LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO060519\
Data File : BF114828.D

Aca On 5 Jun 2019 19:54

Operator : HP/JU

Sample : K2638-02

Misc :

ALS Vial : 7 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-BF060419 .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 5.275 536 542 545 rBVY 5966883 6335957 78.92% 7.463%
2 6.310 712 718 720 rBVY 5680166 6567542 81.80% 7.736%
3 6.440 735 740 743 rBVY 6680230 6908201 86.04% 8.137%
4 6.669 775 779 782 rBVY 2354422 1972821 24.57% 2.324%
5 6.828 801 806 809 rBY 5775301 5479152 68.24% 6.454%
6 7.228 869 874 877 rBVY 4674416 4396830 54.76% 5.179%
7 7.945 992 996 1000 rBVY 2921130 2663044 33.17% 3.137%
8 9.028 1175 1180 1183 rBV 8520247 7957318 99.11% 9.373%
9 9.122 1190 1196 1199 rBv4 109562 139822 1.74% 0.165%
10 9.416 1242 1246 1249 rBvV 1758021 1412981 17.60% 1.664%
11 9.616 1278 1280 1283 rVB 106422 87413 1.09% 0.103%
12 9.651 1283 1286 1288 rBV2 93840 88046 1.10% 0.104%

13 9.698 1289 1294 1297 rBV 3415674 3221337 40.12% 3.795%
14 10.145 1367 1370 1375 rBV 108773 102560 1.28% 0.121%
15 10.480 1422 1427 1430 rBV 5723730 5443795 67.80% 6.412%

16 10.633 1447 1453 1458 rBV3 186903 294053 3.66% 0.346%
17 11.063 1524 1526 1529 rBV 148643 115082 1.43% 0.136%
18 11.092 1529 1531 1535 rVB 128089 126201 1.57% 0.149%
19 11.169 1540 1544 1547 rBV 3794464 3549991 44.22% 4.182%
20 11.192 1547 1548 1552 rVV 854050 469424 5.85% 0.553%

21 11.245 1554 1557 1559 rVB 207714 188426 2.35% 0.222%
22 11.669 1627 1629 1631 rBV 155710 131452 1.64% 0.155%
23 11.716 1632 1637 1645 rVV3 1345007 1761525 21.94% 2.075%
24 11.780 1645 1648 1650 rBV 285691 278995 3.47% 0.329%
25 12.374 1746 1749 1753 rBV 1601779 1337165 16.65% 1.575%

26 12.498 1767 1770 1773 rBV 615977 622597 7.75% 0.733%
27 12.598 1783 1787 1790 rVB 1277729 1296365 16.15% 1.527%
28 12.757 1810 1814 1817 rBV 7660089 8028682 100.00% 9.457%
29 13.657 1964 1967 1974 rVB 1628767 1787286 22.26% 2.105%
30 13.792 1986 1990 1993 rBV2 3047964 3405502 42.42% 4.011%

31 14.298 2073 2076 2079 rBV2 490642 493675 6.15% 0.582%
32 14.592 2124 2126 2131 rVB 575963 561618 7.00% 0.662%
33 14.798 2158 2161 2164 rBV 589417 821760 10.24% 0.968%
34 14.898 2175 2178 2185 rVB2 700486 789288 9.83% 0.930%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO060519\
Data File : BF114828.D

Aca On 5 Jun 2019 19:54

Operator : HP/JU

Sample : K2638-02

Misc :

ALS Vial : 7 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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.068 2205 2207 2212 rVB 376892 465684 5.80% 0.549%
36 15.127 2214 2217 2221 rVV 589912 717786 8.94% 0.846%
37 15.186 2223 2227 2230 rVV 2324559 2722475 33.91% 3.207%
38 15.245 2234 2237 2247 rVB 649124 892216 11.11% 1.051%

39 15.639 2301 2304 2308 rBV 424896 573178 7.14% 0.675%
40 15.680 2308 2311 2318 rVB2 412678 686376 8.55% 0.809%

Sum of corrected areas: 84893621
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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\BF060519\

BF114828.D

5 Jun 2019 19:54

HP/JU

K2638-02

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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\BF060519\
Data File : BF114828.D

Aca On 5 Jun 2019 19:54

Operator : HP/JU

Sample - K2638-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 unknown6.44 Concentration Rank 1

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

6.44 70.03 ng 6908200 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 37
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 16
4 4-Chloro-2-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 740 (6.440 min): BF114828.D (-735) (-) m/z 132.00 100.00%
32
5000 68
0 s ” 9 J k0 640 6bo G0
Ob il 7 87 L3505 w7z 68.00 36.28%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 S RAANE SNSRI
69 6.20 6.40 6.60 6.80
39 o m/z 134.00 34 .88%
8 g 89 103
'yﬁl” U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 o 620 640 6.60 6.80
5000 m/z 66.00 23 .44%
a1 51 8
‘ L1 H l !
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e L e RERE i
57 132 6.20 6.40 6.60 6.80
24 m/z 96.00 14 _.58%
5000 og 0
SN | SRR 8 rﬂQ7ILLII A 188 ,.1?? . SN | N——
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114828.D

Aca On 5 Jun 2019 19:54

Operator : HP/JU

Sample - K2638-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.72 9.92 ng 1761530 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 86

Abundance Scan 1638 (11.722 min): BF114828.D (-1632) (-) m/z 73.00 100.00%

5000

—

11.40 11.60 11.80 12.00
m/z 60.00 77.37%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid

%

11. 40 11. 60 11. 80 12. OO
256 m/z 43.00 76.31%

5000

157 1g5 213

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72646: Tridecanoic acid
43 s
e  EARREEREAEEEE
11.40 11.60 11.80 12.00
5000 m/z 57.00 62.49%
‘ 129 171 214
...“..W.HJ.xL.ﬂH.“,.”. 2 L ”%9Z.¢..”. PP
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid e A REEEEEasS
43 73 11.40 11.60 11.80 12.00
m/z 55.00 61.12%
2 |
Eam A L RN ERREE T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11. 40 11. 60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114828.D

Aca On 5 Jun 2019 19:54

Operator : HP/JU

Sample - K2638-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.50 3.66 ng 622597 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1770 (12.498 min): BF114828.D (-1767) (-) m/z 73.00 100.00%
43 7B
5000 129 __~A-~,~m~,~ﬂ\/~,_,u,,w_m
12120 12,40 12.60 12.80
(o} m/z 43.00 89.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131258: Octadecanoic acid
43 78
5000 129 LIS L L L L L L L L LB
nmnmnmnm
m/z 59.95 81.67%
2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84453: Tetradecanoic acid
78
43 12:20 12,40 12.60 12.80
5000 m/z 57.00 79.47%
129
‘ 185 228
2
1 | T | I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid R R B
43 60 12.20 12.40 12.60 12.80
m/z 55.00 64 .74%
5000 129 vavaﬂVdeVNJL\NﬁNVﬂwﬂwmﬁnA
‘ 157 185 213 256
IIII””II‘”IIHI!”””“”‘I\I\I\”\”””‘” I‘I”\”ll |‘||2|3?||l||||||||||||||| — T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12 20 12. 40 12 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114828.D

Aca On 5 Jun 2019 19:54

Operator : HP/JU

Sample - K2638-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.66 10.50 ng 1787290 Chrysene-di12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93
Abundance Scan 1968 (13.663 min): BF114828.D (-1964) (-) m/z 83.05 100.00%
57
5000 on M[LW
U AR NN SUNRN S
139 13.40 13.60 13.80 14.00
168
ol A t bura 120 224 252 280302324 351372 yz7 5700  99.80%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
g5 83
5000 111 L L B SUL AU
Bmmmnmmm
29 m/z 97.10 94 .23%
139
| 17,167 196 238 266 294
m/z--> 50 100 1éo 260 2%0 360 3%0
Abundance #131391: n-Nonadecanol-1
55 83
' 13.40 13.60 13.80 14.00
5000 111 m/z 43.00 87 .54%
29
I { | L 139 168 196 238 266 N,,_,AM‘AA,~_J\~NNJ--ANJ\f
m/z--> 55 100 1éo 260 250 360 3%0
Abundance #166292: Behenic alcohol e  RRRaE Bam s
55 83 13.40 13.60 13.80 14.00
m/z 55.00 86.49Y%
- T w~v_/v_vﬂaﬂ,vAx_NMvavJMNJMA
29
Ll H Ll L} 167 196 224 252 280 308
m/z--> 50 1(')0 150 2(')0 250 3(')0 351,0 13. 40 13 60 13. 80 14. 00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\

BF114828.D

5 Jun 2019 19:54

HP/JuU
K2638-02

7 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

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

BF060419 .M

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 Heptadecane

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.30 2.90ng 493675  Chrysene-d12 13.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Heptadecare 240 C17H36 000629-78-7 96

2 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S
3 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S
4 Sulfurous acid. dodecvyl 2-propvl... 292 C15H3203S

1000309-12-6 91
1000309-12-4 91
1000309-12-3 91

5 Tetracosane 338 C24H50 000646-31-1 89
Abundance Scan 2076 (14.298 min): BF114828.D (-2073) (-) m/z 57.00 100.00%
57
85 M
5000
1 111 i 167187 215240 272 207 334 350380 412 1400 14.20 1440 1460
M B 00 5 SV L 297 333 39950 m/z 71.10 74.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane
57
5000 85 e
14. 00 14. 20 14. 40 14. 60
29 m/z 43.00 68.75%
|I | L l 1‘1131141 169 197 24}0
= — T
m/z--> 50 100 150 200 250 300 350 400
Abundance #172312: Sulfurous acid, pentadecyl 2-propyl ester
43
R R R
71 14.00 14.20 14.40 14.60
5000 m/z 85.10 51.99%
97
125
ARy
m/z--> 50 100 150 200 250 300 350 400
Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester T
43 14.00 14.20 14.40 14.60
m/z 55.00 33.11%
5000 &
} o1 125
s
m/z--> 50 100 150 200 250 300 350 400 14. 00 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114828.D

Aca On 5 Jun 2019 19:54

Operator : HP/JU

Sample - K2638-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.59 4.13 ng 561618 Perylene-di12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 Eicosane 282 C20H42 000112-95-8 93
4 Heptadecane 240 C17H36 000629-78-7 93
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 90
Abundance Scan 2126 (14.592 min): BF114828.D (-2124) (-) m/z 57.00 100.00%
5000
141 14.20 14.40 14.60 14.80 15.00
169190211 256 282 309 345 384 424 n/z 71.10 70 68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57
85
5000 LR BRI BRI DR B
mmmmmmmmmm
113 m/z 43.00 59.65%
3 ||| d | M 180 197 225 253 281 309 338
m/z--> §o 160 150 200 250 360 3%0 460
Abundance #185535: Heptadecane, 9-octyl-
57
14.20 14.40 14.60 14.80 15.00
5000 a5 m/z 85.10 54 _75%
. glAILI .ll}3%1?ﬁ*}§9.%%7.. ??glgej 20432335
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane B B E e
57 14.20 14.40 14.60 14.80 15.00
m/z 55.00 22.76%
85
5000
2L 1\ ] 11?14169 197 225 253 282
m/z--> 5'0 100 1&1;0 2(')0 25'30 3(')0 3&1;0 4(')0 14 20 14. 40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114828.D

Aca On 5 Jun 2019 19:54

Operator : HP/JU

Sample - K2638-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.90 5.80 ng 789288 Perylene-d12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
2 Docosane 310 C22H46 000629-97-0 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Tetracosane 338 C24H50 000646-31-1 70
5 Hexacosane 366 C26H54 000630-01-3 70
Abundance Scan 2178 (14.898 min): BF114828.D (-2175) (-) m/z 57.00 100.00%
85
5000 252
||1113 141 183 224 l 282308 337365 402431 498 1460 14.80 15,00 15.20__
] R R R L SN Fe R s m/z 71.10 76.70%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 L DU IS B SULA

14.60 14.80 15.00 15.20
m/z 43.00 58.67%

113
[°141169197 239 267294 303 352

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #153223: Docosane

14.60 14.80 15.00 15.20
5000 85 m/z 85.05 55.45%

113
141 183211239967 310

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #141426: Heneicosane R R R
14.60 14.80 15.00 15.20

m/z 252.10 42.65%

85
5000

141169197225 253 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114828.D

Aca On 5 Jun 2019 19:54

Operator : HP/JU

Sample - K2638-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 Benzo[e]pyrene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.07 3.42 ng 465684 Perylene-d12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 95
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
4 Benzolil1fluoranthene 252 C20H12 000205-82-3 90
5 Perylene 252 C20H12 000198-55-0 89
Abundance Scan 2207 (15.068 min): BF114828.D (-2205) (-) m/z 252.10 100.00%
252
5000
40 69 95 12|5 159 198 224 273 303327 365 404 440 14.80 15.00 15.20 15.40
oL el e o e e A S 2 P m/z 250.00 29.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252
5000

14.80 15.00 15.20 15.40
m/z 253.10 21.88%

125
50 74 99, | 146 174 200224

T T
m/z--> 50 100 150 200 250 300 350 400

Abundance #104218: Benzo[a]pyrene
252
R RAREE RS
14.80 15.00 15.20 15.40
5000 m/z 125.00 14 _.36%
126
50 74 100, | 149 174 200224
— T e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #104227: Benz[e]acephenanthrylene R EEEEE RS
252 14.80 15.00 15.20 15.40
m/z 126.00 13.01%
5000
126
39 74 100, | 150174 200224
e e e e e e R AR E s R
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114828.D

Aca On 5 Jun 2019 19:54

Operator : HP/JU

Sample - K2638-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 8
R.T. EstConc Area Relative to ISTD R.T.
15.64 4.21 ng 573178 Perylene-d12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hentriacontane 437 C31H64 000630-04-6 90
5 Nonacosane 408 C29H60 000630-03-5 87
Abundance Scan 2304 (15.639 min): BF114828.D (-2301) (-) m/z 57.00 100.00%
57
85
5000
ﬂ113141 183211 253280 327358 402 438 489 1540 1560 15,80 1600
Ob b AL, 2T 253280 327358 402 438 489 | sz 71.05  80.07%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane
57
5000 85 LRI UL I BRI B
mmmmmmmm
29 m/z 43.00 61.10%

| J ﬂlﬁil?%169197225253 205323 367

m/z--> 0 50 100 150 200 250 300 350 400 450

g

Abundance #215181: 2-methyloctacosane
57
e S R
15.40 15.60 15.80 16.00
5000 85 m/z 85.10 58.17%
113
29 [ 141169197 225 267 295 365393 \vf\ﬁmwwww\w/&\Aﬁyme\m/\
N LA I e e e AR Wi e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane b RREmE EE e
57 15.40 15.60 15.80 16.00
m/z 99.05 21.74%
85
5000
29 113
|| | |17 141169197 205 253 296
T T T e T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF060519\
Data File : BF114828.D

Aca On 5 Jun 2019 19:54

Operator : HP/JU

Sample - K2638-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF060419_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 12 1-Docosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.68 5.04 ng 686376 Perylene-di12 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Heptacosanol 396 C27H560 002004-39-9 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 n-Nonadecanol-1 284 C19H400 001454-84-8 89
5 Behenic alcohol 326 C22H460 000661-19-8 89
Abundance Scan 2311 (15.680 min): BF114828.D (-2308) (-) m/z 97.10 100.00%
i i M}\W\
5000 264
125 e
49 177 217 374 15.40 15.60 15.80 16.00
i L Mn Wl 2000 306 3P 5977398 43 "m/z 83.05  95.28%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #151538: 1-Docosene
g5
97
5000 LR BB B UL B
29 mmmmmmmm
125 m/z 57.00 82.37%
1,| l | 153 181 308
miz--> 0 éo 160 1éo 260 2%0 300 3%0 460 4%0
Abundance #210517: 1-Heptacosanol
57 97
15.40 15.60 15.80 16.00
5000 m/z 69.00 77.87%
125
290 L4 4 1253 181 200 236 264 292 320 350 378
miz--> 0 éo 160 1%0 260 250 360 3%0 460 4%0
Abundance #186968: n-Tetracosanol-1 A B
57 83 15.40 15.60 15.80 16.00
m/z 55.00 77.12%
5000 i
29

139
Ll L 4] Y67 195 222 250 280 308 336

m/z--> 0 50 100 150 200 250 300 350 400 450 15.40 15 60 15. 80 16. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF060519\
Data File : BF114828.D

Acq On 5 Jun 2019 19:54

Operator : HP/JU

Sample - K2638-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060419_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]
unknown6 .44 6.44 70.0 ng 6908200 1 6.67 1972820 20.0
n-Hexadecanoic acid 11.72 9.9 ng 1761530 4 11.17 3549990 20.0
Octadecanoic acid 12.50 3.7 ng 622597 5 13.79 3405500 20.0
1-Heneicosanol 13.66 10.5 ng 1787290 5 13.79 3405500 20.0
Heptadecane 14.30 2.9 ng 493675 5 13.79 3405500 20.0
Tetracosane 14.59 4.1 ng 561618 6 15.19 2722480 20.0
Heptadecane, 9-oc... 14.90 5.8 ng 789288 6 15.19 2722480 20.0
Benzo[e]pyrene 15.07 3.4 ng 465684 6 15.19 2722480 20.0
Hexacosane 15.64 4.2 ng 573178 6 15.19 2722480 20.0
1-Docosene 15.68 5.0 ng 686376 6 15.19 2722480 20.0
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