LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021618\

Data File : BF103065.D

Acq On : 16 Feb 2018 20:59 Instrument :

Operator : SJ/JU BNA_F

Sample - J1539-07 ClientSampleld :

Misc - 12-ST-LATERAL-LINE-1-NW@5
ALS Vial : 25 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\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 height area % max. total
1 2.169 8 14 21 rvB 967899 1251279 27.83% 3.081%
2 5.116 512 515 524 rVB 98507 139189 3.10% 0.343%
3 5.504 576 581 584 rBV 4086315 4228862 94.05% 10.414%
4 6.510 747 752 769 rVvB2 3401173 4496354 100.00% 11.073%
5 6.651 771 776 779 rBV 4063498 4059496 90.28% 9.997%
6 6.875 811 814 818 rBV 1238901 1039724 23.12% 2.560%
7 7.034 837 841 844 rBV 3252030 2865448 63.73% 7 .056%
8 7.439 905 910 913 rBV 2477464 2594771 57.71% 6.390%
9 8.157 1029 1032 1035 rBV 1496784 1322351 29.41% 3.256%
10 8.180 1035 1036 1044 rVB 203999 134798 3.00% 0.332%
11 8.869 1150 1153 1158 rBV 55539 55777 1.24% 0.137%
12 9.233 1210 1215 1218 rBV 3541282 3166198 70.42% 7.797%
13 9.304 1224 1227 1230 rBvV 90487 69941 1.56% 0.172%
14 9.575 1265 1273 1275 rBVv4 32784 58500 1.30% 0.144%

15 9.622 1278 1281 1289 rVB 323275 310966 6.92% 0.766%

16 9.833 1313 1317 1321 rBV 188915 144106 3.20% 0.355%
17 9.916 1327 1331 1334 rBV 1380172 1212676 26.97% 2.986%
18 9.945 1334 1336 1340 rVB 186735 146567 3.26% 0.361%

19 10.122 1363 1366 1369 rVvVv 103175 94458 2.10% 0.233%
20 10.157 1369 1372 1376 rVB2 47961 49625 1.10% 0.122%
21 10.310 1395 1398 1400 rBV 51070 51677 1.15% 0.127%

22 10.333 1400 1402 1405 rVB 199956 155047 3.45% 0.382%
23 10.463 1420 1424 1428 rVB 189078 164472 3.66% 0.405%
24 10.551 1434 1439 1442 rBV3 72966 84496 1.88% 0.208%
25 10.704 1461 1465 1475 rBV 1907425 1882152 41.86% 4._.635%

26 10.804 1479 1482 1492 rVB 153810 194214 4._.32% 0.478%
27 10.957 1505 1508 1511 rVB 52925 49082 1.09% 0.121%
28 11.010 1512 1517 1519 rBV2 33905 49182 1.09% 0.121%
29 11.257 1555 1559 1561 rBV2 109357 103292 2.30% 0.254%
30 11.404 1580 1584 1586 rBV 1199487 1053790 23.44% 2.595%

31 11.427 1586 1588 1592 rVV 852625 678001 15.08% 1.670%
32 11.480 1593 1597 1600 rVvVv 253195 257784 5.73% 0.635%
33 11.516 1600 1603 1609 rVB2 31318 46537 1.03% 0.115%
34 11.633 1616 1623 1628 rBV 101537 122096 2.72% 0.301%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021618\

Data File : BF103065.D

Acq On : 16 Feb 2018 20:59 Instrument :

Operator : SJ/JU BNA_F

Sample - J1539-07 ClientSampleld :

Misc - 12-ST-LATERAL-LINE-1-NW@5
ALS Vial : 25 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF020318_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.680 1628 1631 1634 rBV 60252 49474 1.10% 0.122%
36 11.904 1664 1669 1672 rBV 70473 90157 2.01% 0.222%

37 11.933 1672 1674 1680 rVV 110323 102038 2.27% 0.251%
38 12.021 1685 1689 1697 rVB2 140064 184050 4_.09% 0.453%
39 12.086 1697 1700 1703 rBV 49482 48146 1.07% 0.119%
40 12.615 1787 1790 1794 rBV 688732 642752 14.29% 1.583%

41 12.851 1824 1830 1835 rBVY 511208 661382 14.71% 1.629%
42 12.986 1846 1853 1857 rBV 2577929 2561809 56.98% 6.309%
43 13.063 1862 1866 1870 rBV3 33424 58801 1.31% 0.145%
44 13.174 1882 1885 1889 rVB 113282 107290 2.39% 0.264%
45 13.239 1893 1896 1899 rBVY 121906 114790 2.55% 0.283%

46 13.280 1899 1903 1906 rBV2 47384 65244 1.45% 0.161%
47 13.868 2000 2003 2010 rVB3 157819 199150 4._.43% 0.490%
48 14.045 2026 2033 2036 rBV2 1035582 1224119 27.22% 3.014%
49 14.074 2036 2038 2045 rVB 222831 211551 4._.70% 0.521%
50 14.151 2049 2051 2054 rVB 58870 53002 1.18% 0.131%

51 14.792 2157 2160 2169 rVB 421307 419992 9.34% 1.034%
52 15.098 2208 2212 2215 rBV 161545 256039 5.69% 0.631%
53 15.404 2261 2264 2271 rVB 95573 121145 2.69% 0.298%
54 15.468 2271 2275 2280 rBV 146623 187424 4_.17% 0.462%
55 15.533 2281 2286 2300 rVB 576831 804253 17.89%% 1.981%

56 17.033 2537 2541 2548 rVB4 50391 112692 2.51% 0.278%

Sum of corrected areas: 40608208
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021618\

Data File : BF103065.D

Acq On : 16 Feb 2018 20:59

Operator : SJ/JU

Sample - J1539-07 :

Misc : 12-ST-LATERAL-LINE-1-NW@5
ALS Vial : 25 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

Abundance TIC: BF103065.D
4000000 5(50 6|65

6.51
7.03

3000000
7.44

2000000

6.87

1000000} %17

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: BF103065.D
4000000

9.23

3000000
12.99

2000000 10.70

1000000

04 A . A . . ) - — A Al A A A A
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: BF103065.D
4000000
3000000
2000000

14.04
1000000

17.03

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021618\

Data File : BF103065.D

Acq On : 16 Feb 2018 20:59

Operator : SJ/JU

Sample - J1539-07 :

Misc : 12-ST-LATERAL-LINE-1-NW@5
ALS Vial : 25 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

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.

2.7 24.07ng 1251280  1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

utane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
ilane, tetramethyl- 88 C4H12Si 000075-76-3 35
,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

Abundance Scan 14 (2.169 min): BF103065.D (-8) (-) m/z 73.00 100.00%

73
5000 43
55
87

| 65 95 220 230 240 2.50 2.60
1 S 1 P P R P S——— (Y 52 X o0 IR e B0 L]

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000

2.20 2.30 2.40 2.50 2.60
5 87 m/z 55.00 32.33%
s

|, 80
miz--> 5 % % 4 5'0 60 70 8 90 100 110 120 130
Abundance
73
87

2.20 2.30 2.40 2.50 2.60

5000 41 55 m/z 87.00 24 _49%
29
0 65 80 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- R RAmEaE s S
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 13.46%
5000 55
0 15638398115
m/z--> 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021618\

Data File : BF103065.D

Acq On : 16 Feb 2018 20:59

Operator : SJ/JU

Sample - J1539-07 :

Misc : 12-ST-LATERAL-LINE-1-NW@5
ALS Vial : 25 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

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 9

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

5.12 2.68 ng 139189 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25

Abundance Scan 516 (5.122 min): BF103065.D (-512) (-) m/z 43.00 100.00%
a3
59
5000
i T ohe o e T
83 : - : :
o...,....,....,....l,'::..,“??!-.i....,....,.~...,....,|....,. m/z 59.00 64.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR R AR LA AR
4.80 500 5.20 5.40
59 m/z 101.00 20.77%
0 21 37| 53 ‘ 67 778 o1 O
miz--> A D N N N
Abundance
43
480 5.00 520 540
5000 m/z 58.00 20.26%
101
o 15 25 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- O Eaa e A RAARE
59 4.80 500 5.20 5.40
m/z 41.00 9.54%
5000 41
69 87
15 \‘ 53 | 08
0'”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P
m/z--> 10 20 60 70 80 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021618\

Data File : BF103065.D

Acq On : 16 Feb 2018 20:59

Operator : SJ/JU

Sample - J1539-07 :

Misc : 12-ST-LATERAL-LINE-1-NW@5
ALS Vial : 25 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

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 78.09 ng 4059500 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 776 (6.651 min): BF103065.D (-771) (-) m/z 132.00 100.00%
5000 68
40 %6 J 640 6.60 6.80 7.00
54 : : : :
o |7 e7 | asus | m/z 67.95 39.04%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 L
5000 IR IS R R L
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.44%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 26.07%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e T R EAmmsme
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 14 ._.75%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | |
m/z--> 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021618\

Data File : BF103065.D

Acq On : 16 Feb 2018 20:59

Operator : SJ/JU

Sample - J1539-07 :

Misc : 12-ST-LATERAL-LINE-1-NW@5
ALS Vial : 25 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

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 Pentadecane Concentration Rank 11

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

9.83 2.38 ng 144106 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 80
4 Tritetracontane 605 C43H88 007098-21-7 78
5 Tridecane 184 C13H28 000629-50-5 72

Abundance Scan 1316 (9.827 min): BF103065.D (-1313) (-) m/z 57.00 100.00%

57
43
5000

99 113 126 960 9.0 10,00 1020
0 4115 m/z 43.00  75.29%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57
43
71

5000 T
85 9.60 9.80 10.00 10.20

29 m/z 70.95 49.41%
99
L B Al B B i AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 ¥
9.60 9.80 10.00 10.20
5000 71 m/z 85.00 31.10%
85
29
o 99 113 127 141 155 169 183 197 226
T T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57 9.60 9.80 10.00 10.20
43 m/z 41.00 30.00%
71
5000 85
29
oL 15 J | %9 113 127 141 155 169 198
e et e R e B o L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10 00 10 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021618\

Data File : BF103065.D

Acq On : 16 Feb 2018 20:59

Operator : SJ/JU

Sample - J1539-07 :

Misc : 12-ST-LATERAL-LINE-1-NW@5
ALS Vial : 25 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

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 Undecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.33 2.56 ng 155047 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 Cl11H24 001120-21-4 86
2 Hexadecane 226 C16H34 000544-76-3 86
3 Decane, 2-methyl- 156 Cl11H24 006975-98-0 74
4 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 72
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 72
Abundance Scan 1401 (10.327 min): BF103065.D (-1400) (-) m/z 57.00 100.00%
57
43
5000 71
85
9 113196 10.00 10.20 10.40 10.60
Oyt m/z 43.00 64 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28422: Undecane
43 57
5000 RS AR DA
71 10,00 10.20 10.40 10.60
29 85 m/z 71.00 45 . 70%
0 “ \‘\ 1| - \‘ 99 113 127 156
m/z--> 25 Jo éo éo 160 120 140 160 180 200 250
Abundance
43 57
10.'00 10.'20 10.'40 10.I60 '
5000 71 m/z 85.00 29.99Y%
85
29
0 99 113 127 141 155 169 183 197 226
m/z--> 25 Jo éo éo 160 120 150 1é0 1éo 200 250
Abundance #28427: Decane, 2-methyl- R e B LA A s
3 57 10.00 10.20 10.40 10.60
71 m/z 41.00 29.16%
5000
85
29 ‘ ‘ gg 112
ot L b d 2 amas el ot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1000 1020 1040 1060
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021618\

Data File : BF103065.D

Acq On : 16 Feb 2018 20:59

Operator : SJ/JU

Sample - J1539-07 :

Misc : 12-ST-LATERAL-LINE-1-NW@5
ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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 7 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.80 3.69 ng 194214 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Eicosane 282 C20H42 000112-95-8 86
4 Octacosane 394 C28H58 000630-02-4 83
5 Nonadecane 268 C19H40 000629-92-5 78
Abundance Scan 1481 (10.798 min): BF103065.D (-1479) (-) m/z 57.00 100.00%
57
43
71
5000

J

10.40 10.60 10.80 11.00 11.20

(o} m/z 43.00 72.78%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane
43 7
5000 71 TT T T[T T T T [T T T T[T T TT[TT
a5 1040 10,60 10.80 11.00 1120
29 m/z 71.00 63.73%
o | L L w 99113127141155169183197 226
R [T T T P T e e T e e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 e s el
71 10.40 10.60 10.80 11.00 11.20
5000 o m/z 41.00 34.12%
29 9
oL15 113127141155169183 212
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane RN REmEs R
3 % 10.40 10.60 10.80 11.00 11.20
4 m/z 85.00 31.30%
71
5000
85
29 %
o J L h | 7 118127141155169183197211225230253 282 J
T [ T T T P T P e P e e P A e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1040 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021618\

Data File : BF103065.D

Acq On : 16 Feb 2018 20:59

Operator : SJ/JU

Sample - J1539-07 :

Misc : 12-ST-LATERAL-LINE-1-NW@5
ALS Vial : 25 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

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 5H-Indeno[l,2-b]pyridine Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.63 2.32 ng 122096 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Indeno[1,2-b]pyridine 167 C12HSN 000244-99-5 93
2 D-Galactitol, 2-(acetylmethylami... 363 C16H29N08 074410-42-7 91
3 Carbazole 167 C12HON 000086-74-8 87
4 9H-Carbazole, 9-nitroso- 196 C12H8N20 002788-23-0 83
5 9H-Carbazole-9-methanol 197 C13H11NO 002409-36-1 80
Abundance Scan 1622 (11.627 min): BF103065.D (-1616) (-) m/z 167.10 100.00%
167
5000 A\
13 11140 1160 11.80 12,00
43 63 113 84 . . . .
ob B b N480205 /7 166.00  25.45%
m/z--> 50 100 150 200 250 300
Abundance #35952: 5H-Indeno[1,2-b]pyridine
167
5000
11.40 11.60 11.80 12.00
139 m/z 139.00 16.51%
83
14 3 6% 13 |
m/z--> 50 100 150 200 250 300 '
Abundance
167
11.40 11.60 11.80 12.00
5000 m/z 168.00 14 _.34%
28
83
o 45 63 13 ¥ 186 207 228 267 296 326343
m/z--> 50 100 150 200 250 300 '
Abundance #35949: Carbazole
167 11.40 11.60 11.80 12.00
m/z 179.00 13.29%
5000
o 39 71 89 113 ﬁg [ N
m/z--> 50 100 150 200 250 300 ' 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021618\

Data File : BF103065.D

Acq On : 16 Feb 2018 20:59

Operator : SJ/JU

Sample - J1539-07 :

Misc : 12-ST-LATERAL-LINE-1-NW@5
ALS Vial : 25 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

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 6

R.T. EstConc Area Relative to ISTD R.T.
12.02 3.49 ng 184050 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 87
2 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C10H7FN20 306936-57-2 58
3 Methyl diselenide 190 C2H6Se2 007101-31-7 49
4 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 42
5 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 38
Abundance Scan 1689 (12.021 min): BF103065.D (-1685) (-) m/z 190.00 100.00%
190

5000

A
LI B B I e |

11.80 12.00 12.20 12.40
m/z 189.00 92.63%

163

o 110123 137 150 209 224 243

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
1

5000
11.80 12.00 12.20 12.40

m/z 191.00 25.91%

| 111124137150
mz-> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance
190
11.80 12.00 12.20 12.40
5000 m/z 94.70 24 .90%
95 162
107 134
R B A WA o e R RAR S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53211: Methy! diselenide B B B e e
190 11.80 12.00 12.20 12.40
m/z 192.05 23.23%
93 175

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021618\

Data File : BF103065.D

Acq On : 16 Feb 2018 20:59

Operator : SJ/JU

Sample - J1539-07 :

Misc : 12-ST-LATERAL-LINE-1-NW@5
ALS Vial : 25 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

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 Bromoacetic acid, octadecyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.87 3.25 ng 199150 Chrysene-d12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 83
2 Octacosanol 410 C28H580 000557-61-9 83
3 11-Tricosene 322 C23H46 052078-56-5 83
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 83
5 5-Eicosene, (E)- 280 C20H40 074685-30-6 83
Abundance Scan 2003 (13.868 min): BF103065.D (-2000) (-) m/z 57.00 100.00%
g7
83
5000
140 168 205 13.60 13:80 14.00 14.20
ob——tby m/z 55.00 92.38%
m/z--> 50 100 150 200 250 300 350
Abundance #207396: Bromoacetic acid, octadecy! ester
43
69
97
5000 L I S I A
13.60 13.80 14.00 14.20
m/z 43.00 88.98%
RN ‘\‘H u\ u HL JPam 20 e
m/z--> 50 150 200 250 300 350
Abundance
57
o1 SR AR SUNILE S SR
13.60 13.80 14.00 14.20
5000 m/z 83.05 75.47%
125
0 29 77 153 181 209 236 264 292 322 364 392
m/z--> 50 100 150 200 250 300 350 '
Abundance #163017: 11-Tricosene R EEEEE S
43 13.60 13.80 14.00 14.20
m/z 97.05 62.77%
5000 8
111
o 111, 140 168 196 224243 266 294 322
m/z--> 50 100 @ 200 250 300 350 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021618\
Data File : BF103065.D

Acq On : 16 Feb 2018 20:59

Operator : SJ/JU

Sample - J1539-07

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M

= ASP BNA STANDARDS FOR 5 POINT 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 11 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.79 10.44 ng 419992 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 91
2 13-Docosenamide, (Z2)- 337 C22H43NO 000112-84-5 90
3 Tetradecanamide 227 C14H29NO 000638-58-4 78
4 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
5 Hexadecanamide 255 C16H33NO 000629-54-9 56
Abundance Scan 2160 (14.792 min): BF103065.D (-2157) (-) m/z 59.00 100.00%
9
5000
o 126 14.40 14.60 14.80 15.00 15.20
o 154 184 206 227 255 277294 320337 n/z 71.95 56 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 L UL UL BRI I
14.40 14.60 14.80 15.00 15.20
m/z 55.00 45_09%
8l 98 126
o..WJL.%.MH“‘W ““*N.uh..%ﬁ4“.}§ﬁ...323??§n?§ﬁ%8%...“...“,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
59
i 14.40 14.60 14.80 15.00 15.20
5000 m/z 41.00 27 .67%
137
8 110
o 154 193 221240 277294 320337
L R B AR RS LAY LR LAY LARAN LAY LARAN LR RARAN LR EARRN LAAR) RARRN AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83609: Tetradecanamide B B o e
59 14.40 14.60 14.80 15.00 15.20
m/z 43.00 26.31%
5000
o 4ﬂ y oy 86 114135149167184 505 227
m/z--> 20 40 60 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 320 340 14.40 14.60 14.80 15.00 15.20

8270-BF020318.M Mon Feb 19 14:09:41 2018
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021618\

Data File : BF103065.D

Acq On : 16 Feb 2018 20:59

Operator : SJ/JU

Sample - J1539-07 :

Misc : 12-ST-LATERAL-LINE-1-NW@5
ALS Vial : 25 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

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 8
R.T. EstConc Area Relative to ISTD R.T.
15.40 3.01 ng 121145 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[a]pyrene 252 C20H12 000050-32-8 96
3 Perylene 252 C20H12 000198-55-0 94
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
Abundance Scan 2263 (15.398 min): BF103065.D (-2261) (-) m/z 252.10 100.00%
252
5000
125
43 75 224 15.00 15.20 15.40 15.60 15.80
o 58 100 144 165 190205 271286302 77 25000 30 500
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104221: Benzo[e]pyrene
252
5000
15.00 15.20 15.40 15.60 15.80
126 m/z 253.00 23.20%
0 41 63 91 111 150 174 200 224
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 15.80
5000 m/z 125.10 22 .56%

126
39 63 87 111 149 174 200 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104214: Perylene L e o
252 15.00 15.20 15.40 15.60 15.80
m/z 125.85 19.70%
5000
125

|17 39 62 83 99 150 174 200 224

s
LI S I O L B B

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 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021618\

Data File : BF103065.D

Acq On : 16 Feb 2018 20:59

Operator : SJ/JU

Sample - J1539-07 :

Misc : 12-ST-LATERAL-LINE-1-NW@5
ALS Vial : 25 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 24_.1 ng 1251280 1 6.87 1039720 20.0
2-Pentanone, 4-hy... 5.12 2.7 ng 139189 1 6.87 1039720 20.0
unknown6 .65 6.65 78.1 ng 4059500 1 6.87 1039720 20.0
Pentadecane 9.83 2.4 ng 144106 3 9.92 1212680 20.0
Undecane 10.33 2.6 ng 155047 3 9.92 1212680 20.0
Hexadecane 10.80 3.7 ng 194214 4 11.40 1053790 20.0
5H-Indeno[1,2-b]p... 11.63 2.3 ng 122096 4 11.40 1053790 20.0
4H-Cyclopenta[def... 12.02 3.5 ng 184050 4 11.40 1053790 20.0
Bromoacetic acid,... 13.87 3.3 ng 199150 5 14.04 1224120 20.0
9-Octadecenamide, ... 14.79 10.4 ng 419992 6 15.53 804253 20.0
Benzo[e]pyrene 15.40 3.0 ng 121145 6 15.53 804253 20.0
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