LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF111017\
Data File : BF100392.D
Aca On : 10 Nov 2017 15:47 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
a?ggle - 16383-03 SB1-SOUTH-PARKING-LOT
ALS Vial : 12 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-BF110817.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 5.128 513 517 529 rVB 495611 614975 18.21% 1.975%
2 5.516 578 583 587 rBY 2868021 3036388 89.93% 9.750%
3 6.522 748 754 758 rBVY 3016172 3185118 94.34% 10.227%
4 6.669 774 779 782 rBVY 3224136 3107050 92.03% 9.977%
5 6.898 815 818 822 rVB 1278587 1031414 30.55% 3.312%
6 7.057 841 845 848 rVB 2743649 2348595 69.56% 7.541%
7 7.463 908 914 917 rBVY 1982890 1991857 59.00% 6.396%
8 8.180 1032 1036 1039 rBVY 1686737 1393746 41.28% 4_475%
9 8.733 1126 1130 1133 rBV 194169 145208 4 _.30% 0.466%
10 9.257 1214 1219 1222 rBV 3794508 3376297 100.00% 10.841%
11 9.645 1281 1285 1289 rBV 100407 80564 2.39% 0.259%

12 9.939 1330 1335 1338 rBV 1564058 1497923 44.37% 4_.810%
13 10.645 1450 1455 1459 rBV 683614 608529 18.02% 1.954%
14 10.721 1464 1468 1472 rBV 1956828 1837302 54.42% 5.899%
15 11.421 1583 1587 1591 rVB 1729184 1488664 44.09% 4._.780%

16 11.939 1669 1675 1679 rBv2 103029 110981 3.29% 0.356%
17 12.721 1805 1808 1814 rBV2 43865 52372 1.55% 0.168%
18 13.004 1852 1856 1860 rBV 2754285 2831693 83.87% 9.092%
19 13.892 2004 2007 2016 rBV 186193 205593 6.09% 0.660%
20 14.057 2031 2035 2039 rBV 1103941 1048619 31.06% 3.367%

21 15.545 2282 2288 2298 rVB 747026 1061948 31.45% 3.410%

22 16.533 2452 2456 2461 rVB4 26092 40557 1.20% 0.130%
23 17.133 2555 2558 2568 rVB6 22016 48272 1.43% 0.155%
Sum of corrected areas: 31143665
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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\HPCHEMI\BNA F\DATA\BF111017\

BF100392.D

10 Nov 2017 15:47

SJ/Ju

16383-03

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

SB1-SOUTH-PARKING-LOT
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100392.D

Aca On : 10 Nov 2017 15:47

Operator : SJ/JU

ﬁ?ggle : 16383-03 SB1-SOUTH-PARKING-LOT
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.13 11.92 ng 614975 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Oxohexanenitrile 111 C6H9NO 010412-98-3 9

Abundance Scan 517 (5.128 min): BF100392.D (-513) (-) m/z 43.00 100.00%
43.0
59.0
5000
| - 1°|“ 480 500 520 540
O el e e e e e e m/z 59.00 53.29%
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 L L UL UL L
59.0 480 500 520 540
0
150 4, 1010 m/z 101.10 15.98%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 410 m/z 58.10 14 .84%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: l—Propen—Z—oI, acetate LA L L B B N LB |
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.26%
5000
58.0
0 15‘.0 27\.0 | ‘\ L 72‘.0 109.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100392.D

Aca On : 10 Nov 2017 15:47

Operator : SJ/JU

ﬁ?ggle : 16383-03 SB1-SOUTH-PARKING-LOT
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.67 Concentration Rank 1

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

6.67 60.25 ng 3107050 1,4-Dichlorobenzene-d4 6.90
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 779 (6.669 min): BF100392.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 IREBEAAREE AR L S
40.1 549 6.40 6.60 6.80 7.00
ol 819 e m/z 68.10 40.73%
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 IREBEAREE SRS UL S
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.08%
0 ‘ [ H (1 ‘ “ 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tk 5k ok 7h0
5000 9go 1160 m/z 66.00 26.10%
158.0 189.0
L S B L U UL ML WL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R am mam
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.16%
117.0
5000
91.0
Ao N
0 w“--f--W-rm--“u-H-.”--EH-“‘-.--nu----u---- IREBE ARSI S
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00

8270-BF110817.M Mon Nov 13 11:02:19 2017 Page: 4



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100392.D

Aca On : 10 Nov 2017 15:47

Operator : SJ/JU

ﬁ?ggle : 16383-03 SB1-SOUTH-PARKING-LOT
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Hydroxy-iso-butyrophenone Concentration Rank 6

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

8.73 2.08 ng 145208 Naphthalene-d8 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 90
2 Ethanol. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 64
3 Guanidine 59 CH5N3 000113-00-8 9
4 Propanoic acid. 2-hvdroxy-2-meth... 132 C6H1203 000080-55-7 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 1129 (8.727 min): BF100392.D (-1126) (-) m/z 59.00 100.00%
59.0
5000
c T T T o5 ok s
oot 920 L 200 05,00 24210
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 T T T T
8.40 8.60 8.80 9.00
43.0 77.0 105.0 m/z 77.00 23.86%
0 o M 91.0 \\ 121.0 149.0
mz-> 20 3'0 40 5'0 6|0 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
59.0
8.40 860 880 9.00
5000 m/z 43.05 17.67%
75.0 105.0
43.0
o 121.0 149.0 165.0 180.0
A AR R AN KRR AR KRR R LS LA LA LA LA LR EARAN LA AR
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #258: Guanidine
430 59.0 8.40 8.60 8.80 9.00
m/z 51.00 15.16%
5000
28.0
O LSAARAR) KAt LAy ko Ay AR A I A LA WA I LA M A LSRR RN R L
m/z-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111017\

Data File : BF100392.D

Aca On : 10 Nov 2017 15:47

Operator : SJ/JU

ﬁ?ggle : 16383-03 SB1-SOUTH-PARKING-LOT
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 4
R.T. EstConc Area Relative to ISTD R.T.
10.65 8.12 ng 608529 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzenebutanoic acid. .agamma.-ox... 192 C11H1203 025333-24-8 47
3 1.2.4-Triazine-3.5(2H.4H)-dione.... 249 C10H7N303S 024168-34-1 47
4 1-Propanone. 2-bromo-1-phenvl- 212 C9H9BrO 002114-00-3 47
5 1-Propanone, 3-chloro-1-phenyl- 168 C9HOCIO 000936-59-4 47
Abundance Scan 1456 (10.651 min): BF100392.D (-1450) (-) m/z 105.00 100.00%
105.0
77.0 182.1
5000
51.0 I | S
160 1521 10.40 10.60 10.80 11.00
o N SN, m/z 77.00 60.39%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 LA I BN UL B
0 10,40 10.60 10.80 11.00
oL m/z 182.10 58.31%
o 27.0 126.0 1520 H
miz-> 20 40 60 éo 100 120 140 1éo 180 200 220 240
Abundance
105.0
10,40 1060 10.80 11.00
5000 77.0 m/z 51.00 24 _30%
51.0
ol 310 1330 1610 1920
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #101108: 1,2,4-Triazine-3,5(2H,4H)-dione, 6-benzoylthio- s B
77.0 105.0 10.40 10.60 10.80 11.00
m/z 181.10 8.96%
5000 510
ol._33.0 l \ n | 123.0 144.0162.0 207.0 249.0
miz-> 20 4b éo 80 100 120 140 160 180 200 220 240 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF111017\
Data File : BF100392.D

Aca On : 10 Nov 2017 15:47

Operator : SJ/JU

Sample : 16383-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Trifluoroacetic acid, penta... Concentration Rank 5

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

13.89 3.92 ng 205593 Chrysene-di12 14.06

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93

m/z 57.05 100.00%

%

13.60 13.80 14.00 14.20

m/z 43.10 92 .75%

:

T T T T
13.60 13.80 14.00 14.20

m/z 83.10 84 .34%

%

13.60 13.80 14.00 14.20

Abundance Scan 2007 (13.892 min): BF100392.D (-2004) (-)
571.0 831
5000
o 1 139.0 167.1  208.0 235.0
e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57.0
83.0
5000
29.0
0 140.0 182.0 210.0 255.0 306.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
83.0
5000
111.0
o 139.0  182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #205392: Trichloroacetic acid, hexadecyl ester
5000
125.0
0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z 55.05 78 .89%

%

13.60 13.80 14.00 14.20

m/z 97.10 71.65%

-

T T T T
13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA_ F\DATA\BF111017\

Data File : BF100392.D

Acq On : 10 Nov 2017 15:47

Operator : SJ/JU

3?22'6 - 16383-03 SB1-SOUTH-PARKING-LOT
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.13 11.9 ng 614975 1 6.90 1031410 20.0
unknown6 .67 6.67 60.3 ng 3107050 1 6.90 1031410 20.0
2-Hydroxy-iso-but. .. 8.73 2.1 ng 145208 2 8.18 1393750 20.0
Benzophenone 10.65 8.1 ng 608529 3 9.94 1497920 20.0
Trifluoroacetic a... 13.89 3.9 ng 205593 5 14.06 1048620 20.0
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