LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115959.D

Aca On : 2 Aug 2019 20:57

Operator : HP/JU

Sample : K4129-03

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:\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 5.469 571 575 597 rBVY 2014716 2078304 78.99% 4 .560%
2 6.481 743 747 767 rBVY 2277158 2214083 84.15% 4 .858%
3 6.622 767 771 774 rBV 2579630 2227712 84.67% 4 .888%
4 6.851 806 810 819 rBV 827145 711749 27 .05% 1.562%
5 7.004 833 836 850 rBVY 1902415 1799549 68.39% 3.948%
6 7.410 901 905 922 rBVY 1541361 1434409 54.52% 3.147%
7 8.133 1024 1028 1050 rBV 931689 913648 34.72% 2.005%
8 9.210 1207 1211 1224 rBV 2964538 2631206 100.00% 5.773%
9 9.604 1274 1278 1286 rBV 307494 304030 11.55% 0.667%
10 9.892 1323 1327 1331 rBvV 1214636 1090400 41.44% 2.392%
11 10.439 1413 1420 1426 rBvV3 63977 82295 3.13% 0.181%
12 10.551 1436 1439 1443 rBvV2 46020 50435 1.92% 0.111%
13 10.592 1443 1446 1450 rvB2 75500 73052 2.78% 0.160%

14 10.680 1457 1461 1469 rBV 1614279 1617216 61.46% 3.548%
15 10.745 1469 1472 1477 rVB2 105719 108989 4.14% 0.239%

16 10.839 1485 1488 1490 rBV 112344 84659 3.22% 0.186%
17 10.916 1495 1501 1504 rBV 137026 152067 5.78% 0.334%
18 10.963 1506 1509 1511 rBV 120374 123240 4.68% 0.270%
19 10.986 1511 1513 1517 rVB3 117173 112104 4.26% 0.246%
20 11.027 1517 1520 1521 rBVZ2 95836 81475 3.10% 0.179%

21 11.051 1521 1524 1527 rVB2 167656 157294 5.98% 0.345%
22 11.086 1527 1530 1533 rVB 94416 106430 4.04% 0.234%
23 11.127 1534 1537 1539 rBV 128539 115825 4._.40% 0.254%
24 11.151 1539 1541 1543 rBV 229202 176403 6.70% 0.387%
25 11.186 1543 1547 1550 rVB 406381 394516 14.99% 0.866%

26 11.239 1550 1556 1559 rBV2 391123 589105 22.39% 1.293%
27 11.268 1559 1561 1565 rVB 498337 473185 17.98% 1.038%
28 11.321 1567 1570 1574 rBV 431109 751748 28.57% 1.649%
29 11.380 1574 1580 1582 rBV 1191804 1379934 52.44% 3.028%
30 11.427 1585 1588 1592 rVB2 632045 604562 22.98% 1.326%

31 11.463 1592 1594 1598 rVB3 672046 732141 27 .83% 1.606%
32 11.504 1598 1601 1604 rBV2 890513 1059589 40.27% 2.325%
33 11.533 1604 1606 1608 rBV 626875 570852 21.70% 1.252%
34 11.557 1608 1610 1615 rVB3 515629 739683 28.11% 1.623%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115959.D

Aca On : 2 Aug 2019 20:57

Operator : HP/JU

Sample : K4129-03

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

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

Method
Title

35 11.610 1615 1619 1621 rBV 1332989 1372259 52.15% 3.011%

36 11.739 1638 1641 1644 rVB3 642725 786139 29.88% 1.725%
37 11.774 1644 1647 1650 rBV2 933215 1130073 42.95% 2.479%
38 11.804 1650 1652 1654 rVB2 813719 637263 24.22% 1.398%
39 11.827 1654 1656 1658 rVB 695204 528120 20.07% 1.159%
40 11.874 1658 1664 1666 rBV3 762166 1478201 56.18% 3.243%

41 11.898 1666 1668 1670 rBV2 365659 306958 11.67% 0.673%
42 11.951 1675 1677 1680 rBV2 523017 610885 23.22% 1.340%
43 11.980 1680 1682 1683 rBVY 282231 182484 6.94% 0.400%
44 12.074 1696 1698 1701 rBV2 501195 386322 14.68% 0.848%
45 12.127 1704 1707 1711 rVB3 403742 632237 24.03% 1.387%

46 12.192 1715 1718 1720 rBV4 327960 422360 16.05% 0.927%
47 12.221 1720 1723 1725 rBV3 466381 465620 17.70% 1.022%
48 12.304 1734 1737 1740 rBV2 538977 741754 28.19% 1.627%
49 12.386 1748 1751 1752 rBV 530929 466179 17.72% 1.023%
50 12.598 1785 1787 1789 rBV 890643 812793 30.89% 1.783%

51 12.827 1823 1826 1829 rVB 816650 627288 23.84% 1.376%
52 12.968 1846 1850 1853 rBV 2764840 2624539 99.75% 5.758%
53 13.157 1879 1882 1886 rVB3 294453 302983 11.51% 0.665%
54 14.021 2025 2029 2032 rBV2 993081 1281180 48.69% 2.811%
55 14.051 2032 2034 2038 rVB 403827 348069 13.23% 0.764%

56 14.786 2157 2159 2169 rVB 198261 269981 10.26% 0.592%
57 15.062 2203 2206 2209 rBV 325304 448679 17.05% 0.984%
58 15.121 2214 2216 2223 rVB2 205970 251386 9.55% 0.552%
59 15.368 2255 2258 2264 rVB 181905 248095 9.43% 0.544%
60 15.433 2265 2269 2274 rVV 282132 382022 14.52% 0.838%

61 15.498 2275 2280 2292 rVB 823508 1331925 50.62% 2.922%
62 15.933 2350 2354 2360 rVB 134439 198087 7.53% 0.435%
63 16.439 2436 2440 2446 rVB2 59702 99611 3.79% 0.219%
64 16.968 2524 2530 2536 rBV2 134674 254583 9.68% 0.559%
65 17.415 2600 2606 2618 rVB 93779 208266 7.92% 0.457%

Sum of corrected areas: 45578230
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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:\SVOASRV\HPCHEM1\BNA F\DATA\BF080219\
BF115959.D
2 Aug 2019 20:57
HP/JU
K4129-03
13 Sample Multiplier: 1
Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115959.D

Aca On : 2 Aug 2019 20:57

Operator : HP/JU

Sample : K4129-03

Misc :

ALS Vial : 13 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 unknown6.62 Concentration Rank 1

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

6.62 62.60 ng 2227710 1,4-Dichlorobenzene-d4 6.85
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
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): BF115959.D (-767) (-) m/z 132.00 100.00%
5000 68 L
40 %6 J 620 6.40 6.60 6.80 7.00
o |7 e | sus o n/z 68.00  40.32%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 ISR A S
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.27%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 26.84%
97
‘ o ‘ 117
0....‘,‘..“.‘. s g0 |
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R e e e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.00 16.32%
5000 og M°
o -‘-“‘. 89 | dor M 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00

8270-BF073019.M Wed Aug 07 11:58:11 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115959.D

Aca On : 2 Aug 2019 20:57

Operator : HP/JU

Sample : K4129-03

Misc :

ALS Vial : 13 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 3 Disiloxane, 1,1,3,3-tetrame... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.24 8.54 ng 589105 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disiloxane. 1.1.3.3-tetramethvl- 134 C4H140Si2 003277-26-7 52
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 50
3 7-epi-trans-sesauisabinene hvdrate 222 C15H260 1000374-17-7 46
4 Benzene. (1.1-dimethvipropvl)- 148 C11H16 002049-95-8 43
5 Benzene, (1,1-dimethyldecyl)- 246 C18H30 027854-40-6 43
Abundance Scan 1556 (11.239 min): BF115959.D (-1550) (-) m/z 119.00 100.00%
119
91 105
5000
147161 187000 217 2% 560274 11.00 11.20 11.40 11.60
0 m/z 91.00 81.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14966: Disiloxane, 1,1,3,3-tetramethyl-
119
133
5000 UREUR AL SN BRI B
73 11.00 11.20 11.40 11.60
59 m/z 105.00 77.09%
. : 45 | 87 108 |
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-
119
11.00 11.20 11.40 11.60
5000 m/z 133.00 60.29%
134
91 105
0 15 3\9 L 63 7\7 \‘ H‘
m/z--> 20 40 60 80 100 120 1&0 160 180 200 220 240 260 |
Abundance #79424: 7-epi-trans-sesquisabinene hydrate R e A s
41 60 g 119 11.00 11.20 11.40 11.60
m/z 57.00 38.85%
5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.20 11.40 11. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115959.D

Aca On : 2 Aug 2019 20:57

Operator : HP/JU

Sample : K4129-03

Misc :

ALS Vial : 13 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.27 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

11.27 6.8 ng 473185  Phenanthrene-di0 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Phenvlpropionic acid. 2.3-dich... 294 C15H12CI1202 1000331-06-3 37
2 3-Phenvlpropionic acid. 2-formvl... 322 C16H12CI1203 1000331-06-4 37
3 3-Phenvlpropionic acid. 2.5-dich... 294 C15H12C1202 1000325-76-2 35
4 3
53

-Chlorophenvl-_beta.-phenvlprop... 260 C15H13CI102 023522-74-9 25
-Phenylpropionic acid, 2,3,4,6-... 362 C15H10CI1402 1000354-74-6 25
Abundance Scan 1561 (11.268 min): BF115959.D (-1559) (-) m/z 105.00 100.00%
105
5000
133
57
41 | 11.00 11.20 11.40 11.60
85 184 203 245
Obprrrrd okl 155 184 717 22025 288 “m/z 91.00  36.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #139188: 3-Phenylpropionic acid, 2,3-dichlorophenyl ester
105 133
5000 LA IL L L L L L B LB
11.00 11.20 11.40 11.60
. m/z 133.00 32.43%
o275t | 162 294
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #162507: 3-Phenylpropionic acid, 2-formyl-4,6-dichlorophen...
105
133 T T
11.00 11.20 11.40 11.60
5000 m/z 57.00 22.06%
7
27 51 4 || jso 10 262 322
T R e A e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #139186: 3-Phenylpropionic acid, 2,5-dichloropheny! ester N ILALELELE m e e
5 11.00 11.20 11.40 11.60
m/z 71.10 13.27%
5000
O R RAREERE R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.00 11.20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115959.D

Aca On : 2 Aug 2019 20:57

Operator : HP/JU

Sample : K4129-03

Misc :

ALS Vial : 13 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 Benzene, (1,1-dimethylnonyl)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.32 10.90 ng 751748 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l.1-dimethvIinonvI)- 232 C17H28 055191-25-8 64
2 Tridecane. 2-methvl-2-phenvl- 274 C20H34 027854-41-7 64
3 Pentadecane. 2-methvl-2-phenvl- 302 C22H38 029138-94-1 64
4 Benzene. (1.1.4.6.6-pentamethvlh... 246 C18H30 055134-07-1 64
5 Benzamide, 3-methyl-N-methallyl- 189 C12H15NO 1000339-09-9 64
Abundance Scan 1570 (11.321 min): BF115959.D (-1567) (-) m/z 119.00 100.00%
119
5000
91
41 57 11.00 11.20 11.40 11.60
o....,....,-...-.,...7.6,..|..,.|..:l....,l.‘??. A74l89 215231 257274 . m/z 91.00 24.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #87790: Benzene, (1,1-dimethylnonyl)-
119
5000 U R U IR B
11.00 11.20 11.40 11.60
91 m/z 105.00 16.25%
41 |
NPT P OO N O M=
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
11.00 11.20 11.40 11.60
5000 m/z 120.00 10.20%
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 #146687: Pentadecane, 2-methyl-2-phenyl-
119 11.00 11.20 11.40 11.60
m/z 41.00 8.26%
5000
41 91
0 5772 || 145161 210 231 287302
m/z--> ﬁo 40 60 85 100 120 140 160 180 200 220 240 260 280 300 11.00 11.20 1140 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115959.D

Aca On : 2 Aug 2019 20:57

Operator : HP/JU

Sample : K4129-03

Misc :

ALS Vial : 13 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 Benzene, (l1-ethyloctyl)- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.46 10.61 ng 732141 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-ethvloctvl)- 218 C16H26 004621-36-7 50
2 3.6-Diazabicvclol3.1.01hexane-6-... 293 C18H19N30 020965-16-6 47
3 Benzamide. 3-methvl-N-allvl- 175 C11H13NO 1000339-09-8 38
4 1.3.8-p-Menthatriene 134 C10H14 018368-95-1 38
5 3,4-Dimethylbenzyl isothiocyanate 177 C1OH11NS 206559-59-3 38
Abundance Scan 1594 (11.463 min): BF115959.D (-1592) (-) m/z 105.00 100.00%

105
5000
57
41 147 UL SRR BN SUNIURA SR
0 175 203 11.20 11.40 11.60 11.80
85 231 288
0...,....,”...'.,..-l..-",:. .~,'...]']|..'.'.,....,...l.,....,l....,..'..,...2]“3,?...,.:.., m/z 91.00 80.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75968: Benzene, (1-ethyloctyl)-
g1
5000 119 L SN BRI SULLE SR

11.20 11.40 11.60 11.80
m/z 119.00 79.51%

41

oL 26 | 57 77 | 147161 189 218

R L Raaaa B AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #138768: 3,6-Diazabicyclo[3.1.0]hexane-6-carboxanilide, 3-...

91
119
11.20 11.40 11.60 11.80
5000 m/z 57.00 30.84%
56 157

Jar 3 [y || a2 203

B B A AR Raa s B e aaaa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #41886: Benzamide, 3-methyl-N-allyl- N AR mamme ma s L

11.20 11.40 11.60 11.80

m/z 71.10 20.13%

5000

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\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115959.D

Aca On : 2 Aug 2019 20:57

Operator : HP/JU

Sample : K4129-03

Misc :

ALS Vial : 13 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 7 Benzene, (1-methyl-1-propyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.50 15.36 ng 1059590 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvl-1-propvlpentvl)- 204 C15H24 054932-91-1 72
2 Bicvclol6.3.0lundeca-1(8).9-dien... 176 C13H20 1000163-44-3 49
3 Benzene. (1l-butvlhexvl)- 218 C16H26 004537-11-5 43
4 6.7-Dimethvl-1.2.3.5.8.8a-hexahv... 162 C12H18 107914-92-1 42
5 1-Butanone, 2-hydroxy-1-phenyl- 164 C10H1202 016183-46-3 38
Abundance Scan 1600 (11.498 min): BF115959.D (-1598) (-) m/z 119.00 100.00%
105119
5000
41 Y
147
175 11.20 11.40 11.60 11.80
85 217 245
bl B0 | L2002 245 273288 | S0ET6G 89 79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64384: Benzene, (1-methyl-1-propylpentyl)-
105
5000 UL DI UL B UL
11.20 11.40 11.60 11.80
a1 119 147 m/z 91.00 46.76%
0 '}ﬁ'”'”kh'bfﬁhff"“l "w""ll"J'i??'“'ﬁgf“ A SRS BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #42630: Bicyclo[6.3.0]undeca-1(8),9-diene, 11,11-dimethy!l-
105 | 133148 176

11.20 11.40 11.60 11.80
m/z 57.00 25.75%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75970: Benzene, (1-butylhexyl)-  REAREEEEEEEE S
o 11.20 11.40 11.60 11.80
m/z 41.00 15.22%
5000
o 264155 75 | | 119 \ 162176192 218
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 20 11. 40 11. 60 11. 80

8270-BF073019.M Wed Aug 07 11:58:14 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115959.D

Aca On : 2 Aug 2019 20:57

Operator : HP/JU

Sample : K4129-03

Misc :

ALS Vial : 13 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 unknownl1l1.53 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.53 8.27 ng 570852 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvl-1-propvlpentvl)- 204 C15H24 054932-91-1 38
2 2-Aziridinecarboxvlic acid. 2-be... 295 C19H21NO2 1000196-90-8 25
3 Propanoic acid. 2-benzamido-3-ph... 311 C19H21NO3 1000261-32-6 23
4 2-Methvl-3.5-dinitrophenvl _.beta... 330 C16H14N206 1000129-40-5 12
5 3-Phenylpropionic acid, 2,4,6-tr... 328 C15H11CI1302 1000325-76-3 12
Abundance Scan 1605 (11.527 min): BF115959.D (-1604) (-) m/z 105.00 100.00%
195
5000
147
57 189 SN BN SN SUNL
41 11.20 11.40 11.60 11.80
79 il 259
0 ...,....,'...J,....,....,-l...',..35|.,.:..1,‘?‘.‘..,..|..29.4.. 2 e M/z 91.00  40.78%
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 RSN SIS BN SULES
nmnmnmnm
a1 147 m/z 147.10 26.26%
o1, 89| 1o, | [175 204
I '1'216' T80 150 200 230 240 280 250 30
Abundance #140348: 2-Aziridinecarboxylic acid, 2-benzyl-1-(1-phenyle...
5 105
11.20 11.40 11.60 11.80
5000 m/z 133.00 17.46%
133
ob. 28 T 162 1?0206 236 280295
m/z--> ﬁo Jo 65 85 160 150 150 160 180 200 220 240 260 2§o 360
Abundance #153771: Propanoic acid, 2-benzamido-3-phenyl-, propy! ester
105 11.20 11.40 11.60 11.80
m/z 189.10 14.92%
5000 77
148 190
o \\\ | 1?1 |13 | 206224 252 311
m/z--> 2'0 4'0 6|O 8IO 1(')0 150 140 160 180 200 220 240 260 25';0 3(')0 11.20 11.40 11.60 11.80

8270-BF073019.M Wed Aug 07 11:58:15 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115959.D

Aca On : 2 Aug 2019 20:57

Operator : HP/JU

Sample : K4129-03

Misc :

ALS Vial : 13 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 1,3,2-Benzoxazaborole, 2-bu... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.56 10.72 ng 739683 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.2-Benzoxazaborole. 2-butvl-2... 175 C10H14BNO 031748-13-7 53
2 Benzhvdrazide. 4-methvl-N2-T1-me... 303 C12H13N703 324021-25-2 47
3 Benzene. (l-ethvldecvl)- 246 C18H30 002400-00-2 38
4 2-Hexanone. 5-methvl-5-phenvl- 190 C13H180 014128-61-1 35
5 Menthane, 3-chloro-8-phenyl- 250 C16H23ClI 184007-21-4 35
Abundance Scan 1611 (11.563 min): BF115959.D (-1608) (-) m/z 105.00 100.00%
105
5000
133 175
43 71 LN SUNILA SN S
203 11.20 11.40 11.60 11.80
259
Obrrrrrrbrt e kot L 160 | CIT 229 299 288 RGN 6hT 40 00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #41780: 1,3,2-Benzoxazaborole, 2-butyl-2,3-dihydro-
119
5000 175 UUABAR BARAR AR RARRS &
11.20 11.40 11.60 11.80
146 m/z 133.00 30.54%
® 5. 2 |
Obprrr et prr ot e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146790: Benzhydrazide, 4-methyl-N2-[1-methyl-2-(5-nitro-2...
119
11.20 11.40 11.60 11.80
5000 o1 m/z 175.10 21.53%
65 175
0 39‘ A | 134149 \ 190 210 228 257 303
m/z--> 20 40 eb 80 160 120 140 160 180 200 220 240 260 280 300
Abundance #99242: Benzene, (1-ethyldecyl)-
9 11.20 11.40 11.60 11.80
m/z 71.05 16.34%
119
5000
1
0.2 | 5772 147 175191 2}7 246
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

8270-BF073019.M Wed Aug 07 11:58:15 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115959.D

Aca On : 2 Aug 2019 20:57

Operator : HP/JU

Sample : K4129-03

Misc :

ALS Vial : 13 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 2-Hexanone, 5-methyl-5-phenyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.61 19.89 ng 1372260 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanone. 5-methvl-5-phenvl- 190 C13H180 014128-61-1 50
2 Benzene. 1.17-(1.1.2.2-tetrameth... 238 C18H22 001889-67-4 50
3 Benzene. (l1l.1-dimethvldecvl)- 246 C18H30 027854-40-6 47
4 Benzene. (1.1-dimethvipropvl)- 148 C11H16 002049-95-8 47
5 Benzene, tert-butyl- 134 C10H14 000098-06-6 43

Abundance Scan 1619 (11.610 min): BF115959.D (-1615) (-) m/z 119.00 100.00%
119
5000
175 e
217 11.20 11.40 11.60 11.80 12.00
0 0 245 273288303 | /7 105.00  81.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53089: 2-Hexanone, 5-methyl-5-phenyl-
119
5000 UL BRI DR U
43 o1 1120 1140 11.60 11.80 12.00
m/z 91.00 43.75%
o 65 I 157 1751?0
m/z--> 20 40 éo 85 160 120 140 160 180 200 220 240 260 280 300
Abundance #92601: Benzene, 1,1'-(1,1,2,2-tetramethyl-1,2-ethanediyl)bis
119
11.20 11.40 11.60 11.80 12.00
5000 m/z 175.10 23.19%
91
41
0 .| 65 I 141 165 189 223238
m/z--> 20 Jo 60 85 160 120 140 160 180 200 220 240 260 280 300
Abundance #99264: Benzene, (1,1-dimethyldecyl)-
119 11.20 11.40 11.60 11.80 12.00
m/z 57.05 17.05%
5000
41 91
0l.15 | ‘L 57 76 \ | 134 154 175 207 231246
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 300 1120 1140 11.60 11.80 12.00

8270-BF073019.M Wed Aug 07 11:58:16 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115959.D

Aca On : 2 Aug 2019 20:57

Operator : HP/JU

Sample : K4129-03

Misc :

ALS Vial : 13 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 11 Benzamide, 4-ethyl-N-(4-chl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.74 11.39 ng 786139 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. 4-ethvl-N-(4-chloroph... 259 C15H14CINO 1000340-35-1 53
2 Benzamide. N-(3-chlorophenvl)-4-_._. 259 C15H14CINO 1000307-01-5 53
3 Benzeneacetic acid. .alpha...alp... 206 C13H1802 032454-24-3 53
4 1H-Inden-2-amine. 2.3-dihvdro- 133 C9H11N 002975-41-9 50
5 Benzene, l-isocyanato-2-methyl- 133 C8H7NO 000614-68-6 50
Abundance Scan 1641 (11.739 min): BF115959.D (-1638) (-) m/z 133.05 100.00%
133
91
5000
57 175
o | o | 17| e | am a0 5 smmaorets | 140 1060 160 1200
Obrrrrr et e Py b e P P e e m/z 91.00 67.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #109910: Benzamide, 4-ethyl-N-(4-chlorophenyl)-
133
5000 L L BN LN SUURRR
11:40 11,60 11.80 12.00
259 m/z 105.00 49 .56%
oL 39 63 79 105
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #109909: Benzamide, N-(3-chlorophenyl)-4-ethyl-
133
11.40 1160 11.80 12.00
5000 m/z 57.00 31.86%
259
o275 I 105 |
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66048: Benzeneacetic acid, .alpha.,.alpha.,4-trimethyl-, ... R A REER R
133 11.40 11.60 11.80 12.00
m/z 175.10 28.02%
5000
105
41 4 81 ‘ 2?6
o) M - H”” A N | — .‘... N
miz-> 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 11:58:17 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115959.D

Aca On : 2 Aug 2019 20:57

Operator : HP/JU

Sample : K4129-03

Misc :

ALS Vial : 13 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 Benzhydrazide, 4-methyl-N2-_.._. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.77 16.38 ng 1130070 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzhvdrazide. 4-methvl-N2-(5.5-... 304 C16H20N204 1000264-15-6 50
2 Benzene. (1.1.4.6.6-pentamethvlh... 246 C18H30 055134-07-1 50
3 6-1sobutvl-4-methvl-5.6-dihvdro-... 176 C11H16N2 1000185-72-5 50
4 Benzene. (1l.l1-dimethvinonvl)- 232 C17H28 055191-25-8 47
5 Benzene, 2-(1-decylundecyl)-1,4-... 400 C29H52 055373-91-6 47
Abundance Scan 1646 (11.768 min): BF115959.D (-1644) (-) m/z 119.00 100.00%
119
91
5000
T 11 160 110 750
184 203 259 - - -
0 ...,....,||...l.,..l..,.'.:.,...~.' D9 L ST 229 W 288 m/z 133.10  56.24Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #147800: Benzhydrazide, 4-methyl-N2-(5,5-dimethyl-1,2,4-tr...
119
5000 R DU B B SO B
57 91 259 1140 11.60 11.80 12.00
m/z 91.00 55.06%
0 e i135 153 175 202 220 241 286 304
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99278: Benzene, (1,1,4,6,6-pentamethylheptyl)-

11.40 11.60 11.80 12.00

5000 m/z 105.00 23.22%

01

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

Abundance #42465: 6-1sobutyl-4-methyl-5,6-dihydro-pyridine-2-carboni... L BT o e
9 11.40 11.60 11.80 12.00

m/z 71.10 23.21%

5000

m/z--> 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 11:58:18 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115959.D

Aca On : 2 Aug 2019 20:57

Operator : HP/JU

Sample : K4129-03

Misc :

ALS Vial : 13 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 Benzene, l-ethyl-4-(1-methy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.80 9.24 ng 637263 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-4-(1l-methvlethvl)- 148 C11H16 004218-48-8 56
2 Benzene. 1-(1.1-dimethvlethvl)-3... 148 C11H16 001075-38-3 50
3 Benzene. 2.4-dimethvl-1-(1l-methy... 162 C12H18 001483-60-9 50
4 Benzene. 1-(l-ethvlpropvl)-4-met... 162 C12H18 022975-58-2 45
5 3-Phenylpropionic acid, 4-cyanop... 251 C16H13NO2 1000307-78-4 45
Abundance Scan 1651 (11.798 min): BF115959.D (-1650) (-) m/z 105.00 100.00%
105 | 133
175
5000
57 e
79 259 11.40 11.60 11.80 12.00 12.20
0 N I 1 T 1 190 215231 28733 | "m/z 91.00 99.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #22812: Benzene, 1-ethyl-4-(1-methylethyl)-
133
5000 A B BB IS B
105 148 1140 11.60 11.80 12.00 12.20
m/z 133.10 98.09%
15 m ‘!;1 58 77 | 1l I|I I
m/z--> 20 40 eb 85 100 120 140 160 180 200 220 240 260 280 300
Abundance #22825: Benzene, 1-(1,1-dimethylethyl)-3-methyl-
133
11,40 11,60 11.80 12.00 12.20
5000 105 m/z 119.00 95 .79%
148
41
0 15 | - 65 89 Ll l
m/z--> ﬁo 40 eb 80 160 120 150 160 180 200 220 240 260 280 300
Abundance #32316: Benzene, 2,4-dimethyl-1-(1-methylpropyl)- N e o
133 11.40 11.60 11.80 12.00 12.20
m/z 175.10 61.28%
5000
27 o 117 162
o.n,nnvnn,”?w”lw.uﬂ.nk.”.L”..”..”..”..”..”..”.“”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00 12.20

8270-BF073019.M Wed Aug 07 11:58:19 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115959.D

Aca On : 2 Aug 2019 20:57

Operator : HP/JU

Sample : K4129-03

Misc :

ALS Vial : 13 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 Benzamide, 3-methyl-N-allyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.83 7.65 ng 528120 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. 3-methvl-N-allvl- 175 C11H13NO 1000339-09-8 53
2 Benzhvdrazide. 3-methvl-N2-T1-me... 315 C15H17N503 321341-34-8 50
3 1.3.2-Benzoxazaborole. 2-butvl-2._.. 175 C10H14BNO 031748-13-7 50
4 6-l1sobutvl-4-methvl-5.6-dihvdro-... 176 C11H16N2 1000185-72-5 50
5 Benzhydrazide, 4-methyl-N2-[1-me... 303 C12H13N703 324021-25-2 43
Abundance Scan 1656 (11.827 min): BF115959.D (-1654) (-) m/z 119.00 100.00%
119
5000 o1 175
57 e
41 11.60 11.80 12.00 12.20
134 217
o....,'l...'.,..71.2],....,.[...' by S8 | 196 SUf 245 273288303 | "m/z 175.10  41.93%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #41886: Benzamide, 3-methyl-N-allyl-
119
5000 UL BRI SO SN IR
91 11.60 11.80 12.00 12.20
175 m/z 91.00 37.41%
39 65 160 [

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #157015: Benzhydrazide, 3-methyl-N2-[1-methyl-2-(5-methyl-..

11.60 11.80 12.00 12.20
m/z 133.00 28.05%

5000 91

41 65
135 157

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #41780: 1,3,2-Benzoxazaborole, 2-butyl-2,3-dihydro- A ma L B e
119 11.60 11.80 12.00 12.20
m/z 57.00 24.80%
5000 175
146
39 65 92
o] MUY W VIS [ Y N A — S —
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 11:58:19 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115959.D

Aca On : 2 Aug 2019 20:57

Operator : HP/JU

Sample : K4129-03

Misc :

ALS Vial : 13 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 Pentadecane, 2-methyl-2-phe... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.87 21.42 ng 1478200 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2-methvl-2-phenvl- 302 C22H38 029138-94-1 53
2 Benzene. (1.1.4.6.6-pentamethvlh... 246 C18H30 055134-07-1 53
3 Benzene. (l.1-dimethvildecvI)- 246 C18H30 027854-40-6 53
4 Tridecane. 2-methvl-2-phenvl- 274 C20H34 027854-41-7 53
5 Phenyl 2-phenylisopropyl sulfide 228 C15H16S 004148-93-0 53
Abundance Scan 1663 (11.868 min): BF115959.D (-1658) (-) m/z 119.00 100.00%
119
5000
@ n G0 180 12000 250
203 : : :
o....,....,l'...I.,..'..,..|..,.'...,..1?’.4,...1:‘3,?.17.4.... et (229 288 "m/z 91.00 19.89%
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 LR B UM LR B
11,60 11.80 12.00 12.20
41 91 m/z 71.10  11.27%
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 #99278: Benzene, (1,1,4,6,6-pentamethylheptyl)-
119
11,60 11.80 12,00 12.20
5000 m/z 120.00 10.62%
91
41 57
o 15 ] | 134 175 231246
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99264. Benzene, (l,l dlmethyldecyl) LI L LB N L B
119 11.60 11.80 12.00 12.20
m/z 43.00 10.53%
5000
41 91
0l.15 ‘L 57 76 ‘ | 134 154 175 207 231246
m/z--> 20 40 éo 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 11:58:24 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115959.D

Aca On : 2 Aug 2019 20:57

Operator : HP/JU

Sample : K4129-03

Misc :

ALS Vial : 13 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 Benzene, (1,1-dimethyldecyl)- Concentration Rank 14

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

11.95 8.85 ng 610885 Phenanthrene-d10 11.38

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1.1-dimethvIinonvl)- 232 C17H28 055191-25-8 59
2 Benzene. (1l.l1-dimethvildecvl)- 246 C18H30 027854-40-6 59
3 Phenvl iso-butvl methvlcarbinvl ... 220 C14H2002 1000285-48-0 59
4 Tridecane. 2-methvl-2-phenvl- 274 C20H34 027854-41-7 53

5 Benzamide, N-(4-chloro-1,1-dioxo... 287 C12H14CINO3S 1000310-65-3 53

Abundance Scan 1677 (11.951 min): BF115959.D (-1675) (-) m/z 119.00 100.00%
119
5000
91
41 71 11.60 11.80 12.00 12.20
147 203,
Obrrrprrrr 20 vt e 205, 187209218 241257 286302 | sz 105.00  31.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #87790: Benzene, (1,1-dimethylnonyl)-
119
5000 LA L L L L L L B
11.60 11.80 12.00 12.20
91 m/z 91.00 26.33%
41 |
oL16 . I 57 147 175 217232
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99265: Benzene, (1,1-dimethyldecyl)-
119
R e A EEERE
11.60 11.80 12.00 12.20
5000 m/z 120.00 10.51%
91
oL14 29 m 69 \ L 159175 231246
P R e e e [ e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #77361: Phenyl iso-butyl methylcarbinyl acetate B B .
119 11.60 11.80 12.00 12.20
m/z 133.00 8.42%
5000
43
91 us
0 28 ‘ 0 ‘ 1 \ \ 220
T e e T T T T
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115959.D

Aca On : 2 Aug 2019 20:57

Operator : HP/JU

Sample : K4129-03

Misc :

ALS Vial : 13 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 [4-(Toluene-4-sulfonyl)pipe... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.13 9.16 ng 632237 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I4-(Toluene-4-sulfonvD)piperazin... 358 C19H22N203S 1000304-01-5 53
2 2-Guanidino-4(3H)-auinazolinone 203 C9HON50 062936-92-9 47
3 Naphthalene. 1.2.3.4.4a.7-hexahv... 204 C15H24 016728-99-7 38
4 Pentadecane. 2-methvl-2-phenvl- 302 C22H38 029138-94-1 30
5 Benzene, 1-(1,5-dimethylhexyl)-4... 204 C15H24 001461-02-5 27
Abundance Scan 1707 (12.127 min): BF115959.D (-1704) (-) m/z 119.00 100.00%
119
203
5000 57 161
‘ a1 231 AL NN SN NN BN
287 11.80 12.00 12.20 12.40
oL, .3.11,'. l. ~.|.| B V0 0 O T - - B B oy 2 0 0 Vo R < D
m/z--> 50 100 150 200 250 300 350
Abundance #189236: [4-(Toluene-4-sulfonyl)piperazin-1-yl](p-toly)me...
119 203
5000 o1 SR UM SN BRI B
11.80 12.00 12.20 12.40
65 m/z 161.10 36.72%
oL Ll | 1371%7a 239 267285 357
m/z--> 50 100 150 200 250 300 350
Abundance #63647: 2-Guanidino-4(3H)-quinazolinone
203
43 119 11,80 12,00 12.20 12.40
5000 m/z 57.00 35.94%
1]
Ouuui'quu'ululjuu |‘|H|‘|‘|]|-|5 T — T
m/z--> 50 100 150 200 250 300 350
Abundance #64448: Naphthalene, 1,2,3,4,4a,7-hexahydro-1,6-dimethyl-4... L B
119 11.80 12.00 12.20 12.40
m/z 71.10 34 .15%
41
5000 o1 161
} 69 | 204
0 M J,“‘.‘“HU.‘,“.L ”.‘JEI'.‘E?,L.‘.:.IB.?,‘....|.... e e
m/z--> 50 100 150 200 250 300 350 11.80 12.00 12.20 12.40

8270-BF073019.M Wed Aug 07 11:58:26 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115959.D

Aca On : 2 Aug 2019 20:57

Operator : HP/JU

Sample : K4129-03

Misc :

ALS Vial : 13 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 unknownl2.22 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.22 6.75 ng 465620 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid (4.7-dimethvl-2-o0... 301 C18H23N03 1000297-16-3 42
2 Glutarimide. N-(3-methviphenvI)- 203 C12H13NO02 1000360-92-6 25
3 Benzene. p-di-tert-pentvl- 218 C16H26 003373-10-2 22
4 2.10.10-Trimethvltricvclol7.1.1.... 204 C14H200 1000210-81-9 22
5 Streptonigrin analog (Me0O) 189 C10H7NO3 054232-20-1 22
Abundance Scan 1723 (12.221 min): BF115959.D (-1720) (-) m/z 189.10 100.00%
105 189
133
5000 o7
4 161 e
85 12.00 12.20 12.40 12.60
o} m/z 105.00 83.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #145653: Heptanoic acid (4, 7-dimethyl-2-oxo-2H-chromen-6-y...
189
5000 43 LR SRR BN IR I
12,00 12.20 12,40 12.60
160 201 m/z 133.00 61.48%
o 5 85101117133 215231 258
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #63303: Glutarimide, N-(3-methylphenyl)-
203
175 ~12.00 12.20 12.40 12.60
5000 m/z 203.10 59.81%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #75975: Benzene, p-di-tert-pentyl- AR EEREERE R e
189 12.00 12.20 12.40 12.60
m/z 91.00 57 .06%
5000
160
41 71 91 117 ‘ 218
SOV PN IO PR ' RS A O e
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115959.D

Aca On : 2 Aug 2019 20:57

Operator : HP/JU

Sample : K4129-03

Misc :

ALS Vial : 13 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 unknownl12.30 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.30 10.75 ng 741754 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.2-Benzoxazaborole. 2-butvl-2... 175 C10H14BNO 031748-13-7 43
2 (4-Benzenesulfonvlipiperazin-1-vl... 344 C18H20N203S 1000303-83-4 35
3 Cubenol 222 C15H260 021284-22-0 22
4 2-Pvrazolin-3-carboxvlic acid. 5... 332 C18H24N204 346633-03-2 22
5 2-Methylbenzoic acid, 4-chloro-2... 260 C15H13CI02 1000331-28-1 18
Abundance Scan 1736 (12.298 min): BF115959.D (-1734) (-) m/z 119.00 100.00%
119
5000
as 7 560 12130 1240 1260
145 231 259 . . ) )
0 ....,l'...'J,....,.I...,J... b 200 Ty 284301 330 1 Th72791.00  22.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #41780: 1,3,2-Benzoxazaborole, 2-butyl-2,3-dihydro-
119
5000 175 e e e e
12. 00 12. 20 12. 40 12. 60
146 m/z 105.00 19.32%
39 65 92
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #179696: (4-Benzenesulfonylpiperazin-1-yl)(m-tolyl)methanone
9

12.00 12.20 12.40 12.60
m/z 175.10 12.36%

5000

04
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #79371: Cubenol R R B
12.00 12.20 12.40 12.60

m/z 85.10 12.16%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12. 00 12. 20 12. 40 12. 60

8270-BF073019.M Wed Aug 07 11:58:27 2019 Page: 21



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080219\
Data File : BF115959.D

Aca On : 2 Aug 2019 20:57

Operator : HP/JU

Sample : K4129-03

Misc :

ALS Vial : 13 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 unknownl2.39 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.39 6.76 ng 466179 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3.5-tris(l-methvlethvl)- 204 C15H24 000717-74-8 43
2 1-Phthalazinecarboxamide. 3.4-di... 189 C9H7N302 1000337-73-3 38
3 1H-Pvrazol-3-amine. 4.5-dihvdro-... 189 C11H15N3 1000327-38-2 38
4 Benzene. 1.3-bis(l.1-dimethvleth... 204 C15H24 015181-11-0 37
5 1H-[1,4]0xazino[4,3-a][1,3]benzi... 189 C10H11N30 1000362-54-6 32
Abundance Scan 1752 (12.392 min): BF115959.D (-1748) (-) m/z 189.10 100.00%
119 189
5000 21 91
43 L 160 231 o 12/00 12120 1240 1260 1260
273 : : : : :
0 ...,....,||...l.',..l..,....,~...-." Yo T — ..,..2.1.5....,.2.??.... .!..,|'....,?’.3?.1, m/z 119.00 85.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64385: Benzene, 1,3,5- gls(l methylethyl)-
189
5000 161 AU R NN N
43 12100 12.20 12.40 1260 12.80
91 m/z 105.00 41.07%
ol15, || 65 | [115133 206
m/z--> 2'0 40 60 8|0 100 120 14'10 160 1&'30 200 220 240 260 280 300 320
Abundance #52678: l—PhthaIazinecarboxaglde, 3,4-dihydro-4-oxo-
189
12.00 12.20 12.40 12.60 12.80
5000 144 m/z 91.00 40.38%
o...,....,l.u..,n...v .N..ul‘...ﬁ S L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #52369: 1H-Pyrazol-3-amine, 4,5-dihydro-N,N-dimethyl-1-pheny! B B E e
12.00 12.20 12.40 12.60 12.80

m/z 71.10 37 .53%

5000

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 12. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080219\
Data File : BF115959.D

Acq On : 2 Aug 2019 20:57

Operator : HP/JU

Sample - K4129-03

Misc :

ALS Vial : 13 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]
unknown6 .62 6.62 62.6 ng 2227710 1 6.85 711749 20.0
Disiloxane, 1,1,3... 11.24 8.5 ng 589105 4 11.38 1379930 20.0
unknownl1l .27 11.27 6.9 ng 473185 4 11.38 1379930 20.0
Benzene, (1,1-dim... 11.32 10.9 ng 751748 4 11.38 1379930 20.0
Benzene, (l1-ethyl... 11.46 10.6 ng 732141 4 11.38 1379930 20.0
Benzene, (1-methy... 11.50 15.4 ng 1059590 4 11.38 1379930 20.0
unknownl11.53 11.53 8.3 ng 570852 4 11.38 1379930 20.0
1,3,2-Benzoxazabo... 11.56 10.7 ng 739683 4 11.38 1379930 20.0
2-Hexanone, 5-met... 11.61 19.9 ng 1372260 4 11.38 1379930 20.0
Benzamide, 4-ethy... 11.74 11.4 ng 786139 4 11.38 1379930 20.0
Benzhydrazide, 4-... 11.77 16.4 ng 1130070 4 11.38 1379930 20.0
Benzene, l-ethyl-_.. 11.80 9.2 ng 637263 4 11.38 1379930 20.0
Benzamide, 3-meth... 11.83 7.7 ng 528120 4 11.38 1379930 20.0
Pentadecane, 2-me... 11.87 21.4 ng 1478200 4 11.38 1379930 20.0
Benzene, (1,1-dim... 11.95 8.8 ng 610885 4 11.38 1379930 20.0
[4-(Toluene-4-sul... 12.13 9.2 ng 632237 4 11.38 1379930 20.0
unknownl12 .22 12.22 6.8 ng 465620 4 11.38 1379930 20.0
unknownl12 .30 12.30 10.8 ng 741754 4 11.38 1379930 20.0
unknownl12 .39 12.39 6.8 ng 466179 4 11.38 1379930 20.0
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