LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\
Data File : BF103138.D

Aca On : 21 Feb 2018 16:05

Operator : SJ/JU

Sample : J1623-17

Misc :

ALS Vial : 13 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-BF020318.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 2.169 7 14 22 rVB 1137003 1589645 38.06% 3.594%
2 5.081 505 509 512 rBV 48751 51721 1.24% 0.117%
3 5.122 512 516 525 rVB 95190 137694 3.30% 0.311%
4 5.504 576 581 584 rBY 3963651 4177161 100.00% 9.444%
5 6.516 747 753 766 rBVY 3438637 4119432 98.62% 9.314%
6 6.651 771 776 779 rBV 4077349 4035736 96.61% 9.125%
7 6.875 811 814 818 rBVY 1231027 1007655 24.12% 2.278%
8 7.033 837 841 844 rBVY 3409863 3110008 74.45% 7.032%
9 7.445 905 911 914 rBV 2623983 2718869 65.09% 6.147%
10 8.157 1029 1032 1046 rBVY 1369534 1388860 33.25% 3.140%
11 9.233 1210 1215 1218 rBV 4014515 3755454 89.90% 8.491%
12 9.304 1224 1227 1230 rVB 54716 44260 1.06% 0.100%
13 9.627 1276 1282 1289 rVB 193774 219965 5.27% 0.497%
14 9.774 1304 1307 1313 rBV 62079 66305 1.59% 0.150%

15 9.833 1314 1317 1320 rVB 158407 121607 2.91% 0.275%

16 9.916 1327 1331 1334 rBV 1521102 1323638 31.69% 2.993%

17 9.945 1334 1336 1342 rVB 102203 98092 2.35% 0.222%
18 10.121 1363 1366 1369 rVB 55786 47049 1.13% 0.106%
19 10.333 1395 1402 1405 rBV 215195 182900 4_.38% 0.414%
20 10.463 1421 1424 1428 rVB 101094 87358 2.09% 0.198%
21 10.551 1434 1439 1442 rBV2 59464 73494 1.76% 0.166%

22 10.710 1461 1466 1480 rBV 2080130 2196723 52.59% 4._.967%
23 10.804 1480 1482 1492 rVB 152832 193489 4.63% 0.437%

24 11.016 1512 1518 1520 rBV6 28334 48358 1.16% 0.109%
25 11.210 1548 1551 1555 rBV 55197 51900 1.24% 0.117%
26 11.251 1555 1558 1561 rVVv2 69504 70349 1.68% 0.159%
27 11.304 1565 1567 1570 rVB 47951 44865 1.07% 0.101%

28 11.404 1580 1584 1586 rBV 1237084 1121665 26.85% 2.536%
29 11.427 1586 1588 1592 rVV 875897 722173 17.29% 1.633%
30 11.480 1594 1597 1600 rVB 190138 160417 3.84% 0.363%

31 11.639 1619 1624 1628 rBV2 107381 130956 3.14% 0.296%
32 11.904 1666 1669 1671 rBV 98926 108420 2.60% 0.245%
33 11.933 1672 1674 1677 rVV 138588 118226 2.83% 0.267%
34 11.980 1680 1682 1685 rVB 51560 42493 1.02% 0.096%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\
Data File : BF103138.D

Aca On : 21 Feb 2018 16:05

Operator : SJ/JU

Sample : J1623-17

Misc :

ALS Vial : 13 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-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.021 1685 1689 1691 rBV2 150777 178261 4.27% 0.403%

36 12.198 1717 1719 1722 rVB 61635 49386 1.18% 0.112%
37 12.233 1722 1725 1729 rVB3 71822 80354 1.92% 0.182%
38 12.457 1759 1763 1765 rBV 54318 68047 1.63% 0.154%
39 12.480 1765 1767 1771 rVVv4 45525 74466 1.78% 0.168%
40 12.545 1774 1778 1782 rBV2 59734 65200 1.56% 0.147%

41 12.621 1787 1791 1794 rBV 1122784 977776 23.41% 2.211%
42 12.851 1823 1830 1836 rBVY 1082729 1158551 27.74% 2.619%
43 12.898 1836 1838 1841 rVB2 46318 43830 1.05% 0.099%
44 12.986 1847 1853 1857 rBV 2442644 2607798 62.43% 5.896%
45 13.068 1862 1867 1871 rBV3 72576 121724 2.91% 0.275%

46 13.151 1878 1881 1883 rBV3 74982 94367 2.26% 0.213%
47 13.174 1883 1885 1888 rvB2 122594 119347 2.86% 0.270%
48 13.245 1894 1897 1899 rBV 64600 63694 1.52% 0.144%
49 13.280 1899 1903 1906 rVV3 92539 116473 2.79% 0.263%
50 13.404 1922 1924 1930 rBV2 54174 62343 1.49% 0.141%
51 13.486 1936 1938 1943 rVB6 42440 46421 1.11% 0.105%
52 13.686 1969 1972 1976 rVB 112690 99220 2.38% 0.224%
53 13.798 1987 1991 1993 rBV2 109044 129421 3.10% 0.293%
54 13.821 1993 1995 1998 rVB 63887 55074 1.32% 0.125%

55 13.868 1998 2003 2006 rBv4 330843 404765 9.69% 0.915%

56 14.051 2029 2034 2036 rBV2 1038733 1374895 32.91% 3.109%
57 14.074 2036 2038 2045 rVB 506272 470973 11.27% 1.065%
58 14.198 2056 2059 2061 rBVZ2 51146 53885 1.29% 0.122%
59 14.439 2098 2100 2103 rVB 109771 88670 2.12% 0.200%
60 15.104 2209 2213 2217 rBV 370567 602573 14.43% 1.362%

61 15.215 2230 2232 2240 rVB 79388 101863 2.44% 0.230%
62 15.415 2263 2266 2272 rVB 214014 267171 6.40% 0.604%
63 15.480 2273 2277 2282 rVB 297979 362914 8.69% 0.821%
64 15.545 2283 2288 2292 rBV 540265 726680 17.40% 1.643%
65 17.056 2540 2545 2553 rBV2 99171 196409 4._70% 0.444%

Sum of corrected areas: 44229488
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF022118\

BF103138.D

21 Feb 2018 16:05

SJ/Ju

J1623-17

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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4000000

3000000

2000000

2.17
1000000

TIC: BF103138.D

5,50

6.52

65

7.03

6.87

7.45

0

Time-->

4.00

4.50

5.00

5.50

™ T
2.50

3.00

3.50

Abundance
4000000

3000000

2000000

1000000

8.16

TIC: BF103138.D

9123

10.71

9.92

£30 gﬂ' 639 -%o.12iﬁ§1®6§ ] L\

A
T T T T T

12.6212.85

12.99

Or——
Time-->

AN
LI S S N B B B B

10.50 11.00

11.50

9.50

10.00

12.00

12.50

13.00

Abundance
4000000

3000000

2000000

1000000

TIC: BF103138.D

14.05

17.00

16.00 16.50

15.50

14.50 15.00

17.50

18.00

18.50

19.00

8270-BF020318.

M Thu Feb 22 09:46:42 2018

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\
Data File : BF103138.D

Aca On : 21 Feb 2018 16:05

Operator : SJ/JU

Sample : J1623-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.17 31.55 ng 1589650 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance Scan 14 (2.169 min): BF103138.D (-7) (-) m/z 73.00 100.00%

n
5000 43
55 87

220 230 240 2.50 2.60

Obrrerrerrprrrrprrerpre b 8 L L 109 Tm/z 43.00  42.20%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
5000 AN RARARRARSE RARAR RRRRE LA
2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 32.49%
OIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII T
T T T T T T T T T T T T T T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 A AR AR LA RS U
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 87.00 25.24%
29
0 65 97 112 129
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl-
73 2.20 2.30 2.40 2.50 2.60

m/z 41.00 13.59%

5000
43
2 15 2 153 65 | 88
o} S S | O RN

1 | ‘ ‘ |
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\
Data File : BF103138.D

Aca On : 21 Feb 2018 16:05

Operator : SJ/JU

Sample : J1623-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.12 2.73 ng 137694 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetone 58 C3H60 000067-64-1 22
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 516 (5.122 min): BF103138.D (-512) (-) m/z 43.00 100.00%
43
59
5000
1ot 4.80 500 5.20 5.40
o sl e 7 590060, 12%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R R L I
59 480 500 520 540
m/z 101.00 17.89%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 5.00 520 540
5000 m/z 58.00 16.62%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- B e B AR
59 4.80 500 5.20 5.40
m/z 40.95 T.77%
5000
a1 101
0 15 ! 3\1 \‘H 53\\\‘\ 69 8\3
m/z--> 10 20 30 40 50 60 70 8 9 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\
Data File : BF103138.D

Aca On : 21 Feb 2018 16:05

Operator : SJ/JU

Sample : J1623-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 3 unknown6.65 Concentration Rank 1

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

6.65 80.10 ng 4035740 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 776 (6.651 min): BF103138.D (-771) (-) m/z 132.00 100.00%
132
5000 68
40 %6 J " 640 6.60 6.80 7.00
54 . . : :
0 8 Ay W/z 68.00 39.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR S R R L
6.40 6.60 6.80 7.00
2 51 m/z 134.00 33.32%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 66.00 26 .83%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 I
Abundance #52379: Tranylcypromine-propiony! R S EREEEEEE s
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 15.50%
5000 og 116
) AN | VIR A N HW..LL,..“u S E— 189 SRS | S { AN
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\
Data File : BF103138.D

Aca On : 21 Feb 2018 16:05

Operator : SJ/JU

Sample : J1623-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.33 2.76 ng 182900 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 91
3 5-Ethvildecane 170 C12H26 017302-36-2 91
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 1401 (10.327 min): BF103138.D (-1395) (-) m/z 57.00 100.00%
57
43
5000
9 113 1 10 170 10,00 1020 1040 1060
0 m/z 43.00 67 .40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 7
5000 & RN AR AR ARRE

g5 10. oo 10.20 10.40 10.60
29 ‘ m/z 71.00 56.81%
-

A “ 99 113 127 141 155 169 183 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 71
10.00 10.20 10.40 10.60
5000 m/z 85.00 33.40%
85
2 99 112 140
0 127 155 168 183 197 211 226
R R B o B B A R R S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38319: 5-Ethyldecane e RAREEEa R
57 10.00 10.20 10.40 10.60
m/z 41.00 28.69%
43
5000 71

5
98 112 140

“ | 170

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10. 00 10. 20 10 40 10. 60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\
Data File : BF103138.D

Aca On : 21 Feb 2018 16:05

Operator : SJ/JU

Sample : J1623-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 5H-Indeno[l,2-b]pyridine Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.64 2.34 ng 130956 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Indenoll.2-blpvridine 167 C12HSN 000244-99-5 93
2 9H-Carbazole-9-methanol 197 C13H11NO 002409-36-1 87
3 Carbazole 167 C12HSN 000086-74-8 87
4 9H-Carbazole. 9-nitroso- 196 C12H8N20 002788-23-0 87
5 2-Azafluorene 167 C12HON 000244-40-6 83
Abundance Scan 1624 (11.639 min): BF103138.D (-1619) (-) m/z 167.00 100.00%
147
5000
30 51 63 23 g 113196 13|9 151 || 179 194 210 1150 11.60 11,80 12.00
Ob ittt e A e || M7z 166.00  22_23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35952: 5H-Indeno[1,2-b]pyridine
167
5000
11.40 11.60 11.80 12.00
139 m/z 168.00 13.32%
ol 14 27 39 51 69 ?F 98 113 127 | 151 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
167
11.40 11.60 11.80 12.00
5000 m/z 139.00 13.04%
84 139
0 51 63 98 113 127 | 151
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35947: Carbazole
167 11.40 11.60 11.80 12.00
m/z 83.40 10.52%
5000
139
84
ol 283950 6 | o 13157 |
m/z--> 20 40 60 80 100 120 140 160 180 200 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\
Data File : BF103138.D

Aca On : 21 Feb 2018 16:05

Operator : SJ/JU

Sample : J1623-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Phenanthrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.93 2.11 ng 118226 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 95
2 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 95
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 94
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 94
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 93

Abundance Scan 1673 (11.927 min): BF103138.D (-1672) (-) m/z 192.10 100.00%

5000

82 11.60 11.80 12.00 12.20

105 117 128139 150

0 m/z 191.00 56.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192
5000

11.60 11.80 12.00 12.20
m/z 189.00  33.18%

165
27 39 50 63 74 86 96 115126 139 152 | 176 ||

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

Abundance
192
e R AREEMmEmE
11.60 11.80 12.00 12.20
5000 m/z 193.00 16.74%
165
ol 27 39 51 63 73 83 9% 115126 139 152 176
e LA o o R A e e o o o o o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54749: Phenanthrene, 2-methyl-
192 11.60 11.80 12.00 12.20
m/z 190.00 16.54%
5000

165
27 39 50 63 82 9 115126 139 152 | 176 ||

m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\
Data File : BF103138.D

Aca On : 21 Feb 2018 16:05

Operator : SJ/JU

Sample : J1623-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.02 3.18ng 178261  Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 4H-Cvclopentaldefiphenanthrene 190 C15H10 000203-64-5 93
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 45

3 1-Aminocvclopentanecarboxvlic ac... 263 C11H18CINO4 1000329-16-5 17
4 1-Aminocvclopentanecarboxvlic ac... 389 C20H36CINO4 1000329-17-2 17
5 1-Aminocyclopentanecarboxylic ac... 333 C16H28CINO4 1000329-16-8 17

Abundance Scan 1689 (12.021 min): BF103138.D (-1685) (-) m/z 190.00 100.00%
190

5000

163 11.80 12.00 12.20 12.40

113 127139 176

202 218 243

0 m/z 188.95 92.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
Q
5000 ----|----|----|--7/‘i’\]‘-/\-/\-
94 11.80 12.00 12.20 12.40
m/z 192_.00 38.78%
L2739 5163 8L | 110122 137150163 178 ||
R e o e o e I LA o B e o o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
189
N e e o A
11.80 12.00 12.20 12.40
5000 m/z 191.00 33.65%
94
81 163
O e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #112850: 1-Aminocyclopentanecarboxylic acid, N-(2-chloroet...
190 11.80 12.00 12.20 12.40
m/z 94_.50 26.84%
5000
63 146
27 s 0 %eeMO1a | I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 80 12. OO 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\
Data File : BF103138.D

Aca On : 21 Feb 2018 16:05

Operator : SJ/JU

Sample : J1623-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 n-Nonadecanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 5.89 ng 404765 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 90
2 Cvclopentadecane 210 C15H30 000295-48-7 90
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 89
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 89
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 89
Abundance Scan 2003 (13.868 min): BF103138.D (-1998) (-) m/z 57.00 100.00%
g7
5000 229 _,$¢JLJWUm,,vj\-ﬂ\-»A~vvﬂ
SR AR SUNIUE SR B
3 139 13.60 13.80 14.00 14.20
o AT 168 202 |, 257276300 m/z 55.00 84.31%
m/z--> 50 150 200 250 300 350
Abundance #131393: n-Nonadecanol-1
43
5000 L B BULELL BRI UL
111 Bmmmmmmm
m/z 43.00 80.09%
39
0 .1.8. \I‘ \‘\ ‘ \‘ \M \ u |1§8| :!'9|6| . |2?|8| 2|6|6| —
m/z--> 200 250 300 350
Abundance
55
83 '13.60 13.80 14.00 14.20
5000 m/z 83.00 76.02%
29 111
139 182 210
tr—rr-r-r—r———r
m/z--> §0 160 150 200 250 300 3%0
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester L e N m e o
57 13.60 13.80 14.00 14.20
83 m/z 69.00 66.60%
5000 111
-1
oL | |]]139 163182 210 o375 356
m/z--> 50 160 1%0 260 2éo 360 350 13 60 13. 80 14.00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022118\
Data File : BF103138.D

Aca On : 21 Feb 2018 16:05

Operator : SJ/JU

Sample : J1623-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.42 7.35 ng 267171 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Pervlene 252 C20H12 000198-55-0 94
3 Benzolklfluoranthene 252 C20H12 000207-08-9 94
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
Abundance Scan 2267 (15.421 min): BF103138.D (-2263) (-) m/z 252.10 100.00%
252
5000
125 15.20 15.40 15.60 15.80
224 : : : :
ol AL 63 90 | 146 180200 7C% 4 278 815 355 386 1777250.00 28.17%
m/z--> 50 100 150 200 250 300 350
Abundance #104221: Benzo[e]pyrene
252
5000
15.20 15.40 15.60 15.80
126 m/z 253.05 22 .14%
0 41 63 100 M‘ 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance
252
15.20 15.40 15.60 15.80
5000 m/z 125.00 16.37%
125
oll7.39 74 99 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104224: Benzo[K]fluoranthene R B B
252 15.20 15.40 15.60 15.80
m/z 125.90 12.25%
5000
126
0 74 99 | 200 224
Trrr [ rrrrrrrrrrrrr . rrr [ rr [ r 111 11171 —v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—h
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022118\
Data File : BF103138.D

Acq On : 21 Feb 2018 16:05

Operator : SJ/JU

Sample - J1623-17

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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]
Butane, 2-methoxy... 2.17 31.6 ng 1589650 1 6.87 1007660 20.0
2-Pentanone, 4-hy... 5.12 2.7 ng 137694 1 6.87 1007660 20.0
unknown6 .65 6.65 80.1 ng 4035740 1 6.87 1007660 20.0
Hexadecane 10.33 2.8 ng 182900 3 9.92 1323640 20.0
5H-Indeno[1,2-b]p... 11.64 2.3 ng 130956 4 11.40 1121670 20.0
Phenanthrene, 1-m... 11.93 2.1 ng 118226 4 11.40 1121670 20.0
4H-Cyclopenta[def... 12.02 3.2 ng 178261 4 11.40 1121670 20.0
n-Nonadecanol-1 13.87 5.9 ng 404765 5 14.05 1374900 20.0
Benzo[e]pyrene 15.42 7.3 ng 267171 6 15.54 726680 20.0
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