LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\
Data File : BF099767.D
Aca On : 23 Oct 2017 19:03 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22'6 : 15950-09 20170722-C-A-COMP1
ALS Vial : 8 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-BF102317.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 4.504 407 411 419 rvB 243856 285885 5.12% 0.899%
2 5.016 496 498 510 rBV 110324 142564 2.55% 0.448%
3 5.422 564 567 585 rVB 1026517 1055301 18.91% 3.319%
4 6.440 737 740 746 rBV 605058 694238 12.44% 2.183%
5 6.575 759 763 768 rBVY 2192951 2019904 36.20% 6.352%
6 6.804 799 802 808 rBV 617327 549183 9.84% 1.727%
7 6.863 808 812 818 rBV2 148972 138185 2.48% 0.435%
8 6.957 824 828 836 rBY 2093616 2108758 37.79% 6.632%
9 7.293 881 885 889 rVB3 49449 65431 1.17% 0.206%
10 7.375 894 899 902 rBVY 1604153 1548219 27.75% 4 .869%
11 7.487 914 918 920 rBV 568077 557483 9.99% 1.753%
12 7.822 970 975 976 rBV 58983 61175 1.10% 0.192%
13 7.851 976 980 983 rVB 87256 130297 2.34% 0.410%
14 8.057 1010 1015 1016 rBvV2 84788 89495 1.60% 0.281%

15 8.116 1016 1025 1028 rVV2 3928433 5579847 100.00% 17.548%

16 8.157 1028 1032 1038 rVB 598659 572386 10.26% 1.800%
17 8.451 1077 1082 1089 rBV2 66916 87854 1.57% 0.276%
18 8.798 1137 1141 1145 rBV 1045630 829456 14.87% 2.608%
19 8.898 1153 1158 1161 rBV 545707 472871 8.47% 1.487%
20 9.004 1172 1176 1184 rBV 94315 97413 1.75% 0.306%

21 9.163 1197 1203 1206 rBV 3228680 3098494 55.53% 9.744%
22 9.263 1217 1220 1223 rVB 200219 159794 2.86% 0.503%

23 9.316 1226 1229 1233 rBV2 77263 85341 1.53% 0.268%
24 9.351 1233 1235 1240 rVvVv2 52287 62440 1.12% 0.196%
25 9.428 1244 1248 1252 rVB 61839 82598 1.48% 0.260%
26 9.498 1256 1260 1263 rBV 102661 115152 2.06% 0.362%
27 9.528 1263 1265 1270 rVB 70180 67990 1.22% 0.214%
28 9.616 1277 1280 1288 rBV 51341 60461 1.08% 0.190%
29 9.698 1290 1294 1297 rBV 59776 58642 1.05% 0.184%

30 9.839 1315 1318 1321 rVB 983892 811093 14.54% 2.551%

31 9.875 1321 1324 1327 rVB 697015 571980 10.25% 1.799%
32 9.922 1329 1332 1337 rBvV 66242 57313 1.03% 0.180%
33 9.963 1337 1339 1346 rVB4 47601 68928 1.24% 0.217%
34 10.045 1349 1353 1357 rBV 618312 590306 10.58% 1.856%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\
Data File : BF099767.D
Aca On : 23 Oct 2017 19:03 Instrument :
Operator : SJ/JU gﬁA{s el

- _ lentosampleld :
3?22'6 : 15950-09 20170722-C-A-COMP1
ALS Vial : 8 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:\HPCHEM1I\BNA F\METHODS\8270-BF102317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.357 1401 1406 1408 rBV 182990 170481 3.06% 0.536%

36 10.386 1408 1411 1416 rVB 393030 366009 6.56% 1.151%
37 10.639 1450 1454 1457 rVB 1552238 1542582 27.65% 4_.851%
38 10.757 1470 1474 1479 rBV 157291 136473 2.45% 0.429%
39 10.804 1479 1482 1484 rBV 288179 233539 4._.19% 0.734%
40 10.839 1484 1488 1491 rvVv2 310044 397621 7.13% 1.250%

41 10.875 1491 1494 1496 rvv2 281151 267182 4._.79% 0.840%
42 10.898 1496 1498 1500 rVvVv 174657 140137 2.51% 0.441%
43 10.928 1500 1503 1504 rVvVv 140789 155547 2.79% 0.489%
44 10.951 1506 1507 1510 rVvVv 114532 98804 1.77% 0.311%
45 10.986 1510 1513 1516 rVV3 319513 363925 6.52% 1.144%

46 11.022 1516 1519 1521 rVV 263800 228124 4_.09% 0.717%
47 11.063 1524 1526 1529 rVB 142547 111930 2.01% 0.352%
48 11.145 1536 1540 1545 rBVY 154203 149152 2.67% 0.469%
49 11.204 1545 1550 1552 rBV2 66684 76346 1.37% 0.240%
50 11.328 1568 1571 1574 rBV 811117 773282 13.86% 2.432%

51 11.351 1574 1575 1579 rVB 412654 332507 5.96% 1.046%
52 12.798 1818 1821 1825 rVB 97515 86991 1.56% 0.274%
53 12.916 1836 1841 1844 rBV 2310776 2179323 39.06% 6.854%
54 13.974 2018 2021 2029 rBV 523279 477478 8.56% 1.502%
55 15.439 2263 2270 2281 rVB 415723 534536 9.58% 1.681%

Sum of corrected areas: 31798446
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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:\HPCHEMI\BNA F\DATA\BF102317\

BF099767.D

23 Oct 2017 19:03

SJ/Ju

15950-09

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

20170722-C-A-COMP1

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF099767.D

5.42

4.50

A

5.02

6.57

6.44

6.96

7.49

0
Time-->

4.00

4.50

5.00

5.50

6.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF099767.D

9.16

10.64

04
Time-->

SO SN

10.50 11.00

12.00

12.50

12.92

13.00 13.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

13.97

TIC: BF099767.D

15.44

Time-->

14.00

17.00 17.50

14.50 15.00 15.50 16.00 16.50

18.00

18.50

19.00

8270-BF102317.

M Tue Oct 24 13:33:59 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099767.D

Aca On : 23 Oct 2017 19:03

Operator : SJ/JU

ﬁ?ggle i 15950-09 20170722-C-A-COMP1
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.02 5.19 ng 142564 1,4-Dichlorobenzene-d4 6.80
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 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 499 (5.022 min): BF099767.D (-496) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 SR S RS L
| 3.0 | 460 4.80 5.00 520 5.40
Obrrrprrrr el e e m/z 59.10 62.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RSN LN LS LR I
59.0 460 480 500 520 5.40
m/z 101.00 22.97%
. ﬁ%o . | 83.0 101.0
AU NN R NS IR SN AR RN RSN SARAN LRSS SARAN AR BUARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 5.40
5000 1.0 m/z 58.00 16.91%
o 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 T BRa e
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.15%
5000
101.0
150 310 | 80490 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099767.D

Aca On : 23 Oct 2017 19:03

Operator : SJ/JU

ﬁ?ggle i 15950-09 20170722-C-A-COMP1
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.57 Concentration Rank 2

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

6.57 73.56 ng 2019900 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 762 (6.569 min): BF099767.D (-759) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 500 || se0 5 wmso 520 6k Gy 6B 7bo
e il m/z 68.10 37.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR AR AR SRR
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 31.78%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.41%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R B LR
132.0 6.20 6.40 6.60 6.80 7.00

m/z 69.10 14 _.20%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099767.D

Aca On : 23 Oct 2017 19:03

Operator : SJ/JU

ﬁ?ggle i 15950-09 20170722-C-A-COMP1
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 1-Hexanol, 2-ethyl- Concentration Rank 10

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

6.86 5.03 ng 138185 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 1-1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 78
3 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 59
4 Decane. 2.6.7-trimethvl- 184 C13H28 062108-25-2 59
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50

Abundance Scan 811 (6.857 min): BF099767.D (-808) (-) m/z 57.10 100.00%
57.1
5000 a1
70.1 83.1  105.1
| | 120.0 6.60 6.80 7.00 7.20
) m/z 41.10 36.40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000
43.0 6.60 6.80 7.00 7.20
29.0 ‘ 70.0 g3.0 m/z 43.05 32.70%
98.0
0.]:5;0|.‘.“..‘|...H‘|..“‘..luu..‘|.1.122..0|....|....|....|
m/z--> 20 40 60 80 100 120 140 160
Abundance
57.0
42.0 6.60 6.80 7.00 7.20
5000 m/z 55.00 24 _A7%
29.0
. 9840 980 1120 105 143
mz-> 20 40 60 80 100 120 140 160
Abundance #72872: Heptane, 1,1'-oxybis-
57.0 6.60 6.80 7.00 7.20
m/z 56.00 21.92%
5000
43.0 70.0
29.0 ‘ ‘ 98.0
oL150 | WL 880 YT 1170 13501480 1710
LRI S S SN S UL DU SRR SRR
m/z--> 20 40 60 80 100 120 140 160 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102317\
Data File : BF099767.D

Aca On : 23 Oct 2017 19:03

Operator : SJ/JU

Sample = 15950-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Benzenethiol, 2-methyl- Concentration Rank 20

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

7.29 2.38 ng 65431 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenethiol. 2-methvl- 124 C7H8S 000137-06-4 93
2 Benzenethiol. 3-methvl- 124 C7H8S 000108-40-7 81
3 Benzenemethanethiol 124 C7H8S 000100-53-8 64
4 Benzenethiol. 4-methvl- 124 C7H8S 000106-45-6 58
5 Benzeneacetic acid, 2-methoxyphe... 242 C15H1403 004112-89-4 50

Abundance Scan 885 (7.293 min): BF099767.D (-881) (-) m/z 91.00 100.00%
91.0 24.0
5000
45.0 74.0
63.0 || | 109.0 7.00 7.20 7.40 7.60
Ol bbbt b L 2502l Tm/z 123.95  88.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10470: Benzenethiol, 2-methyl-
91.0 124.0
5000 U R L L IR
7.00 7.20 7.40 7.60
45.0 m/z 45.00 21.05%
65.0 77.0
o130 270 | | 850 i L 1090
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
91.0
124.0 RSN AR AN
7.00 7.20 7.40 7.60
5000 m/z 74.00 17 .38%
45.0
|10 970 65.0 77.0 109.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10462: Benzenemethanethiol
91.0 7.00 7.20 7.40 7.60
m/z 123.00 15.33%
5000
124.0
65.0
0 27.0 \45.0\ \‘ 7?'0 i .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.00 7.20 740 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099767.D

Aca On : 23 Oct 2017 19:03

Operator : SJ/JU

ﬁ?ggle i 15950-09 20170722-C-A-COMP1
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown9.00 Concentration Rank 19

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

9.00 2.40 ng 97413 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 47
2 Octanoic acid. silver(l1+) salt 250 C8H15A002 024927-67-1 43
3 Nonanoic acid 158 C9H1802 000112-05-0 40
4 1.3-Diamino-2-propanol 90 C3H10N20 000616-29-5 38
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 35

Abundance Scan 1175 (8.998 min): BF099767.D (-1172) (-) m/z 73.00 100.00%
73.0
41.0
5000 1290
l01.0| 8.60 8.80 9.00 9.20 9.40
Ob—— ey e m/z 60.00 89.47%
m/z--> 50 100 150 200 250 300 350
Abundance #13414: Heptanoic acid
60.0
5000
8.60 8.80 9.00 9.20 9.40
87.0 m/z 41.00 54 _.49%
el L)
0:|H|U‘|“”“l“:“:lﬂ-:!-s;ouu|||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance
60.0
127.0 8.60 880 9.00 9.20 9.40
5000 m/z 43.00 50.13%
87.0
o 29.0 216.0 249.0 359.0
m/z--> 50 100 150 200 250 300 350
Abundance #30180: Nonanoic acid B o
60.0 8.60 8.80 9.00 9.20 9.40
m/z 57.00 42 .37%
5000
290 115.0
LTS,
o ..;‘Jﬂ*h‘ﬁtw II[|15§Q S
m/z--> 50 100 150 200 250 300 350 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099767.D

Aca On : 23 Oct 2017 19:03

Operator : SJ/JU

ﬁ?ggle i 15950-09 20170722-C-A-COMP1
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Naphthalene, 1,3-dimethyl- Concentration Rank 17

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

9.50 2.84 ng 115152 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
2 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 96
4 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 96
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96

Abundance Scan 1260 (9.498 min): BF099767.D (-1256) (-) m/z 156.10 100.00%
141.1 156.1

5000

9.20 9.40 9.60 9.80

0 m/z 141.10 83.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28475: Naphthalene, 1,3-dimethyl-
156.0
141.0
5000
9.20 9.40 9.60 9.80
m/z 155.10 29.81%
6.0 115.0128.0
o 39.0 63.0 7 8901020 | Al
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
156.0
141.0
9.20 9.40 9.60 9.80
5000 m/z 115.00 19.62%
115.0
o 270 510 640 770 jgpo 1280
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28486: Naphthalene, 2,3-dimethyl-
156.0 9.20 9.40 9.60 9.80
141.0 m/z 157.10 17.48%
5000
115.0
o180 390 630 780 g9010p0 | VIO |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099767.D

Aca On : 23 Oct 2017 19:03

Operator : SJ/JU

ﬁ?ggle i 15950-09 20170722-C-A-COMP1
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknownl0.76 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.76 3.53 ng 136473 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benorilate 313 C17H15N0O5 005003-48-5 47
2 N-Allvl-p-hvdroxvbenzamide 177 C10H11NO2 090921-72-5 43
3 1.2-Bis(p-acetoxvphenvl)ethanedione 326 C18H1406 093655-79-9 40
4 37 .47 -Acetoxvlide 163 C10H13NO 002198-54-1 40
5 2-Pentenenitrile, 5-(p-anisyl)-3... 201 C13H15NO 1000151-83-0 38
Abundance Scan 1475 (10.763 min): BF099767.D (-1470) (-) m/z 121.00 100.00%
121.0
5000 163.1
38.9 91.0 220.1 10.40 10.60 10.80 11.00
v SV I .~--l'-,..-:-.,.."..|,1.9..1.,9....,....,.... s || M/z 107.00 47.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155402: Benorilate
121.0
5000 163.0
10.40 10.60 10.80 11.00
m/z 163.10 44 _66%
43.0
o \ 93.0 | ‘ 313.0
m/z--> ﬁ&&%mmmmm@mmmmmﬁ
Abundance
121.0
10.40 10.60 10.80 11.00
5000 m/z 177.10 19.10%
56.0 93.0 177.0
ol.280 148.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #165672: 1,2-Bis(p-acetoxyphenyl)ethanedione
121.0 10.40 10.60 10.80 11.00
m/z 169.00 11.06%
5000
163.0
14.0 39.0 650 90 | 2100 2420 2840 3260
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.40 10.60 10.80 11.00

8270-BF102317.M Tue Oct 24 13:34:06 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102317\
Data File : BF099767.D

Aca On : 23 Oct 2017 19:03

Operator : SJ/JU

Sample = 15950-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 10 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.80 6.04 ng 233539 Phenanthrene-d10 11.33

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78

2 Hexestrol 270 C18H2202 000084-16-2 72
4-(1.1-Dimethvilpropvl)phenvl ace... 206 C13H1802 1000373-45-3 64

4 1-Adamantanecarboxvlic acid. 4-n... 301 C17H19NO4 1000307-66-5 59

5 1,3-Benzenediol, 0-(l1-adamantane... 272 C17H2003 1000345-57-3 59

Abundance Scan 1481 (10.798 min): BF099767.D (-1479) (-) m/z 135.05 100.00%
135.1
5000
L0 770 107.0 201 10.40 10.60 10.80 11.00 11.20
) SRR AOUSIO S eudF WHSEN S R WES—. - — m/z 107.00  14_91%
m'z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66119: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135.0
5000
10.40 10.60 10.80 11.00 11.20
m/z 136.10 10.78%
oL 290 570 770 1070 1750 206.0
e S R
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
135.0
10.40 10.60 10.80 11.00 11.20
5000 m/z 41.05 7.14%
107.0
o 410 770 165.0 212.0 270.0
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65961: 4-(1,1-Dimethylpropyl)phenyl acetate T T
135.0 10.40 10.60 10.80 11.00 11.20
m/z 121.00 5.71%
5000
107.0 164.0
150 430 77.0 ‘ L, | 2%0
L S 2 e RS
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.40 10.60 10.80 11.00 11.20

8270-BF102317.M Tue Oct 24 13:34:07 2017

20170722-C-A-COMP1

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102317\
Data File : BF099767.D

Aca On : 23 Oct 2017 19:03

Operator : SJ/JU

Sample = 15950-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 5H-Pyrrolo(3,2-d)pyrimidine... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.84 10.28 ng 397621 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Pvrrolo(3.2-d)pvrimidine-2.4-__._. 149 C6H7N5 1000244-21-4 50
2 Phenol. 4-(l1.1-dimethvipropvl)- 164 C11H160 000080-46-6 38
3 4-Ethoxvphenethvl alcohol 166 C10H1402 022545-15-9 35
4 Butanamide. N-(2-methviphenvI)-3... 191 C11H13NO2 000093-68-5 30
5 Phenol, 4-butyl- 150 C10H140 001638-22-8 25

Abundance Scan 1488 (10.839 min): BF099767.D (-1484) (-) m/z 149.05 100.00%
107.0 149.1
5000
191.1
55.0 770 13 290.2 10.60 10.80 11.00 11.20
0’ R e R m/z 107.00 87.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23475: 5H-Pyrrolo(3,2-d)pyrimidine-2,4-diamine
149.0
5000
107.0 10.60 10.80 11.00 11.20
m/z 121.05 58.33%
530 800 132.0
ol 2 e it
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
135.0
10.60 10.80 11.00 11.20
5000 107.0 m/z 135.10 50.96%
164.0
oL15.0 410 ggq "0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34815: 4-Ethoxyphenethyl alcohol
107.0 10.60 10.80 11.00 11.20
m/z 191.10 27.93%
135.0
5000
77.0 166.0
27.0 510 |
0::::‘:‘::‘::‘:‘: |‘|||‘||‘|||||||||l|||||||||||||||||| L .| W LV N ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20

8270-BF102317.M Tue Oct 24 13:34:08 2017

20170722-C-A-COMP1

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102317\
Data File : BF099767.D

Aca On : 23 Oct 2017 19:03

Operator : SJ/JU

Sample = 15950-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.87 6.91 ng 267182 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 64
2 ((1.2-Diethvlethvlene)bis(p-phen... 354 C22H2604 004547-76-6 59
3 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 53
4 Hexestrol 270 C18H2202 005635-50-7 53
5 Hexestrol 270 C18H2202 000084-16-2 53

Abundance Scan 1493 (10.869 min): BF099767.D (-1491) (-) m/z 135.10 100.00%
135.1
107.0 |
5000
41'0| 77.0 1911 60 10.60 10.80 11.00 11.20
ol tL,".'.L. Y ) O Wi — m/z 149.10 99.49%
m/z--> 50 100 150 200 250 300 350
Abundance #33623: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 107.0
10.60 10.80 11.00 11.20
o 164.0 m/z 121.05 98.15%
41.0 -
e R ) e —
m/z--> 50 100 150 200 250 300 350
Abundance
135.0
10.60 10.80 11.00 11.20
5000 m/z 107.00 78.11%
107.0 177.0
0l15:0 430 770 211.0 241.0 282.0312.0 354.0
L SR UL UL UL S S B
m/z--> 50 100 150 200 250 300 350
Abundance #102346: Pentanoic acid, 5-hydroxy-, p-t-butylphenyl ester
135.0 10.60 10.80 11.00 11.20
m/z 41.05 16.43%
5000
41.0 107.0
0 L, 770 177.0  219.0 250.0
LR IR L L L L L L L R A A A
m/z--> 50 100 150 200 250 300 350 10.60 10.80 11.00 11.20

8270-BF102317.M Tue Oct 24 13:34:09 2017

20170722-C-A-COMP1

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099767.D

Aca On : 23 Oct 2017 19:03

Operator : SJ/JU

ﬁ?ggle i 15950-09 20170722-C-A-COMP1
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Phenol, 2-(1,1-dimethylethy... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.90 3.62 ng 140137 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1.1-dimethvlethvl)-4-__. 164 C11H160 002409-55-4 59
2 Acetamide. N-(2-methvIiphenvl)- 149 C9H11NO 000120-66-1 46
3 Phenol. 4-(1-methvlpropvl)- 150 C10H140 000099-71-8 38
4 Pvridine-3-carbonitrile. 1.2-dih... 191 C9H9N302 220098-92-0 35
5 Isoxazole, 4,5-dihydro-5-[(4-met... 191 C11H13NO2 1000362-14-0 30
Abundance Scan 1498 (10.898 min): BF099767D(1496)() m/z 149.10 100.00%
121.1
5000
191.1
550 77.0 103l 10.60 10.80 11.00 11.20
O b A0 gL 22020 ool 0 8. 58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33650: Phenol, 2-(1,1-dimethylethyl)-4-methyl-
149.0
121.0
5000
10.60 10.80 11.00 11.20
91.0 m/z 107.00 51.36%
410 oo - 4
0 |||I|‘|||I‘l|‘||I||||“|||‘||||“|‘|‘l|‘|||| ..‘..1.6.9. AR REAEEma
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
107.0
10.60 10.80 11.00 11.20
5000 m/z 191.10 16.37%
149.0
43.0
77.0
0 15.0 130.0
rrryrrrryrrrryrrrr T T T T T T T T T T T T T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23741: Phenol, 4-(1-methylpropyl)- e e M
121.0 10.60 10.80 11.00 11.20
m/z 150.05 10.02%
5000
77.0
27.0 510 103.0 150.0
m/z--> 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20

8270-BF102317.M Tue Oct 24 13:34:10 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099767.D

Aca On : 23 Oct 2017 19:03

Operator : SJ/JU

ﬁ?ggle i 15950-09 20170722-C-A-COMP1
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknownl10.93 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.93 4.02 ng 155547 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-methvl-N-(4-methvlp... 163 C10H13NO 000612-03-3 30
2 Acetamide. N-(2.6-dimethviphenvl)- 163 C10H13NO 002198-53-0 27
3 Benorilate 313 C17H15N0O5 005003-48-5 27
4 Benzeneacetic acid. 4-ethoxv- 180 C10H1203 004919-33-9 22
5 Phenol, 4-(1-methylethyl)-, acetate 178 C11H1402 002664-32-6 18
Abundance Scan 1503 (10.928 min): BF099767.D (-1500) (-) m/z 107.00 100.00%
10f.0
163.1
5000
135.1
41I 0 77I .0 196.0 220.1 10.60 10.80 11.00 11.20
Ob oo m/z 121.00 90.77%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #32878: Acetamide, N-methyl-N-(4-methylphenyl)-
121.0
5000 163.0
10.60 10.80 11.00 11.20
43.0 91.0 m/z 163.10 57.67%
‘ 65.0 '
O'W'”WJ““'“W”““h”'P”'l”'P”'P”'P”'P”W'”W'”W'”W
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
121.0
163.0 10.60 10.80 11.00 11.20
5000 m/z 177.05 41 .07%
43.0
77.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155402: Benorilate
121.0 10.60 10.80 11.00 11.20
m/z 135.05 29.86%
5000 163.0
43.0
o ‘ 650 930 ‘ ‘ ‘ 313.0
m/z--> 45 eb 85 160 120 1&0 160 1éo 260 250 250 260 2éo 360 ' 10.60 10.80 11.00 11.20

8270-BF102317.M Tue Oct 24 13:34:10 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102317\
Data File : BF099767.D

Aca On : 23 Oct 2017 19:03

Operator : SJ/JU

Sample = 15950-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 15 unknownl10.95 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.95 2.56 ng 98804 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(2.4-dimethviphenvl)- 163 C10H13NO 002050-43-3 45
2 p-Propionotoluidide 163 C10H13NO 002759-55-9 43
3 Ritodrine 287 C17H21N0O3 026652-09-5 43
4 2-Phenvl-1-(4-propoxv-phenvl)-et... 254 C17H1802 063192-18-7 38
5 1,2-Dimethyl-5-nitroadamantane 209 C12H19NO2 006588-68-7 28

Abundance Scan 1507 (10.951 min): BF099767.D (-1506) (-) m/z 121.00 100.00%
121.0 163.1
5000
62.9 94.0 10.60 10.80 11.00 11.20
o Ul HPWURACY S PR VS B m/z 163.10 90.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32864: Acetamide, N-(2,4-dimethylphenyl)-
121.0
163.0
5000 "-|------------/‘r‘----|-
10.60 10.80 11.00 11.20
m/z 107 .00 70.90%
43.0 77.0
o}ﬁﬂn.ﬂ”.“”h.mw”..M.WH.WL”,””“.”..”.”.“”.“”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
107.0
10.60 10.80 11.00 11.20
5000 m/z 164.10 10.19%
163.0
200 510 770 134.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #133750: Ritodrine
121.0 10.60 10.80 11.00 11.20
m/z 122.10 8.80%
5000 77.0 164.0
51.0
0 SRS VA SO PR A OO N — 1 (1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20

8270-BF102317.M Tue Oct 24 13:34:11 2017

20170722-C-A-COMP1

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099767.D

Aca On : 23 Oct 2017 19:03

Operator : SJ/JU

ﬁ?ggle i 15950-09 20170722-C-A-COMP1
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknownl10.99 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.99 9.41 ng 363925 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-4-(3.7.7-trimethvl-2-ox... 220 C14H2002 1000189-10-9 38
2 Phenvlpropionic acid pentafluoro... 330 C16H11F502 062434-95-1 38
3 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 30
4 Phenol. 2-(1.1-dimethvlethvI)-3-... 164 C11H160 013037-79-1 30
5 Phenol, 4-(1,1-dimethylethyl)-2-___. 164 C11H160 000098-27-1 27
Abundance Scan 1514 (10.992 min): BF099767.D (-1510) (-) m/z 107.00 100.00%
101.0 163.1
5000 135.1
41.0 730
10.60 10.80 11.00 11.20 11.40
ol 199.1 228.2 m/z 163.10 81.92%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #77434: 3-Methyl-4-(3,7, 7-trimethyl-2-oxa-bicyclo[3.2.0]he...
149.0
5000
430 10.60 10.80 11.00 11.20 11.40
121.0 m/z 121.00 81.69%
. A N N >
m>m&&%@@mmmmmmm@@ﬁ'
Abundance
107.0
10.60 10.80 11.00 11.20 11.40
5000 149.0 m/z 149.05 51.24%
181.0
79.0
0 51.0 330.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #77582: Phenol, 2-methyl-4-(1,1,3,3-tetramethylbuty)-
149.0 10.60 10.80 11.00 11.20 11.40
m/z 135.05 47 .56%
5000
41.0 121.0
. 50 90 | | 1910 220.0
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 140 160 180 200 220 240 260 25';0 3(')0 350 ' 10.60 10.80 11.00 11.20 11.40

8270-BF102317.M Tue Oct 24 13:34:12 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099767.D

Aca On : 23 Oct 2017 19:03

Operator : SJ/JU

ﬁ?ggle i 15950-09 20170722-C-A-COMP1
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 2-Methyl-4-hydroxybenzoxazole Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
11.06 2.89 ng 111930 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-MethvIl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 78
2 5H-Pvrrolo(3.2-d)pvrimidine-2.4-... 149 C6H7N5 1000244-21-4 72
3 1.3-Cvclopentadiene. 5.5-dimethy... 178 C13H22 1000163-88-0 50
4 3-(3-PvridvDpropenoic acid 149 C8H7NO2 001126-74-5 49
5 Pyridine, pentamethyl- 149 C10H15N 003748-83-2 42

Abundance Scan 1526 (11.063 min): BF099767.D (-1524) (-) m/z 149.10 100.00%
149.1
5000 107.0
550 474 132.9 17711960 220.2 10.80 11.00 11.20 11.40
O e el e e 200 2202 1 Tnz77107.00  45.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23533: 2-Methyl-4-hydroxybenzoxazole
149.0
107.0
5000
10.80 11.00 11.20 11.40
520 790 m/z 150.10 10.89%
O...|2.7‘..(.).“|“..“.‘.l“.“k..“‘i...“‘.l.‘l..i....l.l‘..l....l....l....l..
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
149.0
10.80 11.00 11.20 11.40
5000 m/z 55.05 9.25%
107.0
132.0
ol 280 530 800
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #44128: 1,3-Cyclopentadiene, 5,5-dimethyl-1,2-Dipropyl- R R e e e
149.0 10.80 11.00 11.20 11.40
m/z 121.05 8.43%
5000
107.0 178.0
23.0 57.0 79{0 w1280 ‘ ‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40

8270-BF102317.M Tue Oct 24 13:34:13 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099767.D

Aca On : 23 Oct 2017 19:03

Operator : SJ/JU

ﬁ?ggle i 15950-09 20170722-C-A-COMP1
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 9H-Fluoren-9-one Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.15 3.86 ng 149152 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Fluoren-9-one 180 C13H80 000486-25-9 95
2 Benzoflhlcinnoline 180 C12H8N2 000230-31-9 74
3 1H-Phenalen-1-one 180 C13H80 000548-39-0 53
4 2.1.3-Benzothiadiazole-5-carboxv... 180 C7H4N202S 016405-98-4 47
5 2,3-Diazaphenanthrene 180 C12H8N2 000229-72-1 40
Abundance Scan 1541 (11.151 min): BF099767.D (-1536) (-) m/z 180.00 100.00%
18.0
5000 1520
6.0 135.1 i R S i e
63.0 76 989 1210 10.80 11.00 11.20 11.40
S N T M i | I Tm/z 152.00  38.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45755: 9H-Fluoren-9-one
180.0
5000 152.0
10.80 11.00 11.20 11.40
63076.0 m/z 135.05 21.12%
0 27'0 I 50\\.0 \‘. H T 98\\0 111'0 12?.0 “\
m/z--> 26 45 eb 85 160 150 110 1éo 180
Abundance
180.0
152.0
10.80 11.00 11.20 11.40
5000 m/z 151.00 20.65%
63.0 76.0
500 9.0 126.0
L L L L L UL B S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45757: 1H-Phenalen-1-one
180.0 10.80 11.00 11.20 11.40
152.0 m/z 150.00 12.50%
5000
76.0
63.0
o280 500 | | 98.0111.0 12601390 ||| 1650 |
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1éo 180 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102317\

Data File : BF099767.D

Aca On : 23 Oct 2017 19:03

Operator : SJ/JU

ﬁ?ggle i 15950-09 20170722-C-A-COMP1
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.80 3.64 ng 86991 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 96
2 Phenol. 2.4"-isopropvlidenedi- 228 C15H1602 000837-08-1 64
3 2H.8H-Benzol1l.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 53
4 2-Trifluoromethvl-5-hvdroxvauino... 213 C10H6F3NO 041958-06-9 53
5 Naphthalene-2,6-dicarboxylic aci... 376 C24H2404 1000189-60-8 50
Abundance Scan 1821 (12.798 min): BF099767.D (-1818) (-) m/z 213.10 100.00%
218.1
5000
a0 1T 129 1760 1280 13,00 1320
390 650 152.0169.0 : : : : :
b B 15201090 1950 | L0 07z 119.00  21.56%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 AR BRI SURBLN IR
1240 12.60 12.80 13.00 13.20
119.0 m/z 228.10 15.25%
65.0 91‘0 165.0 ‘
0 S — .‘... R e | NN
mz-> 20 40 60 80 160 120 140 1é0 180 200 220
Abundance
119.0 213.0
12.40 12.60 12.80 13.00 13.20
5000 91.0 m/z 214.10 14.26%
39.0 65.0
1410 1650 1950
A R R R B B B W S B

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84389: 2H,8H-Benzo[1,2-b:3,4-b]dipyran-2-one, 8,8-dimethyl- R e
213.0 12.40 12.60 12.80 13.00 13.20
m/z 91.00 10.08%

5000

185.0
63.0 86.0 12‘8 0 ‘ ‘

N R ST SRS IMMMMNMHMMD MISVINS MBS -

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.40 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF102317\
Data File : BF099767.D
Acq On : 23 Oct 2017 19:03 Instrument :
Operator : SJ/JU gﬁA{s el

- _ lentosampleld :
3?22'6 : 15950-09 20170722-C-A-COMP1
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.02 5.2 ng 142564 1 6.80 549183 20.0
unknown6 .57 6.57 73.6 ng 2019900 1 6.80 549183 20.0
1-Hexanol, 2-ethyl- 6.86 5.0 ng 138185 1 6.80 549183 20.0
Benzenethiol, 2-m._.. 7.29 2.4 ng 65431 1 6.80 549183 20.0
unknown9 .00 9.00 2.4 ng 97413 3 9.84 811093 20.0
Naphthalene, 1,3-... 9.50 2.8 ng 115152 3 9.84 811093 20.0
unknownl10.76 10.76 3.5 ng 136473 4 11.33 773282 20.0
Phenol, 4-(1,1,3,... 10.80 6.0 ng 233539 4 11.33 773282 20.0
5H-Pyrrolo(3,2-d)... 10.84 10.3 ng 397621 4 11.33 773282 20.0
Phenol, 4-(1,1-di... 10.87 6.9 ng 267182 4 11.33 773282 20.0
Phenol, 2-(1,1-di... 10.90 3.6 ng 140137 4 11.33 773282 20.0
unknown10.93 10.93 4.0 ng 155547 4 11.33 773282 20.0
unknown10.95 10.95 2.6 ng 98804 4 11.33 773282 20.0
unknown10.99 10.99 9.4 ng 363925 4 11.33 773282 20.0
2-Methyl-4-hydrox... 11.06 2.9 ng 111930 4 11.33 773282 20.0
9H-Fluoren-9-one 11.15 3.9 ng 149152 4 11.33 773282 20.0
Phenol, 4,4"-(1-m... 12.80 3.6 ng 86991 5 13.97 477478 20.0
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