LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM030218\
Data File : BM014462.D

Aca On : 02 Mar 2018 15:19

Operator : SJ/JU

Sample : J1678-20RE

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418.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 6.734 631 637 651 rVB 376718 723197 12.25% 1.677%
2 6.869 654 660 669 rBV 282647 478426 8.10% 1.110%
3 7.063 686 693 700 rBV 442872 729006 12.35% 1.691%
4 7.516 764 770 781 rBV2 366083 613518 10.39% 1.423%
5 8.251 889 895 908 rBV 491254 910562 15.42% 2.112%
6 8.681 961 968 978 rBV 431505 766879 12.99% 1.779%
7 9.392 1080 1089 1097 rBV 378501 682994 11.57% 1.584%
8 9.945 1175 1183 1192 rBV 501804 1042045 17.65% 2.417%
9 10.039 1192 1199 1209 rVvv2 75365 296941 5.03% 0.689%
10 10.286 1232 1241 1247 rBV 507351 872908 14.79% 2.025%

11 10.339 1247 1250 1257 rVB2 120460 177812 3.01% 0.412%
12 10.463 1262 1271 1288 rBV7 133758 487121 8.25% 1.130%
13 13.492 1781 1786 1792 rBvV4 66323 148005 2.51% 0.343%
14 13.604 1799 1805 1809 rBV 1105534 1538742 26.06% 3.569%
15 13.651 1809 1813 1818 rVB 203037 285170 4.83% 0.661%

16 13.868 1844 1850 1855 rBV 1238338 2053403 34.78% 4.762%
17 14.074 1880 1885 1889 rBV 100504 139219 2.36% 0.323%
18 14.180 1897 1903 1910 rVvB2 857939 1296923 21.97% 3.008%
19 14.486 1949 1955 1963 rBvV2 292021 741791 12.57% 1.720%
20 14.586 1968 1972 1978 rVV 130599 226436 3.84% 0.525%

21 15.027 2043 2047 2052 rBV2 146835 243005 4.12% 0.564%
22 15.186 2069 2074 2080 rBV 1695738 2351626 39.83% 5.454%
23 15.286 2088 2091 2096 rVB5 128384 162224 2.75% 0.376%
24 16.615 2313 2317 2321 rBV 319229 428118 7.25% 0.993%
25 16.951 2369 2374 2377 rBV 1196600 1758104 29.78% 4.078%

26 16.992 2377 2381 2386 rVB 3264953 4254642 72.07% 9.868%
27 17.051 2386 2391 2395 rBV 1965506 2786626 47.20% 6.463%
28 17.874 2527 2531 2538 rBV2 1815902 2510106 42.52% 5.822%
29 19.027 2723 2727 2733 rBV 4468760 5903602 100.00% 13.692%
30 19.368 2781 2785 2787 rBV2 2726004 3702636 62.72% 8.588%

31 19.398 2787 2790 2796 rVB 3951448 4804593 81.38% 11.143%

Sum of corrected areas: 43116380
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM030218\
Data File : BM014462.D

Aca On : 02 Mar 2018 15:19

Operator : SJ/JU

Sample : J1678-20RE

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM014462.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM030218\
Data File : BM014462.D

Aca On : 02 Mar 2018 15:19

Operator : SJ/JU

Sample : J1678-20RE

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 Pyrazinamide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.04 6.80 ng/ul 296941 Naphthalene-d8 10.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrazinamide 123 C5H5N30 000098-96-4 72
2 Pvrazinamide 123 C5H5N30 000098-96-4 72
3 1.3-Diazine 80 C4H4N2 000289-95-2 64
4 1.3-Diazine 80 C4H4N2 000289-95-2 64
5 1,3-Diazine 80 C4H4N2 000289-95-2 64
Abundance Scan 1199 (10.039 min): BM014462.D (-1192) (-) m/z 80.05 100.00%
80
108
5000 123
53 R RN U SN B
39 65 9 207 9.80 10.00 10.20 10.40
0 sl e A e e e || M7z 108.00  65.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10087: Pyrazinamide
80 123
53
5000 RS RN U SN B
9.80 10.00 10.20 10.40
m/z 123.05 50.11%
0 ‘ “ 69 ‘L 95 107 |,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
80 123 i
9.80 10.00 10.20 10.40
5000 53 m/z 53.00 22.33%
26
ol_12 40 69 95 107
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #1061: 1,3-Diazine
80 9.80 10.00 10.20 10.40
m/z 52.00 12.17%
5000
53
26
‘\\ 39 il e
G N L U U S S W S L S R RN SO BN B
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM030218\
Data File : BM014462.D

Aca On : 02 Mar 2018 15:19

Operator : SJ/JU

Sample : J1678-20RE

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 Naphthalene, 1,4-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.49 2.28 ng/ul 148005 Acenaphthene-d10 14.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 93
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 93
3 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 93
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 91
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 91

Abundance Scan 1786 (13.492 min): BM014462.D (-1781) (-) m/z 141.10 100.00%

141156

5000
115

63

. III ||I|| L || ||| I|||I| |I|| lul ||‘| |I|| ||| ||I| .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28498: Naphthalene, 1,4-dimethyl-

177192207 281 13.20 13.40 13.60 13.80
m/z 156.10 92.32%

o

5000
13.20 13.40 13.60 13.80

m/z 115.20 30.32%

0 MU
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
156
141
13.20 13.40 13.60 13.80
5000 m/z 155.10 26.77%
115
o 27 51 76 89
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28482: Naphthalene, 2,7-dimethyl-
156 13.20 13.40 13.60 13.80
m/z 128.00 21.63%
5000
141
NI T ) —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM030218\
Data File : BM014462.D

Aca On : 02 Mar 2018 15:19

Operator : SJ/JU

Sample : J1678-20RE

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .07 2.15 ng/ul 139219 Acenaphthene-d10 14.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
5 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan 1884 (14.068 min): BM014462.D (-1880) (-) m/z 57.10 100.00%
57
5000 4
85
Ounlnn‘iun'“"”‘ll IlllllllIllllllll:lllllllillll||||||I||||||||||||||||||||||||I||| m/z 43_10 80_40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83027: Hexadecane
57
4
5000 85 LR SO UM SR ISR
13.80 14.00 14.20 14.40
m/z 71.05 63.19%
ol14 L 189 197 226
m/z--> 20 Jo 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
57
4 13.80 14.00 14.20 14.40
5000 m/z 41.05 51.74%

85

113 141 189 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48832: Tridecane AR EaEEE S
57 13.80 14.00 14.20 14.40
m/z 85.05 33.35%
4
5000
85
0 15 ‘ ‘ 112127 155 184
.”,..”,..”,..”,...q...q...q................P...,”..,”..,”..,.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM030218\
Data File : BM014462.D

Aca On : 02 Mar 2018 15:19

Operator : SJ/JU

Sample : J1678-20RE

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 9H-Fluoren-9-one Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

16.62 4.87 ng/ul 428118 Phenanthrene-d10 16.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Fluoren-9-one 180 C13H80 000486-25-9 95
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 93
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 91
4 Benzolhlcinnoline 180 C12H8N2 000230-31-9 91
5 Diphenic anhydride 224 C14H803 006050-13-1 91

Abundance Scan 2318 (16.621 min): BM014462.D (-2313) (-) m/z 180.10 100.00%

180
5000 152

50 /6 98 126 16.40 16.60 16.80 17.00

197 217 243261 284 325342

oLt Mg oo ] 1975 293261 284 325342 m/z 152.00 47.65%
m/z--> 50 100 150 200 250 300 350
Abundance #45755: 9H-Fluoren-9-one
180
5000 152
16.40 16.60 16.80 17.00
m/z 151.00 24 .26%
50 126 ‘
o2, “ ) M I T ————
m/z--> 50 100 150 200 250 300 350
Abundance
180
16.40 16.60 16.80 17.00
5000 m/z 181.10 14.81%
152

3350 /% 98 126

m/z--> 50 100 150 200 250 300 350

Abundance #45753: 9H-Fluoren-9-one L B RREas R S

180 16.40 16.60 16.80 17.00
m/z 150.10 12.52%

5000
152
76

0 Iz? I5|OIi I‘ll Igl8 T :!-2‘I6 T i T 1 T T T T T T T T T T _'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'

m/z--> 50 100 150 200 250 300 350 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM030218\
Data File : BM014462.D

Aca On : 02 Mar 2018 15:19

Operator : SJ/JU

Sample : J1678-20RE

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.87 28.55 ng/ul 2510110 Phenanthrene-d10 16.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Pentadecanoic acid 242 C15H3002 001002-84-2 52

Abundance Scan 2530 (17.868 min): BM014462.D (-2527) (-) m/z 73.00 100.00%

5000

192

256 17.60 17.80 18.00 18.20

m/z 41.10 99.37%

227

0 282 317341

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107548: n-Hexadecanoic acid

N
[
~

5000 256 LA L L L L L L
129 17.60 17.80 18.00 18.20
97 213 m/z 43.10 88.91%
| TR PeiaAl
T P A ——
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
60
N N M
17.60 17.80 18.00 18.20
5000 129 m/z 55.10 88.69%
83
157 185 213 256
O T o T R e o = S I,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #54730: 1H-Indene, 2-phenyl- AR EEEEE RS
192 17.60 17.80 18.00 18.20
m/z 60.00 85.97%
5000
165
63 89 115139 |
L B o o e B B N B A LA e o o e L e IR e
m/z--> 50 100 150 200 250 300 350 400 450 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM030218\
Data File : BM014462.D

Acq On : 02 Mar 2018 15:19

Operator : SJ/JU

Sample : J1678-20RE

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM021418_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]
Pyrazinamide 10.04 6.8 ng/ul 296941 2 10.29 872908 20.0
Naphthalene, 1,4-_... 13.49 2.3 ng/ul 148005 3 14.18 1296920 20.0
(DEL) Alkane: Str... 14.07 2.1 ng/ul 139219 3 14.18 1296920 20.0
9H-Fluoren-9-one 16.62 4.9 ng/ul 428118 4 16.95 1758100 20.0
n-Hexadecanoic acid 17.87 28.6 ng/ul 2510110 4 16.95 1758100 20.0
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