LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG121317\

Data File : BG031555.D

Aca On : 14 Dec 2017 8:15 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22'6 i 16817-11 1ﬂm1%FOgiPDB
ALS Vial : 33 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-BG121117.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 5.185 317 323 333 rBV 55333 90966 1.58% 0.483%
2 5.672 400 406 419 rBV 191269 367072 6.37% 1.948%
3 7.282 673 680 699 rBV 116070 271484 4.71% 1.441%
4 7.641 733 741 758 rBV 392981 761245 13.22% 4.040%
5 8.111 814 821 830 rBV 143555 262212 4 _.55% 1.391%

8.434 868 876 886 rBvV 584541 1081038 18.77% 5.737%
9.280 1012 1020 1034 rBV 388725 823195 14.29%% 4._.368%
10.925 1293 1300 1317 rBV 169463 385303 6.69% 2.045%
13.351 1706 1713 1734 rBV 1572843 2632480 45.71% 13.969%
14.732 1941 1948 1962 rBV2 386460 708755 12.31% 3.761%

=
QO ~NO®

11 16.078 2172 2177 2192 rVB 110818 189257 3.29% 1.004%
12 16.219 2194 2201 2220 rBV 892008 1500110 26.05% 7.960%
13 17.470 2408 2414 2430 rBV2 664074 1116395 19.39% 5.924%
14 20.067 2849 2856 2869 rBV 4171670 5758804 100.00% 30.559%
15 21.742 3134 3141 3155 rBV 834616 1479442 25.69% 7.851%

16 25.026 3684 3700 3718 rBV2 434862 1416964 24.61% 7.519%

Sum of corrected areas: 18844722
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121317\

Data File : BG031555.D

Aca On - 14 Dec 2017 8:15

Operator : SJ/JU

ﬁ?ggle i 16817-11 120617-FOPI-F-D-B
ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG121117.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: BG031555.D
4000000

3000000

2000000

1000000

8.43
7.64 9.28

518 5.67 7.28 8.11 10.92

Time--> 350 4.00 450 500 550 600 650 700 7.50 8.00 8.50 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG031555.D

4000000 2007

3000000

2000000
13.35

1000000 16.22 21.74
17.47

14.73
16.

r——rr——Yrr-rr——t-rr-r—T"r—— T 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: BG031555.D

4000000

3000000

2000000

1000000
25.03

R E L L ;- - i bl A M i

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\BG121317\

Data File : BG031555.D

Aca On - 14 Dec 2017 8:15

Operator : SJ/JU

ﬁ?ggle i 16817-11 120617-FOPI-F-D-B
ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.18 6.94 ng 90966 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
3 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 17
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 17
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 322 (5.179 min): BG031555.D (-317) (-) m/z 43.00 100.00%
43
59
5000
101 AN R L U
| 23 83 | 480 500 520 5.40 5.60
Obrerprrrrprrrrprrrdiere el || M7z 5900 59.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 I UL R I
59 480 5.00 520 540 5.60
m/z 101.00 19.19%
15 4 101
0 | N 51\ 83
R B L AR R AL N SRR A AR RSN LA LARAN RN LSRN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
480 500 520 540 560
5000 m/z 58.00 14.07%
43
o 69 83 o 123 141 159
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4485: Propane, 2-ethoxy-2-methyl-
59 480 500 520 5.40 5.60
m/z 41.00 10.62%
5000
87
o9 4l
O“Wﬁﬁv“m”“v”'””b”j%”v”ﬂ“”v”ﬂ“”v“W”“P”W”“P”' ARARRARARRS AR RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121317\
Data File : BG031555.D

Aca On : 14 Dec 2017 8:15

Operator : SJ/JU

Sample : 16817-11

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.64 Concentration Rank 2

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

7.64 58.06 ng 761245 1,4-Dichlorobenzene-d4 8.11
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 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 741 (7.641 min): BG031555.D (-733) (-) m/z 132.00 100.00%
132
5000 68 /k
40 % 740 7.60 7.80 8.00
54 7 87 5
0 B E e m/z 68.10 38.25%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LRI UL UL I
7.40 7.60 7.80 8.00
31 51 78 m/z 134.00 31.85%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
740 7.60 7.80 8.00
5000 67 m/z 66.00 25.60%
41 97
53
29 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 7.40 7.60 7.80 8.00
24 m/z 69.10 14 .45%
5000 98 116
o ,\MI,S?,Iqu\,\‘l,,h_ s 8 /\II —
m/z--> 40 60 80 100 120 140 160 180 740 7.60 7.80 8.00

8270-BG121117.M Thu Dec 14 12:20:22 2017

120617-FOPI-F-D-B

Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121317\

Data File : BG031555.D

Aca On - 14 Dec 2017 8:15

Operator : SJ/JU

ﬁ?ggle i 16817-11 120617-FOPI-F-D-B
ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.08 5.34 ng 189257 Acenaphthene-d10 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 49
3 Azobenzene 182 C12H10N2 000103-33-3 47
4 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 46
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 43
Abundance Scan 2177 (16.078 min): dE);GO31555.D (-2172) (-) m/z 105.00 100.00%
105
182
77
5000
51
152 15.80 16.00 16.20 16.40
O A 88 87 115126 Rr 168 m/z 182.10 67.01%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105
" 182
5000 L SULULN UL UL I

15. 80 16. OO 16 20 16. 40
o1 m/z 77.00 57.44%

o 2r 39 | 63 | 126 152 1
L B o o e e o A B S LA o i o o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance

105

183 15.80 16.00 16.20 16.40

5000 77 m/z 51.00 21.70%
51
0 18 27 39 63 91 127 139 154
e e e e e e B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47125: Azobenzene SRS SR Hh ¥ ¥ AN -
V{4 15. 80 16. OO 16 20 16. 40
m/z 181.10 12.06%
182
5000
51 105
oL 27 3 64 | o1 | 115 128139 152
s B L o e e i M E e
m/z--> 20 40 60 80 100 120 140 160 180 15. 80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121317\

Data File : BG031555.D

Acq On : 14 Dec 2017 8:15

Operator : SJ/JU

ﬁ?ggle i 16817-11 120617-FOPI-F-D-B
ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .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... 5.18 6.9 ng 90966 1 8.11 262212 20.0
unknown7 .64 7.64 58.1 ng 761245 1 8.11 262212 20.0
Benzophenone 16.08 5.3 ng 189257 3 14.73 708755 20.0
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