LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040333.D

Acq On : 3 Apr 2019 19:46

Operator : JU/SJ

Sample - K2180-27

Misc :

ALS Vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG032719_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 height area % max. total
1 5.600 420 427 438 rBVY 936882 1542352 43.20% 6.650%
2 7.204 692 700 713 rBV 946418 1707017 47.81% 7.360%
3 7.580 756 764 774 rBV 914901 1622046 45.43% 6.993%
4 8.050 836 844 854 rBV 206043 360798 10.11% 1.556%
5 8.367 891 898 907 rvB 675557 1199858 33.61% 5.173%
6 9.225 1035 1044 1060 rBVY 550275 998761 27.97%  4.306%
7 10.864 1316 1323 1332 rBVY 256933 483387 13.54% 2.084%
8 11.910 1493 1501 1517 rBV2 36686 112011 3.14% 0.483%
9 13.302 1731 1738 1748 rBV 1371623 2193244 61.43% 9.456%
10 14.125 1873 1878 1887 rBV 86683 135532 3.80% 0.584%

11 14.677 1966 1972 1982 rVB2 408313 664382 18.61% 2.864%
12 16.170 2219 2226 2237 rBV 1154902 1886320 52.83% 8.133%
13 17.427 2433 2440 2451 rBV 577721 899707 25.20% 3.879%

14 18.279 2581 2585 2593 rBV6 31204 61432 1.72% 0.265%
15 19.765 2833 2838 2841 rBV 37961 43406 1.22% 0.187%
16 19.807 2841 2845 2848 rvVvVv2 42863 47778 1.34% 0.206%
17 20.024 2876 2882 2888 rBV 2665695 3570353 100.00% 15.393%
18 20.294 2924 2928 2932 rBV 56470 62994 1.76% 0.272%

19 20.794 3008 3013 3017 rBV2 96679 129153 3.62% 0.557%
20 21.299 3094 3099 3112 rBV 162327 255927 7.17% 1.103%

21 21.698 3160 3167 3174 rBV 682583 1129841 31.65% 4.871%
22 21.839 3187 3191 3200 rVB 183531 259255 7.26% 1.118%
23 22.451 3289 3295 3305 rBV 241574 407865 11.42% 1.758%
24 23.144 3407 3413 3423 rVB2 268608 489320 13.71% 2.110%
25 23.955 3543 3551 3559 rBV2 248428 555787 15.57% 2.396%

26 24.666 3663 3672 3678 rBV2 11198 39277 1.10% 0.169%
27 24.912 3706 3714 3718 rBV2 204419 533272 14.94% 2.299%
28 24.977 3719 3725 3738 rVB3 366941 1060249 29.70% 4._.571%
29 26.046 3898 3907 3918 rVB2 146114 452889 12.68% 1.953%
30 27.421 4132 4141 4154 rVB4 78218 289858 8.12% 1.250%

Sum of corrected areas: 23194071
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040333.D

Acq On : 3 Apr 2019 19:46

Operator : JU/SJ

Sample - K2180-27

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: BG040333.D
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TIC: BG040333.D

Time-->
Abundance

2500000

2000000

1500000

1000000

500000 24.98

24.91
24.67,

23.14 23.95
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JAS
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Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040333.D

Acq On : 3 Apr 2019 19:46

Operator : JU/SJ

Sample - K2180-27

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 unknown7.58 Concentration Rank 1

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

7.58 89.91 ng 1622050 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 764 (7.580 min): BG040333.D (-756) (-) m/z 131.95 100.00%
32
5000 68
40 54 | 75 % 720 7.40 7.60 7.80 8.00
104 - - - -
o R 4 .Y .- A o . N | N m/z 68.00 42.02%
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 AMARR AR AR AR
7.20 7.40 7.60 7.80 8.00
3 78 m/z 134.00 32.93%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 27.91%
104

66 77

14 27 37 4451 5 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R ma s AR
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.52%
5000 67
41 97
53 117
Ohrrregrrr A UL 20 ) sos e L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040333.D

Acq On : 3 Apr 2019 19:46

Operator : JU/SJ

Sample - K2180-27

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Resorcinol Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.91 4.63 ng 112011 Naphthalene-d8 10.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Resorcinol 110 C6H602 000108-46-3 91
2 Hydroquinone 110 C6H602 000123-31-9 86
3 Resorcinol monoacetate 152 C8H803 000102-29-4 78
4 3(2H)-Pyridazinone, 6-methyl- 110 C5H6N20 013327-27-0 64
5 Phenol, 4-ethoxy- 138 C8H1002 000622-62-8 64

Abundance Scan 1501 (11.910 min): BG040333.D (-1493) (-) m/z 110.00 100.00%
110
5000 ]\\\MMMNA
T T 11.60 11.80 12.00 12.20
0 ...1.~,.“.'.|I.~, TS | Tm/z 53.00  22.47%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #5757 Resorcinol
110
5000
11.60 11.80 12.00 12.20
39 82 m/z 81.00 21.85%
0 ..“‘.“‘k‘“i‘“ﬂ.““‘..H.| T T
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
110
11.60 11.80 12.00 12.20
5000 m/z 82.00 21.38%
81
27 55
s L L UL UL UL L L S
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #25828: Resorcinol monoacetate
110 11.60 11.80 12.00 12.20
m/z 69.00 11.57%
5000
43
152
81
0 ”"ﬁﬂw'l S A B I S W S W
miz--> 0 50 100 150 200 250 300 350 400 450 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040333.D

Acq On : 3 Apr 2019 19:46

Operator : JU/SJ

Sample - K2180-27

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.79 2.29 ng 129153 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Heneicosane 296 C21H44 000629-94-7 76
3 Octacosane 394 C28H58 000630-02-4 76
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 74
5 Tetracosane 338 C24H50 000646-31-1 70
Abundance Scan 3012 (20.788 min): BG040333.D (-3008) (-) m/z 57.00 100.00%
57
5000 85
113 141 20.40 20.60 20.80 21.00 21.20
ol .|l,~.‘!-.1.'E foloy o 109189210 241 283  3ML | "m/z 71.05 58.78%
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57
5000 85 NSRRI SR I
20.40 20.60 20.80 21.00 21.20
- m/z 43.05 58.44%
0 \‘ Jl ‘\ “\ Il \\‘ 1:\I\-3 i 14\.1 ) 169 L 197 24\.0
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 20.40 20.60 20.80 21.00 21.20
5000 m/z 85.00 46.99%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane
57 20.40 20.60 20.80 21.00 21.20
m/z 40.95 26.97%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 ' 20.40 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040333.D

Acq On : 3 Apr 2019 19:46

Operator : JU/SJ

Sample - K2180-27

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Sulfurous acid, butyl hepta... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.30 4.53 ng 255927 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 91
2 Tritetracontane 605 C43H88 007098-21-7 91
3 Tetracosane, 1l-bromo- 416 C24H49Br 006946-24-3 91
4 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 3099 (21.299 min): BG040333.D (-3094) (-) m/z 57.05 100.00%

57
5000

97 LB LA L LN B LI B

27 160 o8 21.00 21.20 21.40 21.60
Okt ...I!!ll...,....z,l.(.’?.“?... e || M/Z 43.00  63.08%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #200447: Sulfurous acid, butyl heptadecy! ester
57

5000 R REEEEE e
21. 00 21 20 21. 40 21. 60

m/z 71.05 55.43%

0 27“ \h 127 169 239 g1
”...”.“.” T T T T T e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57

21 00 21.20 21.40 21.60

5000 m/z 85.05 41 .58%
97
o 127 169 211 253 295 337 379 421 463 505 547 604
T T T T T T e T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #217917: Tetracosane, 1-bromo-
57 21.00 21.20 21.40 21.60

m/z 55.00 32.32%

5000
97 135
ZF Jlu | 183 225 267302 337 375 416

O A A R e e e o

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 21. 00 21 20 21. 40 21. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040333.D

Acq On : 3 Apr 2019 19:46

Operator : JU/SJ

Sample - K2180-27

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.84 4_.59 ng 259255 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3191 (21.839 min): BG040333.D (-3187) (-) m/z 57.05 100.00%
57
5000 85 J\
113 141 21.60 21.80 22.00 22.20
ol L [T b 160 197 225 250 295 am L Tus 00 64, 560
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
5000 85 LRI BRI UL I B
21.60 21.80 22.00 22.20
29 m/z 71.10 61.56%
0 \‘ \‘ h “\ Ii \\‘ 1%‘\-3 il 14\.1 169 196 24\.0
m/z--> 50 100 150 200 250 300 350
Abundance
57
21.60 21.80 22.00 22.20
5000 m/z 85.00 46.88%
85
0 29 113 141 169 197 205 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 21.60 21.80 22.00 22.20
m/z 55.00 22 .33%
85
- \$4%WW\/VJLAA/\pVHNWNWWwAMﬂw
29 113
oL L. | |y 77,141 160 197 225 253 206
m/z--> 50 100 1% 200 250 300 350 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040333.D

Acq On : 3 Apr 2019 19:46

Operator : JU/SJ

Sample - K2180-27

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22.45 7.22 ng 407865 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3295 (22.451 min): BG040333.D (-3289) (-) m/z 57.10 100.00%

57
5000 85 /\
113 nmnmnmnm
141 169

o...|,.1..“.l.J a0 197 225 258 281 309 342 m/z 43.10 59.93%

m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
85

5000 LB L B e B e B
22. 20 22. 40 22. 60 22. 80

m/z 71.10 55.94%

113
o 29 h || 77T 141 169 197 225 267 295 365 393
T T T T R T e B
m/z--> 50 100 150 200 250 300 350
Abundance
57

22.20 22.40 22.60 22.80

5000 85 m/z 85.05 43 .88%
29
. 13 141 169 107 205 253 295 323 367
— T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 22.20 22.40 22.60 22.80

m/z 55.00 21.99%

- ] M‘/k‘/w
29
] | (M3 141 169 197 225 253 281 309 337 365 394

oL b S e A A R R Siluitatitind A i

T
m/z--> 50 100 150 200 250 300 350 22. 20 22. 40 22. 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040333.D

Acq On : 3 Apr 2019 19:46

Operator : JU/SJ

Sample - K2180-27

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.14 8.66 ng 489320 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3412 (23.138 min): BG040333.D (-3407) (-) m/z 57.05 100.00%

57

5000 85

4%

22.80 23.00 23.20 23.40

113
141 169
ol 34 B LA 5T 160 07 230 280 am m/z 71.10 57.56%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LA LI L L LB L BB R |
22.80 23.00 23.20 23.40
m/z 43.00 57.10%
29 13 94
0 \‘ Jl ‘\ “\ It h‘ u‘ {4 169 197 225 253 296
e e e e e T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
57
R e ELERRE
22.80 23.00 23.20 23.40
5000 85 m/z 85.05 45 .98%
113
o2 141 169189211 239 267 295 323 352
T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 22.80 23.00 23.20 23.40
m/z 55.00 23.21%
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
I o o o e A B L A e e e e B R R e e e R
m/z--> 50 100 150 200 250 300 350 22. 80 23. OO 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040333.D

Acq On : 3 Apr 2019 19:46

Operator : JU/SJ

Sample - K2180-27

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.95 10.48 ng 555787 Perylene-di12 24 .98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetracosane, 9-octyl- 451 C32H66 055401-54-2 87
Abundance Scan 3550 (23.949 min): BG040333.D (-3543) (-) m/z 57.05 100.00%
57
5000 85
113 23.60 23.80 24.00 24.20
141
ob i 7y 1 109106 225 252 281 337 401l 77 05 56.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 AU AL AR
Bmmmmmmm
m/z 43.00 53.38%
0 sz h N‘M H m341?1 169 197 225 253 295 323 367
m/z--> 55 100 1%0 260 2éo 360 350 400
Abundance
57
23.60 23.80 24.00 24.20
5000 85 m/z 85.05 42 .50%
113
L2 141 169,g9 211 239 267 295 323 352
m/z--> 55 160 150 200 250 360 3%0 400
Abundance #117648: Octadecane, 2-methyl- T T PR T
43 23.60 23.80 24.00 24.20
m/z 55.00 21.58%
71
5000
99
o L“]_‘ | | 127 155 183 225 53
m/z--> 55 160 1%0 200 250 300 350 400 2360 2380 2400 2420 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040333.D

Acq On : 3 Apr 2019 19:46

Operator : JU/SJ

Sample - K2180-27

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .91 10.06 ng 533272 Perylene-d12 24 .98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Tridecane, l-iodo- 310 C13H271 035599-77-0 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3714 (24.912 min): BG040333.D (-3706) (-) m/z 57.10 100.00%
57
5000 85

il
141 1691ac 211 264 24.60 24.80 25.00 25.20
. .J'..,:...',..l.'. e e e o 2 ooz 810 841 1 Tn/z o 71.10 60.15%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129492: Eicosane
57
5000 LA L L L L L L BB L |
4 85 24.60 24.80 25.00 25.20
m/z 43.00 59.38%
o ‘ |, M3 141 160 197 225 253 282
.””P“,””P“.””.”.”“.”.””.”.””.”.””.”.””.”q”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
T T T T
24.60 24.80 25.00 25.20
5000 85 m/z 85.10 47 .07%

41

113 141 169 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #152416: Tridecane, 1-iodo- e BB EEEEEREE s Cas e

57 24.60 24.80 25.00 25.20

m/z 55.00 22 .39%
5000 85
4
113 183

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 24. 60 24 80 25. 00 25. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040333.D

Acq On : 3 Apr 2019 19:46

Operator : JU/SJ

Sample - K2180-27

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Heneicosane, 11-(1-ethylpro... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.05 8.54 ng 452889 Perylene-di12 24 .98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3908 (26.052 min): BG040333.D (-3898) (-) m/z 57.10 100.00%

5000

(
—

25.80 26.00 26.20 26.40

141175207 253

0 m/z 71.05 55.98%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43
5000

25.80 26.00 26.20 26.40

m/z 43.00 51.95%

|| 127 169 225 295 337

O ..w”.,.” e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
L B L L L
25.80 26.00 26.20 26.40
5000 m/z 85.05 41.75%
99
ol 26 141 183 225 267 309 365
L B i B B B B L L B L
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane N L B
57 25.80 26.00 26.20 26.40
m/z 55.00 21.14%
5000

%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L SN S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 25 80 26. OO 26 20 26. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040333.D

Acq On : 3 Apr 2019 19:46

Operator : JU/SJ

Sample - K2180-27

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Heneicosane, 11-decyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
27.42 5.47 ng 289858 Perylene-di12 24.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane, 1l1-decyl- 437 C31H64 055320-06-4 87
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Nonadecane 268 C19H40 000629-92-5 87
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 83
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 83
Abundance Scan 4141 (27.421 min): BG040333.D (-4132) (-) m/z 57.00 100.00%
57
» ' 27.20 27.40 27.60 27.80
141 183 281 410 : : : :
ol kLAl iy 183,220 281 a4 410 h77T 43.00  63.81%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223853: Heneicosane, 11-decyl-
57
5000 LRI SR B B B
27.20 27.40 27.60 27.80
295 m/z 71.10 62.07%
o261 [P e s | sy s
mz-> 0 éo 100 1éo 200 250 300 350 400 450 500 550 600
Abundance
57
' 27.20 27.40 27.60 27.80
5000 m/z 85.05 43.11%
97
ol 26 141 183 225 267 309 351 393 435 491 535574 617
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117637: Nonadecane e e
57 27.20 27.40 27.60 27.80
m/z 55.00 22 .80%
” W
99
0 ‘ . 141 133 268
mz-> 0 éo 100 1éo 200 250 300 350 400 450 500 550 600 27.20 27.40 27.60 27.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040333.D

Acq On : 3 Apr 2019 19:46

Operator : JU/SJ

Sample - K2180-27

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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]
unknown7 .58 7.58 89.9 ng 1622050 1 8.05 360798 20.0
Resorcinol 11.91 4.6 ng 112011 2 10.86 483387 20.0
Heptadecane 20.79 2.3 ng 129153 5 21.70 1129840 20.0
Sulfurous acid, b... 21.30 4.5 ng 255927 5 21.70 1129840 20.0
Heptacosane 21.84 4.6 ng 259255 5 21.70 1129840 20.0
2-methyloctacosane 22 .45 7.2 ng 407865 5 21.70 1129840 20.0
Heneicosane 23.14 8.7 ng 489320 5 21.70 1129840 20.0
Hexacosane 23.95 10.5 ng 555787 6 24.98 1060250 20.0
Eicosane 24.91 10.1 ng 533272 6 24.98 1060250 20.0
Heneicosane, 11-(... 26.05 8.5 ng 452889 6 24.98 1060250 20.0
Heneicosane, 11-d... 27.42 5.5 ng 289858 6 24.98 1060250 20.0
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