LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\

Data File : BG018751.D

Aca On : 17 Sep 2015 23:37 Instrument :
Operator : TP BNA_G

Sample - 63684-01 ClientSampleld :
Misc - FK-BPM-02-K5-K6-K7-K8
ALS Vial : 17 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-BG091115.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 2.961 16 21 35 rvB 420255 530434 14.46% 3.008%
2 3.102 41 45 51 rBvV3 25351 39311 1.07% 0.223%
3 3.178 53 58 72 rVB 402929 549114 14.97% 3.114%
4 5.105 379 386 395 rVB 259139 377215 10.28% 2.139%
5 5.575 460 466 481 rVB 604691 913545 24.90% 5.181%

7.167 728 737 745 rBV 615409 1048482 28.58% 5.946%
7.532 792 799 812 rBV 616351 1036795 28.26% 5.880%
8.002 872 879 886 rBvV 117281 196097 5.34% 1.112%
8.325 926 934 943 rVB 453109 773655 21.09% 4_.387%
9.159 1068 1076 1083 rBV 371036 640756 17.46% 3.634%

=
QO ~NO®

11 10.804 1349 1356 1364 rVB 169808 300141 8.18% 1.702%
12 13.249 1764 1772 1780 rBV 1238777 1883592 51.34% 10.682%
13 14.071 1905 1912 1923 rBV 251908 352416 9.60% 1.999%
14 14.629 1999 2007 2017 rVvB2 340290 540597 14.73% 3.066%
15 16.110 2252 2259 2276 rBV 1139015 1768535 48.20% 10.029%

16 17.367 2466 2473 2481 rBV 561604 815021 22.21% 4.622%
17 18.254 2619 2624 2632 rBV2 60714 99213 2.70% 0.563%
18 19.976 2911 2917 2927 rBV 2780868 3669205 100.00% 20.808%
19 21.269 3132 3137 3146 rBV3 63647 131998 3.60% 0.749%
20 21.627 3191 3198 3210 rVB 622273 996316 27.15% 5.650%

21 24.811 3730 3740 3752 rBV 334217 971306 26.47% 5.508%

Sum of corrected areas: 17633744
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\

Data File : BG018751.D

Aca On : 17 Sep 2015 23:37

Operator : TP

ﬁ?ggle i 63684-01 FK-BPM-02-K5-K6-K7-K8
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG091115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG018751.D

2500000
2000000
1500000

1000000

5.58 7.17 7.53
500000{2.98.18 8.32 9.16

1 8.00 10.80
3 o '

Time--> 300 3.50 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG018751.D

19,98
2500000

2000000

1500000
13.25 16.11
1000000
17.37 21.63
500000
14.07 14.63
18.25 21.27
e e e T e e o e S A A e e T s e e e e A e e R e

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: BG018751.D

2500000

2000000

1500000

1000000

500000 2481

et e

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:\HPCHEM1\BNA G\DATA\BG091815\

Data File : BG018751.D

Aca On : 17 Sep 2015 23:37

Operator : TP

a?ggle i G3684-01 FK-BPM-02-K5-K6-K7-K8
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown2.96 Concentration Rank 4

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

2.96 54.10 ng 530434 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 7
5 N-Ethylformamide 73 C3H7NO 000627-45-2 7

Abundance Scan 21 (2.961 min): BG018751.D (-16) (-) m/z 73.00 100.00%
73
5000 43
J 89
2.90 3.00 3.10 3.20 3.30 3.40
55
S R SN N — - T m/z 43.00 39.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4665: Propane, 2,2-dimethoxy-
73
5000 IS AU UGS AR
2.90 3.00 3.10 3.20 3.30 3.40
89 m/z 89.00 29.38%
'?I'Uh'l""l"“'I'J"}94"I""I'"'I""I"
m/z--> 80 100 120 140 160 180
Abundance
73
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.00 7 .55%
57
- 41
15 87
miz--> 20 40 60 80 100 120 140 160 180
Abundance #8445: 2-Hydroxy-2-methylbutyric acid
73 2.90 3.00 3.10 3.20 3.30 3.40
m/z 45.00 5.96%
5000 43 55
29 -
...l.‘.“..‘l‘....l...‘.l..‘..::'o.3...|....|.... et
m/z--> 20 40 60 80 100 120 140 160 180 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\

Data File : BG018751.D

Aca On : 17 Sep 2015 23:37

Operator : TP

a?ggle i G3684-01 FK-BPM-02-K5-K6-K7-K8
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.18 56.00 ng 549114 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 80
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 58 (3.178 min): BG018751.D (-53) (-) m/z 73.00 100.00%
73
5000
43 55 87 S SRR
. | . 3.00 320 3.40 3.60
SN 1 . P OO -1 A N N m/z 43.00 29.79%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 T T T T
43 3.00 320 340 3.60
55 87 m/z 87.00 25.11%
29
"w"'w'"w'?§'w"'w"'w'§?|“"|'“'|'“'|'“'|
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
1300 320 340 3.60
5000 m/z 55.00 23.38%
45
29
39 Y 101
miz--> 10 2 30 40 50 60 70 8 90 100
Abundance #720: N-Ethylformamide
30 3.00 320 340 3.60
73 m/z 71.10 12.01%
5000
44 58
18 “
IIII""llIlll III3I8M"‘l'l""l""I""I""I""I""I rrrrTrTT T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 3.00 320 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\

Data File : BG018751.D

Aca On : 17 Sep 2015 23:37

Operator : TP

a?ggle i G3684-01 FK-BPM-02-K5-K6-K7-K8
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.11 38.47 ng 377215 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 23
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17

Abundance Scan 387 (5.111 min): BG018751.D (-379) (-) m/z 43.00 100.00%
43
59
5000
101
B o
83 480 5.00 5.20 5.40
..,....,....',':...??u!'l,....,?.3..,.-...,...:,....,....,....,...1.3,9...., m/z 59.00 65.55%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L UL UL
59 480 500 520 540
m/z 101.00 27 .71%
"|“'"i}'“W“'“|""w"'l'“'|§?“|9§'}ﬁ{"|”"|'“'|"“|"'w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 m/z 58.00 20.24%
41
29 101
50 73 86
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 A
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester  E  Ea e e  RRRES
59 480 5.00 5.20 5.40
m/z 41.00 9.10%
5000 41
68
"I”"I"”HIL'?g'wli'”'l"'W""I“"I"”I"'W'%?§I”"}4?'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\

Data File : BG018751.D

Aca On : 17 Sep 2015 23:37

Operator : TP

a?ggle i G3684-01 FK-BPM-02-K5-K6-K7-K8
ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG091115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.53 Concentration Rank 1

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

7.53 105.74 ng 1036800 1,4-Dichlorobenzene-d4 8.00
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 799 (7.532 min): BG018751.D (-792) (-) m/z 132.00 100.00%
132
5000 68
w | % 720 7.40 7.60 7.80
T N — m/z 68.00 40.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SN RS R AR RARES
7.20 7.40 7.60 7.80
21 m/z 134.00 33.56%
'Jhw'hk'IL"'I'"'I""I""I""I""I"”I
m/z--> 50 100 150 200 250 300 350 400
Abundance
132
720 7.40 7.60 7.80
5000 67 m/z 66.00 24.65%
41 97
mz-> 50 100 150 200 250 300 350 400
Abundance #48639: Tranylcypromine-propionyl s e e R
57 132 7.20 7.40 7.60 7.80
m/z 69.00 15.43%
5000 98
T "|‘”'l dfm'L4 '}58'}§9|" LN SRR UL B SRR A IS L R
m/z--> 50 100 150 200 250 300 350 400 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\

Data File : BG018751.D

Aca On : 17 Sep 2015 23:37

Operator : TP

a?ggle i G3684-01 FK-BPM-02-K5-K6-K7-K8
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tridecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.25 2.43 ng 99213 Phenanthrene-d10 17.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 64
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 60
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Dodecanoic acid 200 C12H2402 000143-07-7 43

Abundance Scan 2623 (18.249 min): BG018751.D (-2619) (-) m/z 73.00 100.00%

7B

5000

18.00 18.20 18.40 18.60
m/z 60.00 73.29%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #65566: Tridecanoic acid
73
43
5000
129 18.00 18.20 18.40 18.60
171 214 m/z 55.00 65.31%
ol L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
18.00 18.20 18.40 18.60
5000 m/z 43.05 62.74%
129 256

98 | 157185213
e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #37192: n-Decanoic acid
60 18.00 18.20 18.40 18.60
m/z 57.00 57.02%
5000f 29 129
172
-l “1.&‘...,..‘..,.... e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\

Data File : BG018751.D

Aca On : 17 Sep 2015 23:37

Operator : TP

a?ggle i G3684-01 FK-BPM-02-K5-K6-K7-K8
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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

Concentration Rank 7

Peak Number

8 1-Hexacosanol

R.T. EstConc Area Relative to ISTD R.T.
21.27 2.65 ng 131998 Chrysene-di12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 91
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 90
3 1-Octadecanol 270 C18H380 000112-92-5 87
4 1-Nonadecanol 284 C19H400 001454-84-8 81
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 80

Abundance Scan 3137 (21.269 min): BG018751.D (-3132) (-) m/z 57.00 100.00%
83
5000
139 465 209228 249 21.00 21.20 21.40 21.60
m/z 43.05 95.57%
m/z--> 50 100 150 200 250 300 350
Abundance #152038: 1-Hexacosanol
43
5000 83 L PN SUNIUE B SRR
21.00 21.20 21.40 21.60
18 ﬂ 1 m/z 55.00 84.62%
‘h“\ we ‘Jﬂ “ | ,139 168 196 224 252 278 308 336 364
m/z--> §o 160 1éo 260 2éo 360 3éo
Abundance
57
83 121,00 2120 2140 21.60
5000 m/z 69.00 78.97%
111
29
139 169 19,210 238 ,eoog3
m/z--> §o 160 1éo 260 2éo 360 3éo
Abundance #100813: 1-Octadecanol
43 3 21.00 21.20 21.40 21.60
m/z 83.10 73.53%
5000 111
139
1y Lo M. b, 18 10 2 22
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG091815\

Data File : BG018751.D

Acq On : 17 Sep 2015 23:37

Operator : TP

a?ggle i 63684-01 FK-BPM-02-K5-K6-K7-K8
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown?2 .96 2.96 54_.1 ng 530434 1 8.00 196097 20.0
Butane, 2-methoxy... 3.18 56.0 ng 549114 1 8.00 196097 20.0
2-Pentanone, 4-hy... 5.11 38.5 ng 377215 1 8.00 196097 20.0
unknown?7 .53 7.53 105.7 ng 1036800 1 8.00 196097 20.0
Tridecanoic acid 18.25 2.4 ng 99213 4 17.37 815021 20.0
1-Hexacosanol 21.27 2.6 ng 131998 5 21.63 996316 20.0
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