LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\

Data File : BF097408.D

Aca On : 5 Aug 2017 20:19 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : 14611-07 5X E0-01-080317-C

ALS Vial : 19 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-BF072517.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 4.534 464 467 482 rBV 74115 106114 13.30% 1.279%
2 5.028 548 551 568 rBV 258471 433281 54.31% 5.224%
3 6.104 731 734 748 rBV 302436 478836 60.02% 5.773%
4 6.204 748 751 759 rVB 457889 502348 62.97% 6.057%
5 6.422 785 788 802 rVB 584358 575140 72.09% 6.934%
6 6.581 811 815 827 rBV 330158 291035 36.48% 3.509%
7 6.998 883 886 899 rBV 199344 235733 29.55% 2.842%
8 7.710 1003 1007 1015 rBV 718556 655389 82.15% 7.902%
9 8.786 1186 1190 1194 rBV 453362 378536 47 .45% 4.564%
10 9.186 1255 1258 1263 rBV 44749 40892 5.13% 0.493%
11 9.316 1272 1280 1285 rBV 27256 31084 3.90% 0.375%
12 9.410 1292 1296 1299 rBvV2 6258 9216 1.16% 0.111%
13 9.451 1299 1303 1307 rVvVv 733224 624363 78.26% 7.528%
14 9.904 1377 1380 1384 rVB2 14001 13210 1.66% 0.159%
15 10.116 1411 1416 1420 rBVvV4 9292 21175 2.65% 0.255%
16 10.239 1434 1437 1443 rBvV 197708 177146 22.20% 2.136%
17 10.375 1456 1460 1466 rBVvV4 15158 19930 2.50% 0.240%
18 10.604 1496 1499 1501 rBvV3 7514 10787 1.35% 0.130%
19 10.686 1511 1513 1516 rVvVB4 8187 8633 1.08% 0.104%
20 10.822 1531 1536 1538 rBV5 10560 12473 1.56% 0.150%
21 10.922 1550 1553 1557 rBV 549803 488889 61.28% 5.895%
22 11.004 1564 1567 1570 rVB 17351 16862 2.11% 0.203%
23 11.033 1570 1572 1573 rBV2 10130 8518 1.07% 0.103%
24 11.104 1581 1584 1588 rVB6 8482 14289 1.79% 0.172%
25 11.186 1592 1598 1599 rBV4 6878 13268 1.66% 0.160%
26 11.345 1622 1625 1627 rBV3 13845 15068 1.89% 0.182%
27 11.427 1635 1639 1641 rBV2 25623 27892 3.50% 0.336%
28 11.451 1641 1643 1646 rVV 24120 25064 3.14% 0.302%
29 11.480 1646 1648 1650 rVvVv3 18592 18475 2.32% 0.223%
30 11.504 1650 1652 1654 rVvVv 17334 14391 1.80% 0.174%
31 11.533 1654 1657 1660 rVvVv 40724 43957 5.51% 0.530%
32 11.563 1660 1662 1666 rVB2 15314 18600 2.33% 0.224%
33 11.686 1681 1683 1686 rBV2 11238 11923 1.49% 0.144%
34 11.722 1686 1689 1692 rVvVv4 18155 15250 1.91% 0.184%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\

Data File : BF097408.D

Aca On : 5 Aug 2017 20:19 Instrument :

Operator : SJ/JU EﬁAfs el
- _ lentosampleld :

3?22'6 : 14611-07 5X E0-01-080317-C

ALS Vial : 19 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-BF072517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.945 1726 1727 1729 rBV2 8533 8093 1.01% 0.098%
36 11.969 1729 1731 1734 rBV 47287 49059 6.15% 0.592%
37 12.063 1744 1747 1751 rBV5 20775 26595 3.33% 0.321%
38 12.127 1755 1758 1764 rBV 183261 169200 21.21% 2.040%
39 12.198 1768 1770 1772 rBV2 13123 12153 1.52% 0.147%
40 12.257 1778 1780 1781 rBV2 16265 13316 1.67% 0.161%

41 12.351 1791 1796 1799 rBV 264104 259980 32.59% 3.135%
42 12.504 1818 1822 1826 rVB 306978 300471 37.66% 3.623%

43 12.574 1831 1834 1836 rBV2 26781 26925 3.38% 0.325%
44 12.686 1846 1853 1856 rBVY 73956 121767 15.26% 1.468%
45 12.751 1861 1864 1867 rVV2 37080 47998 6.02% 0.579%
46 12.786 1867 1870 1876 rVB 46619 67096 8.41% 0.809%
47 12.874 1883 1885 1888 rVB 60594 45320 5.68% 0.546%
48 12.910 1888 1891 1893 rBV2 33135 37346 4.68% 0.450%
49 13.051 1911 1915 1918 rBV5 49006 93482 11.72% 1.127%
50 13.251 1947 1949 1952 rVB4 31707 23705 2.97% 0.286%
51 13.298 1953 1957 1959 rBV3 36778 57683 7.23% 0.695%
52 13.374 1968 1970 1973 rBV4 31511 33336 4.18% 0.402%

53 13.545 1993 1999 2002 rBV2 651209 797777 100.00% 9.619%
54 13.569 2002 2003 2007 rVB 146983 124032 15.55% 1.495%
55 14.539 2165 2168 2173 rVB 111173 147020 18.43% 1.773%
56 14.839 2216 2219 2223 rBV 137101 166276 20.84% 2.005%
57 14.886 2224 2227 2230 rVV 295891 307526 38.55% 3.708%

Sum of corrected areas: 8293923
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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:\HPCHEM1I\BNA F\DATA\BF080517\

BF097408.D

5 Aug 2017 20:19

SJ/Ju

14611-07 5X

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097408.D

Aca On : 5 Aug 2017 20:19

Operator : SJ/JU

Sample : 14611-07 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.53 3.69 ng 106114 1,4-Dichlorobenzene-d4 6.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 466 (4.528 min): BF097408.D (-464) (-) m/z 42.95 100.00%
43.0
5000 59.0
| mo 101 T% 3k 4k b
b e e i e e e e | M/Z 5900 46.94%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IBESSEBARESENAEDES AR
420 4.40 4.60 4.80
59.0 1010 m/z 58.00 13.33%
0 21.0 350, | 510 ‘ 67.0 830 91.0 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
420 440 460 480
5000 41.0 m/z 101.10 11.53%
31.0
69.0 87.0
15.0 51.0 98.0
S UL S I IS UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester EEAm T e o R
43.0 420 4.40 4.60 4.80
m/z 41.00 7.41%
5000 57.0
29.0
101.0
0"I”"I”"“”"I”"I””'I”"I”?%?”"I”"P"'P
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80

8270-BF072517.M Mon Aug 07 16:34:28 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097408.D

Aca On : 5 Aug 2017 20:19

Operator : SJ/JU

Sample : 14611-07 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.20 Concentration Rank 1

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

6.20 17.47 ng 502348 1,4-Dichlorobenzene-d4 6.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.198 min): BF097408.D (-748) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 540 M oo %l-l 580 6.00 620 640 6.60
Obrrrrrrrrrrrr e bbbl 1 820 L Tm/z 68.10  44.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R AR AR R
5.80 6.00 6.20 6.40 6.60
2.0 510 m/z 134.00 30.01%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
580 6.00 620 640 6.60
5000 67.0 m/z 65.95 28.50%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.05 18.10%
5000
104.0
ol 140 270 390 510 000770 g90 || uso
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 580 6.00 6.0 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097408.D

Aca On : 5 Aug 2017 20:19

Operator : SJ/JU

Sample : 14611-07 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 6

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

11.97 2.01 ng 49059 Phenanthrene-d10 10.92

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 96
2 Phenanthrene. 3.6-dimethvl- 206 Cl16H14 001576-67-6 94
3 Phenanthrene. 1.7-dimethvl- 206 Cl16H14 000483-87-4 93
4 Phenanthrene. 2.7-dimethyl- 206 C16H14 001576-69-8 93
5 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 90

Abundance Scan 1731 (11.969 min): BF097408.D (-1729) (-) m/z 206.05 100.00%
5000
11.60 11.80 12.00 12.20
0 m/z 191.10 47 .53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0
5000
189.0 11.60 11.80 12.00 12.20
1010 ' m/z 189.10 31.60%
o0 S0 80| L weo B0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
206.0
11.60 11.80 12.00 12.20
5000 m/z 205.15 23.68%
189.0
102.0
0 27.0 510 76.0 122.0139.0 165.0
L L B o AL I o e e e i
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66261: Phenanthrene, 1,7-dimethyl-
206.0 11.60 11.80 12.00 12.20
m/z 190.10 17.43%
5000
102.0 1830
ol 270 510 780 i 12201300 1650 I ‘
B B o o o o I o o o e A S N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097408.D

Aca On : 5 Aug 2017 20:19

Operator : SJ/JU

Sample : 14611-07 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 11H-Benzo[b]fluorene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.69 3.05 ng 121767 Chrysene-di12 13.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 91
2 Pvrene. 1-methvl- 216 C17H12 002381-21-7 90
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 87
4 Pvrene. 2-methvl- 216 C17H12 003442-78-2 86
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 72
Abundance Scan 1854 (12.692 min): BF097408.D (-1846) (-) m/z 216.05 100.00%
216.1
5000
55.0 2
120.1 144.0166.1 189.1 240.1 281.3 12.40 12.60 12.80 13.00
o} m/z 215.10 T72.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74418: 11H-Benzo[b]fluorene
216.0
5000
12.40 12.60 12.80 13.00
m/z 213.10 27 .65%
107.0
0L, 28.0 50.0 810 139.0 163.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
216.0
12.40 12.60 12.80 13.00
5000 m/z 217.10 20.11%
95.0 189.0
0140 39.0 63.0 122.0 163.0
Wﬁﬁwﬁmﬁwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74425: Fluoranthene, 2-methyl-
216.0 12.40 12.60 12.80 13.00
m/z 55.00 18.19%
5000
108.0
o 300 740 | 13901630 1890 H
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 1240 12.60 12,80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080517\
Data File : BF097408.D

Aca On : 5 Aug 2017 20:19

Operator : SJ/JU

Sample : 14611-07 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownl3.05 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.05 2.34 ng 93482 Chrysene-di12 13.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pvrrolidinone. l-ethenvl- 111 C6H9ONO 000088-12-0 11
2 6-Tridecene. 7-methvl- 196 C14H28 024949-42-6 10
3 n-Capric acid isobutvl ester 228 C14H2802 030673-38-2 10
4 A(3H)-Pvrimidinone. 2.3.6-trimet... 138 C7H10N20 032363-51-2 10
5 2,3-Pentanediol, 2,4-dimethyl- 132 C7H1602 066225-53-4 10
Abundance Scan 1915 (13.051 min): BF097408.D (-1911) (-) m/z 56.00 100.00%
56.0
83.1
5000 178.1
1200 1550 011 236.1 285.2 N —
12.80 13.00 13.20 13.40
(o} m/z 57.10 89.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6119: 2-Pyrrolidinone, 1-ethenyl-
56.0
so00] 280 LI BRI BUSLALN SN U
111.0 nmnmnmnm
m/z 55.00 86.30%
L
T S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
1o 1280 1300 1320 1340
5000 83.0 m/z 43.10 73.06%
196.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84472: n-Capric acid isobutyl ester R EmEEs e
56.0 12.80 13.00 13.20 13.40
m/z 41.00 69.09%
5000 155.0
29.0
129.0
brerrdote A 20 | a0z
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 1300 1320 1340
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080517\
Data File : BF097408.D

Acq On : 5 Aug 2017 20:19

Operator : SJ/JU

Sample : 14611-07 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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]
2-Pentanone, 4-hy... 4.53 3.7 ng 106114 1 6.43 575140 20.0
unknown6 .20 6.20 17.5 ng 502348 1 6.43 575140 20.0
Phenanthrene, 2,5... 11.97 2.0 ng 49059 4 10.92 4883889 20.0
11H-Benzo[b]fluorene 12.69 3.0 ng 121767 5 13.55 797777 20.0
unknownl13.05 13.05 2.3 ng 93482 5 13.55 797777 20.0
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