LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\

Data File : BF098359.D

Aca On : 8 Sep 2017 19:15 Instrument :

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

3?22Ie : 15071-07 gl

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF081517.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.198 356 359 365 rBV 28753 36854 2.83% 0.270%
2 4.851 467 470 479 rBV 243084 276475 21.25% 2.025%
3 5.287 540 544 558 rBY 1034186 1046824 80.45% 7.667%
4 6.322 716 720 731 rBVY 1287597 1196765 91.97% 8.766%
5 6.451 738 742 745 rBVY 1292189 1121383 86.18% 8.214%
6 6.681 777 781 784 rBV 758491 596951 45.88% 4_.372%
7 6.834 803 807 811 rBVY 1127510 093848 76.38% 7.279%
8 7.245 873 877 880 rBV 904892 760158 58.42% 5.568%
9 7.963 995 999 1002 rBV 888936 739006 56.79% 5.413%
10 8.675 1118 1120 1124 rBV 23037 18463 1.42% 0.135%
11 8.775 1134 1137 1141 rVB 21374 16406 1.26% 0.120%

12 9.039 1178 1182 1185 rBV 1603416 1301222 100.00% 9.531%
13 9.433 1245 1249 1253 rBV 161122 150846 11.59% 1.105%
14 9.575 1271 1273 1277 rBV 16234 15313 1.18% 0.112%
15 9.716 1293 1297 1301 rBV 775726 650910 50.02% 4._.768%

16 9.822 1312 1315 1319 rVB 33850 29619 2.28% 0.217%
17 10.263 1387 1390 1394 rVB 17621 18243 1.40% 0.134%
18 10.504 1427 1431 1441 rVB 351424 340582 26.17% 2.495%
19 10.633 1448 1453 1456 rBV3 52218 70947 5.45% 0.520%
20 10.686 1459 1462 1465 rBV 84857 72761 5.59% 0.533%
21 10.722 1465 1468 1471 rVV2 80217 91926 7.06% 0.673%
22 10.751 1471 1473 1476 rVV2 67148 70493 5.42% 0.516%
23 10.780 1476 1478 1480 rVvVv 42932 35181 2.70% 0.258%
24 10.822 1480 1485 1486 rVVv2 27333 44637 3.43% 0.327%
25 10.833 1486 1487 1489 rVvVv 32818 23879 1.84% 0.175%
26 10.863 1489 1492 1496 rVV3 57781 71642 5.51% 0.525%
27 10.904 1496 1499 1501 rvVv 81285 69034 5.31% 0.506%
28 10.945 1504 1506 1512 rVB 48260 43584 3.35% 0.319%
29 11.069 1525 1527 1530 rBV2 25244 21671 1.67% 0.159%
30 11.098 1530 1532 1536 rVB2 21155 20372 1.57% 0.149%

31 11.198 1545 1549 1551 rBV 671032 563489 43.30% 4.127%
32 11.222 1551 1553 1557 rVvV 138440 109955 8.45% 0.805%
33 11.274 1557 1562 1565 rVB 47892 50162 3.85% 0.367%
34 11.498 1597 1600 1603 rVB2 19985 15943 1.23% 0.117%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\

Data File : BF098359.D

Aca On : 8 Sep 2017 19:15 Instrument :

Operator : SJ/JU gﬁA{s el
- _ lentosampleld :

a?zgle : 15071-07 gl

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF081517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.698 1631 1634 1637 rBV 32585 27445 2.11% 0.201%
36 11.727 1637 1639 1643 rVB 38439 30614 2.35% 0.224%
37 11.774 1643 1647 1650 rBV2 20133 23684 1.82% 0.173%
38 11.810 1650 1653 1655 rVvVv 44269 49019 3.77% 0.359%
39 11.833 1655 1657 1662 rVB 21327 21395 1.64% 0.157%
40 11.992 1681 1684 1687 rBV2 24044 26022 2.00% 0.191%
41 12.174 1712 1715 1717 rBV4 19161 20724 1.59% 0.152%
42 12.245 1724 1727 1730 rBVY 29727 32902 2.53% 0.241%
43 12.333 1739 1742 1746 rBV3 21633 29354 2.26% 0.215%

44 12.404 1751 1754 1758 rVV 166923 163080 12.53% 1.194%
45 12.633 1788 1793 1796 rBVY 196818 198581 15.26% 1.455%

46 12.669 1796 1799 1802 rVVv2 48244 47731 3.67% 0.350%
47 12.780 1815 1818 1822 rBV 1104103 942241 72.41% 6.901%
48 13.268 1898 1901 1905 rVB 170770 151449 11.64% 1.109%
49 13.833 1993 1997 2000 rBV2 671040 698695 53.70% 5.118%
50 15.251 2234 2238 2245 rVB 378090 504292 38.76% 3.694%

Sum of corrected areas: 13652772
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098359.D

Aca On : 8 Sep 2017 19:15

Operator : SJ/JU

Sample : 15071-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF098359.D
1500000
6.38.45
6.83
5.29
1000000 795
6.68
500000
4.85
O ey i et .A., — k. P .L.H . .{ S | G
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF098359.D
1500000 904
12.78
1000000
7.96
9.72
11.20
500000
O B e e B A B e e T B L B
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF098359.D
1500000
13.83 15.95
1000000
500000
Ob—— ——— T B e e e I A s e B e e L e e e o e B L e e MLAS e m s e
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098359.D

Aca On : 8 Sep 2017 19:15

Operator : SJ/JU

Sample : 15071-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.85 9.26 ng 276475 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 470 (4.851 min): BF098359.D (-467) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 IR U L RN
| 831 4.60 4.80 5.00 5.20
e e e m/z 59.10 63.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L UL R
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 22.27%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 5.20
5000 410 m/z 58.10 17.19%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime e
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.53%
5000
101.0
150 310 | BPg90 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098359.D

Aca On : 8 Sep 2017 19:15

Operator : SJ/JU

Sample : 15071-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 2 unknown6.45 Concentration Rank 1

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

6.45 37.57 ng 1121380 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 Xenon 132 Xe 007440-63-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 742 (6.451 min): BF098359.D (-738) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 510 || 7m0 a0 65 6u0 a0 Gho
et bt 80 L A080 Ml m/z 68.10 43.72%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 \
5000 U LS L LR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.60%
'”'ﬂ'MIJ'WH”'P'JI”?EQ”'P'”I”'W'”'P'”I“” T
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 97.0 m/z 66.00 26.43%
70.0
31.0
44.0 60.0 86.0 116.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R EAmmana
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.37%
97.0
5000 0.0
31.0 52.0
\ L . 86.0 | 107.01160
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098359.D

Aca On : 8 Sep 2017 19:15

Operator : SJ/JU

Sample : 15071-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 4 unknownl10.63 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.63 2.52 ng 70947 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. 3.5-dimethvl- 121 C8H11N 000108-69-0 22
2 Benzenamine. 2.5-dimethvl- 121 C8H11N 000095-78-3 22
3 Hexacosane 366 C26H54 000630-01-3 18
4 Hentriacontane 437 C31H64 000630-04-6 18
5 Tridecane 184 C13H28 000629-50-5 15
Abundance Scan 1452 (10.627 min): BF098359.D (-1448) (-) m/z 57.10 100.00%
57.1
5000 85.0
1211 69 R BRI SO BN B
| L 1y l 1 |'1| 10.40 10.60 10.80 11.00
I T N e — m/z 71.05 75.09%
m/z--> 50 100 150 200 250 300 350
Abundance #9597: Benzenamine, 3,5-dimethyl-
121.0
5000 B SR IS B
10.40 10.60 10.80 11.00
77.0 m/z 43.05 64 .14%
...‘.‘.‘{“‘.“‘.“‘l.“‘ﬂ“.“..'....'.... —
m/z--> 50 100 150 200 250 300 350
Abundance
121.0
"' 10.40 1060 10.80 11.00
5000 m/z 85.00 42 .36%
390 770
m/z--> o '56' - 160" ' ﬁéo" "260" ' 550" "360" ' ééoll
Abundance #194494: Hexacosane
57.0 10.40 10.60 10.80 11.00
m/z 41.00 33.91%
5000 85.0
113.0
290/ | | | 7] 141.0169.0197.0225.0253.0 295.0 366.0
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 350 10.'40 10.I60 10.|80 11.'00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098359.D

Aca On : 8 Sep 2017 19:15

Operator : SJ/JU

Sample : 15071-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 5 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.69 2.58 ng 72761 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 83
4-(1.1-Dimethvlpropv)phenvl ace... 206 C13H1802 1000373-45-3 64
3 Silane. trichloro(2-tricvclol3.3... 296 C12H19CI3Si 037843-11-1 59
4 1-Adamantanecarboxvlic acid chlo... 198 C11H15CIO 002094-72-6 59
5 4-Methoxybenzoic acid, 2,6-dimet... 422 C19H16F604 1000304-50-0 59
Abundance Scan 1463 (10.692 min): BF098359.D (-1459) (-) m/z 135.05 100.00%
135.1
5000
107.0
410 770 10.40 10.60 10.80 11.00
e Ly L aee1 2202 h7107.00  15.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66117: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135.0
5000
10.40 10.60 10.80 11.00
0
570 107.0 2060 m/z 136.10 10.74%
200, | 810, | ‘ 1750 |
m/z--> 20 40 60 éo 160 150 140 160 180 200 220 240 260 280 300
Abundance
135.0
10.40 10.60 10.80 11.00
5000 m/z 121.00 8.61%
107.0 164.0
150 430 770 206.0
mmmwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #140544: Silane, trichloro(2-tricyclo[3.3.1.1(3,7)]dec-1-y...
135.0 10.40 10.60 10.80 11.00
m/z 41.00 6.75%
5000

116301890 _227.0 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 40 10 60 10. 80 11. 00

79.0
11|
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098359.D

Aca On : 8 Sep 2017 19:15

Operator : SJ/JU

Sample : 15071-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 6 unknownl10.72 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.72 3.26 ng 91926 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1.1-dimethvlethvl)- 150 C10H140 000088-18-6 46
2 Acetamide. N-(2-methviphenvI)- 149 C9H11NO 000120-66-1 46
3 Benzestrol 298 C20H2602 000085-95-0 46
4 Acetamide. N-(3-methvlphenvl)- 149 C9H11NO 000537-92-8 43
5 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 43
Abundance Scan 1468 (10.722 min): BF098359.D (-1465) (-) m/z 107.00 100.00%
101.0 149.1
5000
550 174 191.1
|' 13100 220.2 10.40 10.60 10.80 11.00
SRR 1 TIPS R | m/z 149.05 88.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23771: Phenol, 2-(1,1-dimethylethyl)-
107.0 135.0
5000
10.40 10.60 10.80 11.00
39.0 770 m/z 135.10 75.36%
0 e L om0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
107.0
10.40 10.60 10.80 11.00
5000 149.0 m/z 121.10 57.58%
43.0
77.0
26.0 132. o
m/z--> ﬁo 45 eb 85 160 150 140 160 180 260 250
Abundance #143210: Benzestrol
107.0 10.40 10.60 10.80 11.00
1350 m/z 191.10 26.11%
5000
77.0 163.0
,,55‘,",,“,\” SR U SN \ | N | VS
m/z--> 200 40 60 80 100 120 140 160 180 200 220 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098359.D

Aca On : 8 Sep 2017 19:15

Operator : SJ/JU

Sample : 15071-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 unknownl10.75 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.75 2.50 ng 70493 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1.1-dimethvlethvl)- 150 C10H140 000088-18-6 38
2 1.5.6.7-Tetrahvdro-4-indolone 135 C8H9NO 013754-86-4 38
3 Acetamide. N-(3-methviphenvI)- 149 C9H11NO 000537-92-8 38
4 Hexestrol 270 C18H2202 005635-50-7 22
5 1-(4-Hydroxymethylphenyl)ethanone 150 C9H1002 075633-63-5 18

Abundance Scan 1473 (10.751 min): BF098359 D (-1471) () m/z 121.10 100.00%

5000

10.40 10.60 10.80 11.00
m/z 135.10  92.95%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23765: Phenol, 2-(1,1-dimethylethyl)-
135.0
107.0
5000 |||/\|\‘|||||||||||||||||||
10.40 10.60 10.80 11.00
m/z 149.05 92.36%
41.0 77.0

150\\580\120
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance

790 107.0 1350

10.40 10.60 10.80 11.00

5000 m/z 107.10 86.40%
52.0
28.0
L e s o R R EER R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23632: Acetamide, N-(3-methylphenyl)-
107.0 10.40 10.60 10.80 11.00

m/z 41.00 21.24%

5000
149.0

43.0 77.0
150 | . L.l 1320

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098359.D

Aca On : 8 Sep 2017 19:15

Operator : SJ/JU

Sample : 15071-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 8 2-Methyl-4-hydroxybenzoxazole Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.86 2.54 ng 71642 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-MethvIl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 64
2 Acetamide. N-(3-methvIiphenvl)- 149 C9H11NO 000537-92-8 64
3 Acetamide. N-(2-methviphenvl)- 149 C9H11NO 000120-66-1 59
4 1-(6-Methvl-2-pvridvDpropan-2-one 149 C9H11NO 065702-08-1 59
5 Benzeneamine, 3-hexyl- 177 C12H19N 036042-29-2 46

Abundance Scan 1492 (10.863 min): BF098359.D (-1489) (-) m/z 149.10 100.00%
107.0 149.1
5000 121.1
177.1
41.0 550 770 g1 4 135.1 1631 | 10.60 10.80 11.00 11.20
e ol 163 L Thz77107.00 0 98.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23533: 2-Methyl-4-hydroxybenzoxazole
149.0
107.0
5000
10.60 10.80 11.00 11.20
520 0 m/z 121.05 41.48%
e B0 880 | oo
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
107.0
10.60 10.80 11.00 11.20
5000 m/z 177.10 18.41%
149.0
43.0
15.0 290 630 /70 910 132.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #23633: Acetamide, N-(2-methylphenyl)-
107.0 10.60 10.80 11.00 11.20
m/z 77.00 12 .20%
5000 149.0
43.0
77.0
270 | , 630 | 910 134.0
m/z--> 20 40 60 80 100 120 140 160 180 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098359.D

Aca On : 8 Sep 2017 19:15

Operator : SJ/JU

Sample : 15071-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 9 Benzeneacetonitrile, 3-Ffluoro- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.90 2.45 ng 69034 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetonitrile. 3-fluoro- 135 C8HG6FN 000501-00-8 72
2 m-Anisic acid. 4-nitrophenvl ester 273 C14H11NO5 1000307-80-4 56
3 Hexestrol 270 C18H2202 000084-16-2 56
4 Benzeneacetonitrile. 2-fluoro- 135 C8H6FN 000326-62-5 56
5 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6NO2 296242-69-8 45
Abundance Scan 1498 (10.898 min): BF098359.D (-1496) (-) m/z 135.05 100.00%
135.1
5000
107.1
410 oo I 1% o 10.60 10.80 11.00 11.20
SN PP R GNPV . N — m/z 107.10 19.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #15478: Benzeneacetonitrile, 3-fluoro-
135.0
5000 108.0

10.60 10.80 11.00 11.20
m/z 41.00 11.59%

no 510 mo ||

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

Abundance
135.0
R N ELmEE
10.60 10.80 11.00 11.20
5000 m/z 136.10 11.27%
107.0
s00 'O 273.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119446: Hexestrol
135.0 10.60 10.80 11.00 11.20
107.0 m/z 95.10 6.60%
5000
77.0
55.0 || ‘ |l 1650 189.0 212.0 240.0 270.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098359.D

Aca On : 8 Sep 2017 19:15

Operator : SJ/JU

Sample : 15071-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 10 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.27 4.34 ng 151449 Chrysene-d12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 91

2 Hexadecanamide 255 C16H33NO 000629-54-9 47

3 Nonanamide 157 C9H19NO 001120-07-6 46

4 1.1.3-Trimethvl-1-silacvclobutane 114 C6H14Si 002295-13-8 38
5 2-Hydroxy-2,4-dimethyl-hept-6-en... 156 C9H1602 1000192-56-0 35
Abundance Scan 1901 (13.268 min): BF098359.D (-1898) (-) m/z 59.00 100.00%
54.0
5000
86.0 112.1 14091 13.00 13.20 13.40 13.60
. 0 2021 2382 268.1 )
Olrrrprrrefird (i 1680 303 "msz 72.00 78.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 -------*-JL%------
1300 13.20 13.40 13.60
m/z 55.05 33.20%
290‘ 6.0 126.0
el .”‘ Uyl o0 184021002380 2610
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59.0
R
13.00 13.20 13.40 13.60
5000 m/z 43.10 26.17%
29.0 86.0 1280 1799 212.0 2550
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #29478: Nonanamide L B B L
59.0 13.00 13.20 13.40 13.60
m/z 41.10 25.85%
5000
29 0 ‘ . “ 86.0 114 0 157.0
”q”upu.u”.u.””.”.uu.”.””.u.”u.”.uupuquupuw AR EEEEEEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 00 13. 20 13. 40 13 60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090817\
Data File : BF098359.D

Acq On : 8 Sep 2017 19:15

Operator : SJ/JU

Sample : 15071-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.85 9.3 ng 276475 1 6.68 596951 20.0
unknown6 .45 6.45 37.6 ng 1121380 1 6.68 596951 20.0
unknown10.63 10.63 2.5 ng 70947 4 11.20 563489 20.0
Phenol, 4-(1,1,3,... 10.69 2.6 ng 72761 4 11.20 563489 20.0
unknown10.72 10.72 3.3 ng 91926 4 11.20 563489 20.0
unknown10.75 10.75 2.5 ng 70493 4 11.20 563489 20.0
2-Methyl-4-hydrox... 10.86 2.5 ng 71642 4 11.20 563489 20.0
Benzeneacetonitri... 10.90 2.5 ng 69034 4 11.20 563489 20.0
9-Octadecenamide, ... 13.27 4.3 ng 151449 5 13.83 698695 20.0
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