LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032067.D

Acq On : 16 Jan 2018 13:36

Operator : SJ/JU

Sample - J1123-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.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 height area % max. total

3.410 14 21 32 rBv2 39748 111634 4._.04% 0.702%
3.504 32 37 48 rvB2 25923 53619 1.94% 0.337%
rvB2 25550 46219 1.67% 0.291%
6.195 488 495 509 rBvV 513530 882520 31.90% 5.550%
7.870 772 780 792 rBV 505573 953171 34.45% 5.994%
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8.281 841 850 859 rBvV 540227 992382 35.87% 6.241%
8.769 924 933 943 rVB 153656 276942 10.01% 1.742%
rBv 429058 796916 28.81% 5.011%
9.962 1128 1136 1147 rBV 296290 563672 20.38% 3.545%
11.648 1415 1423 1435 rBVY 189061 357958 12.94% 2.251%
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11 12.905 1631 1637 1645 rBB 64713 104719 3.79% 0.659%
12 14.027 1818 1828 1840 rVB 1052814 1673250 60.48% 10.522%
13 14.821 1957 1963 1971 rVB 266111 395499 14 .30% 2.487%
14 15.396 2053 2061 2071 rVB2 321418 540310 19.53% 3.398%
15 16.724 2280 2287 2296 rBV 587828 930846 33.65% 5.854%

16 16.871 2304 2312 2320 rBV 924609 1458682 52.73% 9.173%
17 17.382 2392 2399 2405 rBV 20218 35515 1.28% 0.223%
18 18.128 2520 2526 2534 rBV2 460210 725882 26.24% 4 _565%
19 18.945 2659 2665 2681 rBV2 90989 157820 5.70% 0.992%
20 20.179 2871 2875 2879 rBV3 30128 45168 1.63% 0.284%

21 20.661 2951 2957 2964 rBV 2021450 2766453 100.00% 17.397%
22 22.006 3180 3186 3192 rBV3 53745 96047 3.47% 0.604%

23 22.465 3256 3264 3274 rBV2 507478 973230 35.18% 6.120%
24 26.178 3884 3896 3912 rBV2 290484 963803 34.84% 6.061%

Sum of corrected areas: 15902257
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA_G\DATA\BG011518\
BG032067.D

16 Jan 2018 13:36

SJ/JuU

J1123-02

33 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

3350

TIC: BG032067.D

6.20 7.87 8.28

9.10
9.96

8.77 11.65

I

5.68

12.91

T
Time--> 3.50

7.00

A
LI L L I L L LI S B B B B B

T T T
4.00 450 5.00 5.50 6.00 6.50

750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance
2000000

1500000

1000000

500000

TIC: BG032067.D

20.66

14.03
16.87

18.13

14.82 15.40

18.95

17.38 20.18

22.46

22.01
A

0

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
2000000

1500000

1000000

500000

TIC: BG032067.D

26.18

0l

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

8270-BG011218.
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032067.D

Acq On : 16 Jan 2018 13:36

Operator : SJ/JU

Sample - J1123-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

3.50 3.87 ng 53619 1,4-Dichlorobenzene-d4 8.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 36 (3.499 min): BG032067.D (-32) (-) m/z 73.10 100.00%
73
5000 /\
43
55 87 RN ——
39 50 | 59 7 340 360  3.80
Obrepremrrereprererrgrrrrry ...!,!:.:I....,....!....,....,....f?.!,....,....,..:.,....,... m/z 43.05  34.27%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl- M\JLW
73
5000 T T
43 340 360  3.80
55 87 m/z 87.10 23.76%
0 ‘2‘933 39, |1 4650 ‘59 69 o 80
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
30
i sk 5bo
5000 43 87 m/z 55.00 23.22%
15 72
o 18 2 30 46 5154 59 68
A LA AN AN LA RAAA) RALA NARRA LAL) RERLY NI RARAA LARE) KANS) RARE RARREAA) AL RS AL
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #734: N-Ethylformamide ——r . ——
30 340 360  3.80
73 m/z 41.00 11.51%
5000
44 58
2
1578 i 0 o
O R a LRas e R e m A A R o e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 340 360  3.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032067.D

Acq On : 16 Jan 2018 13:36

Operator : SJ/JU

Sample - J1123-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.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 3 unknown5.68 Concentration Rank 8

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

5.68 3.34 ng 46219 1,4-Dichlorobenzene-d4 8.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 43
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 Silane, ethyldimethyl- 88 C4H12Si 000758-21-4 28

Abundance Scan 407 (5.678 min): BG032067.D (-404) (-) m/z 43.00 100.00%
43
59
5000
101
51 | 86 540 5.60 5.80 6.00
o e e e m/z 59.00 68.85%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4488: Propane, 1-ethoxy-2-methyl-
31 509
5000 U I L R
5.40 5.60 5.80 6.00
41 m/z 101.00 28.31%
0 25, “‘\‘47 53 73 g7 102
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
540 560 580 6.00
5000 5 m/z 58.10 14 .57%
15 101
o 25 31 37 53 83
LU SR SR UL UL FULRLEL IR SO SR S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
50 540 5.60 5.80 6.00
m/z 39.00 8.42%
5000 41
31
| LT
0 "'l'}é'|'"M|""“lt"|?%lki""i""|""|' '??I""I' R RN AR AR RN
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032067.D

Acq On : 16 Jan 2018 13:36

Operator : SJ/JU

Sample - J1123-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.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 4 unknown8.28 Concentration Rank 1

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

8.28 71.67 ng 992382 1,4-Dichlorobenzene-d4 8.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 850 (8.281 min): BG032067.D (-841) (-) m/z 132.00 100.00%
132
5000
68
s | % e 800 820 840 860
O e I T R e B e m/z 134.00 32_.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL S R IR
8.00 820 8.40 8.60
31 m/z 68.10 32 .34%
O.MJHw.J”..“.....” S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
132
800 820 840 860
5000 67 m/z 66.00 22.78%
97
39
e L L L WIS WL LA I WL LS B B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl R e
57 132 8.00 820 8.40 8.60
m/z 69.10 15.01%
5000 98
o ’ 160189
m/z--> 50 100 150 200 250 300 350 400 450 500 550 800 8.0 840 8.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032067.D

Acq On : 16 Jan 2018 13:36

Operator : SJ/JU

Sample - J1123-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.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 2-Hydroxy-iso-butyrophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.91 5.85 ng 104719 Naphthalene-d8 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hydroxy-iso-butyrophenone 164 C10H1202 007473-98-5 72
2 2,3-Butanediol, 2,3-dimethyl- 118 C6H1402 000076-09-5 9
3 Propanoic acid, 2-nitro-, methyl._.. 133 C4H7NO4 006118-50-9 9
4 Formamide, N-methyl- 59 C2H5NO 000123-39-7 7
5 Acetamide 59 C2H5NO 000060-35-5 5
Abundance Scan 1638 (12.911 min): BG032067.D (-1631) (-) m/z 59.10 100.00%
59
5000 27 105
3 5 1260 12.80 13.00 1320
o..,....,....,....-,'.|...l|...=i....,...-.'-,....?.l...,..I'.,...1.1,9....,....,...1.4,9.... m/z 105.10 37.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59
5000 UL R SRR SUNRRE
12.60 12.80 13.00 13.20
43 77 105 m/z 77.00 34 .92%
31 51
o A o | 149
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
59
1260 12.80 13.00 1320
5000 m/z 106.00 19.81%
43
85
0 15 3 51 67 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14602: Propanoic acid, 2-nitro-, methyl ester A e
59 12.60 12.80 13.00 13.20
m/z 51.10 18.85%
5000
43
30
0 ”I'”'I”'Ml”"PL'W"”i'”'lzq'l”ézP"ﬁ??”l'”'I”"P"W"”I'”' U AR SRR SR AR
m/z--> 10 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032067.D

Acq On : 16 Jan 2018 13:36

Operator : SJ/JU

Sample - J1123-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.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 7 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.72 34.46 ng 930846 Acenaphthene-d10 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Azobenzene 182 C12H10N2 000103-33-3 72
3 9H-Pyrido[3,4-b]Jindole, 1-methyl- 182 C12H10N2 000486-84-0 43
4 1-Methyl-1,6-diazaplenalene 182 C12H10N2 079691-99-9 38
5 Vinyl benzoate 148 C9H802 000769-78-8 35
Abundance Scan 2286 %6.718 min): BG032067.D (-2280) (-) m/z 105.00 100.00%
105
77 182
5000
51
152 16.40 16.60 16.80 17.00
ol 38 4 64 4 01 | 1261393765 | 267 | 7518210  77.43%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #47243: Benzophenone
105
77 182
5000 AU SR
16.40 16.60 16.80 17.00
o1 m/z 77.00 70.35%
0 27 min | 126 152 H
miz-> 20 40 60 85 100 120 140 160 180 200 220 240 260
Abundance
77
182 16.40 16.60 16.80 17.00
5000 m/z 51.00 27.13%
51 105
oL 38 64 o 128 192
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #47139: 9H-Pyrido[3,4-b]indole, 1-methyl- B e e R
182 16.40 16.60 16.80 17.00
m/z 181.10 13.62%
5000

154
91
2630 677 11312710 | g ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032067.D

Acq On : 16 Jan 2018 13:36

Operator : SJ/JU

Sample - J1123-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.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 8 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.95 4_.35 ng 157820 Phenanthrene-d10 18.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 Dodecanoic acid 200 C12H2402 000143-07-7 38

Abundance Scan 2666 (18.951 min): BG032067.D (-2659) (-) m/z 73.00 100.00%

5000

18.60 18.80 19.00 19.20

0 m/z 55.00 93.93%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60
4
5000 129
83 18.60 18.80 19.00 19.20
0
H 157 g5 213 256 m/z 43.05 86.42%
0l .Jﬁkﬂhwﬁfﬁhw.‘N.J.V;.‘u..,k. —
m/z--> 50 100 150 200 250 300 350
Abundance
43 | 78
18.60 18.80 19.00 19.20
5000 129 m/z 60.00 83.70%
171
97 214
15 152 | 195
O B B L i o e e e e EBLANLA I e e o |
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid
73 18.60 18.80 19.00 19.20
4 m/z 41.05 79.67%
5000 129
185 228
LG ]
NI 3 V0 .2 O
m/z--> 50 100 150 200 250 300 350 18.60 18.80 19.00 19.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011518\
Data File : BG032067.D

Acq On : 16 Jan 2018 13:36

Operator : SJ/JU

Sample - J1123-02

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_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... 3.50 3.9 ng 53619 1 8.77 276942 20.0
unknown5.68 5.68 3.3 ng 46219 1 8.77 276942 20.0
unknown8.28 8.28 71.7 ng 992382 1 8.77 276942 20.0
2-Hydroxy-iso-but... 12.91 5.8 ng 104719 2 11.65 357958 20.0
Benzophenone 16.72 34.5 ng 930846 3 15.40 540310 20.0
n-Hexadecanoic acid 18.95 4.3 ng 157820 4 18.13 725882 20.0
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