LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\
Data File : BF102990.D

Aca On : 14 Feb 2018 15:36

Operator : SJ/JU

Sample : J1541-09

Misc :

ALS Vial : 15 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 2.169 8 14 27 rVB 930507 1267394 29.28% 3.623%
2 5.116 512 515 529 rVB 120592 159732 3.69% 0.457%
3 5.498 575 580 584 rBVY 3933337 4328817 100.00% 12.374%
4 6.510 746 752 761 rBVY 3643397 4291066 99.13% 12.266%
5 6.645 770 775 779 rBVY 3954171 4203173 97.10% 12.015%
6 6.875 810 814 818 rBVY 1211692 943796 21.80% 2.698%
7 7.034 836 841 844 rBVY 3511017 3215711 74.29% 9.192%
8 7.439 904 910 913 rBVY 2692767 2785719 64.35% 7.963%
9 8.157 1028 1032 1044 rVB 1441920 1227515 28.36% 3.509%
10 9.233 1210 1215 1218 rBV 4149648 3755551 86.76% 10.735%
11 9.304 1224 1227 1230 rBV 56650 47125 1.09% 0.135%

12 9.622 1277 1281 1284 rBV 255771 215425 4.98% 0.616%
13 9.833 1311 1317 1321 rBV 156683 134698 3.11% 0.385%
14 9.910 1327 1330 1334 rBV 1129699 1102737 25.47% 3.152%
15 10.333 1399 1402 1405 rVB 164238 127463 2.94% 0.364%

16 10.551 1435 1439 1446 rBvV 45674 60210 1.39% 0.172%
17 10.704 1461 1465 1474 rVB 1777790 1707956 39.46% 4.882%
18 10.804 1479 1482 1492 rVB 133944 169947 3.93% 0.486%
19 10.957 1505 1508 1513 rBV 43686 43786 1.01% 0.125%
20 11.257 1556 1559 1561 rBV 73624 59886 1.38% 0.171%

21 11.398 1580 1583 1587 rBV 878059 842029 19.45% 2.407%
22 12.616 1787 1790 1793 rBV 49056 44049 1.02% 0.126%
23 12.986 1848 1853 1856 rBV 2488434 2315448 53.49% 6.619%
24 13.863 1999 2002 2011 rBV 348987 372115 8.60% 1.064%
25 14.039 2028 2032 2036 rBvV 869240 806186 18.62% 2.304%

26 14.498 2107 2110 2115 rBV3 62096 73897 1.71% 0.211%
27 15.521 2279 2284 2291 rVB 503349 682178 15.76% 1.950%

Sum of corrected areas: 34983609
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF021418\

BF102990.D

14 Feb 2018 15:36

SJ/JuU

J1541-09

15 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\
Data File : BF102990.D

Aca On : 14 Feb 2018 15:36

Operator : SJ/JU

Sample : J1541-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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.

2.17 26.86 ng 1267390 1,4-Dichlorobenzene-d4 6.87
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 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23

Abundance Scan 14 (2.169 min): BF102990.D (-8) (-) m/z 73.00 100.00%

73
5000 43
55
87

37|, 67 1], 81 2.20 2.30 2.40 2.50 2.60
0"'w"w"“l'“'|“"VJ'W"“|'~-|J--w--w--n|-n m/z 43.00 42 .33%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 LA L L L L L LB BN
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 54.95 32.17%
29
L35 \‘\ ‘ 67 || 80
e o o o e R
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
73
T e T
a1 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 87.00 24 .19%
29
15 67 97
S e B R . L LA
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1995: Silane, tetramethyl- aamE e ERARREEEL
73 220 230 240 2.50 2.60

m/z 41.00 14.01%

5000
43
2 15 29 36 || 5359 g6 88

/s | MM NI e AALRSRasRaaaaEEEREES

m/z--> 0 10 20 30 40 50 60 70 8 90 100 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\BF021418\
Data File : BF102990.D

Aca On : 14 Feb 2018 15:36

Operator : SJ/JU

Sample : J1541-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 6

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

5.12 3.38 ng 159732 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 17
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 516 (5.122 min): BF102990.D (-512) (-) m/z 43.00 100.00%
43
59
5000
1 480 500 520 540
o...,....,....,....',':...,“??4.,...‘?9,....,??..,...:,|....,. m/z 59.00 60.06%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L R I
59 480 500 520 540
m/z 101.00 18.96%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 5.00 520 540
5000 41 m/z 57.95 16.57%
31
69 87
15 53 98
e S I S SULIURS SURIILS IS IULILS SULILS UL LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone R e R R A
50 480 500 5.20 5.40
m/z 40.95 8.91%
5000 43
31
0 ]75 L ‘ [ N 69 87
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\
Data File : BF102990.D

Aca On : 14 Feb 2018 15:36

Operator : SJ/JU

Sample : J1541-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown6.65 Concentration Rank 1

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

6.65 89.07 ng 4203170 1,4-Dichlorobenzene-d4 6.87
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 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 776 (6.651 min): BF102990.D (-770) (-) m/z 132.00 100.00%
32
5000 68
20,054 o | ke 9|6 104 156 640 6.60 6.80 7.00
Obrrprrrr e e b e bbb e e m/z 68.00 37 .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
69
104 N
5000 IR IS L R
6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.19%
138 ‘
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 25.61%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole E E e R e
132 6.40 6.60 6.80 7.00

m/z 69.00 14.27%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\
Data File : BF102990.D

Aca On : 14 Feb 2018 15:36

Operator : SJ/JU

Sample : J1541-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Hexadecane Concentration Rank 7

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

9.83 2.44 ng 134698 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tridecane 184 C13H28 000629-50-5 86
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78

Abundance Scan 1316 (9.828 min): BF102990.D (-1311) (-) m/z 57.00 100.00%
57
5000
9.60 9.80 10.00 10.20
(o} m/z 43.00 62.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 %7
5000 & R UL RN BRI B
g5 9.60 9.80 10 00 10 20
29 m/z 71.05 46.64%
0 ‘ L L w 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 85 160 150 150 160 180 200 250
Abundance
57
43
71 9.60 9.80 10.00 10.20
5000 g5 m/z 41.00 30.02%
29 9%
oL 15 113 127 141 155 169 183 212
m/z--> ﬁo Jo éo 85 160 150 140 160 180 200 250
Abundance #48835: Tridecane e AR ma S S
43 97 9.60 9.80 10.00 10.20
m/z 85.10 24 .99Y%
71
5000
85
29
das [ L] e
m/z--> ﬁo Jo éo éo 160 150 140 160 180 260 250 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\
Data File : BF102990.D

Aca On : 14 Feb 2018 15:36

Operator : SJ/JU

Sample : J1541-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.86 9.23 ng 372115 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90
Abundance Scan 2002 (13.863 min): BF102990.D (-1999) (-) m/z 57.00 100.00%
57
83
41
5000
' 13.60 13.80 14.00 14.20
Obrrrprrrefbre m/z 55.00 87 .14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43
69
5000 LI B B SULRLLE UL
anmmmmm
125 m/z 43.00 81.64%
o 153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
o7 ' 13.60 13.80 14.00 14.20
5000 1 m/z 83.00 75.02%
29
125
o 14 153168 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol R R o e
55 13.60 13.80 14.00 14.20
m/z 69.00 66.90%
o \“‘ ‘ 167182 210 238 264280 308
m/z--> ﬁo 45 éo 80 100 120 140 160 180 200 220 240 260 280 300 13. 60 13. 80 14.00 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021418\
Data File : BF102990.D

Acq On : 14 Feb 2018 15:36

Operator : SJ/JU

Sample - J1541-09

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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... 2.17 26.9 ng 1267390 1 6.87 943796 20.0
2-Pentanone, 4-hy... 5.12 3.4 ng 159732 1 6.87 943796 20.0
unknown6 .65 6.65 89.1 ng 4203170 1 6.87 943796 20.0
Hexadecane 9.83 2.4 ng 134698 3 9.91 1102740 20.0
Trichloroacetic a... 13.86 9.2 ng 372115 5 14.04 806186 20.0
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