LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118323.D

Aca On : 26 Dec 2019 18:23

Operator :© JU

Sample : K6437-04

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-BF122419 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.046 499 503 513 rvB 372379 434603 14.84% 1.468%
2 5.463 570 574 586 rBY 2308988 2238807 76.45% 7 .564%
3 6.481 743 747 766 rBY 2591188 2447381 83.57% 8.268%
4 6.616 766 770 774 rBVY 2815895 2604362 88.93% 8.799%
5 6.851 806 810 816 rBV 796150 712419 24.33% 2.407%
6 7.004 832 836 847 rBVY 2435874 2012322 68.71% 6.798%
7 7.416 902 906 915 rBVY 1558596 1482176 50.61% 5.007%
8 8.134 1025 1028 1037 rBvY 1075959 930703 31.78% 3.144%
9 9.216 1208 1212 1215 rBV 3369627 2928625 100.00% 9.894%
10 9.610 1275 1279 1282 rVB 115209 108590 3.71% 0.367%
11 9.898 1324 1328 1331 rBv 1228523 1111634 37.96% 3.756%
12 9.928 1331 1333 1337 rVB 62328 52817 1.80% 0.178%
13 10.216 1377 1382 1384 rBvV2 25663 41843 1.43% 0.141%
14 10.445 1418 1421 1425 rBvV 62250 56822 1.94% 0.192%

15 10.686 1458 1462 1473 rBV 2239022 2098578 71.66% 7.090%

16 10.810 1479 1483 1490 rVB9 30281 52758 1.80% 0.178%
17 11.386 1578 1581 1584 rBV 1203272 1167460 39.86% 3.944%
18 11.410 1584 1585 1589 rVvVv 534620 439012 14.99%% 1.483%
19 11.463 1591 1594 1597 rVB 127409 122859 4._.20% 0.415%
20 11.622 1618 1621 1626 rBV2 66264 76829 2.62% 0.260%

21 11.892 1664 1667 1668 rBV 56566 49599 1.69% 0.168%
22 11.916 1668 1671 1678 rVB3 381839 412446 14.08% 1.393%
23 12.004 1683 1686 1689 rBV 93158 109766 3.75% 0.371%
24 12.186 1715 1717 1720 rBV2 42210 40653 1.39% 0.137%
25 12.616 1786 1790 1793 rBV 655134 580061 19.81% 1.960%

26 12.698 1802 1804 1812 rVB6 77550 106260 3.63% 0.359%
27 12.839 1822 1828 1835 rVB 545514 560855 19.15% 1.895%
28 12.980 1848 1852 1855 rBV 3304832 2740218 93.57% 9.258%

29 13.169 1881 1884 1887 rVB2 84804 84067 2.87% 0.284%
30 13.233 1893 1895 1898 rVB 54794 49617 1.69% 0.168%
31 13.398 1920 1923 1925 rBV3 40109 47409 1.62% 0.160%
32 13.545 1946 1948 1950 rBV2 37786 34828 1.19% 0.118%

33 13.874 2001 2004 2010 rVB2 293353 394163 13.46% 1.332%
34 14.039 2028 2032 2035 rBV2 1091515 1207214 41.22% 4.078%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118323.D

Aca On : 26 Dec 2019 18:23

Operator :© JU

Sample : K6437-04

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 - 0 Peak Location: TOP

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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF122419.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.069 2035 2037 2043 rVB 253584 221427 7.56% 0.748%

36 14.192 2056 2058 2060 rBVZ2 55176 53116 1.81% 0.179%
37 15.092 2208 2211 2214 rBV 235476 287570 9.82% 0.972%
38 15.398 2261 2263 2270 rVB 134620 176569 6.03% 0.597%
39 15.468 2271 2275 2281 rBV 222862 281606 9.62% 0.951%
40 15.533 2281 2286 2290 rBVY 813956 1041702 35.57% 3.519%

Sum of corrected areas: 29599746
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118323.D

Aca On : 26 Dec 2019 18:23

Operator :© JU

Sample : K6437-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance -
3500000 TIC: BF118323.D

3000000 6.62

6.48 700
2500000 5.46 -

2000000

7.42
1500000

1000000 6.85

500000 5.05

G . ia!

I
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: BF118323.D
3500000 9.22 12l98

3000000

2500000 10.69

2000000

1500000
9.90 11.39

8.13
1000000

500000

961 993 10221045

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 -
3500000 TIC: BF118323.D

3000000

2500000

2000000

1500000 14.04

1000000

500000

77—

T 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\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118323.D

Aca On : 26 Dec 2019 18:23

Operator :© JU

Sample : K6437-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

505 12.20ng 434603  1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 CGH1202 000123-42-2 50

2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25

3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Acetone 58 C3H60 000067-64-1 9
5 Butane, l-ethoxy- 102 C6H140 000628-81-9 9

m/z 43.00 100.00%

4.80 5.00 5.20 5.40

m/z 59.00 65.51%

4.80 5.00 5.20 5.40

m/z 101.00 27.07%

4.80 5.00 5.20 5.40

Abundance Scan 504 (5.051 min): BF118323.D (-499) (-)
43
59
5000
101
gl 51, 69 83
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59
101
..,.”.,..nfﬁ..qﬂ...P.:.,”..,.”.,??.WQ?.W....P...,”..,..”,...q
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
5000 41
68
I, 50y, | 126 14
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

m/z 58.10 15.24%

Abundance #3158: 5-Hexen-2-one T
43 480 5.00 520 5.40
m/z 41.10 9.83%
5000
55
27
15
" lisel) | e 8 8
AL R B e o s B e am e s B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118323.D

Aca On : 26 Dec 2019 18:23

Operator :© JU

Sample : K6437-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknown6.62 Concentration Rank 1

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

6.62 73.11 ng 2604360 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 771 (6.622 min): BF118323.D (-766) (-) m/z 132.00 100.00%
32
5000
68
96 SRS ASRBERAREE AR
40 ,- 54 75 104 6.20 6.40 6.60 6.80 7.00
..,....,....,...:,....7,....??.I.',..l:.,..5?.7,..!.,.':..,.1.1:‘3.,....,"...,.. m/z 134.00 33.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 I UL UL LU I
a1 97 6.20 6.40 6.60 6.80 7.00
117 m/z 68.10 33.10%
79
S :IJ,II ~ i.,|, SOl B2 .,.19.5.,...|.u,1.2.‘.‘. /-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl-
132
117 SARBE A A SRR AR
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 22 .26%
o5 91
s @ B Ve Tea | wl®
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 I
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine T Bamen e e )
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14.27%
5000 104
39 52 g 18
"|"“|"'w"'Hv'"N“"|JJ'|"JM""32"|'L' '}Ez"'w t"" SRS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118323.D

Aca On : 26 Dec 2019 18:23

Operator :© JU

Sample : K6437-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.92 7.07 ng 412446 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 89
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 1672 (11.922 min): BF118323.D (-1668) (-) m/z 73.00 100.00%

7B 192
43 o2

5000

11.60 11.80 12.00 12.20
m/z 192.00  95.79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

5000 129 LN L L L |
11.60 11.80 12.00 12.20

m/z 55.05 68 .44%

213
143 157171 185 199

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

Abundance #84455: Tetradecanoic acid
73
60 IIIIIIIIIIIIIIIIIIIIIII
11.60 11.80 12.00 12.20
5000 43 129 m/z 59.95 66.58%
185
115 171 228
o =l O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid  man s R R EEE
43 60 73 11.60 11.80 12.00 12.20
m/z 191.10 65.65%
5000
129

29
115 171 214
ﬂ‘ Il ‘ ‘\\MM I 143157 | 185197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118323.D

Aca On : 26 Dec 2019 18:23

Operator :© JU

Sample : K6437-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.87 6.53 ng 394163 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 94
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 94
Abundance Scan 2003 (13.869 min): BF118323.D (-2001) (-) m/z 57.05 100.00%
sl
I l 234 13.60 13.80 14.00 14.20
139 169193 280 : : : :
— 1 B ae1s, ose2e0 323 "% 05 97 05H
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 L SR UL UL B
13.60 13.80 14.00 14.20
29 111 m/z 43.10 94 _80%
J, l 1139 167 196 223 252 280
m/z--> éo 160 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
83 13.60 13.80 14.00 14.20
5000 m/z 69.05 90.09%
111
29
DL L9 ooz g 434
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester AR EEEEEEEEE
57 13.60 13.80 14.00 14.20
83 m/z 55.05 85.63%
29 169
Ll hl39‘ | \ 255 406
m/z--> 5'0 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122619\
Data File : BF118323.D

Aca On : 26 Dec 2019 18:23

Operator :© JU

Sample : K6437-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.40 3.39 ng 176569 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 97
3 Benzolilfluoranthene 252 C20H12 000205-82-3 95
4 Benzolalovrene 252 C20H12 000050-32-8 94
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 2263 (15.398 min): BF118323.D (-2261) (-) m/z 252.10 100.00%
252
5000
41 72 100 1i5145165 200 225 282 307 338360380 416 15.00 15.20 15.40 15.60 15.80
oL S e A m/z 250.10 31.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252
5000

_rl_l_l_l—r!_l_l_!—r!_!_!_!—r!_!_!_!—rv_r
15.00 15.20 15.40 15.60 15.80
m/z 253.10 20.13%

125
50 74 99, | 146 174 200224

|
m/z--> 50 100 150 200 250 300 350 400

Abundance #104227: Benz[e]acephenanthrylene
252
R e AR RS e R
15.00 15.20 15.40 15.60 15.80
5000 m/z 125.05 13.89%
126
39 74 100, | 150174 200 224
— T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #104223: Benzolj]fluoranthene N e o
252 15.00 15.20 15.40 15.60 15.80
m/z 126.05 12_.70%
5000
126
29 51 74 100|JH 150 174 200 224 M
T T T e R e R EE RS R
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122619\
Data File : BF118323.D

Acq On : 26 Dec 2019 18:23

Operator : JU

Sample . K6437-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_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]
2-Pentanone, 4-hy... 5.05 12.2 ng 434603 1 6.85 712419 20.0
unknown6 .62 6.62 73.1 ng 2604360 1 6.85 712419 20.0
n-Hexadecanoic acid 11.92 7.1 ng 412446 4 11.39 1167460 20.0
5-Eicosene, (E)- 13.87 6.5 ng 394163 5 14.04 1207210 20.0
Benzo[e]pyrene 15.40 3.4 ng 176569 6 15.53 1041700 20.0
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