LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112089.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1167-05

Misc :

ALS Vial : 16 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-BF011619.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 2.152 6 11 19 rVB 192503 265742 2.88% 0.307%
2 3.398 221 223 243 rBV 60318 178749 1.94% 0.206%
3 5.087 506 510 518 rVB 372724 527651 5.71% 0.609%
4 5.504 576 581 584 rBVY 7299637 7700257 83.36% 8.885%
5 5.704 609 615 625 rBV 144106 174626 1.89% 0.201%
6 6.510 747 752 761 rBV2 6877250 8849163 95.80% 10.211%
7 6.639 769 774 777 rBVY 8463170 8404019 90.98% 9.697%
8 6.698 780 784 788 rVV2 222611 272531 2.95% 0.314%
9 6.739 788 791 796 rVB 111490 107967 1.17% 0.125%
10 6.863 808 812 819 rBVY 2203408 1893484 20.50% 2.185%

11 7.022 834 839 842 rBV 7361798 6605464 71.51% 7.622%
12 7.122 852 856 863 rBvV 143565 151319 1.64% 0.175%
13 7.422 901 907 911 rBV 4765656 5379881 58.24% 6.208%
14 7.716 954 957 968 rVB 405624 367402 3.98% 0.424%
15 8.145 1026 1030 1033 rBV 2580711 2387908 25.85% 2.755%

16 8.357 1061 1066 1069 rBV 347712 285828 3.09% 0.330%
17 8.416 1073 1076 1080 rBV 403408 331525 3.59% 0.383%
18 8.851 1145 1150 1155 rVB2 149622 182830 1.98% 0.211%
19 9.133 1196 1198 1201 rBV 106434 95854 1.04% 0.111%
20 9.222 1208 1213 1216 rBV 9310236 9236865 100.00% 10.658%

21 9.345 1231 1234 1237 rBV 119552 131017 1.42% 0.151%
22 9.604 1275 1278 1283 rBV 1057553 975101 10.56% 1.125%
23 9.757 1301 1304 1309 rBvV 120480 123408 1.34% 0.142%
24 9.898 1324 1328 1331 rBV2 3018272 2512265 27.20% 2.899%
25 9.927 1331 1333 1337 rVB 191674 164661 1.78% 0.190%

26 10.445 1418 1421 1426 rVB 185762 179620 1.94% 0.207%
27 10.692 1458 1463 1466 rBV 5805214 5545119 60.03% 6.398%
28 10.816 1479 1484 1490 rVB 151755 192887 2.09% 0.223%
29 11.280 1560 1563 1567 rVB 123623 118941 1.29% 0.137%
30 11.386 1577 1581 1583 rBV 2583655 2364723 25.60% 2.729%

31 11.410 1583 1585 1589 rVvVv 713811 599098 6.49% 0.691%
32 11.457 1591 1593 1596 rVB 208903 172811 1.87% 0.199%
33 11.886 1663 1666 1668 rBV 106261 101351 1.10% 0.117%
34 11.910 1668 1670 1676 rVB2 317175 297306 3.22% 0.343%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112089.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1167-05

Misc :

ALS Vial : 16 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\HPCHEM1\BNA F\METHODS\8270-BF011619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.998 1682 1685 1688 rBV 225568 239311 2.59% 0.276%

36 12.598 1784 1787 1791 rBV 1261502 1017150 11.01% 1.174%
37 12.827 1820 1826 1832 rBV 1077261 1123108 12.16% 1.296%
38 12.974 1846 1851 1854 rBV 7780961 7798629 84.43% 8.999%
39 13.157 1880 1882 1886 rVB 124023 105727 1.14% 0.122%
40 13.663 1965 1968 1972 rVB 86896 101166 1.10% 0.117%

41 13.857 1998 2001 2008 rVB2 787226 876512 9.49% 1.011%
42 14.027 2025 2030 2032 rBV2 2463372 2547282 27.58% 2.939%
43 14.051 2032 2034 2039 rVB 504808 426081 4.61% 0.492%
44 14.180 2054 2056 2060 rVB 118352 108965 1.18% 0.126%
45 14.486 2105 2108 2115 rBV3 270437 372469 4._.03% 0.430%

46 14.792 2157 2160 2165 rVB 236477 254674 2.76% 0.294%
47 15.068 2203 2207 2210 rBVY 421230 591966 6.41% 0.683%
48 15.133 2215 2218 2222 rVV 293786 319043 3.45% 0.368%
49 15.374 2256 2259 2265 rVB 260116 344318 3.73% 0.397%
50 15.439 2266 2270 2275 rVV 292473 403152 4_36% 0.465%

51 15.504 2276 2281 2293 rVB 1542639 2281349 24.70% 2.632%
52 15.951 2354 2357 2363 rVB 214223 286674 3.10% 0.331%
53 16.462 2440 2444 2447 rBV 113215 164415 1.78% 0.190%
54 16.980 2528 2532 2539 rVB2 126087 225848 2.45% 0.261%
55 17.421 2604 2607 2615 rVB 102675 200132 2.17% 0.231%

Sum of corrected areas: 86665344
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112089.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1167-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF112089.D
6.64
8000000
5.50 7.02
6.51
6000000
7.42
4000000
6.86
2000000
oS 340 N | s bﬂJ i
—_—— " T o= & e o R e e A e e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF112089.D
9|22

8000000 12.97

6000000 10.69

4000000

9.90
8.15 11.39
2000000
8342 H @82 13.16

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF112089.D

8000000

6000000

4000000

14.03
2000000
15.95 16.46 16.98 17.42
-7

Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112089.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1167-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Butane, 2-methoxy-2-methyl- Concentration Rank 9

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

2.15 2.81 ng 265742 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 11 (2.152 min): BF112089.D (-6) (-) m/z 73.05 100.00%
74.0
5000 43.0
55.0 87.0
651 95.0 2.20 2.30 2.40 2.50 2.60
e e 832 L 950 m/z 43.05  37.73%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 RS AR IS LULEE AR
430 950 220 2.30 2.40 2.50 2.60
‘ 87.0 m/z 87.05 25.20%
27.0
"'|""|"'“h“"'hL'L'|"' 'F%O"“""|""|"'%q%9"|
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy-
73.0
1220 2.30 2.40 250 2.60
5000 m/z 55.05 24 .80%
45.0
29.0
| 3z ‘\ 55.0 ‘ 101.0
miz--> 10 20 30 4'0 50 60 70 8 0 100 |
Abundance #734: N-Ethylformamide R S ARREES SR Easy sy
30.0 2.20 2.30 2.40 2.50 2.60
73.0 m/z 71.05 11.96%
5000
44.0 58.0
2o Il
| | il
m/z--> 10 20 30 40 50 60 70 8 9 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112089.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1167-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.09 5.57 ng 527651 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane 58 C4H10 000106-97-8 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 511 (5.092 min): BF112089.D (-506) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 R AR
83.0 4.80 5.00 5.20 5.40
: m/z 59.05 56.34%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R A U S SRR
4.80 5.00 5.20 5.40
59.0 m/z 101.10 20.58%
27.0 10 830 101.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
480 5.00 520 540
5000 210 m/z 58.10 15.93%
“'P'“I“'W'“'P'”HA'W'Al”'“I“'W'“'P'“I“'W'“'ﬁ???“éf%g
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #233: Butane R EAREEERE RS
43.0 4.80 5.00 520 5.40
m/z 41.05 8.34%
5000 29.0
58.0
10 190 \‘\‘ ‘
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112089.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1167-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 3 unknown6.64 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.64 88.77 ng 8404020 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 30
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 774 (6.639 min): BF112089.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.1 B RN S LR
40.0 540 J 6.40 6.60 6.80 7.00
M.l?}-?. dgmso o m/z 68.05 41.37%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 6r.0 AT

6.40 6.60 6.80 7.00
m/z 134.00 35.31%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
A L R
69.0 1040 6.40 6.60 6.80 7.00
5000 ' m/z 66.05 27.28%
31.0 51.0
A A
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl O EaE L B REE
57.0 132.0 6.40 6.60 6.80 7.00
4.0 m/z 69.05 17.18%
116.0
5000 98.0
SR VO SOV G- S| 6 AN
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112089.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1167-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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-ethenyl-3-methyl- Concentration Rank 8

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

6.70 2.88 ng 272531 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethenvl-3-methvl- 118 C9H10 000100-80-1 96
2 Benzene. l1l-propenvl- 118 C9H10 000637-50-3 94
3 Benzene. l1l-ethenvl-2-methvl- 118 C9H10 000611-15-4 94
4 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 93
5 Benzene, 1,1"-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 91

Abundance Scan 784 (6.698 min): BF112089.D (-780) (-) m/z 117.10 100.00%
117.1
5000
91.1
390 510 630 770 ‘ 10?-0 ‘ 6.40 6.60 6.80 7.00
..“.”,”.w.”JﬁU”Hthﬂl.“:M,”.ﬁ:”.u.”,”!h.”., m/z 118.10 85.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8972: Benzene, 1-ethenyl-3-methyl-
118.0
5000
6.40 6.60 6.80 7.00
00 910 1030 m/z 115.10 41.77%
. 58.0 .
..,?QQ,.?E?...J,.”.;..uluhh.,.Tn?...n,u..,:...“.. S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8958: Benzene, 1-propenyl-
117.0
640 6.60 6.80 7.00
5000 m/z 91.10 33.39%
91.0
39.0 51.0 . 77.0 ‘ 103.0
..,.1.5'.9,..2.7'.?....,....i‘...a?ﬁ.?.,...‘l,....‘i:...,a‘...,..l.‘,....,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117.0 6.40 6.60 6.80 7.00
m/z 103.00 13.33%
5000
91.0
39.0 58.0 103.0
'W'”'P?h?“'JP'“H”'WHA'PTE?”'“L”'UM”I”l“'”'I IRBEAAREE SRR UL SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112089.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1167-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Benzenemethanethiol, .alpha... Concentration Rank 5

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

7.72 3.08 ng 367402 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanethiol. .alpha.-met... 138 C8H10S 006263-65-6 86
2 Benzenemethanethiol. 4-methvl- 138 C8H10S 004498-99-1 80
3 3-Methvlbenzvl mercaptan 138 C8H10S 025697-56-7 72
4 Benzene. (1-bromoethvl)- 184 C8H9Br 000585-71-7 72
5 3,4-Dimethylthiophenol 138 C8H10S 018800-53-8 72

Abundance Scan 958 (7.722 min): BF112089.D (-954) (-) m/z 105.10 100.00%
106.1
5000
i 138.1 7.40 7.60 7.80 8.00
51.0 . . . . .
s S0 MW L0 TR 1689 nzr 77,10 16,926
m/z--> 20 40 60 80 100 120 140 160
Abundance #17454: Benzenemethanethiol, .alpha.-methyl-
105.0
2000 51.0 79.0 7.40 7.60 7.80 8.00
138.0 m/z 79.10 14.77%
38/0 65.0 . 92,0 -||l] 12?..0
miz--> 20 40 60 80 100 120 140 160
Abundance #17437: Benzenemethanethiol, 4-methyl-
105.0
7.40 7.60 7.80 8.00
5000 m/z 103.05 12.93%
138.0
270 430 630 "[° 910 | 1590
miz--> 20 40 60 80 100 120 140 160
Abundance #17435: 3-Methylbenzyl mercaptan
105.0 7.40 7.60 7.80 8.00
m/z 106.10 8.30%
5000 138.0
39.0 790
150 . 7 830 | 920 ) 1210 |
m/z--> 20 40 60 80 100 120 140 160 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112089.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1167-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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, 1l-methyl-3-(1-meth... Concentration Rank 13

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

8.36 2.39 ng 285828 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-methvl-3-(1l-methvleth... 134 Cl10H14 000535-77-3 83
2 o-Cvmene 134 C10H14 000527-84-4 81
3 p-Cvmene 134 C10H14 000099-87-6 80
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 72
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 64

Abundance Scan 1067 (8.363 min): BF112089.D (-1061) (-) m/z 119.10 100.00%
119.1
5000
91.0 SRS | ViNN——
39.0 51.0 65.0 77.0 103.1 152.0 8.00 8.20 8.40 8.60
O Sk O e reretirrrriben bl B U hjz 91.05 24,510
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
118.0
5000 BEURAAREE
8.00 8.20 8.40 8.60
910 134.0 m/z 117.05 16.36%
15.0 27.0 410530 650 770 | ]_030 .
s 3 a e o e o 8 1o i 136 186 146 18 1%
Abundance #14810: o-Cymene
119.0
8.00 8.20 8.40 8.60
5000 m/z 120.10 10.46%
134.0
91.0
1§0270390510 650 770 1030 | |
| | | 1l Ly L 1 L
miz> 10 30 30 40 50 & 7o 8 9 100 110 140 130 146 150 160
Abundance #l4807:p—Cymene |||||Il‘|llll|llll|llll|l
119.0 8.00 8.20 8.40 8.60
m/z 115.10 8.93%
5000
134.0
91.0
15.0 27.0 410 539650 77.0 | 1030 |
s o S B T o b 115 150 Tho 130 485 1k 8.00 820 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112089.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1167-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 o0-Cymene Concentration Rank 10

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

8.42 2.78 ng 331525 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 81
2 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 81
3 p-Cvmene 134 C10H14 000099-87-6 74
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 72
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 72

Abundance Scan 1077 (8.422 min): BF112089.D (-1073) (-) m/z 119.05 100.00%
119.1
5000
91.0 S |V 1 S,
39.0 51.0 65.0 770 103.1 136.0 1521 8.00 820 840 860 8.80
m/z 91.05 25.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14810: o-Cymene
119.0
5000
8.00 8.20 8.40 8.60 8.80
91.0 134.0 m/z 117.05 17.89%
ﬁOﬂowoam 65.0 770 | 1030
mz-> 10 20 9 40 % 60 70 8 90 100 110 130 130 140 150
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
8.00 8.20 8.40 8.60 8.80
5000 m/z 121.00 14.76%
134.0
91.0
15.0 27.0 410530 650 770 103.0 | ‘
s B T B A o o T o5 S 10 116 13 16 T 15 "
Abundance #14809: p-Cymene
119.0 8.00 8.20 8.40 8.60 8.80
m/z 120.10 10.55%
5000
91.0 134.0
270 40530 650770 | 1030 |
s T R o T e e T e e | | kel sk ahe sk

8270-BF011619.M Fri Jan 18 03:40:40 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112089.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1167-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Anthracene, 1l-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.91 2.51 ng 297306 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 92
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 83
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 64

Abundance Scan 1670 (11.910 min): BF112089.D (- 1668) ) m/z 192.05 100.00%

5000

11.60 11.80 12.00 12.20
m/z 73.00 80.23%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54732: Anthracene, 1-methyl-

=
(]
o

5000 T T T
11. 60 11. 80 12. OO 12.20
83.0 165.0 m/z 43.10 67.72%
15,0 39.0 63.0 115.0 139.0 '
B RRE R EE R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 7
T T T

11.60 11.80 12.00 12.20
m/z 60.00 62.06%

5000
L
| il
A RARRR RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54734: Anthracene, 2-methyl- T e e LB R
192.0 11.60 11.80 12.00 12.20
m/z 191.10 57.39%
5000
96.0 165.0
R B A R o o e R RARRa RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF011619.M Fri Jan 18 03:40:40 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112089.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1167-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.00 2.02 ng 239311 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 76
2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 53
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 53
4 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 43
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 37
Abundance Scan 1685 (11.998 min): BF112089.D 1682) ) m/z 190.05 100.00%

5000

11.60 11.80 12.00 12.20 12.40

139.1
| 115.0 il 2430 Tn/7 189.05  98.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0

5000
11.60 11.80 12.00 12.20 12.40

94.0 m/z 192.05 44.38%
113.0 137.0 163.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl

190.0
450 146.0
11.60 11.80 12.00 12.20 12.40
5000 82.0 m/z 191.10 41.09%
117.0
171.0
e \H‘ HHH q\\”“\‘ ‘M M‘\ \HI “ HH ‘H ...‘.|....|....|....|.
m/z--> 20 80 100 120 140 160 180 200 220 240 260
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0 11.60 11.80 12.00 12.20 12.40
m/z 94_.50 26.67%
5000
94.0
163.0 I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20 12. 40

8270-BF011619.M Fri Jan 18 03:40:41 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112089.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1167-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.86 6.88 ng 876512 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI302 074339-54-1 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
Abundance . Scan 2002 (13.863 min): BF112089.D (-1998) (-) m/z 57.10 100.00%
511 831
5000
230.1 1360 13.80 14.00 1420
139.1 1682 200.0 13.60 13.80 14.00 14.20
S 2801 334 Tm/z 43.10 90.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127769: 5-Eicosene, (E)-
54.0
83.0
5000 LI SRR B SULN SR
13.60 13.80 14.00 14.20
29.0 m/z 83.10 82.63%
139.0 167.0 196.0 223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
580 83.0
|13.60 13.80 14.00 14.20
5000 111.0 m/z 55.10 79.30%
29.0
Ll | | 11390167.0 196.0 238,0266.0 294.0
m/z--> 20 40 60 80 60 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol A BEE s maE e B
550 83.0 13.60 13.80 14.00 14.20
m/z 69.10 74._.97%
29.0
Lo H I ‘13?0167019602240252028003080
m/z--> 2b&eo%ﬁmﬁmmmmmmnmm%mmﬁmh' 13.60 13.80 14.00 14.20

8270-BF011619.M Fri Jan 18 03:40:42 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112089.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1167-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Heptadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.49 2.92 ng 372469 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Octadecane 254 C18H38 000593-45-3 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 2109 (14.492 min): BF112089.D (-2105) (-) m/z 57.10 100.00%
57.1
5000
97.1 254.1
127.1 1691 397.3 14.20 14.40 14.60 14.80
I ,-."."J.'h, Loy 22002090 2982 333 TUT "m/z 43.10 75.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane
57.0
5000 N SRR UL SO B
mmmmmmmm
99.0 m/z 71.10 70.30%
2710 | J i ‘1410 1820 240.0
m/z--> §0 100 1%0 200 2éo 360 3%0 400
Abundance #105886: Octadecane
57.0
' 14.20 14.40 14.60 14.80
5000 m/z 85.10 52.18%
99.0
2700 | | 11 | | 1410 1830 2p40254.0
m/z--> - "go lod - léd T éoo"' ééd - éoo - ééd B ﬁoo
Abundance #117636: Nonadecane e =
57.0 14.20 14.40 14.60 14.80
m/z 55.05 39.13%
5000
99.0 268.0
2700 | | ]| M9 1830 zas0
A T iéo' - 'zoo' s we  de  de 14.20 14.40 14.60 14.80

8270-BF011619.M Fri

Jan 18 03:40:42 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112089.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1167-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.37 3.02 ng 344318 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 99
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 98
3 Benzolalpvrene 252 C20H12 000050-32-8 94
4 Benzolil1fluoranthene 252 C20H12 000205-82-3 93
5 Perylene 252 C20H12 000198-55-0 93
Abundance Scan 2258 (15.368 min): BF112089.D (-2256) (-) m/z 252.10 100.00%
259.1
5000
125.1
15.00 15.20 15.40 15.60
224.1
oAt AL LAl Sert ol 29183233 8152 1 nm/z 250.05  29.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
250.0
5000

15.00 15.20 15.40 15.60
m/z 253.10 21.35%

125.0
50.0 83.0 , | 174.0 2240
—
m/z--> 50 100 150 200 250 300 350 400
Abundance #104227: Benz[e]acephenanthrylene
252.0
15.00 15.20 15.40 15.60
5000 m/z 125.10 19.74%
126.0
390 870 , | 1740 2240 J\
— Tt e
m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene L BT o
252.0 15.00 15.20 15.40 15.60
m/z 126.00 13.99%
5000
126.0
57.0 87.0 , | 174.0 224.0 j\
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60

8270-BF011619.M Fri Jan 18 03:40:43 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112089.D

Aca On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1167-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Pentacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.95 2.51 ng 286674 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 89
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Octadecane. l-iodo- 380 C18H371 000629-93-6 86
4 2-Thiopheneacetic acid. 4-tetrad... 338 C20H3402S 1000280-67-0 80
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 72
Abundance Scan 2357 (15.951 min): BF112089.D (-2354) (-) m/z 57.10 100.00%
57.1
991 llllllllllllllllll
14]_ 1 183 1 266 1 15 60 15. 80 16. 00 16 20
N J ' || bl 1,502 2208 Rns | 3191 3982 41520 sz 71.10  78.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
5000 L DA SURBL UL UL B
15 60 15. 80 16. 00 16.20
m/z 43.10 65.02%
26,0|| | | | I| L] 1410 1830 2250 267.0 300.0 352.0
m/z--> 50 100 1%0 260 250 360 3éo 460
Abundance #215181: 2-methyloctacosane
57.0
15.60 15.80 16.00 16.20
5000 m/z 85.10 56.82%
99.0
0} ‘] | | | 420 183.0 225.0 267.0 309.0 _365.0
m/z--> éo 160 150 260 250 300 3éo 460
Abundance #202264: Octadecane, 1-iodo-  REaEE
57.0 15.60 15.80 16.00 16.20
m/z 41.10 21.99%
5000
99.0 155.0
| O Tl S B —
m/z--> 50 100 150 200 250 300 350 400 15 60 15. 80 16. 00 16 20

8270-BF011619.M Fri Jan 18 03:40:44 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF011719\
Data File : BF112089.D

Acq On : 17 Jan 2019 15:11

Operator : JU/SJ

Sample : K1167-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011619._.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]
Butane, 2-methoxy... 2.15 2.8 ng 265742 1 6.86 1893480 20.0
2-Pentanone, 4-hy... 5.09 5.6 ng 527651 1 6.86 1893480 20.0
unknown6 .64 6.64 88.8 ng 8404020 1 6.86 1893480 20.0
Benzene, l-etheny... 6.70 2.9 ng 272531 1 6.86 1893480 20.0
Benzenemethanethi. .. 7.72 3.1 ng 367402 2 8.15 2387910 20.0
Benzene, 1l-methyl... 8.36 2.4 ng 285828 2 8.15 2387910 20.0
o-Cymene 8.42 2.8 ng 331525 2 8.15 2387910 20.0
Anthracene, 1-met... 11.91 2.5 ng 297306 4 11.39 2364720 20.0
4H-Cyclopenta[def... 12.00 2.0 ng 239311 4 11.39 2364720 20.0
5-Eicosene, (E)- 13.86 6.9 ng 876512 5 14.03 2547280 20.0
Heptadecane 14.49 2.9 ng 372469 5 14.03 2547280 20.0
Benzo[e]pyrene 15.37 3.0 ng 344318 6 15.50 2281350 20.0
Pentacosane 15.95 2.5 ng 286674 6 15.50 2281350 20.0

8270-BF011619.M Fri Jan 18 03:40:44 2019 Page: 17



