LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118700.D
Aca On : 24 Jan 2020 22:03 Instrument :
Operator : CG/JU E?Afs el
- _ lentosampleld :
3?22'6 - L1242-11 20200064-AMENDED-COMP-2
ALS Vial : 20 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-BF012020.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 2.140 3 9 21 rVB 998641 1363519 15.23% 2.791%
2 5.104 501 513 516 rBVY 4896653 8954037 100.00% 18.326%
3 5.481 573 577 581 rVB 1209686 1002426 11.20% 2.052%
4 6.392 729 732 736 rBV 196027 175537 1.96% 0.359%
5 6.486 742 748 756 rBV2 2593896 2923971 32.66% 5.984%
6 6.557 756 760 762 rBV 209668 179937 2.01% 0.368%
7 6.692 780 783 788 rVB 999953 765305 8.55% 1.566%
8 6.863 808 812 816 rBVY 1791743 1453086 16.23% 2.974%
9 6.928 820 823 826 rvVv 413933 361486 4.04% 0.740%
10 7.022 835 839 842 rBVY 4701818 3980699 44.46% 8.147%

11 7.186 863 867 870 rBvV 135473 112660 1.26% 0.231%
12 7.422 899 907 910 rBV 3156947 2961343 33.07% 6.061%
13 7.575 929 933 936 rVB 971784 771671 8.62% 1.579%
14 7.633 940 943 946 rVvV 117484 97209 1.09% 0.199%
15 8.145 1026 1030 1033 rBV 2273298 1836598 20.51% 3.759%

16 9.222 1208 1213 1216 rBV 5408919 4834437 53.99% 9.894%
17 9.610 1275 1279 1283 rVB 1011063 817323 9.13% 1.673%
18 9.898 1324 1328 1332 rVV 2388687 2050996 22.91% 4.198%
19 10.680 1458 1461 1467 rBV 662037 580420 6.48% 1.188%
20 10.804 1478 1482 1490 rVB2 292141 331206 3.70% 0.678%

21 10.992 1511 1514 1517 rBV3 71903 94921 1.06% 0.194%
22 11.045 1520 1523 1527 rVB3 89866 94002 1.05% 0.192%
23 11.239 1552 1556 1562 rBV3 218153 290430 3.24% 0.594%
24 11.380 1576 1580 1583 rBV 2301238 1980743 22.12% 4.054%
25 11.451 1588 1592 1596 rVB2 106393 124828 1.39% 0.255%

26 11.604 1615 1618 1622 rBV 92518 91635 1.02% 0.188%
27 11.904 1667 1669 1674 rBV2 132157 135085 1.51% 0.276%
28 11.998 1682 1685 1691 rVB2 66869 92177 1.03% 0.189%

29 12.163 1711 1713 1717 rVB2 116341 101849 1.14% 0.208%
30 12.592 1783 1786 1789 rVB 282956 230637 2.58% 0.472%

31 12.821 1819 1825 1827 rBV 247781 276478 3.09% 0.566%
32 12.962 1845 1849 1858 rVB 4915820 4240124 47 .35% 8.678%
33 13.210 1887 1891 1894 rVB2 74523 95902 1.07% 0.196%
34 13.857 1997 2001 2009 rBV 405984 472679 5.28% 0.967%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\

Data File : BF118700.D

Aca On - 24 Jan 2020 22:03

Operator : CG/JU

3?22'6 - L1242-11 20200064-AMENDED-COMP-2
ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.015 2022 2028 2031 rBV 1647225 1716886 19.17% 3.514%

36 14.039 2031 2032 2038 rVB 181679 131308 1.47% 0.269%
37 14.180 2054 2056 2061 rVB2 98643 95171 1.06% 0.195%
38 14.486 2105 2108 2112 rVB2 150598 145289 1.62% 0.297%
39 14.792 2157 2160 2165 rBV 142016 151203 1.69% 0.309%
40 14.868 2170 2173 2178 rVB 297108 281253 3.14% 0.576%

41 15.051 2201 2204 2212 rVB 126686 242255 2.71% 0.496%
42 15.133 2214 2218 2221 rBVY 138770 167912 1.88% 0.344%
43 15.415 2263 2266 2270 rVB 119868 135892 1.52% 0.278%
44 15.480 2272 2277 2281 rBV 1288541 1614424 18.03% 3.304%
45 15.515 2281 2283 2291 rVB2 148987 181074 2.02% 0.371%

46 15.951 2354 2357 2362 rVB 94777 122440 1.37% 0.251%

Sum of corrected areas: 48860463
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\

Data File : BF118700.D

Aca On - 24 Jan 2020 22:03

Operator : CG/JU

ﬁ?gg'e - L1242-11 20200064-AMENDED-COMP-2
ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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: BF118700.D

5000000 5.10 7.02

4000000

7.42

3000000
6.49

2000000

D
1000000f 14

0 e ol
5.00
TIC: BF118700.D

Time-->
Abundance

5000000

4000000

3000000
9.90

11.38

8.15
2000000

1000000 9.61

12.50 13.00

T
10.00 10.50
TIC: BF118700.D

11.00 11.50 12.00

0t —r—r—
Time--> 9.50

Abundance

5000000

4000000

3000000

2000000 14.02

15.48

1000000

7
1516613 154p52 15.95

0
Time-->

T
18.00 18.50

16.50

I
17.00 17.50

R
13.50 14.00 14.50

15.00

15.50 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\

Data File : BF118700.D

Aca On - 24 Jan 2020 22:03

Operator : CG/JU

ﬁ?gg'e - L1242-11 20200064-AMENDED-COMP-2
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.14 18.77 ng 1363520 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 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 9 (2.140 min): BF118700.D (-3) (-) m/z 73.05 100.00%
B
5000 j\
43 55 87 N
| 207 220 2.30 2.40 2.50 2.60
ol b e e e 29 m/z 43.00  32.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 U SRR AR AR LA
43 9 2.20 2.30 2.40 2.50 2.60
- 87 m/z 87.05 25.97%
0-.-““--‘.“-‘--‘-.--“-‘-.-‘---1.0-1---.----.----.----.----.----
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
87 USRS A UL LR
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 55.00 22.74%
29
0 97 112 129
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50 2.60

m/z 71.10 11.16%

5000 43
58
29 ‘ 87
0 J ‘ ! Il ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 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\BF012420\
Data File : BF118700.D

Aca On : 24 Jan 2020 22:03

Operator : CG/JU

Sample : L1242-11

Misc :

ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 1

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

5.10 123.24 ng 8954040 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 56
2 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 25
3 Acetone 58 C3H60 000067-64-1 10
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 512 (5.098 min): BF118700.D (-501) (-) m/z 42.95 100.00%
43
59
5000
101 D B D
4.80 5.00 5.20 5.40
83
0...,....,....,....,....',.:..‘?.1.-.'1,...‘.3?....,.-...,...:,....,....,....,....,...., m/z 59.10 61.63%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LS UL I
59 480 500 520 540
m/z 101.10 25.42%
31 83 g3 101
0'”P”W””P“N””W”W”“P”W””W”W””“”W””P”W””P”W
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.00 17.21%
68
o 50 126 142
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #214: Acetone LI I L L
43 480 5.00 5.20 5.40
m/z 41.10 9.86%
5000
15
58
0 2 A 2\\? 1
RS SN AR RN NLARS RRARE SN ARREE R NARRA RS LARASERRAS LRSS UARS RRRRY HRBE RS LR I
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118700.D

Aca On : 24 Jan 2020 22:03

Operator : CG/JU

Sample : L1242-11

Misc :

ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Benzene, l-ethyl-2-methyl- Concentration Rank 13

20200064-AMENDED-COMP-2

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

6.39 2.42 ng 175537 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 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

Abundance Scan 732 (6.392 min): BF118700.D (-729) (-) m/z 105.10 100.00%
105
5000
120
39 51 65 7|7 91 207 6.00 6.20 6.40 6.60 6.80
O gl el 207 T777120.10 0 32.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000 -ﬂ-rfTTﬂw-rr+T4*ﬂ“JLTTTﬂﬂ-rrT
120 6.00 6.20 6.40 6.60 6.80
m/z 77.00 13.10%
27 39 51 @5 77 91
0"'|J“'M'N“1m"ﬂ"M'Nm"f'“'l"“l""w"'l“"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
6.00 6.20 6.40 6.60 6.80
5000 m/z 91.10 12.84%
120
15 27 39 51 65 77 91
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105 6.00 6.20 6.40 6.60 6.80
m/z 106.00 10.03%
5000
120
15 27 3\9 5\1 6? 7\7\ 9\1 Ll A,
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\

Data File : BF118700.D

Aca On - 24 Jan 2020 22:03

Operator : CG/JU

ﬁ?gg'e - L1242-11 20200064-AMENDED-COMP-2
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 Benzene, 1,2,3-trimethyl- Concentration Rank 4

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

6.69 10.53 ng 765305 1,4-Dichlorobenzene-d4 6.86
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 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90

Abundance Scan 783 (6.692 min): BF118700.D (-780) (&)) m/z 105.10 100.00%
105
5000 120 ﬂ
91 6.40 6.60 6.80 7.00
39 51 65
o..,....,....,....,....,..?.8,.-.-..,...|.',.8.4..,'...9.8,.':!.,1.1?’.-.|,-....,. m/z 120.05 43.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120 Q!E
5000

6.40 6.60 6.80 7.00
m/z 119.05 12 .22%

39 51 77 91
I N e U iS5 AN S - Y R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 6.40 6.60 6.80 7.00
5000 m/z 77.00 11.64%
27 41 51 gg s 09l
O T e e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9399: Mesitylene
6.40 6.60 6.80 7.00
m/z 91.05 10.08%
5000

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\BF012420\

Data File : BF118700.D

Aca On - 24 Jan 2020 22:03

Operator : CG/JU

ﬁ?gg'e - L1242-11 20200064-AMENDED-COMP-2
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 1,2-Benzenediol, 4-methyl- Concentration Rank 5

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

7.57 8.40 ng 771671 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenediol. 4-methvl- 124 C7H802 000452-86-8 50
2 Fumaronitrile 78 CA4H2N2 000764-42-1 9
3 Benzene 78 C6H6 000071-43-2 9
4 1.2.4-Trithiolane 124 C2H4S3 000289-16-7 9
5 Carbamothioic acid, O-butyl ester 133 C5H11NOS 000692-99-9 9

Abundance Scan 932 (7.569 min): BF118700.D (-929) (-) m/z 123.90 100.00%
78 24
45
5000
i 75 740 70 780 500
o..,....,....,....,.:.I.,....'!.'..‘??..:-'I.?.G.,..g.e.,....,....,. | m/z 78.00 88.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10433: 1,2-Benzenediol, 4-methyl-
78 124
5000 ERARARARERARARRS AR
720 7.40 7.60 7.80 8.00
o5 106 m/z 45.00 60.96%
0:|||||||||?T|||||||||||||||||||| 4 “::::lul‘uuluumwunu : ‘” —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
78
51 U L IR L
7.20 7.40 7.60 7.80 8.00
5000 m/z 46.00 27.53%
26
38 62
G R RS A AR AR AR RARRS LR RSN SRS LRSS RARRE LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1016: Benzene s £ R B
78 7.20 7.40 7.60 7.80 8.00
m/z 60.00 20.75%
5000
51
0"I'%?'I'qu"”Jl"'wk"'léé" SARANRARANEADS SUASS DRABE SRABE BRA U L IR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\

Data File : BF118700.D

Aca On - 24 Jan 2020 22:03

Operator : CG/JU

ﬁ?gg'e - L1242-11 20200064-AMENDED-COMP-2
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 Lenthionine Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.80 3.34 ng 331206 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lenthionine 188 C2H4S5 000292-46-6 96
2 1.2.4.6-Tetrathiepane 170 C3H6S4 000292-45-5 45
3 1.2.4-Trithiolane 124 C2H4S3 000289-16-7 45
4 Ehvlthiophosphonamide. o-methvl ... 139 C3H10NOPS 1000306-03-7 40
5 1,2-Benzenedithiol 142 C6H6S2 017534-15-5 9
Abundance Scan 1481 (10.798 min): BF118700.D (-1478) (-) m/z 141.90 100.00%
78 142
45 124
5000
64 188
g 110 ‘ 10.40 10.60 10.80 11.00 11.20
o e 29T 1681 L Tm/z 78.00  97.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #51806: Lenthionine
78 142
124
5000 45 188 LRI SR SN B
10.40 10.60 10.80 11.00 11.20
64 110 m/z 45.00 56.37%
32 ‘ 96 156
0I"l'I”"i"'w"'ll'm'lﬁ"W“"ll'”'l'J"P
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45 78
10.40 10.60 10.80 11.00 11.20
5000 60 124 170 m/z 123.90 53.39%
32
T L L L UL UL B UL B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10240: 1,2,4-Trithiolane
45 10.40 10.60 10.80 11.00 11.20
28 m/z 46.00 40.66%
5000 124
60
34
o ,.“.a“.,Hl..la..a“ﬂ..g.z.,....,.‘...,....,....,....,. Ay
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\

Data File : BF118700.D

Aca On - 24 Jan 2020 22:03

Operator : CG/JU

ﬁ?gg'e - L1242-11 20200064-AMENDED-COMP-2
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 Hexathiepane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.24 2.93 ng 290430 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexathiepane 206 CH2S6 017233-71-5 59
2 Ethvl Chloride 64 C2H5CI 000075-00-3 27
3 2.4.6-Triamino-5-pvrimidinvl hvd... 221 C4H7N504S 071552-23-3 16
1-I1-Bromo-2-(2.2.3.3-tetrafluor... 328 C12H10BrF5 1000223-18-3 16
5 6-Methoxyquinolinimide 178 C8H6N203 1000214-53-5 16
Abundance Scan 1556 (11.239 min): BF118700.D (-1552) (-) m/z 141.90 100.00%
142
64 18 111
5000 43

11.00 11.20 11.40 11.60
m/z 78.00 62.39%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66561: Hexathiepane

142
78
45
5000

11.00 11.20 11.40 11.60
206 m/z 111.00 59.91%

32 64 96 110 18 160 174
S S e Y o S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

11.00 11. 20 11. 40 11.60

o

5000 m/z 63.95 58.71%
49
15
o A T S LM .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #78389: 2,4,6-Triamino-5-pyrimidinyl hydrogen sulfate AR RE RS mEaEs LS
64 11.00 11.20 11.40 11.60

m/z 43.00 48.94%

5000
48

| 80 96 111 126 141

e e M S

m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11. 60

8270-BF012020.M Mon Jan 27 12:55:05 2020 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118700.D

Aca On : 24 Jan 2020 22:03

Operator : CG/JU

Sample : L1242-11

Misc :

ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Cyclopentadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.86 5.51 ng 472679 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 98
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94

Abundance Scan 2002 (13.862 min): BF118700.D (-1997) (-) m/z 57.05 100.00%
57
83
5000 111
U U BN SURIURN SR
3 139 230 13.60 13.80 14.00 14.20
ol Al I07 290 U248 280300 328350 | ns07T43.05  79.80%
m/z--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane
55
83
5000 U U BN SUNURN SR
11 13.60 13.80 14.00 14.20
29 m/z 83.10 77.81%
Ly e
O e e
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
|13.60 13.80 14.00 14.20
5000 11 m/z 69.05 75.23%
29
0 139 167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol B EERR Bam e L
55 83 13.60 13.80 14.00 14.20
m/z 55.05 73.39%
5000 111 WAMAJWWVVMVNJ\MMAvaAAMWAA
29
0 L 110 167 106 233 266 204
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF012020.M Mon Jan 27 12:55:05 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\

Data File : BF118700.D

Aca On - 24 Jan 2020 22:03

Operator : CG/JU

ﬁ?gg'e - L1242-11 20200064-AMENDED-COMP-2
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 Supraene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.87 3.48 ng 281253 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 98
2 Saualene 410 C30H50 000111-02-4 81
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 64
4 2.6.10-Dodecatrienoic acid. 3.7.... 250 C16H2602 003675-00-1 53
5 2,6,10-Dodecatrienoic acid, 3,7,... 250 C16H2602 004176-79-8 53
Abundance Scan 2173 (14.868 min): BF118700.D (-2170) (-) m/z 69.10 100.00%
69 q
5000
4 95 149 L A SURIL AR DA
121 14.60 14.80 15.00 15.20
ol I b doa §J | A70191 225 296 286307 343367 410 | 77 @110  50.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 LR B UL IR SR
14,60 14.80 15.00 15.20
41 o 137 m/z 149.00 24 _.88%
o ’ w b p 1 337 ] 163 191 217 245 273299 341 367 410
m/z--> §o 100 150 200 250 300 350 400
Abundance
69
14,60 14.80 15.00 1520
5000 m/z 41.05 21.45%
41
9% 137
o 117 161 191 231 273 299 341 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... L
69 14.60 14.80 15.00 15.20
m/z 95.10 13.56%
5000 41
93
ol | o L m | 161 192 231 273 315341 384
m/z--> 50 100 150 260 250 300 350 400 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\

Data File : BF118700.D

Aca On - 24 Jan 2020 22:03

Operator : CG/JU

ﬁ?gg'e - L1242-11 20200064-AMENDED-COMP-2
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012020.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 Benzo[e]pyrene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.05 3.00 ng 242255 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
3 Benzolklfluoranthene 252 C20H12 000207-08-9 93
4 Pervlene 252 C20H12 000198-55-0 90
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 2204 (15.051 min): BF118700.D (-2201) (-) m/z 252.10 100.00%
252
5000
43 63 83 10 176 149 174 198 224 270 301322342 368 14.80 15,00 15.20 1540
ol 8393203 | 149 17 18 Sir 270 301322312 368 ' "m/z 250.10 23.70%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000 HREU SURE S SURRURE B
14.80 15.00 15.20 15.40
m/z 253.10 20.28%
0 50 74 99 y M 146 174 200 224 |
m/z--> 50 100 150 200 250 300 350
Abundance
252
' 14.80 15.00 15.20 15.40
5000 m/z 126.00 13.03%
126
ol26 51 74 100 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104226: Benzo[K]fluoranthene Bl B A s R S
252 14.80 15.00 15.20 15.40
m/z 125.00 9.59%
5000
126
0 51 75 100, A 150 174 200 224
m/z--> 50 100 150 200 250 300 350 14,80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118700.D

Aca On : 24 Jan 2020 22:03

Operator : CG/JU

Sample : L1242-11

Misc :

ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 14 Nonadecane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
15.13 2.08 ng 167912 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexacosane 366 C26H54 000630-01-3 87
3 Docosane 310 C22H46 000629-97-0 80
4 Heptadecane 240 C17H36 000629-78-7 80
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 72

Abundance Scan 2218 (15.133 min): BF118700.D (-2214) (-) m/z 57.10 100.00%
57
85
5000
149 169 194 268 14.80 15.00 15.20 15.40
ot . L 'I L34 219289 P21 321 38 m/z 71.05 82.93%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 R SRR SR DU BN
14.80 15. oo 15.20 15.40
29 m/z 43.05 62.24%
0 \‘ ‘L h H\ It H‘ 1:\}3 | 141 169 197 225 268
m/z--> éo 160 150 260 250 360 3éo
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 59.28%
. 29 13 141 160 197 225 253 205 323 367
m/z--> éo 160 1%0 260 250 360 3éo
Abundance #153222: Docosane e o o
57 14.80 15.00 15.20 15.40
m/z 55.05 20.21%
5000 85
. 29011 | M8 141 160 197 225 253 281 310
m/z--> 5'0 1(')0 150 2(')0 250 300 3éo 14.80 15. 00 15 20 15'40 '

8270-BF012020.M Mon Jan 27 12:55:06 2020
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF012420\

Data File : BF118700.D

Acq On > 24 Jan 2020 22:03

Operator : CG/JU

3?22'6 - L1242-11 20200064-AMENDED-COMP-2
ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012020.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... 2.14 18.8 ng 1363520 1 6.86 1453090 20.0
2-Pentanone, 4-hy... 5.10 123.2 ng 8954040 1 6.86 1453090 20.0
Benzene, 1-ethyl-.._. 6.39 2.4 ng 175537 1 6.86 1453090 20.0
Benzene, 1,2,3-tr... 6.69 10.5 ng 765305 1 6.86 1453090 20.0
1,2-Benzenediol, ... 7.57 8.4 ng 771671 2 8.15 1836600 20.0
Lenthionine 10.80 3.3 ng 331206 4 11.38 1980740 20.0
Hexathiepane 11.24 2.9 ng 290430 4 11.38 1980740 20.0
Cyclopentadecane 13.86 5.5 ng 472679 5 14.02 1716890 20.0
Supraene 14.87 3.5 ng 281253 6 15.48 1614420 20.0
Benzo[e]pyrene 15.05 3.0 ng 242255 6 15.48 1614420 20.0
Nonadecane 15.13 2.1 ng 167912 6 15.48 1614420 20.0
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