LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109057.D

Aca On : 17 Sep 2018 19:18

Operator : JU/SJ

Sample : J4945-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF091418 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.319 503 507 511 rBV 268085 226574 1.84% 0.341%
2 6.025 620 627 630 rBY 8740837 12336683 100.00% 18.594%
3 6.172 649 652 655 rBV 523594 466710 3.78% 0.703%
4 6.342 678 681 684 rBV 268087 223084 1.81% 0.336%
5 6.431 692 696 699 rBV 758451 624794 5.06% 0.942%
6 6.484 702 705 709 rBV 537773 413102 3.35% 0.623%
7 6.719 742 745 748 rBV 811539 643188 5.21% 0.969%
8 6.848 763 767 769 rBVY 1329000 1042512 8.45% 1.571%
9 6.878 769 772 779 rVB2 270495 281201 2.28% 0.424%
10 7.272 836 839 842 rBV 264083 235742 1.91% 0.355%

11 7.713 906 914 918 rBV 596830 726233 5.89% 1.095%
12 8.001 960 963 966 rBV 934956 728873 5.91% 1.099%
13 8.054 970 972 982 rVvv3 108200 154402 1.25% 0.233%
14 8.131 982 985 988 rVvB 225286 184039 1.49% 0.277%
15 9.078 1142 1146 1149 rBvV 302350 254033 2.06% 0.383%

16 9.213 1164 1169 1171 rVB 246067 225570 1.83% 0.340%
17 9.419 1202 1204 1207 rVB 303716 220898 1.79% 0.333%
18 9.672 1244 1247 1250 rBV 260118 228147 1.85% 0.344%
19 9.736 1254 1258 1259 rBV 1376572 1139575 9.24% 1.718%
20 9.748 1259 1260 1265 rVB 828333 686352 5.56% 1.034%

21 9.883 1278 1283 1287 rBV 473975 428862 3.48% 0.646%
22 10.530 1387 1393 1397 rBV3 223706 207360 1.68% 0.313%
23 11.224 1508 1511 1515 rBV 953443 857401 6.95% 1.292%
24 11.730 1594 1597 1600 rBV2 142016 135626 1.10% 0.204%
25 11.771 1600 1604 1608 rBV2 432875 510034 4._.13% 0.769%

26 11.942 1626 1633 1638 rBV3 232072 373031 3.02% 0.562%
27 11.989 1638 1641 1643 rVV3 156556 164400 1.33% 0.248%
28 12.013 1643 1645 1649 rVB2 168905 149296 1.21% 0.225%
29 12.101 1656 1660 1662 rBV 179636 154925 1.26% 0.234%
30 12.154 1665 1669 1671 rVV 444334 436530 3.54% 0.658%

31 12.177 1671 1673 1676 rVB 283139 233267 1.89% 0.352%
32 12.301 1691 1694 1696 rBV 239055 175789 1.42% 0.265%
33 12.342 1696 1701 1704 rVB3 258888 316620 2.57% 0.477%
34 12.389 1705 1709 1713 rBV3 177293 253141 2.05% 0.382%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109057.D

Aca On : 17 Sep 2018 19:18

Operator : JU/SJ

Sample : J4945-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF091418.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.466 1718 1722 1727 rBV4 524911 879132 7.13% 1.325%

36 12.513 1727 1730 1734 rVV2 1188736 1258912 10.20% 1.897%
37 12.554 1734 1737 1742 rVV5 144874 214895 1.74% 0.324%
38 12.630 1745 1750 1755 rVB6 79803 162326 1.32% 0.245%
39 12.689 1755 1760 1767 rBV3 503934 699076 5.67% 1.054%
40 12.801 1775 1779 1784 rBV4 1561169 1899907 15.40% 2.864%

41 12.854 1785 1788 1792 rVB2 153092 192417 1.56% 0.290%
42 12.948 1801 1804 1808 rBV2 152030 209602 1.70% 0.316%
43 13.013 1812 1815 1818 rVB 1792046 1723810 13.97% 2.598%
44 13.054 1818 1822 1825 rBV3 354186 531045 4._30% 0.800%
45 13.124 1830 1834 1841 rBV 1901244 2149748 17.43% 3.240%

46 13.177 1841 1843 1846 rBVY 305505 260012 2.11% 0.392%
47 13.230 1849 1852 1857 rVB 562225 585176 4.74% 0.882%
48 13.307 1861 1865 1866 rBV2 330621 389358 3.16% 0.587%
49 13.330 1866 1869 1873 rVV2 1975989 2109650 17.10% 3.180%
50 13.366 1873 1875 1880 rVB 704655 675293 5.47% 1.018%

51 13.430 1883 1886 1889 rBV2 399432 388283 3.15% 0.585%
52 13.466 1889 1892 1896 rVB2 454522 502696 4_.07% 0.758%
53 13.513 1897 1900 1903 rBV 517596 419397 3.40% 0.632%
54 13.607 1907 1916 1921 rBV3 1749938 3974124 32.21% 5.990%
55 13.718 1925 1935 1940 rBV 3480648 7058846 57.22% 10.639%

56 13.860 1956 1959 1966 rVB 1203960 1943877 15.76% 2.930%
57 14.001 1981 1983 1985 rBV 465682 507662 4.12% 0.765%
58 14.060 1991 1993 1998 rVB 428197 437856 3.55% 0.660%
59 14.148 2005 2008 2014 rVB3 374632 624851 5.06% 0.942%
60 14.271 2026 2029 2036 rVB 447922 520761 4.22% 0.785%

61 14.348 2040 2042 2049 rVB3 317489 435170 3.53% 0.656%
62 14.501 2065 2068 2073 rVB 290878 278864 2.26% 0.420%
63 14.954 2142 2145 2148 rBV 174728 175989 1.43% 0.265%
64 15.265 2193 2198 2202 rVV 573008 663135 5.38% 0.999%
65 15.312 2203 2206 2211 rVB 127626 149527 1.21% 0.225%

66 15.677 2263 2268 2272 rBV 433549 602054 4 .88% 0.907%

67 15.777 2278 2285 2307 rVB 4164008 7624543 61.80% 11.492%

68 16.324 2374 2378 2385 rVB 150989 269445 2.18% 0.406%

69 16.924 2473 2480 2491 rVB6 125907 392822 3.18% 0.592%
Sum of corrected areas: 66348255
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091718\
BF109057.D

17 Sep 2018 19:18

JussJ

J4945-01 5X

21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

Abundance

8000000

6000000

4000000

2000000

TIC: BF109057.D
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1
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12. 50

13. 00
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8000000

6000000

4000000

2000000

0

13.72

TIC: BF109057.D

15.78

T
Time--> 13.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109057.D

Aca On : 17 Sep 2018 19:18

Operator : JU/SJ

Sample : J4945-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 1

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

6.02 383.61 ng 12336700 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1R)-2.6.6-Trimethvilbicvclol3.1.... 136 C10H16 007785-70-8 95
2 _alpha.-Pinene 136 C10H16 000080-56-8 95
3 (19)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-26-4 91
4 Tricvclol2.2.1.0(2.6)Theptane. 1... 136 C10H16 000508-32-7 91
5 3-Carene 136 C10H16 013466-78-9 87

Abundance Scan 626 (6.019 min): BF109057.D (-620) (-) m/z 93.05 100.00%
93.0
5000
77.1
A
41.0 BRI RAABERRARESRERE R
|| %3t e ‘ 105.1 12|1-1 136.1 560 580 6.00 620 6.40
Ol prrrrprrrr e el il M b T Tm/Zz 91.05 46.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15854: (1R)-2,6,6-TrimethyIbicyclo[3.1.1]hept-2-ene
3.0
5000 A AR RS SRR R
41.0 77.0 5.60 5.80 6.00 6.20 6.40
m/z 92.10 39.28%
53.0 | 1050 121.0 1360
O'WH'W“'W“'WI'JII 'H'”'4“'WJ'W“HW“'W”'W”'W””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15699: .alpha.-Pinene
93.0
560 580 6.00 620 6.40
0
5000 390 0 m/z 77.10 34.58%
27.0
150 ‘\ \M ??? 6?? w\ \ 10?0 1210 136.0
O T T A !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15851: (1S)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene R A RRRRE B
93.0 5.60 5.80 6.00 6.20 6.40

m/z 79.10 28 .55%

5000

77.0
27.0 53.0 650 | 1050 12‘10 136.0
L1

o.w”.w”Jw”.Mm.thw”wu”ﬂhn.w”.w”.w”.w”.w”:w”.. S Y SR

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109057.D

Aca On : 17 Sep 2018 19:18

Operator : JU/SJ

Sample : J4945-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Camphene Concentration Rank 14

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

6.17 14.51 ng 466710 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Camphene 136 C10H16 000079-92-5 94
2 Santolina triene 136 C10H16 002153-66-4 78
3 2-Carene 136 C10H16 000554-61-0 74
4 (+)-4-Carene 136 C10H16 029050-33-7 74
5 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C10H16 018172-67-3 64

Abundance Scan 652 (6.172 min): BF109057.D (-649) (-) m/z 93.05 100.00%
93.0
121.1
5000 790
41.0 67.0 107.1 R | B U
| | 53| 0 h | ‘I I 136.1 580 6.00 6.20 6.40 6.60
o} NN M NN PR GO S Y A m/z 121.05 59.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15675: Camphene
93.0
121.0
41.0 N
5000 67.0 79.0 AR AR R
270 : 107.0 580 6.00 6.0 6.40 6.60
: 53.0 136.0 m/z 79.00 38.84%
0..|....|...|.||....I.I |I|.|..|.'.|!II|...|!lll...|H|..|...!|....'|!...|....|...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15706: Santolina triene
93.0
A A
121.0 A S R
79.0 5.80 6.00 6.20 6.40 6.60
5000 670 m/z 91.05 31.12%
40 o 105.0
27
‘ \“ M \ “ 1360
0”I“'W“'W'”W'“'P“'P'”P'”I““I”'W”'W'“W'“'P“'P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15666: 2-Carene R EEaNs B S AR
93.0 121.0 5.80 6.00 6.20 6.40 6.60
m/z 67.05 29.95%
136.0
5000 79.0
41.0 105.0
27.0 ‘ ‘ 55.0 67.0 ‘
0'w}ﬁﬂ'Jh“'h“'w“MWHUH“'WM'WH"“jh“'ﬁL'W“JWH' AR RS AR SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 580 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109057.D

Aca On : 17 Sep 2018 19:18

Operator : JU/SJ

Sample : J4945-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 _beta.-Pinene Concentration Rank 11

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

6.43 19.43 ng 624794 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Pinene 136 C10H16 000127-91-3 93
2 Cvclohexene. 4-methvlene-1-(1-me... 136 C10H16 000099-84-3 91
3 Tricvclol2.2.1.0(2.6)lheptane. 1... 136 C10H16 000508-32-7 91
4 (19)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-26-4 87
5 _alpha.-Pinene 136 C10H16 000080-56-8 87

Abundance Scan 696 (6.431 min): BF109057.D (-692) (-) m/z 93.10 100.00%
93.1
5000
41.0 69.1 \
| 53.1 ‘ 1071 211 4oy 6.00 6.20 6.40 6.60 6.80
0 ..,....,....,....,.-...,'.'.'..,....,....,... M e T Tm/z 41.05  39.13Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15691: .beta.-Pinene
93.0
41.0
5000
69.0 6.00 6.20 6.40 6.60 6.80
27.0 ‘ 53.0 ‘ 1910 m/z 69.10 33.04%
: 0 136.0
BT P O O s 0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15844: Cyclohexene, 4-methylene-1-(1-methylethyl)-
93.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 91.10 28.48%
77.0
136.0
e || || w0 e
0'w'“'w'“l“'wJ”'ﬁu“l”w“'“lb'“lu'w'm“v'”m'“l“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15873: Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl- e
93.0 6.00 6.20 6.40 6.60 6.80
m/z 79.10 25.22%
5000
41.0
79.0 121.0
21.0 “ 53.0 67.0 H ‘ 105.0 ‘ 136.0
0'WH'W“jm“'w“'“LMWHWW“'JH'WJ“W”MWH'W“'W“'W“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80

8270-BF091418.M Tue Sep 18 19:19:21 2018 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109057.D

Aca On : 17 Sep 2018 19:18

Operator : JU/SJ

Sample : J4945-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown6.48 Concentration Rank 15

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

6.48 12.85 ng 413102 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 3-methvl- 93 C6H7N 000108-99-6 38
2 5-Aminoindole 132 C8H8N2 005192-03-0 37
3 Aniline 93 C6H7N 000062-53-3 27
4 1H-Pvrazole-4-carbonitrile 93 C4H3N3 031108-57-3 27
5 Urea, phenyl- 136 C7H8N20 000064-10-8 27

Abundance Scan 704 (6.478 min): BF109057.D (-702) (-) m/z 132.00 100.00%
13%.0
41.0 69.1
5000 93.1
6.20 6.40 6.60 6.80
105.0
o.”,””“.”“”.“nﬂh.wm ,"hp'ﬁ{{qhﬂqﬂm|u“p.nﬂnq.. m/z 41.05 60.69%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2508: Pyridine, 3-methyl-
93.0
5000
66.0 6.20 6.40 6.60 6.80
39.0 m/z 69.10 56.60%
270 | 510 || 70
Otrrrprrrr et P R P e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14490: 5-Aminoindole
132.0
6.20 6.40 6.60 6.80
5000 m/z 68.05 48 .19%
104.0
. 27,0 30.0 910 660700 555 1160
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /\ |
Abundance #2493: Aniline A e
93.0 6.20 6.40 6.60 6.80
m/z 93.10 46 .20%
5000
66.0
39.0
2.0 15.0 2?0 i 5%\0 \‘\ 78.0 ‘\ A A
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109057.D

Aca On : 17 Sep 2018 19:18

Operator : JU/SJ

Sample : J4945-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 D-Limonene Concentration Rank 5

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

6.85 32.42 ng 1042510 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Limonene 136 C10H16 005989-27-5 98
2 Cyclohexene. 1-methvl-4-(l-methy... 136 C10H16 005989-54-8 95
3 Limonene 136 C10H16 000138-86-3 90
4 1.5-Cyclooctadiene. 1.5-dimethvl- 136 C10H16 003760-14-3 86
5 Cyclohexene, 4-ethenyl-1,4-dimet... 136 C10H16 001743-61-9 81

Abundance Scan 767 (6.848 min): BF109057.D (-763) (-) m/z 68.10 100.00%
6d.1
5000
521 1211 'A"I""I”"I""I"'
- 136 1 6.60 6.80 7.00 7.20
0! .,”..,..”,....“...,.”.,.... m/z 67.10 78.65%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #15682: D-Limonene
64.0 93.0
5000 A"A'éeb' 'é'sc')L 700 7.20
53.0 121 01360 m/z 93.05  70.40%
Oy 'J"Jtl'h '|" "|""|"' O B "?9?9'
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #15885: C cIohexene, 1-methyl-4-(1-methylethenyl)-, (S)-
68.0
6.60 6.80 7.00 7.20
5000 93.0 m/z 79.10 37.52%
39.0
‘\ | \‘\ 101360
0~ "“”“”'l "p'”“l”“'l'”ll'”'|"”|"”|"”
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #15668: Limonene
68.0 6.60 6.80 7.00 7.20
m/z 94.10 28.04%
39.0 93.0
5000
121.0136.0
ok I .‘l‘. I\lhl .“l“.l‘.‘”. e I\‘l — I" —
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109057.D

Aca On : 17 Sep 2018 19:18

Operator : JU/SJ

Sample : J4945-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Verbenol Concentration Rank 10

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

7.71 19.93 ng 726233 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Verbenol 152 C10H160 000473-67-6 59
2 trans-2-Caren-4-ol 152 C10H160 004017-82-7 38
3 trans-Carveol 152 C10H160 001197-07-5 38
4 Cvclopentanol. 1-(methvlenecvclo... 138 C9H140 086951-58-8 30
5 Bicyclo[2.2.2]oct-2-ene, l-methy... 137 C9H15N 1000217-10-9 27

Abundance Scan 914 (7.713 min): BF109057.D (-906) (-) m/z 109.10 100.00%
109.1
41.0 81.1
5000 55.0 9.1 4.1
‘ || | | 1211 1371 152.2 7.40 7.60 7.80 8.00
[ A RaE A RACRARARLA R ; m/z 41.05 60.65%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #25062: Verbenol
41.0 109.0
94.0
5000 B0
27.0 580 690 7.40 7.60 7.80 8.00
‘ ‘ || |“ ‘ 1T1'0 o m/z 81.10 57.61%
o.“”.ﬁnqlmth¢nhrLJ!””,WhﬁUhLun“.”“”.PHW:LW.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #25108: trans-2-Caren-4-ol
109.0
7.40 7.60 7.80 8.00
5000{ 57 ¢ 41.0 m/z 91.10 54.52%
' 91.0
53.0
50 UL o =70 0
0|| ”l‘lwll \\\ \‘ ‘ ‘ \‘ ‘ ‘Hl::ni:‘:.nl:::‘:||||||l|||||
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #25087: trans-Carveol
84.0 109.0 7.40 7.60 7.80 8.00
m/z 94.10 45 _.39%
41.0
5000 550
270 69.0 134.0 152.0
T h 230
SN RN RPN P11 0 RO R o S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109057.D

Aca On : 17 Sep 2018 19:18

Operator : JU/SJ

Sample : J4945-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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, 1,2,3,5,6,8a-h... Concentration Rank 16

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

9.88 12.50 ng 428862 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.5.6.8a-hexahv... 204 C15H24 000483-76-1 97
2 cis-muurola-3.5-diene 204 C15H24 1000365-95-4 89
3 1.4-Cvclohexadiene. 3-ethenvl-1.... 134 C10H14 062338-57-2 84
4 Naphthalene. 1.2.4a.5.8.8a-hexah... 204 C15H24 000523-47-7 81
5 Tricyclo[5.4.0.0(2,8)]Jundec-9-en... 204 C15H24 005989-08-2 70

Abundance Scan 1282 (9.877 min): BF109057.D (-1278) (-) m/z 161.10 100.00%
16f.1
105.1
5000
204.2
189.2 9.60 9.80 10.00 10.20
(o} m/z 105.05 61.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64487: Naphthalene, 1,2,3,5,6,8a-hexahydro-4,7-dimethyl-1...
161.0
5000 119.01340
204.0 9.60 9.80 10.00 10.20
m/z 119.05 59.47%
189.0
0 ARERRN SRR wERS R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64358: cis-muurola-3,5-diene
105.0 161.0
9.60 9.80 10.00 10.20
5000 81.0 m/z 91.05 48.95%
43 0 204.0
65.0 H 120.0
0.,....,..‘.‘; MI\ .‘. u\ l.l“.‘.lﬁ‘.l.o..‘,....|]:8.9.0.|...
m/z--> 20 40 100 120 140 160 180 200
Abundance #14929. 1,4- Cyclohexadlene, 3-ethenyl-1,2-dimethyl-
91.0 119.0 9.60 9.80 10.00 10.20
' m/z 134.10 37.56%
5000 134.0
41.0
OIIZIG‘IOII‘I‘III |i‘|||H||||‘||‘lH‘ “Illl“l|||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109057.D

Aca On : 17 Sep 2018 19:18

Operator : JU/SJ

Sample : J4945-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 n-Hexadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.77 11.90 ng 510034 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 93
5 Undecanoic acid 186 C11H2202 000112-37-8 83

Abundance Scan 1604 (11.771 min): BF109057.D (-1600) (-) m/z 73.00 100.00%

43.0 730

5000 129.1

11.40 11.60 11.80 12.00

0 m/z 43.05 94 _.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41/0 ANM»VNNMJh\vvde%“
5000 129.0 L DN DU BRI DR

11.40 11.I60 11.I8O 12.|00
60 | M/z 60.00 82.29%

157.0 1g50 213.0

ey

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43.0 73.0

11.40 11.60 11.80 12.00
5000 129.0 m/z 41.05 74 .93%

242.0

. "I‘;" ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Oty
Abundance #72647: Tridecanoic acid A B E e
73.0 11.40 11.60 11.80 12.00
43.0 m/z 55.00 72.39%
5000 129.0

214.0

A S M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109057.D

Aca On : 17 Sep 2018 19:18

Operator : JU/SJ

Sample : J4945-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Phenanthrene, 7-ethenyl-1,2... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.15 10.18 ng 436530 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 7-ethenvl-1.2.3.4.... 272 C20H32 001686-66-4 64
2 Bicvclol6.3.0lundeca-1(8).9-dien... 176 C13H20 1000163-44-3 38
3 10.12-Tricosadivnoic acid. methv... 360 C24H4002 1000333-59-4 35
4 exo-7-(2-Propenvbicvclol4.2.01... 148 C11H16 1000200-97-5 27
5 Methyl 10,12-pentacosadiynoate 388 C26H4402 1000342-58-7 20
Abundance Scan 1668 (12.148 min): BF109057.D (-1665) (-) m/z 109.05 100.00%
109.1
5000 o571
148.1 187.2 A e A e
229.2 11.80 12.00 12.20 12.40
o m/z 105.10 71.41%
m/z--> 50 100 150 200 250 300 350
Abundance #121364: Phenanthrene, 7-ethenyl-1,2,3,4,4a,4b,5,6,7,8,10,...
5000 251.0 NI UL BRI UL
11.80 12.00 12.20 12.40
‘ m/z 81.10 63.75%
o .L.ll?l?.oll....l....l..
m/z--> 50 100 150 200 250 300 350
Abundance #42630: Bicyclo[6.3.0]undeca-1(8),9-diene, 11,11-dimethy!l-
105.0138.0, 176.0
11.80 12.00 12.20 12.40
5000 m/z 91.05 61.81%
41.0 770
Olllllﬂllml\lxlxl 'J\.lluuuuluuuu —
m/z--> 50 100 150 200 250 300 350
Abundance #190907: 10,12-Tricosadiynoic acid, methy! ester e B
91.0 119.0 11.80 12.00 12.20 12.40
m/z 41.10 59.94%
5000 5°.0
147.0
oL 270 17502040 24802750  329.0 360.0
miz--> 50 100 150 200 250 300 350 1180 12.00 1220 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109057.D

Aca On : 17 Sep 2018 19:18

Operator : JU/SJ

Sample : J4945-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Bicyclo[4.3.0]nonane, 7-met... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.47 20.51 ng 879132 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.3.01nonane. 7-methvlen... 204 C15H24 1000156-11-9 53
2 3-Tetrahvdrofuranol. 5-TI3.4-(dim... 237 C13H19NO3 1000271-60-0 25
3 2-(4-p-Tolvl-thiazol-2-vI)-aceta... 232 C12H12N20S 1000300-02-3 15
4 1.5-Heptadiene. 2.5-dimethvl-3-m... 136 C10H16 074663-83-5 15
5 (-)-1,2,2.alpha.,3,3,4,6,7,8,8.a... 204 Cl15H24 1000365-86-7 14
Abundance Scan 1723 (12.471 min): BF109057.D (-1718) (-) m/z 43.00 100.00%
43.0

5000
| 12.20 12.40 12.60 12.80
Obprrrrty m/z 81.05 94.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64419: Bicyclo[4.3.0]nonane, 7-methylene-2,4,4-trimethyl-...
.0

12.20 12.40 12.60 12.80
m/z 121.05  82.66%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91429: 3-Tetrahydrofuranol, 5-[3,4-(dimethylphenyl)amino]...
121.0
12.20 12.40 12.60 12.80
5000 m/z 55.00 72.94%
147.0
90 /70 1880 237.0
99. :
o 68.0 217.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #87307: 2-(4-p-Tolyl-thiazol-2-yl)-acetamide LB mma s B
189.0 12.20 12.40 12.60 12.80
m/z 41.05 71.91%
232.0
5000
148.0
44.0 115.0
0,””,”.ﬁ§9w?i%unkp.npjn SN NN RN A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109057.D

Aca On : 17 Sep 2018 19:18

Operator : JU/SJ

Sample : J4945-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknownl2.51 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.51 29.37 ng 1258910 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexene. 1.3.3-trimethyl-2... 206 C14H220 1000197-08-4 43
2 .alpha.-Farnesene 204 C15H24 000502-61-4 35
3 p-Menth-2-en-9-o0l. trans- 154 C10H180 1000151-16-0 30
4 trans-Geranvlaeraniol 290 C20H340 024034-73-9 25
5 3,4-Heptadien-2-one, 3-cyclopent... 192 C13H200 063922-50-9 25
Abundance Scan 1730 (12.513 min): BF109057.D (-1727) (-) m/z 191.15 100.00%
2
5000
12.20 12.40 12.60 12.80
0 m/z 81.10 70.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... L/LU
191.0
5000 M--------n
43.0 1220 1240 1260 12.80 |
123.0 1490 m/z 69.10 66.86%
95.0
69.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64329: .alpha.-Farnesene
41.0 93.0 hﬂJkN,AﬁdN
12:20 12.40 12.60 12.80
5000 69.0 m/z 43.00 65.50%
119.0
Ly 1610 189.0
o,u.whﬂrJu
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #26724: p-Menth-2-en-9-ol, trans- RS R EEE RS
95.0 12.20 12.40 12.60 12.80
410 m/z 95.10 60.89%
"~ 67.0
5000 123.0
154.0 -Aw~JUJNk,JLJthJ
0 e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1220 1240 1260 12.80

8270-BF091418.M Tue Sep 18 19:19:29 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109057.D

Aca On : 17 Sep 2018 19:18

Operator : JU/SJ

Sample : J4945-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknownl13.01 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.01 17.74 ng 1723810 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloisolonaifolene. 9.10-dehvdro- 202 C15H22 1000156-81-6 35
2 Benzenemethanol. 4-methoxv-.alph... 288 C19H2802 017015-62-2 25
3 3.alpha..l17.beta.-dihvdroxvestr-... 276 C18H2802 035950-87-9 22
4 Acridine. 1.2.3.4.5.6.7.8-octahv... 187 C13H17N 001658-08-8 15
5 Naphthalene, 5-butyl-1,2,3,4-tet... 188 C14H20 066325-42-6 14
Abundance Scan 1815 (13.013 min): BF109057.D (-1812) (-) m/z 187.15 100.00%
105.1 131.1 8y.2
411 79.0
5000 0711
159.1 243.2 '
215.2 12.60 12.80 13.00 13.20 13.40
0 m/z 105.05 94 .78%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62799: Cycloisolongifolene, 9,10-dehydro-
131.0 187.0

12:60 12,80 13.00 13.20 13.40
m/z 91.05 89.53%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #134680: Benzenemethanol, 4-methoxy-.alpha.-(2,6-dimethyl-...
187.0
e
12.60 12.80 13.00 13.20 13.40
5000 121.0 m/z 131.10 89.16%
410 270.0
' 77.0 15T0 227.0
PR RO TR X R A OO P Y N N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #124515: 3.alpha.,17.beta.-dihydroxyestr-4-ene
. 12.60 12.80 13.00 13.20 13.40

m/z 79.05 75.30%

5000

159.0 185.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 60 12. 80 13. 00 13 20 13. 40

8270-BF091418.M Tue Sep 18 19:19:30 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109057.D

Aca On : 17 Sep 2018 19:18

Operator : JU/SJ

Sample : J4945-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknownl13.12 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.12 22.12 ng 2149750 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Prean-14-ene. (5.beta.)- 286 C21H34 054411-80-2 38
2 1-Phenanthrenecarboselenoic acid... 442 C26H340Se 076920-33-7 37
3 Benzlclacridine. 5.9-dimethvl- 257 C19H15N 003518-03-4 27
4 Naphthalene. decahvdro-1.1.4a-tr... 272 C20H32 000511-02-4 25
5 Phenanthrene, 7-ethenyl-1,2,3,4,... 272 C20H32 001686-67-5 25
Abundance Scan 1833 (13.118 min): BF109057.D (-1830) (-) m/z 257.25 100.00%
431 910 257.3
159.1
5000
209.1
12.80 13.00 13.20 13.40
0! m/z 91.05 93.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #133207: Pregn-14-ene, (5.beta.)-
25f.0
50001 41.0 RN BN IR
12.80 13.00 13.20 13.40
93.0 1470 m/z 81.05 83.39%
o 89.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #225361: 1-Phenanthrenecarboselenoic acid, 1,2,3,4,4a,4b,5...
257.0
12:80 13.00 13.20 13.40
5000 m/z 43.10 83.03%
109.0  161.0
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #108383: Benz[c]acridine, 5,9-dimethyl- B B B
257.0 12.80 13.00 13.20 13.40
m/z 93.10 75.07%
5000
0 114.0 152.0 214.0
miz-> 50 100 150 200 250 300 350 400 12:80 13.00 13.20 13.40

8270-BF091418.M Tue Sep 18 19:19:31 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109057.D

Aca On : 17 Sep 2018 19:18

Operator : JU/SJ

Sample : J4945-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknownl13.33 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.33 21.71 ng 2109650 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carvophvllene 204 C15H24 000087-44-5 35
2 Bicvclol5.2.01nonane. 2-methvlen... 204 C15H24 242794-76-9 25
3 exo-7-(2-PropenvDbicvclol4.2.01... 148 C11H16 1000200-97-5 22
4 Benzene. 1.3-diethyl-5-methyl- 148 C11H16 002050-24-0 18
5 1-Bromo-9-thiabicyclo[3.3.1]nona... 252 C8H13Bro02S 019669-16-0 14
Abundance Scan 1869 (13 330 min): BF109057.D (-1866) (-) m/z 109.10 100.00%

55.0
5000

13.00 13.20 13.40 13.60
m/z 105.10 76.05%

I I.l |

I TTTT I T I.I T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64275: Caryophyllene

(o

69.0 93.0 133.0

o

41.0

13.00 13.20 13.40 13.60
m/z 91.05 66.99%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64421: Bicyclo[5.2.0]nonane, 2-methylene-4,8,8-trimethyl-...
.0

13.00 13.20 13.40 13.60
m/z 81.10 65.16%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #22838: exo-7-(2-Propenyl)bicyclo[4.2.0]oct-1(2)-ene A B R mmE
91.0 13.00 13.20 13.40 13.60
m/z 79.10 61.03%
5000
41.0 133.0
‘ 65.0
0y ‘MWHW,M. ‘anﬂ”.w””.”..”.”..””..”.”w.”w””,. i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 00 13. 20 13. 40 13 60

8270-BF091418.M Tue Sep 18 19:19:32 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109057.D

Aca On : 17 Sep 2018 19:18

Operator : JU/SJ

Sample : J4945-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknownl3.61 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.61 40.89 ng 3974120 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 10.12-pentacosadivnoate 388 C26H4402 1000342-58-7 22
2 10.12-Tricosadivnoic acid. methy... 360 C24H4002 1000333-59-4 22
3 3.alpha..l17.beta.-dihvdroxvestr-... 276 C18H2802 035950-87-9 16
4 Dispirol2.0.2.5Tundecane. 8-meth... 162 C12H18 051567-09-0 14
5 5,10-Pentadecadiyn-1-ol 220 C15H240 064275-50-9 11
Abundance Scan 1917 (13.613 min): BF109057.D (-1907) (-) m/z 91.10 100.00%
1
5000
13.20 13.40 13.60 13.80 14.00
o} m/z 105.10 84 .66%
m/z--> 50 100 150 200 250 300 350
Abundance #206815: Methyl 10,12-pentacosadiynoate
4]
91.0
5000 119.0 LIRS PR SR I
13.20 13.40 13.60 13.80 14.00
1470 m/z 133.10 62 .54%
ol13l0 g, 870 2320  287.0 357.0
m/z--> 50 100 150 200 250 300 350
Abundance #190907: 10,12-Tricosadiynoic acid, methyl ester
91.0 119.0
13770 15140 15160 1380 1400
5000 550 m/z 119.10 62.03%
147.0
oL 270 17502040 2480 289.0 329.0 360.0
m/z--> 50 100 150 200 250 300 350
Abundance #124515: 3.alpha.,17.beta.-dihydroxyestr-4-ene L B e
91.0 13.20 13.40 13.60 13.80 14.00
m/z 92.05 59.46%
5000
0 LIRS PR S I
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109057.D

Aca On : 17 Sep 2018 19:18

Operator : JU/SJ

Sample : J4945-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Dehydroabietic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 72.63 ng 7058850 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dehvdroabietic acid 300 C20H2802 001740-19-8 98
2 trans-1.2-Bis(methvldichlorosilyv... 252 C4H8CI4Si2 065899-10-7 70
3 Fumaric acid. decvl 4-methvilpent... 340 C20H3604 1000348-32-4 43
4 2-gthvlidene-hvdrazono-3-methvl-... 239 C10H10CIN3S 1000148-08-4 43
5 Ethyl 4-hydroxy-7-trifluoromethy... 285 C13H10F3NO3 000391-02-6 42
Abundance Scan 1935 (13.718 min): BF109057.D (-1925) (-) m/z 239.20 100.00%
239.2
285.2
5000 1971
43.1 1411 RADARSUARSUAAB A AR
l I " \ h b1t 13.40 13.60 13.80 14.00
0 ..,....,...&,..‘..-,-..l ' I dh "'l ," Merrb et || M/z 285.20  63.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #144996: Dehydroabietic acid
239.0  285.0
5000
197.0 13.40 13.60 13.80 14.00
141.0 ' m/z 197.10 36.20%
18.0 230 57 91.0 117.0 1%&

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

%

Abundance #104235: trans-1,2-Bis(methyldichlorosilyl)ethylene
104.0 239.0
13.40 13.60 13.80 14.00
5000 79.0 m/z 141.10 23.26%
139.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #176869: Fumaric acid, decyl 4-methylpent-2-y! ester = T
84.0 239.0 13.40 13.60 13.80 14.00

m/z 240.20 20.37%
5000

117.0 201.0
157.0
‘ J‘h ‘. . e 2970 325.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00

o

SN
w
o
l I
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109057.D

Aca On : 17 Sep 2018 19:18

Operator : JU/SJ

Sample : J4945-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 10-Nonadecanone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.68 18.16 ng 602054 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Nonadecanone 282 C19H380 000504-57-4 53
2 Decanoic acid. 2-propenvl ester 212 C13H2402 057856-81-2 46
3 2-Pentadecanone 226 C15H300 002345-28-0 22
4 Sulfurous acid. pentadecvl pentv... 362 C20H4203S 1000309-14-8 22
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 22
Abundance Scan 2268 (15.677 min): BF109057.D (-2263) (-) m/z 71.05 100.00%
71.0
155.1
5000
4110
110.1 295.3 %—Lﬂ

15.40 15.60 15.80 16.00
fo7.1 2503 | 337.2 .
- o AN RO 2908 L 3812 87192 o7 43.05  86.25%

m/z--> 50 100 150 200 250 300 350
Abundance #129463: 10-Nonadecanone
43.0
155.0
_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l'

5000
85.0 15.40 15.60 15.80 16.00
' m/z 57.10 82.83%

0l15.0 .llﬂﬁ . | 1970 239.0 282.0
- I T T T I L T I T T 1 T I T T I L I T T
m/z--> 50 100 150 200 250 300 350
Abundance #71082: Decanoic acid, 2-propeny! ester
43.0
100.0 155.0

15.40 15.60 15.80 16.00

5000 m/z 58.00 57.12%
0 15. OJ‘ J ! .J‘ i H ﬂ'84 0212.0
Ay T T
m/z--> 50 100 150 200 250 300 350
Abundance #82966: 2-Pentadecanone R T e T e
58.0 15. 40 15. 60 15. 80 16. 00

m/z 155.05 53.71%

5000
6.0 168.0 226.0
127.0
. ?%xﬁ Jl‘bldltiqlﬁh L 1970 |

m/z--> 50 100 150 200 250 300 350 15.40 15. 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109057.D

Aca On : 17 Sep 2018 19:18

Operator : JU/SJ

Sample : J4945-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknownl5.78 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.78 229.95 ng 7624540 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2-bromoethvI)- 190 C8H15Br 001647-26-3 38
2 Hexacosvl heptafluorobutvrate 578 C30H53F702 1000351-83-3 38
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 38
4 1H-1.2.4-Triazole. 3-(2-methvlpr... 125 C6H11N3 040515-29-5 35
5 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 35
Abundance Scan 2285 (15.777 min): BF109057.D (-2278) (-) m/z 83.10 100.00%
83.1
5000 /\\
l 157.2 A BEEE S S e e
297.3 15.40 15.60 15.80 16.00
o Ly [ 2282 T 484 m/z 97.10 67.00%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53427: Cyclohexane, (2-bromoethyl)-
83.0
5000 B SRR UL BRI B
15.40 15.60 15.80 16.00
m/z 57.10 63.11%
o 21- | 1350 190.0
mzs 0 8 100 150 200 250 30 3o 406 45 50 50
Abundance #240356: Hexacosy! heptafluorobutyrate
57.0
5o 1580 1580 1000
5000 110 m/z 69.10 53.40%
N J 11%690 222.0 2780320036404090 560.0
mz--> 0 55 100 150 200 250 300 3%0 400 450 500 550
Abundance #235928: Octacosyl trifluoroacetate R EaE s e ERREREEE
57.0 1540 15.60 15.80 16.00
m/z 43.05 45_.99%
- An/\\_
11.0
0 J l 167.0210.0 264.0 334.0 392. 0437 0 488.0
mz-> 0 55 100 1%0 200 250 300 350 400 450 500 550 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091718\
Data File : BF109057.D

Aca On : 17 Sep 2018 19:18

Operator : JU/SJ

Sample : J4945-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknownl16.92 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.92 11.85 ng 392822 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans. cis-2-Ethvilbicvclol4.4.01... 166 C12H22 066660-39-7 38
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 35
3 Cvclohexane. 1-methyvl-4-(l-methy... 138 C10H18 001124-27-2 30
4 Cyclohexane. 1.2.3-trimethvl-. (... 126 C9H18 007667-55-2 25
5 1-Octadecanol, methyl ether 284 C19H400 1000333-92-7 18
Abundance Scan 2479 (16.918 min): BF109057.D (-2473) (-) m/z 69.10 100.00%

43.0(691 951 4575

5000
16111871 121 2452 16.60 16.80 17.00 17.20
0 m/z 57.10 97.28%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #352009: trans, cis-2-Ethylbicyclo[4.4.0]decane
81.0

137.0

16!60 16.I80 17.IOO 17.I20
m/z 95.10 92.39%

5000{ 95.0

Olrrprr iy
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177132: 1-Heneicosyl formate

57

16.60 16.80 17.00 17.20
m/z 43.05 85.10%

5000

167.0 196.0222.0  266.0 294.0 300 ¢

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #16993: Cyclohexane, 1-methyl-4-(1-methylethylidene)- I R e RERaEEa
95.0 16.60 16.80 17.00 17.20
m/z 137.15 81.42%
67.0
5000
41.0 138.0
o L
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091718\
Data File : BF109057.D

Acq On : 17 Sep 2018 19:18

Operator : JU/SJ

Sample : J4945-01 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_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]
(1R)-2,6,6-Trimet. .. 6.02 383.6 ng 12336700 1 6.72 643188 20.0
Camphene 6.17 14.5 ng 466710 1 6.72 643188 20.0
-beta.-Pinene 6.43 19.4 ng 624794 1 6.72 643188 20.0
unknown6 .48 6.48 12.9 ng 413102 1 6.72 643188 20.0
D-Limonene 6.85 32.4 ng 1042510 1 6.72 643188 20.0
Verbenol 7.71 19.9 ng 726233 2 8.00 728873 20.0
Naphthalene, 1,2,... 9.88 12.5 ng 428862 3 9.75 686352 20.0
n-Hexadecanoic acid 11.77 11.9 ng 510034 4 11.22 857401 20.0
Phenanthrene, 7-e... 12.15 10.2 ng 436530 4 11.22 857401 20.0
Bicyclo[4.3.0]non... 12.47 20.5 ng 879132 4 11.22 857401 20.0
unknownl12 .51 12.51 29.4 ng 1258910 4 11.22 857401 20.0
unknown13.01 13.01 17.7 ng 1723810 5 13.86 1943880 20.0
unknownl13.12 13.12 22.1 ng 2149750 5 13.86 1943880 20.0
unknownl13.33 13.33 21.7 ng 2109650 5 13.86 1943880 20.0
unknownl3.61 13.61 40.9 ng 3974120 5 13.86 1943880 20.0
Dehydroabietic acid 13.72 72.6 ng 7058850 5 13.86 1943880 20.0
10-Nonadecanone 15.68 18.2 ng 602054 6 15.27 663135 20.0
unknownl15.78 15.78 229.9 ng 7624540 6 15.27 663135 20.0
unknownl16.92 16.92 11.9 ng 392822 6 15.27 663135 20.0
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