
5 Quinoline, 2-[2-(3-pyridyl)ethen... 232 C16H12N2 001586-51-2 14
Abundance Scan 4072 (27.038 min): BM012488.D (-4068) (-) m/z 231.10 100.00%
231
43
81 161
5000 09 344
V‘ 199 26,80 27.00 27.20 27.40
283 317 . . .
Ok 14 A4 497 536 m/z 43.10 74.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217457: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylhexa. ..
5000 LRI IS BRI SUILE B
26.80 27.00 27.20 27.40
m/z 55.10 64 .70%
: |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
26,80 27.00 27.20 27.40
5000 m/z 81.10 58.71%
81
109 145 414
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #99233: Benzene, hexaethyl- N BREmEEES
231 26.80 27.00 27.20 27.40
m/z 161.10 57 .85%
- /\/\J\/\W
41 91110197175203
mz-> % 100 1% 206 250 300 3% 400 4% 500 5% 26,80 27.00 27.20 27.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\Data\BM102717\
Data File : BM012488.D

Acq On : 27 Oct 2017 16:07

Operator : SJ/JU

Sample - 15873-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .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]

3,5-Octadiyne 5.56 53.9 ng/ul 193713000 1 7.88 71947800 20.0
n-Decanoic acid 12.85 2.1 ng/ul 8460990 3 14.52 81496800 20.0
Dodecanoic acid 15.03 20.0 ng/ul 81496800 3 14.52 81496800 20.0
Pentadecanoic acid 17.46 17.6 ng/ul 6992730 4 17.26 7963410 20.0

cis-9-Hexadecenoi... 18.45 25.3 ng/ul 10066000 4 17.26 7963410 20.0

Oleic Acid 19.40 248.7 ng/ul 139657000 5 21.44 11233300 20.0
Octadecanoic acid 19.53 505.9 ng/ul 284122000 5 21.44 11233300 20.0
unknown-01 20.46 40.6 ng/ul 22793500 5 21.44 11233300 20.0
unknown-02 20.56 77.5 ng/ul 43504600 5 21.44 11233300 20.0
Bis(2-ethylhexyl)... 21.14 18.5 ng/ul 10369100 5 21.44 11233300 20.0
Terephthalic acid... 21.99 75.4 ng/ul 42327900 5 21.44 11233300 20.0
-gamma.-Sitosterol 26.96 6.3 ng/ul 13228100 6 23.76 42327900 20.0
unknown-03 27.04 7.8 ng/ul 16584000 6 23.76 42327900 20.0
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