LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG122117\
Data File : BG031684.D

Aca On : 21 Dec 2017 21:51

Operator : SJ/JU

Sample : 16961-08

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:\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 39 rBv2 39191 78501 2.13% 0.433%
2 5.738 410 417 424 rBV 34752 58903 1.60% 0.325%
3 6.243 496 503 514 rBV 656435 1145682 31.04% 6.325%
4 7.923 780 789 802 rBV 656182 1293207 35.04% 7.139%
5 8.340 851 860 871 rBV 703375 1292743 35.03% 7.136%

8.828 936 943 952 rVB 146841 256500 6.95% 1.416%
9.169 991 1001 1010 rBV 532060 1000077 27.10% 5.521%
10.027 1138 1147 1156 rBV 364214 683052 18.51% 3.771%
11.719 1426 1435 1446 rBV 200388 377375 10.23% 2.083%
14.093 1831 1839 1848 rBVY 1394516 2221790 60.20% 12.265%

=
QO ~NO®

11 14.886 1967 1974 1982 rBV 89726 133249 3.61% 0.736%
12 15.462 2065 2072 2080 rVB2 365635 599327 16.24% 3.309%
13 16.795 2288 2299 2306 rBV 58911 89216 2.42% 0.493%
14 16.936 2316 2323 2334 rBV 1255225 2008257 54.41% 11.086%
15 18.200 2531 2538 2548 rBV2 533669 847082 22.95% 4.676%

16 19.022 2672 2678 2685 rBV 63614 94453 2.56% 0.521%
17 20.256 2883 2888 2895 rBv4 37552 59502 1.61% 0.328%
18 20.732 2963 2969 2978 rVB 2749866 3690666 100.00% 20.374%
19 22.113 3200 3204 3214 rVB6 33874 62025 1.68% 0.342%

20 22.559 3272 3280 3289 rVB 550074 1056082 28.61% 5.830%

21 26.343 3912 3924 3936 rBV2 327003 1066962 28.91% 5.890%

Sum of corrected areas: 18114651

8270-BG122117.M Fri Dec 22 16:49:16 2017 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122117\
Data File : BG031684.D

Aca On - 21 Dec 2017 21:51

Operator : SJ/JU

Sample : 16961-08

Misc :

ALS Vial :© 11 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: BG031684.D

2500000
2000000
1500000

1000000
6.24 7.92 834
9.17

500000 10.03
8.83 11.72
345 5.74

Time--> 350 4.00 450 500 550 600 650 700 750 800 850 900 950 1000 1050 11.00 11.50 12.00 1250
Abundance TIC: BG031684.D

20.73
2500000

2000000

1500000 14.09
16.94

1000000

18.20 22.56
500000 15.46

14.89 A 16. 19.02 20.26 22.11
o) NSHRNIESERSEESSSERS § SNSRI, WS § SEESSMS———.0 | (SSSSSSS— P SIS ——-—————" M

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: BG031684.D

2500000

2000000

1500000

1000000

500000 26.34

O e e e e e e e e e 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\BG122117\
Data File : BG031684.D

Aca On : 21 Dec 2017 21:51

Operator : SJ/JU

Sample : 16961-08

Misc :

ALS Vial : 11 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 4_.59 ng 58903 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 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Propane. 1l.l1-dipropoxv- 160 C9H2002 004744-11-0 33
4 Dimethadione 129 C5H7NO3 000695-53-4 33
5 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 25

Abundance Scan 417 (5.738 min): BG031684.D (-410) (-) m/z 43.00 100.00%
43.0
5000
101.0 e e
5.40 5.60 5.80 6.00
SR ..-.'|,.7.?.1,....',|....,....,.... 228 | Tm/z 59.10  57.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA SRR SRS RN
5.40 5.60 5.80 6.00
m/z 101.00 26.26%
‘ 1010
wl
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260
Abundance
43.0
540 560 580 600
5000 m/z 58.10 14 .99%
101.0
m/z--> 25 40 60 85 100 120 140 160 180 200 220 240 260
Abundance #31407: Propane, 1,1-dipropoxy-
54.0 5.40 5.60 5.80 6.00
m/z 41.00 7.61%
5000 101.0
31.0
131.0
159.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122117\
Data File : BG031684.D

Aca On : 21 Dec 2017 21:51

Operator : SJ/JU

Sample : 16961-08

Misc :

ALS Vial : 11 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.

8.34 100.80 ng 1292740 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 860 (8.340 min): BG031684.D (-851) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 PSR SRR RN S
40.0 54.0 ‘ J 8.00 8.20 8.40 8.60
B allherina :|-.|.'.8,2-.°. A M2 N m/z 134.00 32.52%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR RN R LA
8.00 8.20 8.40 8.60
310 510 m/z 68.10 31.23%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
800 8.20 840 8.60
5000 67.0 m/z 66.10 20.30%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl LB L e
57.0 132.0 8.00 8.20 8.40 8.60
m/z 96.00 14 .24%
74.0
5000 9go 1160
T II‘I\I\I\I ""“l ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| T
m/z--> 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG122117\
Data File : BG031684.D

Aca On : 21 Dec 2017 21:51

Operator : SJ/JU

Sample : 16961-08

Misc :

ALS Vial : 11 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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.80 2.98 ng 89216 Acenaphthene-d10 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 95
2 4.4 -Dimethvibiphenvl 182 C14H14 000613-33-2 43
3 3.3"-Dimethvibiphenvl 182 C14H14 000612-75-9 43
4 7-Phosphabicvclol2.2.1Thept-2-en... 182 C11H19P 1000151-83-5 43
5 2,4,6-Trimethoxytoluene 182 C10H1403 014107-97-2 43
Abundance Scan 2300 (16.801 min): BG031684.D (-2288) (-) m/z 105.00 100.00%
105.0
182.1
77.0
5000
S0 16.40 16.60 16.80 17.00 17.20
152.0 - - - -
..,....,..I..,....,.... b 2000 28100 hs77182.10 0 71.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47241: Benzophenone
105.0
77.0
5000 AL SRR B SO B
182.0 16.40 16.60 16.80 17.00 17.20
510 m/z 77.00 56.70%
27.0 | A | 126.0 1520 I
m/z--> 20 40 60 80 100 120 140 1éo 180 200 220 240 260 280
Abundance
182.0
16.40 16.60 16.80 17.00 17.20
5000 m/z 51.00 18.30%

410 630 890 11509 1520

erwmmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #47316: 3,3-Dimethylbipheny! e e e
182.0 16.40 16.60 16.80 17.00 17.20

m/z 181.10 13.19%

5000

152.0
300 650 9101150 -1 M |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BG031684.D

Aca On : 21 Dec 2017 21:51

Operator : SJ/JU

Sample : 16961-08

Misc :

ALS Vial : 11 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.02 2.23 ng 94453 Phenanthrene-d10 18.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Decanoic acid 172 C10H2002 000334-48-5 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 78
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Tridecanoic acid 214 C13H2602 000638-53-9 55
Abundance Scan 2678 (19.022 min): BG031684.D (-2672) (-) m/z 60.00 100.00%
6d.0
5000 129.1 213.2
39 18.80 19.00 19.20 19.40
SN m/z 73.00 98.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
18.80 19.00 19.20 19.40
VJM 1570 1geo 2130 260 | M/Z 43.10  74.15%
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
18.80 19.00 19.20 19.40
5000 129.0 m/z 57.10 70.14%
29.0 87.0
110.0 172.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0 18.80 19.00 19.20 19.40
43.0 m/z 55.10 67.01%
5000 129.0
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG122117\
Data File : BG031684.D

Acq On : 21 Dec 2017 21:51

Operator : SJ/JU

Sample - 16961-08

Misc :

ALS Vial : 11 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]
2-Pentanone, 4-hy... 5.74 4.6 ng 58903 1 8.83 256500 20.0
unknown8 .34 8.34 100.8 ng 1292740 1 8.83 256500 20.0
Benzophenone 16.80 3.0 ng 89216 3 15.46 599327 20.0
n-Hexadecanoic acid 19.02 2.2 ng 94453 4 18.20 847082 20.0
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