LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG020619\

Data File : BG039372.D

Aca On : 6 Feb 2019 15:58 Instrument :

Operator : JU/SJ ?Z'I\!A_(t;S el
- - lentosampleld :

a?ggle : K1383-03 AOC5B-SS2-0.0-0.5

ALS Vial =: 7 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-BG012919.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 3.226 18 23 32 rBv2 76400 139704 3.69% 0.623%
2 3.302 32 36 42 rVB 47429 65727 1.74% 0.293%
3 5.258 362 369 377 rVB 71425 110919 2.93% 0.495%
4 5.717 440 447 459 rVB 1023176 1651648 43.63% 7.367%
5 7.315 708 719 730 rBY 1093794 1902598 50.26% 8.486%
6 7.702 775 785 794 rBVY 1024688 1726759 45.61% 7.702%
7 8.178 858 866 878 rBV 203834 347207 9.17% 1.549%
8 8.501 913 921 929 rBV 703481 1214755 32.09% 5.418%
9 9.353 1058 1066 1079 rBV 603324 1084036 28.63% 4 .835%
10 10.998 1339 1346 1357 rBvV 280564 511812 13.52% 2.283%

11 13.424 1752 1759 1766 rBV 1562774 2455454 64.86% 10.952%
12 14.240 1893 1898 1905 rBV 75322 106788 2.82% 0.476%
13 14.799 1987 1993 2003 rVB2 451048 744302 19.66% 3.320%
14 16.285 2239 2246 2256 rBV 1336456 2057274 54.34% 9.176%
15 17.542 2453 2460 2467 rBV 637613 968621 25.59% 4._.320%

16 18.400 2600 2606 2615 rBV2 124139 191841 5.07% 0.856%
17 19.663 2815 2821 2826 rBV3 34916 50212 1.33% 0.224%
18 20.138 2895 2902 2908 rBV 2912814 3785765 100.00% 16.885%
19 21.431 3117 3122 3132 rBV 328895 479803 12.67% 2.140%
20 21.830 3184 3190 3201 rVB2 663968 1136182 30.01% 5.068%

21 22.001 3215 3219 3226 rVB2 31286 48295 1.28% 0.215%
22 22.635 3322 3327 3336 rBv4 36505 87980 2.32% 0.392%
23 23.363 3443 3451 3457 rBV3 38840 78662 2.08% 0.351%
24 23.563 3480 3485 3494 rVB4 24466 45511 1.20% 0.203%
25 24.215 3589 3596 3602 rBV2 33522 70080 1.85% 0.313%

26 25.220 3755 3767 3780 rVB2 401403 1168300 30.86% 5.211%
27 26.418 3964 3971 3983 rVB6 22039 71405 1.89% 0.318%
28 26.559 3987 3995 4008 rVBS8 33769 118928 3.14% 0.530%

Sum of corrected areas: 22420568
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG020619\

Data File : BG039372.D

Aca On : 6 Feb 2019 15:58

Operator : JU/SJ

ﬁ?ggle i K1383-03 AOC5B-SS2-0.0-0.5
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG039372.D
2500000
2000000

1500000

7.31
1000000 5,72 .70

8.50

500000

8.18 11.00

3930 5.26
R T SHRN i SRS L MUY A USSR | S SRS |G| S

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG039372.D

20114

2500000

2000000

13.42
1500000 16.28

1000000
17.54 2183

14.80
500000 21.43

14.24 18.40 19.66 200 22.62
o) S S | O | Y WS ofic N | USSP DU LSS i e S-S

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: BG039372.D

2500000

2000000

1500000

1000000

500000 25.22

23,3@;56 24.22 262656

R A R R e B RRRARRRRRE LA Lo s

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

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG020619\

Data File : BG039372.D

Aca On : 6 Feb 2019 15:58

Operator : JU/SJ

ﬁ?ggle i K1383-03 AOC5B-S52-0.0-0.5
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

3.30 3.79 ng 65727 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 32
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 Acetamide, N-(2-hydroxy-3-penten... 143 C7H13NO2 093393-95-4 9

Abundance Scan 36 (3.302 min): BG039372.D (-32) (-) m/z 73.15 100.00%

73.2
5000 43.1
55.2 87.3

| 320 340 360
el e Tm/z 43015 45.36%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0

5000

430 S50 320 340  3.60
87.0 m/z 55.20 29.66%

27.0 ‘ |
'"|""|'"l!lll""|||!'|"|""'|6'3"0"||""|""|"'1'ql"9"|
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8379: 3-Pentanol, 2,4-dimethyl-
73.0

3 20 3.40 3.60

5000 55.0 m/z 87.25 28.39%
43.0
27.0
15.0 [ 11 | ‘ ‘ ‘ 1 65.0 i 83.0 98.0
L e L B e o o o LR e e B e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #734: N-Ethylformamide T T
30.0 3 20 3. 40 3.60
73.0 m/z 71.25 14 .89%
5000
44.0 58.0
18.0 H
O s 1 T Y Y L N — TARMEENE 0 Y
m/z--> 10 20 30 40 50 60 70 80 90 100 3 20 3. 40 3. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG020619\

Data File : BG039372.D

Aca On : 6 Feb 2019 15:58

Operator : JU/SJ

ﬁ?ggle i K1383-03 AOC5B-S52-0.0-0.5
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Acetic acid, 1,1-dimethylet... Concentration Rank 5

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

5.26 6.39 ng 110919 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 Acetone 58 C3H60 000067-64-1 12
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 10
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 369 (5.258 min): BG039372.D (-362) (-) m/z 43.15 100.00%
d.1
5000 59.1
| | psse P TS50 500 540 850
A B o e e A mamas e o m/z 59.15 49 _.95%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
57.0
5000 U L R L
5.00 520 5.40 5.60
29.0 101.0 m/z 101.15 16.20%
150 | | 730 830
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
500 520 5.40 560
5000 59.0 m/z 58.15 15.83%
31.0 101.0
'“l'“'l“"w'““ﬁ"ﬁ“"w"“l"“l'“'?iq'l“"““"w
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #214: Acetone
43.0 5.00 5.20 5.40 5.60
m/z 41.15 11.16%
5000
15.0
58.0
27.0
”'?9"P¢'W"mu'”“lh"P'”l'”'I”"P"W"”I'”'P
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60

8270-BG012919.M Thu Feb 07 03:05:51 2019 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG020619\

Data File : BG039372.D

Aca On : 6 Feb 2019 15:58

Operator : JU/SJ

ﬁ?ggle i K1383-03 AOC5B-S52-0.0-0.5
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 unknown7.70 Concentration Rank 1

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

7.70 99.47 ng 1726760 1,4-Dichlorobenzene-d4 8.18
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 785 (7.702 min): BG039372.D (-775) (-) m/z 132.15 100.00%
132.2
5000 68.2
40.1 97-2 e 740 7.60 7.80 8.00
oMo 2072 1 Tn/z 68.15  44.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A
7.40 7.60 7.80 8.00
310 510 m/z 134.15 33.88%
"'P'lﬂﬁh“'l'h'h"”l"'W""P"'I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
740 7.60 7.80 8.00
5000 m/z 66.15 31.03%
63.0
15.0 " 3%9 1 Al 79'0 Ly 10?.0 |
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R R Eaa mana
132.0 7.40 7.60 7.80 8.00
m/z 69.15 17.52%
5000 67.0
41.0 97.0
R I?':!'dl'?llIIIIIIIIIIIIIIIIIIIII e
m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG020619\

Data File : BG039372.D

Aca On : 6 Feb 2019 15:58

Operator : JU/SJ

ﬁ?ggle i K1383-03 AOC5B-S52-0.0-0.5
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.40 3.96 ng 191841 Phenanthrene-d10 17.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 2606 (18.400 min): BG039372.D (-2600) (-) m/z 60.15 100.00%
5000
129.2
85.3 213.3 B RS
o 157.2 1853 256.3 18.00 18.20 18.40 18.60 18.80
m/z 43.15 97 .40%
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
d.0
5000 129.0

18.00 18.20 18.40 18.60 18.80

83.0 0
‘J‘“ 1570 1gso 2130 2560 | | M/Z 73.15  97.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0
18.00 18.20 18.40 18.60 18.80
5000 129.0 m/z 55.15 91.89%
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0 18.00 18.20 18.40 18.60 18.80
43.0 m/z 57.25 82.05%
5000 129.0
171.0
[ ) L
0 0 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG020619\

Data File : BG039372.D

Aca On : 6 Feb 2019 15:58

Operator : JU/SJ

ﬁ?ggle i K1383-03 AOC5B-S52-0.0-0.5
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Cycloeicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.43 8.45 ng 479803 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 94
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
Abundance Scan 3122 (21.431 min): BG039372.D (-3117) (-) m/z 57.20 100.00%
57.2
97.2
5000
R e SR
39.3 21.20 21.40 21.60 21.80
— ‘ A Il | Jl A30S 2002 as022811 3851 | n7rT 4300 82.310%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane k
58.0
97.0
5000 R SRR BN IR B
21.20 21.40 21.60 21.80
m/z 55.15 77 .31%
| ,1 f39.0 1820 2240 2800
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
580 oo ¢
21,20 21.40 21.60 21.80
5000 m/z 83.25 64 .18%
199 J 1| ‘\ 1390 1820 2240 266.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester R ARREEEEE RS
57.0 21.20 21.40 21.60 21.80
m/z 69.20 56.38%
97.0
5000 Aﬁj\\“
169.0
L i L ds7.0 | 2240 2690 420.0
m/z--> 50 100 150 200 250 300 350 400 21,20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG020619\

Data File : BG039372.D

Aca On : 6 Feb 2019 15:58

Operator : JU/SJ

ﬁ?ggle i K1383-03 AOC5B-S52-0.0-0.5
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 17-Pentatriacontene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.56 2.04 ng 118928 Perylene-d12 25.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 90
2 Octacosvl acetate 452 C30H6002 018206-97-8 87
3 Heptacosvl acetate 438 C29H5802 1000351-78-2 87
4 Octadecvyl trifluoroacetate 366 C20H37F302 079392-43-1 86
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 83
Abundance Scan 3995 (26.559 min): BG039372.D (-3987) (-) m/z 57.20 100.00%
57.2
97.2

5000

223.2 268.1 355.1 26.20 26.40 26.60 26.80
m/z 43.15 78.39%

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #234186: 17-Pentatriacontene

5000

26!20 26.I40 26!60 26!80
m/z 55.15  74.94%

39.0

15d

181.0 223.0 267.0306.0 348.0 390.0 434.0 490.0
25 phe

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #227661: Octacosyl acetate
43.0 970

26.20 26.40 26.60 26.80
5000 m/z 97.20 73.66%

39.0
‘ \ j{ . 1810 250.0292.0334.0 392.0 437.0

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #224391: Heptacosyl acetate

43.0 26.20 26.40 26.60 26.80
97.0 m/z 83.20 58 .53%

5000

39.0
‘ | h ., 181.0222.0 264.0306.0  378.0 423.0
AL L

m/z--> 0 50 100 150 200 250 300 350 400 450 26.20 26.40 26.60 26.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG020619\

Data File : BG039372.D

Acq On : 6 Feb 2019 15:58

Operator : JU/SJ

3?22'6 i K1383-03 AOC5B-SS2-0.0-0.5
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 3.30 3.8 ng 65727 1 8.18 347207 20.0
Acetic acid, 1,1-... 5.26 6.4 ng 110919 1 8.18 347207 20.0
unknown7 .70 7.70 99.5 ng 1726760 1 8.18 347207 20.0
n-Hexadecanoic acid 18.40 4.0 ng 191841 4 17.54 968621 20.0
Cycloeicosane 21.43 8.4 ng 479803 5 21.83 1136180 20.0
17-Pentatriacontene 26.56 2.0 ng 118928 6 25.22 1168300 20.0
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