LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\
Data File : BF095898.D
Aca On : 13 Jun 2017 17:28 Instrument :
Operator : SJ/MA E?Afs el

- _ lentosampleld :
3?22'6 : 13640-01 NF-DRUMS-STONE-COMP
ALS Vial : 5 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-BF060517.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 4.545 499 503 517 rBV 24214 73429 4._.44% 0.512%
2 5.245 619 622 654 rBV 274023 766759 46.41% 5.344%
3 6.910 902 905 918 rBV 313807 711941 43.09% 4.962%
4 7.010 918 922 936 rVB 536541 996493 60.31% 6.945%
5 7.351 976 980 994 rBV 261903 356360 21.57% 2.484%
6 7.586 1016 1020 1043 rVB 506144 724080 43.82% 5.046%
7 8.269 1133 1136 1153 rBV 255528 482856 29.22% 3.365%
8 9.380 1316 1325 1328 rBV 422407 519975 31.47% 3.624%
9 9.416 1328 1331 1339 rVvVv 246640 410378 24.84% 2.860%
10 9.480 1339 1342 1349 rVB4 35161 59210 3.58% 0.413%
11 9.604 1360 1363 1369 rVB3 20969 28659 1.73% 0.200%
12 9.863 1404 1407 1413 rVB3 33172 51565 3.12% 0.359%
13 10.016 1427 1433 1435 rBVvV4 26105 45506 2.75% 0.317%
14 10.045 1435 1438 1445 rVvV 93699 135225 8.18% 0.942%
15 10.122 1445 1451 1456 rvv8 28126 51603 3.12% 0.360%
16 10.175 1456 1460 1465 rBvV2 65574 120767 7.31% 0.842%
17 10.227 1465 1469 1475 rVB3 49284 85267 5.16% 0.594%
18 10.333 1476 1487 1489 rBvV 146026 227815 13.79% 1.588%
19 10.357 1489 1491 1494 rVB 48408 45342 2.74% 0.316%

20 10.469 1504 1510 1514 rBvV4 59501 111424 6.74% 0.777%

21 10.545 1518 1523 1530 rBV 1332769 1652224 100.00% 11.515%

22 10.627 1534 1537 1542 rVB5 35267 52310 3.17% 0.365%
23 10.698 1544 1549 1555 rBV 685084 933536 56.50% 6.506%
24 10.751 1555 1558 1563 rVV6 54016 96472 5.84% 0.672%
25 10.792 1563 1565 1568 rVB4 26905 31627 1.91% 0.220%
26 10.927 1585 1588 1591 rBV3 56563 78235 4.74% 0.545%
27 10.974 1593 1596 1599 rVB5 72109 91852 5.56% 0.640%
28 11.110 1615 1619 1620 rBV3 42192 56730 3.43% 0.395%
29 11.163 1624 1628 1633 rVV 864843 1020144 61.74% 7.110%
30 11.251 1639 1643 1646 rBv4 76430 88184 5.34% 0.615%
31 11.322 1652 1655 1658 rBV2 59836 65129 3.94% 0.454%

32 11.392 1665 1667 1671 rVB 106600 113219 6.85% 0.789%
33 11.457 1675 1678 1685 rBV2 125821 244392 14.79%% 1.703%
34 11.580 1693 1699 1706 rBV2 193720 469541 28.42% 3.272%

8270-BF060517 .M Wed Jun 14 17:28:10 2017 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061317\

Data File : BF095898.D

Aca On : 13 Jun 2017 17:28

Operator : SJ/MA

3?22'6 : 13640-01 NF-DRUMS-STONE-COMP
ALS Vial : 5 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-BF060517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.686 1713 1717 1721 rBV 317845 432792 26.19% 3.016%

36 11.733 1721 1725 1729 rVB2 253837 370739 22.44% 2.584%
37 11.869 1745 1748 1751 rBV3 115493 140975 8.53% 0.983%
38 11.992 1766 1769 1775 rBV3 132317 246971 14.95% 1.721%
39 12.069 1777 1782 1789 rBvV4 307983 571005 34.56% 3.980%
40 12.174 1797 1800 1802 rBV2 119916 156762 9.49% 1.093%

41 12.210 1803 1806 1809 rBV2 340798 445416 26.96% 3.104%
42 18.333 2844 2847 2855 rVB 252694 324487 19.64% 2.261%

43 19.209 2993 2996 3000 rBV 252734 267345 16.18% 1.863%
44 19.992 3126 3129 3139 rVB 268859 393662 23.83% 2.744%

Sum of corrected areas: 14348403
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095898.D

Aca On 13 Jun 2017 17:28

Operator : SJ/MA

ﬁ?ggle : 13640-01 NF-DRUMS-STONE-COMP
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF095898.D

2500000

2000000

1500000

1000000

7.01
6.9

7.59
7.35

500000

5.25 8.27

4.55

4.50 5.00 5.50 6.00 6.50
TIC: BF095898.D

0

T
7.50

T
2.00 2.50

T T
3.00 3.50 4.00

7.00

L e LA s o s e e
Time--> 8.00 8.50 9.00

Abundance

2500000
2000000

1500000 10.55

11.16
1000000
10.70
500000{ 9.38 s M
42 IV
4860 9.8615

9.50

0 48]
RIS BT AR AR 0
OZ R T VA R~

10.00 1050 11.00 11.50 12.00

0

16.50

14.50  15.00 15.50

16.00

1250 13.00 13.50 14.00
TIC: BF095898.D

Time-->
Abundance

2500000

2000000

1500000

1000000 18.33

19.21

500000 19.99

0
Time-->

23.50 24.00

22.00 22,50 23.00

20.00 20.50 21.00 21.50

17.00 17.50 18.00

1850 19.00  19.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095898.D

Aca On 13 Jun 2017 17:28

Operator : SJ/MA

ﬁ?ggle : 13640-01 NF-DRUMS-STONE-COMP
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown4.55 Concentration Rank 18

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

4_.55 4.12 ng 73429 1,4-Dichlorobenzene-d4 7.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexanol 102 C6H140 000623-37-0 33
2 1.2-Butanediol 90 C4H1002 000584-03-2 9
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
4 3-Octanol 130 C8H180 000589-98-0 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 504 (4 551 min): BF095898.D (-499) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.0

| 420 4.40 4.60 4.80
b et e e e e .| M7z 59,10 66 19%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4417: 3-Hexanol
59.0
73.0

5000 43.0 R e e  Emae e
sL0 420 4.40 4.60 4.80

m/z 101.00 24 .09%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59.0
R
420 4.40 4.60 4.80
5000 m/z 58.10 16.13%
31.0
41.0
0 50.0 71.0 89.0 117.0
R e R A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 M
Abundance #8344: 3-Hexanol, 4-methyl- B R
59.0 420 440 460 4.80

m/z 41.00 12 .96%

5000 41.0
31.0
69.0 87.0
ol 150 \ 500\d ‘ \ 98.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095898.D

Aca On 13 Jun 2017 17:28

Operator : SJ/MA

ﬁ?ggle : 13640-01 NF-DRUMS-STONE-COMP
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown7.01 Concentration Rank 1

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

7.01 55.93 ng 996493 1,4-Dichlorobenzene-d4 7.35
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-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 922 (7.010 min): BF095898.D (-918) (-) m/z 132.00 100.00%
13%.0
5000 681 }\
01 si0 || Mgﬁﬂ 6.60 6.80 7.00 7.0 7.40
N TSP M I L TR T 1| M m/z 68.10 35.63%

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

6.60 6.80 7.00 7.20 7.40
m/z 134.00 33.21%

31.0 51.0

0.w.”.“.”,”.h.”.N.”,”.h.”.“”.“.”,”.w.”.“.”,n..”
mz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
B B .
6.60 6.80 7.00 7.20 7.40
5000 67.0 m/z 66.00 19.96%
41.0 97.0
53.0 117.0
79.0

mz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L B
132.0 6.60 6.80 7.00 7.20 7.40

m/z 96.00 13.53%
5000
104.0
66.0
ol 140 270 390 510 770 890 || 1150 ||

T R I s R .
mz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095898.D

Aca On 13 Jun 2017 17:28

Operator : SJ/MA

ﬁ?ggle : 13640-01 NF-DRUMS-STONE-COMP
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.05 5.20 ng 135225 Naphthalene-d8 9.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 97
2 1H-Indene. 2.3-dihvdro-4.6-dimet... 146 C11H14 001685-82-1 93
3 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 91
4 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 91
5 Benzene, l-methyl-3-(1-methyl-2-_._. 146 C11H14 052161-57-6 91
Abundance Scan 1439 (10.051 min): BF095898.D (-1435) (- m/z 131.05 100.00%
131.1
5000
146.1
115.1
300510 630 770 7%1031 | b | 9.80 10.00 10.20 10.40
0'”P”W'”W””P'”ﬁ”Wh“W””P”'P”W””I”LP”h”'W”AP”W m/z 146.05 34.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000
146.0 9.80 10.00 10.20 10.40
70 39.0 115.0 m/z 115.05 16.61%
oL 150 510 630 770 M94030 |~ |
T A S
Abundance
131.0
" 9.80 10.00 10.20 10.40
5000 m/z 145.10 14 .49%
146.0
115.0
150 270 390500 630 77.0 910 44
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0 9.80 10.00 10.20 10.40
m/z 129.10 14 .45%
5000
146.0
27.0 39.0 51.0 640 91.0 115.0
0"W'”'I”JW"”I”"P'”I'“'PTR?”'WM”}ﬂ%RI”H'P'AHL'W'J”I”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095898.D

Aca On 13 Jun 2017 17:28

Operator : SJ/MA

ﬁ?ggle : 13640-01 NF-DRUMS-STONE-COMP
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.17 4.65 ng 120767 Naphthalene-d8 9.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 93
2 Benzene. 1-methvl-4-(l-methvl-2-.__. 146 C11H14 097664-18-1 91
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 91
4 Benzene. (l-methvl-1-butenvl)- 146 C11H14 053172-84-2 91
5 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 90
Abundance Scan 1459 (10.169 min): BF095898.D (-1456) (-) m/z 131.10 100.00%
131.1
5000 146.1
115.0
30.0 51.0 %Owogﬂhmoll il il 620 9.80 10.00 10.20 10.40
oupnw.”w””,””“m.“”w””,””“”.“Jhuﬂdm”“:m“”w:”w m/z 146.10 41.59%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
5000
146.0 9.80 10.00 10.20 10.40
91.0 115.0 ' m/z 115.00 15.35%
o BOS0 o0 10 | amo 1 ||
o) |||‘| SN I S N I\l” |||‘| SN |||‘| |||‘| I | —
mz-> 20 30 4'0 s'o B e 215 100 ko i 1k 25
Abundance
131.0
9.80 10.00 10.20 10.40
5000 m/z 91.00 13.47%
91.0 146.0
116.0
27.0 390 510 650 77.0 103.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl- o
131.0 9.80 10.00 10.20 10.40
m/z 128.05 12.32%
5000 146.0
miz--> "z'o""3'6"215"5'6"235"'75"36' ' '9'0'"1'66 b 'iéb' T e T 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095898.D

Aca On 13 Jun 2017 17:28

Operator : SJ/MA

ﬁ?ggle : 13640-01 NF-DRUMS-STONE-COMP
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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, pentamethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.33 8.76 ng 227815 Naphthalene-d8 9.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 93
2 Benzene. 2.4-dimethvl-1-(l1-methyv... 148 C11H16 004706-89-2 91
3 Benzene. 1.3-dimethvl-5-(l1-methyv... 148 C11H16 004706-90-5 91
4 Benzene. l-ethvl-2.4.5-trimethvl- 148 C11H16 017851-27-3 91
5 Benzene, 1,4-dimethyl-2-(1-methy... 148 C11H16 004132-72-3 86

Abundance Scan 1486 (10.327 min): BF095898.D (-1476) (-) m/z 133.10 100.00%

300 530 770 % | 0 105.0,19 1 10.00 10.20 10.40 10.60
1

138.1
5000
148.1
| l
-

163.0
) SRS VRN P NN I - B o m/z 148.10 35.81%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22770: Benzene, pentamethyl-
133.0
148.0
5000 A|||||||||||||||||||

10.00 10.20 10.40 10.60
m/z 91.05 11.11%

. 27.0 4.0 ggo 77.0 91010501399 |
T T T T T T T T T
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
133.0
e
10.00 10.20 10.40 10.60
5000 m/z 134.10 10.40%
148.0
39.0 91.0
A s s B R R
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0 10.00 10.20 10.40 10.60
m/z 105.00 8.16%
5000
148.0
150 390530 770 9101050194 |
o SN PSS YRS PSS SO s 1A RS R
m/z--> 0 20 40 60 80 100 120 140 160 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095898.D

Aca On 13 Jun 2017 17:28

Operator : SJ/MA

ﬁ?ggle : 13640-01 NF-DRUMS-STONE-COMP
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknownl10.47 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.47 4.29 ng 111424 Naphthalene-d8 9.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 30
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 30
3 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 30
4 Sulfurous acid. butyl nonvl ester 264 C13H2803S 1000309-17-6 30
5 Heneicosane 296 C21H44 000629-94-7 30
Abundance Scan 1510 (10.469 min): BF095898.D (-1504) (-) m/z 57.10 100.00%
57.1
5000 85.1
1311 1772
10.20 10.40 10.60 10.80
0! m/z 43.05 82.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57.0
5000 L UL UL UL UL
85.0 1020 1040 10.60 10.80
m/z 71.10 53.68%
29 0 113.0
0 Lo 14101690197022502530281030903380
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
110.20 10.40 10.60 10.80
5000 85.0 m/z 41.00 42 .19%
29.0

113.0 169.0
140.0 248.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #28445: Octane, 2,4,6-trimethyl- R RREREREE RS

57.0 10.20 10.40 10.60 10.80

m/z 85.10 39.31%
5000
85.0
29.0
0 l J‘ | ‘ 127.0 156.0
et e e e e e e RN REREE B S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 20 10. 40 10 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095898.D

Aca On 13 Jun 2017 17:28

Operator : SJ/MA

ﬁ?ggle : 13640-01 NF-DRUMS-STONE-COMP
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.70 35.91 ng 933536 Naphthalene-d8 9.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 94
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 64
Abundance Scan 1549 (10.698 min): BF095898.D (-1544) (-) m/z 142.05 100.00%
1491
5000
115.1
63.0 89.1 10.40 10.60 10.80 11.00
I 162117710912 | 75747 05 93. 24%
m'z--> 20 40 60 80 100 120 140 160 180
Abundance #19239: Naphthalene, 2-methyl-
142.0 A‘
5000 AU B R
115.0 10.40 10.60 10.80 11.00

m/z 115.05 30.71%

37.0 51.0 7.0 890 1l

0 o o L o o e o B .. e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
142.0
10.40 10.60 10.80 11.00
5000 m/z 139.10 11.57%

115.0
300 570 0 890

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19230: Benzocycloheptatriene
141.0

-

10.40 10.60 10.80 11.00
m/z 143.10 11.02%

5000 115.0

39.0 63‘-0 89.0
|.‘...‘|..“..,‘.‘.“.‘.,.‘.“..|...‘l|..‘..‘i‘....|....|....|

m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00

-

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095898.D

Aca On 13 Jun 2017 17:28

Operator : SJ/MA

ﬁ?ggle : 13640-01 NF-DRUMS-STONE-COMP
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.75 3.71 ng 96472 Naphthalene-d8 9.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 55
2 Benzene. 4-(2-butenvl)-1.2-dimet... 160 C12H16 054340-86-2 50
3 1H-Indene. 2.3-dihvdro-1.1.3-tri... 160 C12H16 002613-76-5 49
4 Benzene. 1-(1-methvlethenv)-2-(... 160 C12H16 005557-93-7 49
5 2-Chloro-6-fluorophenol, methyl ... 160 C7H6CIFO 1000352-53-9 46
Abundance Scan 1558 (10.751 min): BF095898.D (-1555) (-) m/z 145.10 100.00%
145.1160.1
118.1
5000
91.0
00 50 || 177.1193.0 10.40 10.60 10.80 11.00
b 20 e b Tm/z 160.10 0 95.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30934: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
145.0
5000
160.0 10.40 10.60 10.80 11.00
128.0 m/z 118.10 79.64%
150 390 4 91.0 i ‘
Ouuuuluﬁ‘.. L .“.‘. I\l\lwl I\HI : .‘. : |“.‘1.1. I‘pl I\IM e "I B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
145.0
10.40 10.60 10.80 11.00
5000 160.0 m/z 117.05 70.31%
91.0 11501300
15.0 39.0 65.0
R L S UL W UL WAL UL WL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30908: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-
145.0 10.40 10.60 10.80 11.00
m/z 105.10 47 .55%
5000
0 L 6§0 L 91\0 "l “ \M\ \‘ L
m/z--> 20 40 60 80 100 120 140 160 180 ' 10.40 10.60 10.80 11.00

8270-BF060517.M Wed Jun 14 17:28:16 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095898.D

Aca On 13 Jun 2017 17:28

Operator : SJ/MA

ﬁ?ggle : 13640-01 NF-DRUMS-STONE-COMP
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknownl10.97 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.97 4.12 ng 91852 Acenaphthene-d10 12.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexene-1-carboxaldehvde. ... 152 C10H160 000432-24-6 35
2 di-t-Butvlacetvlene 138 C10H18 017530-24-4 14
3 trans-Chrvsanthemal 152 C10H160 020104-05-6 14
4 Carbamic acid. 3-methvilphenvl-., ... 179 C10H13NO2 1000314-75-7 11
5 Acetophenone, 27,4"-dimethoxy-3"... 194 C11H1403 060512-80-3 10
Abundance Scan 1595 (10 969 min): BF095898.D (-1593) (-) m/z 81.10 100.00%
5000
10,60 10.80 11.00 11.20
0 m/z 123.10 83.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25299: 2-Cyclohexene-1-carboxaldehyde, 2,6,6-trimethyl-
81.0
123.0
5000 41.0 AR PR DR SR
67.0 95.0 10. 60 10. 80 11. oo 11.20
270 ‘ ‘ T m/z 179.20 77.22%
152.0
0|| \ ﬁ‘: \““ ‘ H“l|‘i‘l‘||“l“::‘i“l|]|-‘3|‘7.|0||l|||||||||||||
m/z--> 20 80 100 120 140 160 180 200
Abundance
81.0
123.0 10,60 10.80 11.00 11.20
5000 m/z 69.10 57.76%
41.0 67.0 95.0
27.0 138.0
G R S S S UL L UL S L WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25111: trans-Chrysanthemal L B o
41.0 123.0 10.60 10.80 11.00 11.20
810 m/z 95.10 49.95%
5000
67.0
95.0
0.,....,....,.. “ H‘ ““.‘,‘1.1.3.‘7.,0.1.5.2'.0,....,....,. R RN EEEEE
m/z--> 20 40 60 o 120 140 160 180 200 10.60 10.80 11.00 11.20

8270-BF060517.M Wed Jun 14 17:28:17 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095898.D

Aca On 13 Jun 2017 17:28

Operator : SJ/MA

ﬁ?ggle : 13640-01 NF-DRUMS-STONE-COMP
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.25 3.96 ng 88184 Acenaphthene-d10 12.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 55
2 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 38
3 2.4.6-Trimethvl-2-(4-methvl-pent... 206 C14H220 1000193-58-6 35
4 Pvrazolol5.1-cl-as-triazine-3-ca... 193 C6H7N70 016111-78-7 22
5 di-t-Butylacetylene 138 C10H18 017530-24-4 15
Abundance Scan 1643 (11.251 min): BF095898.D (-1639) (-) m/z 193.20 100.00%
1231 198.2
5000
11.00 11.20 11.40 11.60
01 m/z 123.10 79.52%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0
5000 69.0 95.0 LA L B L L L LB
11.00 11.20 11.40 11.60
m/z 95.10 59.85%
151.0
. 00 L M Y
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193.0
11,00 11:20 11.40 11.60
5000 55.0 m/z 81.00 52.28%
109.0
29.0 84,0
S O Ml - R N 30
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66127: 2,4,6-Trimethyl-2-(4-methyl-pent-3-enyl)-2H-pyran R EmEEs e
128.0 11.00 11.20 11.40 11.60
m/z 55.10 48.49%
5000 43.0
69.0
0 270 \‘ T \‘ y ?ﬁo ) 1390 1630 191070
mz-> 20 40 60 80 160 120 150 1éo 180 200 220 11.00 11.20 11.40 11.60

8270-BF060517.M Wed Jun 14 17:28:18 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061317\
Data File : BF095898.D

Aca On 13 Jun 2017 17:28

Operator : SJ/MA

Sample : 13640-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 13 Naphthalene, l-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.46 10.97 ng 244392 Acenaphthene-d10 12.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. l-ethvl- 156 C12H12 001127-76-0 96
2 Naphthalene. 2-ethvl- 156 C12H12 000939-27-5 95
3 Butabarbital 212 C10H16N203 000125-40-6 59
4 2.5-DimethoxvFfluorobenzene 156 C8H9F02 082830-49-7 53
5 Butethal 212 C10H16N203 000077-28-1 53
Abundance Scan 1679 (11.463 min): BF095898.D (-1675) (-) m/z 141.05 100.00%
141.1
5000
57.1
115.0
10 | | 8?-0 | 1611042 11.20 11.40 11.60 11.80
0..”,..”,..”,."!q..”,..”,NPm'.'M” TS e m/z 156.05 45_77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28462: Naphthalene, 1-ethyl-
141.0
5000
11.20 11.40 11.60 11.80
115.0 m/z 57.10 23.98%
63.0
o M0as0 N0 B0 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
141.0
11,20 11.40 11.60 11.80
5000 m/z 115.00 19.07%
115.0
o 290 510 760 454 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #70653: Butabarbital R e
141.0 11.20 11.40 11.60 11.80
m/z 71.10 18.34%
5000
410
98.0 157.0
m/z--> ﬁo Jo 65 éo 100 150 140 160 1é0 200 1120 11.40 11.60 11.80

8270-BF060517.M Wed Jun 14 17:28:19 2017

NF-DRUMS-STONE-COMP
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061317\
Data File : BF095898.D

Aca On 13 Jun 2017 17:28

Operator : SJ/MA

Sample : 13640-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Naphthalene, 1,6-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.58 21.08 ng 469541 Acenaphthene-d10 12.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
2 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 96
3 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 96
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 96
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96

Abundance Scan 1699 (11.580 min): BF095898.D (-1693) (-) m/z 156.10 100.00%
15p.1
5000
115.1
411 57.1 770 1391 1751 193.1 11.20 11.40 11.60 11.80
o 521 et S m/z 141.10  67.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28477: Naphthalene, 1,6-dimethyl-
156.0
5000
11.20 11.40 11.60 11.80
m/z 155.10 37.10%
77.0 115.0
ol 0 i 80 L 0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0
11.20 11.40 11.60 11.80
5000 m/z 115.05 13.50%
oL 270 510 770 95010 1390
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #28472: Naphthalene, 2,6-dimethyl- e e ]
156.0 11.20 11.40 11.60 11.80
m/z 153.10 13.33%
5000
77.0 115.0
e 0y o eo |
m/z--> 20 40 60 80 100 120 140 160 180 200 11.20 11.40 11.60 11.80

8270-BF060517.M Wed Jun 14 17:28:19 2017

NF-DRUMS-STONE-COMP

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095898.D

Aca On 13 Jun 2017 17:28

Operator : SJ/MA

ﬁ?ggle : 13640-01 NF-DRUMS-STONE-COMP
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Naphthalene, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.69 19.43 ng 432792 Acenaphthene-d10 12.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
2 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
Abundance Scan 1718 (11.692 min): BF095898.D (-1713) (-) m/z 156.10 100.00%
156.1
5000
41.1 57.1 Pate 11.40 11.60 11.80 12.00
. . 77.0 951 . . .
o b 28112042 0 TRz77141.10 0 96.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28486: Naphthalene, 2,3-dimethyl-
156.0
5000
11.40 11.60 11.80 12.00
115.0 m/z 155.05 28 .80%
0 270 L 51\0 1l ‘76“‘0 980 ‘ \‘\ 13\ [0 \‘\“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0
11.40 11.60 11.80 12.00
5000 m/z 115.05 18.94%
115.0
o 27.0 51.0 76.0 98.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28498: Naphthalene, 1,4-dimethyl- B EAN Ea e
156.0 11.40 11.60 11.80 12.00
m/z 109.10 16.35%
5000
115.0
oL 270 510 770 940 | 1330 i
m/z--> 20 40 60 80 100 120 140 160 180 200 1140 11.60 11.80 12.00

8270-BF060517.M Wed Jun 14 17:28:20 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095898.D

Aca On 13 Jun 2017 17:28

Operator : SJ/MA

ﬁ?ggle : 13640-01 NF-DRUMS-STONE-COMP
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Naphthalene, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.73 16.65 ng 370739 Acenaphthene-d10 12.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 96
2 Naphthalene. 1.2-dimethvl- 156 C12H12 000573-98-8 95
3 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 95
4 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 91
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 90
Abundance Scan 1724 (11.727 min): BF095898.D (-1721) (-) m/z 156.10 100.00%
156.1
5000
11.40 11.60 11.80 12.00
o m/z 141.10 67.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28472: Naphthalene, 2,6-dimethyl-
156.0
5000
11.40 11.60 11.80 12.00
/z 155.10 34 .89%
770 115.0 m
e SO o | RN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0
11.40 11.60 11.80 12.00
5000 m/z 193.20 23.94%
115.0
70 5L0 780 oo 139.0
O I e e T 1 o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28483: Naphthalene, 2, 7-dimethyl- e L S
156.0 11.40 11.60 11.80 12.00
m/z 115.00 19.89%
5000
77.0 128.0
0 ...,u..?f?.v?%?;.N,...%q%g.t,.¢..‘M.¢““.... L N S UM SRR BRI UGS
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00

8270-BF060517.M Wed Jun 14 17:28:21 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095898.D

Aca On 13 Jun 2017 17:28

Operator : SJ/MA

ﬁ?ggle : 13640-01 NF-DRUMS-STONE-COMP
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Naphthalene, 1,2-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.87 6.33 ng 140975 Acenaphthene-d10 12.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2-dimethvl- 156 C12H12 000573-98-8 91
2 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 91
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 83
4 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 83
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 83
Abundance Scan 1748 (11.869 min): BF095898.D (-1745) (-) m/z 141.05 100.00%
1401
163.1
5000
109.1
ss0 10 9 11.60 11.80 12.00 12.20
: 191.1 - - - -
ol 390 ot LJJ 2082 | "m/z 156.05 89.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28487: Naphthalene, 1,2-dimethyl-
156.0
5000
11.60 11.80 12.00 12.20
6.0 115.0 m/z 163.10 68.60%
ol 2O 0 e |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
141.0
11,60 11.80 12.00 12.20
5000 m/z 109.10 26.72%
115.0
157.0
oL 270 5.0 700 o405
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #28497: Naphthalene, l,4—dimethy|— LI L L L B B
156.0 11.60 11.80 12.00 12.20
m/z 159.10 22.31%
5000
115.0
NI IO w1 I, I B ) 1 i el
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20

8270-BF060517.M Wed Jun 14 17:28:21 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095898.D

Aca On 13 Jun 2017 17:28

Operator : SJ/MA

ﬁ?ggle : 13640-01 NF-DRUMS-STONE-COMP
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Naphthalene, 1,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.99 11.09 ng 246971 Acenaphthene-d10 12.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 89
2 Naphthalene. l-ethvl- 156 C12H12 001127-76-0 83
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 66
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 66
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 64
Abundance Scan 1769 (11.992 min): BF095898.D (-1766) (-) m/z 141.05 100.00%
141.1
5000 41.1 95.1 193.2
67.1 15.1
165.2 220.2 11.60 11.80 12.00 12.20 12.40
o} m/z 156.05 72 .14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28479: Naphthalene, 1,3-dimethyl-
141.0
5000
11.60 11.80 12.00 12.20 12.40
115.0 m/z 95.10 45 _.48%
51.0
oo %0 "0 w0 | awme
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
141.0
1160 11:80 12,00 12.20 12.40
5000 m/z 41.10 42 .78%
115.0
oL15.0 390 63.0 89,0 158.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28469: Naphthalene, 2,3-dimethyl- B B E e
141.0 11.60 11.80 12.00 12.20 12.40
m/z 193.20 39.25%
5000
115.0
oo 2o 0 T w0 | | ggme e UNIU
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11/60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095898.D

Aca On 13 Jun 2017 17:28

Operator : SJ/MA

ﬁ?ggle : 13640-01 NF-DRUMS-STONE-COMP
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknownl1l2.07 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.07 25.64 ng 571005 Acenaphthene-d10 12.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 22
2 6-Nitroundec-5-ene 199 C11H21NO2 1000192-40-3 22
3 1.17-Bicvclohexvl., 2-ethvl-., cis- 194 C14H26 050991-12-3 18
4 1-Pentvne. 3-methvl-3-(1l-methvle... 140 C9H160 053966-55-5 14
5 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 14
Abundance Scan 1782 (12.069 min): BF095898.D (-1777) (- ) m/z 69.10 100.00%
1
5000
ey | 1180 12100 1220 1240
0 : m/z 193.20 87.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193.0
123.0
5000 L B UL SR UL
150.0 11,80 12.00 12,20 12.40
95.0 m/z 109.10 65.44%
170 420 %0 | M 176.0
m/z--> 20 4b 60 85 100 120 140 160 180 200 220
Abundance
55.0
11,80 12.00 12,20 12.40
5000 m/z 55.10 61.22%
29.0 83.0
. 109.0 13801560 18202000
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56500: 1,1'-Bicyclohexyl, 2-ethyl-, cis- R RREREREE RS
41.0  69.0 111.0 11.80 12.00 12.20 12.40
m/z 41.10 60.49%
5000
165.0 194.0
0||||||||||||||||||||9|19||||||||1|3|7(|)||||||| R SRR RS R EEE RS ERE R —
m/z--> 20 80 100 120 140 160 180 200 220 11,80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061317\

Data File : BF095898.D

Aca On 13 Jun 2017 17:28

Operator : SJ/MA

ﬁ?ggle : 13640-01 NF-DRUMS-STONE-COMP
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknownl19.21 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.21 13.58 ng 267345 Perylene-di12 19.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 43
2 2-Propenoic acid. 2-methvl-. oct... 198 C12H2202 002157-01-9 23
3 Cvclohexaneamine. N-but-2-envlid... 167 C10H17NO 068048-01-1 16
4 Undecane. 3-methvlene- 168 C12H24 071138-64-2 14
5 2-Heptene, 3-methyl- 112 C8H16 003404-75-9 12
Abundance Scan 2996 (19.209 min): BF095898.D (-2993) (-) m/z 70.10 100.00%
70.1
149.0
5000 112.1 261.1
‘”°| [ \ 18:80 19.00 19.20 19.40 19.60
AR N ,I. Lo j dro1 2180 )\ ' “n/z 149.00 55.84%
m/z--> 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70.0
0
149.0 261.0
5000 AU R B
18 80 19. 00 19 20 19. 40 19 60
41.0 m/z 112.05 42 _47%
0 WJ“\ Mh ‘\‘\ . 179.0 232.0 L 304.0333.0361.0
m/z--> 55 160 1éo 260 250 360 3éo
Abundance
70.0
41.0 18:80 19.00 19.20 19.40 19.60
5000 112.0 m/z 261.15 41 .03%
0 141.0169.0
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #35903: Cyclohexaneamine, N-but-2-enylidene-N-oxide PR TP P et
70.0 18.80 19.00 19.20 19.40 19.60
m/z 167.00 30.77%
5000 410 167.0 ¢¢~NWAMMWWN-f\ﬁwwwkﬂhM“PMQN
b eonzee) | el
m/z--> 50 m m 200 250 300 350 mmmmmmwmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF061317\
Data File : BF095898.D
Acq On : 13 Jun 2017 17:28 Instrument :
Operator : SJ/MA gﬁA{s el

- _ lentosampleld :
3?22'6 : 13640-01 NF-DRUMS-STONE-COMP
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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]
unknown4 .55 4_55 4.1 ng 73429 1 7.35 356360 20.0
unknown7 .01 7.01 55.9 ng 996493 1 7.35 356360 20.0
1H-Indene, 2,3-di... 10.05 5.2 ng 135225 2 9.38 519975 20.0
1H-Indene, 2,3-di... 10.17 4.7 ng 120767 2 9.38 519975 20.0
Benzene, pentamet... 10.33 8.8 ng 227815 2 9.38 519975 20.0
unknown10.47 10.47 4.3 ng 111424 2 9.38 519975 20.0
Naphthalene, 1-me... 10.70 35.9 ng 933536 2 9.38 519975 20.0
Naphthalene, 1,2,... 10.75 3.7 ng 96472 2 9.38 519975 20.0
unknown10.97 10.97 4.1 ng 91852 3 12.21 445416 20.0
Decahydro-4,4,8,9... 11.25 4.0 ng 88184 3 12.21 445416 20.0
Naphthalene, 1-et... 11.46 11.0 ng 244392 3 12.21 445416 20.0
Naphthalene, 1,6-... 11.58 21.1 ng 469541 3 12.21 445416 20.0
Naphthalene, 2,3-... 11.69 19.4 ng 432792 3 12.21 445416 20.0
Naphthalene, 2,6-... 11.73 16.6 ng 370739 3 12.21 445416 20.0
Naphthalene, 1,2-_... 11.87 6.3 ng 140975 3 12.21 445416 20.0
Naphthalene, 1,3-... 11.99 11.1 ng 246971 3 12.21 445416 20.0
unknown12 .07 12.07 25.6 ng 571005 3 12.21 445416 20.0
unknown19.21 19.21 13.6 ng 267345 6 19.99 393662 20.0
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