LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN081318\
Data File : BN002324.D

Acq On : 14 Aug 2018 01:50

Operator : JU/SJ

Sample : J4422-06

Misc :

ALS Vial : 22 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:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 6.858 652 658 670 rBY 228228 407999 4_70% 0.538%
2 7.022 679 686 699 rBY 803965 1286892 14.83% 1.698%
3 7.216 712 719 730 rBY 825694 1332883 15.36% 1.758%
4 7.681 791 798 810 rVvB 711423 1183002 13.63% 1.561%
5 8.381 911 917 936 rBVY 690079 1154288 13.30% 1.523%
6 8.828 986 993 1007 rVvB 1112362 1840087 21.20% 2.427%
7 9.540 1108 1114 1130 rVB 889282 1532894 17.66% 2.022%
8 10.075 1199 1205 1222 rBV 1162197 2115799 24.38% 2.791%
9 10.452 1261 1269 1278 rBV 1163450 1928356 22.22% 2.544%
10 13.722 1819 1825 1831 rBV 2787544 3954405 45.56% 5.216%

11 13.998 1865 1872 1887 rBV 3040226 4621081 53.25% 6.096%
12 14.310 1918 1925 1937 rVB2 1772646 2767012 31.88% 3.650%
13 14.445 1941 1948 1956 rBV2 122546 191944 2.21% 0.253%
14 14.528 1956 1962 1976 rBV 209967 409867 4.72% 0.541%
15 15.310 2088 2095 2102 rBV 3928471 5735222 66.08% 7.565%

16 15.434 2107 2116 2130 rVV 1472693 2232691 25.73% 2.945%
17 16.375 2270 2276 2285 rBV 197786 254658 2.93% 0.336%
18 17.057 2386 2392 2400 rBV 2443000 3422332 39.43% 4.514%
19 17.157 2402 2409 2419 rBV 4670433 6579856 75.81% 8.680%
20 17.963 2542 2546 2552 rBV3 91776 142380 1.64% 0.188%

21 18.039 2554 2559 2566 rVB2 146772 217185 2.50% 0.286%
22 19.457 2794 2800 2809 rVB 5673345 7706481 88.80% 10.166%
23 20.816 3026 3031 3037 rBV 1024312 1095217 12.62% 1.445%
24 21.257 3100 3106 3116 rBV 3227607 4213376 48.55% 5.558%
25 22.327 3281 3288 3302 rBV 2953972 4848316 55.86% 6.395%

26 22.433 3302 3306 3317 rVB 293216 467840 5.39% 0.617%
27 22.810 3366 3370 3376 rVB 175321 235072 2.71% 0.310%
28 23.339 3452 3460 3474 rVB2 4419665 8678898 100.00% 11.448%
29 23.474 3476 3483 3492 rBV 2316124 4273058 49.24% 5.637%
30 24.004 3568 3573 3581 rVB2 202647 380252 4._.38% 0.502%

31 24.733 3692 3697 3706 rVB2 162169 357452 4.12% 0.472%
32 25.586 3838 3842 3853 rVvB2 105673 241977 2.79% 0.319%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN081318\
Data File : BN002324.D

Acq On : 14 Aug 2018 01:50

Operator : JU/SJ

Sample : J4422-06

Misc :

ALS Vial : 22 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:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_M
SVOA CALIBRATION

Sum of corrected areas: 75808772
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN081318\
Data File : BN002324.D

Acqg On : 14 Aug 2018 01:50

Operator : JUu/SJ

Sample : J4422-06

Misc :

ALS Vial :© 22 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\SVOASRV\HPCHEM1\BNA_ N\METHODS\SOM-EPA-BNO81318MA.M
- SVOA CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BN002324.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN081318\
Data File : BN002324.D

Acq On : 14 Aug 2018 01:50

Operator : JU/SJ

Sample : J4422-06

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.82 5.20 ng/ul 1095220 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pyrrolidinecarboxylic acid, 1-... 284 C15H28N203 1000196-95-3 42
2 Diethylmalonic acid, ethyl 2,4,4_.__. 300 C17H3204 1000369-47-3 37
3 1-Dimethoxymethylnaphthalene 202 C13H1402 033250-32-7 35
4 2,6-Difluorophenyl isocyanate 171 C7H3F2NS 065295-69-4 35
5 4-Fluoro-5-amino veratrole 171 C8H10FNO2 000397-75-1 32
Abundance Scan 3032 (20.822 min): BN002324.D (-3026) (-) m/z 171.10 100.00%
57 171
5000 127
99
4 L
20.60 20.80 21.00 21.20
3
o.,....i|.|..|, SR b, 155 ) 189 214230 258 281 34 T e 007 g8 574
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #130788: 3-Pyrrolidinecarboxylic acid, 1-methyl-4-ethyl-2-...
57
171
5000 I RN B U B
127 20.60 20.80 21.00 21.20
4l 07 m/z 127.10 48.62%
0 8298 | 155 | 199I | 255
mz-> 20 Jo 60 85 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #144737: Diethylmalonic acid, ethyl 2,4,4-trimethylpentyl ...
57
in R LA DU U B
143 20.60 20.80 21.00 21.20
5000 m/z 99.10 33.36%
115
T ‘ \ 189
o e AL \ O
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #62673: 1-Dimethoxymethylnaphthalene R S EAmma
171 20.60 20.80 21.00 21.20
m/z 43.05 19.73%
5000
128
202
i %8 51 75 101 155 |
miz-> % 40 80 95 100 130 140 150 180 260 230 240 260 280 300 330 340 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN081318\
Data File : BN002324.D

Acq On : 14 Aug 2018 01:50

Operator : JU/SJ

Sample : J4422-06

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 Santonox Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.33 23.01 ng/ul 4848320 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Santonox 358 C22H3002S 000096-69-5 99
2 Santonox 358 C22H3002S 000096-69-5 97
3 Santonox 358 C22H3002S 000096-69-5 91
4 Phenol, 4,4"-thiobis[2-(1,1-dime... 358 C22H3002S 000096-66-2 90
5 5,6,8-Trimethoxydinaphtho[1,2-b:... 358 C23H1804 091913-09-6 68
Abundance Scan 3288 (22.327 min): BN002324.D (-3281) (-) m/z 358.20 100.00%
348 ﬂ
5000
195 22.00 22.20 22.40 22.60
ol 219243 287 315 401 475 m/z 343.20 52 20%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #189484: Santonox
358
5000 U DAL B
136 nmnmnmnm
164 m/z 136.00 36.47%
57 a1 195
o 29 219243 287 315
—v—v—v—|—v—v—v—v—|—v—v—v—|
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #189485: Santonox
358
22.00 22.20 22.40 22.60
5000 m/z 359.20 26.28%
136
164
oS )y 1195019243 287315 |
miz--> 0 §0 160 1%0 260 2%0 360 3éo 460 4éo
Abundance #189483: Santonox
358 22.00 22.20 22.40 22.60
m/z 164.10 20.29%
5000 136
179
57 o1
0 29 ‘\\ \“ b t U LL.MJ MI u ‘ 1211235259 287 315 L
()""I""I""II L L N L L L L L N IRAR AR AR AR

50 100 150 200 250 300 350 400 450 22. 00 22. 20 22. 40 22. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN081318\
Data File : BN002324.D

Acq On : 14 Aug 2018 01:50

Operator : JU/SJ

Sample : J4422-06

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.43 2.19 ng/ul 467840 Perylene-d12 23.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 90
2 Squalene 410 C30H50 000111-02-4 87
3 Squalene 410 C30H50 000111-02-4 86
4 Squalene 410 C30H50 000111-02-4 83
5 Squalene 410 C30H50 000111-02-4 83
Abundance Scan 3305 (22.427 min): BN002324.D (-3302) (-) m/z 69.05 100.00%
69
5000
41
95
137 22.20 22.40 22.60 22.80
ol b 31971, 177203 231250 284 | saL 401 | o "Ugi 00 46.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 RN BN BUCRIL BULL B
2220 22.40 22.60 22.80
41 m/z 41.10 27 .18%
ol | el .| 6.”.7.‘. (103 101 217 245 273 209 31 367 A0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
' 22.20 22.40 22.60 'z'z's'o' '
5000 m/z 95.00 14.47%
41
‘ 9 137
ol byl aap i gen 191 231 213209 saLser
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69 22.20 22.40 22.60 22.80
m/z 68.05 12.22%
5000
41
95 137
0 W 117 | 161 101 217 244 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN081318\
Data File : BN002324.D

Acq On : 14 Aug 2018 01:50

Operator : JU/SJ

Sample : J4422-06

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO81318MA_M
SVOA CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown-01 20.82 5.2 ng/ul 1095220 5 21.26 4213380 20.0
Santonox 22.33 23.0 ng/ul 4848320 5 21.26 4213380 20.0
Supraene 22.43 2.2 ng/ul 467840 6 23.47 4273060 20.0
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