LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102894.D

Aca On : 9 Feb 2018 17:43

Operator : SJ/JU

Sample : PB106115BL

Misc :

ALS Vial : 20 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 F\METHODS\8270-BF020318.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 2.204 11 20 27 rVB 149384 229652 5.57% 0.690%
2 5.122 509 516 524 rBV 110145 146700 3.56% 0.441%
3 5.510 577 582 585 rBY 4190186 4126161 100.00% 12.397%
4 6.510 747 752 755 rBVY 3556525 3878838 94.01% 11.654%
5 6.657 772 777 780 rBVY 3924663 3948062 95.68% 11.862%

6.886 812 816 819 rBV 1084727 977820 23.70% 2.938%
7.039 838 842 846 rBV 3327657 3119281 75.60% 9.372%
2624451 2641601 64.02% 7.937%
8.169 1029 1034 1037 rBV 1422745 1246046 30.20% 3.744%
9.245 1211 1217 1220 rBV 3884452 3917107 94.93% 11.769%
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11 9.921 1328 1332 1342 rBV2 1283262 1193247 28.92% 3.585%
12 10.716 1462 1467 1478 rBV 1703516 1842876 44.66% 5.537%
13 11.410 1582 1585 1597 rBV 1016668 948008 22.98% 2.848%
14 12.810 1820 1823 1826 rBV 128695 105295 2.55% 0.316%
15 12.998 1850 1855 1858 rBV 2929068 2756531 66.81% 8.282%

16 13.515 1940 1943 1948 rBV2 91911 86672 2.10% 0.260%
17 14.051 2030 2034 2044 rBvV 855298 863515 20.93% 2.594%
18 15.162 2219 2223 2227 rBV2 46669 54819 1.33% 0.165%
19 15.539 2282 2287 2298 rBV 614359 878679 21.30% 2.640%
20 15.998 2360 2365 2369 rBV2 58199 85790 2.08% 0.258%

21 16.515 2447 2453 2460 rBV2 69581 132303 3.21% 0.397%
22 17.121 2552 2556 2565 rVB2 50252 104875 2.54% 0.315%

Sum of corrected areas: 33283878
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\HPCHEM1I\BNA F\DATA\BF020918\
: BF102894.D

: 9 Feb 2018 17:43

: SJ/JU

: PB106115BL

1 20 Sample Multiplier: 1

= ASP BNA STANDARDS FOR 5 POINT

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

I Z:\HPCHEM1I\BNA F\METHODS\8270-

BF020318.M
CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102894.D

Aca On : 9 Feb 2018 17:43

Operator : SJ/JU

Sample : PB106115BL

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.20 4.70 ng 229652 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 23
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 17

Abundance Scan 19 (2.198 min): BF102894.D (-11) (-) m/z 73.00 100.00%
7B
5000 43 4!
55
87
| 2.20 2.30 2.40 2.50 2.60
Olrrrprrrrprrerprrrr et b bl e e e || M/z. 43.00 45 54%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U TN U IR UM R
2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 32.51%
0 N ‘ ‘ ‘ ‘ !
'”I””I””I”'W”'W”'W”'W”'W””I””I””I””I””I””I””
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 U N U IR AR AR
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 87.00 22.61%
29
0 65 97 112 129
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- R RAREE R R
73 2.20 2.30 2.40 2.50 2.60
m/z 40.95 15.08%
5000
43
oLo2 15 2 ] 53 e | 88
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102894.D

Aca On : 9 Feb 2018 17:43

Operator : SJ/JU

Sample : PB106115BL

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.12 3.00 ng 146700 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 14
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
4 _alpha.-Hvdroxvisobutvric acid. ... 146 C6H1004 1000374-31-3 9
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9

Abundance Scan 516 (5.122 min): BF102894.D (-509) (-) m/z 43.00 100.00%
a3
59
5000
101 4.80 500 5.20 5.40
e 8 27 h/z 59.00 59.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL N L
59 480 500 520 540
m/z 101.00 16.87%
15 4 101
0 wl ol " 83 \‘
LA S S SULELEL SURLLIAS UL DAL B SO SN SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
480 5.00 520 540
5000 m/z 58.00 16.34%
101
15 58
0 28 69 84
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3686: 1-Propen-2-ol, acetate R AABREEEEE L
43 4.80 500 5.20 5.40
m/z 41.00 9.31%
5000
58
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102894.D

Aca On : 9 Feb 2018 17:43

Operator : SJ/JU

Sample : PB106115BL

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.M

Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 1

Peak Number 3 unknown6.66

R.T. EstConc

Relative to ISTD

3948060

1,4-Dichlorobenzene-d4

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 778 (6.663 min): BF102894.D (-772) (-) m/z 132.00 100.00%
5000
68
0 56 |} 75 g P03 g " 640 6.60 680 7.00
Obrrprrrr et bl i 87 L e M5 il "m/z 68.00  33.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 R L L L R
6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.04%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 21.74%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e e
132 6.40 6.60 6.80 7.00
m/z 96.00 11.73%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102894.D

Aca On : 9 Feb 2018 17:43

Operator : SJ/JU

Sample : PB106115BL

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.81 2.44 ng 105295 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 87
3 2.4-Dipropvl-5-ethvl-1.3-dioxane 200 C12H2402 006413-83-8 38
4 1-Pentadecene. 2-methvl- 224 C16H32 029833-69-0 32
5 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 32

Abundance Scan 1823 (12.810 min): BF102894.D (-1820) (-) m/z 55.95 100.00%
56
5000
3 129 239 257 LRI PR SR SUNRA B
3 97 1 157 185 213 12.40 12.60 12.80 13.00 13.20
0! m/z 57.00 53.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000
12.40 12.60 12.80 13.00 13.20
29 1 pa0 257 m/z 43.00 40.47%
101
A P s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
12:40 12,60 12.80 13.00 13.20
5000 m/z 41.00 36.67%
29 73
. 971151 157 185 213 239257 5 3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #61169: 2,4-Dipropyl-5-ethyl-1,3-dioxane R RRARE R e
56 12.40 12.60 12.80 13.00 13.20
m/z 55.00 30.23%
5000
29 ’ 1 145
ol 13 I, b 95 | 129 170 199
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102894.D

Aca On : 9 Feb 2018 17:43

Operator : SJ/JU

Sample : PB106115BL

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 Butyl myristate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.52 2.01 ng 86672 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 64
2 Hexanoic acid. butvl ester 172 C10H2002 000626-82-4 50
3 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 38
4 Cvclopentanone. 2.2-dimethvl- 112 C7H120 004541-32-6 38
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 38

Abundance Scan 1944 (13.521 min): BF102894.D (-1940) (-) m/z 55.95 100.00%

56

129

5000

H

13.20 13.40 13.60 13.80

0 m/z 57.00 82.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate
56
5000 LA L L L L L LB L |
41 229 13.20 13.40 13.60 13.80
211 284 m/z 42.95 62.15%
- \\ H‘ i 101”#3 \ wnsn’ s | 255269
RaRsERaS . T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
99 117 B e e
a1 13.20 13.40 13.60 13.80
5000 m/z 129.00 60.46%
27 71
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18264: Urea, N,N-di-2-propenyl- e
56 13.20 13.40 13.60 13.80
m/z 54.95 52.65%
5000 4l

%

ZH ‘ L 70 125140

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 20 13. 40 13. 60 13. 80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102894.D

Aca On : 9 Feb 2018 17:43

Operator : SJ/JU

Sample : PB106115BL

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.52 3.01 ng 132303 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heneicosane 296 C21H44 000629-94-7 87
3 Nonadecane 268 C19H40 000629-92-5 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 2454 (16.521 min): BF102894.D (-2447) (-) m/z 57.00 100.00%

57
5000 w#—-/\vw"\

16.20 16.40 16.60 16.80

141 161176 193

0! m/z 70.95 65.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105886: Octadecane
57
5000 85 L L L
16.20 16.40 16.60 16.80
4 m/z 43.00 60.81%
0 2 L [ 1}3 s 1 ! 169 197 225 2§4
B LA B a s o e e R o A RARERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R RERREEEE R E sy
85 16.20 16.40 16.60 16.80
5000 m/z 85.05 43.84%
41
113
ol 26 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117638: Nonadecane R e B
57 16.20 16.40 16.60 16.80
m/z 41.00 21.39%
e T hmwvaWUVWWNJJ&“W#WWWANMVMUN
0 ‘ L M 1a1 160 197 oaspap 268
”.P“.P.”P.“,””,””,”.q”.q.”q.”..”...u..”..”,”” T R e N R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 20 16. 40 16. 60 16. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020918\
Data File : BF102894.D

Aca On : 9 Feb 2018 17:43

Operator : SJ/JU

Sample : PB106115BL

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020318.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 Tridecane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.12 2.39 ng 104875 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 3-methvl- 198 C14H30 006418-41-3 64
2 2-methvloctacosane 408 C29H60 1000376-72-8 64
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 64
4 Heneicosane 296 C21H44 000629-94-7 64
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 64
Abundance Scan 2556 (17.121 min): BF102894.D (-2552) (-) m/z 57.00 100.00%
g7
5000 8 MA’W/\WJ\N\W
|113 141, 16.80 17.00 17.20 17.40
W 63183 221 267
0Lty Ay | ""'.“,“.'.'..,.'...,....,...., m/z 71.00 69.86%
m/z--> 50 150 200 250 300 350
Abundance #59890: Tridecane, 3-methyl-
57
5000 R AR U BN UL
16.80 17.00 17.20 17.40
29 g5 m/z 43.00 57.17%
0 h‘ Jl L ‘ \1]\-3 140 1(\\39 198
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
16.80 17.00 17.20 17.40
5000 85 m/z 85.00 50.70%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #124147: 2-Bromotetradecane R Al BA e
57 16.80 17.00 17.20 17.40
m/z 99.05 26 .29%
85
5000
29
| l 13 94 197
0..‘..”.‘..J.|.‘.‘..‘....‘........|........|
m/z--> 50 100 150 200 250 300 350 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020918\
Data File : BF102894.D

Acq On : 9 Feb 2018 17:43

Operator : SJ/JU

Sample : PB106115BL

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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... 2.20 4.7 ng 229652 1 6.89 977820 20.0
2-Pentanone, 4-hy... 5.12 3.0 ng 146700 1 6.89 977820 20.0
unknown6 .66 6.66 80.8 ng 3948060 1 6.89 977820 20.0
Hexadecanoic acid... 12.81 2.4 ng 105295 5 14.05 863515 20.0
Butyl myristate 13.52 2.0 ng 86672 5 14.05 863515 20.0
Octadecane 16.52 3.0 ng 132303 6 15.54 878679 20.0
Tridecane, 3-methyl- 17.12 2.4 ng 104875 6 15.54 878679 20.0
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