LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038512.D
Aca On : 13 Dec 2018 00:02 Instrument :
Operator : JU/SJ ?Z'I\!A_(t;S el

- - lentosampleld :
a?ggle : J6157-12 COMPOSITE-6-DISSOLVED
ALS Vial : 9 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-BG121218 .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

3.179 11 15 43 rVB 415553 721809 43.12% 8.093%

1

2 3.608 84 88 94 rvB2 24811 33722 2.01% 0.378%
3 3.925 137 142 149 rVB 22461 34263 2.05% 0.384%
4 4.531 239 245 259 rBV 403954 664762 39.71% 7.454%
5 5.142 345 349 355 rvB2 11620 19508 1.17% 0.219%

5.606 422 428 440 rBvV 110224 192945 11.53% 2.163%
7.210 694 701 704 rBV 72049 140291 8.38% 1.573%
rBv 197624 356104 21.27% 3.993%
8.056 839 845 852 rBV 93435 163501 9.77% 1.833%
8.379 893 900 911 rVvB 262624 489977 29.27% 5.494%
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11 9.237 1038 1046 1059 rBvV 234706 446180 26.65% 5.003%
12 10.153 1195 1202 1207 rBV5 9492 20519 1.23% 0.230%
13 10.876 1317 1325 1334 rBV 121287 226569 13.53% 2.540%
14 13.314 1732 1740 1750 rBV 625317 1005213 60.05% 11.271%
15 14.137 1874 1880 1893 rBV 101215 162633 9.72% 1.824%

16 14.695 1968 1975 1984 rBV2 186455 307886 18.39% 3.452%
17 15.494 2106 2111 2117 rVB 46045 64142 3.83% 0.719%
18 16.182 2222 2228 2240 rBV3 335334 563878 33.68% 6.322%
19 17.445 2436 2443 2452 rBvV2 288903 460144 27.49% 5.159%
20 18.303 2584 2589 2599 rBV 90794 162827 9.73% 1.826%

21 19.572 2800 2805 2821 rVB 53154 89597 5.35% 1.005%
22 20.042 2879 2885 2898 rBV 1247619 1674034 100.00% 18.770%
23 21.722 3164 3171 3181 rVB 313062 536550 32.05% 6.016%

24 23.173 3409 3418 3425 rBV6 12564 28870 1.72% 0.324%
25 23.990 3550 3557 3563 rBV3 13216 28058 1.68% 0.315%
26 24.948 3712 3720 3723 rBVY7 10412 25983 1.55% 0.291%

27 25.018 3723 3732 3745 rVB2 91462 298670 17.84% 3.349%

Sum of corrected areas: 8918635
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121218\

Data File : BG038512.D

Aca On : 13 Dec 2018 00:02

Operator : JU/SJ

ﬁ?ggle : J6157-12 COMPOSITE-6-DISSOLVED
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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: BG038512.D
1200000

1000000
800000

600000

3.18 4.53
400000

8.38
759 9.24

200000
5.61 701 8.06 10.88
3.613.93 514 A ' 1015

e R I e e e L S

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 8. 50 9.00 9.50 10. OO 10. 50 11. OO 11. 50 12. OO 12. 50
Abundance TIC: BG038512.D
1200000 2004

1000000

800000

13.31
600000

400000
16.18
17.44 2172

200000 14.70

14.14
15.49 18.30 19.57

O e L e e o e e e e e S L O L i

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: BG038512.D
1200000

1000000
800000
600000
400000

200000
25.02

2317  23.99 2485

R R R R R R R e e

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\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038512.D

Aca On : 13 Dec 2018 00:02

Operator : JU/SJ

Sample : J6157-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.18 88.29 ng 721809 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 28
4 Propanoic acid. 2-oxo- 88 C3H403 000127-17-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 15 (3.179 min): BG038512.D (-11) (-) m/z 73.00 100.00%
74.0
5000 430
55.0 870
65.0 3.20 3.30 3.40 3.50 3.60
b e e b 820 L Tm/z 43.00  50.74%
m/z--> 10 20 30 40 50 60 70 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000
43.0 3.20 3.30 3.40 3.50 3.60
550 87.0 m/z 55.00 34.55%
29.0
0 1] AN .
HLUN SRR SR SRR LU UL SURLLEL UL S SR S
m/z--> 10 30 40 50 60 70 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
41.0 550 87.0 3.20 3.30 3.40 3.50 3.60
5000 ' m/z 86.95 27 .34%
29.0
15\'0 ‘ ‘ | ‘ | ‘ L ‘ N \H | , 97.0
e S S L S S L S SR LI S S
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0 3.20 3.30 3.40 3.50 3.60
55.0 m/z 41.00 16.28%
43.0
5000
270
15.0 w‘ “ 81.0
0"I'"W""I'”'I"'W'"'I'”'I""P"'I'”'I"' HRAE IURRRN LR U IR A
m/z--> 10 70 90 100 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\BG121218\

Data File : BG038512.D

Aca On : 13 Dec 2018 00:02

Operator : JU/SJ

ﬁ?ggle : J6157-12 COMPOSITE-6-DISSOLVED
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 1,3-Dioxolane, 2,2,4-trimet... Concentration Rank 7

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

3.61 4.12 ng 33722 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2.2.4-trimethvl- 116 C6H1202 001193-11-9 83
2 4-Methvl-3-hexanol acetate 158 C9H1802 084612-71-5 38
3 1.3-Dioxane. 4-methvl- 102 C5H1002 001120-97-4 36
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Furazan-3-ol, 4-amino- 101 C2H3N302 159013-90-8 9

Abundance Scan 88 (3.608 min): BG038512.D (-84) (-) m/z 43.00 100.00%
43.0
5000 101.0
|, s8o 72|'° g5.9 320 340 3.60 3.80 4.00
NN | NSNS MBS PSSR MBS HEARS UM m/z 101.00 36.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8174: 1,3-Dioxolane, 2,2,4-trimethy!-
43.0
5000 RS N L LS R
101.0 3m:ﬁo3&:ﬁo4&
72.0 m/z 41.00 18.75%
27.0 58.0
U A RN AR RARAS RARRN ARARARRRRS ﬁq 2""|" "}}ﬁ 2""|""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #30215: 4-Methyl-3-hexanol acetate
43.0
3.20 3.40 3.60 3.80 4.00
5000 m/z 41.95 18.40%
69.0 101.0
57.0
e 380, 20t e B0 e 190
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4260: 1,3-Dioxane, 4-methyl-
43.0 3.20 3.40 3.60 3.80 4.00
m/z 72.00 13.75%
101.0
5000 29.0 55.0
72.0
a0 O
0"'I""I""I""I lllI"*lI""I""'I""'I""Il'"I""I""IIIII rprTTTyrTTTTT T T rTTTTT
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121218\

Data File : BG038512.D

Aca On : 13 Dec 2018 00:02

Operator : JU/SJ

ﬁ?ggle : J6157-12 COMPOSITE-6-DISSOLVED
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 4-Penten-2-one, 4-methyl- Concentration Rank 6

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

3.93 4.19 ng 34263 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 72
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 9
4 3.5-Hexadien-2-ol 98 C6H100 003280-51-1 5
5 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 5

Abundance Scan 143 (3.931 min): BG038512.D (-137) (-) m/z 43.00 100.00%
43.0
5000
5.0 80 g0 S50 380 400 420
1 Y MU m/z 39.10 10.56%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3236: 4-Penten-2-one, 4-methyl-
43.0
5000

3.60 3.80 4.00 4.20
m/z 55.00 8.60%

29.0 55.0 83.0 98.0
O IS e e e s o e e S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3152: 5-Hexen-2-one
43.0
T T
3.60 3.80 4.00 4.20
5000 m/z 83.00 7.54%
55.0
15.0 27.0
o Tl 1 | es0710 80 980
I B o o L e o B e e L B e e s
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3222: 4-Penten-2-one, 3-methyl- e e
43.0 3.60 3.80 4.00 4.20
m/z 40.00 5.70%
5000
27.0 55.0 98.0
LI L | 67.0 83.0
Ot e e e e ey
m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20

8270-BG121218.M Thu Dec 13 15:27:52 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121218\

Data File : BG038512.D

Aca On : 13 Dec 2018 00:02

Operator : JU/SJ

ﬁ?ggle : J6157-12 COMPOSITE-6-DISSOLVED
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 3-Penten-2-one, 4-methyl- Concentration Rank 2

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

4.53 81.32 ng 664762 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 87
3 2-Pentene. 3.4-dimethvl- 98 C7H14 024910-63-2 86
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 78

Abundance Scan 245 (4.531 min): BG038512.D (-239) (-) m/z 55.00 100.00%
54.0 83.0
5000 43.0
98.0
‘ | 670 420 440 460 4.80
0 ”,..”,..”,...wh..4h.:w...q....“:..“...,”.. m/z 83.00 82.06%
m/z--> 10 20 30 40 60 70 80 90 100
Abundance #3246: 3- Penten 2-one, 4-methyl-
55.0 83.0
5000 L R L I I
20,0 43.0 98.0 420 440 460 480
‘ m/z 43.00 43.78%
0 .|.‘ 1L Il | | 67.0 75.0 L
”I""I”"I'"'P"'I"”I""I'”'I""P"'I"'
m/z--> 10 20 40 50 60 70 80 90 100
Abundance #3169: 3-Hexen-2-one
83.0
.0 W50 k0 4bo app
5000 43.0 m/z 98.00 29.48%
98.0
29.0
0 ‘ ‘ 11 ‘ ! 69\0 | I
L I S S I SULELIS SURS SIS SURELI U S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3352: 2-Pentene, 3,4-dimethyl- R e RmEm
55.0 420 4.40 4.60 4.80
m/z 39.00 28 .45%
83.0
5000 41.0
27.0 98.0
so
0 “|'”'w""w"'ﬁl“'U"“l"'w""w*"l”"l'”' IBENARBE AR RSN RN
m/z--> 10 40 50 60 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038512.D

Aca On : 13 Dec 2018 00:02

Operator : JU/SJ

Sample : J6157-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.14 2.39 ng 19508 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 Formamide. N-butvl- 101 C5H11NO 000871-71-6 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 7
4 Diacetamide 101 C4H7NO2 000625-77-4 7
5 Propylamine 59 C3HON 000107-10-8 5

Abundance Scan 349 (5.142 min): BG038512.D (-345) (-) m/z 43.00 100.00%
43.0
5000 59.0
o 1030 Who 5bo 550 S0
L L e Il M m/z 59.00 46.97%
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L UL UL IR
59.0 480 500 520 540
m/z 101.00 14.01%
31|.0 830 g30 1010
O R s B L B e B e e e R
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4070: Formamide, N-butyl-
30.0 58.0
480 500 520 540
5000 m/z 57.95 12.10%
46.0
72.0
18.0 “ ‘ 100.0
0'”I'“ll”l'"'le”l'N'i”"v"W"”l'”'P”"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0 480 5.00 520 5.40
m/z 42.00 8.10%
5000
101.0
o 180 30 || %80 69,0 86.0
m/z--> 10 ' ' 40 50 i 70 80 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\BG121218\

Data File : BG038512.D

Aca On : 13 Dec 2018 00:02

Operator : JU/SJ

ﬁ?ggle : J6157-12 COMPOSITE-6-DISSOLVED
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown7.59 Concentration Rank 4

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

7.59 43.56 ng 356104 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 17

Abundance Scan 766 (7.592 min): BG038512.D (-757) (-) m/z 131.90 100.00%
131.9
5000 68.0 A\
00 si0 || 0% 75 T4 760 780 850
) SIS N0 PO P | m/z 68.00 40.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL R U L
7.20 7.40 7.60 7.80 8.00
2.0 510 m/z 133.90 32.17%
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
7.20 7.40 7.60 7.80 8.00
5000 97.0 m/z 66.00 30.34%
70.0
31.0
mz-> 10 20 30 4'0 AR A s
Abundance #14503: 1H-Benzimidazole, 2-methyl- A REmammas
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.32%
5000
150 280 39.0 520 30 770 900 1040 .,
mz-> 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\HPCHEMI1\BNA G\DATA\BG121218\

Data File : BG038512.D

Aca On : 13 Dec 2018 00:02

Operator : JU/SJ

ﬁ?ggle : J6157-12 COMPOSITE-6-DISSOLVED
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 5
R.T. EstConc Area Relative to ISTD R.T.

18.30 7.08 ng 162827 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 78
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2589 (18.303 min): BG038512.D (-2584) (-) m/z 73.00 100.00%

157.0 185.1 256.1 S e B
18 00 18 20 18. 40 18 60

(o} m/z 60.00 94 .17%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

18.00 18.20 18.40 18.60
60 | M/z 43.00 90.92%

83.0
157.0 1850 213.0 .
o 4 ,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
73.0
43.0 P TSR AN

43.0 73.0
5000 129.0
213.1
97.0

B e AR R R R
18.00 18 20 18. 40 18.60
5000 129.0 m/z 57.00 84 .28%
Jisol Il
I R RARRERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0 18.00 18.20 18.40 18.60
m/z 41.00 78.89%
5000 129.0
ol15.0 |
,,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121218\

Data File : BG038512.D

Aca On : 13 Dec 2018 00:02

Operator : JU/SJ

ﬁ?ggle : J6157-12 COMPOSITE-6-DISSOLVED
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 Tetradecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

19.57 3.89 ng 89597 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 62
2 Pentadecanoic acid 242 C15H3002 001002-84-2 60
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
4 Dodecanoic acid 200 C12H2402 000143-07-7 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 46

Abundance Scan 2805 (19.572 min): BG038512.D (-2800) (-) m/z 60.00 100.00%

39 19.20 19.40 19.60 19.80
m/z 43.00 96.02%

60.0
5000

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

Abundance #84452: Tetradecanoic acid
73.0
43.0
5000 1290 LA L L L L L L I
19.20 19.40 19.60 19.80
m/z 57.00 90.70%
Jiso |
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid
43.0 | 73.0
R R R R e SRR
19.20 19.40 19.60 19.80
5000 m/z 73.00 86.90%
129.0 242.0
97.0 199.0
‘ | 171.0
O RARRRRAR:
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0 19.20 19.40 19.60 19.80
m/z 55.00 74 .68%
5000 129.0
Ju 157.0 185.0 213.0 256.0
0! R o SR,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121218\

Data File : BG038512.D

Acq On : 13 Dec 2018 00:02

Operator : JU/SJ

3?22'6 - J6157-12 COMPOSITE-6-DISSOLVED
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 88.3 ng 721809 1 8.06 163501 20.0
1,3-Dioxolane, 2,... 3.61 4.1 ng 33722 1 8.06 163501 20.0
4-Penten-2-one, 4... 3.93 4.2 ng 34263 1 8.06 163501 20.0
3-Penten-2-one, 4... 4.53 81.3 ng 664762 1 8.06 163501 20.0
2-Pentanone, 4-hy... 5.14 2.4 ng 19508 1 8.06 163501 20.0
unknown? .59 7.59 43.6 ng 356104 1 8.06 163501 20.0
n-Hexadecanoic acid 18.30 7.1 ng 162827 4 17.44 460144 20.0
Tetradecanoic acid 19.57 3.9 ng 89597 4 17.44 460144 20.0
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