LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061918\

Data File : BF106613.D

Aca On - 20 Jun 2018 5:52 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

agmple : J3548-03 0&31&034150&
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-BF061918 .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 5.195 482 486 495 rBV 63101 71471 2.72% 0.408%
2 5.601 552 555 567 rBB 1004001 961677 36.56% 5.493%
3 6.595 721 724 733 rBV 782841 685414 26.05% 3.915%
4 6.737 744 748 751 rBVY 1801430 1578093 59.99% 9.015%
5 6.960 782 786 790 rBB 732040 602636 22.91% 3.443%
6 7.119 809 813 816 rBVY 2255467 2065084 78.50% 11.797%
7 7.531 877 883 885 rBVY 1607177 1734884 65.95% 9.910%
8 8.242 1000 1004 1008 rBV 808104 679527 25.83% 3.882%
9 8.795 1095 1098 1102 rBV 39494 32463 1.23% 0.185%
10 9.319 1182 1187 1190 rBvV 2801886 2630714 100.00% 15.028%

11 9.707 1250 1253 1262 rBV 120007 101201 3.85% 0.578%
12 10.001 1300 1303 1314 rVB2 679992 620679 23.59% 3.546%
13 10.666 1413 1416 1419 rBV 36584 27660 1.05% 0.158%
14 10.713 1421 1424 1428 rVB 106176 82883 3.15% 0.473%
15 10.795 1434 1438 1447 rBV 1068969 899332 34.19% 5.137%

16 11.495 1553 1557 1561 rBV 649443 532374 20.24% 3.041%
17 13.083 1822 1827 1830 rBV 2608552 2434974 92.56% 13.910%

18 13.965 1974 1977 1982 rBvV 58605 64998 2.47% 0.371%
19 14.142 2004 2007 2011 rBvV 690817 682096 25.93% 3.896%
20 14.289 2028 2032 2037 rVB 37898 37102 1.41% 0.212%
21 14.601 2082 2085 2091 rBV 74835 81555 3.10% 0.466%
22 14.918 2136 2139 2144 rVB 92776 91473 3.48% 0.523%
23 15.271 2196 2199 2203 rBV 84621 92834 3.53% 0.530%
24 15.677 2263 2268 2276 rBV 428642 591717 22.49% 3.380%
25 16.142 2342 2347 2351 rBV 52407 78948 3.00% 0.451%
26 16.677 2434 2438 2446 rVB4 26154 43937 1.67% 0.251%
Sum of corrected areas: 17505726
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061918\

Data File : BF106613.D

Aca On - 20 Jun 2018 5:52

Operator : JU/SJ

ﬁ?ggle i J3548-03 061318-DBRI-E-D-S
ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF106613.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061918\

Data File : BF106613.D

Aca On - 20 Jun 2018 5:52

Operator : JU/SJ

ﬁ?ggle i J3548-03 061318-DBRI-E-D-S
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 8

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

5.20 2.37 ng 71471 1,4-Dichlorobenzene-d4 6.96
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 33
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 487 (5.201 min): BF106613.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 A SR UL SRR R
| 83.0 480 5.00 5.20 5.40 5.60
ot m/z 59.00 61.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I LR LIS I I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.10 22 .50%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
o 450 5b0 500 540 560
5000 m/z 58.00 16.66%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LSS BLELLELE L BN R
54.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.62%
5000 310 430 73.0
0 \‘\‘ “\H \‘ I 840 1010
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106613.D

Aca On : 20 Jun 2018 5:52

Operator : JU/SJ

Sample : J3548-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 5

R.T. EstConc Area Relative to ISTD R.T.
10.71 2.67 ng 82883 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 94
2 1.2.4.5-Tetroxane. 3.3.6.6-tetra... 396 C26H2004 016204-36-7 78
3 Azobenzene 182 C12H10N2 000103-33-3 59
4 Benzoic acid. pentafluorophenvl ... 288 C13H5F502 1000360-67-9 47
5 N-(1-Cyanovinyl)benzamide 172 C10H8N20 1000186-19-1 47

Abundance Scan 1424 (10.713 min): BF106613.D (-1421) (-) m/z 105.00 100.00%
106.0
77.0
5000 182.1
51.0 B | S
152.0 10.40 10.60 10.80 11.00
O el L 1260 m/z 77.00 66.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47241: Benzophenone
105.0
77.0
5000 LSRR BN U B
182.0 10,40 10.60 10.80 11.00
51.0 m/z 182.10 49.98%
0 27.0 ‘ 910 | 1260 1520 1l
LR AL SR SN S DU SRR SUNLELEL UURLELL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
77.0 105.0
10.40 10.60 10.80 11.00
5000 182.0 m/z 51.00 25.71%
51.0
32.0 150.0
L L L UL UL L B UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47125: Azobenzene e
77.0 10.40 10.60 10.80 11.00
m/z 181.10 9.34%
182.0
5000
51.0 105.0
ol 270 91.0 1280 1920 ‘
m/z--> 20 40 60 80 100 120 140 160 180 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061918\

Data File : BF106613.D

Aca On - 20 Jun 2018 5:52

Operator : JU/SJ

ﬁ?ggle i J3548-03 061318-DBRI-E-D-S
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Hexadecane Concentration Rank 7

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

14.60 2.39 ng 81555 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Eicosane 282 C20H42 000112-95-8 80
3 Hexacosane 366 C26H54 000630-01-3 76
4 Octacosane 394 C28H58 000630-02-4 76

5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 68
Abundance Scan 2085 (14.601 min): BF106613.D (-2082) (-) 57.00 100.00%
57.0
131101116091 221 ) g pgp1 2 1420 14.40 14.60 14.80 15.00
O m/z 71.10 74 .20%
m/z--> 50 100 150 200 250 300 350
Abundance #83024: Hexadecane
57.0
5000 LA B L L L L L L L LB
29.0 85.0 14 20 14. 40 14 60 14. 80 15. 00
: m/z 43.00 62.13%
0 “‘ il “ \‘\ il ‘\\11?'0141'0169'0 226.0
— T T T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
s B s S
14.20 14.40 14.60 14.80 15.00
5000 85.0 m/z 85.05 57 .40%
29.0
o 113.0141.0169.0197.0225.0253,0 282.0
e i a  E a A ama  E
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane T
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.00 28.56%
5000 85.0
29.0 .
L i || | [M30141.0160.0197.0225.0253.0 295.0323.0 367.0
e e T e e s B s S
m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061918\

Data File : BF106613.D

Aca On - 20 Jun 2018 5:52

Operator : JU/SJ

ﬁ?ggle i J3548-03 061318-DBRI-E-D-S
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .92 3.09 ng 91473 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Nonadecane 268 C19H40 000629-92-5 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2139 (14.918 min): BF106613.D (-2136) (-) m/z 57.00 100.00%
57.0
5000 85.1
1132 14.60 14.80 15.00 15.20
1411 1832
ol b b ey ass2amn 212811 w2 o e e e
m/z--> 50 100 150 200 250 300
Abundance #141426: Heneicosane
57.0
85.0
5000 UL BRI BRI B BULE
14.60 14.80 15. 00 15.20
0.0 113.0 m/z 43.00 55.35%
o L M39141016001070225 02520 206.0
m/z--> 55 160 150 260 250 300
Abundance
57.0
g5.0 14.60 14.80 15.00 15.20
5000 m/z 85.10 46.07%
29.0
. 1130 141.0160.0 1970  240.0
m/z--> o '55' ' "160' ' "150' B '260' B '250' B '360' o
Abundance #175557: Tetracosane N
57.0 14.60 14.80 15.00 15.20
m/z 55.00 20.45%
5000 85.0
290 113.0
0 | I ‘ [0+ 141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> 5'0 1c')o 150 2(')0 25'30 3(')0 ' 14|60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061918\

Data File : BF106613.D

Aca On - 20 Jun 2018 5:52

Operator : JU/SJ

ﬁ?ggle i J3548-03 061318-DBRI-E-D-S
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.27 3.14 ng 92834 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2199 (15.271 min): BF106613.D (-2196) (-) m/z 57.05 100.00%
57.0
5000
ot 15,00 15,20 1540 15.60
41.1 . . . .
ol 'y :U', LIAL  tort 2sezeel 0 hzy 71.10  61.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57.0
5000 LRI B BRI SR B
15.00 15.20 15.40 15.60
99.0 m/z 43.00 53.81%
o ‘\ﬂ “\‘M ] }410 }830 2250 2810 337.0 3940
m/z--> 150 200 2%0 360 3%0 460 '
Abundance
57.0
15,00 15,20 1540 15.60
5000 m/z 85.10 45 _47%
99.0
o 141.0 183.0 225.0 2670 309.0 351.0 437.0
m/z--> 55 160 1%0 200 250 360 3%0 460 !
Abundance #194493: Hexacosane L B e LA Ghe
57.0 15.00 15.20 15.40 15.60
m/z 41.00 19.66%
5000
99.0
oL L J‘]g | , 1410 1830 225.0 267.0 309.0 367.0
m/z--> 50 1(')0 1&'30 200 250 3(')0 3&1;0 4(')0 ! 15'00 15 20 15. 40 15|60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061918\

Data File : BF106613.D

Acq On = 20 Jun 2018 5:52

Operator : JU/SJ

3?22'6 i J3548-03 061318-DBRI-E-D-S
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.20 2.4 ng 71471 1 6.96 602636 20.0
Benzophenone 10.71 2.7 ng 82883 3 10.00 620679 20.0
Hexadecane 14.60 2.4 ng 81555 5 14.15 682096 20.0
Heneicosane 14.92 3.1 ng 91473 6 15.68 591717 20.0
Octacosane 15.27 3.1 ng 92834 6 15.68 591717 20.0
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