LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118701.D
Aca On : 24 Jan 2020 22:31 Instrument :
Operator : CG/JU E?Afs el
- _ lentosampleld :
3?22'6 : L1242-10 20200063-AMENDED-COMP-1
ALS Vial : 21 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 16 rVB 1076263 1433667 10.35% 2.376%
2 5.116 499 515 518 rBVY 5822073 13856915 100.00% 22.960%
3 6.481 744 747 758 rBV3 1144953 1337357 9.65% 2.216%
4 6.863 808 812 816 rBVY 1715588 1360004 9.81% 2.253%
5 7.022 835 839 842 rVB 4323283 3689490 26.63% 6.113%
6 7.422 902 907 910 rBVY 3178221 2822769 20.37% 4_.677%
7 7.575 929 933 937 rBVY 2590012 2533672 18.28% 4.198%
8 8.145 1026 1030 1033 rBvV 2128192 1760704 12.71% 2.917%
9 9.222 1208 1213 1216 rBvV 5011662 4605714 33.24% 7.632%
10 9.610 1275 1279 1284 rVB 847070 706841 5.10% 1.171%

11 9.898 1324 1328 1331 rVV 2389712 2073083 14.96% 3.435%
12 10.804 1478 1482 1490 rVvB2 523132 601899 4._.34% 0.997%
13 11.239 1552 1556 1561 rBV3 235489 330188 2.38% 0.547%
14 11.380 1576 1580 1583 rBV 2163059 1911448 13.79% 3.167%
15 11.404 1583 1584 1587 rVV 309926 193114 1.39% 0.320%

16 11.457 1587 1593 1596 rVB 422419 396170 2.86% 0.656%
17 11.957 1675 1678 1681 rVV 205486 210967 1.52% 0.350%
18 11.998 1681 1685 1693 rVB2 349890 465495 3.36% 0.771%
19 12.174 1710 1715 1724 rVB 231650 312578 2.26% 0.518%
20 12.327 1738 1741 1744 rVB 156831 140550 1.01% 0.233%

21 12.592 1782 1786 1790 rBV 2556017 2329319 16.81% 3.860%
22 12.821 1819 1825 1828 rVV2 1887247 2255982 16.28% 3.738%
23 12.963 1842 1849 1853 rBV 4416419 4082762 29.46% 6.765%
24 13.039 1857 1862 1866 rBV2 116495 203139 1.47% 0.337%
25 13.151 1878 1881 1884 rVB 484755 454272 3.28% 0.753%

26 13.215 1888 1892 1895 rVvVv 590732 511773 3.69% 0.848%
27 13.251 1895 1898 1901 rVV2 193372 186176 1.34% 0.308%
28 13.768 1982 1986 1988 rBV 161502 168704 1.22% 0.280%
29 13.857 1998 2001 2006 rVB3 236187 301449 2.18% 0.499%
30 14.015 2022 2028 2030 rBV2 1955598 2688668 19.40% 4._.455%

31 14.039 2030 2032 2040 rVB 983752 889007 6.42% 1.473%
32 14.121 2043 2046 2050 rvVv 244116 233248 1.68% 0.386%
33 14.186 2054 2057 2062 rVVv2 99148 145586 1.05% 0.241%
34 14.486 2105 2108 2112 rBV2 201427 244508 1.76% 0.405%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012420\

Data File : BF118701.D

Aca On : 24 Jan 2020 22:31

Operator : CG/JU

3?22'6 : L1242-10 20200063-AMENDED-COMP-1
ALS Vial : 21 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 14.545 2116 2118 2122 rVB2 168893 158509 1.14% 0.263%

36 14.792 2157 2160 2164 rVB 151825 152489 1.10% 0.253%
37 15.051 2200 2204 2207 rBV 569009 850941 6.14% 1.410%
38 15.133 2214 2218 2220 rBV 198850 224493 1.62% 0.372%
39 15.357 2252 2256 2262 rVB 304185 442143 3.19% 0.733%
40 15.415 2262 2266 2272 rVV 477108 557488 4.02% 0.924%

41 15.480 2272 2277 2280 rVV 1369520 1650947 11.91% 2.736%
42 15.509 2280 2282 2290 rVB 291674 353201 2.55% 0.585%
43 15.951 2353 2357 2362 rVB2 117501 157854 1.14% 0.262%
44 16.939 2520 2525 2531 rBV2 120672 224531 1.62% 0.372%
45 17.380 2596 2600 2607 rVB 79282 141383 1.02% 0.234%

Sum of corrected areas: 60351197
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012420\

Data File : BF118701.D

Aca On : 24 Jan 2020 22:31

Operator : CG/JU

ﬁ?ggle : L1242-10 20200063-AMENDED-COMP-1
ALS Vial : 21 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: BF118701.D
5112

5000000
7.02
4000000

7.42

3000000
7.57

2000000 6.86

D.14 6.48
1000000

0 N AJ{ L

T
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: BF118701.D

5000000 9.22

12.96

4000000

3000000 12.59
9.90

8.15
2000000

1000000 9.61

10.80

11,241 %4° 13%892. 1 33 3.041B.25

T
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: BF118701.D

5000000

4000000

3000000

2000000

1000000 15.05 g_

129 144841479 f5.131

15.95 16.94  17.38

o

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012420\

Data File : BF118701.D

Aca On : 24 Jan 2020 22:31

Operator : CG/JU

ﬁ?ggle : L1242-10 20200063-AMENDED-COMP-1
ALS Vial : 21 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.14 21.08 ng 1433670 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

1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9
Abundance Scan 9 (2.140 min): BF118701.D (-3) (-) m/z 73.05 100.00%
7B
5000 /\
43 55 87 S S
| o5 220 2.30 2.40 2.50 2.60
O”I””P'”P“Jhlﬁ'”W“'JJ”I””P'”P“W'”W”'W“”I””P" m/z 43.05 33.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 U AR A UL LR
55 2.20 2.30 2.40 2.50 2.60
87 m/z 87.10 26.19%
0"I”"P'Jwﬁ"JL'MW"'Wq?”itl”l'”'I”'}R%'W"'W"'W"”I"”I'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
87 U AR A UL UL
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 54.95 22.98%
29
0 65 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether AR AR
7B 2.20 2.30 2.40 2.50 2.60
m/z 71.10 11.24%
5000
45 59
ol 15 29 \ . 87 103 130 147

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012420\

Data File : BF118701.D

Aca On : 24 Jan 2020 22:31

Operator : CG/JU

ﬁ?ggle : L1242-10 20200063-AMENDED-COMP-1
ALS Vial : 21 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.

5.12 203.78 ng 13856900 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 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 516 (5.122 min): BF118701.D (-499) (-) m/z 43.00 100.00%
43
59
5000
101
D nss | s 750 550 550 54
Ol A e 20 m/Zz 59.10 64.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL UL I
59 480 500 520 540
m/z 101.00 28.00%
15 4 101
0'“L|“M'T'”*|'”'F%'“J“"|“"|“"w"'w"w"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
480 5.00 520 540
5000 m/z 58.00 17.59%
101
15 58
0 28 69 84
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59 480 5.00 5.20 5.40
m/z 41.10 9.89%
5000 41
o Il |73 126 14
miz--> 20 40 60 80 100 120 140 160 180 200 480 500 520 540

8270-BF012020.M Mon Jan 27 12:55:27 2020 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012420\

Data File : BF118701.D

Aca On : 24 Jan 2020 22:31

Operator : CG/JU

ﬁ?ggle : L1242-10 20200063-AMENDED-COMP-1
ALS Vial : 21 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 4 unknown7.57 Concentration Rank 3

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

7.57 28.78 ng 2533670 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenediol. 4-methvl- 124 C7H802 000452-86-8 36
2 Benzene 78 C6H6 000071-43-2 9
3 Fumaronitrile 78 C4H2N2 000764-42-1 9
4 1.2.4-Trithiolane 124 C2H4S3 000289-16-7 9
5 2,4-Hexadiyne 78 C6H6 002809-69-0 7

Abundance Scan 932 (7.569 min): BF118701.D (-929) (-) m/z 123.90 100.00%
78 124
45
5000
7 5 T 1 Tho abo
o e 2T Tnjz 77.95  87.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10433: 1,2-Benzenediol, 4-methyl-
78 124
5000 L L R R
51 7.20 7.40 7.60 7.80 8.00
39 67 5 106 m/z 45.00 61.01%
OIIIIIIZ\Z”\\‘P “HIHI‘HI”‘\III\‘III‘HIH ‘... s B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
78
720 7.40 7.60 7.80 8.00
5000 m/z 46.00 27 .27%
51
1526 P 63
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #1013: Fumaronitrile P e
78 7.20 7.40 7.60 7.80 8.00
51 m/z 60.00 22 .00%
5000
0"1?'|%§'??""'??"l‘l""l""l SRR R Y A L TR L
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012420\

Data File : BF118701.D

Aca On : 24 Jan 2020 22:31

Operator : CG/JU

ﬁ?ggle : L1242-10 20200063-AMENDED-COMP-1
ALS Vial : 21 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 5 Lenthionine Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.80 6.30 ng 601899 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lenthionine 188 C2H4S5 000292-46-6 96
2 Hexathiepane 206 CH2S6 017233-71-5 56
3 1.2.4.6-Tetrathiepane 170 C3H6S4 000292-45-5 45
4 Ehvilthiophosphonamide. o-methvl ... 139 C3H10NOPS 1000306-03-7 33
5 1,2-Benzenediol, 3-methyl- 124 C7H802 000488-17-5 9
Abundance Scan 1481 (10.798 min): BF118701.D (-1478) (-) m/z 141.90 100.00%
78 142
45 124
5000
188
o4 110 ‘ 0 1060 10.80 11.00 11.2
% 10.40 10.60 10.80 11.00 11.20
0 ...'.,..'..,~.~'...,ul..1“?6,1.6“.31.7.5,..'..,.... m/z 77.95 95.21%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #51806: Lenthionine
78 142
124
5000 45 188 A SN UL R B
10.40 10.60 10.80 11.00 11.20
64 110 m/z 44.95 56.43%
32 ‘ 96 156
0"“I"'W"'“l”'ll'ﬁ'lﬁ"Wu"'P"'l'h'I"”
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
142
45 8 10.40 10.60 10.80 11.00 11.20
5000 m/z 123.90 52 .25%
206
32 64 96 110 18 160 174
S L SO L UL B L UL B B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #38408: 1,2,4,6-Tetrathiepane
78 10.40 10.60 10.80 11.00 11.20
45 m/z 46.00 39.65%
124 170
5000
60
93 105 137
0"'W""Il”'I""P“"I"'“""I'”'I""P"' ARSI RABRR
m/z--> 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\HPCHEMI1\BNA F\DATA\BF012420\

Data File : BF118701.D

Aca On : 24 Jan 2020 22:31

Operator : CG/JU

ﬁ?ggle : L1242-10 20200063-AMENDED-COMP-1
ALS Vial : 21 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 6 wunknownll.24 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.24 3.45ng 330188  Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hexathiepane 206 CH2S6 017233-71-5 42

2 _alpha.-T9H-Purine-6-thiol-9-vI1... 321 C12H11N502S2 019271-00-2 22
3 Thiosulfuric acid (H2S203). S-(2... 320 C11H16N203S3 040284-00-2 12

1-I1-Bromo-2-(2.2.3.3-tetrafluor... 328 C12H10BrF5 1000223-18-3 12
5 O0-Methyl isopropylphosphonamidot... 153 C4H12NOPS 1000306-04-3 11
Abundance Scan 1556 (11.239 min): BF118701.D (-1552) (-) m/z 141.85 100.00%
142
78
5000

11.00 11.20 11.40 11.60

0 m/z 78.00 63.45%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66561: Hexathiepane
142
78
45
5000
206 11.00 11.20 11.40 11.60
0
9% 160 m/z 63.90 55.36%
|| | ‘ | \‘ . 176 |
O.HW.HW.HW.HW.HW.HW.”..”..”..”..”..”..”..”..”q.
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
64
R RERREEEEES
11.00 11.20 11.40 11.60
5000 m/z 111.00 43.55%
152
48
119135

167182 201 224 242757274 303 321

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #160665: Thiosulfuric acid (H2S203), S-(2-imino-2-((2-((4-... R ERREEEE s
64 11.00 11.20 11.40 11.60

m/z 43.00 40.57%
48
5000
138
91

ol b | 108123 \ | 167 166 28 2% o7 320

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012420\

Data File : BF118701.D

Aca On : 24 Jan 2020 22:31

Operator : CG/JU

ﬁ?ggle : L1242-10 20200063-AMENDED-COMP-1
ALS Vial : 21 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 7 Anthracene, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.96 2.21 ng 210967 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 97
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 97
3 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 96
4 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 95
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 94
Abundance Scan 1679 (11.963 min): BF118701.D (-1675) (-) m/z 192.05 100.00%
192
5000
4 58708 9% 116 139152165178 08 231 11.60 11.80 12.00 12.20
o} m/z 191.05 50.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54735: Anthracene, 2-methyl-
192
5000
11.60 11.80 12.00 12.20
m/z 189.00 24 .10%
ol 1527395163 T ® 18127139182 [arr ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 193.10 19.27%
165
o 27 39 51 63 82 96 115127139152 178
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54746: Phenanthrene, 1-methyl-  EBE Bl LA
192 11.60 11.80 12.00 12.20
m/z 165.05 12.82%
5000
165
27 39 51 63 82 9 115127139152 | 177 |
m/z--> 20 40 60 80 160 120 140 160 180 200 220 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118701.D

Aca On : 24 Jan 2020 22:31

Operator : CG/JU

Sample : L1242-10

Misc :

ALS Vial : 21 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 8 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.00 4.87 ng 465495 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 81
2 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 50
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 45
4 Thiophene-3-carboxaldehyde. 5-ch... 190 C5H4BCI03S 036155-87-0 40
5 Methyl diselenide 190 C2H6Se?2 007101-31-7 27

Abundance Scan 1685 (11.998 min): BF118701.D (-1681) (-) m/z 190.10 100.00%
190
5000

11.60 11.80 12.00 12.20 12.40

110124 139 163176 |l 204 220 243

0! m/z 189.10 93.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
94 11.60 11.80 12.00 12.20 12.40
m/z 191.05 25.40%
0 2739 63 8l | 110123137150163 ||
T T T e T T e T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
39 190
o1 11.60 11.80 12.00 12.20 12.40
0
5000 o 7 115 133 161 m/z 192.10 22.70%
108 147
175
O e T T e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #52771: 2,2'-Bis(4,5-dimethylimidazole
42 190 11.60 11.80 12.00 12.20 12.40
m/z 94.50 20.05%
5000 122
94 162
148 175
H il e
ol ‘ ’ ‘. M wp..u S I
m/z--> 80 100 120 140 160 180 200 220 240 11. 60 11. 80 12. 00 12. 20 12. 40

8270-BF012020.M Mon Jan 27 12:55:29 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012420\

Data File : BF118701.D

Aca On : 24 Jan 2020 22:31

Operator : CG/JU

ﬁ?ggle : L1242-10 20200063-AMENDED-COMP-1
ALS Vial : 21 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 9 Naphthalene, 2-phenyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.17 3.27 ng 312578 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-phenvl- 204 C16H12 000612-94-2 96
2 6-Phenvlbenzocvclohepten-7-one 232 C17H120 093327-56-1 91
3 Naphthalene. 1-phenvl- 204 C16H12 000605-02-7 83
4 Tricvclol8.2.2_.2(4.7)Thexadeca-2... 204 C16H12 006572-60-7 53
5 [1,1"-Biphenyl]-4,4"-dicarbonitrile 204 C14H8N2 001591-30-6 52

Abundance Scan 1714 (12.168 min): BF118701.D (-1710) (-) m/z 204.10 100.00%

204

5000
43 102 256
60 76 89 115127 143 159771 185 239 11.80 12.00 12.20 12.40
0 m/z 202.10 35.86%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64594: Naphthalene, 2-phenyl-
204
5000 LA L L L L L LB L
11.80 12.00 12.20 12.40
101 m/z 203.10 25.44%
28 51 7588 | 113126 150163176189H

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

Abundance
204
r\IIIIIIIIIIIIIIIIIIIIIII
11.80 12.00 12.20 12.40
5000 m/z 205.10 16.53%
101 232
116
3951 75 88 137150163176189 || 216
e e e T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64595: Naphthalene, 1-phenyl-
204 11.80 12.00 12.20 12.40
m/z 102.00 16.06%
5000
101
oL 3951 7588 | 113126 150163176189
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40

8270-BF012020.M Mon Jan 27 12:55:30 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012420\

Data File : BF118701.D

Aca On : 24 Jan 2020 22:31

Operator : CG/JU

ﬁ?ggle : L1242-10 20200063-AMENDED-COMP-1
ALS Vial : 21 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 10 11H-Benzo[b]fluorene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.15 3.38 ng 454272 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 93
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 93
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 93
4 7H-Benzolclfluorene 216 C17H12 000205-12-9 83
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 80
Abundance Scan 1881 (13.151 min): BF118701.D (-1878) (-) m/z 216.10 100.00%
216
5000
39 63 81 941 22 137150163176189203 241 259 12.80 13.00 13.20 13.40
0 Loz 137 7 a1 2 m/z 215.10 75.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74418: 11H-Benzo[b]fluorene
216
5000
12.80 13.00 13.20 13.40
o7 m/z 213.05 19.69%
28 50 63 81 947, 122 139 163176189

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
216
12.80 13.00 13.20 13.40
5000 m/z 217.10 17.11%
107
ol1427 44 63 81 9477 120 139 163176189
T T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74424: Fluoranthene, 2-methyl-
216 12.80 13.00 13.20 13.40
m/z 107.50 13.26%
5000
108
95

49 63 81 122135 150163176 189202
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012420\

Data File : BF118701.D

Aca On : 24 Jan 2020 22:31

Operator : CG/JU

ﬁ?ggle : L1242-10 20200063-AMENDED-COMP-1
ALS Vial : 21 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 11H-Benzo[a]fluorene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.22 3.81 ng 511773 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluorene 216 C17H12 000238-84-6 93
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 90
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 70
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 62
5 trans-p-(Trifluoromethyl)cinnami... 216 C1OH7F302 016642-92-5 59
Abundance Scan 1893 (13.221 min): BF118701.D (-1888) (-) m/z 216.05 100.00%
216
5000
7 13.00 13.20 13.40 13.60
189
ol 123139 163 240 267 287302 m/Zz 215.05 91.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74419: 11H-Benzo[a]fluorene
216
5000

13.00 13.20 13.40 13.60
m/z 213.10  21.45%

107
27 44 63 81 | | 122139 163 189

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
216
13.00 13.20 13.40 13.60
5000 m/z 217.10 17.27%

107
ol 39 63 81 122139 163 189

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74424: Fluoranthene, 2-methyl-

13.00 13.20 13.40 13.60
m/z 107.60  10.64%

5000

123139 163 189
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 13.40 13.60

8270-BF012020.M Mon Jan 27 12:55:31 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012420\

Data File : BF118701.D

Aca On : 24 Jan 2020 22:31

Operator : CG/JU

ﬁ?ggle : L1242-10 20200063-AMENDED-COMP-1
ALS Vial : 21 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 12 5-Eicosene, (E)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.86 2.24 ng 301449 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 96
2 n-Nonadecanol - 284 C19H400 001454-84-8 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 2002 (13.863 min): BF118701.D (-1998) (-) m/z 57.10 100.00%
g7
5000
13.60 13.80 14.00 14.20
282
o 20257 315 30 Tnsz 43.00 79.71%
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 LI SRR B SULN SR
13.60 13.80 14.00 14.20
29 111 m/z 71.05 69 .46%
Ll | 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
|13.60 13.80 14.00 14.20
5000 111 m/z 83.10 60.39%
29
. 139 445 196 238 266 V‘WJ\\A'JQ
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol L B
55 88 13.60 13.80 14.00 14.20
m/z 69.10 58.67%
29
0 [ L ‘ h ! Llﬁg 167 196 224 252 280 308
m/z--> 50 100 1&1,0 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF012020.M Mon Jan 27 12:55:31 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012420\

Data File : BF118701.D

Aca On : 24 Jan 2020 22:31

Operator : CG/JU

ﬁ?ggle : L1242-10 20200063-AMENDED-COMP-1
ALS Vial : 21 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 13 Octadecane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.13 2.72 ng 224493 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 2217 (15.127 min): BF118701.D (-2214) (-) m/z 57.10 100.00%
g7
85
5000
14.80 15.00 15.20 15.40
ol l .I- | 291 323343366 401 771 10 79 550
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57
5000 85 AL NI PR BRI U
14.80 15.00 15.20 15.40
29 m/z 43.10 60.27%
0 \‘ | ‘ | u‘ 1%“-3\14\.1 ‘169 197 225 254
m/z--> éo 160 1éo 260 2éo 360 3éo 460
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 58.97%
oL, 37 13 141 169 197 239 267 204 323 352
m/z--> éo 160 1éo 260 2éo 360 3éo 460
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R REREmmEEy
57 14.80 15.00 15.20 15.40
m/z 268.05 28.36%
5000 85
0 ‘ ‘ w 1}31141 183 211 239 267 296
m/z--> éo 160 1éo 260 250 360 3éo 460 14.80 15.00 15.20 1520 '

8270-BF012020.M Mon Jan 27 12:55:32 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF012420\

Data File : BF118701.D

Aca On : 24 Jan 2020 22:31

Operator : CG/JU

ﬁ?ggle : L1242-10 20200063-AMENDED-COMP-1
ALS Vial : 21 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 14 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.36 5.36 ng 442143 Perylene-di12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 99
2 Pervlene 252 C20H12 000198-55-0 96
3 Benzolalpvrene 252 C20H12 000050-32-8 95
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
Abundance Scan 2257 (15.362 min): BF118701.D (-2252) (-) m/z 252.10 100.00%
252
5000
125 15.00 15.20 15.40 15.60
224
ol 43 7L 100, ) 145 170 200 ©57 || 272296 325349371 399 177 250.10  29.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252
5000

15.00 15.20 15.40 15.60
m/z 253.10 26.01%

50 74 99 M ° 146 174 200 224 |

O T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 251.10 O.77%
125
oll7 39 74 99 150 174 200 224
e A e o o e e L B e o o e e B e I e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene R R L e SRR
252 15.00 15.20 15.40 15.60
m/z 125.10 8.99%
5000
126
0 50 74 100, | 149 174 200 224
— T e T e R R e R
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF118701.D

Acq On : 24 Jan 2020 22:31

Operator : CG/JU

3?22'6 - L1242-10 20200063 AMENDED-COMP-1
ALS Vial : 21 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 21.1 ng 1433670 1 6.86 1360000 20.0
2-Pentanone, 4-hy... 5.12 203.8 ng 13856900 1 6.86 1360000 20.0
unknown? .57 7.57 28.8 ng 2533670 2 8.15 1760700 20.0
Lenthionine 10.80 6.3 ng 601899 4 11.38 1911450 20.0
unknownll.24 11.24 3.5 ng 330188 4 11.38 1911450 20.0
Anthracene, 2-met... 11.96 2.2 ng 210967 4 11.38 1911450 20.0
4H-Cyclopenta[def... 12.00 4.9 ng 465495 4 11.38 1911450 20.0
Naphthalene, 2-ph... 12.17 3.3 ng 312578 4 11.38 1911450 20.0
11H-Benzo[b]fluorene 13.15 3.4 ng 454272 5 14.02 2688670 20.0
11H-Benzo[a]fluorene 13.22 3.8 ng 511773 5 14.02 2688670 20.0
5-Eicosene, (E)- 13.86 2.2 ng 301449 5 14.02 2688670 20.0
Octadecane 15.13 2.7 ng 224493 6 15.48 1650950 20.0
Benzo[e]pyrene 15.36 5.4 ng 442143 6 15.48 1650950 20.0
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