LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120319\
Data File : BP001170.D

Aca On : 03 Dec 2019 22:37

Operator :© JU

Sample : K6027-10

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 P\METHODS\8270-BP112719.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 6.222 697 703 713 rVB 1776227 2338425 3.26% 0.890%
2 7.052 835 844 849 rBVY 2246315 2729503 3.80% 1.039%
3 7.493 914 919 928 rVB 1919498 2309220 3.22% 0.879%
4 7.646 940 945 950 rVB 1940187 2320810 3.23% 0.884%
5 7.716 951 957 960 rBV 972539 1209678 1.68% 0.461%
6 7.763 960 965 972 rVB 1150251 1559585 2.17% 0.594%
7 7.846 972 979 983 rBVY 4286496 5326257 7.42% 2.028%
8 7.957 991 998 1004 rBY 2529351 3446167 4 ._.80% 1.312%
9 8.081 1010 1019 1023 rVB 11245336 18598795 25.90% 7.082%
10 8.316 1055 1059 1066 rVB 631968 751677 1.05% 0.286%

11 8.422 1067 1077 1081 rBV 4912772 7427422 10.34% 2.828%
12 8.563 1094 1101 1104 rBV 1918038 2651897 3.69% 1.010%
13 8.616 1104 1110 1114 rVB 8399420 11576291 16.12% 4.408%
14 8.734 1125 1130 1134 rVB2 1571519 1849139 2.58% 0.704%
15 8.846 1145 1149 1153 rBV2 1786457 2182485 3.04% 0.831%

16 9.075 1180 1188 1191 rVvV2 844911 1370599 1.91% 0.522%
17 9.110 1191 1194 1198 rVV 824441 1087806 1.51% 0.414%
18 9.193 1198 1208 1211 rVV2 3429506 6165209 8.59% 2.347%
19 9.228 1211 1214 1223 rVV 4565869 5688229 7.92% 2.166%
20 9.557 1262 1270 1273 rBV 844852 1200806 1.67% 0.457%

21 9.604 1273 1278 1282 rVB 2086443 2547269 3.55% 0.970%
22 9.845 1314 1319 1326 rVB 3037594 4276286 5.96% 1.628%
23 9.975 1330 1341 1345 rBV3 4264635 9355588 13.03% 3.562%
24 10.034 1345 1351 1359 rVV 5600779 15142173 21.09% 5.765%
25 10.110 1359 1364 1368 rVV 922398 1182923 1.65% 0.450%

26 10.157 1368 1372 1377 rVB 1947702 2382752 3.32% 0.907%
27 10.457 1401 1423 1426 rVV 17747514 71803097 100.00% 27.339%
28 11.092 1523 1531 1533 rBvV 611825 892447 1.24% 0.340%
29 11.122 1533 1536 1540 rVV2 647018 1222383 1.70% 0.465%
30 11.163 1540 1543 1545 rVVv2 938522 1176475 1.64% 0.448%

31 11.192 1545 1548 1555 rVB 1220832 1729271 2.41% 0.658%
32 11.422 1579 1587 1589 rBV 392875 815511 1.14% 0.311%
33 11.540 1598 1607 1610 rVB 9269353 15376744 21.42% 5.855%
34 11.698 1623 1634 1638 rBV 9416203 16581322 23.09% 6.313%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120319\
Data File : BP001170.D

Aca On : 03 Dec 2019 22:37

Operator :© JU

Sample : K6027-10

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 P\METHODS\8270-BP112719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.128 1701 1707 1712 rBV 2926260 3734429 5.20% 1.422%

36 12.287 1729 1734 1738 rVB 1547188 1705995 2.38% 0.650%
37 12.439 1754 1760 1769 rVB 1318057 2179443 3.04% 0.830%
38 12.539 1769 1777 1779 rBV 744402 1114347 1.55% 0.424%
39 12.669 1792 1799 1803 rBV 1790401 2612445 3.64% 0.995%
40 12.710 1803 1806 1809 rBV 810196 795451 1.11% 0.303%

41 12.857 1826 1831 1834 rBVY 890122 1183064 1.65% 0.450%
42 12.987 1847 1853 1862 rVB2 700526 1001119 1.39% 0.381%
43 13.210 1887 1891 1896 rBV 1052924 1384519 1.93% 0.527%
44 13.269 1896 1901 1905 rVB 3325192 4263599 5.94% 1.623%
45 13.639 1957 1964 1967 rBV2 497788 722345 1.01% 0.275%

46 13.957 2014 2018 2026 rVB 597741 773381 1.08% 0.294%
47 14.063 2026 2036 2040 rBV 480957 720846 1.00% 0.274%
48 14.110 2040 2044 2050 rvB2 1137011 1361804 1.90% 0.519%
49 14.504 2107 2111 2122 rVB 2147102 2643739 3.68% 1.007%
50 15.610 2294 2299 2302 rBV 883853 1051559 1.46% 0.400%

51 15.645 2302 2305 2309 rVB 1930314 2053198 2.86% 0.782%
52 16.498 2447 2450 2457 rBV3 512739 871158 1.21% 0.332%
53 17.892 2682 2687 2691 rBV 3613203 4161301 5.80% 1.584%
54 19.251 2913 2918 2922 rBV 949700 1050925 1.46% 0.400%
55 21.021 3214 3219 3225 rVB 720720 978708 1.36% 0.373%

Sum of corrected areas: 262637616
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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 P\DATA\BP120319\

BP001170.D
03 Dec 2019
Ju

K6027-10

15

22:37

= C:\DATABASE\NIST11.L

Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P
Abundance TIC: BP001170.D
1.5e+07
8.08
1e+07
8.62
5000000 785 8.42 9.23
9.9
6.02 7.05 74965 %] 8.5 #85
| Wil BN
e T e i O - ke .M..,..4‘.,....ﬁ. Al
Time--> 2.50 3m 3m 4m 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00
Abundance TIC: BP001170.D
1d.46
1.5e+07
1e+07 11.%54.70
10.03
5000000 9.47
9.84 12.13 13.27
9.60 0.16 oy 1 2% ] a 14.50 15.65
9.56 D.IL1 e 1 11--g§3 1561
& 11.41 13.64 13196)6 16.50
ol NSl N JAM KA PO W l_A,_,“-A,, N
Time--> 950 10.00 1050 11.00 11.50 12.00 12550 13.00 13,50 14.00 1450 1500 1550 16.00  16.50
Abundance TIC: BP001170.D
1.5e+07
1e+07
5000000
17.89
19.25 21.02
S
Time--> 17.00 17,50 18.00 18,50 19.00 19.50 20.00 20.50 21.00 2150 22.00 2250 23.00 23.50  24.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001170.D

Aca On : 03 Dec 2019 22:37

Operator :© JU

Sample : K6027-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 6

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

7.05 72.62 ng 2729500 1,4-Dichlorobenzene-d4 8.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvlethvl)- 120 C9H12 000098-82-8 91
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 83
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 83
5 2,4-Nonadiyne 120 C9H12 063621-15-8 80

Abundance Scan 844 (7.052 min): BP001170.D (-835) (-) m/z 105.05 100.00%
105
5000
77 U UL L R I
39 \ 6.80 7.00 7.20 7.40
Ohrrrbpned 1136168 203231 267295326354 387415445474 514544 m/z 120.10 23.53%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9417: Benzene, (1-methylethyl)-
105
5000 U UL L LR I
6.80 7.00 7.20 7.40
m/z 77.00 18.98%
77
39
R I U By L I WL W W IR
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9414: Benzene, 1,2,3-trimethyl-
105
680 7.00 7.20 7.40
5000 m/z 79.00 15.90%
39 47

b

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #9427: Benzene, 1-ethyl-2-methyl-
105 6.80 7.00 7.20 7.40
m/z 103.00 12_.05%
5000
39 7 ‘
,...‘.,‘.”.M.H....,.... e —— S R C—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 740
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001170.D

Aca On : 03 Dec 2019 22:37

Operator :© JU

Sample : K6027-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 9

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

7.49 61.44 ng 2309220 1,4-Dichlorobenzene-d4 8.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 94
2 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 83
3 Phenethvlamine. N-benzvl-p-chloro- 245 C15H16CIN 013622-43-0 72
4 Ethanol. 2-T'(phenvimethvDaminol- 151 C9H13NO 000104-63-2 72
5 1,3,5-Cycloheptatriene, 7-ethyl- 120 C9H12 017634-51-4 53

Abundance Scan 919 (7.493 min): BP001170.D (-914) (-) m/z 90.95 100.00%
o
5000
120 Prpepmepenpoge e e
51 7.20 7.40 7.60 7.80
v Y I A47 192222253280308336_ 380 413 445475506538 m/z 120.05 19.74%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9407: Benzene, propyl-
o
5000
7.20 7.40 7.60 7.80
120 m/z 64.95 13.01%
39
mzs G S 100 1% 200 2% 300 o 40 4% 50 %
Abundance #70356: N-Benzyl-2-phenethylamine
el
120
7.20 7.40 7.60 7.80
5000 m/z 92.05 10.88%
51 | | 165 209
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 A
Abundance #98185: Phenethylamine, N-benzyl-p-chloro- R e R
o9 7.20 7.40 7.60 7.80
m/z 78.00 6.53%
120
5000
41 164
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001170.D

Aca On : 03 Dec 2019 22:37

Operator :© JU

Sample : K6027-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Mesitylene Concentration Rank 4

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

7.85 141.72 ng 5326260 1,4-Dichlorobenzene-d4 8.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-2-methvl- 120 C9H12 000611-14-3 93
2 Mesitvlene 120 C9H12 000108-67-8 91
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

m/z 105.05 100.00%

A
L L L B

7.60 7.80 8.00 8.20

77
39

1,

Abundance Scan 980 (7.851 min): BP001170.D (-972) (-)
105
5000
s 77 L
o 2ol mmmmmmmuwmmmmm
EEREE Ean R n nE SEI RS S T T T T [T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105
5000

m/z 120.05 28 .48%

_'_'—l_'_'_'_
7.60 7.80 8.00 8.20

m/z--> 0 50

I
L

100 150 200 250 300 350 400 450 500 550

m/z 77.00 13.94%

Abundance #9399: Mesitylene
105
7.60 7.80 8.00 8.20
5000 m/z 91.00 13.46%
39 77
i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105 7.60 7.80 8.00 8.20
m/z 79.00 11.88%
5000
39 i
| i

A
L B B B B

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001170.D

Aca On : 03 Dec 2019 22:37

Operator :© JU

Sample : K6027-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 unknown7.96 Concentration Rank 5

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

7.96 91.69 ng 3446170 1,4-Dichlorobenzene-d4 8.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 998 (7.957 min): BP001170.D (-991) (-) m/z 131.95 100.00%
132
5000 68
96 LA LR A AN B
i l 159191219247274300328 367398428455482508535 160 780 800 5.20
ob Ltk _1e g 159 192219247274300328 367398 428455482508535 m/z 67.95 50.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 I I R L I

7.60 7.80 8.00 8.20
m/z 66.00 36.01%

1 “ILEO3
T IIIIIIII IIIIIIIIIII L IIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 5 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
%9 o4 7.60 7.80 8.00 8.20
5000 m/z 134.00 32.77%
31
m/z--> 50 100 150 200 250 300 350 400 450 500 550 A
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine .,....,....,....,....,./
132 7.60 7.80 8.00 8.20
m/z 69.05 22 .57%
97
5000
31 70
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001170.D

Aca On : 03 Dec 2019 22:37

Operator :© JU

Sample : K6027-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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, 1,2,4-trimethyl- Concentration Rank 1

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

8.08 494.86 ng 18598800 1,4-Dichlorobenzene-d4 8.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Mesitvlene 120 C9H12 000108-67-8 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance d?can 1019 (8.081 min): BP001170.D (-1010) (-) m/z 105.05 100.00%
105
5000 Q
77
39 I 1135 186214244273301329357386__ 434 467 504 545 /.80 8.00 8.20 8.40
O L B e e e m/z 120.05 40.57%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000 ‘ATA'V—FAT_V_V—FW
7.80 8.00 8.20 8.40
m/z 77.00 14 .25%
39 77
|'Akfkllw“'w"“ N L S BRI SR WL I
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9402: Mesitylene
105
7.80 8.00 8.20 8.40
5000 m/z 91.00 12.60%
39 77
L b b
mz-> 0 50 160 150 200 250 300 350 400 450 500 550
Abundance #9410: Benzene, 1,2,4-trimethyl-
105 7.80 8.00 8.20 8.40
m/z 119.05 11.38%
5000
28 77
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001170.D

Aca On : 03 Dec 2019 22:37

Operator :© JU

Sample : K6027-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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, l-ethyl-2-methyl- Concentration Rank 3

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

8.42 197.62 ng 7427420 1,4-Dichlorobenzene-d4 8.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 94
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance d?can 1077 (8.422 min): BP001170.D (-1067) (-) m/z 105.05 100.00%
105
5000 r
77 s
39 | |l ,133  181210237264293320 359387 420 452482510538 8.00 8.20 6.0 860 580
O e R T e m/z 120.10 35.15%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000 S SRR SR
8.00 8.20 8.40 8.60 8.80
m/z 77.00 14 .50%
39 77
|'Akfkllw“'w"“ N L S BRI B B I
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105
8.00 8.20 8.40 8.60 8.80
5000 m/z 91.00 12.33%
mz> 7S b0 1k 2o 2 30 3 4% % s o
Abundance #9410: Benzene, 1,2,4-trimethyl-
105 8.00 8.20 8.40 8.60 8.80
m/z 79.00 10.11%
5000
28 77 '
-1
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60 8.80

8270-BP112719.M Wed Dec 04 17:24:12 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001170.D

Aca On : 03 Dec 2019 22:37

Operator :© JU

Sample : K6027-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Indane Concentration Rank 2

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

8.62 308.01 ng 11576300 1,4-Dichlorobenzene-d4 8.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Deltacvclene 118 C9H10 007785-10-6 76
3 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 72
4 Benzene. 1l-propenvl- 118 C9H10 000637-50-3 58
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 55

Abundance Scan 1111 (8.622 min): BP001170.D (-1104) (-) m/z 117.05 100.00%
117
5000
5% | 820 840 8.60 8.80 9.00
Ol 28l f b 147174 207 239 270299327355 385415 447475503 535 m/z 118.10 53.93%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8951: Indane
117
5000 I L UL UL I

8.20 8.40 8.60 8.80 9.00
m/z 115.05 34 .39%

27, 8 |
et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8953: Deltacyclene
117
8.20 8.40 8.60 8.80 9.00
5000 m/z 91.00 19.03%
39
77
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117 8.20 8.40 8.60 8.80 9.00
m/z 63.00 9.70%
5000
39
L 78
! |
B e e L R e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 840 8.60 8.80 9.00

8270-BP112719.M Wed Dec 04 17:24:13 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001170.D

Aca On : 03 Dec 2019 22:37

Operator :© JU

Sample : K6027-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Benzene, 1,2-diethyl- Concentration Rank 11

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

8.73 49.20 ng 1849140 1,4-Dichlorobenzene-d4 8.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 95
2 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 91
3 Benzene., 1.4—diethv|— 134 C10H14 000105-05-5 91
4 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 87
5 Benzene, 1- ethyl 3,5-dimethyl- 134 C10H14 000934-74-7 87

Abundance d?can 1129 (8.728 min): BP001170.D (-1125) (-) m/z 105.00 100.00%
105
5000 134
71
8.40 8.60 8.80 9.00
Ol el b L 173 220258 300 340368398428 461 908 541 m/z 119.05 91.25%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14837: Benzene, 1,2-diethyl-
105
5000 134

8.40 8.60 8.80 9.00

m/z 134.10 39.90%

| 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #14839: Benzene, 1,3-diethyl-
119
8.40 8.60 8.80 9.00
5000 m/z 91.00 32.06%
91
39
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14838: Benzene, 1,4-diethyl-
119 8.40 8.60 8.80 9.00
m/z 77.00 20.16%
5000
91
B M.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00

8270-BP112719.M Wed Dec 04 17:24:13 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001170.D

Aca On : 03 Dec 2019 22:37

Operator :© JU

Sample : K6027-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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, 4-ethyl-1,2-dimethyl- Concentration Rank 10

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

8.85 58.07 ng 2182490 1,4-Dichlorobenzene-d4 8.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 94
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 91
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 91
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 91
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91

Abundance Scan 1150 (8.851 min): BP001170.D (-1145) (-) m/z 119.10 100.00%
119
5000 o1
51 l ] 8.60 8.80 9.00 9.20
0 ,...r,*.ﬂ.J'..,i. 4150179210230269 315343 389419449477507535 m/z 91.00 35.66%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550
Abundance #14875: Benzene, 4-ethyl-1,2-dimethyl-
119
5000
8.60 8.80 9.00 9.20
m/z 134.10 33.75%
39 77
?”"I”'lﬁ'"I”"I”"""""""""P"'P"'P
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
8.60 8.80 9.00 9.20
5000 m/z 105.10 22.83%
39 77
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14868: Benzene, 1,2,3,4-tetramethyl-
119 8.60 8.80 9.00 9.20
m/z 77.00 13.59%
5000
I
1
m/z--> 0 50 160 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20

8270-BP112719.M Wed Dec 04 17:24:14 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001170.D

Aca On : 03 Dec 2019 22:37

Operator :© JU

Sample : K6027-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 13

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

9.07 36.47 ng 1370600 1,4-Dichlorobenzene-d4 8.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 97
2 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 96
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
4 o-Cvmene 134 C10H14 000527-84-4 95
5 p-Cymene 134 C10H14 000099-87-6 95

Abundance Scan 1187 (9.069 min): BP001170.D (-1180) (-) m/z 119.05 100.00%
119
5000
8.80 9.00 9.20 9.40
Ob b pih L,l | .11.4,5‘.1.7.6.20.7.2.3.6 266297326354 387 418447474502530 ' "1n/z 134.05  28.80%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119
5000
8.80 9.00 9.20 9.40
9a m/z 91.05 26.68%
15 21 |1
mz-> 0 55 100 150 200 250 300 350 400 450 500 550
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119
8.80 9.00 9.20 9.40
5000 m/z 117.10 18.39%
91
15 51
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl- e T
119 8.80 9.00 9.20 9.40
m/z 105.10 15.56%
5000
91
15 51
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40

8270-BP112719.M Wed Dec 04 17:24:14 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001170.D

Aca On : 03 Dec 2019 22:37

Operator :© JU

Sample : K6027-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Benzene, 1l-methyl-3-(1-meth... Concentration Rank 15

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

9.11 28.94 ng 1087810 1,4-Dichlorobenzene-d4 8.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 97
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 97
3 p-Cvmene 134 C10H14 000099-87-6 97
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94

Abundance Scan 1194 (9.110 min): BP001170.D (-1191) (-) m/z 119.10 100.00%
119
5000
o \ 8.80 9.00 9.20 9.40
39 : : :
N .l,h. 152180207 244 296 341369401428 475505 546 m/z 134.10 24._14%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14812: o-Cymene
119
5000
8.80 9.00 9.20 9.40
o1 m/z 91.00 18.87%
41 [
I"'I'II"lILII SEESESEABESERBIBRRS [rrrryrrrrr T T T T T T T T T T T T
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119
8.80 9.00 9.20 9.40
5000 m/z 77.00 10.05%
91
41
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14809: p-Cymene
119 8.80 9.00 9.20 9.40
m/z 120.10 9.53%
5000
91
41
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40

8270-BP112719.

M Wed Dec 04 17:24:15 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001170.D

Aca On : 03 Dec 2019 22:37

Operator :© JU

Sample : K6027-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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, l-ethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.44 31.48 ng 2179440 Acenaphthene-d10 13.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. l-ethvl- 156 C12H12 001127-76-0 95
2 Naphthalene. 2-ethvl- 156 C12H12 000939-27-5 94
3 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 91
4 2-Amino-4-tertbutvithiazole 156 C7H12N2S 074370-93-7 59
5 5-Acetyl-2-amino-4-methylthiazole 156 C6H8N20S 030748-47-1 53
Abundance Scan 1760 (12.439 min): BP001170.D (-1754) (-) m/z 141.05 100.00%
141
5000
3 02[ 1 ,Leg 205 239267295322351379 410439 491 536 12.20 1240 12,60 12.80
o,...?‘.l.--.u pOD 205 239267295322351379410439 D1 536 m/z 156.10 42.90%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28462: Naphthalene, 1-ethyl-
141
5000 IR BRI BURUSE BN SR
12.20 12.40 12.60 12.80
m/z 115.00 29.22%
63
V“Z*fkk}?é“ N L DL DAL AL LI S WL W
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28465: Naphthalene, 2-ethyl-
141
12.20 12.40 12.60 12.80
5000 m/z 128.05 13.19%
76
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28479: Naphthalene, 1,3- dlmethyl B L L L B
141 12.20 12.40 12.60 12.80
m/z 142 .05 12.14%
5000
76
|"??f3"'}i?' LN L DL DAL L LI S WL W
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 12.20 12.40 12.60 12.80

8270-BP112719.M Wed Dec 04 17:24:15 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001170.D

Aca On : 03 Dec 2019 22:37

Operator :© JU

Sample : K6027-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Naphthalene, 1,7-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.67 37.74 ng 2612450 Acenaphthene-d10 13.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 98
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 96
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
Abundance Scan 1799 (12.669 min): BP001170.D (-1792) (-) m/z 156.05 100.00%
156
5000
115
77 12.40 12.60 12.80 13.00
39
0,...'.,1.1.‘.“.7..1. A 188 229258287 339368397 446474504534 m/z 141.05 93.97%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28469: Naphthalene, 2,3-dimethyl-
141
5000
12.40 12.60 12.80 13.00
m/z 155.05 30.13%
76 i
|““*fkk*f'ﬂ D DRSS SN I S S B
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28488: Naphthalene, 2,6-dimethyl-
156
12.40 12.60 12.80 13.00
5000 m/z 115.00 25 .34%
115
P"W"”IJlLI”"P""'” | L SN LI UL N
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28493: Naphthalene, 1,7-dimethyl-
156 12.40 12.60 12.80 13.00
m/z 128.00 18.71%
5000
39 77 115
mz-> 0 5'0 100 150 200 250 300 350 400 450 500 550 12.40 12.60 12.80 13.00

8270-BP112719.M Wed Dec 04 17:24:16 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001170.D

Aca On : 03 Dec 2019 22:37

Operator :© JU

Sample : K6027-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Naphthalene, 2,6-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.71 11.49 ng 795451 Acenaphthene-d10 13.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 98
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 98
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 98
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
Abundance Scan 1806 (12.710 min): BP001170.D (-1803) (-) m/z 156.10 100.00%
156
5000
77 12.40 12.60 12.80 13.00
0 ,1.1.1.~.T.J.1. Ll 208236 274302328 365 401435463491 526 | 75 141 10  77.29%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28488: Naphthalene, 2,6-dimethyl-
156
5000
12.40 12.60 12.80 13.00
115 m/z 155.10 36.16%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #28500: Naphthalene, 1,6-dimethyl-
156
12.40 12.60 12.80 13.00
5000 m/z 115.00 18.54%
77 115
/TV VDU N |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28474: Naphthalene, 1,7-dimethyl-
156 12.40 12.60 12.80 13.00
m/z 128.05 15.28%
5000
o 77 115
,..”#ﬁl.,”iLL.....” e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.40 12.60 12.80 13.00

8270-BP112719.M Wed Dec 04 17:24:16 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001170.D

Aca On : 03 Dec 2019 22:37

Operator :© JU

Sample : K6027-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 Naphthalene, 1,3-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.86 17.09 ng 1183060 Acenaphthene-d10 13.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
2 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 96
4 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
Abundance Scan 1831 (12.857 min): BP001170.D (-1826) (-) m/z 141.05 100.00%
141
5000
63 2‘ 12.60 12.80 13.00 13.20
Ol ok ,1 flL72 208 244 281 328 364 416 466 505 549 m/z 156.10 87.55%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28469: Naphthalene, 2,3-dimethyl-
141
5000
12.60 12.80 13.00 13.20
m/z 115.00 26 .04%
76 i
|““*fkk*f'ﬂ LN AL LI WAL B LI DI DL B
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28479: Naphthalene, 1,3-dimethyl-
141
12.60 12.80 13.00 13.20
5000 m/z 155.10 20.19%
76
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28497: Naphthalene, 1,4-dimethyl-
156 12.60 12.80 13.00 13.20
m/z 128.10 16.70%
5000
115
50 77
mz-> G 50 100 150 200 250 30 3o 400 4% 5% 580 12.60 12.80 13.00 13.20

8270-BP112719.M Wed Dec 04 17:24:17 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001170.D

Aca On : 03 Dec 2019 22:37

Operator :© JU

Sample : K6027-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 1H-Phenalene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.96 11.17 ng 773381 Acenaphthene-d10 13.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Phenalene 166 C13H10 000203-80-5 86
2 Fluorene 166 C13H10 000086-73-7 70
3 9H-Fluorene. 9-bromo- 244 C13H9Br 001940-57-4 53
4 1.4-Oxathiinol3.2-blpvridine. 6-... 165 C8H7NOS 056114-39-7 33
5 Fluorene, 9-benzenesulfonyl- 306 C19H1402S 022010-78-2 10
Abundance Scan 2019 (13.963 min): BP001170.D (-2014) (-) m/z 165.10 100.00%
165
5000
82 115 13.60 13.80 14.00 14.20
Ol 192220 255281311 341370 404431 461488 522549 m/z 166.10 54.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #35229: 1H-Phenalene
165
5000

13.60 13.80 14.00 14.20
m/z 163.10 15.82%

0 | 115
I B o T LA e e o o O e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #35227: Fluorene
166
13.60 13.80 14.00 14.20
5000 m/z 164.05 15.26%
83 139
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #97187: 9H-Fluorene, 9-bromo-
165 13.60 13.80 14.00 14.20
m/z 82.20 7.93%
5000
39 8115 244
i B o o o o I L o N B o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20

8270-BP112719.M Wed Dec 04 17:24:17 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001170.D

Aca On : 03 Dec 2019 22:37

Operator :© JU

Sample : K6027-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 n-Hexadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.50 16.57 ng 871158 Phenanthrene-d10 15.61
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 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2450 (16.498 min): BP001170.D (-2447) (-) m/z 73.00 100.00%

5000
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213 ll|llll|llll|llll|llll
256 16.20 16.40 16.60 16.80

o 287 322353 392420 467496 543 m/z 60.00 90.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
6

157185

—

16!20 16.I40 16!60 16.I8O
m/z 43.05 88.49%

5000

157 185213 256

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72647: Tridecanoic acid
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43 S e e
16.20 16.40 16.60 16.80

5000 129 m/z 57.10 76.70%
171
ﬂ W'l l 214
...,w..ﬁﬁnﬂﬂ.ﬂwﬂ.” T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid R RS S s
43 |73 16.20 16.40 16.60 16.80
m/z 55.05 76.67%
5000 129
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1
e e ARamans
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP120319\
Data File : BP001170.D

Acq On : 03 Dec 2019 22:37

Operator : JU

Sample : K6027-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP112719_.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... 7.05 72.6 ng 2729500 1 8.32 751677 20.0
Benzene, propyl- 7.49 61.4 ng 2309220 1 8.32 751677 20.0
Mesitylene 7.85 141.7 ng 5326260 1 8.32 751677 20.0
unknown7 .96 7.96 91.7 ng 3446170 1 8.32 751677 20.0
Benzene, 1,2,4-tr... 8.08 494 .9 ng 18598800 1 8.32 751677 20.0
Benzene, 1-ethyl-.._. 8.42 197.6 ng 7427420 1 8.32 751677 20.0
Indane 8.62 308.0 ng 11576300 1 8.32 751677 20.0
Benzene, 1,2-diet... 8.73 49.2 ng 1849140 1 8.32 751677 20.0
Benzene, 4-ethyl-.._. 8.85 58.1 ng 2182490 1 8.32 751677 20.0
Benzene, l-ethyl-_._. 9.07 36.5 ng 1370600 1 8.32 751677 20.0
Benzene, 1l-methyl... 9.11 28.9 ng 1087810 1 8.32 751677 20.0
Naphthalene, 1-et... 12.44 31.5 ng 2179440 3 13.21 1384520 20.0
Naphthalene, 1,7-... 12.67 37.7 ng 2612450 3 13.21 1384520 20.0
Naphthalene, 2,6-... 12.71 11.5 ng 795451 3 13.21 1384520 20.0
Naphthalene, 1,3-... 12.86 17.1 ng 1183060 3 13.21 1384520 20.0
1H-Phenalene 13.96 11.2 ng 773381 3 13.21 1384520 20.0
n-Hexadecanoic acid 16.50 16.6 ng 871158 4 15.61 1051560 20.0
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