LSC Area Percent Report

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

Data File : BF115014.D

Aca On : 13 Jun 2019 20:57 Instrument :
Operator : HP/JU BNA_F

Sample  : K3345-08 Gl el
Misc i MW-5_061219
ALS Vial : 10 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 5.104 509 513 517 rBVY 1447553 1356511 18.02% 2.387%
2 5.251 528 538 549 rBV2 2933947 4127939 54.84% 7.263%
3 5.810 629 633 637 rBvV 432880 381003 5.06% 0.670%
4 6.104 680 683 687 rBV 375723 319532 4.25% 0.562%
5 6.175 691 695 697 rBV 128335 107268 1.43% 0.189%
6 6.204 697 700 704 rVB 479332 373545 4 .96% 0.657%
7 6.251 704 708 710 rBV 261663 213716 2.84% 0.376%
8 6.281 710 713 720 rVB 1915319 1647447 21.89%% 2.899%
9 6.416 731 736 739 rBVY 5336946 5075342 67.43% 8.930%
10 6.475 743 746 749 rVB 1533399 1160886 15.42% 2.043%

11 6.645 771 775 779 rBV 1780808 1435253 19.07% 2.525%
12 6.704 783 785 788 rVB 101109 84973 1.13% 0.150%
13 6.804 797 802 804 rBV 5526210 5060480 67.23% 8.904%
14 6.828 804 806 810 rVvB 607794 443533 5.89% 0.780%
15 6.975 827 831 833 rBvV 132673 115520 1.53% 0.203%

16 7.122 852 856 858 rBvV 98952 84654 1.12% 0.149%
17 7.210 863 871 874 rBV 3910638 4240312 56.33% 7.461%
18 7.422 902 907 909 rBV 172699 150466 2.00% 0.265%
19 7.451 909 912 915 rVB 209037 180819 2.40% 0.318%
20 7.604 933 938 941 rBV 95019 88959 1.18% 0.157%

21 7.669 944 949 953 rBvV2 283457 313848 4_.17% 0.552%
22 7.769 960 966 969 rvB2 88155 89313 1.19% 0.157%
23 7.928 988 993 995 rBV 2096411 2008743 26.69% 3.534%
24 7.945 995 996 1000 rVB 806351 523792 6.96% 0.922%
25 8.639 1108 1114 1116 rBV 211257 201769 2.68% 0.355%

26 8.733 1126 1130 1135 rBV 197788 172121 2.29% 0.303%
27 9.004 1170 1176 1179 rBV 7221201 7526985 100.00% 13.244%
28 9.675 1285 1290 1293 rBV 2281411 2115406 28.10% 3.722%
29 10.457 1418 1423 1435 rBV 4202793 4134113 54.92% 7.274%
30 11.145 1536 1540 1544 rBV 2397228 2121536 28.19% 3.733%

31 12.733 1805 1810 1813 rBV 6883557 6753797 89.73% 11.883%
32 13.768 1982 1986 1994 rVB 1858498 1662414 22.09% 2.925%
33 14.263 2067 2070 2073 rBV 108411 87665 1.16% 0.154%
34 14.557 2116 2120 2124 rBV 154583 141133 1.88% 0.248%
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LSC Area Percent Report

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

Data File : BF115014.D

Aca On - 13 Jun 2019 20:57

Operator : HP/JU

3?22'6 i K3345-08 MW-5 061219
ALS Vial : 10 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-BF061219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.857 2167 2171 2176 rBV 166626 192103 2.55% 0.338%
36 15.145 2215 2220 2225 rBV 1308256 1469498 19.52% 2.586%
37 15.198 2225 2229 2235 rVB 192224 242156 3.22% 0.426%

38 15.586 2289 2295 2302 rBV 173447 255840 3.40% 0.450%
39 16.033 2365 2371 2378 rBV 98057 173415 2.30% 0.305%

Sum of corrected areas: 56833805
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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\

- BF115014.D

- 13 Jun 2019 20:57

- HP/JU

- K3345-08

- 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061219_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

MW-5 061219

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF115014.D

5.25

5.10

642 680

7.21

0
Time-->

4.50 5.00

)| b oz

7.00

7.50
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7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

V.77

TIC: BF115014.D

10.46

11.15

12.73

Time-->

I |
9.50 10.00 10.50 11.00 11.50

12.00 12.50 13.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF115014.D

13.77
15.14

.20

14.26 14.56 14.86 15.59 16.03
A A JAN

0
Time-->

13.50

A
=TT T =TT LI B

14.00 14.50

15.00

15.50

16.00 16.50

17.00

T
17.50 18.00 18.50
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Library Search Compound Report

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

Data File : BF115014.D

Aca On - 13 Jun 2019 20:57

Operator : HP/JU

ﬁ?ggle i K3345-08 MW-5 061219
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219.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 1 Benzene, 1,3-dimethyl- Concentration Rank 3

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

5.10 18.90 ng 1356510 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvlbenzene 106 C8H10 000100-41-4 91
2 Benzene. 1.3-dimethvl- 106 C8H10 000108-38-3 74
3 o-Xvlene 106 C8H10 000095-47-6 64
4 p-Xvlene 106 C8H10 000106-42-3 59
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 49

Abundance Scan 512 (5.098 min): BF115014.D (-509) (-) m/z 90.95 100.00%
91
5000
106
39 51 65 77 . 480 500 520 540
0Lt bl m/z 106.00 32.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5085: Ethylbenzene
91
5000 U L L
106 480 5.00 5.20 5.40
51 65 77 m/z 65.00 9.11%
39
'}?lgi'h'J“|“'“Lw“!'F“"|'“'|"'w""w"'|'“'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5100: Benzene, 1,3-dimethyl-
91
480 500 520 540
5000 106 m/z 50.95 9.04%
0 ..1.5|.2.7..‘|..“l‘.|“.‘...‘Hlu.‘l.|‘.‘...|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5084:0—Xy|ene LA N LI B L B
91 480 5.00 5.20 5.40
m/z 77.00 8.46%
106
5000
39 51 7
'}?I?Z"u"h'lﬁﬁ' NI"l'IHh"I""I' UL S BRI S U L UL
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

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

Data File : BF115014.D

Aca On - 13 Jun 2019 20:57

Operator : HP/JU

ﬁ?ggle i K3345-08 MW-5 061219
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219.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 2 Benzene, (1-methylethyl)- Concentration Rank 6

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

5.81 5.31 ng 381003 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-ethvIl-3-methvl- 120 C9H12 000620-14-4 86
4 Mesitvlene 120 C9H12 000108-67-8 83
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 80

Abundance Scan 633 (5.810 mird1)): BF115014.D (-629) (-) m/z 105.00 100.00%
105
5000
120
77
3g 51 o1 540 5.60 5.80 6.00 6.20
Ol Sl 27 1777120.00  27.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9417: Benzene, (1-methylethyl)-
105
5000
540 5.60 5.80 6.00 6.20
17 120 m/z 77.00 14 .43%
0 2|7 3Ig. 5.|1 63 ||| gll Ll |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9414: Benzene, 1,2,3-trimethyl-
105
540 5.60 5.80 6.00 6.20
5000 120 m/z 79. 0 13.51%
27 % 51 63 [ o1
A Y 0 A Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9428: Benzene, 1-ethyl-3-methyl-
105 540 5.60 5.80 6.00 6.20
m/z 103.00 10.69%
5000
120
77 91
m/z--> 20 40 60 80 100 120 140 160 180 200 540 560 580 6.00 6.20
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Library Search Compound Report

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

Data File : BF115014.D

Aca On - 13 Jun 2019 20:57

Operator : HP/JU

ﬁ?ggle i K3345-08 MW-5 061219
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219.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 3 Benzene, propyl- Concentration Rank 8

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

6.10 4.45 ng 319532 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 91
2 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 78
3 Ethanol. 2-T(phenvimethvDaminol- 151 C9H13NO 000104-63-2 72
4 Phenethvlamine. N-benzvl-p-chloro- 245 C15H16CIN 013622-43-0 72
5 n-Butylbenzylamine 163 C11H17N 002403-22-7 72

Abundance Scan 682 (6.098 min): BF115014.D (-680) (-) m/z 91.00 100.00%
o
5000
120
39 6|5 105 081 5.80 6.00 6.20 6.40
O o R B e SRR A m/z 120.00 23.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9408: Benzene, propyl-
o
5000
5.80 6.00 6.20 6.40
120 m/z 92.00 11.35%
39 8 |05 |
O o B B o oS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #70359: N-Benzyl-2-phenethylamine
el
120
5.80 6.00 6.20 6.40
5000 m/z 65.00 10.73%
65
o 39 | | 105 | 134 158 178 211
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance #25002: Ethanol, 2-[(phenylmethyl)amino]-
il 5.80 6.00 6.20 6.40
m/z 78.00 6.10%
5000 120
18 39 ﬁS | 106 | 134 151
m/z--> ﬁo Jo 60 80 160 120 140 160 180 200 220 240 260 280 5.80 6.00 6.20 6.40
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Library Search Compound Report

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

Data File : BF115014.D

Aca On - 13 Jun 2019 20:57

Operator : HP/JU

ﬁ?ggle i K3345-08 MW-5 061219
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219.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 4 Benzene, l-ethyl-2-methyl- Concentration Rank 7

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

6.20 5.21 ng 373545 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. 1l-ethvl-4-methvl- 120 C9H12 000622-96-8 94
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91

Abundance Scan 699 (6.198 mird1)): BF115014.D (-697) (-) m/z 105.00 100.00%
105
5000
120
39 51 65 [ 9L ‘ 207 5.80 6.00 6.20 6.40 6.60
O el 207 Ths7120.00 29.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 5.80 6.00 6.20 6.40 6.60

m/z 76.95 12 .65%

27 39 51 45 7( %1
m L L

0...,.L.wn.b.n.”.,..:.,..nf....“...,..”,....,.”.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105
5.80 6.00 6.20 6.40 6.60
5000 m/z 90.95 11.33%
120
15 27 3\9 5\1 6? 77 9\1 l .
ot e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9399: Mesitylene
105 5.80 6.00 6.20 6.40 6.60
120 m/z 105.95 9.35%
5000
i
PMECHE il I ) O
m/z--> 20 40 60 80 100 120 140 160 180 200 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

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

Data File : BF115014.D

Aca On - 13 Jun 2019 20:57

Operator : HP/JU

ﬁ?ggle i K3345-08 MW-5 061219
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219.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 unknown6.42 Concentration Rank 1

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

6.42 70.72 ng 5075340 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 737 (6.422 min): BF115014.D (-731) (-) m/z 132.00 100.00%
5000
68
96 VA b A0 E RO & RO
40 54 6.00 6.20 6.40 6.60 6.80
0 82 lalis 281 m/z 134.00 34.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 R R UL R
a1 o7 6.00 6.20 6.40 6.60 6.80
117 m/z 68.00 30.71%
o 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52379: Tranylcypromine-propionyl
57 132
74 6.00 620 6.40 6.60 6.80
5000 og 116 m/z 66.00 19.32%
AR I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14503: 1H-Benzimidazole, 2-methyl- A e
132 6.00 6.20 6.40 6.60 6.80
m/z 96.00 12.52%
5000

63 90 104
15 3\9 b TR |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 600 6.20 640 660 6.80

o
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Library Search Compound Report

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

Data File : BF115014.D

Aca On - 13 Jun 2019 20:57

Operator : HP/JU

ﬁ?ggle i K3345-08 MW-5 061219
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219.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 6 Benzene, 1,2,3-trimethyl- Concentration Rank 4

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

6.47 16.18 ng 1160890 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Mesitvlene 120 C9H12 000108-67-8 94
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 90
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90

Abundance Scan 745 %()3.469 min): BF115014.D (-743) (-) m/z 105.00 100.00%
105
5000 120
77 91
39 63 6.20 6.40 6.60 6.80
Ol bttt et e B ok | m/z 120.00  43.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
6.20 6.40 6.60 6.80
77 m/z 77.00 11.99%
91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9421: Benzene, 1,2,4-trimethyl-
105
120 6.20 6.40 6.60 6.80
5000 m/z 119.00 11.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9401: Mesitylene
105 6.20 6.40 6.60 6.80
m/z 91.00 9.98%
5000
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 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 : BF115014.D

Aca On - 13 Jun 2019 20:57

Operator : HP/JU

ﬁ?ggle i K3345-08 MW-5 061219
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219.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 8 Benzene, 1-propenyl- Concentration Rank 5

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

6.83 6.18 ng 443533 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-propenvl- 118 C9H10 000637-50-3 74
2 Indane 118 C9H10 000496-11-7 64
3 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 64
4 Benzene. 1.1"-(l-ethenvl-1.3-pro... 222 C17H18 061141-97-7 59
5 Benzene, 1,1"-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 53

Abundance Scan 806 (6.828 min): BF115014.D (-804) (-) m/z 117.00 100.00%
117
5000
91
39 515865 77 g4 | 108 6.40 6.60 6.80 7.00 7.20
O e O e o L L et LIS m/z 118.00 54 .82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8962: Benzene, 1-propenyl-
117
5000 [rerryrrrrrrrT T T T T
o1 6.40 6.60 6.80 7.00 7.20
% 51 53 m/z 115.00 25.61%
o 15 27 L e | 8
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8949: Indane

6.40 6.60 6.80 7.00 7.20
m/z 91.00 14.65%

5000
04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117 6.40 6.60 6.80 7.00 7.20
m/z 57.90 6.35%
5000
39
27 51 58 65 78
04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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\BF061319\
Data File : BF115014.D

Aca On : 13 Jun 2019 20:57

Operator : HP/JU

Sample - K3345-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219.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 9 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 11

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

7.67 3.12 ng 313848 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
2 2.4-Dimethvlstvrene 132 C10H12 002234-20-0 90
3 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 70
4 1-Phenvl-1-butene 132 C10H12 000824-90-8 70
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 64

Abundance Scan 949 (7.669 min): BF115014.D (-944) (-) m/z 117.00 100.00%
117
5000 132
91
39 51 65 77 8 103 7.40 7.60 7.80 8.00
of at m/z 119.00 62.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
7.40 7.60 7.80 8.00
m/z 132.00 39.11%
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14041: 2,4-Dimethylstyrene

7.40 7.60 7.80 8.00
m/z 115.00 30.89%

5000

01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14033: 3-Phenylbut-1-ene

7.40 7.60 7.80 8.00
m/z 134.00 25.09%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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MW-5 061219
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Library Search Compound Report

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

Data File : BF115014.D

Aca On - 13 Jun 2019 20:57

Operator : HP/JU

ﬁ?ggle i K3345-08 MW-5 061219
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219.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 10 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .86 2.61 ng 192103 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
Abundance Scan 2172 (14.863 min): BF115014.D (-2167) (-) m/z 57.00 100.00%
g7
85
5000
113
141 14.60 14.80 15.00 15.20
183
0| J L 1| '1 Ao 2.2 239 207 299 m/z 71.05 80.39%
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
14.60 14.80 15.00 15.20
m/z 85.10 63.34%
29 113 141
ol bl b b T 1 169 107 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85 14.60 14.80 15.00 15.20
5000 m/z 43.00 62.51%
29 113
ol i L 77,141 369 107 225 253 206
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #209565: Octacosane e e
57 14.60 14.80 15.00 15.20
m/z 55.00 23.75%
5000 85
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 2éo 360 3éo ' 14%0 1480 1500 1550
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Library Search Compound Report

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

Data File : BF115014.D

Aca On - 13 Jun 2019 20:57

Operator : HP/JU

ﬁ?ggle i K3345-08 MW-5 061219
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219.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 2-methyloctacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.20 3.30 ng 242156 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2229 (15.198 min): BF115014.D (-2225) (-) m/z 57.00 100.00%
g7
85
5000
141 169 14.80 15.00 15.20 15.40 15.60
0....|, -“'|| 11" o7 29267 8% “m/z 71.05 75.87%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
g7
14.80 15.00 15.20 15.40 15.60
113 m/z 43.00 60.39%
o 200 || |10, 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #175559: Tetracosane
g7
o 14.80 15.00 15.20 15.40 15.60
5000 m/z 85.05 56.79%
29
oL i L] [M13 141 169 197 205 253 338
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57 14.80 15.00 15.20 15.40 15.60
m/z 55.00 23.24%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 14.80 15.00 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 : BF115014.D

Aca On - 13 Jun 2019 20:57

Operator : HP/JU

ﬁ?ggle i K3345-08 MW-5 061219
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219.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 12 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.59 3.48 ng 255840 Perylene-d12 15.14
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 Hexacosane 366 C26H54 000630-01-3 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
Abundance Scan 2296 (15.592 min): BF115014.D (-2289) (-) m/z 57.00 100.00%
g7
85
5000
113 0 1540 1560 1580 16,00
0 J, LA 239 267 295 8%5 0 m/z 71.00 73.98%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
15.20 15.40 15.60 15.80 16.00
m/z 85.00 56.25%
29 113
oLl I ] L 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
15.20 15.40 15.60 15.80 16.00
5000 85 m/z 43.00 56.04%
N ] ulﬁ3J1§1‘1§9 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #194493: Hexacosane [TT T T[T T[T T T[T Trr [T
57 15.20 15.40 15.60 15.80 16.00
m/z 99.10 21 .44%
5000 85
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 5'0 1(')0 1&1,0 2(')0 250 3(')0 350 ' 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061319\
Data File : BF115014.D

Aca On : 13 Jun 2019 20:57

Operator : HP/JU

Sample - K3345-08

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061219.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 13 Tetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.03 2.36 ng 173415 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvlhexacosane 380 C27H56 1000376-72-7 91
4 Heptacosane 380 C27H56 000593-49-7 90
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 2370 (16.027 min): BF115014.D (-2365) (-) m/z 57.00 100.00%
5000 \ \
R BRI SO SN B
141 169 15.80 16.00 16.20 16.40
o 197 221 m/z 71.05  78.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57
85
5000 R SR SN B RO
mmmmmmmm
m/z 43.00 58.58%
o33 | J | ]141 169 197 225 253 281 309 338
m/z--> éo 100 1éo 200 2éo 360 3éo 460
Abundance #219831: Triacontane
57
"' 15:80 16.00 16.20 1640
5000 85 m/z 85.05 56.89%
113 141
NEIREE J | 77,169 197 225 253 281 309 337 365 393 422
m/z--> éo 100 1éo 260 250 360 3éo 460
Abundance #202663: 2-methylhexacosane e e e e ma ]
57 15.80 16.00 16.20 16.40
m/z 69.00 21.02%
85
5000
o %9J “l J ﬂ L . 169 197 225 253 281 309 337 365
m/z--> éo 100 150 260 250 300 3éo 460 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF061319\

Data File : BF115014.D

Acg On : 13 Jun 2019 20:57

Operator : HP/JU

3?22'6 i K3345-08 MW-5 061219
ALS Vial : 10 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, 1,3-dime... 5.10 18.9 ng 1356510 1 6.65 1435250 20.0
Benzene, (1-methy... 5.81 5.3 ng 381003 1 6.65 1435250 20.0
Benzene, propyl- 6.10 4.5 ng 319532 1 6.65 1435250 20.0
Benzene, 1-ethyl-.._. 6.20 5.2 ng 373545 1 6.65 1435250 20.0
unknown6 .42 6.42 70.7 ng 5075340 1 6.65 1435250 20.0
Benzene, 1,2,3-tr... 6.47 16.2 ng 1160890 1 6.65 1435250 20.0
Benzene, 1-propenyl- 6.83 6.2 ng 443533 1 6.65 1435250 20.0
Benzene, 2-etheny... 7.67 3.1 ng 313848 2 7.93 2008740 20.0
Hexacosane 14.86 2.6 ng 192103 6 15.14 1469500 20.0
2-methyloctacosane 15.20 3.3 ng 242156 6 15.14 1469500 20.0
Heneicosane 15.59 3.5 ng 255840 6 15.14 1469500 20.0
Tetracosane 16.03 2.4 ng 173415 6 15.14 1469500 20.0
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