LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101174.D

Aca On : 6 Dec 2017 18:12

Operator : SJ/JU

Sample : 16676-01 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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:\HPCHEM1I\BNA F\METHODS\8270-BF113017.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.457 570 573 585 rBV 161114 161392 11.21% 2.100%
2 6.475 742 746 754 rBV 148389 161260 11.20% 2.099%
3 6.616 767 770 777 rVB 204216 180260 12.52% 2.346%
4 6.845 806 809 814 rVB 307714 246900 17.14% 3.213%
5 6.998 830 835 841 rBV 161622 144646 10.04% 1.882%
6 7.410 902 905 908 rBV 107194 99512 6.91% 1.295%
7 8.128 1024 1027 1033 rVB 373262 303390 21.07% 3.948%
8 8.710 1121 1126 1130 rBV3 16606 16291 1.13% 0.212%
9 8.945 1164 1166 1169 rBV3 15194 14775 1.03% 0.192%
10 9.198 1206 1209 1214 rBV 217192 186460 12.95% 2.427%
11 9.275 1219 1222 1225 rVB2 28454 23618 1.64% 0.307%
12 9.598 1273 1277 1279 rBvV 26269 28489 1.98% 0.371%
13 9.804 1309 1312 1316 rVB 48833 36593 2.54% 0.476%
14 9.886 1322 1326 1330 rBV 349024 309779 21.51% 4.031%
15 10.304 1391 1397 1400 rBvV 58147 47354 3.29% 0.616%
16 10.522 1428 1434 1437 rBvV2 18619 23695 1.65% 0.308%
17 10.675 1457 1460 1464 rBvV 101033 85541 5.94% 1.113%
18 10.775 1475 1477 1482 rBvV 51657 58409 4.06% 0.760%
19 11.227 1550 1554 1556 rBvV 44160 38471 2.67% 0.501%
20 11.251 1556 1558 1564 rVB3 15831 19328 1.34% 0.252%
21 11.375 1575 1579 1581 rBV 352962 289857 20.13% 3.772%
22 11.398 1581 1583 1588 rVB 69693 55276 3.84% 0.719%
23 11.651 1622 1626 1630 rBV 37723 34533 2.40% 0.449%
24 11.757 1640 1644 1647 rBV 553941 436283 30.30% 5.678%
25 11.886 1662 1666 1668 rBV3 21047 30288 2.10% 0.394%
26 11.986 1680 1683 1686 rBV 19654 21132 1.47% 0.275%
27 12.057 1692 1695 1698 rBV 28691 26681 1.85% 0.347%

28 12.445 1757 1761 1763 rBV 1498484 1440113 100.00% 18.741%
29 12.469 1763 1765 1771 rVB 1289688 1086676 75.46% 14.142%
30 12.545 1775 1778 1782 rVB 222332 182404 12.67% 2.374%

31 12.592 1782 1786 1791 rBV 189710 216563 15.04% 2.818%
32 12.680 1798 1801 1806 rVB3 13803 20814 1.45% 0.271%
33 12.786 1814 1819 1820 rBV2 29844 31140 2.16% 0.405%
34 12.822 1821 1825 1828 rVB 170116 149246 10.36% 1.942%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101174.D

Aca On : 6 Dec 2017 18:12

Operator : SJ/JU

Sample : 16676-01 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF113017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.957 1840 1848 1851 rBV 186280 167699 11.64% 2.182%

36 13.033 1857 1861 1864 rBv4 18787 27395 1.90% 0.357%
37 13.110 1871 1874 1875 rBvV 24148 19404 1.35% 0.253%
38 13.145 1875 1880 1883 rVB2 32858 50870 3.53% 0.662%
39 13.216 1890 1892 1895 rVB2 19098 15337 1.06% 0.200%
40 13.251 1895 1898 1900 rvv2 18248 19964 1.39% 0.260%
41 13.274 1900 1902 1906 rVB 30102 25965 1.80% 0.338%
42 13.374 1916 1919 1924 rBV5 13691 19767 1.37% 0.257%
43 13.521 1941 1944 1947 rBV3 15765 16462 1.14% 0.214%
44 13.769 1981 1986 1989 rBV 19927 27021 1.88% 0.352%
45 13.845 1996 1999 2001 rVB3 20644 18892 1.31% 0.246%
46 13.868 2001 2003 2011 rvB2 17455 22885 1.59% 0.298%
47 13.939 2012 2015 2020 rBV3 24132 24384 1.69% 0.317%
48 14.021 2023 2029 2031 rBvV2 322920 368649 25.60% 4.797%
49 14.045 2031 2033 2039 rVvB 82224 74281 5.16% 0.967%
50 14.404 2090 2094 2096 rBv2 17932 23220 1.61% 0.302%
51 14.557 2117 2120 2122 rBV3 14862 16228 1.13% 0.211%
52 15.010 2195 2197 2199 rBV3 13989 16062 1.12% 0.209%
53 15.068 2203 2207 2210 rBvV 61481 88164 6.12% 1.147%
54 15.174 2223 2225 2232 rVB 17750 24004 1.67% 0.312%
55 15.368 2255 2258 2264 rVB 41797 59399 4.12% 0.773%
56 15.433 2265 2269 2274 rBvVY 61587 83098 5.77% 1.081%
57 15.498 2275 2280 2284 rBvVY 183169 235232 16.33% 3.061%
58 16.980 2527 2532 2533 rBV5 23121 32695 2.27% 0.425%
Sum of corrected areas: 7684246
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101174.D

Aca On : 6 Dec 2017 18:12

Operator : SJ/JU

Sample : 16676-01 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF101174.D

1400000
1200000
1000000
800000
600000

400000 6.85

200000 5.46 6.49:62 | 7.00

0 \ .

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF101174.D

12.45

1400000
12.47

1200000

1000000

800000
600000 11.76
400000{ 8.13 9.89 11.37

200000 9;20 145891, g2 96
0.30, » 0 40
871 895 [9.27 9.60 % 10301052 {1077 L 24" 1168 111909906 J 2 BT 13 3B.52

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF101174.D

1400000

1200000

1000000

800000

600000

400000

200000

O e e A e A B T e e e e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101174.D

Aca On : 6 Dec 2017 18:12

Operator : SJ/JU

Sample : 16676-01 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT 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 unknown6.62 Concentration Rank 4

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

6.62 14.60 ng 180260 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 771 (6.622 min): BF101174.D (-767) (-) m/z 132.00 100.00%
5000 68
96 IREPEASERE R S
40 ,- 54 || 75 | 104 6.20 6.40 6.60 6.80 7.00
e 1 (| L UM AL AN NI ] RS | S m/z 134.00 39.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R R UL R
6.20 6.40 6.60 6.80 7.00
2 78 m/z 68.10 35.76%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.10 21.19%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e .,.ﬁn. e

132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 15.21%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101174.D

Aca On : 6 Dec 2017 18:12

Operator : SJ/JU

Sample : 16676-01 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Sulfurous acid, dodecyl 2-p... Concentration Rank 12

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

9.80 2.36 ng 36593 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 78
2 Pentadecane 212 C15H32 000629-62-9 78
3 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 72
4 Undecane. 2-methvl- 170 C12H26 007045-71-8 72
5 Hexadecane 226 Cl16H34 000544-76-3 64

Abundance Scan 1311 (9.798 min): BF101174.D (-1309) (-) m/z 57.05 100.00%
57
43
5000 71
85
oo 119 1451%9 174 9.40 9.60 9.80 10.00 10.20
Ol el L e m/z 43.05 77.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #137569: Sulfurous acid, dodecyl 2-propy! ester
43
57
5000 71 UL AR AN B
85 9.40 9.60 9.80 10.00 10.20
o7 m/z 71.10 44 .27%
J 7 ‘\ ‘\ O] 7 13125940 169 03 233
m/z--> 20 Jo 60 80 100 120 140 1éo 180 200 220
Abundance
57
43
71 9.40 9.60 9.80 10.00 10.20
5000 g5 m/z 41.05 33.87%
29 9%
ol 15 113 127 141 155 169 183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125661: Sulfurous acid, 2-ethylhexy! isohexy! ester L e
57 9.40 9.60 9.80 10.00 10.20
43 m/z 85.05 32.83%
71 gg
5000
29 113
0"'Pd'Wh'wl'N'”“'?%'ﬂ'"”I'”'I”'W"”I'”'P"W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101174.D

Aca On : 6 Dec 2017 18:12

Operator : SJ/JU

Sample : 16676-01 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT 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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.30 3.06 ng 47354 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 1396 (10.298 min): BF101174.D (-1391) (-) m/z 57.05 100.00%
43
71
5000 85
99 155 10,00 10,20 10.40 10.60
(o} m/z 43.10 77 .66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117637: Nonadecane

10,00 10.20 10.40 10.60
m/z 71.10 58.03%

5000

99

113127141155169183197

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43
71 10.00 10.20 10.40 10.60
5000 85 m/z 85.10 43.41%
29
015 99113127141155169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
3 57 10.00 10.20 10.40 10.60
4 m/z 41.10 37.51%
71
5000
85
29 %
o ‘ L | 7 1181271411565169183197211225039053 282
R R B R o e S e et S R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,00 10,20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101174.D

Aca On : 6 Dec 2017 18:12

Operator : SJ/JU

Sample : 16676-01 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT 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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.77 4.03 ng 58409 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Nonadecane 268 C19H40 000629-92-5 83
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 78
5 Hexadecane 226 C16H34 000544-76-3 78
Abundance Scan 1476 (10.769 min): BF101174.D (-1475) (-) m/z 57.05 100.00%
57
5000
85 )
3 \ 1040 1060 10,80 1100 |
Obrrrprrrret m/z 43.05 76.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57
/
5000 85 DU PR AR B B
mmmmmmnm
29 m/z 71.05 55.02%
113
o ‘ |0 141 169 197 225 253 281 309 338
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
10.40 10.60 10.80 11.00
5000 85 m/z 41.10 40.15%
29
0 113 141 169 198
B LR L DA LA AN LA LA R LR LR AR RS RARAS LR AR RARRN AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 v
Abundance #117637: Nonadecane L B o
57 10.40 10.60 10.80 11.00
m/z 55.05 31.83%
85
5000
29
ol |y 18 141 169 197 268 '
m/z--> 2'0 4'0 6|O 80 1(')0 120 140 160 180 200 220 240 260 280 3(')0 350 34'10 10. 40 10. 60 10 80 11. 00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101174.D

Aca On : 6 Dec 2017 18:12

Operator : SJ/JU

Sample : 16676-01 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT 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 7 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.65 2.38 ng 34533 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Pentadecane 212 C15H32 000629-62-9 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 1626 (11.651 min): BF101174.D (-1622) (-) m/z 57.10 100.00%
g7
5000
% . " 11.40 11,60 11.80 12,00
ol i e e e e e .| M7z 43,05 66.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94345: Heptadecane
57
5000
11.40 11.60 11.80 12.00
9 m/z 71.05 54 _.46%
ol il 1e 182 240
m/z--> 0 éo 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
11.40 11.60 11.80 12.00
5000 m/z 85.10 42 .21%
97
0 141 183 225 267 309 351 393 432463 505 561 603
IR RS SRR DR SRR BERE BAREN BRAR B B SRR AR B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141425:; Heneicosane
57 11.40 11.60 11.80 12.00
m/z 41.10 29.46%
5000
99
0 15J |4 183 225 296
TT T T TITT |||| TrTT TTTT TTTT TTTT TTTT TTTT TTTT TTTT TTTT TTT —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 0 éo 100 1éo 200 250 300 350 400 450 500 550 600 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101174.D

Aca On : 6 Dec 2017 18:12

Operator : SJ/JU

Sample : 16676-01 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT 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 8 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.76 30.10 ng 436283 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 93
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 91
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
Abundance Scan 1645 (11.763 min): BF101174.D (-1640) (-) m/z 74.00 100.00%
7]
87
5000
43
7 143 221 LN SUNIR SRR BRI
m | 101115129 | 157171185199,515 | 241 270 11.40 11.60 11.80 12.00
Y SSSSSNN AS /5817 0% WiV R S S B o S W m/z 87.00 77.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 DA UL SUNRAR SRS B
43 11/40 11,60 11.80 12.00
7 143 m/z 43.10 33.52%
. ‘ TM “\h 101915129 | 157171185199213227241 270
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 250 260
Abundance
74
87 11.40 11.60 11.80 12.00
5000 43 m/z 55.05 29.90%
29 | 57 143
o 101115129 157171185199213227 241 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95861: Methyl tetradecanoate
74 11.40 11.60 11.80 12.00
m/z 41.10 25.21%
87
5000
43
29 7 143
m/z--> ﬁo 40 eb 85 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101174.D

Aca On : 6 Dec 2017 18:12

Operator : SJ/JU

Sample : 16676-01 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT 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 9 unknownl11.89 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.89 2.09 ng 30288 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 35
2 Undecanoic acid 186 C11H2202 000112-37-8 35
3 Methvl isopropvlidene-_.beta.-d-a... 204 C9H1605 1000129-88-1 16
4 Methyl 4.6-ethvlidene-.alpha.-d-... 220 C9H1606 1000102-53-5 14
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 12
Abundance Scan 1667 (11.892 min): BF101174.D (-1662) (-) m/z 43.05 100.00%
/B P
129
5000
15p 171 192 213 302
| | ‘I ﬂ || | | || | 11.60 11.80 12.00 12.20
Okl ”.w””“.”“”.“”.”..””..”“”.“”w”.w”. m/z 73.00 98.39Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #61117: Dodecanoic acid
73
43
\
5000 LRI UL BN UL B
129 11.60 11.80 12.00 12.20
T ‘101 157 200 m/z 41.00 87.46%
O.H,HH,HH?H,H.W....,”..f??.”..”..”..”..”.“”.“”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
60
11.60 11.80 12.00 12.20
5000 43 m/z 57.00 82.08%
85 129
27 101 157 186

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64864: Methyl isopropylidene-.beta.-d-arabinoside R AL REEsee e
11.60 11.80 12.00 12.20
m/z 60.00 77.84%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101174.D

Aca On : 6 Dec 2017 18:12

Operator : SJ/JU

Sample : 16676-01 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT 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 10 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.45 99.37 ng 1440110 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
Abundance Scan 1762 (12.451 min): BF101174.D (-1757) (-) m/z 67.05 100.00%
67 8
41
5000
263 " 1220 12.40 12.60 12.80
178 220 294
Obprrreflerd 192 on2sa m/z 81.05 90.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
81
5000 LRI SR IR UL B
nmnmnmnm
m/z 55.05 73.91%
0H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67
81

41 95 12,20 12.40 12,60 12.80
5000 m/z 95.05 63.92%
109 294
124 150164 263
0l.26 178192206220234249
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- T T T T T T
a1 67 12,20 12.40 12,60 12.80
81 m/z 41.05 59.11%
5000 95
109 294
123
o ‘ L L e rsionp0602003 263
wwm””””m“m“ P e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101174.D

Aca On : 6 Dec 2017 18:12

Operator : SJ/JU

Sample : 16676-01 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT 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 11 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.47 74.98 ng 1086680 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
2 9-Octadecenoic acid (2)-. methvl._.. 296 C19H3602 000112-62-9 99
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 98
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 95

Abundance Scan 1765 (12.469 min): BF101174.D (-1763) (-) m/z 55.10 100.00%

69
5000

12.20 12.40 12.60 12.80
m/z 41.10 69.04%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester

74

5000
12.20 12.40 12.60 12.80
29 264 m/z 69.10 59.60%
123138152 180 57222536 278 296
04
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
69 A e
12.20 12.40 12.60 12.80
s000| o 87 m/z 74.00 54.39%
111
125
141 166180 51;222,55 264,75 595

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester R S  RRm
12.20 12.40 12.60 12.80
m/z 83.10 50.74%

5000

1 264

1
125 143 166180  507%2%35

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101174.D

Aca On : 6 Dec 2017 18:12

Operator : SJ/JU

Sample : 16676-01 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT 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 12 Pyrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.15 2.76 ng 50870 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 87
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 87
3 11H-Benzolalfluorene 216 C17H12 000238-84-6 72
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 59
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 45

Abundance Scan 1881 (13.151 min): BF101174.D (-1875) (-) m/z 216.10 100.00%

6

5000

12.80 13.00 13.20 13.40

Of m/z 215.10 84 .79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74411: Pyrene, 1-methyl-
216
5000

12.80 13.00 13.20 13.40
m/z 217.10 28.60%

95
ol 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
216
12.80 13.00 13.20 13.40
5000 m/z 213.10 24.94%

107
39 63 81 122139 163 189

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74421: 11H-Benzo[a]fluorene
216 12.80 13.00 13.20 13.40
m/z 94.40 14 .60%
5000
108
. 6 9% | iy 1 1 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101174.D

Aca On : 6 Dec 2017 18:12

Operator : SJ/JU

Sample : 16676-01 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 Phenol, 4,4"-(3-ethenyl-1-p... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.17 2.04 ng 24004 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(3-ethenvl-1-propen... 252 C17H1602 017676-24-3 50
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 47
3 Benzolelpvrene 252 C20H12 000192-97-2 47
4 Benzolalovrene 252 C20H12 000050-32-8 47
5 Perylene 252 C20H12 000198-55-0 47
Abundance Scan 2224 (15.168 min): BF101174.D (-2223) (-) m/z 252.10 100.00%
2
5000
14.80 15.00 15.20 15.40
o} m/z 159.10 33.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104122: Phenol, 4,4'-(3-ethenyl-1-propene-1,3-diyl)bis-, (E)
252
5000 107 158 14.80 15.00 15.20 1540
131 237 m/z 253.10 29.61%
15 39 ‘
o..h,u”.hu”.,ﬂn. 92 HM\JH M\ b 2L, 2?}12}%IJJII S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
14.80 15.00 15.20 15.40
5000 m/z 69.00 27 .76%
126
ol 63 83 100 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene L BT o e
252 14.80 15.00 15.20 15.40
m/z 250.05 27 .32%
5000
0 39 63 83 99 | M 146 174 200 224 d
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120617\
Data File : BF101174.D

Aca On : 6 Dec 2017 18:12

Operator : SJ/JU

Sample : 16676-01 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT 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 14 Perylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.37 5.05 ng 59399 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 89
2 Benzolalpvrene 252 C20H12 000050-32-8 76
3 Benzolelpvrene 252 C20H12 000192-97-2 76
4 Benzolklfluoranthene 252 C20H12 000207-08-9 76
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 70
Abundance Scan 2258 (15.368 min): BF101174.D (-2255) (-) m/z 252.10 100.00%
252
5000
125 199 224 15.00 15.20 15.40 15.60
150 169 : : :
o 39 9 100 270286 315 77 950.10 35 910
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104214: Perylene
252
5000
15.00 15.20 15.40 15.60
125 m/z 253.10 20.05%
old7 39 62 83 99 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 125.00 15.70%
126
o 41 57 83101 149 200 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104217: Benzo[e]pyrene L BT o e
252 15.00 15.20 15.40 15.60
m/z 251.10 10.82%
5000
0 39 63 83 99 M 146 174 200 224 JJ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120617\
Data File : BF101174.D

Acq On : 6 Dec 2017 18:12

Operator : SJ/JU

Sample - 16676-01 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .M
ASP BNA STANDARDS FOR 5 POINT 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]
unknown6.62 6.62 14.6 ng 180260 1 6.85 246900 20.0
Sulfurous acid, d... 9.80 2.4 ng 36593 3 9.89 309779 20.0
Nonadecane 10.30 3.1 ng 47354 3 9.89 309779 20.0
Tetracosane 10.77 4.0 ng 58409 4 11.37 289857 20.0
Heptadecane 11.65 2.4 ng 34533 4 11.37 289857 20.0
Hexadecanoic acid... 11.76 30.1 ng 436283 4 11.37 289857 20.0
unknownl1l1.89 11.89 2.1 ng 30288 4 11.37 289857 20.0
9,12-Octadecadien... 12.45 99.4 ng 1440110 4 11.37 289857 20.0
16-Octadecenoic a... 12.47 75.0 ng 1086680 4 11.37 289857 20.0
Pyrene, l-methyl- 13.15 2.8 ng 50870 5 14.02 368649 20.0
Phenol, 4,4"-(3-e... 15.17 2.0 ng 24004 6 15.50 235232 20.0
Perylene 15.37 5.0 ng 59399 6 15.50 235232 20.0
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