LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113752.D

Acq On > 12 Apr 2019 21:54

Operator : JU/SJ

Sample - K2374-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF040319_.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 height area % max. total
1 5.287 541 544 564 rBV 2117173 2760761 91.31% 8.770%
2 5.816 631 634 640 rvB 39073 38364 1.27% 0.122%
3 5.916 648 651 657 rBV 107800 127136 4_20% 0.404%
4 5.975 657 661 663 rBV 39457 35069 1.16% 0.111%
5 6.110 680 684 687 rBV 39881 48656 1.61% 0.155%
6 6.281 708 713 717 rBV3 23694 48954 1.62% 0.156%
7 6.328 717 721 732 rBV 2564046 2886677 95.47% 9.170%
8 6.445 738 741 747 rVB 2919122 2861612 94.64% 9.090%
9 6.498 747 750 753 rBV 69192 54187 1.79% 0.172%
10 6.610 765 769 772 rBV3 21420 35901 1.19% 0.114%
11 6.675 776 780 787 rVB2 609174 736426 24.36% 2.339%
12 6.734 787 790 793 rBvV 66190 64237 2.12% 0.204%
13 6.828 802 806 814 rVB 2468795 2257262 74.65% 7.171%
14 6.940 822 825 826 rBv2 45843 42549 1.41% 0.135%
15 6.957 826 828 831 rvB2 72593 60377 2.00% 0.192%
16 6.998 831 835 837 rBv2 40834 53104 1.76% 0.169%
17 7.063 843 846 853 rBV3 72548 111603 3.69% 0.355%
18 7.145 857 860 862 rBv2 47955 46844 1.55% 0.149%

19 7.210 866 871 873 rvv2 133309 160404 5.30% 0.510%
20 7.239 873 876 885 rvv 1731870 1794685 59.36% 5.701%

21 7.322 885 890 894 rvvs 98994 184626 6.11% 0.586%
22 7.363 894 897 899 rvv2 63463 76882 2.54% 0.244%
23 7.387 899 901 905 rvv2 78479 95204 3.15% 0.302%
24 7.475 909 916 920 rVB3 146985 255198 8.44% 0.811%
25 7.575 928 933 934 rBV2 85117 111815 3.70% 0.355%

26 7.639 942 944 947 rVB2 50783 42590 1.41% 0.135%
27 7.698 952 954 956 rBV2 68975 56173 1.86% 0.178%
28 7.781 963 968 972 rVB3 82247 102773 3.40% 0.326%
29 7.839 972 978 980 rBVvV2 45950 80310 2.66% 0.255%

30 7.957 992 998 1004 rBV 727606 863896 28.57% 2.744%

31 8.022 1007 1009 1012 rVvVv 317298 251037 8.30% 0.797%

32 8.051 1012 1014 1016 rVvVv 54745 45606 1.51% 0.145%
33 8.075 1016 1018 1021 rVvB2 54419 48038 1.59% 0.153%
34 8.116 1022 1025 1028 rBV3 52062 66217 2.19% 0.210%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113752.D

Acq On > 12 Apr 2019 21:54

Operator : JU/SJ

Sample - K2374-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF040319.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.157 1030 1032 1035 rVvB2 64693 51962 1.72% 0.165%
36 8.245 1040 1047 1051 rBv4 101723 149935 4._.96% 0.476%
37 8.345 1061 1064 1066 rVB4 38369 42335 1.40% 0.134%
38 8.381 1067 1070 1080 rVB 368944 404010 13.36% 1.283%
39 8.492 1086 1089 1092 rBV3 41941 38543 1.27% 0.122%
40 8.551 1096 1099 1103 rBV5 34302 57374 1.90% 0.182%
41 8.645 1112 1115 1118 rVB2 91353 105277 3.48% 0.334%
42 8.686 1118 1122 1125 rBV4 29455 53431 1.77% 0.170%
43 8.834 1144 1147 1149 rBV3 34730 35945 1.19% 0.114%
44 8.863 1149 1152 1156 rVB2 51125 61632 2.04% 0.196%

45 8.981 1169 1172 1176 rBV 189239 147099 4._86% 0.467%

46 9.028 1176 1180 1190 rBV 3386580 3021750 99.94% 9.599%

47 9.116 1190 1195 1199 rVB5 47196 75715 2.50% 0.241%
48 9.304 1224 1227 1230 rBV 50484 63291 2.09% 0.201%
49 9.369 1235 1238 1242 rBV3 59457 84461 2.79% 0.268%

50 9.433 1246 1249 1252 rVB2 281440 285015 9.43% 0.905%

51 9.704 1292 1295 1300 rBV 953816 844598 27.93% 2.683%

52 9.904 1326 1329 1335 rVB4 25024 46294 1.53% 0.147%
53 9.963 1335 1339 1346 rVB6 41154 55183 1.83% 0.175%
54 10.357 1401 1406 1411 rVB 47658 61401 2.03% 0.195%
55 10.492 1426 1429 1446 rBV 1591974 1837865 60.78% 5.838%
56 10.622 1446 1451 1458 rVB 61302 81712 2.70% 0.260%
57 11.086 1527 1530 1535 rVB3 28873 32844 1.09% 0.104%
58 11.186 1543 1547 1559 rBV 957880 1035858 34.26% 3.291%
59 12.033 1688 1691 1694 rBV2 54948 52697 1.74% 0.167%
60 12.122 1702 1706 1710 rBV 232046 216364 7.16% 0.687%
61 12.404 1751 1754 1756 rBV 68168 70814 2.34% 0.225%
62 12.427 1756 1758 1764 rVB 94000 89718 2.97% 0.285%
63 12.633 1787 1793 1800 rBV2 56214 95719 3.17% 0.304%

64 12.763 1811 1815 1826 rBV 3102123 3023644 100.00% 9.605%
65 13.821 1991 1995 2008 rBV 755817 916147 30.30% 2.910%

66 13.974 2018 2021 2025 rBV 53268 52101 1.72% 0.166%
67 14.280 2070 2073 2077 rVB 104069 91024 3.01% 0.289%
68 14.574 2119 2123 2130 rBV 150348 148111 4_90% 0.470%
69 14.845 2165 2169 2172 rBV 25229 41530 1.37% 0.132%

70 14.880 2172 2175 2180 rVB 168001 182925 6.05% 0.581%
71 15.227 2229 2234 2247 rVB 727200 1000052 33.07% 3.177%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113752.D

Acq On > 12 Apr 2019 21:54

Operator : JU/SJ

Sample - K2374-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 15.615 2295 2300 2306 rBV 113924 155611 5.15% 0.494%
73 16.062 2371 2376 2386 rVB 65225 112626 3.72% 0.358%
74 16.592 2462 2466 2477 rVB5 24328 51941 1.72% 0.165%

Sum of corrected areas: 31479727
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113752.D

Acq On > 12 Apr 2019 21:54

Operator : JU/SJ

Sample - K2374-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF113752.D

3000000 6.45

6.33
2500000 6.83

5.29
2000000

7.24
1500000
1000000

500000

5.82995.116.p8 9,6 -7%@@6@% m
et

o e S e b

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF113752.D

3000000
2500000

2000000

10.49
1500000

1000000 9.70 11.19

12.12
10.3 \10.62 11.0 12.08 ﬂ24@12.6§ L

T
Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF113752.D

500000

0

3000000

2500000

2000000

1500000

1000000

13.82 15.23

500000
16.59

14.88
13.97 %%1f7%ﬂ 15.62 16.06

N R e e e e S e e e e I e B

T I T
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\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113752.D

Acq On > 12 Apr 2019 21:54

Operator : JU/SJ

Sample - K2374-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Nonane, 3-methyl- Concentration Rank 10

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

5.92 3.45 ng 127136 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane, 3-methyl- 142 C10H22 005911-04-6 72
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64
3 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 50
4 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 50
5 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 47

Abundance Scan 652 (5.922 min): BF113752.D (-648) (-) m/z 57.00 100.00%
57
43 71
5000
83
| H | s S50 50 o0 6k
Orrrprrrr el el bl Tm/z 43.00  60.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19170: Nonane, 3-methyl-
57
43 n
5000
29 5.60 5.80 6.00 6.20
m/z 71.00 58.71%
113
0 15 ‘\ “ . \‘ | \‘\ §5 98 ‘ 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
43 - 560 580 600 620
5000 m/z 40.95 48.78%
29 113
ol 15 8 o 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19185: Octane, 3,6-dimethyl-
57 5.60 5.80 6.00 6.20
m/z 54.95 43.04%
71
5000 43
29
113
0 | ‘ | ‘\ | NN 8\5 99 \‘ 127 142 \J\/\ A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 560 580 6.00 620
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113752.D

Acq On > 12 Apr 2019 21:54

Operator : JU/SJ

Sample - K2374-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown77.72 Concentration Rank 1

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

6.45 77.72 ng 2861610 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 742 (6.451 min): BF113752.D (-738) (-) m/z 131.95 100.00%
32
5000 68
0 s e o Tt e o "o 6k ok ko
o} m/z 67.95 37 .83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IRRSEUAEE RAREE LR
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 34 .04%
Ml
O T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80
5000 67 m/z 65.95 23.81%
41 97
53 117
79
0 34 89 105 124
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80
m/z 68.95 13.89%
5000
104
66
ol 14 27 36 4450 58 | T 89 o7 ‘\ 115 ‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113752.D

Acq On > 12 Apr 2019 21:54

Operator : JU/SJ

Sample - K2374-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Naphthalene, decahydro-, tr... Concentration Rank 12

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

7.06 3.03 ng 111603 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 95
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 93
3 Bicyclo[2.2.1]heptane, 2-methyl-._.. 110 C8H14 000872-78-6 90
4 1,1"-Bicyclopentyl 138 C10H18 001636-39-1 87
5 2H-Inden-2-one, octahydro-, cis- 138 C9H140 005689-04-3 87

Abundance Scan 845 (7.057 min): BF113752.D (-843) (-) m/z 67.00 100.00%

5000

6.80 7.00 7.20 7.40

(o} m/z 68.00 87.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16920: Naphthalene, decahydro-, trans-
67
138
a1 82 96
5000 LA L L L L L L L
55 6.80 7.00 7.20 7.40
27 109 m/z 95.00 72 .70%
BN Y O -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
67 82 96 138 .
L e e o LRI
6.80 7.00 7.20 7.40
5000 an m/z 82.00 72.40%
109
29
0 123
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #6034: Bicyclo[2.2.1]heptane, 2-methyl-, exo-
67 6.80 7.00 7.20 7.40
0
a1 81 m/z 138.00 68.07%
5000 %
54
H 110
0 \‘M \‘\“ L Ll ! ‘ A M
T T R e e e e e e A e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113752.D

Acq On > 12 Apr 2019 21:54

Operator : JU/SJ

Sample - K2374-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 unknown7.32 Concentration Rank 6

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

7.32 4.27 ng 184626 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 30
2 Cyclopentanecarboxylic acid, eth... 140 C8H1202 016523-06-1 27
3 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 25
4 1-Hexacosanol 382 C26H540 000506-52-5 16
5 4-Hexen-1-ol, 5-methyl-2-(1-meth... 154 C10H180 058461-27-1 12

Abundance Scan 890 (7.322 min): BF113752.D (-885) (-) m/z 105.00 100.00%
69 105
43 >
5000
| || 7.00 7.20 7.40 7.60
o S A Y R m/z 69.00 86.41%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #11594: Cyclohexane, 1,2,4-trimethyl-
69
55 111
5000 41 LA L L L L L LB B |
126 7.00 7.20 7.40 7.60
. ea 97 m/z 54.95  74_40%
ol 15 ) 1 Y A
T T T TR T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
69
R RS RS s EE
a1 7.00 7.20 7.40 7.60
5000 m/z 43.00 68.14%
97
28 55

81 89 105 114122 140

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11589: Cyclohexane, 1,1,2-trimethyl- A REmEEEas
a1 69 7.00 7.20 7.40 7.60
56 m/z 41.00 51.60%
5000 11
83 126
ot
Ol e e e AR e a
NSRS KRR RSN RS RAARY AN AR LA LALAN AR BARAS T | | T |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113752.D

Acq On > 12 Apr 2019 21:54

Operator : JU/SJ

Sample - K2374-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 unknown7.39 Concentration Rank 18

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

7.39 2.20 ng 95204 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 38
2 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 38
3 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 38
4 Dodecane, 5-methyl- 184 C13H28 017453-93-9 38
5 Decane 142 C10H22 000124-18-5 38

Abundance Scan 902 (7.392 min): BF113752.D (-899) (-) m/z 43.00 100.00%
48
133
5000
95 105 119 148 e
7.00 7.20 7.40 7.60 7.80
0! m/z 133.00 76.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12706: Hexane, 2,3,4-trimethyl-
43
5000
71 7.00 7.20 7.40 7.60 7.80
29 m/z 71.00 56.10%
0 \W \M‘ M ‘ d 99 113 128
"I""I""I""I""I""I""I""I""I"'
m/z--> 20 40 100 120 140 160 180
Abundance
43 57
71 I L UL L
7.00 7.20 7.40 7.60 7.80
5000 85 m/z 85.00 51.96%
29 141
7 112
S L S S L L UL L UL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48860: Undecane, 4,7-dimethyl- A
43 7.00 7.20 7.40 7.60 7.80
57 m/z 41.00 38.77%
5000 [
85
29
0 | ‘\ 99 113 127 141 155 184
s % 40 80 80 a0 3o 1o 10 10 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113752.D

Acq On > 12 Apr 2019 21:54

Operator : JU/SJ

Sample - K2374-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 4

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

7.47 5.91 ng 255198 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 70
2 p-Cymene 134 C10H14 000099-87-6 70
3 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 70
4 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 70
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 70

Abundance Scan 915 (7.469 min): BF113752.D (-909) (-) m/z 119.00 100.00%
119
5000 134
41 55
6r 8 & . . 152 7.20 7.40 7.60 7.80
111
o} m/z 134.00 42 .19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 7.20 7.40 7.60 7.80
m/z 41.00 20.20%
15 27 39 51 4 77 9 105 |
0'”PLW”AP”M””wMWM”P”M””L”W”LPmW””P“W””P”W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
720 7.40 7.60 7.80
5000 m/z 55.00 19.35%
134
91
o 15 27 41 55 65 77 103111
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)- R e e RN ma
119 7.20 7.40 7.60 7.80
m/z 80.95 14.47%
5000
134
91
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 720 7.40 7.60 7.80

8270-BF040319.M Mon Apr 15 04:27:46 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113752.D

Acq On > 12 Apr 2019 21:54

Operator : JU/SJ

Sample - K2374-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Cyclohexane, pentyl- Concentration Rank 14

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

7.57 2.59 ng 111815 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 94
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 87
3 Cyclohexane, octyl- 196 C14H28 001795-15-9 86
4 Cyclohexane, undecyl- 238 C17H34 054105-66-7 78
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 78

Abundance Scan 932 (7.569 min): BF113752.D (-928) (-) m/z 83.00 100.00%
55 a3
5000 a1 119
71 U P IR L
97 148 7.20 7.40 7.60 7.80 8.00
0’ m/z 55.00 78.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27051: Cyclohexane, pentyl-
83
55
5000 LA UL I LR
720 7.40 7.60 7.80 8.00
41 &7 m/z 82.00 53.86%
29 97 154
05 }? = '|“ '“w‘l'hw '|l ""I'%¥1'I%2§" DN S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 83
7.20 7.40 7.60 7.80 8.00
5000 M m/z 57.00 39.98%
27 67 126
97 108
e S S S S B L WL B WAL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58302: Cyclohexane, octyl-
83 7.20 7.40 7.60 7.80 8.00
55 m/z 41.00 39.56%
5000
41
o ° M‘ 97 112 125 139 168 196
m/z--> 2'0 0 60 80 1(')0 120 140 160 180 200 720 740 7.60 7.80 8.00

8270-BF040319.M Mon Apr 15 04:27:47 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113752.D

Acq On > 12 Apr 2019 21:54

Operator : JU/SJ

Sample - K2374-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 unknown7.78 Concentration Rank 16

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

7.78 2.38 ng 102773 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Spiro[4.4]nona-1,3-diene, 1,2-di... 148 C11H16 1000163-57-6 43
2 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 22
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 22
4 Dodecyl isobutyl carbonate 286 C17H3403 959067-22-2 22
5 2-Methylindan-2-ol 148 C10H120 033223-84-6 18

Abundance Scan 968 (7.781 min): BF113752.D (-963) (-) m/z 56.90 100.00%
105
69
5000
—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—h
168 7.40 7.60 7.80 8.00 8.20
o} m/z 105.00 88.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22821: Spiro[4.4]nona-1,3-diene, 1,2-dimethyl-
105 133
148
5000 91 | 119

7.40 7.60 7.80 8.00 8.20
m/z 68.95 63.59%

27 39 51 & T‘g I \H LLI \‘ H
|||||||||||||||||||||H|| L L L L L BB

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

Abundance
57
e
7.40 7.60 7.80 8.00 8.20
5000 m/z 54.95  48.32%
41 69 83 97
29 111
o 125139 153 168 183196210 224 253
A
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95991: 1-Decanol, 2-hexyl- A o A B
43 97 7.40 7.60 7.80 8.00 8.20
m/z 41.00 43 .43%
71
5000
29
97 111
X A 2 N B BVl VA LN e L
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 740 7.60 7.80 8.00 8.20

8270-BF040319.M Mon Apr 15 04:27:48 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113752.D

Acq On > 12 Apr 2019 21:54

Operator : JU/SJ

Sample - K2374-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNIST11.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 10 Undecane, 2,6-dimethyl- Concentration Rank 5

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

8.02 5.81 ng 251037 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 90
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 90
3 Dodecane, 6-methyl- 184 C13H28 006044-71-9 86
4 Nonane, 4-methyl- 142 C10H22 017301-94-9 72
5 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 72

Abundance Scan 1009 (8.022 min): BF113752.D (-1007) (-) m/z 57.00 100.00%
57
5000 43 71
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—h
85 98 113 7.60 7.80 8.00 8.20 8.40
o el 126 107 154168 m/z 43.00 42.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48882: Undecane, 2,6-dimethyl-
57
5000 43 R UL AR
71 7.60 7.80 8.00 8.20 8.40
m/z 71.00 38.31%
0 ‘\ U 88 %8 113 157 141 154 169 184
mz-> 20 40 60 80 100 130 140 160 180
Abundance
57
7.60 7.80 8.00 8.20 8.40
5000 43 - m/z 41.00 22 .89%
29 85
o 98 113 157 147 155 160 184
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48847: Dodecane, 6-methyl- L L
57 7.60 7.80 8.00 8.20 8.40
m/z 56.00 12._45%
5000 43
71
29 98
o U ‘w 85 7 M2 156 140 155 160 184
m/z--> 20 4'0 ' 80 100 120 140 160 180 760 7.80 8.00 8.20 8.40

8270-BF040319.M Mon Apr 15 04:27:49 2019

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113752.D

Acq On > 12 Apr 2019 21:54

Operator : JU/SJ

Sample - K2374-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 Cyclohexane, (4-methylpentyl)- Concentration Rank 9

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

8.25 3.47 ng 149935 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 83
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 64
3 Cyclohexane, butyl- 140 C10H20 001678-93-9 64
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 59
5 Cyclohexane, hexyl- 168 C12H24 004292-75-5 59

Abundance Scan 1048 (8.251 min): BF113752.D (-1040) (-) m/z 83.00 100.00%
5000
800 820 8.40 860
01 m/z 54.95 80.45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36844: Cyclohexane, (4-methylpentyl)-
83
55
5000 IR R A R
M 8.00 8.20 8.40 8.60
29 67 m/z 82.00 68.86%
Ol 109 125 140 353 198
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
83
55 IR SN R R
8.00 8.20 8.40 8.60
5000 m/z 41.00 38.92%
41 &7
29 154
0 97 111 125 137
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17971: Cyclohexane, butyl- AR RS S
55 83 8.00 8.20 8.40 8.60
m/z 67.00 24 .40%
5000 a1
29 67 140
0 "1?|"J"|H"'”L|'hh"|' "?7|'%%1'|" I DAL DR B IR S R R L
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60

8270-BF040319.M Mon Apr 15 04:27:50 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113752.D

Acq On > 12 Apr 2019 21:54

Operator : JU/SJ

Sample - K2374-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 12 Dodecane, 2,7,10-trimethyl- Concentration Rank 3

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

8.38 9.35 ng 404010 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 78
2 Heptane, 5-ethyl-2-methyl- 142 C10H22 013475-78-0 72
3 Oxalic acid, 2-ethylhexyl nonyl ... 328 C19H3604 1000309-39-2 64
4 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 64
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 64

Abundance Scan 1070 (8.381 min): BF113752.D (-1067) (-) m/z 57.00 100.00%
57
71
43
5000
—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—h
85 113 8.00 8.20 8.40 8.60 8.80
97
o ol L 127 141 195165 183 m/z 71.00 76.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57
71
43
5000
8.00 8.20 8.40 8.60 8.80
29 85 m/z 43.00 57.96%
o ‘ I ‘ 99 113 127 141 155 169 183 197
m/z--> 20 Jo eb 85 100 120 140 160 180 200
Abundance
43 5 o
8.00 8.0 840 8.60 8.80
5000 m/z 41.00 29.19%
29
113
o 85 o8 127
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #167565: Oxalic acid, 2-ethylhexyl nonyl ester A o R R e
57 71 8.00 8.20 840 8.60 8.80
m/z 56.00 20.43%
43
5000
29 85 112
\ h |97 126 157 171
O'IJh'HM"JI”M'Iw"“P'J'I”"W""I'N”I""I' NSRS
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60 8.80

8270-BF040319.M Mon Apr 15 04:27:51 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113752.D

Acq On > 12 Apr 2019 21:54

Operator : JU/SJ

Sample - K2374-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_.M
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 13 Undecane, 3,5-dimethyl- Concentration Rank 15

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

8.65 2.44 ng 105277 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 50
2 Pentadecane, 6-methyl- 226 C16H34 010105-38-1 50
3 Undecane, 5-ethyl- 184 C13H28 017453-94-0 50
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 47
5 Pentadecane 212 C15H32 000629-62-9 47

Abundance Scan 1116 (8.651 min): BF113752.D (-1112) (-) m/z 57.00 100.00%
57
5000 43 71
85 145
| | 9|8 113 13|1 160 ;g 840 8.60 8.80 9.00
0.,....,'....,.."..,I.'...'|I.”"'|'"' PP SN M. m/z 71.00 45 _75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48868: Undecane, 3,5-dimethyl-
57
5000
43 71 8.40 8.60 8.80 9.00
5 o m/z 43.00 40.37%
0 J ‘ | | 112 127 140 155 169 184
m/z--> 20 Jo éo 85 100 120 140 160 180 200 220
Abundance
57
840 860 8.80 9.00
5000 43 m/z 144 .95 29.81%
71
85 g8
113126 141 2% 168 182 197 211 226
G L U U R WL B L B B S W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48841: Undecane, 5-ethyl-
57 8.40 8.60 8.80 9.00
43 m/z 41.00 29 .44%
5000 -
29 85
AR R Py
m/z--> 20 40 60 80 100 120 140 160 180 200 220 840 860 8.80 9.00

8270-BF040319.M Mon Apr 15 04:28:02 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF041219\
Data File : BF113752.D

Acq On : 12 Apr 2019 21:54

Operator : JU/SJ

Sample : K2374-02

Misc :

ALS Vial :© 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R o ok R R SR R AR AR R R R R R R AR AR AR AR R R AR R R R e R e R S e R R R R AR AR AR R R R G R R R R o e

Peak Number 14 Naphthalene, 2,3-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.37 2.00 ng 84461 Acenaphthene-d10 9.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
AEmNaphthalené&amyﬂﬁaﬁm%mhyEEHEBZDGﬂ??tBG C12H12 000571-58-4| 96
141

m/z 156,00 10Q.00%
5000

9.00 9.20 9.40 9.60 9.80

04
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28469: Naphthalene, 2,3-dimethyl-
141 156 m/z 14 0 83.85%
5000
9.00 9.20 9.40 9.60 9.80
o 63 76 115 128 ‘
15 27 3 50 8 TP e9a0p
ol e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance mfz 56.9 43_78%
156
B R e e e R
141 9.00 9.20 9.40 9.60 9.80
5000
64 7 115 128
ol 15 27 39 51 89 102
e e e i o L I e e e o o o LA B i e o e
m/z--> 20 40 60 80 100 120 140 160 180 m/ 155 39, 0
Abundance #28499: Naphthalene, 1,6-dimethyl-
156 9.00 9.20 9.40 9.60 9.80
141
5000
77 115
oL 15 27 309 & | soa0p PR L WAL 22
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60 9.80

8270-BF040319.M Mon Apr 15 04:28:04 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF041219\
Data File : BF113752.D

Acq On : 12 Apr 2019 21:54

Operator : JU/SJ

Sample : K2374-02

Misc :

ALS Vial :© 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R o ok R R SR R AR AR R R R R R R AR AR AR AR R R AR R R R e R e R S e R R R R AR AR AR R R R G R R R R o e

Peak Number 15 4b,8-Dimethyl-2-isopropylph... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.12 4.18 ng 216364 Phenanthrene-di10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4b,8-Dimethyl-2-i1sopropylphenant... 256 C19H28 1000197-14-1 98
2 Ethanone, 1-(1,2,3,5,6,7-hexahyd... 256 C18H240 056298-80-7 32
3 Pyrazol-4-amine, 1-(3,4-dichloro... 241 C10H9CI2N3 1000273-77-4 32
4 Bisphenol C 256 C17H2002 000079-97-0 30
A@mﬁsuﬂndacené%mlﬂﬁigagg7W8iﬁé¥%ﬁ¥vt1@2256 C19H28 017465-47-3| 27
199 241
m/z 159.00 100.00%
5000 185
117 143 213 256 R R EEE s s e e n s e
43 59 01 [ “ | | 11.80 12.00 12.20 12.40
0 "'I""‘I”" | I"I' 'III' i I '|”|: | '|'.|'l' |||!'|. =I||=I 'u.'||:|' I"I' . 'III e "'II'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107705: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6,7,8...
241 m/z 241.10 76 .32%
159
5000 AR R BN
185 256 11.80 12.00 12.20 12.40
29 43 g9 91 115129143 | 199°7%,, ||
OIII ||||‘|||‘| ||‘||‘||‘|| |‘||‘| ||‘||“|‘||‘|‘||‘|‘| |‘||| T T T
m/z--> 50 Jo éo 85 160 150 150 1éo 1éo 260 250 250 2éo
Abundance m/z 185.10 38.89%
43 241 N
256 11,80 12,00 12.20 12.40
5000 185
13
15 59 63 77 91 113128 199 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 m/z 117.00 20.08}h
Abundance #94614: Pyrazol-4-amine, 1-(3,4-dichlorobenzyl)- L L L B
11.80 12.00 12.20 12.40
241
5000
N 41 297 m/z 256.20 19.22%
T LU LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF041219\
Data File : BF113752.D

Acq On : 12 Apr 2019 21:54

Operator : JU/SJ

Sample : K2374-02

Misc :

ALS Vial :© 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R o ok R R SR R AR AR R R R R R R AR AR AR AR R R AR R R R e R e R S e R R R R AR AR AR R R R G R R R R o e

Peak Number 16 Benzene, 1,1"-(1,3-butadiyn... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.63 2.09 ng 95719 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrene 202 C16H10 000129-00-0 93
2 Fluoranthene 202 C16H10 000206-44-0 90
3 Benzene, 1,1"-(1,3-butadiyne-1,4... 202 C16H10 000886-66-8 72
4 4,5-Dihydronaphtho(2,1-d)thiazol... 202 C11H10N2S 034176-49-3 38
AEmB%ﬁzaldehyagm1%¥6ﬂﬁ?fuwmﬁELBZﬂU@QEBﬂzog:§9H8F203 152434-99-6 38
m/z 202.Q0 100.00%
5000
101
43 74 88 | 121 150 174 189 218 12.40 12.60 12.80 13.00
O SRR A —— II"I"""""" "I
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #62822: Pyrene
202 m/z 200.Q0 19.13%
5000 RN IULRLE IS LN R
12.40 12.60 12.80 13.00
ol 29516375 88" 1213 150162174197 |
m/iz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance m/z 202.95 18.89%
202
12.40 12.60 12.80 13.00
5000
ol 30516375 88 1N a2 isowepurs
m/z--> 20 40 60 80 100 120 140 160 180 200 220 T/Z 01.00 A 16.62%
Abundance #62829: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- L L L L B LA
202 12.40 12.60 12.80 13.00
5000
| 27 39 51 63 7“5 §8 101 113, 126 138 150 162 174 17 ‘\\ 0. 16. 52 b
miz-> 20 40 60 80 160 120 140 160 1éo 200 220 ' 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF041219\
Data File : BF113752.D

Acq On : 12 Apr 2019 21:54

Operator : JU/SJ

Sample : K2374-02

Misc :

ALS Vial :© 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R o ok R R SR R AR AR R R R R R R AR AR AR AR R R AR R R R e R e R S e R R R R AR AR AR R R R G R R R R o e

Peak Number 17 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .57 2.96 ng 148111 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
AEmH%ﬁtriacgﬁiamélﬂ(PH%BmmYBFHEBZDGZHW437 C31H64 000630-04-6| 87
0
5000 85
L B R L
. i dlj31141‘1§9 211 253 281 14.20 14.40 14.60 14.80
m/z--> 50 160 150 260 2%0 350 3%0 450
Abundance #141426: Heneicosane
57 m/z| 71.Q0 6 .46%
85
5000 HUNASLAUBUNEAE
14.20 14.40 14.60 14.80
29
ol || “‘113“1“11‘169 197 225 253 296
LR IR UARLELEN SUALR LN SUALLLN DAL UM BN SR
m/z--> 50 100 150 200 250 300 350 400
Abundance m/z| 43.00 6 .27%
57
AL
14.20 14.40 14.60 14.80
5000 85
113 141
0 29 169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 1(')0 1€'>o 2(')0 2%0 3(')0 35'»0 4(')0 m/z| 85.00 4r-11%
Abundance #215181: 2-methyloctacosane L L B B R B
7 14.20 14.40 14.60 14.80
5000 85
0 29 ]‘] ] ﬂlﬁ3dlﬂljlﬁ9 197 225 267 295 365 393 - =LY
m/z--> 5'0 100 1%0 2(')0 2%0 3(')0 35'»0 4(')0 14.'20 14.'40 14.|60 14.I80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF041219\
Data File : BF113752.D

Acq On : 12 Apr 2019 21:54

Operator : JU/SJ

Sample : K2374-02

Misc :

ALS Vial :© 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R o ok R R SR R AR AR R R R R R R AR AR AR AR R R AR R R R e R e R S e R R R R AR AR AR R R R G R R R R o e

Peak Number 18 Docosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.88 3.66 ng 182925 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 87
2 Octadecane 254 C18H38 000593-45-3 87
3 Triacontane 422 C30H62 000638-68-6 86
4 Heptadecane 240 C17H36 000629-78-7 86
A@m¢miﬂecag$,S%ﬂ?é@dﬂHBOmmrBFH352D02U2310 C13H271 035599-77-0
5000 85
UL IR SR IR I
. L 11}31 155 183207 239 282 14.60 14.80 15.00 15.20
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane
57 b
5000 85 R R RAR RN RN
14.60 14.80 15.00 15.20
0 ZF‘ I‘H J ‘ 3 141 169 197 225 253 281 310
U LN SN D DA DA
m/z--> 50 1oo 150 200 250 300 350 400
Abundance 0
57
1460 14.80 15.00 15.20
5000 85
29
0 113 141 169 197 225 254
m/z--> 50 100 150 200 250 300 350 400 0
Abundance #219831: Triacontane I B B U
7 14.60 14.80 15.00 15.20
5000 85
113
NEZIREE 17 1141 169 197 225 253 281 309 337 365 303 422 - - 910
m/z--> 50 100 1€'>o 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF041219\
Data File : BF113752.D

Acq On : 12 Apr 2019 21:54

Operator : JU/SJ

Sample : K2374-02

Misc :

ALS Vial :© 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R o ok R R SR R AR AR R R R R R R AR AR AR AR R R AR R R R e R e R S e R R R R AR AR AR R R R G R R R R o e

Peak Number 19 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.62 3.11 ng 155611 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
A@mﬂ@gacosgpe&mnBOlﬂ&&lmmyBFHEBZDGZ%QgGG C26H54 000630-01-3| 91
mfz 56.95 100.00%
5000 8
113 TTrTprrrrprrrrp
UL oL ” [, 141 169 207 267 15.20 15.40 15.60 15.80 16.00
O"'."'lln"lllllllllnllllll"""""""'
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57 myz 71.00 68.16%
85
5000 NN
15.20 15.40 15.60 15.80 16.00
29 113
ol e s s 222
m/z--> 50 100 150 200 250 300 350 400
Abundance mfz 43.00 60.35%
57
15.20 15.40 15.60 15.80 16.00
5000 85
113 141 460
oL 2L A T, 1R, 197,225 268 281 300 337 365 393 422
m/z--> 50 100 150 200 250 300 350 400 miz 85.40 S1.14%k
Abundance #215181: 2-methyloctacosane L B LI B
7 15.20 15.40 15.60 15.80 16.00
5000 85
o 20 | | | 5,141 160 107 225 267 205 365 393 m/ - b
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF041219\
Data File : BF113752.D

Acq On : 12 Apr 2019 21:54

Operator : JU/SJ

Sample : K2374-02

Misc :

ALS Vial :© 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R o ok R R SR R AR AR R R R R R R AR AR AR AR R R AR R R R e R e R S e R R R R AR AR AR R R R G R R R R o e

Peak Number 20 Heptadecane, 9-octyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
16.06 2.25 ng 112626 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
3 Triacontane 422 C30H62 000638-68-6 87
4 Hexacosane 366 C26H54 000630-01-3 87
AEmH%ﬁtriacgptamé3m(HHMmeXBFHEBZDGZWD437 C31H64 000630-04-6 83
/z 56.95 100.00%
5000 85
HA UL SN UL B
1 | ﬂlj311?1 169 208 245 280 15.80 16.00 16.20 16.40
T e o
m/z--> 50 160 1%0 260 2%0 360 3%0 460
Abundance #141426: Heneicosane
57 /z 71.Q0 67 .40%
85
5000 R R RN I R
15.80 16.00 16.20 16.40
29
ol || “‘113“1“11‘169 197 225 253 296
U A UL NN WL BARLLRL BN B B
m/z--> 50 100 150 200 250 300 350 400
Abundance /z 42.95 63.79%
57
15.80 16.00 16.20 16,40
5000 85
oL ML 109 107 2 g7 208 33 352
m/z--> 50 100 150 200 250 300 350 400 /z  85.00 51.01%
Abundance #219831: Triacontane R e R R
7 15.80 16.00 16.20 16.40
5000 85
113 141 m/Z b
o290 1y |77, 141 169 197 225 253 281 309 337 365 393 422 - -
m/z--> 55 160 1%0 260 2%0 360 3%0 460 15f80 16f00 16f20 16f40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF041219\
Data File : BF113752.D

Acq On : 12 Apr 2019 21:54

Operator : JU/SJ

Sample : K2374-02

Misc :

ALS Vial :© 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040319_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]
Nonane, 3-methyl- 5.92 3.5 ng 127136 1 6.67 736426 20.0
unknown77.72 6.45 77.7 ng 2861610 1 6.67 736426 20.0
Naphthalene, deca... 7.06 3.0 ng 111603 1 6.67 736426 20.0
unknown7 .32 7.32 4.3 ng 184626 2 7.96 863896 20.0
unknown7 .39 7.39 2.2 ng 95204 2 7.96 863896 20.0
Benzene, 2-ethyl-.._. 7.47 5.9 ng 255198 2 7.96 863896 20.0
Cyclohexane, pentyl- 7.57 2.6 ng 111815 2 7.96 863896 20.0
unknown7 .78 7.78 2.4 ng 102773 2 7.96 863896 20.0
Undecane, 2,6-dim... 8.02 5.8 ng 251037 2 7.96 863896 20.0
Cyclohexane, (4-m... 8.25 3.5 ng 149935 2 7.96 863896 20.0
Dodecane, 2,7,10-... 8.38 9.3 ng 404010 2 7.96 863896 20.0
Undecane, 3,5-dim... 8.65 2.4 ng 105277 2 7.96 863896 20.0
Naphthalene, 2,3-... 9.37 2.0 ng 84461 3 9.70 844598 20.0
4b,8-Dimethyl-2-i... 12.12 4.2 ng 216364 4 11.19 1035860 20.0
Benzene, 1,1"-(1,... 12.63 2.1 ng 95719 5 13.82 916147 20.0
Heneicosane 14 .57 3.0 ng 148111 6 15.23 1000050 20.0
Docosane 14.88 3.7 ng 182925 6 15.23 1000050 20.0
Eicosane 15.62 3.1 ng 155611 6 15.23 1000050 20.0
Heptadecane, 9-oc... 16.06 2.3 ng 112626 6 15.23 1000050 20.0
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