LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\

Data File : BF098325.D

Aca On : 7 Sep 2017 20:37 Instrument :

Operator : SJ/JU EﬁAfs el
- _ lentosampleld :

a?zgle : 15053-05 AP

ALS Vial : 13 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 F\METHODS\8270-BF081517.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 3.622 255 261 269 rBV 154820 231792 9.83% 1.156%
2 4.875 470 474 486 rVB 174765 231033 9.79% 1.152%
3 5.298 541 546 549 rBVY 2241794 2190675 92.87% 10.924%
4 6.340 718 723 739 rBVY 2225041 2358871 100.00% 11.763%
5 6.463 739 744 747 rBV 2326056 2180411 92.43% 10.873%

6.687 779 782 786 rBV 717095 632828 26.83% 3.156%
6.845 805 809 812 rBV 1950941 1675221 71.02% 8.354%
7.257 874 879 882 rBV 1468760 1336804 56.67% 6.666%
916784 788740 33.44% 3.933%
8.534 1092 1096 1100 rBV 128702 100828 4.27% 0.503%
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11 9.051 1179 1184 1187 rBV 2622403 2292241 97.18% 11.430%
12 9.445 1247 1251 1255 rBV 196917 150759 6.39% 0.752%
13 9.728 1294 1299 1302 rBV 806559 737571 31.27% 3.678%
14 10.439 1416 1420 1423 rBV 321570 256249 10.86% 1.278%
15 10.516 1429 1433 1436 rBV 1200352 1057995 44 .85% 5.276%

16 11.210 1547 1551 1554 rBV 749275 656500 27.83% 3.274%
17 12.792 1816 1820 1824 rBV 1950506 1832413 77.68% 9.137%
18 13.692 1969 1973 1979 rBV 147561 182333 7.73% 0.909%
19 13.839 1994 1998 2002 rBV 669841 679273 28.80% 3.387%
20 15.251 2234 2238 2249 rVB 374841 481568 20.42% 2.401%

Sum of corrected areas: 20054105
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF090717\
BF098325.D
7 Sep 2017 20:37
SJ/Ju
15053-05
13 Sample Multiplier: 1
Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098325.D

Aca On : 7 Sep 2017 20:37

Operator : SJ/JU

Sample : 15053-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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.

4._.87 7.30 ng 231033 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 473 (4.869 min): BF098325.D (-470) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 IR ARSI RS B
| 83.1 | 460 4.80 5.00 5.20
O m/z 59.00 59.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I UL IR L
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 19.69%
I ‘. L ‘\ Il 83'0 Il ‘
R R R RN AN ARAR ARARA RARRA AN AARAN LALA SALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
" 460 480 500 520
5000 41.0 m/z 58.00 16.87%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- A R m
54.0 4.60 4.80 5.00 5.20
31.0 m/z 41.05 7.97%
5000
3.0 73.0
0 15\'0 A‘ 11HR ‘ 87.0 102.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20

8270-BF081517.M Fri Sep 08 12:05:39 2017 Page: 3



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098325.D

Aca On : 7 Sep 2017 20:37

Operator : SJ/JU

Sample : 15053-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.46 Concentration Rank 1

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

6.46 68.91 ng 2180410 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 743 (6.457 min): BF098325.D (-739) (-) m/z 132.00 100.00%
13p.0
5000 68.1
96.1 IR L LRSS LS
40.1 | 1150 J 6.20 6.40 6.60 6.80
01 R e m/z 68.10 48 .38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IS SRR RSN RN
6.20 6.40 6.60 6.80
310 510 m/z 134.00 31.53%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "S5 o 50 ok
5000 ogo 1160 m/z 66.10 29.09%
158.0 189.0
R S S S S B W BRI L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14503: 1H-Benzimidazole, 2-methyl- R L R A wa
13p.0 6.20 6.40 6.60 6.80
m/z 69.10 18.94%
5000
15.0 " 3?9 I 6:7\\\0 7§'O I 10ﬁ.0 |
m/z--> 25 Jo éo 85 160 150 150 1éo 1éo a%o aho a%o aéo
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098325.D

Aca On : 7 Sep 2017 20:37

Operator : SJ/JU

Sample : 15053-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2-Hydroxy-iso-butyrophenone Concentration Rank 7

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

8.53 2.56 ng 100828 Naphthalene-d8 7.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 83
2 Ethanol. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 50
3 Acetic acid. chloro-. methvl ester 108 C3H5CIO2 000096-34-4 9
4 1-Hexen-4-ol. 1-chloro-3-methvl- 148 C7H13CIO 1000153-35-0 9
5 Formamide, N-methyl- 59 C2H5NO 000123-39-7 7

Abundance Scan 1095 (8.528 min): BF098325.D (-1092) (-) m/z 59.10 100.00%
59.1
5000
77.0 105.1
43.0 USRS SR SRR
8.20 8.40 8.60 8.80
ot o d oo |0 o7 60 32, 10w
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 USRS SR SRR
8.20 8.40 8.60 8.80
43.0 77.0 105.0 m/z 105.10 29.45%
o 200 | | | . 91.0 M 1210 149.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance
59.0
820 840 860 880
5000 m/z 51.00 16.66%
75.0 105.0
43.0
0 121.0 1490 165.0180.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #5227: Acetic acid, chloro-, methyl ester R
59.0 8.20 8.40 8.60 8.80
m/z 43.00 16.16%
5000| .o
77.0
29.0
0"''|""|§."'|""l""ll'oél'o'l""l"''|""|"
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098325.D

Aca On : 7 Sep 2017 20:37

Operator : SJ/JU

Sample : 15053-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 5

R.T. EstConc Area Relative to ISTD R.T.
10.44 6.95 ng 256249 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 1.2.4.5-Tetroxane. 3.3.6.6-tetra... 396 C26H2004 016204-36-7 78
3 Azobenzene 182 C12H10N2 000103-33-3 64
4 t-Butvldiphenvimethanol 240 C17H200 001657-60-9 50
5 Acetophenone, 2-chloro- 154 C8H7CIO 000532-27-4 49

Abundance Scan 1420 (10.439 min): BF098325.D (-1416) (-) m/z 105.00 100.00%
106.0
77.0
5000 182.1
51.0 —_— ”...L....” —
1521 10.20 10.40 10.60 10.80
ol 380l 640 910 | 1260  O01650 .. m/z 77.00 68.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 IR BN BN SN SR
510 10.20 10.40 10.60 10.80
: m/z 182.10 40.90%
mz-> 20 40 60 80 100 120 140 160 180
Abundance
770 105.0
' 10.20 10.40 10.60 10.80
5000 182.0 m/z 51.00 20.22%
51.0
32.0 150.0
L L UL UL B UL WU
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47125: Azobenzene e
71.0 10.20 10.40 10.60 10.80
m/z 106.00 7.78%
182.0
5000
51.0 105.0
o 380 | 640 | o910 1280 1920
mz-> 20 40 ' 80 100 120 140 160 180 10,20 10.40 10,60 10.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098325.D

Aca On : 7 Sep 2017 20:37

Operator : SJ/JU

Sample : 15053-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.69 5.37 ng 182333 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 Bromoacetic acid. octadecvl ester 390 C20H39Bro2 018992-03-5 91
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 91

Abundance Scan 1973 (13.692 min): BF098325.D (-1969) (-) m/z 83.10 100.00%

57.0 83.1

5000

-

139.2 1681 202.0 230-0 13.40 13.60 13.80 14.00

o 2631 3021 77 57.05  98.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
550 83.0

§

5000 LA L L L L LB LB
13.40 13.60 13.80 14.00
m/z 69.05 89.28%
29.0 139.0
o ¥ 167.0 196.0  238.0 266.0 294.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
SN
83.0 13.40 13.60 13.80 14.00
5000 m/z 97.05 85.10%
111.0
29.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127771: 3-Eicosene, (E)- T
13.40 13.60 13.80 14.00
m/z 55.05 82.32%

-

5000
29.0

i

139.0 167.0 196.0 224.0 252.0 280.0
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090717\
Data File : BF098325.D

Acq On : 7 Sep 2017 20:37

Operator : SJ/JU

Sample - 15053-05

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4.87 7.3 ng 231033 1 6.69 632828 20.0
unknown6 .46 6.46 68.9 ng 2180410 1 6.69 632828 20.0
2-Hydroxy-iso-but. .. 8.53 2.6 ng 100828 2 7.97 788740 20.0
Benzophenone 10.44 7.0 ng 256249 3 9.73 737571 20.0
1-Heneicosanol 13.69 5.4 ng 182333 5 13.85 679273 20.0
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