LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041721.D

Aca On 18 Jul 2019 22:17

Operator : HP/JU

Sample = K3834-02

Misc :

ALS Vial : 15 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 G\METHODS\8270-BG071519.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 3.200 13 19 35 rVB 1458873 2948051 35.47% 5.462%
2 5.608 423 429 443 rVB 1100968 1786683 21.50% 3.310%
3 7.195 691 699 710 rBV 772054 1338967 16.11% 2.481%
4 7.577 756 764 774 rBVY 1902005 3232406 38.89% 5.988%
5 8.047 837 844 851 rBV 446556 737584 8.87% 1.366%

8.370 890 899 907 rBV 1630927 2920309 35.13% 5.410%
9.204 1030 1041 1053 rBV 1313997 2404136 28.92% 4._.454%
1312 1321 1329 rBV 587099 1021897 12.29% 1.893%
13.294 1729 1737 1747 rBV 3481860 5677914 68.31% 10.519%
14.110 1870 1876 1881 rBV 276714 394865 4._75% 0.732%

QO ~NO®
=
o
(oe}
N
©

11 14.663 1964 1970 1983 rVvB2 921195 1479192 17.80% 2.740%
12 16.143 2214 2222 2235 rBV 2893508 4449792 53.53% 8.244%
13 17.401 2428 2436 2446 rBV 1190118 1851551 22.28% 3.430%
14 18.288 2582 2587 2597 rBV 274519 449910 5.41% 0.834%
15 19.557 2798 2803 2813 rBV 76129 170912 2.06% 0.317%

16 19.792 2838 2843 2846 rBV2 89916 118858 1.43% 0.220%
17 19.821 2846 2848 2853 rVB2 92437 94527 1.14% 0.175%
18 20.003 2873 2879 2887 rBV 6067350 8311944 100.00% 15.399%
19 20.321 2929 2933 2938 rVB 170478 192987 2.32% 0.358%
20 20.814 3010 3017 3020 rBV2 321967 416072 5.01% 0.771%

21 21.319 3097 3103 3114 rBV 562206 1015413 12.22% 1.881%
22 21.648 3153 3159 3167 rVB 1245878 2042923 24.58% 3.785%
23 21.866 3191 3196 3208 rVB 649763 929683 11.18% 1.722%
24 22.477 3294 3300 3310 rVB 704769 1209540 14.55% 2.241%
25 23.170 3412 3418 3429 rVB 805054 1523599 18.33% 2.823%

26 23.981 3548 3556 3567 rVB 777396 1644586 19.79% 3.047%
27 24.839 3692 3702 3710 rBV2 744244 2074224 24 .95% 3.843%
28 24.939 3711 3719 3730 rVB 603086 1579973 19.01% 2.927%
29 26.073 3902 3912 3924 rVB 414663 1267517 15.25% 2.348%
30 27.442 4135 4145 4159 rVB2 182025 690966 8.31% 1.280%

Sum of corrected areas: 53976981
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\

BG041721.D

18 Jul 2019 22:17

HP/JU

K3834-02

15 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG071519.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

3.20

1000000

TIC: BG041721.D

7.58
8.37
9.20

|

7.19
8.05

10.85

Oy
Time-->

350 4.00 450 5.00 550 6.00 6.50

7.00 750 800 850 9.00 9.50 10.00 1050 1100 1150 1200 1250

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG041721.D

13.29

16.14

17.40
14.66

14.11 18.29

19.98.

20.00

21.65

213 2187 2248

20.81

O
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
6000000

5000000

4000000

3000000

2000000

1000000

o.,

23.17 23 98 24}] B4

TIC: BG041721.D

26.07

A

27.44
N

Time-->

23.00 2350 2400 2450 2500 2550 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

8270-BG071519.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041721.D

Aca On 18 Jul 2019 22:17

Operator : HP/JU

Sample = K3834-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 2

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

3.20 79.94 ng 2948050 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 19 (3.200 min): BG041721.D (-13) (-) m/z 73.10 100.00%
3
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
ol A 98 78207 Thyz 43.10  42.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 HUAN AR AR RN AR AR
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 31.23%
”'I'M'Wd"'l'”'l""P"'I'”'I""P"'I"”I""
m/z--> 20 80 100 120 140 160 180 200
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
4 g 87 3.20 3.30 3.40 3.50 3.60
5000 m/z 87.10 27 .54%
29
'}?P"'I"”I""I”"I"”I""I”"I'"W""I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.74%
5000 43
58
29 ‘ 87
(i A
m/z--> 20 4'0 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041721.D

Aca On 18 Jul 2019 22:17

Operator : HP/JU

Sample = K3834-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 unknown7.58 Concentration Rank 1

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

7.58 87.65 ng 3232410 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 765 (7.583 min): BG041721.D (-756) (-) m/z 132.00 100.00%
5000 68
ws || P . 750 70 Tko 7k 800
L] 2 m/z 68.10 42.60%
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
5000 er L UL UL L
a1 o7 7.20 7.40 7.60 7.80 8.00
53 117 m/z 134.00 34 .82%
79
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14491: 5-Aminoindole
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.10 28.42%
104
12 273050 P77 g s ‘
m/z--> 20 40 60 86 100 120 140 160 180 200 220
Abundance #52379: Tranylcypromine-propionyl e e
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.10 16.95%
5000 og 116
...,....,.... M,.nk.,mﬂ.kq..“u N RN /AR 5 GHRN—
m/z--> 20 40 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041721.D

Aca On 18 Jul 2019 22:17

Operator : HP/JU

Sample = K3834-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 12
R.T. EstConc Area Relative to ISTD R.T.
18.29 4.86 ng 449910 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Dodecanoic acid 200 C12H2402 000143-07-7 70
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 2587 (18.288 min): BG041721.D (-2582) (-) m/z 43.10 100.00%
43 57 78
o7 129 213 N ) S
15 | Q157171185 09 | 507 256 »81 18.00 18.20 18.40 18.60
b m/z 73.00 96.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43
5000 129

18.00 18.20 18.40 18.60
m/z 60.05 92.67%

83

213
143127171185,

99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72643: Tridecanoic acid
43 | B
i R AR
18.00 18.20 18.40 18.60
5000 129 m/z 57.10 85.61%
29
143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid A Ban o et St
43 | 3 18.00 18.20 18.40 18.60
5 m/z 55.10 75.82%
5000 129
29
199
‘ ‘ 143157171185 242
A5 L L meaedtes
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041721.D

Aca On 18 Jul 2019 22:17

Operator : HP/JU

Sample = K3834-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.81 4_.07 ng 416072 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 3016 (20.808 min): BG041721.D (-3010) (-) m/z 57.10 100.00%
g7
5000 85 \ J
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
113 141 20.40 20.60 20.80 21.00 21.20
— ,J.J. A 00, 208 239 281 314342 430 hn/z 43.10  65.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129493: Eicosane
g7
5000 85 BN AU SR I
20.40 20.60 20.80 21.00 21.20
29 13 14y 282 m/z 71.10 57.14%
169
| \ L) JIJIIJIJI!III.lI --‘1-?.7-‘2-%?'-25?---.----.----.----
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57
20.40 20.60 20.80 21.00 21.20
5000 m/z 85.05 41.42%
85
290 | | | ;113 141 160 107 205 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane N e e
57 20.40 20.60 20.80 21.00 21.20
m/z 41.10 22 .99%
29
| ‘ || (113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 2040 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041721.D

Aca On 18 Jul 2019 22:17

Operator : HP/JU

Sample = K3834-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.32 9.94 ng 1015410 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Tritetracontane 605 C43H88 007098-21-7 91
4 Sulfurous acid. butyl tridecvl e... 320 C17H3603S 1000309-18-0 91
5 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 91
Abundance Scan 3103 (21.319 min): BG041721.D (-3097) (-) m/z 57.10 100.00%

g7
5000

97
1ﬂmwm mmmmmmmm
A£G 209207239 295 355 401 | W/Z 43.10  64.58%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57

5000 R EREEE RS
21. OO 21 20 21. 40 21. 60

m/z 71.05 54 .08%

99
| J | 141 183 225 267 309 367
L B B R B e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57

21.00 21.20 21.40 21.60

5000 m/z 85.05 39.01%
97
‘ J | 127 169 211 253 295 337 393423 463 505 561 603
A A e e e e e e e T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57 21.00 21.20 21.40 21.60

m/z 55.05 30.73%

5000
97
\ j | 127 169 211 253 295 337 379 421 463 505 547 604

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 21. OO 21 20 21. 40 21. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041721.D

Aca On 18 Jul 2019 22:17

Operator : HP/JU

Sample = K3834-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.87 9.10 ng 929683 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 3197 (21.872 min): BG041721.D (-3191) (-) m/z 57.10 100.00%
g7
5000 85
113 21.60 21.80 22.00 22.20
155
o3 ,J. Ly 333°00,183 211 239 281 309 342366 “nsz  43.10  60.30%
m/z--> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
g7
85 21.60 21.80 22.00 22.20

m/z 71.10 56.26%
| | (118 141 169 197 225 253 281 323 351 380

29
L M1 160 107 225 253 281 323 351 380
m/z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57
21.60 21.80 22.00 22.20
5000 85 m/z 85.10 43 .59%
29
| ‘ | A113 141 169 107 205 253 296
...,.... e e L e o e LA A B o o o o o o
m/z--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 21.60 21.80 22.00 22.20
m/z 55.10 23.04%
5000 85
29
| ‘ I J (113 141 169 197 225 253 281 309 337 365 394
e e e e T T e T e T
m/z--> 0 50 100 150 200 250 300 350 21 60 21. 80 22. 00 22 20

8270-BGO71519.M Fri Jul 19 17:24:40 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041721.D

Aca On 18 Jul 2019 22:17

Operator : HP/JU

Sample = K3834-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Tricosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.48 11.84 ng 1209540 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 98
2 Tricosane 324 C23H48 000638-67-5 95
3 Hexacosane 366 C26H54 000630-01-3 94
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3301 (22.483 min): BG041721.D (-3294) (-) m/z 57.10 100.00%
57
5000 85
113 22.20 22.40 22.60 22.80
141
3 ,I. W 1 169 197 225 253 282302324 356 380401 7, 43.10  58.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57
5000 BN SUVE
85 nmnmnmnm
m/z 71.10 55.24Y%
29| | 113 141 169 197 205 253 281 323 351 380
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #164577: Tricosane
57
22.20 22.40 22.60 22.80
5000 85 m/z 85.10 41 .83%
29 324
| J Ll 11311711 169 197 225 253 281
m/z--> éo 160 150 200 250 300 350 460
Abundance #194493: Hexacosane
57 22.20 22.40 22.60 22.80
m/z 55.05 22.54Y%
5000 85
%gw ‘ | (M3 ,141 169 107 225 253 205 323 367
m/z--> % @ J& 2& 2% 300 3m 4& nmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041721.D

Aca On 18 Jul 2019 22:17

Operator : HP/JU

Sample = K3834-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.17 14.92 ng 1523600 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3418 (23.170 min): BG041721.D (-3412) (-) m/z 57.10 100.00%

5000

L

113 22.80 23.00 23.20 23.40
141 169 197
ol 225 267 295 336 394 429 m/z _43.10 60.31%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
85

5000
22.80 23.00 23.20 23.40
29
L

m/z 71.10 57.23%
113

L. [ 141 169 197 225 253 295 323 367
I e L o o e e LA HLA o o S o o o
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane
5[7
B O B e e i
22.80 23.00 23.20 23.40
5000 a5 m/z 85.10 40.30%
29
[ L1 ] 12 101 160 17 225 255 296
I e A A e o e e e AN A B B S LA A o e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
5[7 22.80 23.00 23.20 23.40

m/z 55.10 23.02%

5000
85
29
il j 113 141 169 197 225 253 281 323 351 380

m/z--> 0 50 100 150 200 250 300 350 400 22. 80 23 00 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041721.D

Aca On 18 Jul 2019 22:17

Operator : HP/JU

Sample = K3834-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Eicosane, 10-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.98 15.86 ng 1644590 Perylene-di12 24.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 95
2 Hexacosane 366 C26H54 000630-01-3 94
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3556 (23.981 min): BG041721.D (-3548) (-) m/z 57.10 100.00%
g7
5000 85 A\
R R e
113 23.60 23.80 24.00 24.20
141
ob St L AL Ty M 109 107 225 253 278 309 351 m/z 43.10 61.42%
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57
5000 85 AUV
23160 23.80 24.00 24.20
m/z 71.10 59.23%
113 324
3 || ]] (11 169‘ 197 239 267 p95
mz-> 50 150 260" 250" 300 350
Abundance #194493: Hexacosane
57
2360 23.80 24.00 2420
5000 85 m/z 85.10 43.58%
%Ql‘ i Iy M2 141 169 197 205 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl- T T
57 23.60 23.80 24.00 24.20
m/z 55.10 24 _.11%
5000 85
39 I L B 1?4“183 211 239 281 ) L .
m/z--> 50 100 150 200 250 300 350 23.60 23.80 24.00 24.20

8270-BGO71519.M Fri Jul 19 17:24:42 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041721.D

Aca On 18 Jul 2019 22:17

Operator : HP/JU

Sample = K3834-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Heptadecane, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

24.94 15.23 ng 1579970 Perylene-d12 24.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
3 Tricosane 324 C23H48 000638-67-5 93
4 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3719 (24.939 min): BG041721.D (-3711) (-) m/z 57.10 100.00%

57
5000 85

|13 141 169 197 205 252

24 60 24. 80 25 00 25 20
ol 34 MUy T I9 107 225252 295 325351 430 | hz, 43.10  60.36%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
5|7
85

5000 L LA L LB L L B
24 60 24. 80 25 00 25 20
m/z 71.10 57 .48%
29
Wiy ﬂ1}311§1 169 107 225 253 295 323 367
..,.... P T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #164584: Heptadecane, 9-hexyl-
43
ST T
n 24,60 24.80 25.00 25.20
5000 m/z 85.10 42 .88%
99 210
i \ Il g 127 185 182 "7 239 267 296 323
gt e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #164577: Tricosane R EREEEE L e
57 24 60 24. 80 25 00 25 20

m/z 55.10 23.61%

5000 85
29 324

m/z--> 50 100 150 200 250 300 350 400 24 60 24. 80 25 00 25 20

8270-BGO71519.M Fri Jul 19 17:24:42 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041721.D

Aca On 18 Jul 2019 22:17

Operator : HP/JU

Sample = K3834-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.07 12.22 ng 1267520 Perylene-d12 24 .84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 93
3 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 93
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3912 (26.073 min): BG041721.D (-3902) (-) m/z 57.10 100.00%
5000
113 25.80 26.00 26.20 26.40
141
o 169 197 225 267 295 337 m/z  43.10 56.87%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane
57
5000 85 IR B AR IS B
25 80 26. 00 26. 20 26 40
29 m/z 71.10 54 _.38%
|, | | M8 141 160 197 225 253 206
miz--> 0 §0 160 1%0 260 2%0 360 3éo 460
Abundance #141433: Pentadecane, 8-hexyl-
43
7 ' 25.80 26.00 26.20 2640
5000 m/z 85.10 43.70%
196
AT s s
miz--> 0 50 100 150 200 250 300 350 400
Abundance #129495: Hexadecane, 5-butyl- I RmE T
43 25 80 26. 00 26. 20 26 40
71 m/z 55.10 23.30%
5000
99 126 225
b e es | as3ge0
miz--> 0 50 100 150 200 250 300 350 400 25.80 2600 2620 2640

8270-BGO71519.M Fri Jul 19 17:24:42 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041721.D

Aca On 18 Jul 2019 22:17

Operator : HP/JU

Sample = K3834-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Heptacosane, l1l-chloro- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
27 .44 6.66 ng 690966 Perylene-d12 24 .84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. l-chloro- 414 C27H55CI 062016-79-9 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 4145 (27.442 min): BG041721.D (-4135) (-) m/z 57.10 100.00%
57
5000 85 JJF\kN_»
i 113 " 27.20 27.40 27.60 27.80
141 169 : : : :
AL 100107 0 253 281 327 386 420 71 10 5997
m/z--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro-
57
85 27.20 27.40 27.60 27.80
m/z 43.10 59.27%
29| J 113
L L b7, 141 183 211 239 273 301 343 371 414
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
" 27.20 27.40 27.60 27.80
5000 85 m/z 85.10 44 _.60%
29 ] 1] Hlj3llﬂl‘169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane R L L B B
57 27.20 27.40 27.60 27.80
m/z 55.10 22.13%
85
29 113
b 7)1 160 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400 2720 27.40 27.60 27.80

8270-BGO71519.M Fri Jul 19 17:24:43 2019 Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BGO71819\
Data File : BG041721.D

Acq On 18 Jul 2019 22:17

Operator : HP/JU

Sample - K3834-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071519_.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... 3.20 79.9 ng 2948050 1 8.05 737584 20.0
unknown7 .58 7.58 87.7 ng 3232410 1 8.05 737584 20.0
n-Hexadecanoic acid 18.29 4.9 ng 449910 4 17.40 1851550 20.0
Eicosane 20.81 4.1 ng 416072 5 21.64 2042920 20.0
Hexacosane 21.32 9.9 ng 1015410 5 21.64 2042920 20.0
Heptacosane 21.87 9.1 ng 929683 5 21.64 2042920 20.0
Tricosane 22.48 11.8 ng 1209540 5 21.64 2042920 20.0
Heneicosane 23.17 14.9 ng 1523600 5 21.64 2042920 20.0
Eicosane, 10-methyl- 23.98 15.9 ng 1644590 6 24.84 2074220 20.0
Heptadecane, 3-me... 24.94 15.2 ng 1579970 6 24.84 2074220 20.0
Tetracosane 26.07 12.2 ng 1267520 6 24.84 2074220 20.0
Heptacosane, 1-ch... 27.44 6.7 ng 690966 6 24.84 2074220 20.0
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