LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050417\
Data File : BM009889.D

Acq On : 04 May 2017 15:09

Operator : SJ/MA

Sample - 12871-18

Misc :

ALS Vial : 6 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-BM042517 .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 6.993 657 664 675 rvB 323971 563625 25.36% 2.402%
2 7.140 683 689 694 rBY 221101 350324 15.76% 1.493%
3 7.340 716 723 731 rBV2 332468 528043 23.76% 2.251%
4 7.798 795 801 810 rVvB 607884 978414 44.02% 4.170%
5 8.522 917 924 934 rBV 360309 624553 28.10% 2.662%
6 8.975 993 1001 1010 rBVY 307794 526122 23.67% 2.242%
7 9.692 1116 1123 1129 rBV3 253762 461545 20.77% 1.967%
8 10.239 1209 1216 1228 rBVY 353623 655422 29.49% 2.794%
9 10.598 1270 1277 1287 rBY 821604 1371505 61.71% 5.846%
10 10.751 1295 1303 1314 rBV2 130513 255315 11.49% 1.088%
11 13.298 1731 1736 1744 rVB3 55432 81835 3.68% 0.349%

12 13.863 1827 1832 1836 rBV 613824 861575 38.76% 3.672%
13 13.904 1836 1839 1846 rvB2 180582 264681 11.91% 1.128%
14 14.151 1875 1881 1887 rBV 694433 1060223 47.70% 4_.519%
15 14.457 1924 1933 1939 rBV2 1148946 1852076 83.33% 7.894%

16 14.710 1972 1976 1986 rBV 250754 499097 22.46% 2.127%
17 14.933 2008 2014 2021 rBV9 57257 117446 5.28% 0.501%
18 15.221 2058 2063 2069 rBVS8 56985 154637 6.96% 0.659%
19 15.274 2069 2072 2076 rVB 146601 166341 7.48% 0.709%
20 15.451 2096 2102 2107 rBV 910883 1272219 57.24% 5.423%

21 15.598 2124 2127 2132 rBV3 124623 179479 8.08% 0.765%
22 15.674 2136 2140 2148 rVB2 181320 293808 13.22% 1.252%
23 16.157 2215 2222 2228 rBV 640424 1184323 53.29% 5.048%
24 16.927 2350 2353 2357 rBV 184326 225550 10.15% 0.961%
25 16.980 2358 2362 2367 rVV 274896 392679 17.67% 1.674%

26 17.210 2396 2401 2406 rBV 1578206 2222599 100.00% 9.473%
27 17.263 2406 2410 2414 rVV2 450095 704727 31.71% 3.004%
28 17.310 2414 2418 2424 rVB 1078143 1478549 66.52% 6.302%
29 17.668 2475 2479 2485 rBV 232707 294039 13.23% 1.253%
30 18.086 2547 2550 2554 rBV7 140115 194209 8.74% 0.828%

31 18.362 2594 2597 2601 rBV2 145009 170744 7.68% 0.728%
32 18.998 2702 2705 2709 rBV2 298078 367292 16.53% 1.565%
33 19.604 2805 2808 2812 rBV 971390 1206542 54.29% 5.143%
34 21.398 3110 3113 3118 rVB 1713764 1902194 85.58% 8.108%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050417\
Data File : BM009889.D

Acq On : 04 May 2017 15:09

Operator : SJ/MA

Sample - 12871-18

Misc :

ALS Vial : 6 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .M
SVOA CALIBRATION

Sum of corrected areas: 23461732
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_M\DATA\BMO050417\

BM009889.D

04 May 2017 15:09

SJ/MA

12871-18

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .M
SVOA CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BM009889.D

6.9914.34 852 897
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0
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TIC: BM009889.D

13.30

0
Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM009889.D

21.40

Time-->

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

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050417\
Data File : BM009889.D

Acq On : 04 May 2017 15:09

Operator : SJ/MA

Sample - 12871-18

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.67 3.17 ng/ul 293808 Acenaphthene-d10 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 6-methyl- 184 C13H28 006044-71-9 80
2 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 80
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 80

4 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 74
5 Z-2-Tridecen-1-ol 198 C13H260 1000130-75-8 64

Abundance Scan 2139 (15.669 min): BM009889.D (-2136) (-) m/z 57.10 100.00%

57

43
5000 71

:

85 LA L L L L BB

98 113127 152 169183 207 251 15.40 15.60 15.80 16.00
221 271 m/z 43.10 52.32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48847: Dodecane, 6-methyl-
57
5000 43 LA L L L L L LB
71 15.40 15.60 15.80 16.00
m/z 71.05 48.72%
29 g5 98112
I, 8 7112156140 155160 184
T T e T [ T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
15.40 15.60 15.80 16.00
5000 43 m/z 41.10 31.48%
71
85 99

113127 155169184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

&

Abundance #48882: Undecane, 2,6-dimethyl- B
57 15.40 15.60 15.80 16.00
m/z 55.10 20.37%
5000 43
71
29 08
I | 8577 113157141154 169 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15. 60 15. 80 16 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050417\
Data File : BM009889.D

Acq On : 04 May 2017 15:09

Operator : SJ/MA

Sample - 12871-18

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.16 10.66 ng/ul 1184320 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 91
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 86
3 Decane, 2-methyl- 156 C11H24 006975-98-0 83
4 1-lodo-2-methylundecane 296 C12H251 073105-67-6 72
5 Tridecane 184 C13H28 000629-50-5 68
Abundance Scan 2223 (16.163 min): BM009889.D (-2215) (-) m/z 57.10 100.00%
57
43 | 1L
5000
85 183 R e
99 15.80 16.00 16.20 16.40
127 153168 | 198
o S— ..'|,..|..,-!l...-',..1.'.,....,....,....,':...- 222t 285 m/z 71.10 76.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28427: Decane, 2-methyl-
43 57
71
85 15.80 16.00 16.20 16.40
29 112 m/z 43.05 70.81%
14 141156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
1 PN SUNA SR B
15.80 16.00 16.20 16.40
5000 43 m/z 41.10 34 _.55%
85
113

29 183
127141155 197211225 253268

mﬁmmwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #28432: Decane, 2-methyl- I B o
4 o7 15.80 16.00 16.20 16.40
m/z 55.10 26.92%
5000 71
29‘ 85
113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16. 00 16. 20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050417\
Data File : BM009889.D

Acq On : 04 May 2017 15:09

Operator : SJ/MA

Sample - 12871-18

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.93 2.03 ng/ul 225550 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 81
2 Tridecane 184 C13H28 000629-50-5 81
3 Tridecane 184 C13H28 000629-50-5 81
4 Tridecane, 6-methyl- 198 C14H30 013287-21-3 74
5 Octadecane 254 C18H38 000593-45-3 72
Abundance Scan 2353 (16.927 min): BM009889.D (-2350) (-) m/z 57.10 100.00%
57
5000 85
113 169 196 16.60 16.80 17.00 17.20
— N A.Lﬂ,' LR DR824 212 89 L M9 ns 43.10  92.45%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #28438: Nonane, 4,5-dimethyl-
43
71
5000 RN SRR UGS
16.60 16.80 17.00 17.20
m/z 71.10 61.13%
|l | 99,126 166
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
16.60 16.80 17.00 17.20
5000 m/z 41.05 39.72%
29 85
113 141 184
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #48835: Tridecane R a R mamEE L
57 16.60 16.80 17.00 17.20
m/z 85.10 37.91%
5000
85
29
l, | 113141 184
m/z--> 50 100 150 200 250 300 350 400 450 16,60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050417\
Data File : BM009889.D

Acq On : 04 May 2017 15:09

Operator : SJ/MA

Sample - 12871-18

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .M
SVOA CALIBRATION

C:\DATABASENNIST11.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 4 Bacchotricuneatin c Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
16.98 3.53 ng/ul 392679 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 97
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
3 Heptacosane 380 C27H56 000593-49-7 86
4 Undecane, 5-ethyl- 184 C13H28 017453-94-0 72
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72

Abundance Scan 2362 (16.980 min): BM009889.D (-2358) (-) m/z 57.10 100.00%
57
5000
‘ 85
113 16.60 16.80 17.00 17.20
W T AS0196175 197 221244 281 320 355y 71.10  62.46%
m/z--> 50 100 150 200 250 300 350
Abundance #178298: Bacchotricuneatin c
M 112
5000 U SR UL R
16.60 16.80 17.00 17.20
32 m/z 43.10 53.13%
‘HW\H‘ 173191 216 245 312 342
m/z--> 50 100 150 200 250 300 350
Abundance
57
16,60 16.80 17.00 17.20
5000 85 m/z 41.10 38.22%
13 141 183 o1 239 267 296
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane R A et
57 16.60 16.80 17.00 17.20
m/z 85.10 31.91%
5000
85
290 13 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050417\
Data File : BM009889.D

Acq On : 04 May 2017 15:09

Operator : SJ/MA

Sample - 12871-18

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .M
SVOA CALIBRATION

C:\DATABASENNIST11.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.

17.67 2.65 ng/ul 294039 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Nonadecane 268 C19H40 000629-92-5 94
3 Tricosane, 2-methyl- 338 C24H50 001928-30-9 92
4 Tricosane, 2-methyl- 338 C24H50 001928-30-9 91

5 3-0x0-2-[(2-oxocyclohexyl)phenyl... 344 C21H2804

1000190-50-8 90

Abundance Scan 2479 (17.668 min): BM009889.D (-2475) (-) m/z 57.10 100.00%
57
5000
‘ 85
113 17.40 17.60 17.80 18.00
J 138 167 192211 236 259 281303
b 138 107, 102241 236 260281308 836355376 | s 43.10  76.98%
mz-> 0 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 LA L L L L L LB
85 17,40 17.60 17.80 18.00
29 m/z 71.10 59.47%
RS 141‘169 197 225 253 282
NI
mz-> 0 50 100 150 200 250 300 350
Abundance
57
e
o 17.40 17.60 17.80 18.00
5000 > m/z 41.10 41.77%
29
113 141 169 197 268
— i b e e
mz-> 0 50 100 150 200 250 300 350
Abundance #175564: Tricosane, 2-methyl- i B
48 17.40 17.60 17.80 18.00
m/z 85.10 35.15%
5000 71
15 | | | 9 127 155 183 211 239 267 2%° 3233,
e e i SN e
mz-> 0 50 100 150 200 250 300 350 17,40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050417\
Data File : BM009889.D

Acq On : 04 May 2017 15:09

Operator : SJ/MA

Sample - 12871-18

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 di-p-Tolylacetylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.00 3.31 ng/ul 367292 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 83
2 Phenanthrene, 1,7-dimethyl- 206 C16H14 000483-87-4 83
3 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 64
4 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 62
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 60
Abundance Scan 2705 (18.998 min): BM009889.D (-2702) (-) m/z 57.10 100.00%
57 206
5000 i85
113 147 165 219 281 325 18.60 18.80 19.00 19.20 19.40
ALk 359 385 417 444467 m/z 206.10 98 _ 70%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #66238: di-p-Tolylacetylene
206
5000

_rl_l_l_l—r!_l_l_!—r!_!_!_!—r!_!_!_!—r!_r
18.60 18.80 19.00 19.20 19.40
m/z 43.10 69.62%

39 76102 139165 |

m/z--> 50 100 150 200 250 300 350 400 450
Abundance
206
R e R E e o R
18.60 18.80 19.00 19.20 19.40
5000 m/z 71.10 48.20%

27 51 76 192 139165

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #66259: Phenanthrene, 3,6-dimethyl- e o
206 18.60 18.80 19.00 19.20 19.40
m/z 85.10 37.91%
5000
102
2751 78| wsotes |,
-ttt R EAEmEATE L
m/z--> 50 100 150 200 250 300 350 400 450 18.60 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050417\
Data File : BM009889.D

Acq On : 04 May 2017 15:09

Operator : SJ/MA

Sample - 12871-18

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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]
(DEL) Alkane: Str... 15.67 3.2 ng/ul 293808 3 14.46 1852080 20.0
(DEL) Alkane: Str... 16.16 10.7 ng/ul 1184320 4 17.21 2222600 20.0
(DEL) Alkane: Str... 16.93 2.0 ng/ul 225550 4 17.21 2222600 20.0
Bacchotricuneatin c 16.98 3.5 ng/ul 392679 4 17.21 2222600 20.0
(DEL) Alkane: Str... 17.67 2.6 ng/ul 294039 4 17.21 2222600 20.0
di-p-Tolylacetylene 19.00 3.3 ng/ul 367292 4 17.21 2222600 20.0
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