LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG122617\
Data File : BG031762.D

Aca On : 26 Dec 2017 15:22

Operator : SJ/JU

Sample : 17040-03

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

3.434 19 25 35 rBv 76367 158848 3.85% 0.904%
3.528 37 41 47 rvVB2 29897 44566 1.08% 0.254%
rBv 290180 490172 11.89%% 2.790%
7.905 774 786 801 rVB 182970 345536 8.38% 1.967%
8.317 847 856 865 rBvV 575969 1053970 25.58% 5.999%

abrwNPE
(0}
N
N
)]
I
©
w
a0
o
o
()
o
©

8.804 932 939 950 rBV 130927 239251 5.81% 1.362%
9.145 989 997 1009 rVB 544363 1024762 24.87% 5.833%
rBv 383793 725431 17 .60% 4.129%
10.861 1279 1289 1297 rBV4 20565 56372 1.37% 0.321%
11.689 1421 1430 1442 rBV 194314 379205 9.20% 2.158%
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11 14.069 1827 1835 1845 rBV 1531534 2476417 60.09% 14.096%
12 15.438 2060 2068 2079 rvB2 351001 625002 15.17% 3.558%
13 16.019 2162 2167 2173 rBVS8 33780 75778 1.84% 0.431%
14 16.907 2311 2318 2327 rVB 1268855 2116617 51.36% 12.048%
15 18.170 2527 2533 2539 rVvB2 500318 779815 18.92% 4_.439%

16 18.992 2668 2673 2683 rBV 140754 233682 5.67% 1.330%
17 20.226 2879 2883 2893 rBvV 237263 367963 8.93% 2.094%
18 20.702 2958 2964 2973 rVB 3092540 4120890 100.00% 23.456%
19 21.607 3113 3118 3125 rBV 79391 129054 3.13% 0.735%
20 22.512 3265 3272 3284 rVB2 529721 1045744 25.38% 5.952%

21 26.266 3899 3911 3925 rBV2 332683 1079463 26.19% 6.144%

Sum of corrected areas: 17568538
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA G\DATA\BG122617\
Data File : BG031762.D

Aca On - 26 Dec 2017 15:22

Operator : SJ/JU

Sample : 17040-03

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\HPCHEMI\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: BG031762.D
3000000

2500000
2000000
1500000

1000000

8.32 9.15
500000 10.01
6.23
7.91 8.80 11.69
3 .
#33 A A 10.86

B L L .

Time--> 3.50 4.00 4.50 5.00 550 600 6.50 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG031762.D

3000000 20,70

2500000

2000000

14.07

1500000 16.91

1000000

18.17 22.51
500000 15.44 A 20.23

18.99
16.02 [ L 21/.L61

0 e i o L L R B e e B e S e

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: BG031762.D

3000000

2500000

2000000

1500000

1000000

500000 26.27

AR R EE R A EaE R R AR A EEE m e L

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 : U:\HPCHEM1\BNA G\DATA\BG122617\
Data File : BG031762.D

Aca On : 26 Dec 2017 15:22

Operator : SJ/JU

Sample : 17040-03

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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

3.53 3.73 ng 44566 1,4-Dichlorobenzene-d4 8.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 10
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 41 (3.528 min): BG031762.D (-37) (-) m/z 73.10 100.00%
73.1
5000
43.0
| - 340 360 380
0 L e e e B B e m/z 87.10 37.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 A UL A LR R
43.0 340 360  3.80
' m/z 43.05 30.91%
270 \‘\ ‘ | ‘
e L U S UL S S B S S R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
30.0
340 360 3.80
5000 87.0 m/z 55.05 23.35%
14.0 59.0
G L L S U S S SIS SR S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl- | AL LA L I |
73.0 340 360  3.80
m/z 71.00 13.67%
5000 43.0
2no |
L A s B B RS  Ea RE nan UL U
m/z--> 20 40 60 80 100 120 140 160 180 200 340 360  3.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG122617\
Data File : BG031762.D

Aca On : 26 Dec 2017 15:22

Operator : SJ/JU

Sample : 17040-03

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 unknown8.32 Concentration Rank 1

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

8.32 88.11 ng 1053970 1,4-Dichlorobenzene-d4 8.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 857 (8.323 min): BG031762.D (-847) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.1 ARSARNE SARARRAREE AR
40.1 54.0 8.00 8.20 8.40 8.60
0 ..,....,....,....,....,....,.:I-.'...'..,f.‘?.?,..!.,.’fP.‘??....,...., b | m/z 134.00 31.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR A R AR
8.00 8.20 8.40 8.60
2.0 510 m/z 68.10 31.02%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
800 820 8.40 8.60
5000 67.0 m/z 66.10 20.08%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L L L L BN |
132.0 8.00 8.20 8.40 8.60
m/z 96.10 13.78%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 800 8.20 840 8.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG122617\
Data File : BG031762.D

Aca On : 26 Dec 2017 15:22

Operator : SJ/JU

Sample : 17040-03

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 unknownl16.02 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.02 2.42 ng 75778 Acenaphthene-d10 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Diamino-6-ChvdroxvmethvD)pte... 192 C7H8N60 000945-24-4 27
2 6-tert-Butvl-2.4-dimethviphenol 178 C12H180 001879-09-0 22
3 Propofol 178 C12H180 002078-54-8 22
4 Benzoic acid. 4-(l1-methvlethvD)-... 178 C11H1402 020185-55-1 18
5 2-Allyl-1,4-dimethoxy-3-methyl-b... 192 C12H1602 1000187-53-7 15
Abundance Scan 2167 (16.019 min): BG031762.D (-2162) (-) m/z 163.10 100.00%

15.80 16.00 16.20 16.40
o’ m/z 117.05  55.16%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54889: 2,4-Diamino-6-(hydroxymethyl)pteridine
43.0 163.0 192.0

5000 e e e EEma
1580 1600 16 20 1640

28.0 68.0 146.0 m/z 192.10 50.27%

121.0
\\‘ ‘ \H\‘M “h \H\ 9101060 i ‘\\ il \‘ H

1651
1171
5000 . 192.1

Ot T .‘..““ i R o
m/z--> 20 100 120 140 160 180
Abundance
163.0
135.0
15.80 16.00 16.20 16.40
5000 m/z 179.10 43.52%
oL0 178.0
150 M9 0 1150
O o B o B0 B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43974: Propofol
163.0 15.80 16.00 16.20 16.40
m/z 105.00 40.89%
5000
178.0
117.
91.0
dasg M0 memo S0 o | | oW
m/z--> 20 40 60 80 100 120 140 160 180 15. 80 16. OO 16 20 16 40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG122617\
Data File : BG031762.D

Aca On : 26 Dec 2017 15:22

Operator : SJ/JU

Sample : 17040-03

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 5
R.T. EstConc Area Relative to ISTD R.T.
18.99 5.99 ng 233682 Phenanthrene-d10 18.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Undecanoic acid 186 C11H2202 000112-37-8 55
Abundance Scan 2673 (18.992 min): BG031762.D (-2668) (-) m/z 73.00 100.00%
430 730
129.1
5000 213.2
1571 1851
18.60 18.80 19.00 19.20 19.40
o} m/z 43.05 83.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0
5000 129.0 ARRUARER AR N
83.0 mmmmmmwmmm
‘ 1570 1gso 2130 2560 | M/Z 60.00  82.86%
0 AR I‘ﬂ' Al .‘l‘.‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 18.60 18.80 19.00 19.20 19.40
5000 129.0 m/z 55.10 65 .82%
171.0
97.0 214.0
o 152.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39474: n-Decanoic acid A RREEE eSS
73.0 18.60 18.80 19.00 19.20 19.40
m/z 41.05 64 .09%
129.0
5000
43.0
0 19%0\‘ I | 1720
miz-> 20 40 . 60 ' 8'0' 100 150 130 180 180 200 230 250 250 | | 1860 1880 10100 1920 1040
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG122617\
Data File : BG031762.D

Aca On : 26 Dec 2017 15:22

Operator : SJ/JU

Sample : 17040-03

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 8 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.23 9.44 ng 367963 Phenanthrene-d10 18.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 68
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
Abundance Scan 2884 (20.232 min): BG031762.D (-2879) (-) m/z 73.00 100.00%
431 730
5000
20.00 20.20 20.40 20.60
0 m/z 60.00 86.37%
m/z--> 50 100 150 200 250 300
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0
20.00 20.20 20.40 20.60
b0 1850 o4 2840 m/z 43.10 83.63%
01.5'.0“. \I “I L,““ ?I ‘AM‘. i ‘.‘1|5‘7..0.‘ .“. \2]:3'|0\| e .“. ———
m/z--> 50 100 150 200 250 300
Abundance
73.0
oo " 000 2020 20140 20160
5000 m/z 55.05 79.59%
43.0
101.0 172.0
ol
m/z--> 55 160 1éo 200 250 360
Abundance #95851: Pentadecanoic acid L T L
43.0 ,73.0 20.00 20.20 20.40 20.60
m/z 57.10 79.16%
5000 129.0
199.0
101.0 157.0 \ 242.0
0<15-0 ‘Iiiltl‘d‘llul .‘ ‘. .{.‘. .‘...{ ———— P e
m/z--> 50 100 150 200 250 300 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG122617\
Data File : BG031762.D

Aca On : 26 Dec 2017 15:22

Operator : SJ/JU

Sample : 17040-03

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 9 1,3,5-Triazine-2,4(1H,3H)-d... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.61 2.47 ng 129054 Chrysene-di12 22.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Triazine-2.4(1H.3H)-dione.... 252 C12H20N402 051235-04-2 96
2 Malonic acid. 2.4-dimethvlpent-3... 286 C16H3004 1000349-01-3 50
3 Nonanedioic acid. bis(2-ethvlhex... 412 C25H4804 000103-24-2 39
4 1.3.5-Triazaspirol4.411nonane-2-... 171 C7H13N3S 1000277-58-6 38
5 Benzoic acid, 2,6-difluoro-4-met... 202 C9H8F203 084937-82-6 38
Abundance Scan 3119 (21.613 min): BG031762.D (-3113) (-) m/z 171.10 100.00%
1711
5000
83.0 LN I B BN B
44.0 128.1 21.20 21.40 21.60 21.80 22.00
. 252.1
Ol b ) 2070 25212811 85500 Chs,783.00 16.37%
m/z--> 50 100 150 200 250 300 350
Abundance #103583: 1,3,5-Triazine-2,4(1H,3H)-dione, 3-cyclohexyl-6-(...
171.0
5000
21.20 21.40 21.60 21.80 22.00
83.0 m/z 128.10 9.48%
- 128.0
60, L _207.0 2520
m/z--> 50 100 150 200 250 300 350
Abundance
171.0
21.20 21.40 21.60 21.80 22.00
5000 m/z 70.95 8.94%
85.0
57.0 115.0
01200 141.0 215,0243.0
R e e e
m/z--> 50 100 150 200 250 300 350
Abundance #216542: Nonanedioic acid, bis(2-ethylhexyl) ester
171.0 21.20 21.40 21.60 21.80 22.00
57.0 m/z 172.10 8.42%
5000 112.0
83.0
283.0
o 31.0} ) M40 | o080 25607 3410
m/z--> 50 100 150 200 250 300 350 21.20 21.40 21.60 21.80 22.00
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEMI1\BNA_G\DATA\BG122617\
Data File : BG031762.D

Acq On : 26 Dec 2017 15:22

Operator : SJ/JU

Sample : 17040-03

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122117 .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... 3.53 3.7 ng 44566 1 8.81 239251 20.0
unknown8 .32 8.32 88.1 ng 1053970 1 8.81 239251 20.0
unknownl16 .02 16.02 2.4 ng 75778 3 15.44 625002 20.0
n-Hexadecanoic acid 18.99 6.0 ng 233682 4 18.17 779815 20.0
Octadecanoic acid 20.23 9.4 ng 367963 4 18.17 779815 20.0
1,3,5-Triazine-2,... 21.61 2.5 ng 129054 5 22.52 1045740 20.0
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