LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG122117\
Data File : BG031681.D

Aca On : 21 Dec 2017 19:59

Operator : SJ/JU

Sample : 16961-05

Misc :

ALS Vial : 8 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-BG122117.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 3.446 22 27 38 rvv2 38719 73909 1.62% 0.324%
2 5.744 411 418 429 rVB2 43110 75400 1.65% 0.330%
3 6.249 496 504 514 rvB 812731 1438551 31.52% 6.302%
4 7.929 781 790 802 rBV 837544 1635226 35.82% 7.164%
5 8.341 852 860 870 rBV 887619 1629020 35.69% 7.136%

8.828 936 943 954 rVB 155515 289672 6.35% 1.269%
9.169 992 1001 1012 rBV 667718 1248067 27.34% 5.467%
10.033 1137 1148 1160 rBV 455625 870657 19.07% 3.814%
1427 1435 1443 rBV 225111 431529 9.45% 1.890%
12.976 1643 1649 1659 rBVY 53532 89573 1.96% 0.392%

=
QOO ~NO®
=
=
\l
=
©

11 14.093 1831 1839 1850 rVB 1713005 2819490 61.77% 12.352%
12 14.886 1967 1974 1982 rBV 207888 319978 7.01% 1.402%
13 15.462 2065 2072 2082 rVB3 400916 681555 14.93% 2.986%
14 16.795 2292 2299 2307 rBV 376254 567160 12.43% 2.485%
15 16.936 2316 2323 2338 rBV 1537081 2486568 54.47% 10.893%

16 18.200 2531 2538 2549 rVB2 615447 959805 21.03% 4_.205%
17 19.022 2674 2678 2688 rBV2 67184 104245 2.28% 0.457%

18 20.262 2885 2889 2894 rBV2 50164 69426 1.52% 0.304%
19 20.738 2963 2970 2976 rBV 3296281 4564651 100.00% 19.997%
20 22.119 3200 3205 3215 rVB5 38959 66497 1.46% 0.291%

21 22.559 3272 3280 3289 rBV 622830 1199506 26.28% 5.255%
22 26.355 3915 3926 3942 rVB2 369565 1206546 26.43% 5.286%

Sum of corrected areas: 22827031
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122117\
Data File : BG031681.D

Aca On : 21 Dec 2017 19:59

Operator : SJ/JU

Sample : 16961-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG031681.D

3000000
2500000
2000000
1500000

1000000 6.25 7.93 8.34

9.17

500000 10.03
11.72
8.83
3.45 5.74 I\ 12.9
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Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG031681.D
20174

3000000

2500000

2000000
14.09

16.94
1500000

1000000

18.20 22.56

500000 15.46 16.8
14.89
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19.02 20.26 J 22.12

A
=TT

ot e e e e e e L i IS B o

Time--> 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: BG031681.D

3000000

2500000

2000000

1500000

1000000

500000 26.35

R R R L L A RA AR AR RS LELLS Lo s s

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\BG122117\
Data File : BG031681.D

Aca On : 21 Dec 2017 19:59

Operator : SJ/JU

Sample : 16961-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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 4

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

5.74 5.21 ng 75400 1,4-Dichlorobenzene-d4 8.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 32
3 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 28
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 12
5 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 12

Abundance Scan 417 (5.738 min): BG031681.D (-411) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 .
540 5.60 5.80 6.00
el ol 732830 | Tw/z 59.10  57.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA UL IR L R
59.0 540 560 580 600
0
150 a0 1010 m/z 101.10 24 .01%
\M‘. L1y Il 83'0 Il
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
540 560 580 600
5000 m/z 58.05 14 .85%
101.0
15.0 58.0
28.0 69.0  84.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8367: n-Propyl t-butyl ether
59.0 540 5.60 5.80 6.00
m/z 41.00 8.33%
5000 41.0 101.0
29.0
15\'0 H ‘ ‘\ \‘ \‘ [1] 73.0 8?'0 | 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122117\
Data File : BG031681.D

Aca On : 21 Dec 2017 19:59

Operator : SJ/JU

Sample : 16961-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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 unknown8.34 Concentration Rank 1

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

8.34 112.47 ng 1629020 1,4-Dichlorobenzene-d4 8.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 860 (8.341 min): BG031681.D (-852) (-) m/z 132.00 100.00%
132.0
5000
68.1
e e e
40.1 54.0 |‘| %i'o 1151 J 8.00 8.20 8.40 8.60
e L I e e e m/z 134.00 33.67%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LA RN R AL UL
8.00 8.20 8.40 8.60
310 510 m/z 68.10 33.05%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 550 520 0 5k
5000 ggo 1160 m/z 66.10 22.66%
158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R R e e maa e ]
132.0 8.00 8.20 8.40 8.60
m/z 96.00 14.11%
5000 67.0
41.0 97.0
‘ ‘ 117.0
...“i“. .%1’.0".“l‘.‘.?r:ll‘".o.‘.‘a|....“|..H.|....|....|.... Y
m/z--> 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60

8270-BG122117.M Fri Dec
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122117\
Data File : BG031681.D

Aca On : 21 Dec 2017 19:59

Operator : SJ/JU

Sample : 16961-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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 unknownl12.98 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.98 4_.15 ng 89573 Naphthalene-d8 11.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 38
2 Propionic acid. 2-isopropoxv-. m... 146 C7H1403 1000151-15-1 9
3 Propanedioic acid. (benzovlhvdra... 282 C12H14N206 1000142-99-9 9
4 Ethanol. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 9
5 Diethyl fluoromalonate 178 C7H11FO4 000685-88-1 9
Abundance Scan 1650 (12.982 min): BG031681.D (-1643) (-) m/z 59.10 100.00%
59.1
5000
270 105.0
430 1250 1780 1300 1320
121.0 - : : :
.,....,....','.|...i|....i....,...!,....9,1;.1..,..I.,....,-....,....,....,.... m/z 105.00 34.71%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 LRI U SN I
12.60 12.80 13.00 13.20
43.0 77.0 105.0 m/z 77.00 29.11%
31.0 *
||‘|“|‘||“|9|10|M|12|10||149|0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59.0
12/60 12.80 13.00 1320
5000 m/z 106.00 19.32%
31.0 430

74.0 87.0 103.0 116.0
wm‘wmwwwwwmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #128661: Propanedioic acid, (benzoylhydrazino)hydroxy-, di... B e e e ]
59.0 77.0 105.0 12.60 12.80 13.00 13.20
m/z 43.00 17.59%
5000
45.0 136.0
H‘ . Ll | 118.0 !
B R L o o e e R R RARERRaas
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122117\
Data File : BG031681.D

Aca On : 21 Dec 2017 19:59

Operator : SJ/JU

Sample : 16961-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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 6 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.80 16.64 ng 567160 Acenaphthene-d10 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Azobenzene 182 C12H10N2 000103-33-3 53
3 1.1"-Biphenvl. 3.4"-dimethvl- 182 C14H14 007383-90-6 46
4 3.3"-Dimethvilbiphenvl 182 C14H14 000612-75-9 43
5 2,4,6-Trimethoxytoluene 182 C10H1403 014107-97-2 43
Abundance Scan 2300 (16.801 min): BG031681.D (-2292) (-) m/z 105.00 100.00%
106.0 182.1
77.0
5000
e 1640 16,60 16,80 1700 1720
152.1 : : : : :
e el e 2281 U7l 2078 0 o185 10 82.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47241: Benzophenone
105.0
77.0
5000 AR SR BRI SURBLR I
182.0 16.40 16.60 16.80 17.00 17.20
51.0 m/z 77.00 57.92%
27.0 ‘ A | 1260 152.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
77.0
. 1630 1660 16,80 17,00 1730
5000 m/z 51.00 20.00%
51.0 105.0
27.0 1280 1920
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47330: 1,1-Biphenyl, 3,4"-dimethyl- T REae e
182.0 16.40 16.60 16.80 17.00 17.20
m/z 181.10 13.87%
5000
165.0
390 63 0 89\\\0 150 1410 | M\
miz--> "'z'o""4'0'"'e'o""s'o""166"iéo"'iAd"ied"iéd"'zéd"' 16.40 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122117\
Data File : BG031681.D

Aca On : 21 Dec 2017 19:59

Operator : SJ/JU

Sample : 16961-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122117_.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 7 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.02 2.17 ng 104245 Phenanthrene-d10 18.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Dodecanoic acid 200 C12H2402 000143-07-7 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 55
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 2678 (19.022 min): BG031681.D (-2674) (-) m/z 72.95 100.00%
73.0
43.0
5000 129.1

157.0 185.1
18.80 19.00 19.20 19.40

m/z 57.10 73 .55%

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

Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

18.80 19.00 19.20 19.40

83.0 g
J 1570 1gs0 2130 2560 m/z 60.00 72.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 120 200.0 18.80 19.00 19.20 19.40
5000 157.0 ' m/z 43.00 69.99%

101.0

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

Abundance #72648: Tridecanoic acid

73.0 18.80 19.00 19.20 19.40

m/z 55.05 58.74%
43.0
5000
129.0
‘ %6.0 710 2140
}ﬁow.“uu.w‘mmm‘“,;uwuu“.w.J”..”k.”..”w.”w.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_G\DATA\BG122117\

BG031681.D

21 Dec 2017 19:59

SJ/Ju

16961-05

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown8.34
unknownl12 .98
Benzophenone

n-Hexadecanoic acid

8270-BG122117.M Fri Dec 22 16:48:21 2017

5.74 5.2 ng
8.34 112.5 ng
12.98 4.2 ng
16.80 16.6 ng
19.02 2.2 ng

RT EstConc Units Response

2-Pentanone, 4-hy...

75400
1629020
89573
567160
104245

|--Internal Standard---|
| # RT Resp Conc]

289672 20.0
289672
431529 20.0
681555 20.0
959805 20.0
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