LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO030316\
Data File : BM004543.D
Acq On : 03 Mar 2016 22:01 Instrument :
Operator : SJ/UM EFAﬁg ol

- - lentosampleld :
a?zgle : H1616-04 BLDG06-P001-SS001-02
ALS Vial : 20 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\SOMO2.2-EPA-BM030316.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 8.334 938 960 965 rBvV 136842 492020 1.52% 0.788%
2 8.428 972 976 983 rvB3 178103 468586 1.45% 0.751%
3 9.898 1199 1226 1243 rBV 143271 715344 2.22% 1.146%
4 10.440 1313 1318 1325 rVB 756691 1274026 3.95% 2.041%
5 12.669 1677 1697 1704 rBV 343208 1396978 4_.33% 2.238%

14.269 1965 1969 1979 rVB3 278705 604428 1.87% 0.968%
14.504 2004 2009 2015 rVB2 218476 362679 1.12% 0.581%
14.616 2021 2028 2034 rBV2 815468 1854056 5.74% 2.971%
538048 680929 2.11% 1.091%
14.728 2042 2047 2053 rBV2 416440 590905 1.83% 0.947%
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11 14.786 2053 2057 2064 rVB3 285991 487046 1.51% 0.780%
12 14.857 2064 2069 2073 rBV 541691 689319 2.13% 1.104%
13 15.122 2109 2114 2118 rBV 817191 1100843 3.41% 1.764%
14 15.557 2182 2188 2199 rVB 748720 1178204 3.65% 1.888%
15 16.392 2326 2330 2335 rBV3 249493 352299 1.09% 0.564%

16 17.116 2450 2453 2462 rVB2 411341 639917 1.98% 1.025%
17 22.509 3345 3370 3376 rBV2 3793876 32294602 100.00% 51.741%
18 22.574 3378 3381 3382 rBV 1096079 1282020 3.97% 2.054%
19 23.033 3452 3459 3466 rBV2 1425092 3327930 10.30% 5.332%
20 23.327 3500 3509 3513 rVB 2230480 5651855 17.50% 9.055%

21 23.462 3527 3532 3537 rBV2 764871 1556068 4.82% 2.493%
22 23.621 3550 3559 3564 rBV3 1924118 5415407 16.77% 8.676%

Sum of corrected areas: 62415461
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BMO30316\

Data File : BM004543.D

Acq On : 03 Mar 2016 22:01

Operator : SJ/UM

ﬁ?ggle - H1616-04 BLDGO6-P001-SS001-02
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM030316.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM004543.D
6000000

5000000
4000000
3000000
2000000

1000000 10.44
8.833 9.90

0 A Q0 N =\ Pau
LI L L L N L L L L L L L L O L O L L L L L L L L L L B |

I T
Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance TIC: BM004543.D
6000000

5000000

4000000

3000000

2000000

1000000 14.62 é5.12 15.56

O a2 e N,

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BM004543.D
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5000000

4000000

3000000
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Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 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\BMO30316\

Data File : BM004543.D

Acq On : 03 Mar 2016 22:01

Operator : SJ/UM

ﬁ?ggle - H1616-04 BLDGO6-P001-SS001-02
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM030316.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 10

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

9.90 11.23 ng/ul 715344 Naphthalene-d8 10.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic Acid 144 C8H1602 000124-07-2 86
2 Octanoic Acid 144 C8H1602 000124-07-2 83
3 Octanoic Acid 144 C8H1602 000124-07-2 78
4 Hexanoic acid 116 C6H1202 000142-62-1 47
5 Heptanoic acid 130 C7H1402 000111-14-8 47

Abundance Scan 1226 (9.898 min): BM004543.D (-1199) (-) m/z 60.10 100.00%
g0 73
5000 :
4l 101
M ||| ‘ 11|5 120 9.60 9.80 10.00 10.20
Obrrprrrrrrrrr el ..".-...-.,....,.-'...,....,....,....,....,....,....,.. m/z 73.10  86.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19986: Octanoic Acid
60
73
5000 43
9.60 9.80 10.00 10.20
gs 101 15 m/z 41.10 37.46%
o..,.1.?.,...‘.‘,....,..‘..‘?.1.1‘. ‘....‘,.z..,;.‘.‘.,9?..,‘....,..‘..,..1?.7,....,1.‘.‘?.,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60
73 9.60 9.80 10.00 10.20
5000 97 43 m/z 43.10 37.45%
85 101
o 51 115 159 144
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19983: Octanoic Acid R i AR A
60 9.60 9.80 10.00 10.20
73 m/z 55.10 35.04%
5000 43
2 101
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.60 980 1000 1020
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BMO30316\

Data File : BM004543.D

Acq On : 03 Mar 2016 22:01

Operator : SJ/UM

ﬁ?ggle - H1616-04 BLDGO6-P001-SS001-02
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM030316.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 2 n-Decanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.67 46.22 ng/ul 1396980 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 76
2 n-Decanoic acid 172 C10H2002 000334-48-5 56
3 n-Decanoic acid 172 C10H2002 000334-48-5 53
4 Heptanoic acid 130 C7H1402 000111-14-8 47
5 Heptanoic acid 130 C7H1402 000111-14-8 43
Abundance Scan 1697 (12.669 min): BM004543.D (-1677) (-) m/z 73.05 100.00%
60 73 f
129
5000 41
5 12.40 12.60 12.80 13.00
(o} m/z 60.10 84 .96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #37193: n-Decanoic acid
60 73
41
5000 129 SRR SUNIA SRR SUNRE
12.40 12.60 12.80 13.00
29 m/z 129.10 55.06%
‘ o 18 143 172
0||1|5||‘|||‘i‘|‘|5}‘l”‘|‘ﬁ‘u‘u|”‘l‘|||M|‘||‘l‘||||‘|||‘||:!-5|5|||l||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
60 73
4 12.40 12.60 12,80 13.00
5000 29 129 m/z 41.10 43.01%
87
51 101 115 143 o 172
O T T e o T T T e e T T
miz--> 20 40 60 80 100 120 140 160 180
Abundance #37189: n-Decanoic acid e B B
60 73 12.40 12.60 12.80 13.00
m/z 55.10 41.25%
5000 41
29 129
87
oh2e U sl J gl 390 0P | Mass M2 e
m/z--> 20 40 60 80 100 120 140 160 180 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BMO30316\

Data File : BM004543.D

Acq On : 03 Mar 2016 22:01

Operator : SJ/UM

ﬁ?ggle - H1616-04 BLDGO6-P001-SS001-02
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM030316.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.73 19.55 ng/ul 590905 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 4-methyl- 226 C16H34 002801-87-8 91
2 Tridecane, 3-ethyl- 212 C15H32 013286-73-2 90
3 Pentadecane, 4-methyl- 226 C16H34 002801-87-8 90
4 Heptacosane 380 C27H56 000593-49-7 58
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 43

Abundance Scan 2047 (14.728 min): BM004543.D (-2042) (-) m/z 71.10 100.00%

5000

14.40 14.60 14.80 15.00

0 m/z 57.10 73.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73984: Pentadecane, 4-methyl-
43
71
5000 LA L L L L L LB |
14.40 14.60 14.80 15.00
0
‘ % 183 m/z 43.10 72.45%
T I O T o S <4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
B BAREE EmEa SR e
71 14.40 14.60 14.80 15.00
5000 m/z 85.10 48 .86%
2 183
o 9 127 154 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73981: Pentadecane, 4-methyl- AN e )
4 71 14.40 14.60 14.80 15.00
m/z 70.10 41.83%
5000
183
113
ol A ‘ LT gt 211927
i e e e e e e e e e R AR ARE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14. 40 14. 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BMO30316\

Data File : BM004543.D

Acq On : 03 Mar 2016 22:01

Operator : SJ/UM

ﬁ?ggle - H1616-04 BLDGO6-P001-SS001-02
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM030316.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.79 16.12 ng/ul 487046 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 2-methyl- 226 C16H34 001560-93-6 90
2 5,5-Dibutylnonane 240 C17H36 006008-17-9 86
3 Eicosane, 2-methyl- 296 C21H44 001560-84-5 86
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 86
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 2058 (14.792 min): BM004543.D (-2053) (-) m/z 57.10 100.00%
57
85
5000
3 1440 14.60 14.80 15.00 15.20
o m/z 71.10 86.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #73975: Pentadecane, 2-methyl-
43
5000 71 LN DU SR SUN B
14.40 14.60 14.80 15.00 15.20
m/z 43.10 72.74%
A ol Rl
miz-> 20 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
1440 14.60 14.80 15.00 15.20
5000 85 m/z 85.10 62.59%
29 183
113
140
A R L AR R LA NS LA LARAN LA SARAS LA LA UAARSLARAN AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115574: Eicosane, 2-methyl- AR B e
57 14.40 14.60 14.80 15.00 15.20
m/z 41.10 35.80%
5000
85
29
0 H‘ ‘\ | 1\13 141 169 197 253 281
miz-> 20 4'0 6|0 8|0 100 120 140 1('30 180 200 220 240 260 280 300 320 340 14,40 14.60 14.80 15.00 15.20
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SOM02 .2-EPA-BM030316.M Fri Mar

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM030316\
Data File : BM004543.D

Acq On : 03 Mar 2016 22:01

Operator : SJ/UM

Sample : H1616-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM030316.M
Quant Title : SVOA CALIBRATION

C:\DATABASENNISTO2.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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14 .86 22.81 ng/ul 689319 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 2-methyl- 198 C14H30 001560-96-9 72
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 68
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 59
4 Decane, 3-methyl- 156 C11H24 013151-34-3 58
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 55
Abundance Scan 2070 (14.863 min): BM004543.D (-2064) (-) m/z 57.10 100.00%
g7
71
5000 43 85
9|9 13127141 1o 197 ' 14.60 14.80 15.00 15.20
oL rrrerrereterb b L] UTI0018s | 211 TG 66 18%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55018: Tridecane, 2-methyl-
43 57
71
5000 LRI S S SULLN B
85 14.60 14.80 15.00 15.20
29 99 155 m/z 85.10 50.00%
olz s | L Lo 1P | 169183108
m/z--> 0 20 40 eb éo 100 120 140 160 180 200 220 240
Abundance
57
rrryrrTTyrTTTTTT T T T
71 14.60 14.80 15.00 15.20
5000 43 85 m/z 43.10 40.36%
99 113 141
0 155170
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #86886: 2-Bromo dodecane O I e
57 14.60 14.80 15.00 15.20
m/z 41.10 31.65%
43 71
5000 85
113 169
0 ‘ ‘\‘ bl | 127 149 7 248
m/z--> 0 2'0 4'0 60 80 1(')0 120 140 160 180 200 220 240 1460 14.80 15.00 15.20

04 17:06:10 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BMO30316\

Data File : BM004543.D

Acq On : 03 Mar 2016 22:01

Operator : SJ/UM

ﬁ?ggle - H1616-04 BLDGO6-P001-SS001-02
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM030316.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.12 36.43 ng/ul 1100840 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 93
2 Pentadecane 212 C15H32 000629-62-9 91
3 Hexadecane 226 Cl16H34 000544-76-3 90
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
5 Dodecane, 1-iodo- 296 C12H251 004292-19-7 86
Abundance Scan 2114 (15.122 min): BM004543.D (-2109) (-) m/z 57.10 100.00%
57
85
5000
3 113 1 a1 14.80 15.00 15.20 15.40
ol ,|. bd ML 260 1e7 226 839 T2 a0 78, 63u
m/z--> 50 100 150 200 250 300 350
Abundance #73964: Hexadecane
57
5000 R PR UL OGN BN
85 14,80 15.00 15.20 15.40
29 m/z 43.10 61.11%
oLl ||| 113 141 169 226
m/z--> 50 160 150 200 250 300 350
Abundance
57
1480 15.00 15.20 15.40
5000 g5 m/z 85.10 56.38%
29
o 113 141 169 212
m/z--> 50 100 150 200 250 300 350
Abundance #73963: Hexadecane R Ehaansane e
57 14.80 15.00 15.20 15.40
m/z 41.10 32.31%
5000 85
29
o “ |, 18 141 169 107 226
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM030316\
Data File : BM004543.D

Acq On : 03 Mar 2016 22:01

Operator : SJ/UM

Sample : H1616-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM030316.M
Quant Title : SVOA CALIBRATION

C:\DATABASENNISTO2.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 7 2-Naphthyl methyl ketone Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.56 38.99 ng/ul 1178200 Acenaphthene-d10 14.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Naphthyl methyl ketone 170 C12H100 000093-08-3 96
2 2-Naphthyl methyl ketone 170 C12H100 000093-08-3 96
3 1"-Acetonaphthone 170 C12H100 000941-98-0 94
4 1"-Acetonaphthone 170 C12H100 000941-98-0 94
5 1"-Acetonaphthone 170 C12H100 000941-98-0 91

Abundance Scan 2189 (15.563 min): BMOO4543D(2182)() m/z 127.10 100.00%
127
5000 170
51 63 77 54101 115 15.20 15.40 15.60 15.80
Ob e Sl 89 > N 189l 189202 218 | 77985 10 99.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36147: 2-Naphthyl methy| ketone
127 155
5000 170
15.20 15.40 15.60 15.80
s 77 m/z 170.10 49 .50%
157 B % [ al%us 1 |
m/z--> 20 40 éo 80 100 150 140 160 180 200 220
Abundance
127 155
15.20 15.40 15.60 15.80
5000 170 m/z 126.10 17.94%
ol 15 28 43 63 77 g5101 115 | 141
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36132: 1'-Acetonaphthone B e BEEa
127 155 15.20 15.40 15.60 15.80
m/z 128.10 12.61%
5000 170 #“_/&-/\ﬁﬂﬁva/\VAA-~—va/NN
7
NI R o k0 [~ I RN R S0 WUSAOYAY, RO~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.20 15,40 15.60 15.80

SOM02 .2-EPA-BM030316.M Fri Mar

04 17:06:11 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BMO30316\

Data File : BM004543.D

Acq On : 03 Mar 2016 22:01

Operator : SJ/UM

ﬁ?ggle - H1616-04 BLDGO6-P001-SS001-02
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM030316.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Valeric acid, octadecyl ester Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
16.39 11.01 ng/ul 352299 Phenanthrene-d10 17.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Valeric acid, octadecyl ester 354 C23H4602 1000281-76-4 50
2 Ethanethioamide, N,N-dimethyl- 103 C4HONS 000631-67-4 25
3 Heptane, 2,2,3,3,5,6,6-heptamethyl- 198 C14H30 007225-67-4 22
4 Heptane, 2,2,3,3,5,6,6-heptamethyl- 198 C14H30 007225-67-4 22
5 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 12

Abundance Scan 2330 (16.392 min): BM004543.D (-2326) (-) m/z 57.10 100.00%
103
85
5000
3 127, 167 16.00 16.20 16.40 16.60 16.80
ol Al g 7246, p92 226 838850 | 75 103.10  89.06%
m/z--> 50 100 150 200 250 300 350
Abundance #142867: Valeric acid, octadecyl ester
57 103
85
5000
29 16.00 16.20 16.40 16.60 16.80
m/z 85.10 56 .10%
o ‘ M‘JH (125 154 196 224 252 296 353
m/z--> 50 100 150 200 250 300 350
Abundance
103
1600 16:20 16.40 16.60 16.80
5000 m/z 41.10 28.76%
44
70
ol25
m/z--> 50 100 150 200 250 300 350
Abundance #55030: Heptane, 2,2,3,3,5,6,6-heptamethyl- R e e e
57 16.00 16.20 16.40 16.60 16.80
m/z 70.10 24 _87%
I V\VJ\MA
5000
29
0 ""I' J e Ll}% '1?0 — Y S UL B LN IR BN I
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BMO30316\

Data File : BM004543.D

Acq On : 03 Mar 2016 22:01

Operator : SJ/UM

ﬁ?ggle - H1616-04 BLDGO6-P001-SS001-02
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM030316.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1,5-Bis(naphthalen-1-yl)pen... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.51 119.27 ng/ul 32294600 Perylene-di12 23.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,5-Bis(naphthalen-1-yl)pentane-... 352 C25H2002 1000210-52-9 78
2 Pyridine, 3-phenyl- 155 C11HSN 001008-88-4 9
3 6-Amino-1,3-dimethyluracil 155 C6HON302 006642-31-5 9
4 1,1,1,7,7,7-Hexamethyl-4,4-divin... 284 C14H32Si3 080153-54-4 9
5 2-(5-Amino-[1,3,4]thiadiazol-2-y... 301 C14H11N30S2 1000294-95-7 9
Abundance Scan 3370 (22.509 min): BM004543.D (-3345) (-) m/z 155.15 100.00%
1%5
o m
2 NN AR BN
22.20 22.40 22.60 22.80
128
oL 4t 770247 | 178 238266 310 | 384413 457 n/5 7353 40 26.48%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #142106: 1,5-Bis(naphthalen-1-yl)pentane-1,5-dione
155
127
5000 U BB RS
22120 22.40 22.60 22.80
m/z 156.20 17 .04%
55 77 101 P80 352
Ol prerl gl by 225,256 206324 |
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
155
—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—[
22.20 22.40 22.60 22.80
5000 m/z 141.10 9.98%
39 64 102127
mz-> 50 100 150 200 250 300 350 400 450
Abundance #26642: 6-Amino-1,3-dimethyluracil e
155 22.20 22.40 22.60 22.80
82 m/z 153.20 8.98%
5000
l ‘ L=
0"I""‘I""'I""I"" rrrrrrrTTT T T TT T T T T T IR AR AL
m/z--> 100 150 200 250 300 350 400 450 22120 22,40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BMO30316\

Data File : BM004543.D

Acq On : 03 Mar 2016 22:01

Operator : SJ/UM

ﬁ?ggle - H1616-04 BLDGO6-P001-SS001-02
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM030316.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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-01 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

22.57 4.73 ng/ul 1282020 Perylene-di12 23.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Histamine, N-acetyl-2-[4-bromoph... 335 C13H14BrN50 039050-08-3 38
2 Dodecyl cis-9,10-epoxyoctadecanoate 466 C30H5803 092332-53-1 25
3 Mandelamide, N-(1-naphthylethyl)- 305 C20H19NO02 344875-77-0 10
4 1H-Indole-3-acetonitrile 156 C10H8N2 000771-51-7 10
5 Pyridine, 2-phenyl- 155 C11H9N 001008-89-5 9

Abundance Scan 3380 (22.568 min): BM004543.D (-3378) (-) m/z 155.20 100.00%

1%5
5000
352

85 22 20 22. 40 22 60 22. 80
57 | 113 184 256 287313 | 399
bt e A L A 22 214 290 TS b M8 A2 /7 156.20  31.10%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #134926: Histamine, N-acetyl-2-[4-bromophenylazo]-
3 155
335
5000 249
81 22.20 22.40 22.60 22.80

123 85 m/z 352.50 24.37%

222 294
04
m/iz--> 0 50 100 150 2000 250 300 350 400 450
Abundance
57 155

83 22.20 22.40 22.60 22.80
5000 m/z 85.10  11.56%
111
185213 257 311 381 424448
L0 o o I L e e o e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #120278: Mandelamide, N-(1-naphthylethyl)- e e
155 22.20 22.40 22.60 22.80

m/z 141.20 10.83%

5000
107
79 305
oL 27 51 ﬂ 181 ]| 182 217 248 276

m/z--> 0 50 100 150 200 250 300 350 400 450 22 20 22. 40 22 60 22. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BMO30316\

Data File : BM004543.D

Acq On : 03 Mar 2016 22:01

Operator : SJ/UM

ﬁ?ggle - H1616-04 BLDGO6-P001-SS001-02
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM030316.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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-02 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.03 12.29 ng/ul 3327930 Perylene-di12 23.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Oxohexanethioic acid, S-t-buty... 202 C10H1802S 1000194-60-8 35
2 2-Pyrrolidinone 85 C4H7NO 000616-45-5 25
3 2-Norpinanol, 3,6,6-trimethyl- 154 C10H180 029548-09-2 25
4 Valeric acid, pent-2-en-4-ynyl e... 166 C10H1402 1000292-48-6 25
5 9-(Tetrahydropyran-2-yloxy)-4,6-... 268 C14H2005 1000191-93-4 23
Abundance Scan 3459 (23.033 min): BM004543.D (-3452) (-) m/z 85.10 100.00%
85
57 | 113
5000
156184 315 399497 R USSR BN IR
284 356 22.80 23.00 23.20 23.40
214
o d b L2 2T L T LT 4Tises sae S5 10 69, 70%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56960: 5-Oxohexanethioic acid, S-t-butyl ester
113
57 g5
5000 LRI SULULN UL UL
22.80 23.00 23.20 23.40
29 m/z 113.20 64 .13%
o,nt.ﬁ:m,.”¥?.....” MMM
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
85
22.80 23.00 23.20 23.40
5000 42 m/z 315.30 17.36%
oL14
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25526: 2-Norpinanol, 3,6,6-trimethyl-
85 22.80 23.00 23.20 23.40
m/z 43.10 17.18%
5000
41
o,Hth%.ﬁ.f?%”........” e .
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BMO30316\

Data File : BM004543.D

Acq On : 03 Mar 2016 22:01

Operator : SJ/UM

ﬁ?ggle - H1616-04 BLDGO6-P001-SS001-02
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM030316.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 6
R.T. EstConc Area Relative to ISTD R.T.
23.33 20.87 ng/ul 5651860 Perylene-di12 23.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,5-Heptanedione, 2,6-dimethyl- 156 C9H1602 018362-64-6 27
2 Silane, dichlorododecylmethyl- 282 C13H28CI2Si 018407-07-3 25
3 N-[Carboxymethyl]maleamic acid d... 201 C8H11NO5 014109-64-9 22
4 Valeric acid, but-3-yn-2-yl ester 154 C9H1402 1000292-48-4 22
5 Mono-butyl itaconate 186 C9H1404 006439-57-2 16
Abundance Scan 3510 (23.333 min): BM004543.D (-3500) (-) m/z 85.10 100.00%
86
113
57
5000
315
156184 399 NSNS ISR BUURRE
287 356 427 23.00 23.20 23.40 23.60
214244
o,....'|,....,....,l....,u.l.u.'.d,-. “llll b -.1,..l.,f‘7.1??9..?49 m/z 113.20  74.25%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27671: 3,5-Heptanedione, 2,6-dimethyl-
113
43 23.00 23.20 23.40 23.60
1 156 m/z 57.10 55.75%
c,??ﬁ,tdu,ﬂ..wk...............“...“...“...“...“
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 113
141 23.00 23.20 23.40 23.60
5000 85 m/z 315.30 21.14%
29 169
0 19792553282
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56876: N-[Carboxymethyl]maleamic acid dimethyl ester
3 23.00 23.20 23.40 23.60
m/z 43.10 18.22%
5000
0 e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BMO30316\

Data File : BM0O04543.D

Acq On : 03 Mar 2016 22:01

Operator : SJ/UM

3?22'6 - H1616-04 BLDGO6-P001-SS001-02
ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM030316 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Octanoic Acid 9.90 11.2 ng/ul 715344 2 10.39 1274030 20.0
n-Decanoic acid 12.67 46.2 ng/ul 1396980 3 14.27 604428 20.0
(DEL) Alkane: Str... 14.73 19.6 ng/ul 590905 3 14.27 604428 20.0
(DEL) Alkane: Str... 14.79 16.1 ng/ul 487046 3 14.27 604428 20.0
(DEL) Alkane: Str... 14.86 22.8 ng/ul 689319 3 14.27 604428 20.0
(DEL) Alkane: Str... 15.12 36.4 ng/ul 1100840 3 14.27 604428 20.0
2-Naphthyl methyl... 15.56 39.0 ng/ul 1178200 3 14.27 604428 20.0
Valeric acid, oct... 16.39 11.0 ng/ul 352299 4 17.03 639917 20.0
1,5-Bis(naphthale... 22.51 119.3 ng/ul 32294600 6 23.59 5415410 20.0
unknown-01 22.57 4.7 ng/ul 1282020 6 23.59 5415410 20.0
unknown-02 23.03 12.3 ng/ul 3327930 6 23.59 5415410 20.0
unknown-03 23.33 20.9 ng/ul 5651860 6 23.59 5415410 20.0
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