LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030818\
Data File : BG033044.D
Aca On : 8 Mar 2018 17:15 Instrument :
Operator : SJ/JU ?:'l\!A_?S el

- _ lentosampleld :
3?22'6 : J1825-01 FK-BPM-01-C0-C0a-D0-D0a
ALS Vial : 8 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:\HPCHEM1I\BNA G\METHODS\8270-BG022118.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 3.517 33 39 50 rBv4 30343 78903 3.82% 0.505%
2 3.611 50 55 68 rvB 42979 83025 4.02% 0.531%
3 3.746 72 78 88 rvB 25134 44641 2.16% 0.285%
4 5.819 425 431 439 rVB2 30250 52503 2.54% 0.336%
5 6.325 510 517 527 rBV 569617 986416 47.73% 6.308%
6 8.005 795 803 817 rBV 620964 1134485 54.89% 7 .255%
7 8.422 866 874 887 rBV 597785 1092054 52.84% 6.984%
8 8.909 950 957 967 rVB 183512 333839 16.15% 2.135%
9 9.250 1006 1015 1024 rVB 424231 772600 37.38% 4.941%
10 10.108 1152 1161 1175 rBvV 370579 691132 33.44% 4._.420%
11 11.800 1438 1449 1460 rVB 266366 507076 24.54% 3.243%
12 13.885 1798 1804 1811 rBvV2 23017 37109 1.80% 0.237%
13 14.155 1838 1850 1857 rBvV 998119 1585366 76.71% 10.139%
14 14.431 1892 1897 1907 rBvV2 28162 45041 2.18% 0.288%

15 15.530 2076 2084 2092 rVB2 405913 686388 33.21% 4 _390%

16 16.993 2326 2333 2346 rBV 780471 1209422 58.52% 7.735%
17 18.256 2541 2548 2555 rBV2 506798 819390 39.65% 5.240%
18 18.473 2580 2585 2592 rBV 62500 84420 4.08% 0.540%
19 19.054 2678 2684 2693 rBV 454411 656466 31.76% 4.198%
20 19.137 2693 2698 2704 rVB 273157 355900 17.22% 2.276%

21 19.941 2831 2835 2839 rVB 20662 26510 1.28% 0.170%
22 20.282 2888 2893 2901 rBV 56747 102853 4.98% 0.658%
23 20.500 2926 2930 2934 rBV 44332 51463 2.49% 0.329%
24 20.770 2970 2976 2985 rBV 1565953 2066672 100.00% 13.217%
25 21.022 3014 3019 3025 rBV 59462 75097 3.63% 0.480%
26 21.557 3105 3110 3115 rBV 54658 73345 3.55% 0.469%
27 22.127 3196 3207 3220 rBV3 87753 240250 11.62% 1.536%
28 22.244 3224 3227 3239 rVB2 19694 43081 2.08% 0.276%
29 22.409 3250 3255 3261 rBV2 15989 27970 1.35% 0.179%
30 22.608 3281 3289 3298 rBV2 417861 814153 39.39% 5.207%
31 22.749 3309 3313 3319 rVB3 18830 27488 1.33% 0.176%
32 23.542 3442 3448 3458 rVB6 13909 32300 1.56% 0.207%
33 24.482 3601 3608 3616 rBV6 14821 41085 1.99% 0.263%

34 26.409 3923 3936 3957 rBV3 195026 758187 36.69% 4._.849%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030818\

Data File : BG033044.D

Aca On : 8 Mar 2018 17:15

Operator : SJ/JU

ﬁ?ggle i J1825-01 FK-BPM-01-C0-C0a-D0-D0a
ALS Vial : 8 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA G\METHODS\8270-BG022118.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 15636630
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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:\HPCHEM1I\BNA G\DATA\BG030818\

BG033044.D
8 Mar 2018 17:15
SJ3/JU
J1825-01 FK-BPM-01-C0-C0a-D0-D0a
8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

338175

TIC: BG033044.D

6.32 8.00 g 42

10.11

11.80
8.91

5.82

0

Time--> 3.50

650

7.00 7.50 8.00 850

4.00 450 5.00 550 6.00 9.00 9.50 10.00 10.50 11.00 11.50 1200 12.50

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BG033044.D
20.77

14.16

16.99

18.26

21.02 2156 22

0.28.50
19.94?E

13.88)| 14.43 18.47 ;222244 2.7

0

Time-->

13.

A
|||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||||

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

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BG033044.D

26.41

23.54 24.48

O
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:\HPCHEM1\BNA G\DATA\BG030818\

Data File : BG033044.D

Aca On : 8 Mar 2018 17:15

Operator : SJ/JU

ﬁ?ggle i J1825-01 FK-BPM-01-C0-C0a-D0-D0a
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 5

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

3.61 4.97 ng 83025 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 1.4-Butanediamine 88 C4H12N2 000110-60-1 9
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9

Abundance Scan 55 (3.611 min): BG033044.D (-50) (-) m/z 73.05 100.00%
7B
5000 43
55
87 L S L I
39| 51 | 340 360 3.80 4.00
0““mvmvmvmvmvmvMPMPJPMPMPMPMP“W“W'W“W“W“W“W“ m/z 43.05 46.96%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl-
5000 L S L R
43 340 360 3.80 4.00
55 87 m/z 55.05 33.77%
0 ??33 39 || 50 ‘ 59 69\‘ 80
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73
340 360 380 400
5000 m/z 87.05 24 _.34%
43
0 2 15 242933 39 a7 53 59 6569 7781 88
AL ) LLAR) A AR AR RS AL Ay RALL) KAkl BALLY LAALA RS EAARY AL ARARALA) LK) ML LA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1969: 1,4-Butanediamine e
30 340 360 3.80 4.00
m/z 41.05 15.06%
5000 43
59
71
o 17 2 39 |47 53 | 67]] 88
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 340 360 3.80 4.00
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8270-BG022118.M Fri Mar

Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030818\
Data File : BG033044.D

Aca On : 8 Mar 2018 17:15

Operator : SJ/JU

Sample : J1825-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1,3-Dioxolane, 2,2-dimethyl- Concentration Rank 8

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

3.75 2.67 ng 44641 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2.2-dimethvl- 102 C5H1002 002916-31-6 83
2 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 64
3 2-Propanone. O-methvloxime 87 C4HONO 003376-35-0 43
4 Morpholine 87 C4H9NO 000110-91-8 9
5 Oxazolidin-2-one 87 C3H5N02 000497-25-6 9

Abundance Scan 79 (3.752 min): BG033044.D (-72) (-) m/z 43.05 100.00%
a3
87
5000
72 TrrrrTrTyTrTT T T T T T T T T
3 | 51 59 3.40 3.60 3.80 4.00
) SN 1 PR L P m/z 87.05 64.66%
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #4308: 1,3-Dioxolane, 2,2-dimethyl-
43
87
5000 RS SRR SR
3.40 3.60 3.80 4.00
72 m/z 42.05 25.88%
o 15 29 37| 5359 1o
L U UL UL SUL LIS IR IULILL S SULILS SIS IUL S WS
m/z--> 10 40 50 70 80 90 100
Abundance
30
3.40 3.60 3.80 4.00
5000 43 a7 m/z 41.05 15.70%
72
36 51 59 65
e L L I UL UL UL SUL L I SIS WL
m/z--> 10 20 30 40 50 60 80 90 100
Abundance #1895: 2-Propanone, O-methyloxime
87 3.40 3.60 3.80 4.00
56 m/z 72.05 13.56%
5000
43 72
0 M\ Wl il ‘
"'I”"I'”'I"”I"'I'"'P"'I”"I'”'I"”I"'W AR SRR SRR
m/z--> 10 40 50 70 80 90 100 3.40 3.60 3.80 4.00

09 12:01:28 2018

FK-BPM-01-C0-C0a-D0-D0a
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030818\

Data File : BG033044.D

Aca On : 8 Mar 2018 17:15

Operator : SJ/JU

ﬁ?ggle i J1825-01 FK-BPM-01-C0-C0a-D0-D0a
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.82 3.15 ng 52503 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 25
3 Ethanone. 1-(2-methvilcvclopropvIl)- 98 C6H100 000930-56-3 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 2-Pentanone, 5-(acetyloxy)- 144 C7H1203 005185-97-7 9

Abundance Scan 431 (5.819 min): BG033044.D (-425) (-) m/z 43.05 100.00%
43
5000 59
5 | 72 s 101 540 560 580 6.00 6.20
Ol Sl S L Tm/z 59.05  47.60%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 B N AR R
540 5.60 5.80 6.00 6.20
m/z 58.05 13.40%
o 25 3L 37 83 g3 0%
B N A e e e T
Abundance
43
540 5.60 5.80 6.00 6.20
5000 57 m/z 101.05 12.38%
29
101
37 50 78
e L S S UL S UL UL UL SULILL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3278: Ethanone, 1-(2-methylcyclopropyl)- A e e e R
43 540 5.60 5.80 6.00 6.20
55 m/z 41.05 10.72%
5000
27 83
15
0 \‘ 37 ‘\ 11 ‘\ ! 65 98
m/z--> 10 20 30 4'0 5'0 60 70 80 90 1c')0 ' 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030818\
Data File : BG033044.D

Aca On : 8 Mar 2018 17:15

Operator : SJ/JU

Sample : J1825-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

8270-BG022118.M Fri Mar

Peak Number 5 unknown8.42 Concentration Rank 1

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

8.42 65.42 ng 1092050 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 874 (8.422 min): BG033044.D (-866) (-) m/z 131.95 100.00%
5000 68
8.00 820 8.40 8.60 8.80
0 B E e m/z 68.05 43.13%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R LS UL I A
8.00 8.20 8.40 8.60 8.80
31 51 78 m/z 133.95 34.37%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
8.00 820 8.40 8.60 8.80
5000 m/z 66.05 28.19%
33 aa o 105
o 60 80 115
LR S SN S UURLELLA R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L e B e
57 132 8.00 8.20 8.40 8.60 8.80
24 m/z 69.05 16.80%
5000 98 116
o -‘-“‘. ,ﬁ*%wm97,\,\‘l,,m, s 189 N A
m/z--> 40 60 80 100 120 140 160 180 800 820 8.40 8.60 8.80

09 12:01:29 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030818\

Data File : BG033044.D

Aca On : 8 Mar 2018 17:15

Operator : SJ/JU

ﬁ?ggle i J1825-01 FK-BPM-01-C0-C0a-D0-D0a
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 1,2-Benzenedicarboxylic aci... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.47 2.06 ng 84420 Phenanthrene-d10 18.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bu... 304 C18H2404 000084-64-0 83
2 Phthalic acid. butvl 2-methvlpen... 306 C18H2604 1000356-90-8 78
3 Phthalic acid. 5-methvlhex-2-vI ... 320 C19H2804 1000371-09-1 78
4 Phthalic acid. hex-3-vl isobutvl... 306 C18H2604 1000356-95-4 72
5 Phthalic acid, hexadecyl propyl ... 432 C27H4404 1000309-06-5 72
Abundance Scan 2585 (18.473 min): BG033044.D (-2580) (-) m/z 148.95 100.00%
149
5000
57 N
41
76 104 293 18.20 18.40 18.60 18.80
Okl bt b 38 | 107 188205 %8 26 | w7z 57.05  27.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #148035: 1,2-Benzenedicarboxylic acid, butyl cyclohexyl ester
149
5000 R IR IR SULRA SRR
18.20 18.40 18.60 18.80
m/z 41.00 11.75%
27415 76 104121135 | 167 205 2%3
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240 260
Abundance
149
MH%W"”I”'W'”'P'”
18.20 18.40 18.60 18.80
5000 m/z 149.95 9.59%
o 2043 69 85 104191135 | 167 29 223
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #161376: Phthalic acid, 5-methylhex-2-yl isobuty! ester e
149 18.20 18.40 18.60 18.80
m/z 103.95 6.92%
5000
57 223
o2z 4 | 76 9 11 | 1§7 205 \
m/z--> 20 40 60 éo 160 120 140 160 180 200 220 240 260 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030818\

Data File : BG033044.D

Aca On : 8 Mar 2018 17:15

Operator : SJ/JU

ﬁ?ggle i J1825-01 FK-BPM-01-C0-C0a-D0-D0a
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.05 16.02 ng 656466 Phenanthrene-d10 18.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 2683 (19.049 min): BG033044.D (-2678) (-) m/z 43.05 100.00%
43 60
5000
g5 129 -
01115 143157171185, 0077507 256 276 18.80 19.00 19.20 19.40
Ot e m/z 60.05 94 .52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 LN B LU B B
18.80 19.00 19.20 19.40
m/z 73.05 92.79%
1Ji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
> UL BRI SR BN B
18.80 19.00 19.20 19.40
5000 129 m/z 57.05 78.05%
29 87
115 | 143 199 242
101 185
15 157171 213597
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid
43 73 18.80 19.00 19.20 19.40
m/z 41.05 75 .55%
57
5000 29 s
T? 01115 ‘ 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030818\

Data File : BG033044.D

Aca On : 8 Mar 2018 17:15

Operator : SJ/JU

ﬁ?ggle i J1825-01 FK-BPM-01-C0-C0a-D0-D0a
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.28 2.51 ng 102853 Phenanthrene-d10 18.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2893 (20.282 min): BG033044.D (-2888) (-) m/z 43.05 100.00%

R 57 73

5000

20.00 20.20 20.40 20.60

01 m/z 73.05 96.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 L B e I LR

20.IOO 20.I20 20.I4O 20.I60
m/z 57.05 93.38%

143157171

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

73
43 T T
57 20.00 20.20 20.40 20.60
5000 12 m/z 60.05 87.25%
29 185 228

87
101115 143157171 199,14

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid

43 5 73 20.00 20.20 20.40 20.60

m/z 55.05 83.93%
129
5000 29
01 T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030818\

Data File : BG033044.D

Aca On : 8 Mar 2018 17:15

Operator : SJ/JU

ﬁ?ggle i J1825-01 FK-BPM-01-C0-C0a-D0-D0a
ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 Oxalic acid, isobutyl hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.13 5.90 ng 240250 Chrysene-di12 22.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
2 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 91
3 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 91
4 Oxalic acid. cvclobutvl heptadec... 382 C23H4204 1000309-70-7 91
5 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1000309-70-5 91
Abundance Scan 3208 (22.133 min): BG033044.D (-3196) (-) m/z 57.05 100.00%
57
43

5000 83 97

1%

111
21.80 22.00 22.20 22.40

139153168 192207599

o} m/z 43.05 80.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
5000 43 LI L LN L R LB |
21. 80 22. OO 22. 20 22.40
29 83 g7 m/z 55.05 70.30%
0 \‘ Ll \M \‘\ \‘H | 125139154 196 224 269
R s e AR AR ARERa S o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
e R e
21.80 22.00 22.20 22.40
5000 43 m/z 71.05 56.18%
29 83 g7
o 125139154169 224 252 297
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #204545: Oxalic acid, isobutyl heptadecy! ester
57 21.80 22.00 22.20 22.40
m/z 83.05 48.36%
5000 43
83 g7
29 H | ] |12 283
0,.u.q:..q.w.wh......w..}f???ﬁ?§9,..” 2 VR B W—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030818\

Data File : BG033044.D

Acq On : 8 Mar 2018 17:15

Operator : SJ/JU

3?22'6 - J1825-01 FK-BPM-01-C0-C0a-D0-D0a
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118_.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... 3.61 5.0 ng 83025 1 8.91 333839 20.0
1,3-Dioxolane, 2,... 3.75 2.7 ng 44641 1 8.91 333839 20.0
2-Pentanone, 4-hy... 5.82 3.1 ng 52503 1 8.91 333839 20.0
unknown8 .42 8.42 65.4 ng 1092050 1 8.91 333839 20.0
1,2-Benzenedicarb... 18.47 2.1 ng 84420 4 18.25 819390 20.0
n-Hexadecanoic acid 19.05 16.0 ng 656466 4 18.25 819390 20.0
Octadecanoic acid 20.28 2.5 ng 102853 4 18.25 819390 20.0
Oxalic acid, isob... 22.13 5.9 ng 240250 5 22.61 814153 20.0
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