LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115445.D

Aca On 9 Jul 2019 20:46 Instrument :
Operator : HP/JU BNA_F

Sample - K3703-01 ClientSampleld :
Misc - FK-EF-01-015-ABCD
ALS Vial : 13 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-BF070519 .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 2.205 13 20 29 rVB 1431935 1903592 48.77% 4._.745%
2 5.516 578 583 586 rBY 2979284 3041453 77.92% 7.582%
3 6.522 748 754 757 rBVY 3034013 3202344 82.04% 7.983%
4 6.663 773 778 782 rBVY 3426361 3321364 85.09% 8.280%
5 6.892 814 817 821 rBVY 1255281 1026679 26.30% 2.559%
6 7.051 840 844 848 rBY 3066564 2625174 67.26% 6.544%
7 7.451 907 912 915 rBVY 2257202 2097995 53.75% 5.230%
8 8.175 1031 1035 1038 rBVY 1678655 1342729 34.40% 3.347%
9 9.251 1213 1218 1221 rBV 4448596 3903202 100.00% 9.730%
10 9.639 1280 1284 1293 rVB 734643 625838 16.03% 1.560%

11 9.928 1329 1333 1337 rBV 1801536 1536558 39.37% 3.830%
12 10.586 1439 1445 1448 rBV 51055 50898 1.30% 0.127%
13 10.716 1462 1467 1470 rBV 2488027 2396938 61.41% 5.975%
14 10.851 1485 1490 1498 rBV 114659 144830 3.71% 0.361%
15 11.316 1566 1569 1574 rVB2 75198 72410 1.86% 0.181%

16 11.410 1581 1585 1588 rBV 1888568 1639027 41.99% 4._.086%
17 11.433 1588 1589 1592 rVV 220113 134673 3.45% 0.336%

18 11.480 1595 1597 1601 rVB 56526 52996 1.36% 0.132%
19 11.863 1659 1662 1665 rBv4 30237 47323 1.21% 0.118%
20 11.939 1672 1675 1679 rBV 307563 282117 7.23% 0.703%
21 12.022 1686 1689 1691 rBV2 54846 54888 1.41% 0.137%
22 12.463 1761 1764 1767 rBV 50411 43737 1.12% 0.109%
23 12.504 1768 1771 1775 rVB4 37617 46181 1.18% 0.115%

24 12.621 1788 1791 1795 rBV 319143 295503 7.57% 0.737%
25 12.727 1805 1809 1816 rBV3 132541 172330 4._.42% 0.430%

26 12.857 1825 1831 1833 rBV 319604 319819 8.19% 0.797%
27 12.880 1833 1835 1848 rVB 292102 426534 10.93% 1.063%
28 13.010 1852 1857 1860 rBV 4049320 3695257 94.67% 9.212%

29 13.080 1867 1869 1878 rVB3 33241 52503 1.35% 0.131%
30 13.198 1886 1889 1892 rVB 51885 55041 1.41% 0.137%
31 13.263 1896 1900 1904 rVB2 41588 60683 1.55% 0.151%
32 13.304 1904 1907 1910 rBV2 46539 47084 1.21% 0.117%
33 13.727 1976 1979 1985 rVB3 36389 65482 1.68% 0.163%
34 13.845 1996 1999 2004 rBV3 30964 58538 1.50% 0.146%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115445.D

Aca On 9 Jul 2019 20:46 Instrument :
Operator : HP/JU BNA_F

Sample - K3703-01 ClientSampleld :
Misc - FK-EF-01-015-ABCD
ALS Vial : 13 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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 13.980 2018 2022 2038 rVB2 230173 491655 12.60% 1.226%

36 14.127 2042 2047 2051 rBV 1130152 1328568 34.04% 3.312%

37 14.157 2051 2052 2055 rVB 127794 76071 1.95% 0.190%
38 14.568 2117 2122 2125 rBV 38602 54663 1.40% 0.136%
39 14.692 2140 2143 2145 rBV 51446 56784 1.45% 0.142%

40 15.045 2200 2203 2209 rVB2 106929 113362 2.90% 0.283%

41 15.127 2214 2217 2221 rVB2 59476 61588 1.58% 0.154%
42 15.286 2239 2244 2247 rBV 156589 250054 6.41% 0.623%
43 15.404 2260 2264 2269 rVB 162551 196012 5.02% 0.489%
44 15.598 2293 2297 2303 rBVY 106552 136096 3.49% 0.339%
45 15.657 2303 2307 2313 rVV 128449 177489 4 _55% 0.442%

46 15.727 2314 2319 2327 rVV 957989 1271306 32.57% 3.169%
47 15.804 2328 2332 2337 rVB 167773 224893 5.76% 0.561%
48 16.257 2405 2409 2414 rBV 184147 282241 7.23% 0.704%
49 16.786 2494 2499 2507 rVB 93931 158539 4._.06% 0.395%
50 17.227 2568 2574 2581 rVB2 73577 168657 4._.32% 0.420%

51 17.404 2598 2604 2610 rBV5 55729 124508 3.19% 0.310%
52 17.674 2646 2650 2655 rVB 57901 100227 2.57% 0.250%

Sum of corrected areas: 40114433
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070919\

- BF115445.D

9 Jul 2019 20:46

- HP/JU

: K3703-01 FK-EF-01-015-ABCD
- 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF115445.D

6.66

6.52 7.05

5.52

7.45

2.20
6.89

0
Time-->

T
5.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF115445.D

10.72

9.93 11.41

8.17

A3
10.5 11.% .48

A,

ges

(O

0
Time-->

12.00 12.50

11.50

10.00

10.50

11.00 13.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF115445.D

14.13

15.73

16.79 17.237.40 17.67

18.50

I
17.00 17.50

T
18.00

15.50

16.00 16.50

14.50 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115445.D

Aca On 9 Jul 2019 20:46

Operator : HP/JU

a?ggle i K3703-01 FK-EF-01-015-ABCD
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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.

2.20 37.08 ng 1903590 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 19 (2.199 min): BF115445.D (-13) (-) m/z 73.10 100.00%
7B
5000
43
55 87 S/
37 | 7 2.20 2.30 2.40 2.50 2.60
Obr ot e O e M/Z 43.00  34.44%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
- 87 m/z 87.10 24 . 75%
0 "|"J””"??hhj'%?“"'|"§?H""|""|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 AR IR UGS IR AR
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 24 _.07%
L 79 | 97 112 129 A
O'W'”'P'”I”'W'”'P" '”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 40 50 70 8 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- A RAREE B R RE R
73 2.20 2.30 2.40 2.50 2.60

m/z 40.95 11.53%

5000 43

58
29 8(

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115445.D

Aca On 9 Jul 2019 20:46

Operator : HP/JU

a?ggle i K3703-01 FK-EF-01-015-ABCD
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 unknown6.66 Concentration Rank 1

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

6.66 64.70 ng 3321360 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 777 (6.657 min): BF115445.D (-773) (-) m/z 132.00 100.00%
5000 68
40 %6 J 640 6.60 680 7.00
54 : : : :
o |7 er [ysms | h/z 68.00 42.5%%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 U R R R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 31.72%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
640 6.60 680 7.00
5000 67 m/z 66.00 27.89%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R o S NRE e e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 17.15%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | 0 |
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\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115445.D

Aca On 9 Jul 2019 20:46

Operator : HP/JU

a?ggle i K3703-01 FK-EF-01-015-ABCD
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.94 3.44 ng 282117 Phenanthrene-d10 11.41
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 1675 (11.939 min): BF115445.D (-1672) (-) m/z 73.00 100.00%
7
43 60
5000 192
157 213 LA SN U
1327171 007 256 11.60 11.80 12.00 12.20
0 m/z 43.00 77.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 R DR LR SR AR
nmnmnmnm
m/z 60.00 75.92%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
60 73
43
11!60 11fso 12!00 12)20 '
5000 29 m/z 57.00 65.92%
129
“ T? o1 115 ‘ 71 214
0,,,I,\,,,\I\,‘,,l‘\,ﬂ,"u,j,,,,\,I,,,,ﬁf%,l?i,\,,l,‘,,l,eq,,,
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R e AR Rama
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 59.01%
5000 129
29
‘ 143157171185199 242
O.Fﬁ.k.ﬁt. MG
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115445.D

Aca On 9 Jul 2019 20:46

Operator : HP/JU

a?ggle i K3703-01 FK-EF-01-015-ABCD
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 5 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

12.73 2.10 ng 172330 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 60

Abundance Scan 1809 (12.727 min): BF115445.D (-1805) (-) m/z 72.95 100.00%

43 7B
57
5000 129

143157171 12.40 12.60 12.80 13.00

m/z 43.00 86.32%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
4

Abundance #131261: Octadecanoic acid

5000 129 R e ERREEEEEEsmsmm
12.40 12.60 12.80 13.00
m/z 57.00 76.09%
0 143157171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43 -

w

[é)]

|

~l

[¢¥
é I

3

12.40 12.60 12.80 13.00
m/z 60.00  73.79%

5000

=

%

0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid

73 12.40 12.60 12.80 13.00

m/z 55.00 67.47%
43 5
5000 129
185 228
115
101! 143157171 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115445.D

Aca On 9 Jul 2019 20:46

Operator : HP/JU

a?ggle i K3703-01 FK-EF-01-015-ABCD
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.98 7.40 ng 491655 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
4 5-Octadecene. (E)- 252 C18H36 007206-21-5 89
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87
Abundance Scan 2022 (13.980 min): BF115445.D (-2018) (-) m/z 57.05 100.00%
57 83
5000 111 W&yAM‘/\~Aw~J\\VAN~MAJA«.~
LN AU SUNILE
139 187 216 248 13.60 13.80 14.00 14.20
o...'.-,.J...,J-.ll.i.,l.t.:-.,.'...-,..25.‘1.,....,....,.... m/z 83.10 91.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
55 83
5000 e LN AU SUNILE I
13.60 13.80 14.00 14.20
m/z 43.00 87 .87%
29 J139 167
ol b AL LAY 107 196 224 252 280308
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43
69 LN AU SUNILE
97 13.60 13.80 14.00 14.20
5000 m/z 55.00 82 .84%
125
o 153 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate A B b
57 13.60 13.80 14.00 14.20
m/z 97.05 77 .54%
83
5000
111
i W‘Jk,\
JL LA ‘ |, 1190 1% 210238 283 434
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115445.D

Aca On 9 Jul 2019 20:46

Operator : HP/JU

a?ggle i K3703-01 FK-EF-01-015-ABCD
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.40 3.08 ng 196012 Perylene-d12 15.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Hexadecane 226 C16H34 000544-76-3 93
3 Heptadecane 240 C17H36 000629-78-7 91
4 Octacosane 394 C28H58 000630-02-4 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2263 (15.398 min): BF115445.D (-2260) (-) m/z 57.05 100.00%
57
5000
4 LI B s e
155 183 15.00 15.20 15.40 15.60 15.80
o 140 200 224 m/z  71.05  77.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 AR AR BN BRI B
mmmmmmmmmm
4 s m/z 43.05 57.88%
oL 26 Ll | e e 197 225 253 2%
m/z--> 25 Jo 60 85 160 150 150 160 180 200 220 240 260 280 360
Abundance #83023: Hexadecane
57
15.00 15.20 15.40 15.60 15.80
5000 a5 m/z 85.10 56.59%
4
0 18 \‘ ‘\ H\ I \l 113 141 169 197 226
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 260 280 360
Abundance #94346: Heptadecane RSN BN L BN N
57 15.00 15.20 15.40 15.60 15.80
m/z 252.10 46.95%
85
5000 4
0 L H\lﬁ3‘\l4l 169 197212 240
m/z--> 2'0 4'0 6|O 8|O 1(')0 12'0 14'10 160 180 200 220 240 260 280 3(')0 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115445.D

Aca On 9 Jul 2019 20:46

Operator : HP/JU

a?ggle i K3703-01 FK-EF-01-015-ABCD
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 Benzo[e]pyrene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.60 2.14 ng 136096 Perylene-di12 15.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
2 Pervlene 252 C20H12 000198-55-0 94
3 Benzolklfluoranthene 252 C20H12 000207-08-9 93
4 Benzolelpvrene 252 C20H12 000192-97-2 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 93
Abundance Scan 2297 (15.598 min): BF115445.D (-2293) (-) m/z 252.05 100.00%
252
5000
30 55 74 100, ] 150160 200 224 281 302 | -=>2015.40 15.60 15.80 16.00
o m/z 250.05 28.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104227: Benz[e]acephenanthrylene
252
5000
15.20 15.40 15.60 15.80 16.00
126 m/z 253.10 21.85%
o 30 63 83100, | 150 174200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 250 260 280 300
Abundance #104214: Perylene
252
15.20 15.40 15.60 15.80 16.00
5000 m/z 125.00 13.68%
125
o7 39 62 83 99 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104224: Benzo[K]fluoranthene o
252 15.20 15.40 15.60 15.80 16.00
m/z 125.95 13.01%
5000
126
o o7 111 | 20 24 |
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115445.D

Aca On 9 Jul 2019 20:46

Operator : HP/JU

a?ggle i K3703-01 FK-EF-01-015-ABCD
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentadecane, 8-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.80 3.54 ng 224893 Perylene-d12 15.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2331 (15.798 min): BF115445.D (-2328) (-) m/z 57.00 100.00%
57
85
5000

141 164183 210 270 304 15.40 15.60 15.80 16.00 16.20
oL ,~.-]! " .'1.-1. Lo Al cD 807 3 "m/z 71.10 80.07%

T
m/z--> 50 100 150 200 250 300
Abundance #141432: Pentadecane, 8-hexyl-
57
85
5000 TT T T[T T I T [T T T T[T T TT[TT
15. 40 15 60 15. 80 16. 00 16 20
29 113 m/z 43.05 60.02%
141 196
oL L Ll gt es | 224243 265283
o i e
m/z--> 50 100 150 200 250 300
Abundance #94346: Heptadecane
5[7
R e R E e o R
85 15.40 15.60 15.80 16.00 16.20
5000 m/z 85.05 56.83%
29
I B iy B e L e e o e e O S ML
m/z--> 50 100 150 200 250 300
Abundance #175558: Tetracosane T T e T
5[7 15.40 15.60 15.80 16.00 16.20
m/z 55.00 23.96%
85
5000
113
o 38 LU LT 100 197 25 253 zm1 age 3
——— e e e e R e R E e o R
m/z--> 50 100 150 200 250 300 15. 40 15 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115445.D

Aca On 9 Jul 2019 20:46

Operator : HP/JU

a?ggle i K3703-01 FK-EF-01-015-ABCD
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.26 4.44 ng 282241 Perylene-di12 15.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Triacontane 422 C30H62 000638-68-6 90
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2410 (16.262 min): BF115445.D (-2405) (-) m/z 57.05 100.00%
57
85
5000
UL AR BN BUNRN B
141 169 197 16.00 16.20 16.40 16.60
o..J,....“ LA P20 225223278303 "m/z 71.05 81.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
7
5000 85 L SR BN BUULLN B
16.00 16.20 16.40 16.60
13 m/z 85.10 61.59%
o 20| | || 177,241 169 107 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57
16,00 16,20 16.40 16.60
5000 85 m/z 43.00 57.17%
NEEI DD Jlf 141 169 197 % 267 294 323 352 H/\w
m/z--> 50 100 150 200 2éo 300 350 400
Abundance #219831: Triacontane B EERR Bam e L
57 16.00 16.20 16.40 16.60
m/z 55.00 24 _.31%
13 94
oL2) i |77, 141 169 197 225 253 281 309 337 365 393 422
LU S L I IS L UL WL LN LN AL UL UL IR AL A
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115445.D

Aca On 9 Jul 2019 20:46

Operator : HP/JU

a?ggle i K3703-01 FK-EF-01-015-ABCD
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.79 2.49 ng 158539 Perylene-d12 15.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2500 (16.792 min): BF115445.D (-2494) (-) m/z 57.00 100.00%
g7
85
5000
WL 160 197 225 950 278 16140 1660 16,80 17100 17,70
Oty m/z 71.05 79.17%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 L DU U DS B
16. 40 16. 60 16. 80 17. oo 17. 20
m/z 85.00 58.43%
29‘ 13 .
oL i , 109 197 225 253 282
m/z--> 55 160 1%0 200 2%0 360 3%0 '
Abundance #141426: Heneicosane
57
o 16,40 16,60 16.80 17.00 17.20
5000 m/z 43.00 53.60%
29 113
0 " 1 . ] J J 'l Jl‘}l . 169 197 225 253 29 /\,\H/L\M"
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane A B R e
57 16.40 16.60 16.80 17.00 17.20
m/z 55.00 23.78%
o % /WMWVWNMWMNMAMMFWhAfWWWWW
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> % 1& 1% 2& 2% 3& 3% ' 1mmmmmmmmno
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO070919\

Data File : BF115445.D

Aca On 9 Jul 2019 20:46

Operator : HP/JU

a?ggle i K3703-01 FK-EF-01-015-ABCD
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 Dibenzo[def,mno]chrysene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.23 2.65 ng 168657 Perylene-di12 15.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 96
2 Indenoll1l.2.3-cdlpvrene 276 C22H12 000193-39-5 96
3 Benzolahilpervlene 276 C22H12 000191-24-2 90
4 Indenoll.2.3-cd1fluoranthene 276 C22H12 000193-43-1 89
5 6H-Pyrido[4,3-b]Jcarbazole, 9-met... 276 C18H16N20 010371-86-5 47
Abundance Scan 2574 (17.227 min): BF115445.D (-2568) (-) m/z 276.05 100.00%
216
5000
138

17.00 17.20 17.40 17.60
39 74 92 112 171187 207224 248 292 313
Orwnfwév@rrwwmmw% m/z 277.10 23.24%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #124622: Dibenzo[def,mno]chrysene
276
5000 r/\-:/‘lf\:/|\|llllllllllll|lll
17.00 17.20 17.40 17.60
138 m/z 274.00 20-79%

‘ 45 63 90105123 | 153170185201 222237252
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #124618: Indeno[1,2,3-cd]pyrene
276
17.00 17.20 17.40 17.60
5000 m/z 138.00 19.98%
138
o 55 74 92 1 159174 198 224 248
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124613: Benzo[ghi]perylene L B
276 17.00 17.20 17.40 17.60
m/z 278.10 18.32%
5000
138
ol 28 50 74 91106123 ” 158174 198 222237252 Jm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BFO70919\

Data File : BF115445.D

Acq On > 9 Jul 2019 20:46

Operator : HP/JU

a?ggle i K3703-01 FK-EF-01-015-ABCD
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519_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... 2.20 37.1 ng 1903590 1 6.89 1026680 20.0
unknown6 .66 6.66 64.7 ng 3321360 1 6.89 1026680 20.0
n-Hexadecanoic acid 11.94 3.4 ng 282117 4 11.41 1639030 20.0
Octadecanoic acid 12.73 2.1 ng 172330 4 11.41 1639030 20.0
Behenic alcohol 13.98 7.4 ng 491655 5 14.13 1328570 20.0
Heneicosane 15.40 3.1 ng 196012 6 15.73 1271310 20.0
Benzo[e]pyrene 15.60 2.1 ng 136096 6 15.73 1271310 20.0
Pentadecane, 8-he... 15.80 3.5 ng 224893 6 15.73 1271310 20.0
2-methyloctacosane 16.26 4.4 ng 282241 6 15.73 1271310 20.0
Eicosane 16.79 2.5 ng 158539 6 15.73 1271310 20.0
Dibenzo[def,mno]c... 17.23 2.6 ng 168657 6 15.73 1271310 20.0
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