LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110619\
Data File : BG043534.D

Aca On : 7 Nov 2019 00:01

Operator :© JU

Sample : K5675-01

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 G\METHODS\8270-BG102119.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 3.182 11 16 28 rvB2 58799 128084 1.80% 0.450%
2 5.115 340 345 360 rBV 93062 152058 2.14% 0.534%
3 5.603 419 428 448 rBV 312770 596156 8.38% 2.095%
4 7.195 690 699 720 rBV 348860 699332 9.82% 2.458%
5 7.553 751 760 769 rBV 377565 682193 9.58% 2.398%
6 8.012 831 838 846 rBV 130883 235508 3.31% 0.828%
7 8.335 885 893 903 rBV 304625 555973 7.81% 1.954%
8 9.175 1028 1036 1056 rBV 181389 409553 5.75% 1.439%
9 10.785 1304 1310 1311 rBV 66597 101887 1.43% 0.358%
10 10.814 1311 1315 1326 rVB 148609 296011 4.16% 1.040%
11 11.643 1451 1456 1462 rVB2 44508 71213 1.00% 0.250%

12 11.725 1464 1470 1477 rVB2 77091 129995 1.83% 0.457%
13 11.825 1479 1487 1492 rBV 109059 195733 2.75% 0.688%
14 12.224 1546 1555 1566 rBV 493159 786911 11.06% 2.766%
15 12.853 1657 1662 1666 rBV2 55521 87877 1.23% 0.309%

16 12.894 1666 1669 1677 rVvv4 42238 100982 1.42% 0.355%
17 13.035 1688 1693 1698 rVB2 54293 86161 1.21% 0.303%
18 13.258 1721 1731 1740 rBV 588185 983264 13.81% 3.456%
19 13.458 1759 1765 1775 rVB 226160 329012 4.62% 1.156%
20 14.087 1865 1872 1882 rBV 88300 164114 2.31% 0.577%

21 14.639 1955 1966 1981 rVB 270704 442808 6.22% 1.556%
22 16.132 2213 2220 2234 rBV 419539 750213 10.54% 2.637%
23 16.531 2281 2288 2294 rBV2 71474 104118 1.46% 0.366%
24 17.383 2426 2433 2438 rBV 305534 510937 7.18% 1.796%
25 17.430 2438 2441 2450 rVB 58841 93951 1.32% 0.330%

26 17.918 2514 2524 2532 rVB 130996 190665 2.68% 0.670%
27 18.047 2540 2546 2555 rBV 1801113 2289149 32.16% 8.045%
28 19.187 2733 2740 2742 rBV 2848155 3649541 51.27% 12.826%
29 19.222 2742 2746 2756 rVB 5347944 7118107 100.00% 25.016%
30 19.345 2762 2767 2775 rVB 1110723 1306350 18.35% 4_.591%

31 19.439 2777 2783 2792 rVV 254245 379328 5.33% 1.333%
32 19.798 2835 2844 2851 rBV 236435 422190 5.93% 1.484%
33 19.998 2872 2878 2891 rBV 1141160 1530615 21.50% 5.379%
34 20.327 2931 2934 2941 rVB3 81215 102510 1.44% 0.360%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110619\
Data File : BG043534.D

Aca On : 7 Nov 2019 00:01

Operator :© JU

Sample : K5675-01

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

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 20.438 2949 2953 2960 rBV3 69556 113838 1.60% 0.400%

36 21.290 3094 3098 3102 rBv4 49982 89484 1.26% 0.314%
37 21.654 3151 3160 3165 rBV2 407408 922575 12.96% 3.242%
38 21.696 3165 3167 3176 rVB 111626 184038 2.59% 0.647%
39 23.840 3524 3532 3538 rBV2 90011 287955 4._.05% 1.012%
40 24.545 3647 3652 3662 rVB 54090 144121 2.02% 0.507%

41 24.698 3669 3678 3690 rVB 94464 274259 3.85% 0.964%
42 24.851 3694 3704 3714 rBVY 257175 754919 10.61% 2.653%

Sum of corrected areas: 28453688
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110619\
Data File : BG043534.D

Aca On : 7 Nov 2019 00:01

Operator :© JU

Sample : K5675-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG043534.D
5000000

4000000
3000000
2000000

1000000

560 7.19 7.55 5.33 12.22
: i - 9.17
3.18 512 [ ) 801y 1964 1115&?2 \ 128

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 1000 10.50 11.00 1150 1200 1250
Abundance TIC: BG043534.D

19,22
5000000

4000000

3000000 19119

2000000 18.05

1000000

21.65

. 22634 21.29 ZA.70
0‘

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: BG043534.D

5000000

4000000

3000000

2000000

1000000

23.84 24@%%?
S R N

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

8270-BG102119.M Thu Nov 07 16:25:25 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110619\
Data File : BG043534.D

Aca On : 7 Nov 2019 00:01

Operator :© JU

Sample : K5675-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 11

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

3.18 10.88 ng 128084 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 N-EthvIformamide 73 C3H7NO 000627-45-2 9
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
4 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 7

Abundance Scan 16 (3.182 min): BG043534.D (-11) (-) m/z 73.10 100.00%
3
5000
43 55 87
3 49 | 3.20 3.30 3.40 3.50 3.60
ol et 49 L Tm/z 43.10  32.77%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 AU UL UL AN AR
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.10 26.86%
0 ?9 35 |, | 67 ||, 80
LI NI SN FULELEL LI SURLL SURELLS UL SURLLIL SULEL SR
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #734: N-Ethylformamide
30
& NS A UL UL AR AR
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 25.08%
44 58
18 “
0 L l 38\\‘\ 1 :
LI NI SN FULELEL LR SR SRS UL SURLLI SULLL SR
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1995: Silane, tetramethyl- R
73 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.45%
5000
43
0 2 15 29 36 || 5359 e6 | 88
m/z--> 0 10 20 30 40 50 60 70 8 90 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110619\
Data File : BG043534.D

Aca On : 7 Nov 2019 00:01

Operator :© JU

Sample : K5675-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

5.12 12.91 ng 152058 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 17
3 Acetone 58 C3H60 000067-64-1 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 346 (5.121 min): BG043534.D (-340) (-) m/z 43.05 100.00%
43
59
5000
101 OGS 1
83 4.80 5.00 520 5.40
o...,....,....,....,....l,'!:..,“??-.h.',....,....,.-...,...:,....,. m/z 59.10 66.35%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA RS SRR RN
4.80 5.00 520 5.40
59 m/z 101.10 24.96%
0 21 37| 53,| 67 778 o1
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #4485: Propane, 2-ethoxy-2-methyl-
50
480 500 520 540
5000 m/z 58.10 18.77%
87
s 53““ 72
e R AN I L IS I RS RS IS SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #214: Acetone
43 4.80 5.00 520 5.40
m/z 41.10 11.50%
5000
15
58
0"w?'“l““'l“ﬁ?w"ﬁ”“'l“"w"w'“'l“"w'“l'“'w
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110619\
Data File : BG043534.D

Aca On : 7 Nov 2019 00:01

Operator :© JU

Sample : K5675-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 3 unknown7.55 Concentration Rank 4

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

7.55 57.93 ng 682193 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 759 (7.547 min): BG043534.D (-751) (-) m/z 132.10 100.00%
132 ?
5000 68
‘ 75 % 104 7.20 7.40 7.60 7.80
o..,....,....,...:,".'.‘.‘? o Sh. .,..':-:,..?‘?,..Iu,.'!n.,....,...., - m/z 68.10 41.75%
m/z--> 10 20 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 134.10 32.12%
138
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
A UL UL L
7.20 7.40 7.60 7.80
5000 m/z 66.10 30.69%
)15 28 39 82 O 77 90 104 ;5 |
s B 3 4o B e To 8 o 100 130 130 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132 7.20 7.40 7.60 7.80
m/z 69.10 19.54%
5000 6
41 97
53 117
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 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\BG110619\
Data File : BG043534.D

Aca On : 7 Nov 2019 00:01

Operator :© JU

Sample : K5675-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Dodecane, 4-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.64 4.81 ng 71213 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 4-methvl- 184 C13H28 006117-97-1 80
2 Undecane. 2.3-dimethvl- 184 C13H28 017312-77-5 72
3 Undecane. 4.8-dimethvl- 184 C13H28 017301-33-6 64
4 9-methvlheptadecane 254 C18H38 026741-18-4 52
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 47
Abundance Scan 1456 (11.643 min): BG043534.D (-1451) (-) m/z 43.10 100.00%
7 7
85
5000
140 IR B SUNLE BB B
97 111 | | 166 11.40 11.60 11.80 12.00
ol SN PSR U -+ m/z 71.10 95.45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48846: Dodecane, 4-methyl-
B 57 71
5000 85
11.40 11.60 11.80 12.00
29 m/z 57.10 90.95%
9 141
ol el 32 127 | 155 169 184
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48855: Undecane, 2,3-dimethyl-
43 57
71 11.40 11.60 11.80 12.00
5000 85 m/z 41.10 53.68%
140
99
0---.-‘-‘--.‘---‘1.--“--.‘l---“.-l-}-l- 125 | 19
m/z--> 20 40 80 100 120 140 160 180
Abundance #48879: Undecane, 4,8-dimethyl- RS B EEas BRI R
43 11.40 11.60 11.80 12.00
m/z 85.10 53.26%
57 71
5000
85
o \\ Il ‘ ¥ 13 17 M 169 18
m/z--> 20 4'0 60 80 1(')0 120 140 160 180 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110619\
Data File : BG043534.D

Aca On : 7 Nov 2019 00:01

Operator :© JU

Sample : K5675-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 12
R.T. EstConc Area Relative to ISTD R.T.
11.72 8.78 ng 129995 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 72
2 Undecane 156 C11H24 001120-21-4 64
3 1-lodoundecane 282 C11H231 004282-44-4 64
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 64
5 Hexadecane 226 Cl16H34 000544-76-3 64
Abundance Scan 1469 (11.719 min): BG043534.D (-1464) (-) m/z 57.10 100.00%
5000 85
| J 113 140 165 11.40 11.60 11.80 12.00
ok bbby g 22 m/z 43.10 98.68%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000
85 11.40 11.60 11.80 12.00
29 m/z 41.10 54 _.23%
oL | | | (113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance #28422: Undecane

11.40 11.60 11.80 12.00
5000 m/z 71.10 50.03%

71
Lzl e
m/z--> 50 100 150 200 250 300 350
Abundance #128607: 1-lodoundecane
57 11.40 11.60 11.80 12.00
m/z 85.10 39.25%
5000 85
29 155
0 L L] ] 11313579 183 211 282
e T T e T
m/z--> 50 100 150 200 250 300 350 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110619\
Data File : BG043534.D

Aca On : 7 Nov 2019 00:01

Operator :© JU

Sample : K5675-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Decane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.82 13.22 ng 195733 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2-methvl- 156 C11H24 006975-98-0 72
2 Decane. 3-methvl- 156 C11H24 013151-34-3 68
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 64
4 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 59
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 59
Abundance Scan 1486 (11.819 min): BG043534.D (-1479) (-) m/z 57.10 100.00%
5000 43 71
85
99 113 196 154 11.60 11.80 12.00 12.20
o e ML IS Tm/z 43.15  51.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28432: Decane, 2-methyl-
5000 71

11.60 11.80 12.00 12.20
85 m/z 71.10 47.65%

29
113
0! L | 9 & 141 156
e e e e e R R R

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

Abundance #28436: Decane, 3-methyl-
57
43
71 11.60 11.80 12.00 12.20
5000 m/z 41.10 39.77%
29 85
127
o J B )98 112 " 140 156
B o o I B A L o o o e o BRI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl- O e B O s
57 11.60 11.80 12.00 12.20
71 m/z 56.10 26.01%
43
5000
o I ‘ 99 113 127 141 155 169 183 197
e e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110619\
Data File : BG043534.D

Aca On : 7 Nov 2019 00:01

Operator :© JU

Sample : K5675-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.22 53.17 ng 786911 Naphthalene-d8 10.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Pentadecane 212 C15H32 000629-62-9 90
5 Undecane 156 C11H24 001120-21-4 90

Abundance Scan 1554 (12.218 min): BG043534.D (-1546) (-) m/z 57.05 100.00%

57
43

5000

12.00 12.20 12.40 12.60

99 112 126 141 155

0 m/z 43.10 72.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
43
71
5000
12.00 12.20 12.40 12.60
29 m/z 71.10 55.96%
oL 15 I| ‘ 99 113 127 141 155
R RREEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
43 57
71 12.00 12.20 12.40 12.60
5000 m/z 41.10 44.63%
85
29
. L‘ I ) ®uswria 155 169 163 226
R B A EEm o e e e e e e AR EEE SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane R I B L L B
43 57 12.00 12.20 12.40 12.60
m/z 85.10 34 .84%
71
5000 85
29
. | ‘ il % 113127 141155 169 198
B A I e o o e o e e LA i o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110619\
Data File : BG043534.D

Aca On : 7 Nov 2019 00:01

Operator :© JU

Sample : K5675-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Tridecane, 6-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.85 3.97 ng 87877 Acenaphthene-d10 14.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 6-methvl- 198 C14H30 013287-21-3 80
2 Dodecane. 2.5-dimethvl- 198 C14H30 056292-65-0 68
3 Undecane 156 Cl11H24 001120-21-4 59
4 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 53
5 Tetratetracontane 619 C44H90 007098-22-8 50
Abundance Scan 1661 (12.847 min): BG043534.D (-1657) (-) m/z 57.10 100.00%
5000
8 98 112 137 g " 12:60 12.80 13.00 13.20
0 m/z 71.05 59.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59887: Tridecane, 6-methyl-
5
5000 43 LRI UL BN IR B
71 1260 12.80 13.00 13.20
85 m/z 43.10 56.36%
29 8 126
0 el AL A7 140 154 169 183
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59898: Dodecane, 2,5-dimethyl-
57
" 12:60 12.80 13.00 13.20
5000 43 - m/z 41.10 33.54%
85
29 99 126
ol 15| L I | 113 7" 141 155 169 183 198
miz--> b % 8 100 130 1o 1% 180 2%
Abundance #28422: Undecane A A RRREE R
43 57 12.60 12.80 13.00 13.20
m/z 55.10 29.28%
5000 71
29 85
o \‘ “\ lf 9 118 127 156
m/z--> 20 40 6|O 80 1(')0 12'0 140 1('30 180 200 12.60 12.80 13.00 13.20

8270-BG102119.M Thu Nov 07 16:25:29 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110619\
Data File : BG043534.D

Aca On : 7 Nov 2019 00:01

Operator :© JU

Sample : K5675-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Dodecane, 5-methyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.89 4.56 ng 100982 Acenaphthene-d10 14.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 5-methvl- 184 C13H28 017453-93-9 64
2 Undecane. 2.4-dimethvl- 184 C13H28 017312-80-0 59
3 Heptane. 2.4.6-trimethvl- 142 C10H22 002613-61-8 58
4 Oxalic acid. isohexvl neopentvl ... 244 C13H2404 1000309-73-0 50
5 2,4-Dimethyldodecane 198 C14H30 006117-99-3 50

Abundance Scan 1668 (12.888 min): BG043534.D (-1666) (-) m/z 43.10 100.00%
57 8
71
5000
1 gy MO 12,60 12.80 13.00 13.20
o} R m/z 85.10 98.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48845: Dodecane, 5-methyl-
43
5000 57 85 N UL LN LN SR
71 12.60 12.80 13.00 13.20
29 m/z 57.10 97 .72%
ol y 98 113 126 169
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48880: Undecane, 2,4-dimethyl-
43
- "6 17180 15100 1320
5000 , m/z 71.10 61.47%
29 ‘
0 do ) gl 99 113 126 141 155 169 184
miz--> 20 40 60 80 100 120 140 160 180
Abundance #19205: Heptane, 2,4,6-trimethy!- T
43 g5 12.60 12.80 13.00 13.20
57 m/z 41.10 53.80%
5000
27 71 99
obts WM W e A
m/z--> 20 40 80 100 120 140 160 180 12.60 12.80 13.00 13.20

8270-BG102119.M Thu Nov 07 16:25:29 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110619\
Data File : BG043534.D

Aca On : 7 Nov 2019 00:01

Operator :© JU

Sample : K5675-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Sulfurous acid, 2-propyl un... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.04 3.89 ng 86161 Acenaphthene-d10 14.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl undecvl... 278 C14H3003S 1000309-12-2 64
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 59
3 Heptadecane 240 C17H36 000629-78-7 53
4 Dodecane. 3-methvl- 184 C13H28 017312-57-1 53
5 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 53
Abundance Scan 1694 (13.041 min): BG043534.D (-1688) (-) m/z 57.10 100.00%
43
5000
12.80 13.00 13.20 13.40
(o} m/z 43.10 99.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #125659: Sulfurous acid, 2-propyl undecy! ester
43
57
5000
g5 12.80 13.00 13.20 13.40
m/z 71.10 57.09%
0 i ‘ |I i | || 113125 155 189 219
m/z--> 20 Jo 60 80 100 150 140 160 180 200 220 240
Abundance #38349: Decane, 3,8-dimethyl-
57
71 12.80 13.00 13.20 13.40
5000 43 8 m/z 41.10 48.10%
99 113 141
o AL T s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane LI L L B LA B
57 12.80 13.00 13.20 13.40
43 71 m/z 85.10 40.39%
85
5000
29 99
s g | 113127 141155 169 183 107 211 240
m/z--> 20 40 60 éo 160 120 140 160 180 200 220 240 12.80 13.00 13.20 13.40

8270-BG102119.M Thu Nov 07 16:25:30 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110619\
Data File : BG043534.D

Aca On : 7 Nov 2019 00:01

Operator :© JU

Sample : K5675-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 8
R.T. EstConc Area Relative to ISTD R.T.
13.46 14.86 ng 329012 Acenaphthene-d10 14.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Undecane 156 Cl11H24 001120-21-4 90
5 Pentadecane 212 C15H32 000629-62-9 83
Abundance Scan 1765 (13.458 min): BG043534.D (-1759) (-) m/z 57.10 100.00%
57
43
5000
99 113 198 13.20 13.40 13.60 13.80
o 126 141 155 169 m/z 43.10 75.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71
5000 85
13.20 13.40 13.60 13.80
29 m/z 71.10 54 _40%
oL 15 | I %9 113 127 141 155 169 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #83024: Hexadecane
43 57
71 13.20 13.40 13.60 13.80
5000 o m/z 41.10 38.74Y%
29
. L‘ I 913127 141 155 169 183 226
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 200 250
Abundance #48835: Tridecane
43 97 13.20 13.40 13.60 13.80
m/z 85.05 36.48%
71
5000
85
29
oL 15 L L %9 113 127 141 155 184
m/z--> ﬁo Jo éo éo 160 150 140 160 180 260 250 13.20 13.40 13.60 13.80

8270-BG102119.M Thu Nov 07 16:25:30 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110619\
Data File : BG043534.D

Aca On : 7 Nov 2019 00:01

Operator :© JU

Sample : K5675-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Tridecanoic acid, 12-methyl... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.53 4.08 ng 104118 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 96
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 90
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 80
4 Undecanoic acid. 10-methvl-. met... 214 C13H2602 005129-56-6 80
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 78
Abundance Scan 2288 (16.531 min): BG043534.D (-2281) (-) m/z 74.10 100.00%
7}
87
5000 43
55
| | 20| 19911 e W
01 157 171 185 242 : : : :
0...,....',-.-...'“, i .-J:...Jf,..l.l.S,..'..,|....,.1.7.1.,....i..'.'.,....,... m/z 87.10 71.48%
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #95898. Tridecanoic acid, 12-methyl-, methy! ester
7}
87
5000 U BARRNARSUAREE
16.20 16.40 16.60 16.80
5% 143 199 m/z 43.10 34_.39%
. U L) 4 10215120 | 157173165 | 1 o
m/z--> 20 40 60 80 100 120 140 1éo 1§0 200 220 240
Abundance #95859: Methyl tetradecanoate
74
87
16.20 16.40 16.60 16.80
5000 m/z 41.10 28.70%
43 95 143 109
101 4 129
obis 2 Ll ol dghaas e | sstaaes o 22
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84483: Tridecanoic acid, methyl ester
74 16.20 16.40 16.60 16.80
87 m/z 55.05 27 .45%
5000
43 55 143 185
s 2 | ] st asran e
m/z--> 25 Jo éo 80 100 120 140 160 180 200 250 240 16.20 16.40 16.60 16.80

8270-BG102119.M Thu Nov 07 16:25:31 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110619\
Data File : BG043534.D

Aca On : 7 Nov 2019 00:01

Operator :© JU

Sample : K5675-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Methyl hexadec-9-enoate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.92 7.46 ng 190665 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 99
2 Methvl hexadec-9-enoate 268 C17H3202 010030-74-7 90
3 Cvclopropaneoctanoic acid. 2-hex... 282 C18H3402 010152-61-1 81
4 Methyl 11-hexadecenoate 268 C17H3202 1000336-35-5 74
5 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 72
Abundance Scan 2524 (17.918 min): BG043534.D (-2514) (-) m/z 55.10 100.00%

5000

-

17.60 17.80 18.00 18.20
m/z 69.10 63.77%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117513: 9-Hexadecenoic acid, methyl ester, (2)-

-

5000
17.60 17.80 18.00 18.20

m/z 41.10 58.41%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117464: Methy| hexadec-9-enoate
55
69
M 83 97 17.60 17.80 18.00 18.20
5000 m/z 74.10 51.46%

2
I

Ot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #129412: Cyclopropaneoctanoic acid, 2-hexyl-, methyl ester B e ERmEmmmame
55 17.60 17.80 18.00 18.20
41 6o m/z 83.05 43.59%
5000
2 138
. W L JH | 4138152166, 76 194208 o3, 250
T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20

8270-BG102119.M Thu Nov 07 16:25:31 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110619\
Data File : BG043534.D

Aca On : 7 Nov 2019 00:01

Operator :© JU

Sample : K5675-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.05 89.61 ng 2289150 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 97
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 95
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 81
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 74
Abundance Scan 2547 (18.053 min): BG043534.D (-2540) (-) m/z 74.05 100.00%
7487
5000
43
T 143 221 LR BN SR SUILN B
101115129 | 1571711851993 | 241,270 17.80 18.00 18.20 18.40
o,....,....||,.'.|..,':.'..'-,....,..'..,....,..'..,.'...',...-.,.:..}..2}‘??...., m/z 87.10 78.90%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
7
87
5000 IR BN BRI SURIN B
43 17.80 18.00 18.20 18.40
7 143 m/z 43.10 35.33%
. |l i 101975129 | 157171185199213227241 270
mz-> 20 40 60 80 100 120 140 160 180 200 220 250 260
Abundance #84485: Tridecanoic acid, methyl ester
i
87 '~ 17.80 18.00 18.20 18.40
5000 43 m/z 55.10 31.64%

i

143
| 101115129 T157171185100 228

0 ”.w.”.“..,”.qu”.“.” TR vt -
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119425. Pentadecanoic acid, 14-methyl-, methyl ester

74 17.80 18.00 18.20 18.40

87 m/z 41.10 27.04%
5000 43 270
143 227
oL 2 M [ 1| 10t01s120 | 15717118519913 | 2d15e |
L RRRa o o e AR Baams RS L L e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40

8270-BG102119.M Thu Nov 07 16:25:32 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110619\
Data File : BG043534.D

Aca On : 7 Nov 2019 00:01

Operator :© JU

Sample : K5675-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 16 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.19 142.86 ng 3649540 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99

4 Methyl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 94
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 93

Abundance Scan 2741 (19.193 min): BG043534.D (-2733) (-) m/z 67.10 100.00%

67

5000
135150 263 18.80 19.00 19.20 19.40 19.60
178 505220 294 : . : : :
o 245 219 m/z 81.10 84.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
a7
41
5000 | BANLINLILE LN L L L LI L L BB
18.80 19.00 19.20 19.40 19.60
m/z 55.05 65.18%
135150
ol 2 178 223 2633792%4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67

18.80 19.00 19.20 19.40 19.60
m/z 95.10 60.38%

5000
o i 135150 478 262 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester EEa e ARREREE RaEL

67 18.80 19.00 19.20 19.40 19.60
m/z 41.10 49.71%

5000

18.80 19.00 19.20 19.40 19.60

8270-BG102119.M Thu Nov 07 16:25:32 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110619\
Data File : BG043534.D

Aca On : 7 Nov 2019 00:01

Operator :© JU

Sample : K5675-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 17 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.22 278.63 ng 7118110 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
3 6-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 96
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 96
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 96

Abundance Scan 2746 (19.222 min): BG043534.D (-2742) (-) m/z 55.10 100.00%

41 74
5000

19.00 19.20 19.40 19.60
m/z 69.10 71.16%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

69

5000

19.00 19,20 19.40 19.60
m/z 41.10 65.10%

4
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester
55

19.00 19.20 19.40 19.60

5000 m/z 74.10 63.55%
29 97
11 264
J I 138152 180 507222534 278 296

o

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #141277: 6-Octadecenoic acid, methyl ester L
41 74 19. 00 19 20 19. 40 19 60
m/z 83.10 59.98%
5000
ZJM
oo SN 14 W S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19. 00 19 20 19. 40 19.60

8270-BG102119.M Thu Nov 07 16:25:33 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110619\
Data File : BG043534.D

Aca On : 7 Nov 2019 00:01

Operator :© JU

Sample : K5675-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 18 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.35 51.14 ng 1306350 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 99
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 91
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 83
5 Methyl 13-methyltetradecanoate 256 C16H3202 1000336-31-4 83
Abundance Scan 2768 (19.351 min): BG043534.D (-2762) (-) m/z 74.10 100.00%
!
5000 43
143 255
ﬁ 198 \ 298 19.00 19.20 19.40 19.60
oL el L '--!..1-,..1-.1.?..'..,....-,.1.7.1.,.'...|,...l.,2]2:7.,t....,?.7.°.,....',.. m/z 87.10  79.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143128: Methyl stearate
74
5000 43 AR AR AR N
19.00 19.20 19.40 19.60
h 143 199 255 208 m/z 43.10 39.13%
BN 0 o) I . O A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143190: Heptadecanoic acid, 16-methyl-, methyl ester
74
19.00 19.20 19.40 19.60
5000 m/z 55.10 31.42%
143 255
199 ‘ 298
SN 1 O W= T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107595: Pentadecanoic acid, methy! ester
74 19.00 19.20 19.40 19.60
m/z 41.10 27 .61%
5000
18 143 256
o...,....,\\....?..M.\.,.z.ﬁ?ﬁ..}?ﬁ.,\.... Mg s |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110619\
Data File : BG043534.D

Aca On : 7 Nov 2019 00:01

Operator :© JU

Sample : K5675-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 19 Eicosanoic acid, methyl ester Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
20.44 2.47 ng 113838 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 93
2 Methvl 18-methvlnonadecanoate 326 C21H4202 1000352-20-6 90
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 86
4 Hexadecanoic acid. 14-methvl-. m... 284 C18H3602 002490-49-5 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83

Abundance Scan 2953 (20.438 min): BG043534.D (-2949) (-) m/z 74.00 100.00%
7%
43
5000
20.20 20.40 20.60 20.80
o} m/z 87.05 77 .29%
m/z--> 50 100 150 200 250 300 350
Abundance #166216: Eicosanoic acid, methyl ester
43
5000
20.20 20.40 20.60 20.80
m/z 43.10 58.67%
171 199 227
0<
m/z--> 50 100 150 200 250 300 350
Abundance #166215: Methy| 18-methylnonadecanoate
74
" 20.20 20.40 20.60 20.80
5000 43 m/z 55.10 36.16%
143
326
97 28
0 |15| I ‘.“ I“j' \h .‘JH. ‘LI\ ]IT:!'IS.LI .‘ Ilzllwllglgl |22\|7st? . .{. : .‘. —
m/z--> 50 100 150 200 250 300 350
Abundance #131300: Heptadecanoic acid, methy! ester R B e
74 20.20 20.40 20.60 20.80
m/z 232.10 34 .80%
5000
43
143
ol ] omus P igims gy 20 2
m/z--> 50 100 150 200 250 300 350 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110619\
Data File : BG043534.D

Aca On : 7 Nov 2019 00:01

Operator :© JU

Sample : K5675-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 20 Benzo[e]pyrene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
24 .55 3.82 ng 144121 Perylene-d12 24.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolalpvrene 252 C20H12 000050-32-8 90
2 Benzolklfluoranthene 252 C20H12 000207-08-9 89
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 81
4 Benzolelpvrene 252 C20H12 000192-97-2 81
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 68
Abundance Scan 3653 (24.551 min): BG043534.D (-3647) (-) m/z 252.10 100.00%
252
5000
125 224 24.20 24.40 24.60 24.80
ol At [ 98, 4 147169 198 48 Ml 28301327 40 sz 250.05  30.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104218: Benzo[a]pyrene
282
5000
24.20 24.40 24.60 24.80
126 m/z 253.05 23.33%
ol 50 74 100, | 149 174 200 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #104224: Benzo[k]fluoranthene
252
2420 24.40 24.60 24.80
5000 m/z 251.10 12.92%
126
o 74 99 | 200 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #104227: Benz[e]acephenanthrylene
252 24.20 24.40 24.60 24.80
m/z 125.05 T.77T%
5000
126
ol39 74 100, | 150 174 200 224
LR L DL L UL L UL L AR AR AR A
m/z--> 50 100 150 200 250 300 350 400 24.20 24.40 24.60 24.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110619\
Data File : BG043534.D

Acq On : 7 Nov 2019 00:01

Operator : JU

Sample : K5675-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.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... 3.18 10.9 ng 128084 1 8.01 235508 20.0
2-Pentanone, 4-hy... 5.12 12.9 ng 152058 1 8.01 235508 20.0
unknown? .55 7.55 57.9 ng 682193 1 8.01 235508 20.0
Dodecane, 4-methyl- 11.64 4.8 ng 71213 2 10.81 296011 20.0
Octacosane 11.72 8.8 ng 129995 2 10.81 296011 20.0
Decane, 2-methyl- 11.82 13.2 ng 195733 2 10.81 296011 20.0
Tridecane 12.22 53.2 ng 786911 2 10.81 296011 20.0
Tridecane, 6-methyl- 12.85 4.0 ng 87877 3 14.64 442808 20.0
Dodecane, 5-methyl- 12.89 4.6 ng 100982 3 14.64 442808 20.0
Sulfurous acid, 2... 13.04 3.9 ng 86161 3 14.64 442808 20.0
Tetradecane 13.46 14.9 ng 329012 3 14.64 442808 20.0
Tridecanoic acid,... 16.53 4.1 ng 104118 4 17.38 510937 20.0
Methyl hexadec-9-... 17.92 7.5 ng 190665 4 17.38 510937 20.0
Hexadecanoic acid... 18.05 89.6 ng 2289150 4 17.38 510937 20.0
9,12-Octadecadien... 19.19 142.9 ng 3649540 4 17.38 510937 20.0
9-Octadecenoic ac... 19.22 278.6 ng 7118110 4 17.38 510937 20.0
Methyl stearate 19.35 51.1 ng 1306350 4 17.38 510937 20.0
Eicosanoic acid, ... 20.44 2.5 ng 113838 5 21.65 922575 20.0
Benzo[e]pyrene 24 .55 3.8 ng 144121 6 24.84 754919 20.0
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