LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG010418\
Data File : BG031922.D

Aca On : 4 Jan 2018 19:21

Operator : SJ/JU

Sample : J1025-04

Misc :

ALS Vial : 10 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-BG122117.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 3.418 16 22 33 rBv 45685 92108 2.19% 0.488%
2 3.507 33 37 46 rVB 29559 43787 1.04% 0.232%
3 5.704 403 411 419 rBV 58742 100826 2.40% 0.534%
4 6.209 489 497 507 rBV 664337 1133383 27.00% 6.006%
5 7.890 774 783 798 rBV 666090 1265283 30.14% 6.705%

8.295 845 852 863 rVB 701113 1265004 30.14% 6.704%
8.783 928 935 946 rVB 124654 227869 5.43% 1.208%
9.124 985 993 1003 rBV 506242 955452 22.76% 5.063%
9.981 1131 1139 1150 rBV 383226 704142 16.78% 3.732%
11.668 1418 1426 1434 rBV 174419 333108 7.94% 1.765%

=
QO ~NO®

11 14.041 1822 1830 1839 rBV 1333807 2193540 52.26% 11.624%
12 14.840 1960 1966 1973 rBV 130614 195362 4._.65% 1.035%
13 15.416 2057 2064 2075 rVB2 344456 567986 13.53% 3.010%
14 16.891 2308 2315 2323 rBV 1520444 2355895 56.13% 12.485%
15 18.148 2522 2529 2539 rVB2 545590 853210 20.33% 4.522%

16 18.965 2663 2668 2678 rBV2 74063 117714 2.80% 0.624%

17 20.199 2874 2878 2883 rBv4 45490 66380 1.58% 0.352%
18 20.681 2954 2960 2971 rBV 2965794 4197347 100.00% 22.243%
19 22.032 3185 3190 3196 rBV2 57049 90412 2.15% 0.479%

20 22.490 3261 3268 3277 rVB2 597414 1081171 25.76% 5.730%

21 26.233 3892 3905 3919 rBV2 319228 1030053 24.54% 5.459%

Sum of corrected areas: 18870032

8270-BG122117.M Fri Jan 05 10:47:29 2018 Page: 1



LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA G\DATA\BG010418\
Data File : BG031922.D

Aca On 4 Jan 2018 19:21

Operator : SJ/JU

Sample : J1025-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEMI\BNA G\METHODS\8270-BG122117.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG031922.D
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Abundance TIC: BG031922.D
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Abundance TIC: BG031922.D
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG010418\
Data File : BG031922.D

Aca On : 4 Jan 2018 19:21

Operator : SJ/JU

Sample : J1025-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122117 .M
Quant Title : 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 Cyclohexane Concentration Rank 4

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

3.42 8.08 ng 92108 1,4-Dichlorobenzene-d4 8.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 56
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 38
4 Oxirane. (l-methvlbutvl)- 114 C7H140 053229-39-3 37
5 2,2-Dimethylglutaric anhydride 142 C7H1003 002938-48-9 35

Abundance Scan 22 (3.418 min): BG031922.D (-16) (-) m/z 56.10 100.00%
5¢.1
84.0
5000 41.0
69.0
| ‘ 98.0 3.40 3.50 3.60 3.70 3.80
Ot et et e e m/z 84.05 76.62%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #1455: Cyclohexane
56.0 84.0
5000 410
69.0 3.40 3.50 3.60 3.70 3.80
m/z 41.00 43.66%
27.0 ‘
0 15.0 ‘w il o L 11
L SN SR FUELELELE IR FURL L SLRLELEL S SR UL S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
56.0
41.0 3.40 3.50 3.60 3.70 3.80
5000 m/z 55.10 37.57%
69.0 84.0
29.0
e S S SR L UL L UL UL IS B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #1494: Cyclopentane, methyl-
56.0 3.40 3.50 3.60 3.70 3.80
m/z 69.00 27 .55%
41.0
5000 69.0
28.0
0..,.1.5'.0.,....,....,....,...,....,....,8.“:.(.).,....,...
m/z--> 10 20 30 40 50 60 70 8 90 100 3.40 3.50 3.60 3.70 3.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG010418\
Data File : BG031922.D

Aca On : 4 Jan 2018 19:21

Operator : SJ/JU

Sample : J1025-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122117 .M
Quant Title : 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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

3.51 3.84 ng 43787 1,4-Dichlorobenzene-d4 8.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 50
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 10
4 1-Propene. 3-methoxv- 72 C4H80 000627-40-7 9
5 4-Hydroxybutyric acid hydrazide 118 C4H10N202 003879-08-1 9

Abundance Scan 38 (3.513 min): BG031922.D (-33) (-) m/z 73.10 100.00%
741
5000
430 87.1 S LN
340 360 380
o) P B m/z 43.05 28.35Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LN AL LA
43.0 340 360 380
550 87.0 m/z 87.10 26.17%
29.0 ‘ ‘
0"w'“'w'”““'ﬁhm'w'“l“'wt“'w'”l“'w'“'w'“l“'w'“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 LU
340 360 380
5000 410 550 m/z 55.00 21.77%
29.0
ol 99.0 112.0 129.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N—ethyl— T LI e s e T T
30.0 340 360 380
m/z 71.10 9.19%
5000 43.0 87.0
15.0 72.0
0"W'L'P'M‘“"ﬁ'”l”?%g”'J'”l”'ﬁ'”'P'”I”'W'”'P'” L AN L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 340 360  3.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG010418\
Data File : BG031922.D

Aca On : 4 Jan 2018 19:21

Operator : SJ/JU

Sample : J1025-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122117 .M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.70 8.85 ng 100826 1,4-Dichlorobenzene-d4 8.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 3-Hexanol 102 C6H140 000623-37-0 23

Abundance Scan 410 (5.698 min): BG031922.D (-403) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
540 5.60 5.80 6.00
Ob el 73 830 m/z 59.10 63.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I UL L
59.0 540 560 580 6.00
0
150 a0 1010 m/z 101.10 27 .07%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0 59.0
540 560 580 6.00
5000 18.0 m/z 58.10 17.03%
28.0
e S S S SULIURS SUSIIL IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
54.0 540 5.60 5.80 6.00
m/z 41.10 11.92%
5000
410 101.0
oL 150 30 Tls00, | 690 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG010418\
Data File : BG031922.D

Aca On : 4 Jan 2018 19:21

Operator : SJ/JU

Sample : J1025-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122117 .M
Quant Title : 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 unknown8.30 Concentration Rank 1

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

8.30 111.03 ng 1265000 1,4-Dichlorobenzene-d4 8.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 853 (8.301 min): BG031922.D (-845) (-) m/z 132.00 100.00%
132.0
5000
68.0
96.0 o et ahn aRkn
40.1 54.0 ‘ 8.00 8.20 8.40 8.60
o....,...::-:...,.-:..,::I-.',..7.5.",0....,..!.,.’1??:0....,....,-'...,... m/z 68.05 32.68%
m/z--> 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 RSN SRR RSN R
8.00 8.20 8.40 8.60
210 510 m/z 134.00 32.56%
0'”'ﬂ'MHJ'WH”'P'Ji“Y%q”'P'”I””W'”'P'”I“'W'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
800 820 840 860
5000 67.0 m/z 66.00 19.83%
41.0 97.0
53.0
79.0 117.0
0'”'I”"P"W"”I'”'I”"P"W"”I&qzo”"ﬁ"W"”l'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- A ma e
132.0 8.00 8.20 8.40 8.60
m/z 96.00 13.77%
5000
630 104.0
390 520 | /70 900 117.0
0'“'w'”“t'4““'thl”ﬂ“'“”%'“lﬂ“w'”“w'“”t'w'“ IR AR SRR RSN LR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG010418\
Data File : BG031922.D

Aca On : 4 Jan 2018 19:21

Operator : SJ/JU

Sample : J1025-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG122117 .M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.97 2.76 ng 117714 Phenanthrene-d10 18.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 46
Abundance Scan 2669 (18.971 min): BG031922.D (-2663) (-) m/z 73.10 100.00%
431, 731
213.2
5000
18.60 18.80 19.00 19.20
Obrrr e il m/z 55.00 96.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 730
5000 256.0
129.0 18.60 18.80 19.00 19.20
97.0 m/z 60.10 92.57%
‘ 157.0 185.0
o) I— | I‘l - i“" IMIHI I\l‘l‘l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 18.60 18.80 19.00 19.20
5000 m/z 43.10 90.73%
1290 171.0
98.0 : 214.0
ol 189 149.0
m/z--> 25 45 eb éo 160 150 150 1éo 180 200 220 250 2é0
Abundance #84452: Tetradecanoic acid
73.0 18.60 18.80 19.00 19.20
43.0 m/z 213.20 75.44Y%
5000 129.0
0L15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.60 18.80 19.00 19.20
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_G\DATA\BG010418\
Data File : BG031922.D

Acq On : 4 Jan 2018 19:21

Operator : SJ/JU

Sample - J1025-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
Quant Title : 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]
Cyclohexane 3.42 8.1 ng 92108 1 8.78 227869 20.0
Butane, 2-methoxy... 3.51 3.8 ng 43787 1 8.78 227869 20.0
2-Pentanone, 4-hy... 5.70 8.8 ng 100826 1 8.78 227869 20.0
unknown8.30 8.30 111.0 ng 1265000 1 8.78 227869 20.0
n-Hexadecanoic acid 18.97 2.8 ng 117714 4 18.15 853210 20.0
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