LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117662.D

Aca On : 31 Oct 2019 17:05

Operator :© JU

Sample : K5541-19

Misc :

ALS Vial : 12 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-BF101819.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 4.916 478 481 497 rBV 63630 104627 13.65% 1.487%
2 5.357 553 556 584 rBV 375998 617133 80.53% 8.770%
3 6.387 727 731 748 rBV 454092 702720 91.70% 9.986%
4 6.504 748 751 770 rVB 716157 766343 100.00% 10.891%
5 6.728 786 789 800 rVB 199781 196658 25.66% 2.795%
6 6.881 812 815 831 rBV 576598 524906 68.49% 7.459%
7 7.298 882 886 905 rBV 260035 416495 54.35% 5.919%
8 8.010 1004 1007 1024 rBV 168491 251321 32.79% 3.572%
9 9.081 1186 1189 1200 rBV 733217 715563 93.37% 10.169%
10 9.163 1200 1203 1207 rVB 8076 10599 1.38% 0.151%
11 9.457 1251 1253 1255 rBV 7434 7669 1.00% 0.109%
12 9.486 1255 1258 1270 rVB 45502 64382 8.40% 0.915%
13 9.763 1301 1305 1315 rBV 266010 285584 37.27% 4 .058%
14 10.186 1375 1377 1382 rVB 9839 7734 1.01% 0.110%
15 10.404 1411 1414 1420 rvVB2 5371 8279 1.08% 0.118%
16 10.557 1437 1440 1455 rBvV 301412 375627 49.02% 5.338%
17 10.669 1455 1459 1465 rVB3 13622 20599 2.69% 0.293%
18 11.104 1529 1533 1536 rBvV 8887 8797 1.15% 0.125%
19 11.133 1536 1538 1544 rVB3 8957 9335 1.22% 0.133%
20 11.251 1554 1558 1567 rBV 224201 254267 33.18% 3.613%
21 11.533 1601 1606 1611 rVB3 12175 13383 1.75% 0.190%
22 11.780 1643 1648 1655 rBVS 18538 32715 4.27% 0.465%
23 11.939 1672 1675 1678 rBV 12742 11565 1.51% 0.164%
24 12.327 1739 1741 1745 rVB3 17107 15094 1.97% 0.215%
25 12.474 1762 1766 1771 rBV 11236 16627 2.17% 0.236%
26 12.563 1778 1781 1786 rBV6 5606 7975 1.04% 0.113%
27 12.698 1800 1804 1811 rBV2 39010 42131 5.50% 0.599%
28 12.827 1822 1826 1832 rVB 581259 538371 70.25% 7.651%
29 13.051 1861 1864 1867 rBV2 25588 24471 3.19% 0.348%
30 13.263 1897 1900 1903 rBVv4 7529 8244 1.08% 0.117%
31 13.392 1919 1922 1925 rBV 40626 39224 5.12% 0.557%
32 13.721 1975 1978 1985 rVB3 45553 68193 8.90% 0.969%
33 13.851 1998 2000 2003 rBV3 10840 12603 1.64% 0.179%

34 13.898 2004 2008 2016 rVvVv 193944 234110 30.55% 3.327%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117662.D

Aca On : 31 Oct 2019 17:05

Operator :© JU

Sample : K5541-19

Misc :

ALS Vial : 12 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-BF101819.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.039 2028 2032 2034 rBV 52584 53806 7.02% 0.765%
36 14.345 2080 2084 2088 rBV 58230 70640 9.22% 1.004%
37 14.639 2131 2134 2137 rBV 60799 54411 7.10% 0.773%
38 14.957 2185 2188 2193 rVB 61905 73019 9.53% 1.038%
39 15.310 2245 2248 2250 rBV 48885 60828 7.94% 0.864%
40 15.339 2250 2253 2260 rVB 122880 169116 22.07% 2.403%
41 15.715 2314 2317 2322 rVB2 32639 44036 5.75% 0.626%
42 16.357 2421 2426 2431 rVB6 32758 56801 7.41% 0.807%
43 17.374 2594 2599 2606 rVvB10 19741 40779 5.32% 0.580%
Sum of corrected areas: 7036780
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117662.D

Aca On : 31 Oct 2019 17:05

Operator :© JU

Sample - K5541-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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: BF117662.D
700000

600000 6.88
500000 6.39
400000 5.36
300000 730

200000

100000 4.92

e L 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: BF117662.D

700000 9

600000 12.83

500000

400000

300000 9.76 10.56
11.25

2000000  go1

100000

. 12.79| 13.05
16 96 10.1910.40/1067 1 11531178104 123@uarse || 13

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: BF117662.D

700000

600000
500000
400000

300000
13.90 15.34

14.64 1496 1531

200000

14.34

14.04 1572

16.36
100000

¥

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\BF103119\
Data File : BF117662.D

Aca On : 31 Oct 2019 17:05

Operator :© JU

Sample - K5541-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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.

4.92 10.64 ng 104627 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 9

Abundance Scan 482 (4.922 min): BF117662.D (-478) (-) m/z 43.00 100.00%

43
59
5000
101

| 83 460 480 500 5.20
b e e e e e || M/z 59.00  67.00%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA L L L L L LB L |
59 4.60 4.80 5.00 5.20
m/z 101.00 27 .66%
15 31 101
25,1 37, 53 | 83
ot e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4076: Morpholine, 4-methyl-
43
e e AR
460 4.80 5.00 5.20
5000 m/z 58.10 16.32%
15 n 101
27 56
o | 1,33 |l 49 %62 | 77 86
I B B e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3152: 5-Hexen-2-one e
43 460 4.80 5.00 5.20
m/z 41.10 11.15%
5000
15 2 >
o \ |, 37, 49 | 6571 77 83 98
I B B B e B AL B B e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117662.D

Aca On : 31 Oct 2019 17:05

Operator :© JU

Sample - K5541-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknown6.50 Concentration Rank 1

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

6.50 77.94 ng 766343 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 750 (6.498 min): BF117662.D (-748) (-) m/z 132.00 100.00%
132
5000 68 N
96 DRSS LRSS
40 5y 29 06 6.20 6.40 6.60 6.80
01 e B m/z 68.10 47 .86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000
6.20 6.40 6.60 6.80
104 m/z 134.00 31.21%
ol 14 27 39 1 R g | us
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80
5000 og 116 m/z 66.00 30.70%
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.20 6.40 6.60 6.80
m/z 69.10 19.46%
117
5000
39 91
m TS e [ws]
0|||||‘||||‘||‘N||‘m|||‘”|||‘=||“i‘|||‘||l“:luuuuluuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117662.D

Aca On : 31 Oct 2019 17:05

Operator :© JU

Sample - K5541-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknownl11.78 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.78 2.57 ng 32715 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 22
2 Heptanedioic acid. 4-methvl-. di... 202 C10H1804 004751-49-9 22
3 Butvraldehvde. semicarbazone 129 C5H11N30 013183-21-6 14
4 Shikimic acid 174 C7H1005 000138-59-0 14
5 _alpha.-D-Glucopyranoside, O-.al... 504 C18H32016 000597-12-6 14
Abundance Scan 1648 (11.780 min): BF117662.D (-1643) (-) m/z 73.00 100.00%
57 7B
43
97
5000 129
3 111 157 171 192 WSS )
| |H| | | | " | 11.40 11.60 11.80 12.00
o} i o e m/z 57.00 86.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39470: n-Decanoic acid

5000 LA L L L L L LB L B}
11.40 11.60 11.80 12.00
m/z 43.00 81.20%
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62283: Heptanedioic acid, 4-methyl-, dimethyl ester
55 69 97
o R ma e
129 11.40 11.60 11.80 12.00
5000 4l 83 m/z 60.00 70.29%
27 139 171
111
I O T O (o
b i"" Al Al .“l‘, ll ,‘.“l‘. T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12801: Butyraldehyde, semicarbazone T R B L
0 11.40 11.60 11.80 12.00
m/z 97.10 60.48%
5000 43 7
129
‘ 86 101
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117662.D

Aca On : 31 Oct 2019 17:05

Operator :© JU

Sample - K5541-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.70 3.60 ng 42131 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Fluoranthene 202 C16H10 000206-44-0 41
3 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 38
4 Pvrene 202 C16H10 000129-00-0 38
5 Eicosane 282 C20H42 000112-95-8 30

Abundance Scan 1804 (12.698 min): BF117662.D (-1800) (-) m/z 202.10 100.00%

2

5000
4 119 137152 175 12.40 12.60 12.80 13.00
0f m/z 57.10 95.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83027: Hexadecane
57

12.40 12.60 12.80 13.00
m/z 71.05 73.01%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #62828: Fluoranthene
202
R e R
12.40 12.60 12.80 13.00
5000 m/z 85.10 65.62%
101
oh..27 50 75 | 122 150 174 w
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #62830: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-
202 12.40 12.60 12.80 13.00
m/z 43.05 50.67%
5000
oLl 39 75 101 126 1§0 174 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117662.D

Aca On : 31 Oct 2019 17:05

Operator :© JU

Sample - K5541-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Octacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.05 2.09 ng 24471 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 72
2 Heneicosane 296 C21H44 000629-94-7 72
3 Pentacosane 352 C25H52 000629-99-2 64
4 Tetracosane 338 C24H50 000646-31-1 64
5 Hexadecane 226 C16H34 000544-76-3 59
Abundance Scan 1864 (13.051 min): BF117662.D (-1861) (-) m/z 57.05 100.00%
57
85
5000
n L e . 0 "5l50 1500 1320 1840
ok L |u‘-l'“' L m/z 71.05 83.56%
m/z--> 50 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 LS BB BURILN BULIULE B
85 1280 13.00 1320 13.40
29 m/z 85.10 72.98%
oL | | (113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo '
Abundance #141426: Heneicosane
57
o " 12/80 13.00 13.20 13.40
5000 m/z 43.05 65.42%
29 113
oL L L i |y 40 260 197 225 253 206
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #185533: Pentacosane I a  BREEEEES B
57 12.80 13.00 13.20 13.40
m/z 41.00 32.44Y%
5000 85
113
L2y J | 1% 169189211 239 267 2905 323 352
m/z--> 55 100 150 200 250 360 3éo ' 12%0 1300 1320 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117662.D

Aca On : 31 Oct 2019 17:05

Operator :© JU

Sample - K5541-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Hexacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.39 3.35 ng 39224 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Heneicosane 296 C21H44 000629-94-7 86
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 86
4 Heptacosane 380 C27H56 000593-49-7 86
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 1922 (13.392 min): BF117662.D (-1919) (-) m/z 57.05 100.00%
85
5000
113 AUV AR
3 141 163 205225 13.00 13.20 13.40 13.60 13.80
0 Py m/z 71.10 91.44%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 AR DR B BN

13.00 13.20 13.40 13.60 13.80
m/z 85.05 69 .30%

29 113
o |‘| .| ]1 Lo 141,169 197 225 253 205 323 367
el : A e Ba QAR i
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
R
85 13.00 13.20 13.40 13.60 13.80
5000 m/z 43.05 63.57%
29 113
oL L LT M 169 107 225 253 296
e — T
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- B B E e
43 13.00 13.20 13.40 13.60 13.80
m/z 41.00 31.71%
71
5000
ol ‘ J‘ u 127155 183309225 253 2% a7
e , — s e A e S
m/z--> 50 100 150 200 250 300 350 13. 00 13. 20 13 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117662.D

Aca On : 31 Oct 2019 17:05

Operator :© JU

Sample - K5541-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Nonadecane, 9-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.72 5.83 ng 68193 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 80
2 Hexacosane 366 C26H54 000630-01-3 80
3 Sulfurous acid. 2-propvl undecvl... 278 C14H3003S 1000309-12-2 72
4 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 72
5 9-methylheptadecane 254 C18H38 026741-18-4 72
Abundance Scan 1978 (13.721 min): BF117662.D (-1975) (-) m/z 57.10 100.00%
57
85
5000
127 OB SN SR BN
3 110 154 178 205 230 13.40 13.60 13.80 14.00
o ol b m/z 71.10 90.35Y%
m/z--> 50 100 150 200 250 300 350
Abundance #129499: Nonadecane, 9-methyl-
57
85
5000 SR R SRR RN SRR
1340 13.60 13.80 14.00
- 140 o m/z 43.10 72.11%
111
o Iy P O Y
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
13.40 13.60 13.80 14.00
5000 85 m/z 85.05 66.62%
o zfl‘ ‘\ I i H ”3‘\141 169 197 225 253 205 323 367
m/z--> 50 100 1éo 200 250 300 350
Abundance #125659: Sulfurous acid, 2-propyl undecy! ester B A B
43 13.40 13.60 13.80 14.00
m/z 55.00 34 .46%
5000 71
ol w J (125 135 189 219
m/z--> 5'0 100 150 200 250 300 350 1340 13.60 13.80 14.00

8270-BF101819.M Fri Nov 01 15:43:21 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117662.D

Aca On : 31 Oct 2019 17:05

Operator :© JU

Sample - K5541-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .04 4.60 ng 53806 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 72
2 Tridecane. 3-methvl- 198 C14H30 006418-41-3 72
3 Hexadecane 226 C16H34 000544-76-3 72
4 Heptadecane 240 C17H36 000629-78-7 72
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 72
Abundance Scan 2032 (14.039 min): BF117662.D (-2028) (-) m/z 57.10 100.00%
57
85
5000
3 113 248 R BN B N B
137155 192211 731 13.80 14.00 14.20 14.40
0! TS M """l| e m/z 71.10 87.37%
m/z--> 50 100 150 200 250 300
Abundance #175555: Tetracosane
57
5000 85 LI BRI B BRI R
Bmmmmmmm
- 13 m/z 85.10 67 .58%
ol b |1 | j N[t 169197 225 253 281 300 338
m/z--> 55 150 260 2%0 360 '
Abundance #59890: Tridecane, 3-methyl-
57
" 13.80 14.00 14.20 14.40
5000 m/z 43.00 65.90%
29
85
0 \‘ Al L1 \ \1:!-3 140 1?9 198
m/z--> 55 160 1%0 260 2%0 360 '
Abundance #83026: Hexadecane b RRREE EE s
57 13.80 14.00 14.20 14.40
m/z 41.05 30.47%
5000 85
29 113
0..“.‘.‘||‘.J.‘.I.H‘| :\‘Iull?l |16|9|:||'97|?%|6| —— R B B
m/z--> 50 100 150 200 250 300 13.80 14.00 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117662.D

Aca On : 31 Oct 2019 17:05

Operator :© JU

Sample - K5541-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.34 6.03 ng 70640 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 74
2 Heptadecane 240 C17H36 000629-78-7 72
3 Undecane. 2.9-dimethvl- 184 C13H28 017301-26-7 72
4 5-Ethvl-5-methvIlnonadecane 310 C22H46 1000360-42-7 64
5 Hexadecane, 1-i1odo- 352 C16H331 000544-77-4 64
Abundance Scan 2083 (14.339 min): BF117662.D (-2080) (-) m/z 57.05 100.00%
57
43 il

5000

99
e
113127, 11 160175 199 225 45 264 14.00 14.20 14.40 14.60

o m/z 71.05 78.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83026: Hexadecane
43 97 11
5000 85 L INLELIL UL LI B L LB LN |
14.00 14.20 14.40 14.60
29 99 113 m/z 43.05 70.55%
oI5 127141155169183197211 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94345: Heptadecane
57
43 R R REE
71 14.00 14.20 14.40 14.60
5000 a5 m/z 85.05 60.33%
29 99
o e 1}3127141155169133197211 240
,,,,,,,, RRARREEREEEET s Eany
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48865: Undecane, 2,9-dimethyl- R AR Rama
57 14.00 14.20 14.40 14.60
m/z 55.00 33.21%
43
5000 71
85
29 99
o JDod ‘ 113127141 ‘ °160184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14. 00 14. 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117662.D

Aca On : 31 Oct 2019 17:05

Operator :© JU

Sample - K5541-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Dodecane, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .64 6.43 ng 54411 Perylene-d12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 74
2 Heneicosane 296 C21H44 000629-94-7 74
3 Heptadecane 240 C17H36 000629-78-7 72
4 Heptacosane 380 C27H56 000593-49-7 72
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 72
Abundance Scan 2134 (14.639 min): BF117662.D (-2131) (-) m/z 57.05 100.00%
g7
5000
4
Ot m/z 71.05 85.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129490: Eicosane
57
85
5000 LI LN I BRI B
4 mmmmmmmm
m/z 85.05 68.48%
113
0 o I| U ||| ||I 141 1(?9 197 225 253 25.;2
m/z--> %&&%m@mmmmmmmmmﬁ
Abundance #141426: Heneicosane
57
o " 14.40 14.60 14.80 15.00
5000 m/z 43.05 61.45%
4
113
o2 DLy 1B am a0 107 s s 206
m/z--> %&&%@mmmmmmmmmmﬁ
Abundance #94346: Heptadecane L L L L L L B
57 14.40 14.60 14.80 15.00
m/z 41.05 29.29%
85
5000 4
0 L 4 i 1ﬁ3‘\1ﬂ1 169 197 240
m/z--> 2'0 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 32'0 14'40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117662.D

Aca On : 31 Oct 2019 17:05

Operator :© JU

Sample - K5541-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Tetradecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.96 8.64 ng 73019 Perylene-di12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 74
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 72
3 Tridecane. 2-methvyl- 198 C14H30 001560-96-9 72
4 Octacosane 394 C28H58 000630-02-4 72
5 Hexacosane 366 C26H54 000630-01-3 72
Abundance Scan 2189 (14.962 min): BF117662.D (-2185) (-) m/z 71.10 100.00%
7
43
5000
99
126 9 AR AR A
| d 156 17 205 246263 286302 14.60 14.80 15.00 15.20
OLrrrrrprrre el el m/z 57.05 91.66%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59882: Tetradecane
57

14.60 14.80 15.00 15.20
m/z 43.10 74.21%

5000

04
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129502: Nonadecane, 9-methyl-
57
R e N EmER
85 14.60 14.80 15.00 15.20
5000 a1 m/z 85.10 60.24%
113 140 168
0 Lk h | 211 238 267283
quupnq...””P”..uq””.”..”.””.”..”.””.u..”q”.
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59896: Tridecane, 2-methyl- R AR EEEEE T
57 14.60 14.80 15.00 15.20
m/z 99.05 27 .93%
5000 Al 85
113 155
NIEE 0 - "N B ittt
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14 60 14. 80 15. OO 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117662.D

Aca On : 31 Oct 2019 17:05

Operator :© JU

Sample - K5541-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Docosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.72 5.21 ng 44036 Perylene-d12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 58
2 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 58
3 Heneicosane 296 C21H44 000629-94-7 58
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 53
5 Eicosane 282 C20H42 000112-95-8 53
Abundance Scan 2318 (15.721 min): BF117662.D (-2314) (-) m/z 57.10 100.00%
g7
5000
127 R D PR R TR
4 108 148 176192 272 295 318 15.40 15.60 15.80 16.00
Ob et m/z 71.10 87.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #153222: Docosane
57
5000 85 LR B BN SN B
mmmmmmmm
4 m/z 85.05 65.26%
o 13 141 160 197 205 253 281 310
m/z--> %&&%@mmmmmmmmmmﬁ
Abundance #96002: Tridecanol, 2-ethyl-2-methyl-
57
15.40 15.60 15.80 16.00
5000 85 m/z 43.05 46.73%
4
m/z--> mmmmmmmmmmmmmmmm
Abundance #141426: Heneicosane A e R Ra
57 15.40 15.60 15.80 16.00
m/z 55.10 26.58%
85
5000
4
113
o2 DLy an e 197 225 253 29
m/z--> 2'0 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 32'0 15. 40 15 60 15. 80 16. 00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117662.D

Aca On : 31 Oct 2019 17:05

Operator :© JU

Sample - K5541-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 1-Cyclohexene, 1,3,3-trimet... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.36 6.72 ng 56801 Perylene-d12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 58
2 5-Fluoro-2-trifluoromethvlbenzoi... 284 C14H8F402 1000357-62-7 27
3 3-Fluoro-5-trifluoromethvlbenzoi... 284 C14H8F402 1000357-95-5 27
4 Ethvl 4-t-butvlbenzoate 206 C13H1802 005406-57-5 27
5 3-Fluoro-4-trifluoromethylbenzoi... 284 C14H8F402 1000357-93-7 27
Abundance Scan 2427 (16.362 min): BF117662.D (-2421) (-) m/z 191.10 100.00%
1
5000
6
223 241 259 LR IR B R
206 284 16.00 16.20 16.40 16.60
0 m/z 95.00 63.31%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en...
191
5000 43 AU B SRR B
S5 6 5k
L 91 107 | 149 206 msz - - 80o%
.2.9..||.. '$.7|.".'. .“l'..l.ll. | .Il.l. Al .'.Il.l .'.|'. : II' ':}'7|7' S S
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #130666: 5-Fluoro-2-trifluoromethylbenzoic acid, phenyl ester
191
16.00 16.20 16.40 16.60
5000 m/z 81.05 44 _07%
163
o3 65 o4 13 14 ‘ 265 284
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #130671: 3-Fluoro-5-trifluoromethylbenzoic acid, phenyl ester R e EEEmE
191 16.00 16.20 16.40 16.60
m/z 69.00 43.15%
5000
163
284
oL 39 65 94 113 144 ‘ 265 |
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 2é0 280 16.00 16.20 1640 16.60

8270-BF101819.M Fri Nov 01 15:43:24 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103119\
Data File : BF117662.D

Aca On : 31 Oct 2019 17:05

Operator :© JU

Sample - K5541-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknownl7.37 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.37 4.82 ng 40779 Perylene-di12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Furancarboxamide. tetrahvdro-N... 245 C15H19NO2 1000350-24-2 18
2 Sulfurous acid. pentadecvl pentv... 362 C20H4203S 1000309-14-8 16
3 2.7-Methanonaphthalen-3-amine. 1... 191 C13H21N 077483-32-0 12
4 Sulfurous acid. dodecvl pentvl e... 320 C17H3603S 1000309-14-5 12
5 Sulfurous acid, pentyl undecyl e... 306 C16H3403S 1000309-14-4 12
Abundance Scan 2598 (17.368 min): BF117662.D (-2594) (-) m/z 71.00 100.00%
!
=7 191
5000 219
245 265 282 —
17.00 17.20 17.40 17.60
o} m/z 57.10 86.17%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98219: 2-Furancarboxamide, tetrahydro-N-(5,6,7,8-tetrahyd...
!
5000 DAL SRR UL BUMLEE B
43 147 " 17.00 17.20 17.40 17.60
o1 119 m/z 191.15 77 .25%
0 | - | 106 |...| 3 | 160175189202217
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance #191846: Sulfurous acid, pentadecyl pentyl ester
!
8 17.00 17.20 17.40 17.60
5000 m/z 67.00 55.61%
85
29 9
0 \‘ \‘ “ H\H ‘ ?\ 113127141155 182 211 245 263
miz-> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280
Abundance #53871: 2,7-Methanonaphthalen-3-amine, 1,2,3,4,4a,7,8,8a-0... R e
7 17.00 17.20 17.40 17.60
191 m/z 95.10 53.83%
58
5000
91 100123  148,,176
R0 O R W o R e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40 17.60

8270-BF101819.M Fri Nov 01 15:43:24 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF103119\
Data File : BF117662.D

Acq On : 31 Oct 2019 17:05

Operator : JU

Sample - K5541-19

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.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... 4.92 10.6 ng 104627 1 6.73 196658 20.0
unknown6 .50 6.50 77.9 ng 766343 1 6.73 196658 20.0
unknownll1.78 11.78 2.6 ng 32715 4 11.25 254267 20.0
Hexadecane 12.70 3.6 ng 42131 5 13.90 234110 20.0
Octacosane 13.05 2.1 ng 24471 5 13.90 234110 20.0
Hexacosane 13.39 3.4 ng 39224 5 13.90 234110 20.0
Nonadecane, 9-met... 13.72 5.8 ng 68193 5 13.90 234110 20.0
Tetracosane 14_.04 4.6 ng 53806 5 13.90 234110 20.0
Heptadecane 14 .34 6.0 ng 70640 5 13.90 234110 20.0
Dodecane, 3-methyl- 14 .64 6.4 ng 54411 6 15.34 169116 20.0
Tetradecane 14.96 8.6 ng 73019 6 15.34 169116 20.0
Docosane 15.72 5.2 ng 44036 6 15.34 169116 20.0
1-Cyclohexene, 1,... 16.36 6.7 ng 56801 6 15.34 169116 20.0
unknownl17 .37 17.37 4.8 ng 40779 6 15.34 169116 20.0
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