LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071018\
Data File : BF107276.D

Aca On 10 Jul 2018 16:48

Operator : JU/SJ

Sample : J3901-03

Misc :

ALS Vial : 16 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 5.178 479 483 496 rBV 96830 119482 12.30% 1.358%
2 5.590 549 553 573 rBV 802673 774386 79.73% 8.800%
3 6.589 719 723 741 rBV 732316 770700 79.35% 8.758%
4 6.719 741 745 749 rBV 841145 752333 77 .46% 8.549%
5 6.942 779 783 786 rBV 250592 223616 23.02% 2.541%
6 7.095 805 809 813 rBV 689220 609160 62.72% 6.922%
7 7.507 874 879 882 rBV 492958 446876 46.01% 5.078%
8 8.225 997 1001 1015 rBV 282590 258025 26.56% 2.932%
9 9.295 1178 1183 1186 rBV 907880 774045 79.69% 8.796%
10 9.689 1246 1250 1257 rVB 127566 105873 10.90% 1.203%

11 9.983 1296 1300 1304 rBV 312129 257774 26.54% 2.929%
12 10.783 1432 1436 1439 rBvV 562604 491573 50.61% 5.586%
13 11.483 1551 1555 1557 rBV 313501 297951 30.68% 3.386%

14 11.501 1557 1558 1562 rVB 56204 43074 4.43% 0.489%
15 11.560 1565 1568 1571 rVB 14287 12026 1.24% 0.137%
16 11.819 1608 1612 1615 rBV 19213 16549 1.70% 0.188%
17 12.095 1656 1659 1662 rBV2 12505 13807 1.42% 0.157%
18 12.701 1758 1762 1766 rBV 109670 88882 9.15% 1.010%
19 12.907 1794 1797 1799 rBV2 23550 22923 2.36% 0.260%
20 12.936 1799 1802 1807 rVB 97217 91414 9.41% 1.039%
21 13.066 1819 1824 1827 rBV 1065675 971306 100.00% 11.038%
22 13.260 1849 1857 1861 rBV2 36061 46676 4.81% 0.530%
23 13.324 1866 1868 1871 rBV 17725 14567 1.50% 0.166%
24 13.366 1871 1875 1878 rBV2 9441 12009 1.24% 0.136%
25 13.607 1913 1916 1919 rBV 35434 28801 2.97% 0.327%

26 13.936 1969 1972 1979 rBV 127064 154586 15.92% 1.757%
27 14.136 2002 2006 2009 rBV2 370618 395941 40.76% 4._.499%

28 14.165 2009 2011 2015 rVB 50686 43719 4_50% 0.497%
29 14.254 2022 2026 2031 rBV2 55621 62874 6.47% 0.714%
30 14.565 2076 2079 2082 rBV 76231 74559 7.68% 0.847%
31 14.883 2130 2133 2139 rVB 78955 81063 8.35% 0.921%
32 14.960 2143 2146 2151 rVB 46419 59189 6.09% 0.673%
33 15.236 2187 2193 2199 rVB2 87072 166466 17.14% 1.892%
34 15.548 2243 2246 2252 rVB 34967 43438 4._.47% 0.494%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071018\
Data File : BF107276.D

Aca On 10 Jul 2018 16:48

Operator : JU/SJ

Sample : J3901-03

Misc :

ALS Vial : 16 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 15.630 2254 2260 2264 rBV2 59369 120448 12.40% 1.369%

36 15.677 2264 2268 2273 rBV 171680 227138 23.38% 2.581%

37 16.089 2334 2338 2343 rVB 38799 64020 6.59% 0.728%
38 17.265 2533 2538 2546 rVB3 26311 62571 6.44% 0.711%
Sum of corrected areas: 8799840
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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

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\

BF107276.D

10 Jul 2018 16:48

JussJ

J3901-03

16 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\
Data File : BF107276.D

Aca On : 10 Jul 2018 16:48

Operator : JU/SJ

Sample : J3901-03

Misc :

ALS Vial : 16 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 3

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

5.18 10.69 ng 119482 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 483 (5.178 min): BF107276.D (-479) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 R LS SR LR
| 83.0 | 480 5.00 5.20 5.40 5.60
o} X FOUINESOVY | N N m/z 59.00 64.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 1 R IR R I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.10 21.00%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 280 500 520 540 560
5000 m/z 58.00 15.78%
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 L B AL HLEL A B A B
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 9.58%
5000 310 430 73.0
\‘\‘ “\H \‘ ! 840 1010
e S S SR SULIURS SUSIILS IS IULIULS IULI LS LI LI R LS SR LR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\
Data File : BF107276.D

Aca On : 10 Jul 2018 16:48

Operator : JU/SJ

Sample : J3901-03

Misc :

ALS Vial : 16 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 2 unknown6.72 Concentration Rank 1

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

6.72 67.29 ng 752333 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 745 (6.719 min): BF107276.D (-741) (-) m/z 132.10 100.00%
132.1
5000 68.1
200 540 9.1 540 650 680 750
o} I T m/z 68.10 40.17%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i PR
410 70 o m/z 134.10  32.80%
Ot .S:L’.Ol...?’::"?...l —— "‘I i .H. e
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Ti ok ok 750
5000 ggo 1160 m/z 66.00 24.25%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180 0
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine R A REEammsaay
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.58%
5000
104.0
65.0
"3%9'?h2 |w"7%?'?%0'|"'%¥1P" "I" L SR UL ISR R L
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\
Data File : BF107276.D

Aca On : 10 Jul 2018 16:48

Operator : JU/SJ

Sample : J3901-03

Misc :

ALS Vial : 16 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 11H-Benzo[b]fluorene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.26 2.36 ng 46676 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 76
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 76
3 Pvrene. 1-methvl- 216 C17H12 002381-21-7 76
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 59
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 53
Abundance Scan 1857 (13.260 min): BF107276.D (-1849) (-) m/z 216.10 100.00%
216.1
5000 570
85.1
107.7 189.1 13.00 13.20 13.40 13.60
o} m/z 215.10 89.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74420: 11H-Benzo[b]fluorene
216.0
108.0
5000
13.00 13.20 13.40 13.60
m/z 57.05 38.39%
o 430 630 810 | 1390 1630 2879 I
m/z--> 20 40 60 85 100 150 140 160 180 200 220
Abundance
216.0
13.00 13.20 13.40 13.60
5000 m/z 71.10 29.33%
108.0
o 39.0 74.0 139.0 163 o 1890
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74411: Pyrene, 1-methyl-
216.0 13.00 13.20 13.40 13.60
m/z 43.00 27 .00%
5000
95.0 189.0
o140 390 630 | 1 122.0139.0 1630 |
m/z--> 20 40 60 80 160 120 140 160 180 200 220 13.00 13.20 1340 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\
Data File : BF107276.D

Aca On : 10 Jul 2018 16:48

Operator : JU/SJ

Sample : J3901-03

Misc :

ALS Vial : 16 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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.94 7.81 ng 154586 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 92
2 7-Hexadecene. (2)- 224 C16H32 035507-09-6 91
3 Trihexadecvl borate 735 C48H99B0O3 002665-11-4 81
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 76
5 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 76
Abundance Scan 1973 (13.942 min): BF107276.D (-1969) (-) m/z 57.05 100.00%
57.0
5000 ‘vaAhwwﬁ/m~J\N,AW_WJLvW*V
261 PN U AU S I
39.1 13.60 13.80 14.00 14.20
0,...'.,....,.'..'.'*.-...,....,....,....,....,....,....,.. m/z 43.00 74.61%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #81246: Cyclohexadecane
55.0
5000 LU RGN UL
13.60 13.80 14.00 14.20
‘ m/z 55.00 68.50%
0.--‘-‘-‘.‘ \‘ ‘H \%39?,1,810224? R
miz-> 0 50 150 200 250 300 350 400 450 500
Abundance
55.0
1360 13.80 14.00 14.20
5000 m/z 83.05 61.08%
97.0
o 140-0181.0 224.0
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #243153: Trihexadecy! borate AN EEmas RS
57.0 13.60 13.80 14.00 14.20
m/z 71.05 60.08%
5000 0 A)L"M
225.0
0l18:9. hﬁ4f01830 287.0 511.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\
Data File : BF107276.D

Aca On : 10 Jul 2018 16:48

Operator : JU/SJ

Sample : J3901-03

Misc :

ALS Vial : 16 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 Hexadecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14 .25 3.18 ng 62874 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Pentacosane 352 C25H52 000629-99-2 76
3 Heptacosane 380 C27H56 000593-49-7 76
4 Heneicosane 296 C21H44 000629-94-7 76
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 68
Abundance Scan 2025 (14.248 min): BF107276.D (-2022) (-) m/z 57.00 100.00%
57.0
228.1
5000 85.1
b7 1990 1o - " 4100 1420 1440 1460
ol A e | T m/Zz 228.10 75.97%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57.0
5000 L BN UL UL B
14.00 14.20 14.40 14.60
m/z 227.10 72 .98%
0 27\0‘ L0 0169.0108.0226.0
m/z--> 50 160 150 260 2%0 360 3%0
Abundance
57.0
14.00 14.20 14.40 14.60
5000 m/z 71.10 71.41%
99.0
oL 270 141.0169.0 211.0 2530 2050  352.0
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #202662: Heptacosane e N
57.0 14.00 14.20 14.40 14.60
m/z 43.00 55.96%
5000
o 27.0| | | 19301 141.0169.0 211.0 253.0 2950 337.0 380.0
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 300 3%0 14.00 14. 20 14. 40 14 60

8270-BF061918 .M
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\
Data File : BF107276.D

Aca On : 10 Jul 2018 16:48

Operator : JU/SJ

Sample : J3901-03

Misc :

ALS Vial : 16 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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .57 3.77 ng 74559 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Pentacosane 352 C25H52 000629-99-2 83
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 2080 (14.571 min): BF107276.D (-2076) (-) m/z 57.05 100.00%
57.0
5000
1951 1951 1512421 sooqape1 | 1420 1440 1460 1480
(O R ARAARAARALT: , m/z 71.10 75.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94346: Heptadecane
57.0
85.0
5000 N BN B B UL B
14.20 14.40 14.60 14.80
29.0 m/z 43.00 62.44%
Ol | i 4 n‘nf O‘\14} 0169.0 197.0 _ 240.0
m/z--> i&&mmmmmmmmmm@mﬁ
Abundance
43.0
71.0 LR BUNIR SRR BN
14.20 14.40 14.60 14.80
5000 m/z 85.10 56.98%

99.0 126.0 1540 183.0

0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141426: Heneicosane L B

57.0 14.20 14.40 14.60 14.80
m/z 99.10 21.94%
85.0
5000
29.0 113.0

0 L ‘14}01690197022502530 2960

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\
Data File : BF107276.D

Aca On : 10 Jul 2018 16:48

Operator : JU/SJ

Sample : J3901-03

Misc :

ALS Vial : 16 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 8 Eicosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.88 4.09 ng 81063 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2132 (14.877 min): BF107276.D (-2130) (-) m/z 57.05 100.00%
57.0

5000
1411 1780 2971 265.1 14.60 14.80 15.00 15.20
0! m/z 71.10 69.32%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 LA L L L L L L
14.60 14.80 15.00 15.20
99.0 m/z 43.10 56.51%
2ol h‘, LS00 1830 250 220
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R R REREEEE R m
14.60 14.80 15.00 15.20
5000 m/z 85.10 51.81%
99.0
27.0 1410 1830 225.0 266.0296.0
S I e o e o e B L LA B o o e o o e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane R B B e
57.0 14.60 14.80 15.00 15.20
m/z 55.00 21.15%
5000
99.0
0 27,00 | | | , 141.0 183.0 225.0 281.0 337.0 394.0
e I e e e e e e e B L A o B o o e o o R R REREEEE R m
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\
Data File : BF107276.D

Aca On : 10 Jul 2018 16:48

Operator : JU/SJ

Sample : J3901-03

Misc :

ALS Vial : 16 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 9 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.96 5.21 ng 59189 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 80
2 Supraene 410 C30H50 007683-64-9 64
3 3.7.11-Tridecatrienenitrile. 4.8... 231 C16H25N 006006-01-5 59
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 59
5 Trifluoroacetyl-lavandulol 250 C12H17F302 028673-24-7 59
Abundance Scan 2146 (14.960 min): BF107276.D (-2143) (-) m/z 69.10 100.00%
69.1
39I0 %07 0137 1 1920 2291 2651 300.1 1460 14.80 15.00 15.20
ol by :1:.~-,....,.-... O T T e S m/z 81.10 50.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69.0
5000 L UL SR BN SO B
14,60 14.80 15.00 15.20
m/z 41.00 20.19%
29.0“ oy \Jr H- ) ‘\ 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
1460 14.80 15.00 1520
5000 m/z 95.10 12.73%
137.0
ol29.0 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #86903: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethyl- R BE T
69.0 14.60 14.80 15.00 15.20
m/z 68.05 10.68%
5000
136.0
0 27\\\9 IL. J JHOS Oh h 175.0 23;"0
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\
Data File : BF107276.D

Aca On : 10 Jul 2018 16:48

Operator : JU/SJ

Sample : J3901-03

Misc :

ALS Vial : 16 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 10 Perylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.55 3.82 ng 43438 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 76
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 76
3 Benzolklfluoranthene 252 C20H12 000207-08-9 76
4 Benzolalovrene 252 C20H12 000050-32-8 76
5 Chromium, (.eta.5-2,4-cyclopenta... 252 C15H20Cr 135162-31-1 64
Abundance Scan 2246 (15.548 min): BF107276.D (-2243) (-) m/z 252.10 100.00%
252.1
5000
730 980 0" 1451163 1 183.1203.0 2240 15.20 15.40 15.60 15.80
0 : el ' m/z 250.10 28.57%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104216: Perylene
252.0
5000
15.20 15.40 15.60 15.80
196.0 m/z 253.10 20.11%
ol 430 730 1000, | 149.0169.0 2000 2240 H
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
252.0
15.20 15.40 15.60 15.80
5000 m/z 125.10 12.75%
126.0
o 51.0 74.0 100.0 150.0 174.0 2000 224.0
RN UL UL LN BN BN BN BN SRR LN BN BN B
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #104226: Benzo[K]fluoranthene L B o
25p.0 15.20 15.40 15.60 15.80
m/z 126.00 8.83%
5000
126.0
oL 510 750 100.0, ‘\‘ 150.0 1740 200.0 2240
m/z--> 40 60 80 100 120 140 160 180 200 220 240 2éo 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071018\
Data File : BF107276.D

Aca On : 10 Jul 2018 16:48

Operator : JU/SJ

Sample : J3901-03

Misc :

ALS Vial : 16 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 11 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.09 5.64 ng 64020 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2338 (16.089 min): BF107276.D (-2334) (-) m/z 57.05 100.00%
57.0
|| sn o, o 715180 16,00 16.20 1640
ob—— ,.n. [ -' TN R R s S — m/z 71.10 71.94%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 LRI BRI BUGILN UL UL
85.0 mmmmmmmm
29.0 m/z 43.00 51.29%
o ‘ h | 113.0141.0169.0197.0225.0253.0282.0
m/z--> 160 1%0 260 2éo 360 3éo
Abundance
57.0
' 15.80 16.00 16,20 16.40
5000 85.0 m/z 85.05 51.26%
. 290 113.0141.0160.0197.0225.0253.0 295.0323.0 367.0 L/\/\M
m/z--> éo 160 1%0 260 2éo 360 3éo
Abundance #141426: Heneicosane R EEEEE S
57.0 15.80 16.00 16.20 16.40
m/z 55.00 21.24%
85.0
5000
29.0 13 0
ol L [ 1410169.0107.0225.0253.0 _296.0
m/z--> % m @ @ @ ﬁ ﬁ mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF071018\
Data File : BF107276.D

Acq On 10 Jul 2018 16:48

Operator : JU/SJ

Sample - J3901-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.18 10.7 ng 119482 1 6.94 223616 20.0
unknown6 .72 6.72 67.3 ng 752333 1 6.94 223616 20.0
11H-Benzo[b]fluorene 13.26 2.4 ng 46676 5 14.14 395941 20.0
Cyclohexadecane 13.94 7.8 ng 154586 5 14.14 395941 20.0
Hexadecane 14.25 3.2 ng 62874 5 14.14 395941 20.0
Heptadecane 14.57 3.8 ng 74559 5 14.14 395941 20.0
Eicosane 14.88 4.1 ng 81063 5 14.14 395941 20.0
Squalene 14.96 5.2 ng 59189 6 15.68 227138 20.0
Perylene 15.55 3.8 ng 43438 6 15.68 227138 20.0
Hexacosane 16.09 5.6 ng 64020 6 15.68 227138 20.0
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