LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG020719\
Data File : BG039391.D

Aca On : 7 Feb 2019 20:57

Operator : JU/SJ

Sample : K1392-05

Misc :

ALS Vial : 11 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

3.224 18 23 32 rBv 229529 431511 9.15% 1.955%
3.301 32 36 51 rvB 189517 281225 5.97% 1.274%
rvB 33029 53390 1.13% 0.242%
5.715 440 447 455 rBvY 534124 840296 17.83% 3.807%
7.313 711 719 728 rBV 330079 608323 12.91% 2.756%
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7.700 777 785 794 rBV 971156 1661932 35.26% 7.529%
8.176 859 866 877 rVB 197185 343976 7.30% 1.558%
8.499 913 921 931 rVB 863136 1487655 31.56% 6.739%
9.351 1058 1066 1075 rBV 742210 1361221 28.88% 6.167%
11.002 1339 1347 1355 rBV 274740 494828 10.50% 2.242%

=
QO ~NO®

11 13.428 1752 1760 1767 rBV 1993339 3184946 67.57% 14.429%
12 14.803 1986 1994 2003 rBV2 429938 718859 15.25% 3.257%
13 16.283 2239 2246 2256 rBV 1623772 2418789 51.31% 10.958%
14 17.546 2453 2461 2468 rBV 588377 902499 19.15% 4._.089%
15 18.398 2601 2606 2615 rBV 71556 109427 2.32% 0.496%

16 19.661 2815 2821 2824 rBV4 42757 62507 1.33% 0.283%
17 20.137 2896 2902 2908 rBV 3511200 4713624 100.00% 21.354%
18 21.429 3118 3122 3134 rBV2 60322 101385 2.15% 0.459%
19 21.834 3183 3191 3200 rVB 631959 1077110 22.85% 4 _880%
20 23.362 3445 3451 3456 rBV2 26797 50089 1.06% 0.227%

21 24.202 3587 3594 3603 rBV3 29672 69670 1.48% 0.316%
22 25.218 3756 3767 3780 rVB2 372296 1100429 23.35% 4.985%

Sum of corrected areas: 22073691

8270-BG012919.M Mon Feb 11 13:16:44 2019 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020719\
Data File : BG039391.D

Aca On : 7 Feb 2019 20:57

Operator : JU/SJ

Sample : K1392-05

Misc :

ALS Vial : 11 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

Abundance TIC: BG039391.D
3500000

3000000
2500000
2000000
1500000

1000000 7.70 8.50

5.71
500000 731

5.26

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG039391.D
3500000 2014

3000000

2500000

2000000] 13:43

16.28
1500000

1000000
500000 14.80

18.40 19.66 211.\43

O e L i o T L0 A e o o B D B B B

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: BG039391.D
3500000

3000000
2500000
2000000
1500000
1000000

500000 25.22
23.36 24.20

O e T e T 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:\SVOASRV\HPCHEMI\BNA G\DATA\BG020719\
Data File : BG039391.D

Aca On : 7 Feb 2019 20:57

Operator : JU/SJ

Sample : K1392-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.30 16.35 ng 281225 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 64
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 38
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 36 (3.301 min): BG039391.D (-32) (-) m/z 73.15 100.00%
7B
5000 43 /\\_
55 g7 I\ N
320 340  3.60
O eSS e | Tm/z 43.15  45.24%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000 T T
43 55 320 340  3.60
87 m/z 55.15 32.73%
Oy "|"'“hﬁ% 'JJ'J ??'“"qq '§?|L"'| "J'I""lp}"'l
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
a . 7 AR A" S0
5000 m/z 87.10 25.49%
s M\ H‘ o« ]\
"P"'I”" RN HEUNSUR SR
m/z--> 10 20 40 50 80 90 100
Abundance #7506: 2- Methyl 5 hexen 3-ol = ———
73 320 340  3.60
55 m/z 45.15 13.67%
43
5000
s el L A
0"I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I Y T T
m/z--> 10 20 50 60 70 8 90 100 320 340  3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020719\
Data File : BG039391.D

Aca On : 7 Feb 2019 20:57

Operator : JU/SJ

Sample : K1392-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.26 3.10 ng 53390 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 33
3 Acetone 58 C3H60 000067-64-1 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 9

Abundance Scan 370 (5.263 min): BG039391.D (-363) (-) m/z 43.15 100.00%
a3
59
5000
1ot 500 520 540 560
51 : : : -
o...,....,....,....'il.'...,~..-.'-.|,....,....,.8.4..,....,|....,. m/z 59.15 62.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 UL R UL I
5.00 5.20 5.40 5.60
59 m/z 58.15 19.00%
0 21 31, 53,|| o7 778 a1 I
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43
5.00 5.20 5.40 5.60
5000 57 m/z 101.15 16.64%
29
101
0 \‘ 371|| 50 | 78
LRI PRI SRR SURL LR S SULELIL SURRLEL S SULELIL UL S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #213: Acetone e e )
43 5.00 5.20 5.40 5.60
m/z 41.25 10.38%
5000
58
15 27 o
N R R s R Ay A RARES AR LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020719\
Data File : BG039391.D

Aca On : 7 Feb 2019 20:57

Operator : JU/SJ

Sample : K1392-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 4 unknown7.70 Concentration Rank 1

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

7.70 96.63 ng 1661930 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17NO2 1000378-96-6 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 785 (7.700 min): BG039391.D (-777) (-) m/z 132.15 100.00%
32
5000 68
40 54 % 740 7.60 7.80 8.00
ol g8 lms W 207 hs7 68.15  43.53%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 U U L L R
7.40 7.60 7.80 8.00
33 44 o 105 m/z 134.15 33.41%
0"'I'”Lllwﬁqni”“?g'L‘t"P'I'I”"I'”'I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole
132
740 7.60 7.80 8.00
5000 m/z 66.15 30.00%
104
14 27 39 51 6\6 T g9 |15 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl s
57 132 7.40 7.60 7.80 8.00
24 m/z 69.15 16.95%
5000 98 116
) IR .M,u‘..wh. nk.,JW..LL,..“‘.,...¥5F...., }??II - /AR S
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BG039391.D

Aca On : 7 Feb 2019 20:57

Operator : JU/SJ

Sample : K1392-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.M
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 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.40 2.42 ng 109427 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 62
3 Dodecanoic acid 200 C12H2402 000143-07-7 53
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 2606 (18.398 min): BG039391.D (-2601) (-) m/z 73.15 100.00%

1431°7171185199 | 557, 256 18.00 18.20 18.40 18.60 18.80
0! m/z 43.15 88.76%
miz--> 20 40 60
Abundance

43 60 78
5000
129
97 213
115

80 100 120 140 160 180 200 220 240 260
#107549: n-Hexadecanoic acid

0 73

-

18. OO 18 20 18 40 18. 60 18 80

6
5000 129
m/z 60.15 85.04%
TJJ 143157171185199213
o} BN
I |
6

m/z--> 20 40 0 80 100 120 140 160 180 200 220 240 260

=}
~
@

Abundance #95851: Pentadecanoic acid
43 6
18.00 18.20 18.40 18.60 18.80
5000 m/z 57.25 75.56%
29
ol 15 m
,,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61122: Dodecanoic acid
73 18.00 18.20 18.40 18.60 18.80
60 m/z 55.20 70.23%
5000 43 129
7 115 157
“ T‘ 101 73| 200
0,,,‘ | ,‘l...“‘,‘..‘:.,....‘.... I — Mt
m/z--> 20 80 100 120 140 160 180 200 220 240 260 18. 00 18 20 18 40 18. 60 18 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG020719\
Data File : BG039391.D

Acq On : 7 Feb 2019 20:57

Operator : JU/SJ

Sample - K1392-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919_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... 3.30 16.4 ng 281225 1 8.18 343976 20.0
2-Pentanone, 4-hy... 5.26 3.1 ng 53390 1 8.18 343976 20.0
unknown7 .70 7.70 96.6 ng 1661930 1 8.18 343976 20.0
n-Hexadecanoic acid 18.40 2.4 ng 109427 4 17.55 902499 20.0
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