LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038533.D

Aca On : 13 Dec 2018 15:25

Operator : JU/SJ

Sample : J6275-05

Misc :

ALS Vial : 29 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
1 3.179 11 15 25 rvB 161074 237017 11.64% 2.337%
2 5.141 343 349 356 rVB2 25671 42588 2.09% 0.420%
3 5.605 421 428 437 rBV 442420 729951 35.84% 7.198%
4 7.209 694 701 713 rBV 467172 876800 43.04% 8.646%
5 7.585 757 765 780 rVB 433284 767942 37.70% 7.573%

8.055 837 845 859 rBvV 73175 131098 6.44% 1.293%
8.378 892 900 909 rvB 314040 570347 28.00% 5.624%
1037 1046 1055 rBV 274507 522306 25.64% 5.151%
10.875 1318 1325 1333 rBVY 95450 175383 8.61% 1.729%
13.314 1732 1740 1751 rBV 722202 1147868 56.35% 11.319%
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11 14.142 1874 1881 1893 rBV 83354 132975 6.53% 1.311%
12 14.694 1969 1975 1983 rBV2 163891 268630 13.19% 2.649%
13 16.181 2222 2228 2244 rBV3 632561 1038266 50.97% 10.239%
14 17.444 2433 2443 2452 rBV 246711 374296 18.38% 3.691%
15 18.302 2582 2589 2602 rBV2 46161 77688 3.81% 0.766%

16 19.571 2801 2805 2811 rBV3 13986 23552 1.16% 0.232%
17 20.041 2879 2885 2894 rBV 1490271 2036973 100.00% 20.087%
18 21.316 3098 3102 3111 rBV2 62636 109090 5.36% 1.076%
19 21.716 3163 3170 3182 rVB2 260212 444158 21.80% 4 _380%
20 25.012 3720 3731 3744 rVB3 147650 433805 21.30% 4.278%

Sum of corrected areas: 10140733
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038533.D

Aca On : 13 Dec 2018 15:25

Operator : JU/SJ

Sample : J6275-05

Misc :

ALS Vial : 29 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: BG038533.D
1400000

1200000
1000000
800000

600000

5.61 7.21 7.59

400000
8.38 9.24

200000P:18 10,88
514 %€6 A

e R I s i S

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG038533.D

1400000

20.04

1200000
1000000

800000] 1331

16.18
600000

400000

17.44 21.72

200000 14.69
L 14.14

21.32
o 18.30 19.57

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: BG038533.D

1400000

1200000

1000000

800000
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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 : BG038533.D

Aca On : 13 Dec 2018 15:25

Operator : JU/SJ

Sample : J6275-05

Misc :

ALS Vial : 29 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.18 36.16 ng 237017 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 3-Hexanol. 2.4-dimethvl- 130 C8H180 013432-25-2 50
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23

Abundance Scan 15 (3.179 min): BG038533.D (-11) (-) m/z 73.00 100.00%

73.0

&)}
a1
o

5000 43.0
87.0
| | 3.20 3.30 3.40 3.50 3.60
Y m/z 43.00 47.60%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LA L I L L LB L B
43.0 3.20 3.30 3.40 3.50 3.60
550 87.0 m/z 55.00 33.59%
29.0
0 L NN .
I B i L B o e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13730: 3-Hexanol, 2,4-dimethyl-
73.0
45.0
55.0 3.20 3.30 3.40 3.50 3.60
5000 87.0 m/z 87.00 25.82%
29.0
0 M\ ‘H L m\‘\ L
R B o e L L B o o e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol AR EE R
73.0 3.20 3.30 3.40 3.50 3.60
87.0 m/z 40.95 14 .03%
5000 41.0 55.0
29.0
o 1, “ Ir ‘ ‘ , 970 1120  129.0
.,....,....,....,...., R R BB AN RA RS B
m/z--> 20 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038533.D

Aca On : 13 Dec 2018 15:25

Operator : JU/SJ

Sample : J6275-05

Misc :

ALS Vial : 29 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.14 6.50 ng 42588 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 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 5-Aminovaleric acid 117 C5H11NO2 000660-88-8 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 349 (5.141 min): BG038533.D (-343) (-) m/z 43.00 100.00%
43.0
59.0
5000
| e 1000 3k b0 5% sk
Ol e e e e e || Mz 59.00 54 .41%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL I L
59.0 480 500 520 540
m/z 57.95 15.77%
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 #8346: 2-Hexanol, 2-methyl-
54.0
480 5.00 520 5.40
5000 m/z 101.00 11.48%
410 101.0
oL 150 310 ] g0, | 690 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate LI L L L L L DL
43.0 480 5.00 520 5.40
m/z 41.00 7.85%
5000
58.0
. 15.0 27.0 o | 7%.0 100.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038533.D

Aca On : 13 Dec 2018 15:25

Operator : JU/SJ

Sample : J6275-05

Misc :

ALS Vial : 29 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 unknown7.59 Concentration Rank 1

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

7.59 117.16 ng 767942 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 766 (7.591 min): BG038533.D (-757) (-) m/z 131.90 100.00%
131.9
5000 68.0
L J 75 740 780 780 500
o e e m/z 68.00 43.40%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 e
7.20 7.40 7.60 7.80 8.00
33.0 105.0 m/z 133.90 33.47%
51.0 70.0 86.0
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
B0 750 740 750 780 800
5000 ' m/z 66.00 32.65%
31.0 51.0
0 ‘ [ 1 H (1A L 1
L R N S UL UL SIS LI SN
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 19.57%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l ) VN I W
m/z--> 40 60 80 100 120 140 160 180 720 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038533.D

Aca On : 13 Dec 2018 15:25

Operator : JU/SJ

Sample : J6275-05

Misc :

ALS Vial : 29 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.30 4_.15 ng 77688 Phenanthrene-d10 17.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 Dodecanoic acid 200 C12H2402 000143-07-7 35
Abundance Scan 2589 (18.302 min): BG038533.D (-2582) (-) m/z 73.00 100.00%
3. 73.0
5000 129.0
213.1
. 157.0
185.0 256.1 18.00 18.20 18.40 18.60
(o} m/z 42.95 88.77%
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
83.0 18.00 18.20 18.40 18.60
‘J‘“ 1570 1gso 2130 2560 | | M/Z 57.00  88.63%
(o} -
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
73.0
18.00 18.20 18.40 18.60
5000 129.0 m/z 60.00 87.19%
0150 177,
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
430 | 730 18.00 18.20 18.40 18.60
' m/z 55.00 67 .83%
5000
129.0
171.0 214.0
97.0
0..w.”.,“...,“..P.”,“.w+?%0.”...” N N
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\HPCHEMI\BNA G\DATA\BG121218\
Data File : BG038533.D

Aca On : 13 Dec 2018 15:25

Operator : JU/SJ

Sample : J6275-05

Misc :

ALS Vial : 29 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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.32 4.91 ng 109090 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 1-Octadecanol 270 C18H380 000112-92-5 91
3 Behenic alcohol 326 C22H460 000661-19-8 90
4 1-Docosene 308 C22H44 001599-67-3 90
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90
Abundance Scan 3103 (21.322 min): BG038533.D (-3098) (-) m/z 57.00 100.00%
571.0
5000
21.00 21.20 21.40 21.60
(o} m/z 55.00 97 .69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
580 83.0
5000
21.00 21.20 21.40 21.60
29.0 m/z 43.00 92 .44Y%
0 I 167.0 196.0  238.0 266.0 294.0
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119523: 1-Octadecanol
55.0
83.0
21.00 21.20 21.40 21.60
5000 111.0 m/z 83.00 69.15%
29.0
o Ll 139.0 168.0 106.0 224.0 252.0
m/z--> 25 Jo eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
550 83.0 21.00 21.20 21.40 21.60
m/z 41.00 62.76%
5000
29.0
0 5l 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 25 Jo eb 80 100 120 140 160 180 200 220 240 260 280 300 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121218\
Data File : BG038533.D

Acq On : 13 Dec 2018 15:25

Operator : JU/SJ

Sample - J6275-05

Misc :

ALS Vial : 29 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.18 36.2 ng 237017 1 8.06 131098 20.0
2-Pentanone, 4-hy... 5.14 6.5 ng 42588 1 8.06 131098 20.0
unknown? .59 7.59 117.2 ng 767942 1 8.06 131098 20.0
n-Hexadecanoic acid 18.30 4.2 ng 77688 4 17.44 374296 20.0
1-Heneicosanol 21.32 4.9 ng 109090 5 21.72 444158 20.0
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