LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103425.D

Aca On : 5 Mar 2018 22:42

Operator : SJ/JU

Sample : J1723-13

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-BF022218.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 2.128 3 7 14 rVB 205259 282998 8.52% 0.982%
2 5.110 511 514 523 rBV 51892 80464 2.42% 0.279%
3 5.504 577 581 609 rBVY 2449408 3323364 100.00% 11.531%
4 6.516 749 753 771 rBV 2419325 3249033 97.76% 11.273%
5 6.645 771 775 789 rVB 2722626 3054857 91.92% 10.600%
6 6.875 810 814 821 rBV 732399 764916 23.02% 2.654%
7 7.028 836 840 856 rBVY 2173263 2129003 64.06% 7.387%
8 7.439 906 910 927 rBVY 1682847 1795685 54.03% 6.231%
9 8.157 1028 1032 1050 rVB 965090 1037032 31.20% 3.598%
10 8.875 1151 1154 1157 rBV 35939 35979 1.08% 0.125%
11 9.227 1210 1214 1223 rBvV 2507327 2454179 73.85% 8.515%
12 9.616 1275 1280 1287 rVB4 23853 51759 1.56% 0.180%
13 9.780 1304 1308 1311 rBV 35260 42502 1.28% 0.147%
14 9.827 1312 1316 1320 rVB 52911 47133 1.42% 0.164%
15 9.916 1327 1331 1334 rBvV 1018635 907712 27.31% 3.150%
16 9.945 1334 1336 1342 rVB 81466 82739 2.49% 0.287%
17 10.122 1362 1366 1369 rBvV2 40066 48099 1.45% 0.167%
18 10.327 1397 1401 1404 rvB2 91295 86325 2.60% 0.300%
19 10.469 1421 1425 1431 rVB 47810 54309 1.63% 0.188%
20 10.551 1433 1439 1441 rBV3 36010 54375 1.64% 0.189%

21 10.710 1462 1466 1474 rBV 1245770 1344553 40.46% 4 _.665%
22 10.804 1479 1482 1492 rVB2 66837 109092 3.28% 0.379%
23 11.251 1556 1558 1561 rVV3 64175 69956 2.10% 0.243%
24 11.310 1565 1568 1571 rVB2 36073 37911 1.14% 0.132%
25 11.410 1581 1585 1587 rBV 864513 750969 22.60% 2.606%

26 11.433 1587 1589 1593 rVvV 565000 475541 14.31% 1.650%
27 11.486 1595 1598 1603 rVB 131034 120057 3.61% 0.417%
28 11.651 1618 1626 1629 rBV 80486 108718 3.27% 0.377%
29 11.916 1668 1671 1673 rVV 64223 74946 2.26% 0.260%
30 11.945 1673 1676 1680 rVB2 112220 116240 3.50% 0.403%

31 12.021 1686 1689 1692 rBV2 104137 128415 3.86% 0.446%
32 12.086 1697 1700 1705 rBV 110504 115962 3.49% 0.402%
33 12.204 1718 1720 1723 rVV 42678 45762 1.38% 0.159%
34 12.245 1725 1727 1730 rVB2 35144 34956 1.05% 0.121%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103425.D

Aca On : 5 Mar 2018 22:42

Operator : SJ/JU

Sample : J1723-13

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-BF022218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.280 1730 1733 1737 rVB5 51670 58779 1.77% 0.204%
36 12.374 1746 1749 1753 rVB5 51260 60330 1.82% 0.209%
37 12.468 1762 1765 1768 rBV2 63782 80645 2.43% 0.280%

38 12.633 1789 1793 1796 rBV 870113 810590 24.39% 2.813%
39 12.863 1829 1832 1838 rVB 796494 727058 21.88% 2.523%

40 12.910 1838 1840 1844 rVB2 40423 41344 1.24% 0.143%
41 12.998 1850 1855 1858 rBV 1593605 1611989 48.50% 5.593%
42 13.027 1858 1860 1865 rVB 49061 47056 1.42% 0.163%
43 13.086 1865 1870 1872 rBV2 51104 93669 2.82% 0.325%
44 13.192 1885 1888 1893 rVB2 107968 127059 3.82% 0.441%
45 13.257 1897 1899 1902 rVB 53483 45069 1.36% 0.156%
46 13.421 1925 1927 1932 rBV2 51949 50942 1.53% 0.177%

47 13.874 2001 2004 2009 rBV4 103737 155573 4.68% 0.540%
48 14.068 2032 2037 2040 rBV2 641853 914411 27.51% 3.173%
49 14.092 2040 2041 2045 rVB 313899 228203 6.87% 0.792%
50 15.139 2215 2219 2221 rBV 183381 267672 8.05% 0.929%

51 15.515 2281 2283 2288 rVB 138448 135352 4_.07% 0.470%
52 15.580 2291 2294 2297 rVB 235264 249461 7.51% 0.866%

Sum of corrected areas: 28820743
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF030518\

BF103425.D

5 Mar 2018 22:42

SJ/Ju

J1723-13

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103425.D

Aca On : 5 Mar 2018 22:42

Operator : SJ/JU

Sample : J1723-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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.

2.13 7.40 ng 282998 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 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 10
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 7 (2.128 min): BF103425.D (-3) (-) m/z 73.00 100.00%
7B
5000 43
55 87
36 2.20 2.30 2.40 2.50
oGk b e e e | mM/Z 43.00 41.03%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 RS UL IR I
43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 28.76%
29 ‘ ‘
'“l““l”“l”“““'J“MWH'W“'J”“l““l““l““l““l““l““
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 USRS AR AR AR
2.20 2.30 2.40 2.50
5000 41 55 m/z 87.05 24 .60%
29
65 97 112 129
mewﬁwmmm
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl-  RRamn e
7B 2.20 2.30 2.40 2.50
m/z 41.00 12.00%
5000 J/\\AwNWAk\vvﬁM’“ﬂ\MVWNﬂﬂvﬁ
43
2 15 2 ]| 53 e | 88
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 220 230 2.40 250
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103425.D

Aca On : 5 Mar 2018 22:42

Operator : SJ/JU

Sample : J1723-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 12

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

5.11 2.10 ng 80464 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 40
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 32

Abundance Scan 514 (5.110 min): BF103425.D (-511) (-) m/z 43.00 100.00%
43
59
5000
1 480 500 520 540
83 : : : :
o...,....,....,....'i'::~..?1..!|.i...‘??....,.~...,....,|....,. m/z 59.00 66.63%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.00 17.97%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 57.95 15.50%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- AR REEE L e
59 480 5.00 5.20 5.40
m/z 41.00 8.21%
5000 41
31
| .
"'I'}é'l"'hl "'Jiﬁ"'l??uk"' "i""l""l'"g?l""l' IR LS LR UL A
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103425.D

Aca On : 5 Mar 2018 22:42

Operator : SJ/JU

Sample : J1723-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 79.87 ng 3054860 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-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF103425.D (-771) (-) m/z 132.00 100.00%
132
5000 68 A¥
6 rTTTTTTTTT T TR T T T T T
40 . 54 | 75 104 ‘ 6.40 6.60 6.80 7.00
o I 11 R/ A M S | m/z 67.95 38.91%
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
6.40 6.60 6.80 7.00
78 m/z 134.00 32.90%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 m/z 65.95 26.74%
33 44 g7 105

70 78
51 60 86 115

wwmwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

S

Abundance #14491: 5-Aminoindole

132 6.40 6.60 6.80 7.00
m/z 69.00 15.06%
5000
104
51 66 77
14 27 37 4491 58 | 5,89 97 || 115
T T T R T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BF030518\
Data File : BF103425.D

Aca On : 5 Mar 2018 22:42

Operator : SJ/JU

Sample : J1723-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.80 2.91 ng 109092 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Heneicosane 296 C21H44 000629-94-7 68
3 Tetracosane 338 C24H50 000646-31-1 68
4 Eicosane 282 C20H42 000112-95-8 64
5 Octadecane 254 C18H38 000593-45-3 64
Abundance Scan 1481 (10.798 min): BF103425.D (-1479) (-) m/z 57.00 100.00%
57
5000 85
113 13g 155 197 10.40 10.60 10.80 11.00 11.20
S N v - - m/z 43.00 67.87%
m/z--> 50 100 150 200 250 300
Abundance #71393: Pentadecane
57
5000 85 AR U FUREL B B
mmmmmmumnm
29 m/z 71.00 63.68%
| m‘ “ M\ il \‘113 141 169 212
m/z--> éo 160 150 200 250 360
Abundance
57
10,40 10.60 10.80 11.00 11.20
5000 85 m/z 85.00 38.20%
29
12 13 141 169 197 225 253 29
m/z--> éo 160 150 200 2éo 360
Abundance #175557: Tetracosane I AEBREaEEESS
57 10.40 10.60 10.80 11.00 11.20
m/z 41.00 36.12%
5000 85
29 113
| ‘ I |y )70, 141 169 197 225 253 281 309 338
m/z--> 5'0 1(')0 150 200 250 300 10. 40 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\BF030518\
Data File : BF103425.D

Aca On : 5 Mar 2018 22:42

Operator : SJ/JU

Sample : J1723-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 6 5H-Indeno[l,2-b]pyridine Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.65 2.90 ng 108718 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Indenoll.2-blpvridine 167 C12HSN 000244-99-5 93
2 Carbazole 167 C12HSN 000086-74-8 87
3 9H-Carbazole. 9-nitroso- 196 C12H8N20 002788-23-0 83
4 D-Galactitol. 2-(acetvimethvlami... 363 C16H29NOS8 074410-42-7 64
5 9H-Carbazole-9-methanol 197 C13H11NO 002409-36-1 64

Abundance Scan 1626 (11.651 min): BF103425.D (-1618) (-) m/z 167.00 100.00%

167

5000
195 210 11.40 11.60 11.80 12.00
01 m/z 166.00 23.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35954: 5H-Indeno[1,2-b]pyridine
167
5000
11.40 11.60 11.80 12.00
140 m/z 139.00 13.01%
27 %9 50 63 74 g7 98 113 197 | ‘\

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 168.00 13.00%
84 139
28 39 50 63 74 98 113 197
L B e T B o e N B N o B L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58142: 9H-Carbazole, 9-nitroso-
167 11.40 11.60 11.80 12.00
m/z 83.40 11.63%
5000
139
28 39 51 69 87 g9 113 338 |
L o T B I o o e B e S BN e T
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103425.D

Aca On : 5 Mar 2018 22:42

Operator : SJ/JU

Sample : J1723-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Anthracene, 1l-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.94 3.10 ng 116240 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 95
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 94
3 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 93
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 90
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 89
Abundance Scan 1675 (11.939 min): BF103425.D (-1673) (-) m/z 192.10 100.00%
192
5000
165
11.60 11.80 12.00 12.20
145
213 229 m/z 191.05 63.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54741: Anthracene, 1-methyl-
192
5000
11.60 11.80 12.00 12.20
165 m/z 189.00 30.27%
27 30 51 63 75 96 115127139152 | 178 h
m/z--> 20 40 60 80 160 120 140 160 180 200 220
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 189.95 21.91%
165
15 27 39 51 63 ©3 96 115127139152 177
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54746: Phenanthrene, 1-methyl-
192 11.60 11.80 12.00 12.20
m/z 193.05 15.57%
5000
165
27 39 51 63 g2 96 115127139152 | 177 Il
m/z--> 20 40 60 80 160 120 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103425.D

Aca On : 5 Mar 2018 22:42

Operator : SJ/JU

Sample : J1723-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

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

12.02 3.42 ng 128415 Phenanthrene-d10 11.41

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 55

2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 51

3 5-Bromo-2-thiophenecarboxaldehvde 190 C5H3Br0OS 004701-17-1 46

4 Anthracene. l-methvl- 192 C15H12 000610-48-0 38

5 Naphtho[1,2-b]norbornadiene 192 C15H12 1000210-14-8 38

Abundance Scan 1689 (12.021 min): BF103425.D (-1686) (-) m/z 192.05 100.00%
2

5000

11.80 12.00 12.20 12.40
m/z 190.00  98.55%

116 129 143

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190

5000
11.80 12.00 12.20 12.40

m/z 189.00 93.88%

94

27 39 51 63 8L || 110122 137150163 178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance
192
11.80 12.00 12.20 12.40
5000 m/z 243.15 71.76%
95 165
63 83
27 39 51 115 139152 177
T T T T T T e T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53263: 5-Bromo-2-thiophenecarboxaldehyde
191 11.80 12.00 12.20 12.40
m/z 191.10 68.36%
5000
82
% 5 163
s | e | aall g 18 \
.“.”,”.w.”.“.”,”.w.”.“.”,”.......”,”.w.”
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\BF030518\
Data File : BF103425.D

Aca On : 5 Mar 2018 22:42

Operator : SJ/JU

Sample : J1723-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Silane, diethylbutoxy(cis-4... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.09 3.09 ng 115962 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. diethvlbutoxv(cis-4-meth... 272 C15H3202Si 1000363-55-0 64
2 Silane. diethvlisobutoxv(trans-4... 272 C15H3202Si 1000363-56-4 64
3 7-Acetvl-6-ethvl-1.1.4.4-tetrame... 258 C18H260 000088-29-9 59
4 Benzene. 1.17.1""-ethvlidvnetris- 258 C20H18 005271-39-6 58
5 3a,6-Epoxy-3ah-isoindole, 1,2,3,... 243 C15H17NO2 071840-23-8 53
Abundance Scan 1701 (12.092 min): BF103425.D (-1697) (-) m/z 243.20 100.00%
243
5000
43 o, o1
| 3 71 1?5 1311?5159 1?0 202215 258 11.80 12.00 12.20 12.40
! 1 R iy ,"'.". IR IS L 'I| —rry m/z 244.20 20.23%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #120982: Silane, diethylbutoxy(cis-4- methylcyclohexyloxy)
243
147
5000 o1 R AR RAR AN RS BARS
11.80 12.00 12.20 12.40
- m/z 91.00 20.19%
27 41 55 | | 105118131 | 160173 199 215229 o
miz-> 20 45 60 80 160 120 110 160 180 200 220 240 260
Abundance
243
o1 L AR SR SN B
147 11.80 12.00 12.20 12.40
5000 m/z 43.00 16.18%
75
29 47 @1 104117131 | 160173 199 215229 257271
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109335: 7-Acetyl-6-ethyl-1,1,4,4-tetramethyltetralin I EAmEmEEE RS
243 11.80 12.00 12.20 12.40
m/z 41.00 15.76%
5000
258
43 159 __ 187201
28 | 57 77 91 115128141 “TTq737077) 214227
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 2éo ' 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\BF030518\
Data File : BF103425.D

Aca On : 5 Mar 2018 22:42

Operator : SJ/JU

Sample : J1723-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Phenanthrene, 2,5-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.47 2.15 ng 80645 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 90
2 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 89
3 di-p-Tolvlacetvlene 206 C16H14 002789-88-0 86
4 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 81
5 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 72
Abundance Scan 1765 (12.468 min): BF103425.D (-1762) (-) m/z 206.10 100.00%
206
191
5000

222237 257 12.20 12.40 12.60 12.80
m/z 191.00 55.48%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206
5000 191 LA L L L L L L
12 20 12. 40 12. 60 12. 80
101 m/z 57.00 29.54%
39 63 % | 115 1301521%%178 M h“
T T T e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
206
R N RARE SRR m e
12.20 12.40 12.60 12.80
5000 161 m/z 81.00 29.51%

15 39 637689103 127 152165178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66238: di-p-Tolylacetylene R EEEEE RS
206 12.20 12.40 12.60 12.80
m/z 189.10 27.10%
5000

39 63 76 89102115 139152165178\\ ‘M

_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103425.D

Aca On : 5 Mar 2018 22:42

Operator : SJ/JU

Sample : J1723-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 11H-Benzo[a]fluorene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.09 2.05 ng 93669 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluorene 216 C17H12 000238-84-6 81
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 76
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 76
4 7H-Benzolclfluorene 216 C17H12 000205-12-9 62
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 60

Abundance Scan 1871 (13.092 min): BF103425.D (-1865) (-) m/z 216.10 100.00%

6

5000

94108154 150165 189

232 250 271 289303 12.80 13.00 13.20 13.40
m/z 215.05 86 .57%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74421: 11H-Benzo[a]fluorene
216
5000
108 12.80 13.00 13.20 13.40
m/z 213.10 22 .88%
49 63 77 94 | 100137 163 189 |
T T T I T T R T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
216
108 12.80 13.00 13.20 13.40
5000 m/z 220.05 16.14%
94
49 83 77 122139 163 18750,

mmrwwmﬁwmwm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74424: Fluoranthene, 2-methyl- e R B Ea e R
12.80 13.00 13.20 13.40

m/z 94.30 15.35%

5000

189

49 63 77 122 139 163
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40

8270-BF022218 .M Tue Mar 06 10:41:50 2018 Page: 13



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103425.D

Aca On : 5 Mar 2018 22:42

Operator : SJ/JU

Sample : J1723-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 10
R.T. EstConc Area Relative to ISTD R.T.
13.19 2.78 ng 127059 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 87
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 80
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 80
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 74
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 64
Abundance Scan 1888 (13.192 min): BF103425.D (-1885) (-) m/z 216.10 100.00%
216
5000
107
55 131 187 12.80 13.00 13.20 13.40 13.60
Obrrrprrr ek N 20 L2 38 Tm/z 215.10  76.20%
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 13.60
95 m/z 107.40 25.75%
189
14 39 63 0 134 163
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 13.60
5000 m/z 213.00 20.48%
108
63 93 137 163 189
mﬁmﬁmﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74418: 11H-Benzo[b]fluorene B e e
216 12.80 13.00 13.20 13.40 13.60

m/z 217.05 13.50%

5000

10

7
122139 163 189

e e o S
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 13.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030518\
Data File : BF103425.D

Aca On : 5 Mar 2018 22:42

Operator : SJ/JU

Sample : J1723-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 13 unknownl13.87 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 3.40 ng 155573 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentalcdlpvrene 226 C18H10 027208-37-3 38
2 9H-Pvridol3.4-blindole. 7-methox... 226 C14H14N20 143502-37-8 35
3 6-Methvl-4-phenvl-3-cvanopvridin... 226 C13H10N2S 078564-23-5 32
4 1.3-Diamino-5.6-dihvdro-7-methvl... 226 C13H14N4 037436-37-6 27
5 Benzene, [4-(3-ethynylphenyl)-1,... 226 C18H10 1000115-87-3 25

Abundance Scan 2003 (13.868 min): BF103425.D (-2001) (-) m/z 226.10 100.00%

6

5000

13.60 13.80 14.00 14.20
m/z 224.00 25.19%

131 151 177 198 281 308 330 352

250

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83067: Cyclopenta[cd]pyrene
226
5000 B e R AR R e e
13.60 13.80 14.00 14.20
13 m/z 113.00 20.85%
87 | 174 198
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
226
T T T
13.60 13.80 14.00 14.20
5000 m/z 227.10 19.80%
183
42 59 75 91 113 13g154 209
Wﬁmﬁmwwmmvmm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #82583: 6-Methyl-4-phenyl-3-cyanopyridine-2(1H)-thione e e
226 13.60 13.80 14.00 14.20
m/z 225.00 17.10%
5000

51 77 113 140 166182
| | | \\I |

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 60 13. 80 14. 00 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF030518\
Data File : BF103425.D

Acq On : 5 Mar 2018 22:42

Operator : SJ/JU

Sample - J1723-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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... 2.13 7.4 ng 282998 1 6.87 764916 20.0
2-Pentanone, 4-hy... 5.11 2.1 ng 80464 1 6.87 764916 20.0
unknown6 .65 6.65 79.9 ng 3054860 1 6.87 764916 20.0
Pentadecane 10.80 2.9 ng 109092 4 11.41 750969 20.0
5H-Indeno[1,2-b]p--.. 11.65 2.9 ng 108718 4 11.41 750969 20.0
Anthracene, 1l-met... 11.94 3.1 ng 116240 4 11.41 750969 20.0
4H-Cyclopenta[def... 12.02 3.4 ng 128415 4 11.41 750969 20.0
Silane, diethylbu... 12.09 3.1 ng 115962 4 11.41 750969 20.0
Phenanthrene, 2,5... 12.47 2.1 ng 80645 4 11.41 750969 20.0
11H-Benzo[a]fluorene 13.09 2.0 ng 93669 5 14.07 914411 20.0
Pyrene, l-methyl- 13.19 2.8 ng 127059 5 14.07 914411 20.0
unknownl13.87 13.87 3.4 ng 155573 5 14.07 914411 20.0
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