LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071118\
Data File : BF107296.D

Aca On 11 Jul 2018 13:32

Operator : JU/SJ

Sample : J3933-08

Misc :

ALS Vial : 3 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.166 476 481 490 rBV 168810 222605 14.01% 1.047%
2 5.572 547 550 563 rBY 1307907 1332425 83.86% 6.267%
3 6.578 717 721 732 rBVY 1251197 1458098 91.77% 6.858%
4 6.707 739 743 747 rBV 1453802 1375692 86.58% 6.471%
5 6.754 747 751 758 rVB2 39616 44819 2.82% 0.211%
6 6.931 777 781 784 rBV 495170 427117 26.88% 2.009%
7 7.084 803 807 811 rBVY 1219458 1113531 70.08% 5.238%
8 7.495 872 877 886 rBV 914934 952464 59.95% 4 .480%
9 8.213 995 999 1009 rBV 651786 571558 35.97% 2.688%
10 9.289 1177 1182 1185 rBV 1699192 1573899 99.06% 7.403%
11 9.395 1196 1200 1203 rVB 18658 17225 1.08% 0.081%
12 9.683 1243 1249 1253 rBVY 400073 335598 21.12% 1.579%
13 9.766 1259 1263 1270 rBV3 12617 17912 1.13% 0.084%
14 9.842 1273 1276 1281 rvVvv2 17627 28885 1.82% 0.136%

15 9.913 1284 1288 1295 rVvVv2 49010 116700 7.34% 0.549%

16 9.978 1295 1299 1303 rVV2 736194 656345 41.31% 3.087%
17 10.007 1303 1304 1310 rVB 28084 21903 1.38% 0.103%
18 10.530 1389 1393 1398 rVB 21859 21002 1.32% 0.099%
19 10.777 1431 1435 1440 rBV 1177701 1153385 72.59% 5.425%
20 11.477 1550 1554 1556 rBV 824968 718884 45.24% 3.381%

21 11.501 1556 1558 1561 rVB 371689 281285 17.70% 1.323%

22 11.554 1564 1567 1570 rBV 82494 72546 4._.57% 0.341%
23 11.642 1570 1582 1583 rBV5 61746 156179 9.83% 0.735%
24 11.713 1591 1594 1596 rVB 33663 24589 1.55% 0.116%
25 11.901 1622 1626 1630 rVB4 15159 18730 1.18% 0.088%
26 11.977 1636 1639 1642 rBV 83267 86792 5.46% 0.408%
27 12.007 1642 1644 1647 rVV 85761 68594 4._.32% 0.323%
28 12.054 1649 1652 1655 rVB 26316 23145 1.46% 0.109%
29 12.089 1655 1658 1661 rBV2 89162 103524 6.52% 0.487%
30 12.113 1661 1662 1665 rVB 46684 29209 1.84% 0.137%
31 12.148 1665 1668 1673 rBv4 21336 28254 1.78% 0.133%
32 12.271 1686 1689 1692 rBV 48501 38579 2.43% 0.181%
33 12.313 1693 1696 1699 rVB2 28910 26123 1.64% 0.123%
34 12.424 1709 1715 1717 rBV 23465 29152 1.83% 0.137%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071118\
Data File : BF107296.D

Aca On 11 Jul 2018 13:32

Operator : JU/SJ

Sample : J3933-08

Misc :

ALS Vial : 3 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.477 1722 1724 1726 rVV2 31263 26051 1.64% 0.123%
36 12.530 1729 1733 1736 rVVv2 68274 73504 4.63% 0.346%
37 12.566 1736 1739 1741 rVV2 29214 37630 2.37% 0.177%
38 12.624 1745 1749 1753 rBV2 33852 49448 3.11% 0.233%
39 12.695 1757 1761 1765 rBV 618752 591339 37.22% 2.781%
40 12.760 1769 1772 1776 rVB3 17681 19403 1.22% 0.091%
41 12.848 1781 1787 1789 rBV4 27040 34012 2.14% 0.160%
42 12.907 1794 1797 1798 rVV 120261 99710 6.28% 0.469%
43 12.930 1798 1801 1806 rVV 618891 545991 34.36% 2.568%
44 12.977 1806 1809 1813 rVB 35073 37024 2.33% 0.174%
45 13.060 1819 1823 1827 rBV 1561778 1588889 100.00% 7.474%
46 13.095 1827 1829 1831 rBV 19583 21094 1.33% 0.099%
47 13.260 1849 1857 1861 rBV3 84784 136202 8.57% 0.641%
48 13.324 1865 1868 1870 rBVY 46912 42487 2.67% 0.200%
49 13.360 1870 1874 1877 rBV2 52030 66952 4.21% 0.315%
50 13.460 1888 1891 1893 rBV 39383 41905 2.64% 0.197%
51 13.489 1893 1896 1898 rVvVv 36353 35129 2.21% 0.165%
52 13.607 1913 1916 1918 rBV2 31842 26896 1.69% 0.127%
53 13.771 1941 1944 1948 rBV 50039 45821 2.88% 0.216%
54 13.883 1960 1963 1965 rBV 51978 49055 3.09% 0.231%
55 13.907 1965 1967 1969 rVvV 69578 77738 4_.89% 0.366%

56 13.936 1969 1972 1978 rVV3 134525 199420 12.55% 0.938%
57 13.983 1978 1980 1983 rVB 51379 42401 2.67% 0.199%
58 14.077 1993 1996 1999 rBV 548039 461043 29.02% 2.169%
59 14.136 1999 2006 2008 rBV2 731419 893586 56.24% 4_.203%
60 14.160 2008 2010 2014 rVB 270728 223073 14.04% 1.049%

61 14.242 2021 2024 2030 rBV2 49945 68862 4_.33% 0.324%
62 14.289 2030 2032 2034 rBVZ2 25887 29376 1.85% 0.138%
63 14.371 2042 2046 2048 rVB2 27030 36840 2.32% 0.173%
64 14.489 2064 2066 2068 rBV2 20256 18432 1.16% 0.087%
65 14.530 2070 2073 2074 rBV 48601 50838 3.20% 0.239%
66 14.660 2092 2095 2096 rBV 22525 21613 1.36% 0.102%
67 14.860 2126 2129 2131 rBV4 26082 33300 2.10% 0.157%
68 14.930 2139 2141 2142 rBV2 18366 17688 1.11% 0.083%
69 14.960 2143 2146 2151 rVB 92407 113535 7.15% 0.534%
70 15.048 2158 2161 2164 rBVZ2 33504 36722 2.31% 0.173%

71 15.218 2185 2190 2198 rBV 239254 505186 31.79% 2.376%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071118\
Data File : BF107296.D

Aca On 11 Jul 2018 13:32

Operator : JU/SJ

Sample : J3933-08

Misc :

ALS Vial : 3 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 15.330 2206 2209 2213 rBV 50885 60370 3.80% 0.284%

73 15.542 2241 2245 2252 rVB 148292 199866 12.58% 0.940%
74 15.607 2252 2256 2263 rVV 207891 306479 19.29% 1.442%
75 15.677 2263 2268 2272 rVV2 449408 611313 38.47% 2.875%

76 15.712 2272 2274 2280 rVB2 66761 83129 5.23% 0.391%
77 17.265 2531 2538 2545 rVB 123316 257095 16.18% 1.209%
78 17.748 2614 2620 2630 rVB2 87274 196780 12.38% 0.926%

Sum of corrected areas: 21259975
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107296.D

Aca On 11 Jul 2018 13:32

Operator : JU/SJ

Sample = J3933-08

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

1500000

1000000

500000

TIC: BF107296.D

5.17

6.71

5.57
6.58 7.08

7.50

6.93

e ——
Time-->  2.50 3.00 3.50 4.00

T
5.00

T T
5.50 6.00 6.50 7.00 7.50

Abundance

1500000

1000000

8.21

500000 9.68

940 ||o.v84H01
o I (N ——

9.98

TIC: BF107296.D

10.78

10.53

11.48

12.70 12.93

T T T T
Time-->  8.00 8.50 9.00 9.50

1
10.00

1 I I
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107296.D

Aca On 11 Jul 2018 13:32

Operator : JU/SJ

Sample = J3933-08

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.

5.17 10.42 ng 222605 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 482 (5.172 min): BF107296.D (-476) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 A R R L
| 83.0 480 5.00 520 5.40 5.60
ot bl e e e m/z 59.00 61.47%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LN IR L
59.0 480 500 520 540 560
m/z 101.10 21.65%
o 3o | 830 93,0'%1"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540 560
5000 m/z 58.00 16.30%
101.0
o150 31.0 58.0 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one L LA L L BN B
43.0 480 5.00 520 5.40 5.60
m/z 41.00 9.36%
5000
27.0 55.0
om0 T 1 7o 80 0 A
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107296.D

Aca On 11 Jul 2018 13:32

Operator : JU/SJ

Sample = J3933-08

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.71 Concentration Rank 1

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

6.71 64 .42 ng 1375690 1,4-Dichlorobenzene-d4 6.93
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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 743 (6.707 min): BF107296.D (-739) (-) m/z 132.10 100.00%
130.1
5000 68.1
40.0 | | %1 640 6.60 6.80 7.00
O I e e B m/z 68.10 40.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 IEBESRRERESE E R
6.40 6.60 6.80 7.00
310 510 m/z 134.10 33.06%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.00
5000 m/z 66.00 24 .37%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propiony! R REEEE s e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.76%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| R R EEARE R
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:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107296.D

Aca On 11 Jul 2018 13:32

Operator : JU/SJ

Sample = J3933-08

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 12

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

6.75 2.10 ng 44819 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 78
2 Diethvl carbitol 162 C8H1803 000112-36-7 78
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 72
4 2-Propanol. 1-(1l-methvlethoxv)- 118 C6H1402 003944-36-3 50
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42

Abundance Scan 750 (6.748 min): BF107296.D (-747) (-) m/z 45.00 100.00%
44.0
5000 59.0 105.1
72.1 120.1 T T ﬂl"“' I S
| | || 91.0 | 6.40 6.60 6.80 7.00
S | N O | R NS AN FNN— m/z 105.10 45.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000
31.0 59.0 6.40 6.60 6.80 7.00
72.0 m/z 59.00 37 .58%
oL 100 1l 1 ‘ 890 10401160 1350
m/z--> 10 25 30 40 50 60 70 80 90 160 110 120 130 140 150
Abundance
45.0
6.40 6.60 6.80 7.00
5000 59.0 72.0 m/z 43.00 27 .73%
31.0
15.0 89.0 103.0 1160
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #44466: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0 6.40 6.60 6.80 7.00
m/z 72.10 21.83%
5000
31.0 59.0 72.0 9.0
ok 190 )| | 10301160 1330 148.0 . i
m/z--> 10 20 30 40 50 6|0 7'0 80 90 1(')0 110 120 130 140 150 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107296.D

Aca On 11 Jul 2018 13:32

Operator : JU/SJ

Sample = J3933-08

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 _beta.-D-Glucopyranose, 1,6... Concentration Rank 8

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

9.91 3.56 ng 116700 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-D-Glucopvranose. 1.6-anhy... 162 C6H1005 000498-07-7 64
2 Heptanoic acid 130 C7H1402 000111-14-8 42
3 Hexanoic acid 116 C6H1202 000142-62-1 38
4 3.4-Altrosan 162 C6H1005 1000129-76-4 38
5 _beta.-D-Ribopyranoside, methyl 164 C6H1205 017289-61-1 36

Abundance Scan 1288 (9.913 min): BF107296.D (-1284) (-) m/z 60.00 100.00%
60.0
5000
73.0
420 N S BEEEE RS e
| ”‘ | ‘ 97.0 9.60 9.80 10.00 10.20
o S — m/z 57.00 35.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #32447: .beta.-D-Glucopyranose, 1,6-anhydro-
60.0
5000 L LS UL UL UL
73.0 9.60 9.80 10.00 10.20
29.0 m/z 73.00 28.33%
43.0 98.0
0"I:!-'S'(')‘I""‘I""'I‘Hl""l'"II """l‘“"I?'S'(')I"'lI""I""I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
60.0
B AR AR RARRARARES
9.60 9.80 10.00 10.20
5000 73.0 m/z 41.95 19.64%
o70 410
87.0
o 101.0 1130 130.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8071: Hexanoic acid
60.0 9.60 9.80 10.00 10.20
m/z 56.00 16.11%
5000 73.0
41.0
27.0 87.0
0"I:!-'S.'(')I"'UI""‘I"""I'"HI """i'l"l""'l"?'gll(')"'I""I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.60 9.80 10.00 10.20

8270-BF061918_.M Thu Jul 12 15:28:38 2018 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107296.D

Aca On 11 Jul 2018 13:32

Operator : JU/SJ

Sample = J3933-08

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.64 4_.35 ng 156179 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 90
2 Dodecanamide 199 C12H25N0 001120-16-7 64
3 7-Nonenamide 155 C9H17NO 090949-53-4 64
4 Tetradecanamide 227 C14H29NO 000638-58-4 53
5 Hexadecanamide 255 C16H33N0 000629-54-9 50
Abundance Scan 1582 (11.642 min): BF107296.D (-1570) (-) m/z 59.00 100.00%
54.0
5000 r///\\y\
© 0501261 1541 1841 "4 1160 1180 1260
0 m/z 71.95 65.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 L I B SN I

11,40 11.60 11.80 12.00
m/z 55.00  45.74%

29.0
0 1260 1540 184.0 2100 2380 2810
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0

11.40 11. 60 11. 80 12.00

5000 m/z 43.00 29.09%
o 29.0 86.0 1140 1560  199.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28131: 7-Nonenamide RS mEEE L
59.0 11.40 11.60 11.80 12.00
m/z 41.00 28.80%
5000
29.0 ‘ ‘ 98.0 126.0 155.0
o] BT PO et S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107296.D

Aca On 11 Jul 2018 13:32

Operator : JU/SJ

Sample = J3933-08

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Phenanthrene, 2-methyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.98 2.41 ng 86792 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 96
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 94
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91

Abundance Scan 1639 (11.977 min): BF107296.D (-1636) (-) m/z 192.10 100.00%
19p.1
5000
43.0 73.0 96.0 129.1 11.60 11.80 12.00 12.20
0 13,0 21311 "n/z 191.10  60.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000 LU UM SUMRILN SO B
11.60 11.80 12.00 12.20
940 165.0 m/z 189.10 35.74%
0 39.0 63.0 | ‘\ 115.0 139'0 . m‘ ! u‘ ‘
m/z--> 25 45 eb 85 160 150 150 1éo 180 260 '
Abundance
192.0
11.60 11.80 12.00 12.20
5000 m/z 190.10 18.21%
165.0
0 39.0 63.0 96.0 115.0 139.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-
192.0 11.60 11.80 12.00 12.20
m/z 193.10 17.82%
5000
165.0
o150 300 630 %30 150 100 M “H
m/z--> 25 45 eb 85 160 150 150 1éo 180 260 ' 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107296.D

Aca On 11 Jul 2018 13:32

Operator : JU/SJ

Sample = J3933-08

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknownl12.09 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.09 2.88 ng 103524 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 49
2 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 42
3 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 42
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 42
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 42
Abundance Scan 1658 (12.089 min): BF107296.D (-1655) (-) m/z 192.05 100.00%
19p.1
5000
165.1
115.0 139.0 11.80 12.00 12.20 12.40
o 43.0 m/z 189.10 92.56%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.80 12.00 12.20 12.40
‘ m/z 190.10 90.03%
0 390 630780 | 1100 1370 1630 ||
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
11.80 12.00 12.20 12.40
5000 m/z 191.05 69.09%
95.0 165.0
0 63.0 125.0141.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #54752: Phenanthrene, 1-methyl-
192.0 11.80 12.00 12.20 12.40
m/z 94.60 29.39%
5000
95.0 165.0
0 39.0 A 6?'0\ u | 115.0 139'0 m A . HH
m/z--> ﬁo 45 eb 85 160 150 150 1éo 1§o 260 1f80 1250 1220 1240

8270-BF061918_.M Thu Jul 12 15:28:41 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107296.D

Aca On 11 Jul 2018 13:32

Operator : JU/SJ

Sample = J3933-08

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Phenanthrene, 2,5-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.53 2.04 ng 73504 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 95
2 Phenanthrene. 2.3-dimethvl- 206 Cl16H14 003674-65-5 94
3 9.10-Dimethvlanthracene 206 C16H14 000781-43-1 93
4 Phenanthrene. 1.7-dimethvl- 206 C16H14 000483-87-4 91
5 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 90

Abundance Scan 1733 (12.530 min): BF107296.D (-1729) (-) m/z 206.10 100.00%
206.1
5000
189.1
57.0
41,0 85.1 101.0 165.1 12.20 12.40 12.60 12.80
0! m/z 191.05 49 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206.0
5000
189.0 12.20 12.40 12.60 12.80
101.0 ‘ m/z 189.10 29.74%
oL 270 510 780 | | 12301300 1950 ‘M A
m/z--> 25 Jo éo 85 160 150 150 1éo 1é0 260 '
Abundance
206.0
12.20 12.40 12.60 12.80
5000 m/z 205.05 23.33%
89.0 189.0
0 39.0 63.0 115.0 139.0 165.0
m/z--> 25 Jo éo 85 160 150 150 1éo 1é0 260 '
Abundance #66249: 9,10-Dimethylanthracene
206.0 12.20 12.40 12.60 12.80
m/z 207.10 17.51%
5000
189.0
ol150 390 630 890 11101270 1490'%C % I LD
m/z--> 2'0 4'0 6|O 8IO 1(')0 150 140 160 1é0 2(')0 ' 12.20 12.40 12.|60 12.80 '

8270-BF061918_.M Thu Jul 12 15:28:41 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107296.D

Aca On 11 Jul 2018 13:32

Operator : JU/SJ

Sample = J3933-08

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Pyrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.26 3.05 ng 136202 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 94
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 91
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 90
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 83
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74
Abundance Scan 1857 (13.260 min): BF107296.D (-1849) (-) m/z 216.05 100.00%
216.1
5000
s 570 g5 107.7125 1 1631 189.1 13.00 13.20 13.40 13.60
of ' : m/z 215.10 82 .99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74411: Pyrene, 1-methyl-
216.0
5000

13.00 13.20 13.40 13.60
m/z 213.10 21.42%

95.0 189.0
ol140 39.0 630 | ) 122.0139.0 163.0 | ‘
LA e e B R A EEREEEEa s T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
216.0
13.00 13.20 13.40 13.60
5000 m/z 217 .05 15.60%
108.0
o 430 630 810 139.0 1630 1890
I L e o o o e e S BRI e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74418: 11H-Benzo[b]fluorene
216.0 13.00 13.20 13.40 13.60
m/z 57.05 12.91%
5000
107.0
o 39.0 630 810 139.0 163.0 1890 Il
LI i e e o e LA B I B o e o T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13. OO 13 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107296.D

Aca On 11 Jul 2018 13:32

Operator : JU/SJ

Sample = J3933-08

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Cyclopenta[cd]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.94 4.46 ng 199420 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentalcdlpvrene 226 C18H10 027208-37-3 53
2 5(10H)-Pvridol3.4-blauinolone. 7... 226 C13H10N202 1000256-99-5 52
3 .beta.-Carboline. 7-methoxv-1.2-... 226 C14H14N20 006519-18-2 50
4 Benzene. [4-(3-ethvnviphenvl)-1.... 226 C18H10 1000115-87-3 47
5 5-Methyl-1-phenyl-1,5-dihydro-py... 226 C12H10N40 1000300-02-1 46
Abundance Scan 1973 (13.942 min): BF107296.D (- 1969) ) m/z 226.10 100.00%

5000

13.60 13.80 14.00 14.20

10151.0 175.1 200.0

0 m/z 229.10 46 .34%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83067: Cyclopenta[cd]pyrene
226.0
5000
13.60 13.80 14.00 14.20
m/z 83.10 36.58%
113.0
0 87.0 | 1740 1980 ||
s B e L B e e A AR R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
226.0
T e
13.60 13.80 14.00 14.20
5000 m/z 97.10 33.33%
155.0 1830
41.0 630 gao 1130
L B B A BARAS REaaS o
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82735: .beta.-Carboline, 7-methoxy-1,2-dimethyl- R R RaEEE L
226.0 13.60 13.80 14.00 14.20
m/z 69.10 29.92%
183.0
5000
42.0 113.0 1400 ‘
o B0 B g L
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 13 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107296.D

Aca On 11 Jul 2018 13:32

Operator : JU/SJ

Sample = J3933-08

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Supraene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.96 3.71 ng 113535 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 Saualene 410 C30H50 000111-02-4 83
3 .beta.-d-Mannofuranoside. O-aeranvl 316 C16H2806 1000154-77-2 72
4 2-Propanone. 3-chloro-1-(1.1-dim... 256 C13H17CIOS 053258-87-0 59
5 Trideca-1,7,11-triene-1,1-dicarb... 270 C18H26N2 1000161-46-0 53
Abundance Scan 2146 (14.960 min): BF107296.D (-2143) (-) m/z 69.05 100.00%
69.0
5000 l
137.1 14:60 14.80 15.00 1520
07.0, 192.1 256.1 .
o.?g.lo- b Ly el (R 2 Tm/z 81.10  52.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 L UL SR BN SO B
14,60 14.80 15.00 15.20
20 m/z 41.00 22.06%
o120 %'m ) | 1910 2310 2730 341.0 410.0
rrrTT LR UL UL L UL L L L
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14:60 14.80 15.00 15.20
5000 m/z 95.05 12.62%
0 107.0837:0 191 0 2310 2730 341.0 410.0
R A A N R e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #157868: .beta.-d-Mannofuranoside, O-gerany! R BE T
69.0 14.60 14.80 15.00 15.20
m/z 137.10 10.65%
5000
29.0
oL Ll Ly \\L{U1150 17102010 267.0298.0
m/z--> 50 100 1%0 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071118\
Data File : BF107296.D

Aca On 11 Jul 2018 13:32

Operator : JU/SJ

Sample = J3933-08

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.54 6.54 ng 199866 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolklfluoranthene 252 C20H12 000207-08-9 97
3 Pervlene 252 C20H12 000198-55-0 95
4 Benzolil1fluoranthene 252 C20H12 000205-82-3 95
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
Abundance Scan 2245 (15.542 min): BF107296.D (-2241) (-) m/z 252.10 100.00%
259.1
5000
43.0 74.0 100.0 12 150.0 174.0 200.0 224.1 278.1 15.20 15.40 15.60 15.80
o} : : : : : ; : m/z 250.10 29.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252.0
5000
15.20 15.40 15.60 15.80
m/z 253.10 20.28%
0 mo7u)%odM1%01mommﬂM0 M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252.0
15.20 15.40 15.60 15.80
5000 m/z 125.10 11.94%
126.0
o 74.0 99.0 200.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104214:Perylene L L BB L N B I
252.0 15.20 15.40 15.60 15.80
m/z 126.05 9.51%
5000
125.0

[17.0 39.0 74.0 99.0 150.0 174.0 200.0 224.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF071118\
Data File : BF107296.D

Acq On 11 Jul 2018 13:32

Operator : JU/SJ

Sample - J3933-08

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.17 10.4 ng 222605 1 6.93 427117 20.0
unknown6.71 6.71 64.4 ng 1375690 1 6.93 427117 20.0
Ethanol, 2-(2-eth... 6.75 2.1 ng 44819 1 6.93 427117 20.0
-beta.-D-Glucopyr. .. 9.91 3.6 ng 116700 3 9.98 656345 20.0
9-Octadecenamide, ... 11.64 4.3 ng 156179 4 11.48 718884 20.0
Phenanthrene, 2-m... 11.98 2.4 ng 86792 4 11.48 718884 20.0
unknown12 .09 12.09 2.9 ng 103524 4 11.48 718884 20.0
Phenanthrene, 2,5... 12.53 2.0 ng 73504 4 11.48 718884 20.0
Pyrene, 1l-methyl- 13.26 3.0 ng 136202 5 14.14 893586 20.0
Cyclopenta[cd]pyrene 13.94 4.5 ng 199420 5 14.14 893586 20.0
Supraene 14.96 3.7 ng 113535 6 15.68 611313 20.0
Benzo[e]pyrene 15.54 6.5 ng 199866 6 15.68 611313 20.0
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