LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\

Data File : BF115994.D

Aca On : 5 Aug 2019 21:48 Instrument :
Operator : HP/JU ?:'l\:gﬁ't:Sam ol
3?22'6 i K4136-06 1scycmcgmn
ALS Vial : 15 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-BF073019.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 2.134 3 8 18 rVB 906825 1281085 29.93% 1.883%
2 5.475 571 576 601 rBY 3374151 3717332 86.83% 5.465%
3 6.481 742 747 750 rBVY 3385457 3889316 90.85% 5.718%
4 6.616 766 770 773 rBVY 3962641 3913680 91.42% 5.754%
5 6.839 805 808 818 rVB 942387 858302 20.05% 1.262%
6 6.998 831 835 849 rBVY 3122180 3043375 71.09% 4_474%
7 7.404 899 904 907 rBVY 2463516 2532777 59.16% 3.724%
8 8.122 1022 1026 1048 rBV 1155399 1092668 25.52% 1.606%
9 9.198 1204 1209 1212 rBV 4489608 4280952 100.00% 6.294%
10 9.592 1272 1276 1285 rVB 274705 271071 6.33% 0.399%

11 9.875 1320 1324 1328 rBV 1500987 1285278 30.02% 1.890%
12 9.910 1328 1330 1335 rVB 118892 102633 2.40% 0.151%

13 10.427 1414 1418 1423 rBV 91351 97611 2.28% 0.144%
14 10.580 1438 1444 1448 rVB3 43715 65546 1.53% 0.096%
15 10.669 1454 1459 1467 rBV 2714124 2755300 64.36% 4_.051%
16 10.898 1493 1498 1501 rVB 73587 76824 1.79% 0.113%
17 10.945 1502 1506 1508 rBV 63464 76406 1.78% 0.112%
18 10.975 1508 1511 1514 rVB3 64656 76400 1.78% 0.112%
19 11.010 1514 1517 1519 rBV3 43816 51312 1.20% 0.075%
20 11.033 1519 1521 1524 rVB2 62075 66681 1.56% 0.098%
21 11.110 1530 1534 1536 rBV2 59214 80166 1.87% 0.118%
22 11.133 1536 1538 1540 rVB 103251 77195 1.80% 0.113%

23 11.169 1540 1544 1547 rBV 324757 296144 6.92% 0.435%
24 11.222 1547 1553 1556 rBV3 242553 343726 8.03% 0.505%
25 11.257 1556 1559 1564 rVB2 424130 449965 10.51% 0.662%

26 11.316 1564 1569 1571 rBV2 263931 456627 10.67% 0.671%
27 11.363 1574 1577 1579 rVV 1364800 1193465 27.88% 1.755%
28 11.386 1579 1581 1583 rVV 1546381 1275854 29.80% 1.876%
29 11.410 1583 1585 1587 rVvVv2 503825 481605 11.25% 0.708%
30 11.439 1587 1590 1595 rVB2 700791 852945 19.92% 1.254%

31 11.486 1595 1598 1601 rBV2 738528 803747 18.77% 1.182%
32 11.516 1601 1603 1605 rBV 539405 476352 11.13% 0.700%
33 11.539 1605 1607 1612 rVB4 338468 497344 11.62% 0.731%
34 11.592 1612 1616 1618 rBV2 965923 1095977 25.60% 1.611%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\

Data File : BF115994.D

Aca On : 5 Aug 2019 21:48 Instrument :
Operator : HP/JU (B.‘,'I\:gﬁ't:Sam ol
3?22'6 i K4136-06 1&crcmcgmn
ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.663 1625 1628 1629 rBV2 555128 584889 13.66% 0.860%

36 11.722 1635 1638 1641 rVB2 452978 558750 13.05% 0.821%
37 11.757 1641 1644 1646 rBV2 833117 830960 19.41% 1.222%
38 11.780 1646 1648 1651 rVV2 639975 558140 13.04% 0.821%
39 11.810 1651 1653 1655 rVB 588554 411404 9.61% 0.605%
40 11.851 1655 1660 1662 rBvV4 533182 1017907 23.78% 1.497%

41 11.898 1666 1668 1671 rVB3 649906 674511 15.76% 0.992%
42 11.927 1671 1673 1677 rBV3 352688 542132 12.66% 0.797%
43 11.980 1680 1682 1690 rVV3 493644 1018488 23.79% 1.497%
44 12.057 1692 1695 1697 rVvV 359829 342773 8.01% 0.504%
45 12.104 1701 1703 1708 rVB4 427566 555097 12.97% 0.816%

46 12.286 1731 1734 1736 rBV2 444810 523215 12.22% 0.769%
47 12.369 1745 1748 1749 rBV 432139 415665 9.71% 0.611%
48 12.580 1781 1784 1789 rBV 2655410 2859157 66.79% 4.204%
49 12.645 1793 1795 1800 rBV3 208685 281076 6.57% 0.413%
50 12.810 1818 1823 1826 rBV2 2192692 2425856 56.67% 3.567%

51 12.951 1843 1847 1850 rBV 3822082 3762004 87.88% 5.531%
52 13.139 1876 1879 1883 rVB 541589 541040 12.64% 0.795%
53 13.204 1887 1890 1892 rVB2 417611 362202 8.46% 0.533%
54 13.651 1963 1966 1969 rVB4 250088 294988 6.89% 0.434%
55 13.780 1986 1988 1990 rVB 210482 155611 3.63% 0.229%

56 13.851 1997 2000 2009 rVB3 432879 817497 19.10% 1.202%
57 13.998 2021 2025 2029 rBV2 1466569 2173114 50.76% 3.195%
58 14.033 2029 2031 2034 rVB 1138777 869632 20.31% 1.279%
59 14.110 2042 2044 2050 rVB2 401197 444354 10.38% 0.653%
60 14.392 2090 2092 2095 rVB 266154 223537 5.22% 0.329%

61 15.045 2198 2203 2206 rBV 973337 1465058 34.22% 2.154%
62 15.098 2210 2212 2218 rVB2 165061 216806 5.06% 0.319%
63 15.151 2218 2221 2225 rBV 162793 181074 4.23% 0.266%
64 15.345 2250 2254 2260 rVB 562863 709035 16.56% 1.042%
65 15.410 2260 2265 2269 rVvV 815481 1004592 23.47% 1.477%

66 15.468 2270 2275 2278 rVV 838192 1067261 24.93% 1.569%
67 15.498 2278 2280 2288 rVB 245694 321823 7.52% 0.473%
68 15.904 2345 2349 2353 rVB3 113262 174963 4_.09% 0.257%
69 16.933 2517 2524 2530 rBV 389908 738361 17.25% 1.086%
70 17.104 2549 2553 2557 rBV2 58611 88758 2.07% 0.130%

71 17.156 2559 2562 2569 rVB3 61885 99958 2.33% 0.147%

8270-BF073019.M Wed Aug 07 15:53:30 2019 Page: 2



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080519\
Data File : BF115994.D

Aca On : 5 Aug 2019 21:48

Operator : HP/JU

Sample : K4136-06

Misc :

ALS Vial : 15 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 17.368 2592 2598 2610 rVB 295795 640882 14.97% 0.942%
73 17.615 2635 2640 2646 rBV2 67212 148081 3.46% 0.218%

Sum of corrected areas: 68016312
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115994.D

Aca On : 5 Aug 2019 21:48

Operator : HP/JU

Sample : K4136-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance -
5000000 TIC: BF115994.D

4000000 6.62

5.47 6.48

3000000
7.40

2000000

10000002-13 6.84

S

I
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance 5
5000000 TIC: BF115994.D o

4000000 12.58
12.81

3000000 10.67

2000000
9.87

8.12
1000000

.91

A T

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance -
5000000 TIC: BF115994.D

9.59

4000000

3000000

2000000

1000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115994.D

Aca On : 5 Aug 2019 21:48

Operator : HP/JU

Sample : K4136-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 29.85 ng 1281090 1,4-Dichlorobenzene-d4 6.84
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 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 7 (2.128 min): BF115994.D (-3) (-) m/z 73.00 100.00%

n
5000
43
55 87

. | . 220 2.30 2.40 2.50
Ot b 2 e | M/Z 43.00  35.63%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
78
5000 LA L L L L L L L L L

43 2.20 2.30 2.40 2.50
55 87 m/z 55.00 24 _05%

29
W35 1] 67 1] 80
O e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
78
87

2.20 2.30 2.40 2.50

5000 55 m/z 87.00 23.86%
J 79 | 97 112 129
0.,”.w.”.“.”,”.w.” T P . o S
m/z--> 20 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- A ma e
73 2.20 2.30 2.40 2.50

m/z 41.00 11.78%

5000 43
58
29 ﬁ7
L

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115994.D

Aca On : 5 Aug 2019 21:48

Operator : HP/JU

Sample : K4136-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknown6.62 Concentration Rank 1

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

6.62 91.20 ng 3913680 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Xenon 132 Xe 007440-63-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 771 (6.622 min): BF115994.D (-766) (-) m/z 131.95 100.00%
132
5000 68
wea | % oy |65k ok ¢k 7h”
0 e B R EAREE LR m/z 68.00 37.32%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 R L UL RN I
6.20 6.40 6.60 6.80 7.00
31 m/z 134.00 34.91%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 9g 116 m/z 65.95 25.02%
o b bl L e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #14560: Xenon | NLELELELE LN NI N BN
32 6.20 6.40 6.60 6.80 7.00
m/z 69.00 14 .52%
5000
66
0 A B B B L B B
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 6.0 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115994.D

Aca On : 5 Aug 2019 21:48

Operator : HP/JU

Sample : K4136-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknownll.26 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.26 7.54 ng 449965 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol. .alpha.-phenvl- 184 C13H120 000091-01-0 27
2 3-Phenvlpropionic acid. 2.3.4.6-... 362 C15H10CI1402 1000354-74-6 27
3 Carvophvllene-(11) 204 C15H24 1000158-18-5 25
4 3-Cvanophenvl-_beta.-phenvlpropi... 251 C16H13NO2 040123-39-5 16
5 3-Phenylpropionic acid. 3,5-difl... 262 C15H12F202 1000299-02-0 16
Abundance Scan 1560 (11.263 min): BF115994.D (-1556) (-) m/z 184.00 100.00%
105 4
91
5000
57
B3| 7 \ 133 USRS | U 1. WU
1 11.00 11.20 11.40 11.60
0 ,....,||...'.,..'|..-',..!.- Jﬁ" e 208, m/z 105.00 79.33%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48819: Benzenemethanol, .alpha.-phenyl-
105
5000 7w
184 11.00 11.20 11.40 11.60
51 165 m/z 91.00 58.08%
o 27 | a1 || 128 149
miz-> 20 40 60 85 100 150 140 160 180 200 220 240 260 280
Abundance #191479: 3- Phenylproplonlc acid, 2,3,4,6-tetrachlorophenyl...
1105
133
11.00 11.20 11.40 11.60
5000 m/z 57.00 35.76%
27 51 \\ il I 168 203 232
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64341: Caryophyllene-(11) T
a1 o1 105 133 11.00 11.20 11.40 11.60
m/z 85.05 29.42%
5000
0 R e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115994.D

Aca On : 5 Aug 2019 21:48

Operator : HP/JU

Sample : K4136-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 wunknownll.52 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.52 7.98 ng 476352 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvl-1-propvlpentvl)- 204 C15H24 054932-91-1 45
2 3-Chlorophenvl-_beta.-phenvlprop... 260 C15H13CI02 023522-74-9 32
3 1-Butanone. 2-hvdroxv-1-phenvl- 164 C10H1202 016183-46-3 23
4 1.5-Diphenvl-1.5-pentanedione 252 C17H1602 006263-83-8 23
5 (+-)-N-Benzyl-alpha-methyl-N-nit... 240 C15H16N20 028179-11-5 17
Abundance Scan 1604 (11.522 min): BF115994.D (-1601) (-) m/z 105.00 100.00%
105
5000
57 147 U R DU UL B
41 85 13 175 245 11.20 11.40 11.60 11.80
0 ...,....,"....|,....,...., ...',..l.ll.,.L.. A AT S0 23 3920 Thyz 91.00  29.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64384: Benzene, (1-methyl-1-propylpentyl)-
105
5000 R UL UL B SRR
11.20 11.40 11.60 11.80
a1 147 m/z 147.10 21.10%
o6y Be ] Japoy | |1 a0
m/z--> 20 Jo 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance #110718: 3-Chlorophenyl-.beta.-phenylpropionate
105
11.20 11.40 11.60 11.80
5000 133 m/z 57.00 20.19%
77
51
Obrreprrerprabrpbeh b e 253 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #33361: 1-Butanone, 2-hydroxy-1-phenyl- B B B
105 11.20 11.40 11.60 11.80
m/z 133.00 15.63%
5000
77 147
o N 57 | . | 128 M 164
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115994.D

Aca On : 5 Aug 2019 21:48

Operator : HP/JU

Sample : K4136-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknownll.54 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.54 8.33 ng 497344 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-4-(1l-methvlethvl)- 148 C11H16 004218-48-8 38
2 3-Phenvlpropionic acid. pentaflu... 316 C15H9F502 1000354-73-7 38
3 1H-Benzotriazole. 1-methvl- 133 C7H7N3 013351-73-0 38
4 4-Nitrophenvl-_beta.-phenvlpropi... 271 C15H13N0O4 017895-71-5 38
5 3-Phenylpropionic acid, 2,4,6-tr... 328 C15H11CI1302 1000325-76-3 38
Abundance Scan 1607 (11.539 min): BF115994.D (-1605) (-) m/z 105.00 100.00%
105 133
175
5000
43 71 203 LA DA B SRR
259 11.20 11.40 11.60 11.80
0 ...,....-,']...'.,..|..-,.?..,'..-.'l,.. 0 )Ll 229 1274288 | 0 7133.00 | 85.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22812: Benzene, 1-ethyl-4-(1-methylethyl)-
133
5000
105 148 11.20 11.40 11.60 11.80
m/z 91.00 77.87%
27 41 sg 17
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #157782: 3-Phenylpropionic acid, pentafluorophenyl ester
133 LB B SRR
11.20 11.40 11.60 11.80
5000 m/z 175.10 52.89%
77
o 27 St | S s 213
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280
Abundance #14694: 1H-Benzotriazole, 1-methyl- R R S A RRRR
105 133 11.20 11.40 11.60 11.80
m/z 43.00 17.88%
5000 90
28 63
0'“Iﬂ”ﬁhwﬁk“m'”'PM'P'LI““I“'W'”W'”'P”'P'“P'“I”" L DR BN U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115994.D

Aca On : 5 Aug 2019 21:48

Operator : HP/JU

Sample : K4136-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 m-Toluic acid, 3-chloroprop... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.59 18.37 ng 1095980 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 m-Toluic acid. 3-chloroprop-2-en... 210 C11H11ClIO02 1000292-50-0 53
2 Formic acid. benzovl-. (8"-pheny... 364 C24H2803 088002-15-7 50
3 4-MethvIl-N-(4-methvl-furazan-3-v... 217 C11H11N302 1000295-66-1 43
4 Benzene. 1.1°-(1.1.2.2-tetrameth... 238 C18H22 001889-67-4 43
5 Benzenepropanoic acid, .beta.,.b... 192 C12H1602 025080-84-6 43

Abundance Scan 1616 (11.592 min): BF115994.D (-1612) (-) m/z 119.00 100.00%
119
5000 91
175
T 147 217 11.20 11.40 11.60 11.80 12.00
3 273 y ; v : =
ob— Rl L bl L L1 195707 245 278 302 0 T75105.00  79.05%
m/z--> 50 100 150 200 250 300 350
Abundance #68960: m-Toluic acid, 3-chloroprop-2-enyl ester
119
5000 LA B L L L L L L L LB
o1 175 11.20 11.40 11.60 11.80 12.00
- m/z 91.00 44 _59%
L0 | 2
— Attt
m/z--> 50 100 150 200 250 300 350
Abundance #193331: Formic acid, benzoyl-, (8-phenylmenthyl) ester
119
R B o
11.20 11.40 11.60 11.80 12.00
5000 o1 m/z 175.10 26.63%
41
214
o ‘ L6, || ) aaso | 245 269 364
il e e b
m/z--> 50 100 150 200 250 300 350
Abundance #74725: 4-Methyl-N-(4-methyl-furazan-3-yl)-benzamide
119 11.20 11.40 11.60 11.80 12.00
m/z 57.00 17.48%
5000
91
oL 65 .’ 146 185 217
—— AR R s
m/z--> 50 100 150 200 250 300 350 11.20 11.40 11.60 11.80 12.00

8270-BF073019.M Wed Aug 07 15:53:34 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115994.D

Aca On : 5 Aug 2019 21:48

Operator : HP/JU

Sample : K4136-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Tridecane, 2-methyl-2-phenyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.66 9.80 ng 584889 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2-methvl-2-phenvl- 302 C22H38 029138-94-1 64
2 Tridecane. 2-methvl-2-phenvl- 274 C20H34 027854-41-7 64
3 4-Methvlbenzoic acid. 4-biphenvl._.. 288 C20H1602 1000354-15-9 64
4 Benzoic acid. 3-methvl-. 4-biphe... 288 C20H1602 1000355-71-6 64
5 Benzene, (1,1,4,6,6-pentamethylh... 246 C18H30 055134-07-1 64
Abundance Scan 1628 (11.663 min): BF115994.D (-1625) (-) m/z 119.00 100.00%
119
5000
43 o 203 11,40 11,60 11.80 12.00
71 161 : : : :
Olrrrr et e b oo b 28 220 288 Tz 91.00 17.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146687: Pentadecane, 2-methyl-2-phenyl-
119
5000 L IR B SULLN SRR
11.40 11.60 11.80 12.00
41 91 m/z 120.00  10.17%
o154 |1 57 72, | | J 145161 210 231 297302
m/z--> 20 40 éo 85 100 120 140 160 180 200 220 240 260 280 300
Abundance #122975: Tridecane, 2-methyl-2-phenyl-
119
11,40 11,60 11.80 12,00
5000 m/z 203.10 7.39%
41 91
ol 15 4 || 57 78 | 145160175 203 231 _ 250274
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #134702: 4-Methylbenzoic acid, 4-biphenyl ester
119 11.40 11.60 11.80 12.00
m/z 43.00 6.80%
5000
91 288
o 39 6 | | 141 170
m/z--> 20 40 éo 80 100 150 140 160 180 200 220 240 260 280 360 1140 11.60 11.80 12.00

8270-BF073019.M Wed Aug 07 15:53:34 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115994.D

Aca On : 5 Aug 2019 21:48

Operator : HP/JU

Sample : K4136-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 3-Phenylpropionic acid. 3,5... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.72 9.36 ng 558750 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenvlpropionic acid. 3.5-difl... 262 C15H12F202 1000299-02-0 59
2 Benzene. 1-(1l-ethvlpropvl)-4-met... 162 C12H18 022975-58-2 53
3 1H-Benzotriazole. 1-methvl- 133 C7H7N3 013351-73-0 52
4 1-Propanone. 2-chloro-1-(2.4-dim... 210 C12H15CIO 054965-53-6 50
5 Benzamide, 4-ethyl-N-(4-chloroph... 259 C15H14CINO 1000340-35-1 50
Abundance Scan 1638 (11.722 min): BF115994.D (-1635) (-) m/z 105.00 100.00%
195 133
5000 57
175 259 U DA BRI IR B
41 11.40 11.60 11.80 12.00
85
Olrprrrerrrrerrdb et .,...-.l,..':.,...l.??..L L2082 | s s TEs 05 96. 800
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #112287: 3-Phenylpropionic acid. 3,5-difluorophenyl ester
105
133
5000 RN B UL IR UL
11.40 11.60 11.80 12.00
o 77 m/z 91.00 73.08%
0||ll||||2|7|||||||||llllll||ll| 1Trrrv-rrrn-rrrrv-rrrn-rrrrv—rrrr12-[§r2rn-rrrrr|—rr
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #32300: Benzene, 1-(1-ethylpropyl)-4-methyl-
105 133
11.40 11,60 11.80 12,00
5000 m/z 57.00 50.35%
41 162
77
0 ||||:|I-|5|||||||||||L||\||||||||||||||L||||| ||||||||| RRama e L e s
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14694: 1H-Benzotriazole, 1-methyl- e A REEEEEasS
105 133 11.40 11.60 11.80 12.00
m/z 175.10 24 .68%
5000
77
Tisl ]
o) S— ||||hl|‘l| i”” |
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00

8270-BF073019.M Wed Aug 07 15:53:35 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115994.D

Aca On : 5 Aug 2019 21:48

Operator : HP/JU

Sample : K4136-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Benzene, (1,l1-dimethylnonyl)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.76 13.93 ng 830960 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l.1-dimethvIinonvI)- 232 C17H28 055191-25-8 50
2 Benzene. 1-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 50
3 Benzene. (l.1-dimethvildecvI)- 246 C18H30 027854-40-6 50
4 Benzoic acid. 2.5-dimethvl-. (2.... 268 C18H2002 055000-48-1 50
5 [4-(Toluene-4-sulfonyl)piperazin... 358 C19H22N203S 1000304-01-5 50
Abundance Scan 1645 (11.763 min): BF115994.D (-1641) (-) m/z 119.00 100.00%
119
5000
a | 203 1140 1160 1130 1200 "
273 : - : :
0 .,....,....,h...!,..l..,....,.'...- ....1,4.2].1.5?... 228285 S 392 0 Tm/z 91.00  20.96%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #87790: Benzene, (1,1-dimethylnonyl)-
119
5000 LR BRI SRR BN B
11,40 11.60 11.80 12.00
91 m/z 105.00 17.51%
41
bt L aa w2
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14883: Benzene, 1-ethyl-3,5-dimethyl-
119
11.40 11,60 11.80 12.00
5000 m/z 120.00 9.69%
91
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99265: Benzene, (1,1-dimethyldecyl)- R B e
119 11.40 11.60 11.80 12.00
m/z 203.10 8.95%
5000
“ 91
0 27 | 69 \ y 159175 246
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11140 11.60 11.80 12.00

8270-BF073019.M Wed Aug 07 15:53:35 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115994.D

Aca On : 5 Aug 2019 21:48

Operator : HP/JU

Sample : K4136-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 Methyl N,N-dipropylphosphor... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.78 9.35 ng 558140 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl N.N-dipropvlphosphoramido... 204 C8H17N202P 1000298-42-0 53
2 Benzene. (l-hexvlheptvI)- 260 C19H32 002400-01-3 38
3 Benzene. l-ethvl-4-(l-methvlethvl)- 148 C11H16 004218-48-8 35
4 Benzene. 1-(l-ethvlpropvl)-4-met... 162 C12H18 022975-58-2 35
5 1H-Benzotriazole, 1-methyl- 133 C7H7N3 013351-73-0 27

Abundance Scan 1648 (11.780 min): BF115994.D (-1646) (-) m/z 133.05 100.00%
91 133
175
5000
198 259 11.40 11.60 11.80 12.00
o 215231 287302 m/z 91.00 88.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64768: Methyl N,N-dipropylphosphoramidocyanidate
l 175
5000 R U UL UL R
11.40 11.60 11.80 12.00
41 m/z 105.00 81.88%
0 56 |7|9 1.06 148 2(.)4
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #111016: Benzene, (1-hexylheptyl)-
91
11.40 11.60 11.80 12.00
5000 m/z 175.10 79.65%
175
0L14 2985 71 | | 11934 153 190 217 2?0
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280 300
Abundance #22812: Benzene, 1-ethyl-4-(1-methylethyl)-
133 11.40 11.60 11.80 12.00
m/z 71.05 21.36%
5000 105 e
15 4\.\1 58 7\7 ‘ ) \‘ |
m/z--> 26 40 éo 80 160 120 140 160 180 200 220 240 260 280 300 11140 11.60 11.80 12.00

8270-BF073019.M Wed Aug 07 15:53:36 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115994.D

Aca On : 5 Aug 2019 21:48

Operator : HP/JU

Sample : K4136-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 3-Methylbenzoic acid, 2-bip... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.85 17.06 ng 1017910 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 2-methvl-2-phenvl- 274 C20H34 027854-41-7 53
2 3-Methvlbenzoic acid. 2-biphenvl... 288 C20H1602 1000331-27-0 53
3 Pentadecane. 2-methvl-2-phenvl- 302 C22H38 029138-94-1 53
4 Benzene. (1.1-dimethvildecvl)- 246 C18H30 027854-40-6 53
5 Benzamide, N-(3-chlorophenyl)-2-._. 245 C14H12CINO 1000307-00-4 50
Abundance Scan 1660 (11.851 min): BF115994.D (-1655) (-) m/z 119.00 100.00%
119
5000
7 4 B B B o e O
43 203 11.60 11.80 12.00 12.20
o....,....,l'...'.,..|..,..|..,.'...,..1.3.4,...1:‘3,?.17.4.... | 231 208213288 Tmzz 91.00  23.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #122975: Tridecane, 2-methyl-2-phenyl-
119
5000 L SR BN IR S
1160 11.80 12,00 12.20
a1 01 m/z 71.10 15.51%
o154 | 57 76 | 145160175 203 231 250274
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #134699: 3-Methylbenzoic acid, 2-biphenyl ester
119
1160 11.80 12,00 12.20
5000 m/z 133.00 12.34%
91
o 39 65 \ | 139 168 2§8
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146687: Pentadecane, 2-methyl-2-phenyl- N B e B e
119 11.60 11.80 12.00 12.20
m/z 43.00 10.87%
5000
41 91
0 5772 || 145161 210 231 287302
m/z--> ﬁo 40 60 8b 100 120 140 160 180 200 220 240 260 280 300 1160 11.80 12.00 12.20

8270-BF073019.M Wed Aug 07 15:53:36 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115994.D

Aca On : 5 Aug 2019 21:48

Operator : HP/JU

Sample : K4136-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Phenanthrene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.90 11.30 ng 674511 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 56
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 42
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 42
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 42
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 42
Abundance Scan 1668 (11.898 min): BF115994.D (-1666) (-) m/z 119.00 100.00%
119 175
192
5000
91
s 231 11.60 11.80 12.00 12.20
14516 : : : :
ok ..,....,“..?.6,..[.~,..:~=,'.-...~ ',,(H, A% 29 302 Tz 175.10 92.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54746: Phenanthrene, 1-methyl-
192
5000 L DML SN B SULA
11.60 11.80 12.00 12.20
165 m/z 192.00 77.35%
o 39 63 g1 96 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54749: Phenanthrene, 2-methyl-
192
11.60 11.80 12.00 12.20
5000 m/z 191.00 41.84%
o 39 63 g1 9 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54732: Anthracene, 1-methyl-
192 11.60 11.80 12.00 12.20
m/z 105.00 38.39%
5000
83
ol 15 39 63 3 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11,60 11.80 12.00 12.20

8270-BF073019.M Wed Aug 07 15:53:37 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115994.D

Aca On : 5 Aug 2019 21:48

Operator : HP/JU

Sample : K4136-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 14 Pentadecane, 2-methyl-2-phe... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.93 9.09 ng 542132 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2-methvl-2-phenvl- 302 C22H38 029138-94-1 52
2 Benzene. (1l.1-dimethvldecvI)- 246 C18H30 027854-40-6 50
3 Benzamide. N-(4-chloro-1.1-dioxo... 287 C12H14CINO3S 1000310-65-3 50
4 Benzamide. N-(3-chlorophenvl)-2-... 245 C14H12CINO 1000307-00-4 47
5 m-Toluic acid, cyclobutyl ester 190 C12H1402 1000292-23-2 47
Abundance Scan 1673 (11.927 min): BF115994.D (-1671) (-) m/z 119.00 100.00%
119
5000
91 e
43 71 11.60 11.80 12.00 12.20
189
Olerrrprrrr by etbpr b dl LB 152168 550 217 257272287302 | ny5791 00 25.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146687: Pentadecane, 2-methyl-2-phenyl-
119
5000 L SV AR SO U
1160 11.80 12.00 12.20
41 91 m/z 105.00  22.86%
ol 15 4 |1 57 72, | | J 145161 210 231 297302
m/z--> 20 40 éo 85 100 120 140 160 180 200 220 240 260 280 300
Abundance #99265: Benzene, (1,1-dimethyldecyl)-
119
1160 11.80 12.00 1220
5000 m/z 133.00 12.81%
91
14 29 u 69 \ L 159175 231246
m/z--> ﬁo 40 60 85 100 120 140 160 180 200 220 240 260 280 300
Abundance #133310: Benzamide, N-(4-chloro-1,1-dioxotetrahydro-1.lamb... B e
119 11.60 11.80 12.00 12.20
m/z 71.05 10.20%
5000
o 161
65 188
0 S 144 208223 251 272287
m/z--> 20 Jo éo 85 100 120 110 160 180 200 220 240 260 280 300 1160 11.80 12.00 12.20

8270-BF073019.M Wed Aug 07 15:53:37 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115994.D

Aca On : 5 Aug 2019 21:48

Operator : HP/JU

Sample : K4136-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 15 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.98 17.07 ng 1018490 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 87
2 Phenol. 4-(2-thienvimethvl)- 190 C11H100S 091680-55-6 53
3 6.7-Methvlenedioxv-4(3H)-auinazo... 190 C9H6N203 028310-11-4 50
4 Methvl diselenide 190 C2H6Se2 007101-31-7 50
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 45
Abundance Scan 1682 (11.980 min): BF115994.D (-1680) (-) m/z 190.00 100.00%
0

5000

(o} m/z 189.00 86.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190

5000

ll.IGO 11.80 12.00 12.20
m/z 94.50 25.85k

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52871: Phenol, 4-(2-thienylmethyl)-
0

11.60 11.80 12.00 12.20
m/z 187.00 22.71%

5000

128 157173

77
27 45 63
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53596: 6, 7-Methylenedioxy-4(3H)-quinazolone R AR B A aae
190 11.60 11.80 12.00 12.20
m/z 191.00 19.63%
5000
77
0 91 105719134745 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20

8270-BF073019.M Wed Aug 07 15:53:38 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115994.D

Aca On : 5 Aug 2019 21:48

Operator : HP/JU

Sample : K4136-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 16 unknownl12.10 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.10 9.30 ng 555097 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4.4a.7-hexahv... 204 C15H24 016728-99-7 38
2 2-Guanidino-4(3H)-auinazolinone 203 C9HI9N50 062936-92-9 27
1-(2-Methoxvphenvl)-2.5-dihvdro-... 203 C11H9NO3 017392-68-6 25
4 2.4.4.6-Tetramethvl-6-phenvlheptane 232 C17H28 1000293-28-6 18
5 2,4,4,6-Tetramethyl-6-phenyl-1-h._.. 230 C17H26 1000293-27-9 15
Abundance Scan 1702 (12.098 min): BF115994.D (-1701) (-) m/z 203.10 100.00%
119 203
71
5000
91 161
“ 231 11.80 12.00 12.20 12.40
0 ...,....-,~...~|:-,..":.~',l.|.:., ! ~....,1.4.‘?.|'.-..".- G ks | 2so2e1 287 9700 99. 23
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64448: Naphthalene, 1,2,3,4,4a,7-hexahydro-1,6-dimethyl-4...
119
41
5000 91 161 AR SR SRR BUARA
nmnmnmnm
69 204 m/z 105.00 80.78%
ol .2 134 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #63648: 2-Guanidino-4(3H)-quinazolinone
48 2
11.80 12.00 12.20 12.40
5000 m/z 71.10 55.73%
0 |||||||“2H‘|‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #63256: 1-(2-Methoxyphenyl)-2,5-dihydro-1H-pyrrole-2,5-dione R e e  EEEmmmEm
120 203 11.80 12.00 12.20 12.40
m/z 57.00 55_.55%
5000 54  4g
26 1 145160 185
0 e I B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1180 1200 1220 1240
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115994.D

Aca On : 5 Aug 2019 21:48

Operator : HP/JU

Sample : K4136-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 17 unknownl2.29 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.29 8.77 ng 523215 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Amino-5-T3-butenoxvl-6-methoxy... 258 C15H18N202 108190-65-4 35
2 2H-1-Benzopvran-2-one. 7-(dimeth... 203 C12H13NO2 000087-01-4 30
3 1.3.5-Cvcloheptatriene. 2.5-dihe... 288 C21H36 1000160-93-4 22
4 Neoisolonaifolene. 8-bromo- 282 C15H23Br 1000151-64-8 22
5 Naphtho(2,1,8-def)quinoline 203 C15H9N 000313-80-4 22
Abundance Scan 1735 (12.292 min): BF115994.D (-1731) (-) m/z 203.10 100.00%
175 208
287
5000
231 259 a6 1200 12.20 12.40 12.60
o} m/z 175.10 79.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #109096: 8-Amino-5-[3-butenoxy]-6-methoxy-4-methylquinoline
203
5000 LI IS SR LN B
s 058 12.00 12.20 12.40 12.60
m/z 287.20 54 .32%
e o 9, 185 226
miz-> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #63345: 2H-1-Benzopyran-2-one, 7-(dimethylamino)-4-methyl-
174 203
1200 12.20 12.40 12.60
5000 m/z 71.00 52 .36%
77
103 146
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #134785: 1,3,5-Cycloheptatriene, 2,5-dihexyl-7,7-dimethyl- I EAmEmEEE RS
203 12.00 12.20 12.40 12.60
m/z 57.00 26 .49%
5000 43
91 273
o H L e | 0,145 115 | 210 au5 | 289
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12,00 12.20 12,40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115994.D

Aca On : 5 Aug 2019 21:48

Operator : HP/JU

Sample : K4136-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 18 unknownl2.37 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.37 6.97 ng 415665 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. 3-methvl-N-methallvl- 189 C12H15NO 1000339-09-9 43
2 2.5-Pvrrolidinedione. 3-methvl-1... 189 C11H11NO2 075619-07-7 40
3 Silane. diethvlethoxvpentvloxv- 218 C11H2602Si 1000363-02-7 38
4 Silane. diethvlethoxv(2-methvlbu... 218 C11H2602Si 1000363-09-5 38
5 Benzene, 1,3,5-tris(1-methylethyl)- 204 C15H24 000717-74-8 37
Abundance Scan 1748 (12.369 min): BF115994.D (-1745) (-) m/z 189.10 100.00%
189
119
5000
43 71 91 160 205 301 R R B
231 12.00 12.20 12.40 12.60
0.,....,”...'.,....,....,.I...- . I ....,..2.“.36.2..7?....,1....,?.39, m/z 119.00  62.39%
m>mmmmmmmmmmmmmmmm
Abundance #52389: Benzamide, 3-methyl-N-methallyl-
119
5000 AR R B U
nmnmnmnm
9a 189 m/z 71.10 22.21%
ol 39 65 148 ,
m>i&&mmmmmmmmmmmﬁﬁ'
Abundance #52320: 2,5-Pyrrolidinedione, 3-methyl-1-phenyl-
9

12.00 12.20 12.40 12.60
m/z 301.30 21.87%

5000

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #75479: Silane, diethylethoxypentyloxy- A e e
9 12.00 12.20 12.40 12.60

m/z 91.00 20.21%

5000

29 45 145161
B e e o N EEmes
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 00 12. 20 12. 40 12.60

8270-BF073019.M Wed Aug 07 15:53:39 2019 Page: 21



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115994.D

Aca On : 5 Aug 2019 21:48

Operator : HP/JU

Sample : K4136-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 19 11H-Benzo[a]fluoren-11-one Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.85 7.52 ng 817497 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 86
2 7H-Benzldelanthracen-7-one 230 C17H100 000082-05-3 42
3 Dibenzolc.h1l2.6Tnaphthvridine 230 C16H10N2 000218-30-4 38
4 2-(N-(2.3-Dimethvl-5-0xo0-1-pheny... 302 C16H22N402 1000242-38-0 27
5 6H-Benz[de]anthracen-6-one 230 C17H100 080252-14-8 27
Abundance Scan 2000 (13.851 min): BI;115994.D (-1997) () m/z 230.00 100.00%
230
5000
273
301 13.60 13.80 14.00 14.20
0 % 38 38 m/z 57.00 45.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #86241: 11H-Benzo[a]fluoren-11-one
230
5000 LR UM SR SUNRURA SR
13.60 13.80 14.00 14.20
101 200 m/z 43.00 44 _23%
L 50 75 ] 122 150 1 ﬂ
m/z--> 50 100 150 200 250 300 350 400
Abundance #86246: 7H-Benz[de]anthracen-7-one
230
1360 13:80 14.00 14.20
5000 202 m/z 71.10 39.32%
27 50 74 101122 150 174 J\ N
m/z--> 50 100 150 250 300 350 400
Abundance #86217: leenzo c, h] ]naphthyrldme I a  BREEEEES B
13.60 13.80 14.00 14.20
m/z 55.00 32.11%
5000
174 l
0"'I""I""""""J"""""I""I' AU N D DU D
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080519\
Data File : BF115994.D

Aca On : 5 Aug 2019 21:48

Operator : HP/JU

Sample : K4136-06

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 20 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.34 13.29 ng 709035 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Pervlene 252 C20H12 000198-55-0 97
3 Benzolalpvrene 252 C20H12 000050-32-8 97
4 Benzolklfluoranthene 252 C20H12 000207-08-9 96
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 94
Abundance Scan 2253 (15.339 min): BF115994.D (-2250) (-) m/z 252.05 100.00%
252
5000
125 15.00 15.20 15.40 15.60
224 : : : :
ol 20 74 100 | 150 174 198 <57 Wl 277 329 358 385 | Th77 250.00  30.69%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000

15.00 15.20 15.40 15.60
m/z 253.05 20.63%

125
50 74 99, | 146 174 200 224

-1+ttt
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene
252
15.00 15.20 15.40 15.60
5000 m/z 125.00 17 .35%
125
oL17. 39 74 99 , m 150 174 200 224
L B e o e e L e e B e e LA e s e e o
m/z--> 50 100 150 200 250 300 350
Abundance #104218: Benzo[a]pyrene T
252 15.00 15.20 15.40 15.60
m/z 126.00 14 _.23%
5000
126
0 50 74 100, | 149 174 200 224 §
— T e e e e
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080519\

Data File : BF115994.D

Acq On - 5 Aug 2019 21:48 Instrument :
Operator : HP/JU gmgigamlem'
3?22'6 i K4136-06 1SCLC¢CgMR
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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 29.9 ng 1281090 1 6.84 858302 20.0
unknown6 .62 6.62 91.2 ng 3913680 1 6.84 858302 20.0
unknownll.26 11.26 7.5 ng 449965 4 11.36 1193470 20.0
unknownll.52 11.52 8.0 ng 476352 4 11.36 1193470 20.0
unknownll.54 11.54 8.3 ng 497344 4 11.36 1193470 20.0
m-Toluic acid, 3-... 11.59 18.4 ng 1095980 4 11.36 1193470 20.0
Tridecane, 2-meth... 11.66 9.8 ng 584889 4 11.36 1193470 20.0
3-Phenylpropionic... 11.72 9.4 ng 558750 4 11.36 1193470 20.0
Benzene, (1,1-dim... 11.76 13.9 ng 830960 4 11.36 1193470 20.0
Methyl N,N-diprop... 11.78 9.3 ng 558140 4 11.36 1193470 20.0
3-Methylbenzoic a... 11.85 17.1 ng 1017910 4 11.36 1193470 20.0
Phenanthrene, 1-m... 11.90 11.3 ng 674511 4 11.36 1193470 20.0
Pentadecane, 2-me... 11.93 9.1 ng 542132 4 11.36 1193470 20.0
4H-Cyclopenta[def... 11.98 17.1 ng 1018490 4 11.36 1193470 20.0
unknown12.10 12.10 9.3 ng 555097 4 11.36 1193470 20.0
unknownl12 .29 12.29 8.8 ng 523215 4 11.36 1193470 20.0
unknown12 .37 12.37 7.0 ng 415665 4 11.36 1193470 20.0
11H-Benzo[a]fluor... 13.85 7.5 ng 817497 5 14.01 2173110 20.0
Benzo[e]pyrene 15.34 13.3 ng 709035 6 15.47 1067260 20.0
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