LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115019.D

Aca On 13 Jun 2019 23:10

Operator : HP/JU

Sample : K3345-13

Misc :

ALS Vial : 15 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-BF061219.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 2.222 8 23 32 rvVB3 86328 263344 3.41% 0.303%
2 2.410 50 55 63 rvB2 75517 141986 1.84% 0.164%
3 2.793 115 120 126 rVB 54044 88553 1.15% 0.102%
4 3.187 173 187 191 rBvV3 30805 97284 1.26% 0.112%
5 3.340 204 213 219 rBv4 39312 91580 1.19% 0.106%
6 3.663 260 268 274 rBV 72728 120487 1.56% 0.139%
7 3.881 295 305 311 rBV4 38572 82310 1.07% 0.095%
8 4.246 362 367 372 rBV3 59552 98035 1.27% 0.113%
9 4 _.357 378 386 395 rBV2 171205 261465 3.39% 0.301%
10 4.834 463 467 472 rVB 67965 84026 1.09% 0.097%

11 5.251 534 538 544 rVB 3172642 2950569 38.20% 3.400%
12 5.816 629 634 637 rBVY 3564821 3294815 42.66% 3.797%
13 6.104 680 683 687 rVvB 1497885 1289638 16.70% 1.486%
14 6.281 709 713 719 rBV 2051705 2092046 27.09% 2.411%
15 6.334 719 722 731 rVB 124563 115485 1.50% 0.133%

16 6.416 731 736 739 rBV 5568445 5425688 70.25% 6.252%
17 6.604 760 768 771 rBV2 433933 553908 7.17% 0.638%
18 6.646 771 775 779 rVV 1909526 1564980 20.26% 1.803%
19 6.704 783 785 788 rBV 342487 308017 3.99% 0.355%
20 6.804 797 802 804 rBV 5631892 5547750 71.83% 6.393%

21 6.828 804 806 810 rVB 2744265 2183344 28.27% 2.516%
22 6.904 815 819 822 rBV 687244 540006 6.99% 0.622%
23 6.975 827 831 833 rBvV 458072 443783 5.75% 0.511%
24 6.993 833 834 840 rVvB 264016 200480 2.60% 0.231%
25 7.045 840 843 847 rBvV2 97833 103138 1.34% 0.119%

26 7.210 859 871 882 rBV3 4097149 6767517 87.62% 7.799%
27 7.298 882 886 890 rBv3 236047 278993 3.61% 0.322%
28 7.340 890 893 896 rvv 245826 217471 2.82% 0.251%
29 7.422 901 907 915 rBV 670277 791334 10.25% 0.912%
30 7.540 923 927 930 rBv2 133501 142340 1.84% 0.164%

31 7.604 930 938 940 rBVv3 837687 1004555 13.01% 1.158%
32 7.675 944 950 954 rBVv2 2830899 3111809 40.29% 3.586%
33 7.769 963 966 969 rVB 538031 455561 5.90% 0.525%
34 7.804 969 972 975 rVB 118890 112889 1.46% 0.130%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115019.D

Aca On 13 Jun 2019 23:10

Operator : HP/JU

Sample : K3345-13

Misc :

ALS Vial : 15 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-BF061219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 7.898 980 988 989 rBv2 203677 280069 3.63% 0.323%

36 7.928 989 993 995 rvv2 2723775 2783562 36.04% 3.208%
37 7.951 995 997 999 rvv2 992149 912557 11.82% 1.052%
38 7.981 999 1002 1005 rVB 541052 505138 6.54% 0.582%
39 8.022 1005 1009 1013 rvB2 88924 123724 1.60% 0.143%
40 8.063 1013 1016 1018 rBV 107075 91188 1.18% 0.105%

41 8.087 1018 1020 1023 rBV 176325 155105 2.01% 0.179%
42 8.128 1023 1027 1031 rBV 472995 407663 5.28% 0.470%
43 8.175 1031 1035 1037 rBvV 330629 306566 3.97% 0.353%
44 8.210 1037 1041 1044 rBvV2 172108 214963 2.78% 0.248%
45 8.316 1055 1059 1062 rVB2 304467 339048 4_.39% 0.391%

46 8.398 1070 1073 1075 rVvVv 366213 330603 4.28% 0.381%
47 8.434 1075 1079 1083 rVVv 805238 761185 9.86% 0.877%
48 8.492 1085 1089 1091 rvv2 189993 191972 2.49% 0.221%
49 8.516 1091 1093 1097 rVvVv2 150114 163728 2.12% 0.189%
50 8.587 1097 1105 1108 rvv2 743270 769545 9.96% 0.887%

51 8.640 1108 1114 1117 rVV2 599924 655926 8.49% 0.756%
52 8.734 1126 1130 1135 rBV 1896617 1861625 24.10% 2.145%
53 8.769 1135 1136 1141 rVB2 141407 177458 2.30% 0.204%
54 8.834 1141 1147 1148 rBV3 59401 84409 1.09% 0.097%
55 9.004 1171 1176 1179 rBV 7318187 7723467 100.00% 8.900%

56 9.151 1197 1201 1204 rBV 132460 129162 1.67% 0.149%
57 9.192 1204 1208 1213 rVB2 188958 327487 4.24% 0.377%
58 9.257 1214 1219 1224 rBV2 345006 497429 6.44% 0.573%
59 9.334 1227 1232 1235 rVV 679560 780755 10.11% 0.900%
60 9.363 1235 1237 1240 rVV3 434205 447801 5.80% 0.516%

61 9.392 1240 1242 1245 rVV 368786 340772 4.41% 0.393%
62 9.451 1249 1252 1257 rVB 298240 370228 4._.79% 0.427%
63 9.534 1262 1266 1269 rBV 158719 140616 1.82% 0.162%
64 9.675 1284 1290 1293 rBV 2568409 2519145 32.62% 2.903%
65 9.716 1293 1297 1299 rVB3 90658 111438 1.44% 0.128%

66 9.775 1303 1307 1313 rVvV3 141136 214544 2.78% 0.247%
67 9.875 1322 1324 1327 rBV2 147326 155866 2.02% 0.180%
68 9.992 1340 1344 1347 rBv4 85058 119403 1.55% 0.138%
69 10.098 1355 1362 1365 rBV5 56772 99185 1.28% 0.114%
70 10.457 1418 1423 1427 rBV 4257714 4328039 56.04% 4.988%

71 11.145 1536 1540 1544 rBV 2663644 2322729 30.07% 2.677%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115019.D

Aca On 13 Jun 2019 23:10

Operator : HP/JU

Sample : K3345-13

Misc :

ALS Vial : 15 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-BF061219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 11.692 1630 1633 1642 rBV 562003 663682 8.59% 0.765%
73 12.398 1747 1753 1762 rBV7 38359 108613 1.41% 0.125%
74 12.475 1763 1766 1777 rVV 163520 207974 2.69% 0.240%
75 12.733 1805 1810 1813 rBVY 7194690 7226885 93.57% 8.328%

76 13.669 1960 1969 1982 rBV4 166090 690742 8.94% 0.796%
77 13.769 1982 1986 1995 rVB 2004766 1802435 23.34% 2.077%
78 13.957 2015 2018 2026 rVB 156428 147078 1.90% 0.169%
79 14.263 2066 2070 2074 rBV 242674 217327 2.81% 0.250%
80 14.557 2116 2120 2125 rBV 322581 292817 3.79% 0.337%

81 14.857 2167 2171 2178 rBV 314933 336765 4_36% 0.388%
82 15.145 2215 2220 2225 rBV 1318845 1547116 20.03% 1.783%
83 15.198 2225 2229 2235 rVB 298676 348924 4._.52% 0.402%
84 15.586 2290 2295 2303 rBV 217650 301646 3.91% 0.348%
85 16.033 2365 2371 2381 rBV2 122161 232900 3.02% 0.268%

86 16.551 2454 2459 2464 rBV2 43425 82873 1.07% 0.096%

Sum of corrected areas: 86777063
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\

BF115019.D

13 Jun 2019 23:10

HP/JU

K3345-13

15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000
2.22

TIC: BF115019.D

6.42 6.80

7.21

5.82
5.25

241 279 31834 366 388 42436 4.83

Time-->

I
4.50 5.00

2.50

L B e e
3.00 3.50 4.00

Abundance

7000000
6000000
5000000
4000000
3000000
2000000
1000000 .

0
Time-->

7.93

TIC: BF115019.D
00

10.46

11.15

9.67

10.00 10.50 11.50 12.00 12.50 13.00

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

13.6

TIC: BF115019.D

13.77
15.14

.20

16.03

14.26 14.56 14.86
13.96 16.55

15.59
AN

0
Time-->

™
13.50

T
18.00 18.50

16.00 16.50

I
17.00 17.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115019.D

Aca On : 13 Jun 2019 23:10

Operator : HP/JU

Sample : K3345-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Benzene, (1-methylethyl)- Concentration Rank 3

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

5.82 42_.11 ng 3294820 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 94
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
3 Benzene. 1-ethvl-4-methvl- 120 C9H12 000622-96-8 80
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 78
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 78

Abundance Scan 635 (5.822 min): BF115019.D (-629) (&)) m/z 105.00 100.00%
105
5000
120
e
39 51 91 540 560 5.80 6.00 6.20
o..,....,....,....,....,'....,‘.3?..Z?..'.',?.“..,I..F’ﬁ.'.! 13 L m/z 120.00 28.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9416: Benzene, (1-methylethyl)-
105
5000 USRI LA R SR
120 5.40 560 5.80 6.00 6.20
77 m/z 77.00 13.71%
ol 15 27 39 Seges |9 |
mz> 1 2 3 45 s 60 7 8 90 100 110 150
Abundance #9414: Benzene, 1,2,3-trimethyl-
105
540 560 580 600 620
5000 120 m/z 79.00 12.38%
2z ¥ s 63 A
0"|'“'|""w"ﬂﬂ"“kh“"|hh??"jﬂlﬁé'Wh'pﬁ'hl'l'ﬁ'““"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9429: Benzene, 1-ethyl-4-methyl- R BRamr B
105 540 560 5.80 6.00 6.20
m/z 103.00 10.75%
5000
o R LU S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 560 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115019.D

Aca On : 13 Jun 2019 23:10

Operator : HP/JU

Sample : K3345-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Benzene, propyl- Concentration Rank 6

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

6.10 16.48 ng 1289640 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 90
2 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 83
3 Phenethvlamine. N-benzvl-p-chloro- 245 C15H16CIN 013622-43-0 72
4 n-Butvlbenzvlamine 163 C11H17N 002403-22-7 64
5 N-(Benzyloxy)-2,2,2-trifluoroace... 219 C9H8F3NO2 174075-91-3 50

Abundance Scan 682 (6.098 min): BF115019.D (-680) (-) m/z 90.95 100.00%
q1
5000
120 “'ﬁ'“l“'w'“'l“'f
39 51 6|5 78 | 105 5.80 6.00 6.20 6.40
O s e L B e B i SO m/z 120.00 22 .49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9406: Benzene, propy!-
91
5000 AN RS LA L
5.80 6.00 6.20 6.40
120 m/z 92.00 11.67%
15 27 39 51 O 78 | 105 |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #70356: N-Benzyl-2-phenethylamine
91
120 e e
5.80 6.00 6.20 6.40
5000 m/z 65.00 10.29%
65
0 27 39 51 | /7 | 105 | 13 165 209
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #98185: Phenethylamine, N-benzyl-p-chloro-
91 5.80 6.00 6.20 6.40
m/z 78.00 6.33%
120
5000
o 28 41 577 103 | 139 164
mz-> 20 40 60 80 100 120 140 160 180 200 580 600 620 640
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115019.D

Aca On : 13 Jun 2019 23:10

Operator : HP/JU

Sample : K3345-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 3 unknown6.42 Concentration Rank 2

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

6.42 69.34 ng 5425690 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 737 (6.422 min): BF115019.D (-731) (-) m/z 132.00 100.00%
132
5000
68
96 VA b A0 E RO & RO
40 54 J 6.00 6.20 6.40 6.60 6.80
ol 8l 2 Tn/z 134.00  34.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60 6.80
2 51 m/z 68.00 31.55%
o} 2
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
6.00 6.0 6.40 6.60 6.80
5000 67 m/z 66.00 20.08%
97
‘ ‘ 117
Oluuuu‘l‘... ‘H‘\ ‘].-0.7..“' e
m/z--> 20 80 100 120 140 160 180 200
Abundance #14105 Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e = e B
132 6.00 6.20 6.40 6.60 6.80
m/z 96.00 12.89%
117
5000
29 91
GO
0 |‘|||||‘|‘|l|||||=|||||‘|l‘||||||||||||||||| e
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115019.D

Aca On : 13 Jun 2019 23:10

Operator : HP/JU

Sample : K3345-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Benzene, l-ethyl-4-methyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
" 6.70 3.94ng 308017  1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Benzene. 1-ethvi-4-methvl- 120 coH12 000622-96-8 94

2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 93
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 784 (6.698 min): BF115019(.J)D (-783) () m/z 105.00 100.00%
105
5000 120
7 91 6.40 6.60 6.80 7.00
39 51
Ol prrrrprrrr e it et bbbt e || m/z 120.00 39 28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105
5000
120 6.40 6.60 6.80 7.00
m/z 77.00 11.43%
15 27 39 51 65 7 91 ) |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105
6.40 6.60 6.80 7.00
5000 m/z 106.00 9.98%
7 o 120
51 65
|15|27|3?|||||||||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance

5000

#9418: Benzene, 1,2,3-trimethyl-

m/z-->

10 20 30 40 50 60 70 80 90 100

110 120 130 140 150

6.40 6.60 6.80 7.00

m/z 90.95 8.86%

6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115019.D

Aca On : 13 Jun 2019 23:10

Operator : HP/JU

Sample : K3345-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 Benzene, 1,1"-(1,5-hexadien... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

6.83 27.90ng 2183340  1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene. 1.1"-(1.5-hexadiene-1.6... 234 C18H18 004439-45-6 59
2 Benzaldehvde. 4-(1-phenvl-2-prop... 238 C16H1402 1000277-56-1 53

3 m-Aminophenvlacetvlene 117 C8H7N 054060-30-9 43
4 trans-Cinnamvl bromide 196 C9H9Br 026146-77-0 42
5 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 42
Abundance Scan 806 (6.828 min): BF115019.D (-804) (-) m/z 117.00 100.00%
147
5000
39 51 63 77 103 6.40 6.60 6.80 7.00 7.20
o e m/z 118.00 55.95%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #89287: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
147
5000

6.40 6.60 6.80 7.00 7.20
m/z 115.00 31.06%

91
ol 27 39 51 65 77 | 102 || 129 143 165178191203 234

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92457: Benzaldehyde, 4-(1-phenyl-2-propenyloxy)-
117

6.40 6.60 6.80 7.00 7.20
5000 m/z 91.00 13.94%

91
3951 6577 | 105 || 1m; 152165 178 238

0

m/z--> 20 40 60 80

100 120 140 160 180 200 220 240

Abundance

5000

27 39 51 63 74

#8585: m-Aminophenylacetylene
117

89
| 101 |

6.40 6.60 6.80 7.00 7.20

m/z--> 20 40 60 80

100 120 140 160 180 200 220 240

m/z 116.00 7.06%

6.40 6.60 6.80 7.00 7.20

8270-BF061219.M Fri

Jun 14 16:25:00 2019

Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115019.D

Aca On : 13 Jun 2019 23:10

Operator : HP/JU

Sample : K3345-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Benzene, 1,3-diethyl- Concentration Rank 9

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

6.90 6.90 ng 540006 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 96
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 96
3 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 94
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 90
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 83

Abundance Scan 818 (6.898 min): BF115019.D (-815) (-) m/z 105.00 100.00%
105 119
5000 134
91
39 51 65 A 207 6.60 6.80 7.00 7.20
of 2% m/z 119.00 98.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14839: Benzene, 1,3-diethyl-
105 119
5000 134
6.60 6.80 7.00 7.20
7 9 m/z 134.10 48.05%
15 27 39 51 65 A
0 |'”'|M““|'”“|'”'|'“'|'”'|'“'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14842: Benzene, 1,2-diethyl-
105 119
6.60 6.80 7.00 7.20
5000 134 m/z 90.95 27 .24%
91
27 39 51 65 7
0 = "ml”'hl”"l”"l”"l”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14838: Benzene, 1,4-diethyl-
119 6.60 6.80 7.00 7.20
105 m/z 77.00 15.76%
5000 134
91
ol 15 27 451 65 7 |
mz-> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20

8270-BF061219.M Fri Jun 14 16:25:00 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115019.D

Aca On : 13 Jun 2019 23:10

Operator : HP/JU

Sample : K3345-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Bicyclo[4.2.0]Joct-1-ene, 7-... Concentration Rank 13

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

6.97 5.67 ng 443783 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol4.2.0loct-1-ene. 7-endo-... 134 Cl10H14 1000142-18-3 78
2 Benzene. butvl- 134 C10H14 000104-51-8 52
3 Benzene. (2-methvipropvl)- 134 C10H14 000538-93-2 49
4 4.6-Decadivne 134 C10H14 016387-71-6 47
5 3-Methylene-bicyclo[3.2.1]oct-6-... 134 C9H100 1000185-51-1 43

Abundance Scan 830 (6.969 min): BF115019.D (-827) (-) m/z 91.00 100.00%
q1
105 119
5000 134
65 77
39 51 007 6.60 6.80 7.00 7.20 7.40
o! el 2% m/z 119.00  67.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14921: Bicyclo[4.2.0]oct-1-ene, 7-endo-ethenyl-
91
5000
a0 77 . 6.60 6.80 7.00 7.20 7.40
0
5 65 h 119 134 m/z 105.00 67 .60%
0 A B B S L WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14826: Benzene, butyl-
91
6.60 6.80 7.00 7.20 7.40
5000 m/z 134.10 51.04%
134
27 3? 51 65 7g 105 .o
o) AN - ‘....“.... e ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14850: Benzene, (2-methylpropyl)-
91 6.60 6.80 7.00 7.20 7.40
m/z 92.00 39.15%
5000
65 134
15 27 38 | 77 ] 103115
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20 7.40

8270-BF061219.M Fri

Jun 14 16:25:00 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115019.D

Aca On : 13 Jun 2019 23:10

Operator : HP/JU

Sample : K3345-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 12

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

7.42 5.69 ng 791334 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
4 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 91
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 907 (7.422 min): BF115019.D (-901) (-) m/z 119.00 100.00%
119
5000 134
77 ot 7.00 7.20 7.40 7.60 7.80
39 51 65 105 : : : : :
0 ...,....',-..-..,~.'...'~-,..|:.,-.-..l:'l...".,.1‘.‘5.‘.,....,....,210.7.. m/z 134.10 46.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
7.00 7.20 7.40 7.60 7.80
91 m/z 90.95 17.67%
15 27 39 51 65 77 | 103

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
119
134 7.00 7.20 7.40 7.60 7.80
5000 m/z 120.10 10.23%

91
77
1527 RS e s

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119 7.00 7.20 7.40 7.60 7.80
m/z 133.00 9.48%
134
5000

41 65 77 a1
15 27 5\1 > Lo 105 ml I

m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60 7.80

8270-BF061219.M Fri Jun 14 16:25:01 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115019.D

Aca On : 13 Jun 2019 23:10

Operator : HP/JU

Sample : K3345-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 8

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

7.60 7.22 ng 1004560 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 94
2 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 93
3 Benzene. l1l-ethenvl-4-ethvl- 132 C10H12 003454-07-7 90
4 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 90
5 1-Phenyl-1-butene 132 C10H12 000824-90-8 83

Abundance Scan 937 (7.598 min): BF115019.D (-930) (-) m/z 117.00 100.00%
117
5000 132
91
39 51 65 77 105 | 148 207 7.20 7.40 7.60 7.80 8.00
o RS T m/z 132.00 37.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117
5000
132 7.20 7.40 7.60 7.80 8.00
m/z 115.00 27 .01%
27 39 51 65 77 91 103 |
0! e
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117
7.20 7.40 7.60 7.80 8.00
5000 132 m/z 131.00 23.01%
27 39 51 g5 47 91 ‘
0.|.‘...‘l..“l‘.HH...“l..‘..];(‘).‘3..‘H|.‘l‘.‘.|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14058: Benzene, 1-ethenyl-4-ethyl-
117 7.20 7.40 7.60 7.80 8.00
m/z 90.95 18.38%
5000 132
Joarasoes 7 %o ||
m/z--> 20 40 60 8 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00

8270-BF061219.M Fri Jun 14 16:25:01 2019

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115019.D

Aca On : 13 Jun 2019 23:10

Operator : HP/JU

Sample : K3345-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 5

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

7.67 22.36 ng 3111810 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 91
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 64
3 o-Cvmene 134 C10H14 000527-84-4 60
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 60
5 p-Cymene 134 C10H14 000099-87-6 60

Abundance Scan 949 (7.669 min): BF115019.D (-944) (-) m/z 117.00 100.00%
117
5000 13
91
39 51 65 77 7.40 7.60 7.80 8.00
0 A 180 297 "m/z 119.00 50.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
7.40 7.60 7.80 8.00
91 m/z 131.95 36.67%
15 27 39 51 65 77 | 103

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119
3 7.40 7.60 7.80 8.00
5000 134 m/z 114.95 31.16%
91
el ol A .- N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14812: o-Cymene
119 7.40 7.60 7.80 8.00
m/z 90.95 21.61%
5000
134
91
15 27 Mz 657 | s |
O e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00

8270-BF061219.M Fri Jun 14 16:25:02 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115019.D

Aca On : 13 Jun 2019 23:10

Operator : HP/JU

Sample : K3345-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 15

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

8.43 5.47 ng 761185 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 Cl11H14 001680-51-9 97
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 96
3 1H-Inden-1-one. 2.3-dihvdro-2-me... 146 C10H100 017496-14-9 64
4 Benzene. (1l-ethvl-2-propenvl)- 146 C11H14 019947-22-9 64
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 60

Abundance Scan 1078 (8.428 min): BF115019.D (-1075) (-) m/z 131.00 100.00%
118 131
146
5000
105
91
39 51 65 /7 8.00 8.20 8.40 8.60 8.80
o e 180 207 h7oi18.00 88, 06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
118 131
146
5000
27 39 91 105 8.00 820 840 8.60 8.80
15 Sl 63 77 m/z 146.05 68.89%
04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
118 131
146
8.00 820 840 8.60 8.80
5000 m/z 117.00 41.05%
o 105
o7 39 51 g3 77 ‘ ‘
0 |||||“|||“|‘||‘l‘| |“l‘||”i“‘| : |‘ﬁ||‘h‘||l‘||M‘l||‘|M||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21579: 1H-Inden-1-one, 2,3-dihydro-2-methyl-
131 8.00 820 840 8.60 8.80
m/z 105.00 31.15%
146
5000
103 117
39 51 g3 77 91 ‘ ‘
0 |||||2‘l7| |‘|‘||H||‘|“i‘||”l“| : N::l‘l‘: |‘l‘||ﬁ‘l|||“||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 820 840 8.60 8.80

8270-BF061219.M Fri Jun 14 16:25:02 2019

Page: 15



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
BF115019.D

13 Jun 2019 23:10

HP/JuU

K3345-13

15 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number

13 Naphthalene, 1,2,3,4-tetrah...

Concentration Rank 14

002809-64-5 96

R.T. EstConc Area Relative to ISTD
859 553ng 769545  Naphthalene-dg ~ 7.93
Hit# of 5 Tentative ID MW MolForm
"1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14  002809-64-5
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14

3 1H-1.3.2-Benzodiazaborole. 2-eth... 146 C8H11BN2

4 Benzene.
5 Benzene,

(1-methvl-1-butenv)- 146 C11H14
2-ethenyl-1,3,5-trimethyl- 146 C11H14

001680-51-9 95
074663-81-3 81
053172-84-2 76
000769-25-5 70

Abundance

5000

04
m/z--> 20

Scan 1106 (8.592 min): BF115019.D (-1097) (-)
31

118 146

91

77
39 51 63 207

40 60 80 100 120 140 160 180 200

Abundance

5000

#21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131

118

146

0 M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
118 131
146
5000 105
91
39 51 63 77 ‘
0 ‘\ | \“\ Al ‘m ! il ‘ | \H\‘ \Hm‘
I B B o o B B B L i e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22075: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro-
146
131
5000 118
Ol et el el
m/z--> 20 40 60 80 100 120 140 160 180 200

8.20

131.00

8.40 8.60

100.00%

8.80 9.00

m/z

8.20

118.00

8.40 8.60

68 .50%

8.80 9.00

m/z

8.20

146.10

8.40 8.60

66 .50%

8.80 9.00

m/z

8.20

117.00

8.40 8.60

35.58%

8.80 9.00

m/z

8.20

105.00

8.40 8.60

27 .35%

8.80 9.00

8270-BF061219.

M Fri Jun 14 16:25:02 2019

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115019.D

Aca On : 13 Jun 2019 23:10

Operator : HP/JU

Sample : K3345-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Naphthalene, 1,5-dimethyl- Concentration Rank 18

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

9.26 3.95 ng 497429 Acenaphthene-d10 9.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 97
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
3 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 97
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96

Abundance Scan 1219 (9.257 min): BF115019.D (-1214) (-) m/z 156.00 100.00%
1%6
141
5000
115 128
51 63 77 gg 9.00 9.20 9.40 9.60
Ol el 92 202 L b ML 17 sz 14100 70.87%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28478: Naphthalene, 1,5-dimethyl-
1%6
141
5000
9.00 9.20 9.40 9.60
115 m/z 155.00 37.47%
Lz ms 6 7w |
miz--> 20 40 60 80 100 120 140 160
Abundance #28486: Naphthalene, 2,3-dimethyl-
156
141
9.00 9.20 9.40 9.60
5000 m/z 115.00 13.27%
115
o 1827 30 51 63 76 s 100 | W | |
miz--> 20 40 60 80 100 120 140 160
Abundance #28475: Naphthalene, 1,3-dimethyl- R L EARaa e
156 9.00 9.20 9.40 9.60
. m/z 153.00 12.91%
5000
115
o 27 30 51 63 76 g9 100 | M |
m/z--> 20 40 60 80 100 120 140 160 ' 9.00 9.20 9.40 9.60

8270-BF061219.M Fri Jun 14 16:25:03 2019

Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115019.D

Aca On : 13 Jun 2019 23:10

Operator : HP/JU

Sample : K3345-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Naphthalene, 2,7-dimethyl- Concentration Rank 10

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

9.33 6.20 ng 780755 Acenaphthene-d10 9.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96

Abundance Scan 1231 (9.328 min): BF115019.D (-1227) (-) m/z 156.00 100.00%
141 136
5000
9.00 9.20 9.40 9.60
o! Je618 207 | "m/z 141.00 83.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28481: Naphthalene, 2,7-dimethyl-
156
5000 .
9.00 9.20 9.40 9.60
-7 m/z 155.00 32.85%
15 27 39 5|1 b:|4 |89 102 ”I-5 1ﬁ8 bl
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28472: Naphthalene, 2,6-dimethyl-
156
141
9.00 9.20 9.40 9.60
5000 m/z 115.00 18.52%
51 63 77 115 128
||1|5||2‘|7| ?‘?::“::l“luu“l“l |8|9| |1|0|2| |‘|||“l‘| I‘I‘II\H\‘I Al
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28498: Naphthalene, 1,4-dimethyl- T T T T T[T T T T[T T[T
156 9.00 9.20 9.40 9.60
141 m/z 153.00 16.75%
5000
. 115 50 ‘
ol et e e | gl
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF061219.M Fri Jun 14 16:25:03 2019

Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115019.D

Aca On : 13 Jun 2019 23:10

Operator : HP/JU

Sample : K3345-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.69 5.71 ng 663682 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1633 (11.692 min): BF115019.D (-1630) (-) m/z 72.95 100.00%
43 o P
5000 129 J\K“_
97 115 213 L B B BN SRR
1431971711855 057 256 11.40 11.60 11.80 12.00
0 m/z 43.00 81.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078 khh*wg¥
5000 129 I DU DU RN

11,40 11.60 11.80 12.00
m/z 60.00 77.27%

213
143 157171185 199

o} Tﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid

3

SN

w
o2}
=}
~

RRARE T e
11.40 11.60 11.80 12.00
5000 m/z 57.00 65.39%
29
129
“ T? o1 115 ‘ 71 2
o bl AL L Lt | P L
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid EEE R R S e
43 60 73 11.40 11.60 11.80 12.00
m/z 41.00 62.13%
5000 129
29
199
‘ 143 157171185 242 L
ol1s |l
e R EE e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115019.D

Aca On : 13 Jun 2019 23:10

Operator : HP/JU

Sample : K3345-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.67 7.66 ng 690742 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 l1l-Heptacosanol 396 C27H560 002004-39-9 94
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI1303 1000314-56-3 91
5 1-Nonadecene 266 C19H38 018435-45-5 90
Abundance Scan 1969 (13.669 min): BF115019.D (-1960) (-) m/z 83.00 100.00%
55
5000 111 —Aw”AVw_V‘~ﬁ“/H\\MWM\/AMMNNW
l 19 167 209 . 1340 1360 1380 1400
0 N T S o S S o m/z 55.00 94.16%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 111 RN BN SN SR R
13,40 13.60 13.80 14.00
29 m/z 57.05 92 .35%
0 | 1139 167 106 238 266 204
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 97
' 13.40 13.60 13.80 14.00
5000 m/z 97.00 91.75%
125
o 20 1A | g L L1?3“181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol AR R e
55 83 13.40 13.60 13.80 14.00
m/z 69.05 83.65%
5000 1
o L
ol b LML iy 167 196 224 252 280 308
m/z--> 50 100 15 200 250 300 350 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115019.D

Aca On : 13 Jun 2019 23:10

Operator : HP/JU

Sample : K3345-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.86 4.35 ng 336765 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2172 (14.863 min): BF115019.D (-2167) (-) m/z 57.00 100.00%
57
85
5000
141 169 14.60 14.80 15.00 15.20
0....|, l| LA P 297,225 258 295 "m/z 71.05 82.53%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
14.60 14.80 15.00 15.20
m/z 85.05 59.37%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 50 100 1éo 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57
14.60 14.80 15.00 15.20
5000 85 m/z 43.00 59.05%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl- T e
57 14.60 14.80 15.00 15.20
m/z 55.00 23.68%
5000 85
ol 3| M3 141 169 197 239 267 294 323 352
m/z--> 50 100 150 200 250 300 350 ' 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115019.D

Aca On : 13 Jun 2019 23:10

Operator : HP/JU

Sample : K3345-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Eicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.20 4_.51 ng 348924 Perylene-d12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2229 (15.198 min): BF115019.D (-2225) (-) m/z 57.00 100.00%
g7
85
5000

_r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_r
141 169 197 225 14.80 15.00 15.20 15.40 15.60
0....|, l|11.1 . ves . m/z 71.05  76.26%

m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000
85 14.80 15.00 15.20 15.40 15.60
29 m/z 43.00 56.47%
. | J (113 141 169 107 225 253 282
L e o e B A e T e e e o o o
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
T T T T T
14.80 15.00 15.20 15.40 15.60
5000 85 m/z 85.05 54 .88%
113
N BEE 141,169 197 225 267 295 365 393
L s o o e e L A s B e e BRI
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B B B B e e
57 14.80 15.00 15.20 15.40 15.60
m/z 55.00 20.24%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
[ e o o e e IR A e T e e e o o T T
m/z--> 50 100 150 200 250 300 350 14. 80 15. OO 15 20 15. 40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115019.D

Aca On : 13 Jun 2019 23:10

Operator : HP/JU

Sample : K3345-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219_.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 Triacontane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.59 3.90 ng 301646 Perylene-d12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 91
Abundance Scan 2296 (15.592 min): BF115019.D (-2290) (-) m/z 57.00 100.00%

J.jﬂlll

141 15. 20 15.40 15.60 15.80 16.00
169 197 225
I e e . — m/z 71.05 76.43%

m/z--> 50 150 200 250 300 350 400
Abundance #219831: Triacontane
57
85

15.20 15.40 15.60 15.80 16.00
m/z 85.05 60.78%

113
0 29‘ | d 14 169 197 205 253 281 309 337 365 393 422
e e O T T e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57

85 15.20 15.40 15.60 15.80 16.00

5000 m/z 43.00 53.33%
29 113
oL Tl Ly | [,24 169 197 225 253 296
s e L B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane e
57 15. 20 15. 40 15. 60 15. 80 16. 00

m/z 99.10 21.42%

5000 85
113
o 2, ‘ 11 | /141,169 197 225 267 295 365 393
S i [ AP S A0 s SN S N 0 AN,

m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061319\
Data File : BF115019.D

Acq On 13 Jun 2019 23:10

Operator : HP/JU

Sample - K3345-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061219_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]
Benzene, (1-methy... 5.82 42.1 ng 3294820 1 6.65 1564980 20.0
Benzene, propyl- 6.10 16.5 ng 1289640 1 6.65 1564980 20.0
unknown6 .42 6.42 69.3 ng 5425690 1 6.65 1564980 20.0
Benzene, l-ethyl-_.. 6.70 3.9 ng 308017 1 6.65 1564980 20.0
Benzene, 1,1"-(1,... 6.83 27.9 ng 2183340 1 6.65 1564980 20.0
Benzene, 1,3-diet... 6.90 6.9 ng 540006 1 6.65 1564980 20.0
Bicyclo[4.2.0]oct. .. 6.97 5.7 ng 443783 1 6.65 1564980 20.0
Benzene, 1,2,4,5-._.. 7.42 5.7 ng 791334 2 7.93 2783560 20.0
1H-Indene, 2,3-di... 7.60 7.2 ng 1004560 2 7.93 2783560 20.0
Benzene, 1,2,3,4-_.. 7.67 22.4 ng 3111810 2 7.93 2783560 20.0
Naphthalene, 1,2,... 8.43 5.5 ng 761185 2 7.93 2783560 20.0
Naphthalene, 1,2,... 8.59 5.5 ng 769545 2 7.93 2783560 20.0
Naphthalene, 1,5-... 9.26 4.0 ng 497429 3 9.67 2519150 20.0
Naphthalene, 2,7-_.. 9.33 6.2 ng 780755 3 9.67 2519150 20.0
n-Hexadecanoic acid 11.69 5.7 ng 663682 4 11.15 2322730 20.0
1-Heneicosanol 13.67 7.7 ng 690742 5 13.77 1802440 20.0
Heneicosane 14.86 4.3 ng 336765 6 15.15 1547120 20.0
Eicosane 15.20 4.5 ng 348924 6 15.15 1547120 20.0
Triacontane 15.59 3.9 ng 301646 6 15.15 1547120 20.0
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