LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG020719\
Data File : BG039390.D

Aca On : 7 Feb 2019 20:18

Operator : JU/SJ

Sample : K1392-04

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:\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 3.225 18 23 32 rBv 214666 424406 8.59% 1.800%
2 3.302 32 36 47 rVB 193254 284731 5.76% 1.208%
3 5.716 440 447 455 rBV 570623 912066 18.45% 3.869%
4 7.314 711 719 732 rBV 371363 688839 13.93% 2.922%
5 7.701 777 785 794 rBVY 1025003 1769610 35.80% 7.507%
6 8.177 858 866 876 rBV 207263 356142 7.20% 1.511%
7 8.500 913 921 932 rVB 874719 1535459 31.06% 6.513%
8 9.352 1058 1066 1082 rBV 777659 1411977 28.56% 5.990%
9 11.003 1338 1347 1355 rVB 283209 515323 10.42% 2.186%
10 13.423 1750 1759 1767 rBVY 2072718 3306420 66.89% 14.026%
11 14.246 1893 1899 1903 rBvV 41355 62730 1.27% 0.266%

12 14.798 1986 1993 2001 rVB2 443084 747413 15.12% 3.171%
13 16.284 2237 2246 2262 rBV 1716895 2631958 53.24% 11.165%
14 17.541 2453 2460 2467 rBvV2 611803 944858 19.11% 4.008%
15 18.399 2601 2606 2613 rBV2 57575 94826 1.92% 0.402%

16 20.138 2895 2902 2908 rBV 3749919 4943236 100.00% 20.969%
17 21.430 3117 3122 3130 rBV2 81321 128076 2.59% 0.543%
18 21.835 3183 3191 3199 rBV2 609104 1093103 22.11% 4.637%
19 22.000 3213 3219 3223 rBV3 36809 54248 1.10% 0.230%
20 22.634 3321 3327 3333 rBV2 49944 84813 1.72% 0.360%

21 23.363 3445 3451 3459 rVB2 63863 126478 2.56% 0.537%
22 24.209 3589 3595 3603 rVB2 60127 131871 2.67% 0.559%

23 25.213 3755 3766 3782 rVB2 399175 1210733 24.49% 5.136%
24 26.417 3962 3971 3982 rVB2 35542 114371 2.31% 0.485%

Sum of corrected areas: 23573687
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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:\SVOASRV\HPCHEMI\BNA G\DATA\BG020719\

BG039390.D
7 Feb 2019 20:18
JussJ
K1392-04
10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG012919.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000
33230

TIC: BG039390.D

7.70
8.50

5.72

7.31
8.18 11.00

0
Time-->

3.50 4.00 450 5.00 550 6.00 6.50 7.00

750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

13.42

TIC: BG039390.D
20114

16.28

17.54 21.84

14.80

18.40 2.00 22.62

14.25 2143

05
Time-->

A L
LN B e e B B N B B N O B N N O B D A N B B B B B R B B e |

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

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

23.36

TIC: BG039390.D

25.21

24.21 26.42

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\BG020719\
Data File : BG039390.D

Aca On : 7 Feb 2019 20:18

Operator : JU/SJ

Sample : K1392-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.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 4

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

3.30 15.99 ng 284731 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 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 28
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 23

Abundance Scan 36 (3.302 min): BG039390.D (-32) (-) m/z 73.20 100.00%

428 320 340 360
0 28, "m/z 43.15  45.59%

T
m/z--> 50 100 150 200 250 300 350 400
Abundance #4486: Butane, 2-methoxy-2-methyl-
B

5000 T T T T T T
320 340 360

| m/z 55.15 31.13%
]

m/z--> 50 100 150 200 250 300 350 400
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
8B

320 340 3.60

B
5000{ 43

5000 41 m/z 87.20 25.94%
0 .h‘“,. J. L N
m/z--> 50 100 150 200 250 300 350 400
Abundance #2051: 1,3-Dioxolane, 2-methyl- ——r T
73 3 20 3. 40 3.60

m/z 41.15 13.12%

5000 43

o t bl A T

T
m/z--> 50 100 150 200 250 300 350 400 3 20 3. 40 3 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020719\
Data File : BG039390.D

Aca On : 7 Feb 2019 20:18

Operator : JU/SJ

Sample : K1392-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.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 unknown7.70 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

7.70 99.38 ng 1769610 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 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 785 (7.701 min): BG039390.D (-777) (-) m/z 132.15 100.00%

132
5000 68
40 916 s 740 7.60 7.80 8.00
S S ——— L m/z 68.15 43.83%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R SRR RSN R

7.40 7.60 7.80 8.00
m/z 134.15  32.06%

31
c.JU!”i.,.. o o T ok
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
R B Emmm
7.40 7.60 7.80 8.00
5000 67 m/z 66.15 29.68%
41 97
0..llJ‘.‘.W=J,.|J..‘.,....,....,....,....,....,....,...
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #52379: Tranylcypromine-propionyl A
57 132 7.40 7.60 7.80 8.00
m/z 69.15 17 .55%
5000 98
m/z--> 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020719\
Data File : BG039390.D

Aca On : 7 Feb 2019 20:18

Operator : JU/SJ

Sample : K1392-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.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 5 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

18.40 2.01 ng 94826 Phenanthrene-d10 17.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Undecanoic acid 186 C11H2202 000112-37-8 58

Abundance Scan 2606 (18.399 min): BG039390.D (-2601) (-) m/z 60.15 100.00%

5000
256
281 303 18.00 18.20 18.40 18.60 18.80
o m/z 73.15 96.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129
18.00 18.20 18.40 18.60 18.80
m/z 55.15 88.88%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43 s
T T T
18.00 18.20 18.40 18.60 18.80
5000 129 m/z 43.15 83.68%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72643: Tridecanoic acid s B o B e B
43 3 18.00 18.20 18.40 18.60 18.80
m/z 57.25 73.17%
5000 129
2
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020719\
Data File : BG039390.D

Aca On : 7 Feb 2019 20:18

Operator : JU/SJ

Sample : K1392-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.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 E-15-Heptadecenal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.43 2.34 ng 128076 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 96
2 1-Octadecene 252 C18H36 000112-88-9 96
3 Cvclohexadecane 224 C16H32 000295-65-8 95
4 1-Octadecanol 270 C18H380 000112-92-5 81
5 Cyclotetracosane 336 C24H48 000297-03-0 81
Abundance Scan 3122 (21.430 min): BG039390.D (-3117) (-) m/z 57.25 100.00%
g7
] llzs 21120 21140 2160 21.80
153 224 543 : : : :
oA L et 2o S e m/z 43.20  73.04%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104157: E-15-Heptadecenal
43
83
5000 LR SULRULE LIS SUNRILE IR
1 21/20 2140 21.60 21.80
m/z 55.15 62.62%
o 1 [139168196224252
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104184: 1-Octadecene
57
o 21120 21.40 2160 21.80
5000 m/z 83.15 53.46%
29
125
ol 11 | 154182 224252
m/z--> 50 100 1%0 200 250 300 350 400 450 500
Abundance #81246: Cyclohexadecane
55 g3 21.20 21.40 21.60 21.80
m/z 41.20 44 _75%
5000
11
. 2 139167196224
mz-> 50 100 150 200 250 300 350 400 450 500 21120 21140 2160 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020719\
Data File : BG039390.D

Aca On : 7 Feb 2019 20:18

Operator : JU/SJ

Sample : K1392-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.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 7 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.36 2.31 ng 126478 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 3451 (23.363 min): BG039390.D (-3445) (-) m/z 57.25 100.00%
57
5000 85
23.00 23.20 23.40 23.60
141 169 197 281
0..3.,J.‘. llll.-l S ey - i m/z 43.20 61.64%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 AUV R B
85 23. 00 23. 20 23. 40 23.60
29 m/z 71.20 51.93%
ol Ll L) yte 1 e o7 25 25 22
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-

23.00 23.20 23.40 23.60
5000 85 m/z 85.20  43.70%

0,,%“.\&

113

70,141 182 919 o5y 281 308 337
i i S~ 7 -
miz--> 50 100 150 200 250 300 350
Abundance #194493:; Hexacosane
57 23.00 23.20 23.40 23.60
m/z 55.15 23.59%
5000 85
29
oL w 1‘ || M2 141 169 197 225 253 205 323 367
SRS P i O LS ST~ S A Mk
miz--> 50 100 150 200 250 300 350 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020719\
Data File : BG039390.D

Aca On : 7 Feb 2019 20:18

Operator : JU/SJ

Sample : K1392-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.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 8 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .21 2.18 ng 131871 Perylene-d12 25.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Eicosane 282 C20H42 000112-95-8 80
Abundance Scan 3595 (24.209 min): BG039390.D (-3589) (-) m/z 57.20 100.00%
q7
5000 8
127 169 211 23.80 24.00 24.20 24.40 24.60
oSl L 4og 0L 1810102240 230 288 85 77 43.25  70.32%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
g7
85
5000 UL BRI
2380 24.00 24.20 24.40 24.60
29 13 m/z 71.20 63.96%
141 240
0 ||'||'||I|lu'|||]| |"||‘l||'|'|16|9|:|L9|7|||:||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
g7
23.80 24.00 24.20 24.40 24.60
5000 85 m/z 85.20 51.82%
29
. | M [ 141 169 197 225 253 29
m/z--> 50 100 150 200 250 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57 23.80 24.00 24.20 24.40 24.60
m/z 55.15 29.10%
5000 85
113 155
0 ‘ LA d [ asr ] 1 a0r205
m/z--> 50 100 150 200 250 300 350 2380 24.00 24.20 24.40 24.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG020719\
Data File : BG039390.D

Acq On : 7 Feb 2019 20:18

Operator : JU/SJ

Sample - K1392-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919._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]
Butane, 2-methoxy... 3.30 16.0 ng 284731 1 8.18 356142 20.0
unknown?7 .70 7.70 99.4 ng 1769610 1 8.18 356142 20.0
n-Hexadecanoic acid 18.40 2.0 ng 94826 4 17.54 944858 20.0
E-15-Heptadecenal 21.43 2.3 ng 128076 5 21.83 1093100 20.0
Eicosane 23.36 2.3 ng 126478 5 21.83 1093100 20.0
Heptadecane 24 .21 2.2 ng 131871 6 25.21 1210730 20.0
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