LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\

Data File : BF113014.D

Aca On : 12 Mar 2019 20:32 Instrument :
Operator : JU/SJ BNA_F

Sample - K1844-02 ClientSampleld :
Misc : DRUM-1-4

ALS Vial : 17 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-BF022719.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 2.151 7 11 18 rVB 192175 240991 2.54% 0.354%
2 2.234 20 25 27 rBv4 56647 110023 1.16% 0.161%
3 3.728 269 279 284 rBV 123415 195023 2.06% 0.286%
4 5.198 526 529 533 rVB 130769 125178 1.32% 0.184%
5 5.310 542 548 550 rBV 168446 190651 2.01% 0.280%
6 5.345 550 554 569 rVB 1568679 2294219 24.21% 3.367%
7 5.575 587 593 603 rVB 157830 191508 2.02% 0.281%
8 5.710 607 616 619 rBY 4299663 7182797 75.79% 10.540%
9 5.904 645 649 653 rBV 149631 136877 1.44% 0.201%
10 6.263 707 710 713 rBV 95366 101659 1.07% 0.149%

11 6.369 724 728 733 rBV 1524038 1433498 15.13% 2.104%
12 6.504 746 751 754 rBV 4020137 3726864 39.32% 5.469%
13 6.563 758 761 767 rVvB2 136985 173344 1.83% 0.254%
14 6.733 786 790 792 rBV 1258167 1035976 10.93% 1.520%
15 6.757 792 794 798 rVB 218464 199534 2.11% 0.293%

16 6.804 798 802 809 rvB2 233770 247016 2.61% 0.362%
17 6.892 809 817 820 rBV 4485321 4336286 45.75% 6.363%
18 7.133 855 858 868 rvB3 70878 119269 1.26% 0.175%
19 7.292 876 885 888 rBvV 2992594 3218345 33.96% 4.723%
20 7.557 898 930 933 rBV 1976654 9477315 100.00% 13.908%

21 7.669 944 949 957 rVB5 134008 210096 2.22% 0.308%
22 7.792 965 970 974 rVB2 1478046 1310823 13.83% 1.924%
23 7.857 974 981 984 rBv2 510200 447437 4.72% 0.657%
24 7.886 984 986 990 rVB 262450 223435 2.36% 0.328%
25 7.933 990 994 997 rBV 2726284 2585690 27.28% 3.794%

26 7.963 997 999 1004 rVB 204000 187414 1.98% 0.275%
27 8.016 1004 1008 1011 rBV 1303342 1217717 12.85% 1.787%
28 8.086 1018 1020 1026 rVB 196465 200515 2.12% 0.294%
29 8.292 1049 1055 1058 rBV 1817798 1726561 18.22% 2.534%
30 8.327 1058 1061 1063 rvVvv3 94501 105512 1.11% 0.155%

31 8.586 1099 1105 1108 rBV 121306 152344 1.61% 0.224%
32 8.716 1123 1127 1133 rBV2 122789 146297 1.54% 0.215%
33 9.092 1186 1191 1194 rBV 4528299 4532536 47.83% 6.651%
34 9.216 1209 1212 1215 rBV 251731 244168 2.58% 0.358%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\

Data File : BF113014.D

Aca On : 12 Mar 2019 20:32 Instrument :
Operator : JU/SJ BNA_F

Sample - K1844-02 ClientSampleld :
Misc : DRUM-1-4

ALS Vial : 17 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-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.245 1215 1217 1224 rVB3 116022 126640 1.34% 0.186%

36 9.763 1299 1305 1310 rBV2 1460996 1604237 16.93% 2.354%
37 9.910 1327 1330 1338 rBvV 262057 317654 3.35% 0.466%
38 10.180 1373 1376 1379 rVB 154439 124209 1.31% 0.182%
39 10.227 1381 1384 1388 rBV 162059 145142 1.53% 0.213%
40 10.551 1434 1439 1441 rBV 2672194 2706944 28.56% 3.972%

41 10.574 1441 1443 1448 rVB2 202577 214376 2.26% 0.315%
42 10.692 1459 1463 1465 rBVY 111664 111597 1.18% 0.164%
43 10.739 1468 1471 1473 rBV3 100116 116781 1.23% 0.171%
44 10.851 1487 1490 1498 rBV2 306045 363281 3.83% 0.533%
45 10.951 1504 1507 1508 rBV 121490 99415 1.05% 0.146%

46 10.986 1511 1513 1517 rVB2 166727 143512 1.51% 0.211%
47 11.163 1539 1543 1546 rVB2 144890 165655 1.75% 0.243%
48 11.239 1550 1556 1559 rVV 1344621 1236071 13.04% 1.814%
49 11.268 1559 1561 1569 rVV2 444344 435814 4._.60% 0.640%
50 11.333 1569 1572 1579 rVvV 105997 125515 1.32% 0.184%

51 11.510 1599 1602 1606 rVB2 150004 148000 1.56% 0.217%
52 11.745 1638 1642 1645 rBV2 267682 365621 3.86% 0.537%
53 11.774 1645 1647 1656 rVB3 319379 366883 3.87% 0.538%
54 11.957 1675 1678 1686 rBV3 114561 226722 2.39% 0.333%
55 12.145 1706 1710 1715 rBV 485210 512887 5.41% 0.753%

56 12.215 1718 1722 1727 rVV4 87509 132862 1.40% 0.195%
57 12.280 1730 1733 1737 rBV 295382 330892 3.49% 0.486%
58 12.315 1737 1739 1742 rVV 335941 314619 3.32% 0.462%
59 12.345 1742 1744 1747 rVB 135985 111925 1.18% 0.164%
60 12.380 1747 1750 1754 rVB 137369 131426 1.39% 0.193%

61 12.445 1758 1761 1763 rBV2 100102 96579 1.02% 0.142%
62 12.521 1771 1774 1776 rBV2 246482 257127 2.71% 0.377%
63 12.557 1776 1780 1790 rVB2 368848 619326 6.53% 0.909%
64 12.774 1814 1817 1821 rBV 255353 231911 2.45% 0.340%
65 12.821 1821 1825 1828 rBV 4438370 4289219 45.26% 6.294%

66 13.680 1967 1971 1972 rBV 130458 130184 1.37% 0.191%
67 13.698 1972 1974 1977 rVV 209998 226671 2.39% 0.333%
68 13.727 1977 1979 1985 rVB2 99070 111656 1.18% 0.164%
69 13.862 1998 2002 2015 rVB 1330967 1416925 14.95% 2.079%
70 14.045 2029 2033 2036 rBV 111034 116330 1.23% 0.171%

71 14.527 2112 2115 2122 rVV 153556 223000 2.35% 0.327%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113014.D

Aca On : 12 Mar 2019 20:32

Operator : JU/SJ

Sample : K1844-02

Misc :

ALS Vial : 17 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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 14.645 2132 2135 2143 rVB 145410 188800 1.99% 0.277%
73 14.956 2185 2188 2193 rVB 149101 162324 1.71% 0.238%
74 15.274 2237 2242 2246 rBV 684935 931337 9.83% 1.367%
75 15.309 2246 2248 2257 rVB 151226 209936 2.22% 0.308%

76 15.721 2314 2318 2322 rVB 94322 126519 1.33% 0.186%
77 16.186 2393 2397 2404 rVB2 61328 101517 1.07% 0.149%

Sum of corrected areas: 68144959
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113014.D

Aca On : 12 Mar 2019 20:32

Operator : JU/SJ

Sample : K1844-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF113014.D
571

4000000

3000000

2000000
5.35

1000000

N

. 1 55
223 373 5.95,

6.50

7.29

7.56

6.37

O e A L e

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50

Abundance TIC: BF113014.D

4000000

3000000 7 g3 10.55

2000000

1000000

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF113014.D
4000000
3000000
2000000
13.86
1000000
& 14.04 14.%3.64 14.96 31 15.72 16.19
O e B e e e e B e e e L S e e B R e e e L A S e TR B e LA B
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113014.D

Aca On : 12 Mar 2019 20:32

Operator : JU/SJ

Sample : K1844-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 1,3-Dioxolane, 2,2-dimethyl- Concentration Rank 15

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

2.15 4.65 ng 240991 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2.2-dimethvl- 102 C5H1002 002916-31-6 78
2 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 50
3 Ethanol. 2.2"-oxvbis-. diacetate 190 C8H1405 000628-68-2 36
4 Oxazolidin-2-one 87 C3H5N02 000497-25-6 9
5 Isobutane 58 C4H10 000075-28-5 9

Abundance Scan 11 (2.151 min): BF113014.D (-7) (-) m/z 42.95 100.00%

43
87
5000

37 59 7|2 7250 250 240 2.50 2.60
Obrrr et Ml i o e e m/z 87.00 74.96%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4308: 1,3-Dioxolane, 2,2-dimethyl-
43
87
5000

2.20 2.30 2.40 2.50 2.60
m/z 41.95 28 .05%

15 72
A AN | < B 101
O e e e e e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30

220 2.30 2.40 2.50 2.60

5000 43 87 m/z 72.00 14.82%
15
5, 59 72
o BN SN S S M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #53401: Ethanol, 2,2"-oxybis-, diacetate AR e R A aas mas e
43 87 220 230 240 2.50 2.60
m/z 41.00 11.76%
B J\I\\m\
15 28 61 70 ‘ 103 117
o) NSNS . BRSNS RSN MBS S T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113014.D

Aca On : 12 Mar 2019 20:32

Operator : JU/SJ

Sample : K1844-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Ethanol, 2-butoxy- Concentration Rank 2

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

5.71 138.67 ng 7182800 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 83
2 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 53
3 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 53
4 Formic acid. 3.3-dimethvlbut-2-v... 130 C7H1402 1000368-20-5 25
5 n-Butyl ether 130 C8H180 000142-96-1 17

Abundance Scan 616 (5.710 min): BF113014.D (-607) (-) m/z 57.00 100.00%
57
5000 45
87
75 5.40 560 5.80 6.00
o..,....,....,...3.{",:'-...??.'!:,‘??..,'..'..,...|.,...1.?9...,..H?.... m/z 44.95  42.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8821: Ethanol, 2-butoxy-
57
5000 LB B L I L
45 540 560 580 6.00
29 87 m/z 41.00 36.57%
0 1\8 ‘\“ 3 L i 63 \7\5 190 118
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
45 R UL SRR U AR
5.40 560 5.80 6.00
5000 m/z 87.00 19.55%
29 75
87
o 18 39 63 100
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4467: 3,3-Dimethylbutane-2-ol R B
a5 57 5.40 560 5.80 6.00

m/z 55.95 8.86%

5000
29 69 87

3
15 LI Al ‘ ‘ 102

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113014.D

Aca On : 12 Mar 2019 20:32

Operator : JU/SJ

Sample : K1844-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknown6.50 Concentration Rank 3

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

6.50 71.95 ng 3726860 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.498 min): BF113014.D (-746) (-) m/z 132.00 100.00%
132
5000 68
96 B LR L S
40 007 081 A15 6.20 6.40 6.60 6.80
0 i T T o o e m/z 67.95 43.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 B LR L S
6.20 6.40 6.60 6.80
31 m/z 134.00 32.08%
0..‘”‘.‘,'.‘;“..,“....|....|....|....|....|....|..
m/z--> 50 100 150 200 250 300 350 400
Abundance
132
620 6.40 6.60 6.80
5000 67 m/z 66.00 28.13%
41 97
s L U L UL L L WL
m/z--> 50 100 150 200 250 300 350 400
Abundance #52379: Tranylcypromine-propiony! R AARRERN LSS
57 132 6.20 6.40 6.60 6.80
m/z 69.00 17.16%
5000 98
7
ok qulh | LI 158, }§9II N
m/z--> 50 100 150 200 250 300 350 400 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113014.D

Aca On : 12 Mar 2019 20:32

Operator : JU/SJ

Sample : K1844-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 1-Hexanol, 2-ethyl- Concentration Rank 14

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

6.80 4.77 ng 247016 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
2 1-Butoxv-2-ethvlhexane 186 C12H260 062625-25-6 64
3 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 47
4 Oxirane. IT(2-ethvlhexvDoxvImet... 186 C11H2202 002461-15-6 45
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 42

Abundance Scan 801 (6.798 min): BF113014.D (-798) (-) m/z 57.00 100.00%
7
5000 a1
70 83 105
| | | 115 134 6.40 6.60 6.80 7.00 7.20
o} ol A m/z 41.00 37.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000 41
29 6.40 6.60 6.80 7.00 7.20
70 83 m/z 55.00 36.06%
01598112
m/z--> 20 40 60 100 120 140 160 180
Abundance
57
6.40 6.60 6.80 7.00 7.20
5000 41 m/z 43.00 32.89%
29
70 g3
0 98 M2 155141 157 186
miz--> 20 40 60 80 100 120 140 160 180
Abundance #74057: Heptyl isobutyl carbonate
57 6.40 6.60 6.80 7.00 7.20
m/z 56.00 22 .41%
5000
o M N \\ L 119131 143 161
m/z--> 5 ' b 85 100 150 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113014.D

Aca On : 12 Mar 2019 20:32

Operator : JU/SJ

Sample : K1844-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Hexanoic acid, 2-ethyl- Concentration Rank 1

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

7.56 155.66 ng 9477320 Naphthalene-d8 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 53
3 Methvl 2.3.4-tri-O-methvl-6-deox... 220 C10H2005 072983-16-5 53
4 1.4-Dioxane 88 C4H802 000123-91-1 38
5 Octanoic acid, 2-methyl-, methyl... 172 C10H2002 002177-86-8 38

Abundance Scan 931 (7.563 min): BF113014.D (-898) (-) m/z 88.00 100.00%
88
5000
57 116
3 || 144 207 7.20 7.40 7.60 7.80
0b—— e m/z 73.00 97 .06%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
73
5000 AR AN RARAE AR
41 720 740 7.60 7.80
101 m/z 86.95 26.33%
oLaol Wl A a0
m/z--> 50 100 150 200 250 300 350
Abundance
43 88
7.20 7.40 7.60 7.80
5000 m/z 101.00 26.01%
69
ob—d iy 0 | 109 135158178 214 247 272294313 35
m/z--> 50 100 150 200 250 300 350
Abundance #76833: Methyl 2,3,4-tri-O-methyl-6-deoxy-.alpha.-D-mannop...
88 7.20 7.40 7.60 7.80
m/z 57.00 24 .25%
5000
45
0 T || 119 145 176
R R R e
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113014.D

Aca On : 12 Mar 2019 20:32

Operator : JU/SJ

Sample : K1844-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Cyclohexanone, 5-methyl-2-(... Concentration Rank 8

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

7.86 7.35 ng 447437 Naphthalene-d8 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 5-methvl-2-(1-met... 154 C10H180 001196-31-2 98
2 Cvclohexanone. 5-methvl-2-(1-met... 154 C10H180 000491-07-6 98
3 Cvclohexanone. 5-methvl-2-(1-met... 154 C10H180 000089-80-5 97
4 1-Menthone 154 C10H180 014073-97-3 96
5 Cyclohexanone, 5-methyl-2-(1-met... 154 C10H180 010458-14-7 93

Abundance Scan 982 (7.863 min): BF113014.D (-974) (-) m/z 112.00 100.00%

112
69
5000 a ¥
o7 139
8 154 R S L R R
| d ‘ ‘ h |‘ | 195 7.60 7.80 8.00 8.20
o BB 1NN U1 PSSP I BB S L P m/z 69.00 71.96%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26927: Cyclohexanone, 5-methyl-2-(1-methylethyl)-, (2R-cis)-
112

5000
7.60 7.80 8.00 8.20

m/z 55.00 59.33%

04
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

41 69 112
55 7.60 7.80 8.00 8.20
5000 139 m/z 41.00 53.69%
97
21 83 154

125
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26912: Cyclohexanone, 5-methyl-2-(1-methylethyl)-, trans-

112

7.60 7.80 8.00 8.20
m/z 139.05 37 .99%

5000

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20

8270-BF022719.M Wed Mar 13 10:44:02 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113014.D

Aca On : 12 Mar 2019 20:32

Operator : JU/SJ

Sample : K1844-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Cyclohexanol, 5-methyl-2-(1... Concentration Rank 4

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

7.93 42 _47 ng 2585690 Naphthalene-d8 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 5-methvl-2-(1-meth... 156 C10H200 015356-70-4 91
2 Levomenthol 156 C10H200 002216-51-5 91
3 Cvclohexanol. 5-methvl-2-(1-meth... 156 C10H200 001490-04-6 91
4 dl-Menthol 156 C10H200 000089-78-1 91
5 d-Menthol 156 C10H200 015356-60-2 90

Abundance Scan 993 (7.927 min): BF113014.D (-990) (-) m/z 71.00 100.00%
7
95
4
5000
2 123
109 ‘ 138 155 007 7.60 7.80 8.00 8.20
o e b b A58 207 0 Th/z 81.00  81.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28386: Cyclohexanol, 5-methyl-2-(1-methylethyl)-, (1.alph...
7 o5
5000
41 55 2 123 7.60 7.80 8.00 8.20
29 ‘ ‘ ‘ 109 138 m/z 95.00 73.72%
0 |:|I-4|.||m‘| |‘iw||“l||‘l‘l Nl‘ﬁ“: |H|M|||“|||=|||‘||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
71
95
7.60 7.80 8.00 8.20
5000 41 55 m/z 41.00 64.45%
g2 123 43g
27 109
0 '}?I""I""I"' '|""|""|""|"%§5' HE B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28345: Cyclohexanol, 5-methyl-2-(1-methylethyl)-
7 7.60 7.80 8.00 8.20
95 m/z 57.00 58.01%
41
5000 55 5
29 123 138
|| sl
0 ...|..‘..i‘.‘..M.“lu‘l‘l.“Hl“..“.“luu“..|£...‘|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20

8270-BF022719.M Wed Mar 13 10:44:03 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113014.D

Aca On : 12 Mar 2019 20:32

Operator : JU/SJ

Sample : K1844-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Benzothiazole Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
" 8.20 28.36ng 1726560  Naphthalene-ds8 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 enzothiazole 135 C7THSNS 000095-16-9 95

2 3-Allvlbenzothiazo

lium bromide

3 1.2-Benzisothiazole
4 1H-Pvrazolol3.4-dlpvrimidin-4-amine 135 C5H5N5

255 C10H10BrNS

135 C7H5NS

016407-55-9 90
000272-16-2 90
002380-63-4 64

5 Adenine 135 C5H5N5 000073-24-5 59
Abundance Scan 1055 (8.292 min): BF113014.D (-1049) (-) m/z 135.00 100.00%
135
5000
108
R R RN s S
2 8.00 8.20 8.40 8.60
45 58 3
o...,....-,.-.-.'.',-'..|..,-..?.,....,...!,1.4.6..,....,....,2]97.. m/z 107.90 32.43%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #15454:; Benzothiazole
135
5000
108 8.00 8.20 8.40 8.60
69 m/z 68.90 16.46%
45 58 82 3
) SN PR M N . A S —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
135
8.00 8.20 8.40 8.60
5000 41 m/z 81.90 9.71%
108
54 69 120
oL 15 27 go %t 149 176
L B o o e B LA o e e L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15459: 1,2-Benzisothiazole
135 8.00 8.20 8.40 8.60
m/z 135.95 9.01%
5000
69 108
91
45 58 ‘
I o N AU FEN N N T S | G S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 820 840 8.60

8270-BF022719.M Wed Mar

13 10:44:04 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113014.D

Aca On : 12 Mar 2019 20:32

Operator : JU/SJ

Sample : K1844-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 1H-Benzotriazole, 4-methyl- Concentration Rank 18

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

9.91 3.96 ng 317654 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole. 4-methvl- 133 C7H7N3 029878-31-7 95
2 1H-Benzotriazole. 5-methvl- 133 C7H7N3 000136-85-6 94
3 2H-Indol-2-one. 1.3-dihvdro- 133 C8H7NO 000059-48-3 68
4 Benzene. l-isocvanato-2-methvl- 133 C8H7NO 000614-68-6 62
5 Benzene, l-isocyanato-3-methyl- 133 C8H7NO 000621-29-4 53

Abundance Scan 1330 (9.910 min): $F113014.D(—1327) ) m/z 104.00 100.00%
104
133
5000 77
51
39 63 9.60 9.80 10.00 10.20
o 20 L A8 ) 144155 173 188 | hzz 132.95  69.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14691: 1H-Benzotriazole, 4-methyl-
104
133 %
5000
51 77 9.60 9.80 10.00 10.20
2 m/z 76.95 37 .65%
o LR o wme
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
104
133 '9.60 9.80 10.00 10.20 |
5000 . m/z 77.95 37.07%
51
39
15 27 63 88
miz--> 20 40 60 8 100 120 140 160 180
Abundance #14734: 2H-Indol-2-one, 1,3-dihydro-
104 133 9.60 9.80 10.00 10.20
m/z 51.00 26.36%
78
5000
] LJMW
63
0"'I'"'?¥'LHI«"'lh'gg'I""I"*“I""I""I"” ”WTW*77ﬂ7J'w"'w"'w
m/z--> 20 40 80 100 120 140 160 180 9.60 9.80 10.00 10.20

8270-BF022719.M Wed Mar

13 10:44:05 2019

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113014.D

Aca On : 12 Mar 2019 20:32

Operator : JU/SJ

Sample : K1844-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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, 2-(1-phenylethyl)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.85 5.88 ng 363281 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1-phenvlethvl)- 198 C14H140 004237-44-9 90
2 Azulene. 1l.4-dimethvl-7-(l-methv... 198 C15H18 000489-84-9 78
3 6-1sopropvl-1.4-dimethvInaphthalene 198 C15H18 000489-77-0 53
4 Naphthalene. 1.6-dimethvl-4-(1-m... 198 C15H18 000483-78-3 53
5 Phloroglucinol, trimethylsilyl e... 198 C9H1403Si 1000352-46-3 45
Abundance Scan 1490 (10.851 min): BF113014.D (-1487) (-) m/z 183.00 100.00%
183
5000 151 198
123 165
s e T %ios | o || 10/ 10080 1100 1120
0 m/z 198.00 41 .64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59831: Phenol, 2-(1-phenylethyl)-
183
5000 198
10.60 10.80 11.00 11.20
165 m/z 150.90 40.93%
51 77 9 103 120 152 |
o) S ..‘.‘. ””\ SN A S ..lH. S IS || | S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
183 108
10.60 10.80 11.00 11.20
5000 m/z 164.95 30.52%
153 168
15 27 39 51 63 76 89 1qp 115128141
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59908: 6-1sopropyl-1,4-dimethylnaphthalene
183 193 10.60 10.80 11.00 11.20
m/z 122 .90 29.01%
5000
» 153 18
oL 28305163 | OGligp 120 1417% | |
m/z--> 20 40 6|O 80 100 12'0 140 160 180 200 220 10,60 10.80 11.00 11.20

8270-BF022719.M Wed Mar 13 10:44:06 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113014.D

Aca On : 12 Mar 2019 20:32

Operator : JU/SJ

Sample : K1844-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 3,6,9,12-Tetraoxahexadecan-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.74 5.92 ng 365621 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.6.9.12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 58
2 Pentaethvlene alvcol 238 C10H2206 004792-15-8 52
3 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 52
4 Hexaethvlene alvcol 282 C12H2607 002615-15-8 49
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet. .. 370 C16H3409 005117-19-1 47

Abundance Scan 1641 (11.739 min): BF113014.D (-1638) (-) m/z 44.95 100.00%

45
5000 S

192

11.40 11.60 11.80 12.00

140 154 169

0 m/z 43.00 52.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101979: 3,6,9,12-Tetraoxahexadecan-1-ol
45
5000 57 89 LA L L L L L L |
11.40 11.60 11.80 12.00
29 101 m/z 57.00 50.95%
15 | U | 117 1%3us 1es7s1ss 207
T T T e T e T e T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
45
R R REE
11.40 11.60 11.80 12.00
5000 m/z 89.00 34.62%
89
oL 1 31 59 73 103 119 133 151163 177 195208
T T T T T T T T e e T [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #139151: 3,6,9,12,15-Pentaoxanonadecan-1-ol
45 11.40 11.60 11.80 12.00
m/z 71.00 27 .95%
5000
57 89
0 o s sers
m/z--> 40 60 80 100 120 140 160 180 200 220 11.40 11. 60 11. 80 12. 00

8270-BF022719.M Wed Mar 13 10:44:08 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113014.D

Aca On : 12 Mar 2019 20:32

Operator : JU/SJ

Sample : K1844-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.77 5.94 ng 366883 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 1646 (11.768 min): BF113014.D (-1645) (-) m/z 72.95 100.00%
60 73 P
5000 192
110 129 T LELEL BN BRI TTTT TTro T
L|7 156 171 213 256 1140 11,60 11.80 12.00

o

S 1 9 m/z 43.00 96.38%

l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

5000 129 R AR B
11. 40 11. 60 11. 80 12.00

m/z 60.00 94 .86%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
e e NN
11.40 11.60 11.80 12.00
5000 129 m/z 57.00 66.51%
29 g7
115 @ 143 199 242
101 157171185
oL 15 213226
B L e RARRAE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid L BT o e
60 73 11.40 11.60 11.80 12.00
43 m/z 41.00 65.26%
5000 129
29
0 15
I~ IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF022719.M Wed Mar 13 10:44:09 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113014.D

Aca On : 12 Mar 2019 20:32

Operator : JU/SJ

Sample : K1844-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknownl2.14 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.14 8.30 ng 512887 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptanone. 1-(2-furanvl)- 180 C11H1602 005466-40-0 30
2 Phosphonic acid. (2-hvdroxvbicvc... 220 C9H1704P 027109-26-8 25
3 1-Methoxv-1.3-cvclohexadiene 110 C7H100 002161-90-2 22
4 2-Cyclohexen-1-one. 5.5-dimethvl... 166 C11H180 028017-79-0 22
5 6-Hydroxymethyl-5-methyl-bicyclo... 140 C8H1202 1000187-36-8 20
Abundance Scan 1709 (12.139 min): BF113014.D (-1706) (-) m/z 98.00 100.00%
5000
a0 11'80 1200 1250 1240
161 189 . . . )
o 178 202 m/z 110.00  80.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45428: 1-Heptanone, 1-(2-furanyl)-
110
95
5000 R R AU AR
123 umn%n%n%
& 68 m/z 128.00 76.98%
m/z--> 25 45 éo éo 160 150 150 160 180 200 250
Abundance
110
11.80 12.00 12.20 12.40
5000 m/z 55.00 65.72%
67 79
S 93
220
e U U S UL WL B B B S SIS W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5838: 1-Methoxy-1,3-cyclohexadiene R A REER R
o7 110 11.80 12.00 12.20 12.40
a1 95 m/z 41.00 56.87%
5000 79
27
0 15 2 | Jill
miz--> B b e 80 100 130 10 16 180 200 2% 11:80 12,00 12.20 12.40

8270-BF022719.M Wed Mar 13 10:44:10 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113014.D

Aca On : 12 Mar 2019 20:32

Operator : JU/SJ

Sample : K1844-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 4H-1,3-Benzodioxin-4-one, h... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.28 5.35 ng 330892 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-1.3-Benzodioxin-4-one. hexahv... 184 C10H1603 124899-17-8 50
2 2(1H)-Pvrimidinone. 5-methvl- 110 C5H6N20 041398-85-0 43
3 Phenol. 4-butoxv- 166 C10H1402 000122-94-1 43
4 2-Hexenoic acid. 3.4.4-trimethvl... 170 C9H1403 006994-95-2 40
5 3,7,7-Trimethyl-8-(2-methyl-prop... 204 C15H24 1000192-43-3 38
Abundance Scan 1733 (12.280 min): BF113014.D (-1730) (-) m/z 109.95 100.00%
110
5000
- 95
41 67 79 128 L1500 1990 1940 1960
189 206 220 250 12.00 12.20 12.40 12.60
0 .”Jqu,ﬁlih'HLAL.mL”Ju”??ﬁ?7ﬂs”,m”.;3??“J.w m/z 95.00 33.23%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48380: 4H-1,3-Benzodioxin-4-one, hexahydro-4a,5-dimethyl-...

12.IOO 12!20 12.I4O 12!60
m/z 55.00 22.97%

5000

125 139 154

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance

110
N B EE
12.00 12.20 12.40 12.60
5000 55 8 m/z 141.00 20.11%
40 69 o5

o (A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #34788: Phenol, 4-butoxy-

12.00 12.20 12.40 12.60
m/z 98.00 19.57%

5000

T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.20 12.40 12.60

8270-BF022719.M Wed Mar 13 10:44:11 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113014.D

Aca On : 12 Mar 2019 20:32

Operator : JU/SJ

Sample : K1844-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknownl2.32 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.32 5.09 ng 314619 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Hexadiene. 2.3-dimethvl- 110 C8H14 005678-98-8 25
2 1.3-Dimethvl-1-cvclohexene 110 C8H14 002808-76-6 22
3 2-Hexanovlfuran 166 C10H1402 014360-50-0 22
4 1.17-Bicvclohexvl-2.2"-diol 198 C12H2202 017385-36-3 14
5 6-Hydroxymethyl-5-methyl-bicyclo... 140 C8H1202 1000187-36-8 14
Abundance Scan 1740 (12.321 min): BF113014.D (-1737) (-) m/z 98.00 100.00%
128
110
41
5000
161173 189 205 15100 1250 1240 12,60
01 m/z 128.00 90.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5995: 2,4-Hexadiene, 2,3-dimethyl-
67 95
110
41 55
5000
12.00 12.20 12.40 12.60
27 79 m/z 110.00 76.17%
0 T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
95
12.00 12:20 12.40 12.60 |
5000 m/z 55.00 62.08%
67
41 55 82 110
27
L R R UL W N R RS AN SRR RARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34781: 2-Hexanoylfuran e AREEEEEaSEE
110 12.00 12.20 12.40 12.60
95 m/z 141.00 60.97%
5000
123
43 55
LT e || e
m/z--> 25 Jo 65 éo 160 150 140 1éo 1§o 260 250 ' 12.00 12.20 12.40 12.60

8270-BF022719.M Wed Mar 13 10:44:12 2019

Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113014.D

Aca On : 12 Mar 2019 20:32

Operator : JU/SJ

Sample : K1844-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 unknownl2.52 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.52 4.16 ng 257127 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Methoxvbenzoic acid. heptvl ester 250 C15H2203 1000292-29-9 30
2 Benzene. 1-(1.3-dimethvl-3-buten... 190 C13H180 074672-09-6 25
3 Benzoic acid. 2-methoxv-. 1-meth... 208 C12H1603 1000375-39-6 25
4 2-Methoxvbenzoic acid. allvl ester 192 C11H1203 031994-79-3 25
5 Benzoic acid, 2-methoxy-, butyl ... 208 C12H1603 1000374-51-2 15
Abundance Scan 1774 (12.521 min): BF113014.D (-1771) (-) m/z 189.05 100.00%
189
5000
12:20 12:40 12.60 12.80
(o} m/z 111.00 77 .98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #102329: 0-Methoxybenzoic acid, heptyl ester
135
5000 LR AR B BN B
3 nmnmnmnm
, 15 - m/z 134.95  77.04%
27 41 55 92 105 12h d ‘ 180 221
m/z--> 25 45 éo 85 160 150 150 160 180 200 250 250 '
Abundance
135
12:20 12.40 12.60 12.80 |
5000 m/z 250.10 63.20%
105
77 91
ol 26 3% 63 120 148161 175 -0
m/z--> 25 45 éo 85 160 150 150 160 180 200 250 250 '
Abundance #67569: Benzoic acid, 2-methoxy-, 1-methylpropyl ester
135 12.20 12.40 12.60 12.80
m/z 79.00 61.08%
5000
77 92 105 152
S O 0 O 0 O N
m/z--> 25 45 éo 85 160 150 150 160 180 200 250 250 ' 12 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113014.D

Aca On : 12 Mar 2019 20:32

Operator : JU/SJ

Sample : K1844-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.56 8.74 ng 619326 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 45
4 n-Decanoic acid 172 C10H2002 000334-48-5 42
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 41
Abundance Scan 1781 (12.562 min): BF113014.D (-1776) (-) m/z 72.95 100.00%
43 7B
5
5000 110 129
12:20 12.40 12.60 12.80
0 m/z 43.00 93.23%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
483 57 78
5000 129 LR SR UGN B B
nmnmnmnm
m/z 60.00 83.00%
143157171
0‘
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o, 783
12.20 12.40 12.60 12.80
5000 0 129 m/z 57.00 76.36%
87 242
143 199
115 185
101 157171 213
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid R AR BAARE EE
78 12.20 12.40 12.60 12.80
43 m/z 41.00 59.96%
5
129
5000 29
143157 214
0 R e
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\
Data File : BF113014.D

Aca On : 12 Mar 2019 20:32

Operator : JU/SJ

Sample : K1844-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Hexacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.64 4.05 ng 188800 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Heneicosane 296 C21H44 000629-94-7 83
3 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 72
4 Pentadecane. 2-methvl- 226 C16H34 001560-93-6 72
5 Undecane, 5-ethyl-5-propyl- 226 Cl16H34 002755-07-9 72
Abundance Scan 2134 (14.639 min): BF113014.D (-2132) (-) m/z 57.00 100.00%
57
5000 85
14.40 14.60 14.80 15.00
140
ol Liid 'l 1631683 210229 266284 m/z 43.00 59.47%
m/z--> 50 1 o 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 L B B L B
mmmmmmmm
m/z 71.00 57.93%
. il h I i ‘Jlﬁ3“lﬂl 169 197 225 253 295 323 367
m/z--> §o 160 1%0 260 250 360 3%0
Abundance
57
o " 14.40 14.60 14.80 15.00
5000 m/z 85.00 46 .09%
29
0 13 141 169 197 225 253 296
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #125661: Sulfurous acid, 2-ethylhexyl isohexy! ester L B S s A
57 14.40 14.60 14.80 15.00
m/z 41.00 17.57%
85
5000
29 113
o Nku,.i.“. ﬂ...,. — R B B
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15. oo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031219\

Data File : BF113014.D

Acq On - 12 Mar 2019 20:32 Instrument :
Operator : JU/SJ BNA_F

Sample - K1844-02 ClientSampleld :
Misc : DRUM-1-4

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
1,3-Dioxolane, 2,... 2.15 4.7 ng 240991 1 6.73 1035980 20.0
Ethanol, 2-butoxy- 5.71 138.7 ng 7182800 1 6.73 1035980 20.0
unknown6 .50 6.50 72.0 ng 3726860 1 6.73 1035980 20.0
1-Hexanol, 2-ethyl- 6.80 4.8 ng 247016 1 6.73 1035980 20.0
Hexanoic acid, 2-... 7.56 155.7 ng 9477320 2 8.02 1217720 20.0
Cyclohexanone, 5-... 7.86 7.3 ng 447437 2 8.02 1217720 20.0
Cyclohexanol, 5-m... 7.93 42.5 ng 2585690 2 8.02 1217720 20.0
Benzothiazole 8.29 28.4 ng 1726560 2 8.02 1217720 20.0
1H-Benzotriazole, ... 9.91 4.0 ng 317654 3 9.76 1604240 20.0
Phenol, 2-(1-phen... 10.85 5.9 ng 363281 4 11.24 1236070 20.0
3,6,9,12-Tetraoxa... 11.74 5.9 ng 365621 4 11.24 1236070 20.0
n-Hexadecanoic acid 11.77 5.9 ng 366883 4 11.24 1236070 20.0
unknownl2.14 12.14 8.3 ng 512887 4 11.24 1236070 20.0
4H-1,3-Benzodioxi... 12.28 5.3 ng 330892 4 11.24 1236070 20.0
unknownl12 .32 12.32 5.1 ng 314619 4 11.24 1236070 20.0
unknownl12 .52 12.52 4.2 ng 257127 4 11.24 1236070 20.0
Octadecanoic acid 12.56 8.7 ng 619326 5 13.86 1416930 20.0
Hexacosane 14.64 4.0 ng 188800 6 15.27 931337 20.0
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