LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080918\

Data File : BF108072.D

Aca On : 10 Aug 2018 1:08 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J4378-01 0&m1&ﬂPgE{>M
isc :

ALS Vial : 32 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818 .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 2.366 3 5 14 rVB 2331346 2542583 27 .47% 4._.452%
2 5.248 491 495 503 rvB 217047 233152 2.52% 0.408%
3 5.637 556 561 564 rBY 3267916 3114381 33.64% 5.453%
4 6.625 724 729 732 rBVY 2460913 2148232 23.21% 3.761%
5 6.784 751 756 759 rBY 5827914 5147224 55.60% 9.012%

7.013 792 795 799 rBV 2025177 1757866 18.99% 3.078%
7.172 818 822 826 rVB 7010443 6827017 73.75% 11.953%
7.578 885 891 894 rBV 5397367 5832057 63.00% 10.211%
8.301 1009 1014 1017 rBV 2362110 2110006 22.79% 3.694%
9.378 1191 1197 1200 rBV 9758470 9257485 100.00% 16.209%

=
QO ~NO®

11 9.766 1259 1263 1266 rVB 368225 317450 3.43% 0.556%
12 10.036 1305 1309 1310 rBV 103857 94977 1.03% 0.166%
13 10.060 1310 1313 1317 rVB 2206043 2072430 22.39% 3.629%
14 10.725 1423 1426 1429 rBV 651475 494216 5.34% 0.865%
15 10.854 1444 1448 1457 rBV 3420453 3031676 32.75% 5.308%

16 11.560 1564 1568 1571 rBV 1896439 1761110 19.02% 3.083%
17 13.148 1833 1838 1841 rBV 7223897 6760182 73.02% 11.836%
18 14.042 1986 1990 2001 rBV3 89888 239871 2.59% 0.420%
19 14.213 2015 2019 2022 rBV 2172122 1815239 19.61% 3.178%
20 14.748 2105 2110 2120 rVB2 81027 204099 2.20% 0.357%

21 15.771 2279 2284 2289 rBV 992195 1353077 14.62% 2.369%

Sum of corrected areas: 57114330
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF080918\

BF108072.D

10 Aug 2018 1:08

JussJ

J4378-01

32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080918\
Data File : BF108072.D

Aca On : 10 Aug 2018 1:08

Operator : JU/SJ

Sample : J4378-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.37 28.93 ng 2542580 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 27
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Borane. dimethoxv- 74 C2H7B02 004542-61-4 9
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9

Abundance Scan 6 (2.372 min): BF108072.D (-3) (-) m/z 73.10 100.00%

73.1
5000 43.1

240 2.50 2.60 2.70 2.80

o el gLt 2069 o310 44.81%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L L L L L L L LB

240 2.50 2.60 2.70 2.80

43.0
‘ m/z 55.10 31.91%
.
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1996: Silane, tetramethyl-
73.0
A REAREEEEEEEm R e
2.40 2.50 2.60 2.70 2.80
5000 m/z 87.10 29.56%
43.0
150 I I
T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl- R N R
73.0 240 2.50 2.60 2.70 2.80

m/z 41.10 16.16%

5000 43.0 /\
200 | | |

m/z--> 0 20 40 60 80 100 120 140 160 180 200 240 2.50 260 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080918\
Data File : BF108072.D

Aca On : 10 Aug 2018 1:08

Operator : JU/SJ

Sample : J4378-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 5

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

5.25 2.65 ng 233152 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 495 (5.248 min): BF108072.D (-491) (-) m/z 43.05 100.00%
43.0
5000 591
101.1 IRRRERARAE SRR RARE S
5.00 5.20 5.40 5.60
...,....,....,....','::..,..:'I,..??-,g....f‘?:o..,....,|....,. m/z 59.10 48.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI UL UL I
59.0 500 520 540 560
0
150 a0 1010 m/z 58.10 17.40%
...I' n . 83.0 .
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
5.00 5.20 5.40 5.60
5000 m/z 101.10 14.77%
101.0
150 310 || %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate LI L L B B LB BB
43.0 5.00 5.20 5.40 5.60
m/z 41.05 7.35%
5000
58.0
mz-> 10 20 30 40 50 60 70 8 90 100 110 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080918\
Data File : BF108072.D

Aca On : 10 Aug 2018 1:08

Operator : JU/SJ

Sample : J4378-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.78 Concentration Rank 2

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

6.78 58.56 ng 5147220 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 755 (6.778 min): BF108072.D (-751) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 so || %t Sh0 650 oo 750 720
rerrrerprrrrpree bbbl o 830 L3070 Wl "m/z 68.10  50.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
5000 UL L IR R
6.40 6.60 6.80 7.00 7.20
m/z 134.00 33.47%
150 280 39.0 520 030 770 900 1040 ..,
miz--> "15"'25"'3'6"26"éb"'ésb""7'0""s'o""gb'"1'66"ilb"iéé)"iéo"iib"
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 33.46%
33.0 44.0 00 105.0
"I”"P"W'L”I'L'Iﬁqﬂ"”l:”llﬁgﬂ"il'”hl”"P"W T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile P e
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 20.88%
5000
92.0
27,0 390 510 ﬁ07w | %0470
s B o e e e 1o 1 1k T 1| | e ek ake 3mb 7
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080918\
Data File : BF108072.D

Aca On : 10 Aug 2018 1:08

Operator : JU/SJ

Sample : J4378-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Triethyl citrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.72 4.77 ng 494216 Acenaphthene-d10 10.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 90
2 3-Chloro2-fluorobenzoic acid. 6-... 370 C21H32CIF02 1000338-64-9 45
3 3-Chloro2-fluorobenzoic acid. 4-... 370 C21H32CIF02 1000338-64-7 45
4 1-Amino-2-methvilnaphthalene 157 C11H11N 002246-44-8 40
5 Hexanedioic acid, 3-ethyl-, bis(... 286 C16H3004 057983-54-7 39
Abundance Scan 1425 (10.719 min): BF108072.D (-1423) (-) m/z 157.05 100.00%
157.1
5000 115.0
43.0
60 &1 203.1 10.40 10.60 10.80 11.00
SN IR VPO | TSN SR O m/z 114.95 38.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123850: Triethyl citrate
157.0
5000{ 29.0 RBARSUUEUUESL VS
115.0 10.'40 10.|60 10.I80 11.'00 '
203.0 m/z 43.00 27 .74%
I| 60.0 87.0 ) 231.0 277.0
m/z--> 25 40 60 85 100 120 150 160 180 200 220 240 260 280
Abundance #196760: 3-Chloro2-fluorobenzoic acid, 6-tetradecyl ester
157.0
10.40 10.60 10.80 11.00
5000 m/z 111.00 10.16%
196.0
69.0 97.0
...,...ﬁ.?.‘:‘,..”..,‘z...“,..‘..,1.?.‘9.?,....,...‘.,....‘,.... ST £ R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #196758: 3-Chloro2-fluorobenzoic acid, 4-tetradecy! ester
157.0 10.40 10.60 10.80 11.00
m/z 158.00 9.14%
5000
196.0
69. o 97.0 129 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080918\
Data File : BF108072.D

Aca On : 10 Aug 2018 1:08

Operator : JU/SJ

Sample : J4378-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 10-Heneicosene (c,t) Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.04 2.64 ng 239871 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Heneicosene (c.t) 294 C21H42 095008-11-0 94
2 2-Hepten-4-one. 6-hvdroxv-2-meth... 236 C15H2402 038043-98-0 91
3 1-Heneicosanol 312 C21H440 015594-90-8 76
4 1-Octadecanol 270 C18H380 000112-92-5 76
5 Behenic alcohol 326 C22H460 000661-19-8 76
Abundance Scan 1990 (14.042 min): BF108072.D (-1986) (-) m/z 57.05 100.00%
57.0

5000

300.1327.1 13.80 14.00 14.20 14.40
m/z 43.10 86.15%

207.9 2491

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #139793: 10-Heneicosene (c,t)
55.0

83.0

13.80 14.00 14.20 14.40
m/z 55.10 81.31%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #90789: 2-Hepten-4-one, 6-hydroxy-2-methyl-6-(4-methyl-3-c...

13.80 14.00 14.20 14.40

5000 m/z 83.10 69 .50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155048: 1-Heneicosanol e EEREmEEES L
57.0 83.0 13.80 14.00 14.20 14.40

m/z 69.10 59.19%

5000

29.0 294.0

167.0 195.0 223.0  266.0
rrrprtefier

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 80 14. 00 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080918\
Data File : BF108072.D

Aca On : 10 Aug 2018 1:08

Operator : JU/SJ

Sample : J4378-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Dibenzo(a,i)pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.75 2.25 ng 204099 Chrysene-d12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzo(a.i)pvrene 302 C24H14 000189-55-9 93
2 3.4:8.9-Dibenzopvrene 302 C24H14 000189-64-0 90
3 1-(2-Aminobenzvlidene)-1.2.3.4-t. .. 302 C20H18N20 1000110-40-2 90
4 1.2:4_.5-Dibenzopvrene 302 C24H14 000192-65-4 81
5 Dibenzo[fg,op]naphthacene 302 C24H14 000192-51-8 72

Abundance Scan 2110 (14.748 min): BF108072.D (-2105) (-) m/z 302.20 100.00%

302.2

5000

14.40 14.60 14.80 15.00
m/z 303.10  29.44%

249.2274.1

59.1 86.0 176.7 209.1

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #146692: Dibenzo(a,i)pyrene

5000

14.40 14.60 14.80 15.00
m/z 300.10 26.18%

63.0 222.0248.0274.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360

Abundance #146698: 3,4:8,9-Dibenzopyrene
302.0
L‘IIIIIIIIIIIIIIIIIIIIIII
14.40 14.60 14.80 15.00
5000 m/z 151.10 22.83%
151.0
63.0 100.0125.0 | 1850 222024802740
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360
Abundance #146548: 1-(2-Aminobenzylidene)-1,2,3,4-tetrahydroacridine... R B e
120.0 302.0 14.40 14.60 14.80 15.00
182.0 m/z 150.05 15.31%
5000

T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF080918\
Data File : BF108072.D

Acq On : 10 Aug 2018 1:08

Operator : JU/SJ

Sample - J4378-01

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 2.37 28.9 ng 2542580 1 7.01 1757870 20.0
2-Pentanone, 4-hy... 5.25 2.6 ng 233152 1 7.01 1757870 20.0
unknown6.78 6.78 58.6 ng 5147220 1 7.01 1757870 20.0
Triethyl citrate 10.72 4.8 ng 494216 3 10.06 2072430 20.0
10-Heneicosene (c,t) 14.04 2.6 ng 239871 5 14.21 1815240 20.0
Dibenzo(a, i)pyrene 14.75 2.3 ng 204099 5 14.21 1815240 20.0
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