LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042544.D

Aca On : 28 Aug 2019 22:32

Operator : HP/JU

Sample : K4536-01

Misc :

ALS Vial : 10 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\HPCHEM1I\BNA G\METHODS\8270-BG082219 .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 3.117 3 5 21 rVB 445501 701714 34.92% 4.668%
2 5.555 413 420 432 rBV 359128 606400 30.18% 4.034%
3 7.159 685 693 709 rBV 346566 665819 33.13% 4 _.430%
4 7.529 749 756 766 rBV 399618 696823 34.68% 4.636%
5 7.999 828 836 844 rBV 103756 177305 8.82% 1.180%

8.322 883 891 905 rBV 311515 530653 26.41% 3.530%
9.162 1027 1034 1050 rBV 198227 387275 19.27% 2.576%
1309 1316 1332 rBV 117157 237847 11.84% 1.582%
13.275 1727 1734 1753 rBVY 628413 1016953 50.61% 6.766%
13.551 1774 1781 1787 rBV2 25683 41775 2.08% 0.278%

QOO ~NO®
=
o
(00]
=
©

11 14.104 1869 1875 1886 rBV 110832 184299 9.17% 1.226%
12 14.656 1963 1969 1978 rBV 231375 385087 19.16% 2.562%
13 16.148 2217 2223 2239 rBV 658039 1107402 55.11% 7.367%
14 17.406 2431 2437 2448 rBV2 332365 555410 27.64% 3.695%

15 18.305 2586 2590 2604 rBVS8 12381 35532 1.77% 0.236%
16 19.151 2730 2734 2744 rBV 105605 196606 9.78% 1.308%
17 19.468 2784 2788 2792 rBV2 29274 39088 1.95% 0.260%
18 19.967 2869 2873 2876 rBV 51186 57846 2.88% 0.385%
19 20.020 2876 2882 2893 rVB 1556062 2009490 100.00% 13.369%
20 20.302 2926 2930 2932 rBV3 25732 37339 1.86% 0.248%
21 20.326 2932 2934 2939 rVB2 28738 32620 1.62% 0.217%
22 20.772 3006 3010 3015 rBV 52850 63546 3.16% 0.423%
23 20.819 3015 3018 3023 rVB2 29795 34477 1.72% 0.229%
24 21.002 3044 3049 3062 rBV 368294 484790 24.13% 3.225%
25 21.266 3090 3094 3099 rBV3 16058 30650 1.53% 0.204%

26 21.325 3099 3104 3115 rVVv2 180309 353746 17.60% 2.353%
27 21.683 3158 3165 3183 rVB2 455314 780381 38.83% 5.192%
28 21.877 3194 3198 3203 rBV 48016 66820 3.33% 0.445%
29 22.124 3234 3240 3253 rBV 295411 482309 24.00% 3.209%
30 22.494 3297 3303 3317 rBV2 65762 182281 9.07% 1.213%

31 22.870 3363 3367 3372 rVB5 15615 24237 1.21% 0.161%
32 23.187 3415 3421 3428 rBV 63647 129743 6.46% 0.863%
33 23.381 3450 3454 3458 rVB4 14969 27499 1.37% 0.183%

34 23.540 3475 3481 3488 rBV3 63325 129976 6.47% 0.865%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042544.D

Aca On : 28 Aug 2019 22:32

Operator : HP/JU

Sample : K4536-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 23.998 3553 3559 3566 rBV2 60647 135281 6.73% 0.900%

36 24.926 3706 3717 3733 rBV2 276549 941106 46.83% 6.261%

37 25.479 3809 3811 3821 rVB10 17626 32756 1.63% 0.218%
38 26.101 3910 3917 3927 rVB3 27725 77242 3.84% 0.514%
39 30.302 4625 4632 4633 rBV6 14499 25779 1.28% 0.172%

40 30.461 4648 4659 4674 rVB9 105909 514532 25.61% 3.423%

41 31.131 4758 4773 4792 rBV7 134588 810907 40.35% 5.395%

Sum of corrected areas: 15031341
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042544.D

Aca On : 28 Aug 2019 22:32

Operator : HP/JU

Sample : K4536-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG042544.D

1400000
1200000
1000000

800000

600000

.12

400000 5.55 716 193

8.32

200000 8.00 1 10.82

Time--> 3.50 4.00 450 500 5.50 600 6.50 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG042544.D

20.02
1400000

1200000

1000000

800000

13.28 16.15

600000

400000

200000

04
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG042544.D

1400000
1200000
1000000
800000
600000

400000 24.93

200000 - 3046 3113
b 8753330 24,00 2548 2610 30.

O e e e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042544.D

Aca On : 28 Aug 2019 22:32

Operator : HP/JU

Sample : K4536-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.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 1

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

3.12 79.15 ng 701714 1,4-Dichlorobenzene-d4 8.00
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 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 6 (3.123 min): BG042544.D (-3) (-) m/z 73.10 100.00%
7B

—

5000
43 g5 87
R o AR
37 67 3.20 3.30 3.40 3.50
Obrr e - S L e | M7z 87.10  32.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 LI L L L LB L L LI BN B}
43 55 3.20 3.30 3.40 3.50
7 87 m/z 43.10 32.05%
NN 71 A R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 ST

3.20 3.30 3.40 3.50
5000 41 55 m/z 55.10 28.14%

29
o L, ML!?M o)l 79 | o7 12 19
R L e e B B ARAANREREEEE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- e
73 3.20 3.30 3.40 3.50
m/z 71.10 10.50%
5000
45
29
39 %S 67 101
NN, LR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042544.D

Aca On : 28 Aug 2019 22:32

Operator : HP/JU

Sample : K4536-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.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 2 unknown7.53 Concentration Rank 2

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

7.53 78.60 ng 696823 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 756 (7.529 min): BG042544.D (-749) (-) m/z 132.00 100.00%
5000
68
0 455 | o | 108 720 7.40 7.60 7.80
on.w.”:w.”,”.w.”.“.”,”.w.”.wwn,”.w.”.,h”,” m/z 68.10 33.37%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.20 7.40 7.60 7.80
3 78 m/z 134.00 32.01%
1 33
44
OH'WL“ww!“JL'w'“!V'“l“'w'“'w'“ ASSRASS BERB RN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
AR LS SR LR
7.20 7.40 7.60 7.80
5000 67 m/z 66.10 21.27%
41 97
‘ 53 . 117
0 34‘ ‘ ‘\ L 61\“\‘ L1l 89 [ 103110 124 |||
miz--> B b w8 7o 8 % 160 110 150 1o 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R e |
132 7.20 7.40 7.60 7.80
o7 m/z 69.10 13.99%
5000 0
31 52
o T M P | 78es | 15 M6
m/z--> 30 40 5'0 60 70 8 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042544.D

Aca On : 28 Aug 2019 22:32

Operator : HP/JU

Sample : K4536-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.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 4 Pyridine, 3-butyl-, 1-oxide Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.55 2.17 ng 41775 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridine. 3-butvl-. 1-oxide 151 C9H13NO 031396-33-5 64
2 3-Pvridinol. 4-methvl-. acetate ... 151 C8H9NO2 001006-96-8 64
3 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 53
4 Cvclohexanol. 3.3.5-trimethvl- 142 C9H180 000116-02-9 35
5 1-(1,2,3-Trimethyl-cyclopent-2-e... 152 C10H160 070987-81-4 35
Abundance Scan 1781 (13.551 min): BG042544.D (-1774) (-) m/z 43.10 100.00%
43 109
151
5000
57 69 8 13.20 13.40 13.60 13.80
o ol ol od o, 128387 ) 169 7100 10
o SNBSS IS AT S 1 R N m/z 109.10 96.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24973: Pyridine, 3-butyl-, 1-oxide
109 151
5000 UV BAUER BUNN SO
135 13.20 13.40 13.60 13.80
93 m/z 151.10 80.19%
42 54 80 | 122
e L S U UL B S B LI S W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24915: 3-Pyridinol, 4-methyl-, acetate (ester)
109
43
1320 13.40 13.60 13.80
5000 m/z 41.10 16.73%
80
151
| %1 123
U L S S UL L S B SRR SRR SRS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109 13.20 13.40 13.60 13.80
151 m/z 85.00 14.94%
5000
69
57 85
169
obas 2l L B | e U
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042544.D

Aca On : 28 Aug 2019 22:32

Operator : HP/JU

Sample : K4536-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.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 Cyclohexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.15 7.08 ng 196606 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 97
2 n-Heptadecanol-1 256 C17H360 001454-85-9 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 1-Nonadecene 266 C19H38 018435-45-5 94
5 Cetene 224 C16H32 000629-73-2 94

Abundance Scan 2734 (19.151 min): BG042544.D (-2730) (-) m/z 55.05 100.00%

5000

140154168182196 224 281 18.80 19.00 19.20 19.40
m/z 83.05 93.61%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81246: Cyclohexadecane

41 F oo 83

97

-

5000
18.80 19.00 19.20 19.40

m/z 57.05 83.75%

125
0 139153167181 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107662: n-Heptadecanol-1

o
o1
]
©
(0]
w

97

18.80 19.00 19.20 19.40
m/z 43.10 82.50%

5000

125

o 139154168182196210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131391: n-Nonadecanol-1 R B
55 gg 83 97 18.80 19.00 19.20 19.40
m/z 69.05 79.46%
4
5000
125
o2 i 139154168182106210224238 266
e I SR s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042544.D

Aca On : 28 Aug 2019 22:32

Operator : HP/JU

Sample : K4536-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.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 6 1,21-Docosadiene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.00 12.42 ng 484790 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.21-Docosadiene 306 C22H42 053057-53-7 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 90
5 1,19-Eicosadiene 278 C20H38 014811-95-1 89
Abundance Scan 3049 (21.002 min): BG042544.D (-3044) (-) m/z 57.10 100.00%
AU NS SUNRI BN
20.60 20.80 21.00 21.20 21.40
278
o 250 0 "m/z 82.10  82.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #149983: 1,21-Docosadiene
55 82
5000 |""|""|""|"/'\TTT
20.60 20.80 21.00 21.20 21.40
29 m/z 43.10 78.69%
306
o N 152 180 208 236 263278
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117606: Octadecanal
ile] 8p
20,60 20.80 21.00 21.20 21.40
5000 , m/z 55.10 72 .35%
. 2 124 152168 104 222 250 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117617: Oxirane, hexadecyl- P
20.60 20.80 21.00 21.20 21.40
m/z 96.05 59.12%
5000
2 124
o 152 180 208923 250 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 20.60 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042544.D

Aca On : 28 Aug 2019 22:32

Operator : HP/JU

Sample : K4536-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.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 7 Heptadecyl trifluoroacetate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.32 9.07 ng 353746 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 95
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 95
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
Abundance Scan 3103 (21.319 min): BG042544.D (-3099) (-) m/z 57.10 100.00%
57
83
5000
R VN UL BN BN
139 168 21.00 21.20 21.40 21.60
oLl 189210, 238 267 m/z 55.10 82.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate
57
i ﬁ\ﬁw‘
5000 RN AR AR AR IR
21.00 21.20 21.40 21.60
29 125 m/z 83.05 76 .32%
0 I| . | 154 182 210 238 283 334
m/z--> 50 100 1%0 200 2éo 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecy! ester
57
21.00 2120 21.40 21.60 |
5000 m/z 43.10 74 .84%
29 125
o 1], \{ 154 182 210 238 283 384
m/z--> 5 100 150 260 2éo 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester T T T T
57 21.00 21.20 21.40 21.60
m/z 97.10 68.03%
5000
oL ‘ 147 \ ® 106 224 269 420
m/z--> 50 | 200 250 300 350 400 2100 21.20 21.40 21.60 |

8270-BG082219.M Fri Aug 30 12:24:02 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042544.D

Aca On : 28 Aug 2019 22:32

Operator : HP/JU

Sample : K4536-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.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 Oxirane, hexadecyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.12 12.36 ng 482309 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.21-Docosadiene 306 C22H42 053057-53-7 92
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 Tetracosanal 352 C24H480 057866-08-7 91
5 Heptadecanal 254 C17H340 1000376-70-0 91
Abundance Scan 3239 (22.118 min): BG042544.D (-3234) (-) m/z 57.10 100.00%
87 82
e 7130 2200 7250 7240
3 166 306 334 : : : :
o by o100 194 222 250 277 305 93436 | 75T 82.10  85.54%
m/z--> 50 100 150 200 250 300 350
Abundance #149983: 1,21-Docosadiene
5 g
5000 A RS AR
21'80 22,00 22.20 22.40
29 110 m/z 43.10 78.75%
138 306
o | I 1 _165 186 208 236 259278 |
m/z--> 50 150 200 250 300 350
Abundance #117617 Oxirane, hexadecyl-
43 8p
21:80 22.00 22.20 22.40
5000 m/z 55.05 69.04%
109
Ll ) L L 11 16egy 208207 250268
m/z--> 100 150 200 250 300 350
Abundance #117604: Octadecanal AL i L e
43 21.80 22.00 22.20 22.40
m/z 96.05 61.12%
5000
0 1?‘ ) I|1%7 166 194 222 250268
L | T T T T | T T T T T T T T —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
m/z--> 50 200 25'30 300 350 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042544.D

Aca On : 28 Aug 2019 22:32

Operator : HP/JU

Sample : K4536-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.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 Nonadecane, 9-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.49 4_.67 ng 182281 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
2 Tetracosane. 11-decvl- 479 C34H70 055429-84-0 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 3302 (22.488 min): BG042544.D (-3297) (-) m/z 57.10 100.00%
q7
5000
U2 o e s 52120 2240 22'60 2230
O/ 0 0 5 OO P AL M m/z 71.10 64.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129499: Nonadecane, 9-methyl-
g7
85
5000 IR BN B AR AR
2220 22,40 22.60 22.80
140 m/z 43.10 61.69%
29\ 11 168
ol L. ,,ﬂ l | 197 239 267
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl-
g7
2220 22.40 22.60 22.80
5000 85 m/z 85.10 53.36%
|| M3 141 160 337
oL A b b d g7y 199,197 225 253 295 957 364 393 420
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane R R AR
57 22.20 22.40 22.60 22.80
m/z 55.10 25.48%
85 Lw
5000
29
LTy ”113 1?1d169 197 225 253 338
m/z--> 50 100 150 200 250 300 @ 400 2220 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042544.D

Aca On : 28 Aug 2019 22:32

Operator : HP/JU

Sample : K4536-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.19 3.33 ng 129743 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Docosane. 1ll-decvl- 451 C32H66 055401-55-3 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Docosane 310 C22H46 000629-97-0 90
Abundance Scan 3421 (23.187 min): BG042544.D (-3415) (-) m/z 57.10 100.00%
57
141 169 197 22.80 23.00 23.20 23.40 23.60
oL, “ '| e o S Tm/z 71.05  63.32%
m/z--> 50 100 150 200 250 300 350
Abundance #129493: Eicosane
57
5000 85 AU R
22'80 23.00 23.20 23.40 23.60
29 13 14y 282 m/z 43.10 51.36%
169 197
0.'|.‘| I | J I 1 |||l | IIIIZI?SIZS:?III ————
m/z--> 50 100 150 200 250 300 350
Abundance #227195: Docosane, 11-decyl-
57
22.80 23.00 23.20 23.40 23.60
5000 85 m/z 85.05 49.63%
113
A ‘ MR s 169 197 225 253 280, %° 336 364 302
m/z--> 50 100 150 260 250 360 350
Abundance #175558: Tetracosane Bl o B e
57 22.80 23.00 23.20 23.40 23.60
m/z 55.10 24 _35%
85
5000
0 3J 1) J LM 160 107 225 253 281 300 3
m/z--> 50 100 150 200 250 300 350 ' 22'80 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042544.D

Aca On : 28 Aug 2019 22:32

Operator : HP/JU

Sample : K4536-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.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 11 1,15-Hexadecadiene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.54 2.76 ng 129976 Perylene-d12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 95
2 1.15-Hexadecadiene 222 C16H30 021964-51-2 93
3 Octadecanal 268 C18H360 000638-66-4 91
4 Tetracosanal 352 C24H480 057866-08-7 90
5 1,19-Eicosadiene 278 C20H38 014811-95-1 90
Abundance Scan 3481 (23.540 min): BG042544.D (-3475) (-) m/z 57.10 100.00%
82
5000
3 165 194 222241 g, 334 362 23.20 23.40 23.60 23.80
0 m/z 82.10 74.73%
m/z--> 50 100 150 200 250 300 350
Abundance #117618: Oxirane, hexadecyl-
57
5000 UMD RUASUNAREE
Bmmmmmmm
29 m/z 43.10 70.58%
ol 166 193211 250268
m/z--> 55 100 150 200 250 300 350
Abundance #79558: 1,15-Hexadecadiene
55
82 23.20 23.40 23.60 23.80
5000 m/z 96.10 68.17%
29 110
0 ‘ ’ | ”\ H \\8 166 194 222
m/z--> 55 10 150 260 250 300 3%0
Abundance #117607: Octadecanal R e R
4 82 23.20 23.40 23.60 23.80
m/z 55.10 62.80%
5000
109
0 . \ 137 166 194 222 250564
miz--> 50 R R 23.20 23.40 23.60 23.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG082819\
BG042544.D

28 Aug 2019 22:32

HP/JuU

K4536-01

10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

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

Peak Number

12 Heptadecane

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
24 .00 2.87 ng 135281 Perylene-di12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Octadecane, 1-iodo- 380 C18H37I1 000629-93-6 87
Abundance Scan 3559 (23.998 min): BG042544.D (-3553) (-) m/z 57.05 100.00%
7
LRI SO SN
141 169 197 23.60 23.80 24.00 24.20 24.40
o 224 253 284309 355 77 7110 67 220}
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57
85
5000 AU B
23160 23.80 24.00 24.20 24.40
29 m/z 43.10 57 .13%
oL L ]113 141 169 197 240
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
o 23.60 23.80 24,00 24.20 24.40
5000 m/z 85.05 56.39%
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane e RS L e e
57 23.60 23.80 24.00 24.20 24.40
m/z 55.10 21.96%
5000 85
118 941
oL 2/ | 717,141 169 197 225 253 281 309 337 365 393 422
IIIII""""I""I""""I""I""IIII BB AR AL N
m/z--> 50 100 150 200 250 300 350 400 23160 23.80 24.00 24.20 24.40

8270-BG082219.

M Fri Aug 30 12:24:04 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042544.D

Aca On : 28 Aug 2019 22:32

Operator : HP/JU

Sample : K4536-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.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 unknown30.46 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
30.46 10.93 ng 514532 Perylene-d12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1.2.3.4.4a.9.10.10... 300 C21H320 015340-83-7 38
2 Phenanthrene. 1.2.3.4.4a.9.10.10... 300 C21H320 010064-26-3 35
3 Himachala-2.4-diene 204 C15H24 060909-27-5 25
4 4-(2.4.4-Trimethvl-bicvclol4.1.0... 206 C14H220 1000194-96-6 25
5 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 18
Abundance Scan 4659 (30.461 min): BG042544.D (-4648) (-) m/z 204.10 100.00%
204
133 285
5000
341 409 30.20 30.40 30.60 30.80
(o} m/z 285.15 80.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #145056: Phenanthrene, 1,2,3,4,4a,9,10, 1%a—octahydr0—7—met. .
285
5000 S U SR SR U
189 30.20 30.40 30.60 30.80
215 m/z 133.05 73.36%
19 41 69 01 120 159 | | 23
m/z--> éo 160 1%0 260 2%0 300 3%0 460
Abundance #145057: Phenanthrene, 1,2,3,4,4a,9,10,10a—dc))ctahydr0—6—met...
300
30,20 3040 30.60 30.80
5000 m/z 205.10 70.48%
4l 189
163 { “° 2
18 69 991 128
0 IJ‘I ”. ‘ILIJLI\LL hIJAILuI.I\II l.‘ I\MIMILIJIIMI JIMI\LI LL 'll ‘.27.0. : \l T
m/z--> 50 100 150 200 250 300 350 400
Abundance #64347: Himachala-2,4-diene
133 30.20 30.40 30.60 30.80
105 204 m/z 300.10 69.05%
161
5000 a1
69
0....,k.m.l,‘.!.l.ll..‘..,.... T e
m/z--> 50 100 150 200 250 300 350 400 30.20 30.40 30.60 30.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082819\
Data File : BG042544.D

Aca On : 28 Aug 2019 22:32

Operator : HP/JU

Sample : K4536-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.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 14 unknown31.13 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
31.13 17.23 ng 810907 Perylene-d12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200 124957-09-1 38
2 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 35
3 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 22
4 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 22
5 2-Methyl-3-n-heptyl-6-methoxy-1,... 288 C17H24N202 1000250-74-6 22
Abundance Scan 4773 (31.131 min): BG042544.D (-4758) (-) m/z 204.10 100.00%
4

5000

-

30.80 31.00 31.20 31.40
m/z 135.05  45.79%

0!

m/z--> 50 100 150 200 250 300 350 400
Abundance #64227: 2,5,5,8a-Tetramethyl-6,7,8,8a-tetrahydro-5H-naphth. ..
135 204
g1 161
5000 LA L L L L L LB L |
41 69 30.80 31.00 31.20 31.40
m/z 287.20 43.97%
ol e
m/z--> 50 100 150 200 250 300 350 400
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
161 204
41
30.80 31.00 31.20 31.40
5000 9 107 135 m/z 133.05 35.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene R EaaEmEEEE
204 30.80 31.00 31.20 31.40
a1 91 133 m/z 189.10 35.79%
161
5000 69
o .l..h.,....,....,....,....,... ﬂﬁ$?2¥i¥2%§bﬁh¥ﬂﬁ¥#
m/z--> 50 100 150 200 250 300 350 400 30.80 31.00 31.20 31.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG082819\
Data File : BG042544.D

Acq On : 28 Aug 2019 22:32

Operator : HP/JU

Sample - K4536-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082219_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... 3.12 79.2 ng 701714 1 8.00 177305 20.0
unknown7 .53 7.53 78.6 ng 696823 1 8.00 177305 20.0
Pyridine, 3-butyl... 13.55 2.2 ng 41775 3 14.66 385087 20.0
Cyclohexadecane 19.15 7.1 ng 196606 4 17.41 555410 20.0
1,21-Docosadiene 21.00 12.4 ng 484790 5 21.68 780381 20.0
Heptadecyl triflu... 21.32 9.1 ng 353746 5 21.68 780381 20.0
Oxirane, hexadecyl- 22.12 12.4 ng 482309 5 21.68 780381 20.0
Nonadecane, 9-met... 22.49 4.7 ng 182281 5 21.68 780381 20.0
Eicosane 23.19 3.3 ng 129743 5 21.68 780381 20.0
1,15-Hexadecadiene 23.54 2.8 ng 129976 6 24.92 941106 20.0
Heptadecane 24 .00 2.9 ng 135281 6 24.92 941106 20.0
unknown30.46 30.46 10.9 ng 514532 6 24.92 941106 20.0
unknown31.13 31.13 17.2 ng 810907 6 24.92 941106 20.0
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