LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090619\
Data File : BF116857.D

Aca On : 6 Sep 2019 13:07

Operator : HP/JU

Sample = K4650-07

Misc :

ALS Vial : 6 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-BF083019.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 2.122 3 6 18 rVB 731593 889404 41.91% 3.944%
2 5.469 570 575 579 rBVY 1797141 1896215 89.35% 8.408%
3 6.481 742 747 759 rBVY 1912664 2122130 100.00% 9.410%
4 6.622 766 771 774 rBV 2184979 2112774 99.56% 9.369%
5 6.845 806 809 813 rBV 593985 453454 21.37% 2.011%
6 7.004 832 836 839 rBVY 1758458 1467339 69.14% 6.507%
7 7.404 899 904 907 rBVY 1301451 1273504 60.01% 5.647%
8 8.128 1023 1027 1047 rBV 693063 600594 28.30% 2.663%
9 9.198 1205 1209 1212 rBY 2310304 1887153 88.93% 8.368%
10 9.586 1272 1275 1280 rBV 263914 220725 10.40% 0.979%

11 9.880 1321 1325 1329 rBV 841475 694185 32.71% 3.078%
12 10.669 1454 1459 1462 rBV 1432653 1305096 61.50% 5.787%
13 11.363 1573 1577 1579 rBV 818605 673633 31.74% 2.987%
14 11.386 1579 1581 1585 rVV 178490 144220 6.80% 0.640%

15 11.439 1585 1590 1593 rVB 27307 35477 1.67% 0.157%
16 11.592 1610 1616 1621 rBV 20390 22338 1.05% 0.099%
17 11.886 1663 1666 1670 rBv2 239083 221859 10.45% 0.984%
18 11.974 1678 1681 1684 rBV 28814 28329 1.33% 0.126%
19 12.180 1714 1716 1720 rVB 27757 23115 1.09% 0.102%

20 12.574 1779 1783 1789 rBV 383040 330322 15.57% 1.465%

21 12.669 1796 1799 1804 rBV 156912 165281 7.79% 0.733%
22 12.804 1816 1822 1827 rBV 288298 325921 15.36% 1.445%

23 12.839 1827 1828 1833 rVB3 25036 24797 1.17% 0.110%
24 12.945 1838 1846 1849 rBV 1958668 1817287 85.64% 8.058%
25 13.174 1880 1885 1887 rBV2 43766 48765 2.30% 0.216%
26 13.404 1921 1924 1933 rVB9 28627 48167 2.27% 0.214%
27 13.516 1940 1943 1946 rVB 66945 48475 2.28% 0.215%
28 13.633 1960 1963 1966 rBV 33302 31695 1.49% 0.141%
29 13.798 1989 1991 1995 rBV2 15749 22680 1.07% 0.101%

30 13.839 1995 1998 2009 rVB2 367656 470795 22.19% 2.088%

31 13.998 2017 2025 2028 rBV2 627245 731858 34.49% 3.245%
32 14.021 2028 2029 2035 rVB 150082 113412 5.34% 0.503%
33 14.104 2040 2043 2045 rVvVv 29260 25184 1.19% 0.112%
34 14.163 2048 2053 2059 rBV3 105017 131659 6.20% 0.584%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090619\
Data File : BF116857.D

Aca On : 6 Sep 2019 13:07

Operator : HP/JU

Sample = K4650-07

Misc :

ALS Vial : 6 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-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.468 2101 2105 2115 rBV2 142589 241173 11.36% 1.069%

36 14.774 2154 2157 2160 rBV 110317 101040 4.76% 0.448%
37 14.851 2167 2170 2173 rBV 24051 25630 1.21% 0.114%
38 15.039 2198 2202 2205 rBV 126060 184443 8.69% 0.818%
39 15.110 2210 2214 2217 rBV 137115 157294 7.41% 0.697%
40 15.145 2217 2220 2224 rVB2 39914 42556 2.01% 0.189%

41 15.339 2248 2253 2259 rVB 80527 121538 5.73% 0.539%
42 15.398 2259 2263 2269 rVB 98389 125579 5.92% 0.557%
43 15.462 2269 2274 2277 rBV 407453 527116 24.84% 2.337%
44 15.915 2347 2351 2356 rBVY 88540 120529 5.68% 0.534%

45 15.968 2357 2360 2366 rBV5 36146 71233 3.36% 0.316%
46 16.409 2430 2435 2442 rBV4 44117 98133 4.62% 0.435%
47 16.915 2516 2521 2528 rVB2 51688 103093 4 .86% 0.457%
48 16.998 2532 2535 2544 rVB8 26270 55571 2.62% 0.246%
49 17.098 2548 2552 2554 rBV4 18007 27813 1.31% 0.123%
50 17.351 2590 2595 2601 rBV 41419 78097 3.68% 0.346%
51 17.509 2618 2622 2628 rVB7 27329 62582 2.95% 0.278%
Sum of corrected areas: 22551262
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090619\
Data File : BF116857.D

Aca On : 6 Sep 2019 13:07

Operator : HP/JU

Sample = K4650-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF116857.D
6.62

2000000 6.48
5.47 700

1500000
7.40

1000000
12
6.85
500000

1L L ull

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF116857.D

2000000 12.94

1500000 10.67

1000000
9.88 11.36

500000 12.57

9.59 12.80
L 1 30 11.89 oo

13.17

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF116857.D

2000000

1500000

1000000

500000

16192010 17.357.51

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090619\
Data File : BF116857.D

Aca On : 6 Sep 2019 13:07

Operator : HP/JU

Sample = K4650-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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.

2.12 39.23 ng 889404 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 90
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 6 (2.122 min): BF116857.D (-3) (-) m/z 73.10 100.00%
73
5000 A
43 55 87 b
37 | 67 | 2.20 2.30 2.40 2.50
Ob et e el b e e m/z 87.10 27.75%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HRNURSE U U LU
43 2.20 2.30 2.40 2.50
55 87 m/z 43.00 27.37%
0|'2|?35||||||67||'8|0||||||
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 IR RS AN LU

220 2.30 2.40 2.50
5000 55 m/z 55.05 20.84%

J 79 ‘ 97 112 129
,,,,, R R R e EARREREREEE SR
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436. Pen

tane, 3-methoxy- R e RAmEE s
73 2.20 2.30 2.40 2.50

m/z 71.10 10.96%

5000
45
29 4
o 89 %S e 101

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2,20 2.30 2.40 2.50

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090619\
Data File : BF116857.D

Aca On : 6 Sep 2019 13:07

Operator : HP/JU

Sample = K4650-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.62 Concentration Rank 1

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

6.62 93.19 ng 2112770 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 771 (6.622 min): BF116857.D (-766) (-) m/z 132.00 100.00%
132
5000 68
0 s |l 77 6 % pmaas 620 64 650 685 700
o AL er L psus .~ m/z 68.00 39.51%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SRS SR
a1 o7 6.0 6.40 6.60 6.80 7.00
53 . 117 ‘ m/z 134.00 33.01%
0 ...‘|i"|. .'|.|'. |'.|'!|.I.II|'.8.‘8.I:‘|1.O§..|'| . I||I —
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 og 116 m/z 66.00 25.19%
I | .u“,.. . IﬂQ7 ‘ S - - ,.1??.
m/z--> 40 60 100 120 140 160 180
Abundance #14212 1,3-Cyclopentanedione, 2-chloro- e A R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.20%
5000
]
89 103
0 MM4mH ‘ ..,..95,... e S V| S —
m/z--> 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090619\
Data File : BF116857.D

Aca On : 6 Sep 2019 13:07

Operator : HP/JU

Sample = K4650-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 6
R.T. EstConc Area Relative to ISTD R.T.
11.89 6.59 ng 221859 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 25
Abundance Scan 1667 (11.892 min): BF116857.D (-1663) (-) m/z 73.00 100.00%
7B
43 60
5000 129
85
115 192 213 S EEREEEmE IS SRS SRS
”ﬂ 8 14337171 207 256 1160 11.80 12.00 12.20
el m/z 59.95 70.97%

I.I II
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
4 g0 73
5000 29

11.60 11.80 12.00 12.20

129 m/z 43.05 63.09%
85 8 115 213 256
o Ll 3 143157171185 199 7| 227239
REaEE man
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 78
43 RN R i e e e e
11.60 11.80 12.00 12.20
5000 129 m/z 57.00 54 .14%
185 228
g 115 | 143 171 ‘
o L AL M\ O Nl N R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 55.10 53.07%
5000 29
0 “ "‘I‘;" 'Hw e maa
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\HPCHEMI\BNA F\DATA\BF090619\
Data File : BF116857.D

Aca On : 6 Sep 2019 13:07

Operator : HP/JU

Sample = K4650-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.67 4.91 ng 165281 Phenanthrene-d10 11.36
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 90
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 30
Abundance Scan 1799 (12.669 min): BF116857.D (-1796) (-) m/z 73.00 100.00%
73
5000 129 kaMﬁkauh*wv
7
111
1431571715 202 e 284 12.40 12.60 12.80 13.00
0! m/z 43.05 76.55%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
3 U“N/
5000 129 I S S e m i e e e
nmnmnmnm
m/z 60.00 72 .85%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid

SN
w
~
w

12.40 12.60 12.80 13.00
5000] g 129 m/z 57.05 70.90%
3

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

Abundance #39472: n-Decanoic acid R man T
60 12.40 12.60 12.80 13.00
a1 m/z 55.05 66.81%
5000 129
2
87
‘ bl 1011\1\5 w e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090619\
Data File : BF116857.D

Aca On : 6 Sep 2019 13:07

Operator : HP/JU

Sample = K4650-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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.

13.84 12.87 ng 470795 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Cvclopentadecane 210 C15H30 000295-48-7 93
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93

Abundance Scan 1998 (13.839 min): BF116857.D (-1995) (-) m/z 57.05 100.00%

57 83

5000 4

-

13.60 13.80 14.00 14.20
m/z 83.10 85.59%

281
o 302

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
56 83

:

5000 LN B L L L B L L
13.60 13.80 14.00 14.20
29 m/z 43.10 83.15%
0 Lo 167182 210 238 264280
R RRARE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83
T
13.60 13.80 14.00 14.20
5000 m/z 69.05 76.77%
0 139 167182 210 238 266 204
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #69584: Cyclopentadecane T T

13.60 13.80 14.00 14.20
m/z 97.05 76.51%

5000

:

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20

8270-BF083019.M Mon Sep 09 14:58:45 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090619\
Data File : BF116857.D

Aca On : 6 Sep 2019 13:07

Operator : HP/JU

Sample = K4650-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Nonadecane, 9-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.16 3.60 ng 131659 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 90
2 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Hexacosane 366 C26H54 000630-01-3 83
5 2-methyloctacosane 408 C29H60 1000376-72-8 80
Abundance Scan 2053 (14.163 min): BF116857.D (-2048) (-) m/z 57.05 100.00%
q7
5000
3 141 183 215 244 13.80 14.00 14.20 14.40
I i m/z 71.10  94.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129502: Nonadecane, 9-methyl-
g7
85
5000 AU AT BN B
1380 14.00 14.20 14.40
140 m/z 85.05 75.00%
3 113 168
S 1 U015 e S = I /A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43
7 13.80 14.00 14.20 14.40
5000 m/z 43.10 67.92%
o ‘ 1 ‘ 127 155 183000 225 253 295 337
m/z--> 20 40 6|0 80 1(')0 120 140 1('30 180 200 220 240 260 280 300 320 340
Abundance #94346: Heptadecane LI L I B
57 1380 14.00 14.20 14.40
m/z 55.00 29.92%
85
5000
29
0 ‘ J\ | J 1]‘-3 I 141 169 197 240
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1380 14.00 14.20 14.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090619\
BF116857.D
6 Sep 2019 13:07
HP/JuU
K4650-07

6 Sample Multiplier: 1

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.

M

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 Octacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.47 6.59ng 241173 Chrysene-d12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octacosane 304 Co8H58 000630-02-4 90

2 2-methvltetracosane
3 Octadecane

4 Tetratetracontane

5 Triacontane

352 C25H52
254 C18H38
619 C44H90
422 C30H62

1000376-72-6 90
000593-45-3 89
007098-22-8 87
000638-68-6 87

Abundance Scan 2105 (14.468 min): BF116857.D (-2101) (-) m/z 57.00 100.00%
57
85
5000
113 T
0r——tpth m/z 71.10 90.69%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 LA L L L L L LB
14.20 14. 40 14. 60 14. 80
- m/z 85.05 73.37%
oL T 141 169 197 225 253 281 309 337 365 394
e B e o o i B o e e e LA B A i s o
m/z--> 50 100 150 200 250 300 350
Abundance #185534: 2-methyltetracosane
5[7
I AR EE RS R R R
14.20 14.40 14.60 14.80
5000 85 m/z 43.05 67.39%
29
oL ﬂ 141 169 197 225 253 309 337
I T —
m/z--> 50 150 200 250 300 350
Abundance #105886: Octadecane T O
57 14.20 14.40 14.60 14.80
m/z 55.05 30.55%
5000 85
29
oL Ll g | |11 169 107 505 254
L e e e LA e o e B L e e o o s e e S R N RARE SRR m e
m/z--> 50 100 150 200 250 300 350 14.20 14. 40 14. 60 14. 80

8270-BF083019.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090619\
Data File : BF116857.D

Aca On : 6 Sep 2019 13:07

Operator : HP/JU

Sample = K4650-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.77 3.83 ng 101040 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octacosane 394 C28H58 000630-02-4 80
3 Eicosane 282 C20H42 000112-95-8 64
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 64
5 Hentriacontane 437 C31H64 000630-04-6 62
Abundance Scan 2156 (14.768 min): BF116857.D (-2154) (-) m/z 57.05 100.00%
57
85
5000
0 ...],un"dlll SRSt o —— m/z 71.05 87.99%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L B SN B BULRLL B

14.40 14.60 14.80 15.00
m/z 85.10 69.86%

29 113
o I|J I ] L 141 (169 197 225 253 2%
SR I e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
b s e s Al
14.40 14.60 14.80 15.00
5000 o m/z 43.10 59.91%
29
oLl i Ly 113 141 160 197 225 253 281 309 337 365 394
e R N .
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane L BT o e
57 14.40 14.60 14.80 15.00
m/z 55.05 27 .20%
5000
85
29
o Ll L) A8 141 169 197 225 253 282
e R .
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF083019.M Mon Sep 09 14:58:46 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090619\
Data File : BF116857.D

Aca On : 6 Sep 2019 13:07

Operator : HP/JU

Sample = K4650-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.34 4.61 ng 121538 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolklfluoranthene 252 C20H12 000207-08-9 97
2 Benzolelpvrene 252 C20H12 000192-97-2 95
3 Pervlene 252 C20H12 000198-55-0 94
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 2253 (15.339 min): BF116857.D (-2248) (-) m/z 252.10 100.00%
252
5000
125 224 15.00 15.20 15.40 15.60
71 1 : : : :
o 42 87 139153 169183198 267282 /7 250.10 58 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104224: Benzo[k]fluoranthene
242
5000 L R AU B SR
15.00 15.20 15.40 15.60
126 m/z 253.10 20.96%
0 g7 12 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252
15.00 15.20 15.40 15.60
5000 m/z 125.00 15.98%
o 39 63 83 1;4 M 146 174 200 224 m
m/z--> 20 40 60 80 100 120 140 160 180 200 250 240 260 280
Abundance #104214: Perylene LI LI L B LR
252 15.00 15.20 15.40 15.60
m/z 251.10 11.58%
5000
125
oL17 39 62 83 99 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60

8270-BF083019.M Mon Sep 09 14:58:47 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090619\
Data File : BF116857.D

Aca On : 6 Sep 2019 13:07

Operator : HP/JU

Sample = K4650-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Hentriacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.92 4_.57 ng 120529 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2352 (15.921 min): BF116857.D (-2347) (-) m/z 57.10 100.00%
57
5000
13 15.60 15.80 16.00 16.20 |
155 183 225 : : : :
A l“‘-' e 223 2 m/z 71.05 88.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 LR DL BN BN B
15 60 15. 80 16. 00 16.20
113 m/z 85.05 63.45%
0 Ty A e 197 225 253 281 309 337 365 437
m/z--> 55 160 150 200 2%0 360 3%0 460 '
Abundance #194493: Hexacosane
57
15.60 15.80 16.00 16.20
5000 85 m/z 43.10 58.77%
29 113
oL, } Il | 777,241 169 197 225 253 295 323 367
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance #48854: Dodecane, 2-methyl- e A RERREEESE L
57 15.60 15.80 16.00 16.20
m/z 55.00 24 .36%
85
5000
29 141
RIPTNCN
OIIILIIII IIIII'J"'I""""I""I""I""I AR R A
m/z--> 50 m 150 200 250 300 350 400 15.60 15.80 16.00 16.20

8270-BF083019.M Mon Sep 09 14:58:47 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090619\
Data File : BF116857.D

Aca On : 6 Sep 2019 13:07

Operator : HP/JU

Sample = K4650-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 n-Tetracosanol-1 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.97 2.70 ng 71233 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 90
2 Carbonic acid. hexadecvl 2.2.2-t... 416 C19H35CI303 1000314-56-2 74
3 Carbonic acid. pentadecvl 2.2.2-... 402 C18H33CI1303 1000314-56-1 74
4 Octacosvl acetate 452 C30H6002 018206-97-8 74
5 Carbonic acid, heptadecyl isobut... 356 C22H4403 1000314-61-4 72
Abundance Scan 2360 (15.968 min): BF116857.D (-2357) (-) m/z 55.00 100.00%
97
1
5000

15.60 15.80 16.00 16.20

0 m/z 97.10 95.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
5000 4 |||||||||||||||||||

15.60 15.80 16.00 16.20
m/z 83.05 88.22%

167 195 222 250 280 308 336

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #217748: Carbonic acid, hexadecyl 2,2,2-trichloroethy! ester
55 83
B e R B AR
15.60 15.80 16.00 16.20
5000 111 m/z 43.10 80.07%
29
\ T 196 224
o .w..PHWHUW“.AH.JEHHEH.””.”.””.“w””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #212783: Carbonic acid, pentadecyl 2,2,2-trichloroethy! ester B e o N EEmes
o7 15.60 15.80 16.00 16.20
69 m/z 57.05 78 .05%
5000 43
125
182
2 IV
ol N e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15. 60 15. 80 16 00 16.20

8270-BF083019.M Mon Sep 09 14:58:48 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090619\
Data File : BF116857.D

Aca On : 6 Sep 2019 13:07

Operator : HP/JU

Sample = K4650-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 13 2-methylhexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.41 3.72 ng 98133 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvlhexacosane 380 C27H56 1000376-72-7 53
2 Tetrapentacontane 759 C54H110 005856-66-6 49
3 Tetracosane. 1l-decvl- 479 C34H70 055429-84-0 49
4 Docosane., 1l1l-decvl- 451 C32H66 055401-55-3 49
5 Tetratetracontane 619 C44H90 007098-22-8 49
Abundance Scan 2435 (16.409 min): BF116857.D (-2430) (-) m/z 57.00 100.00%
57
151
5000
7
189 LRI I B SUNRA
u ‘" 253 410 16.00 16.20 16.40 16.60 16.80
Of AL m/z 71.05 76.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #202663: 2-methylhexacosane
57
5000 UL B U I
16.00 16.20 16.40 16.60 16.80
99 m/z 85.10 65.04%
oL “d}?1183225267 337
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #243297: Tetrapentacontane
57
16.00 16.20 16.40 16.60 16.80
5000 m/z 151.10 60.02%
41
oL U }??225267309351393435477519561603645687 758
mz-> 0 50 160 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #232379: Tetracosane, 11-decyl-
57 16.00 16.20 16.40 16.60 16.80
m/z 43.05 50.11%
5000
99
o | ;141183225 295337378420
m/z-> 0 5'0 100 150 200 250 300 350 400 450 500 550 600 650 700 750 16.00 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090619\
Data File : BF116857.D

Aca On : 6 Sep 2019 13:07

Operator : HP/JU

Sample = K4650-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 14 unknownl17.00 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.00 2.11 ng 55571 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 49
2 Tetrapnentacontane 759 C54H110 005856-66-6 43
3 2-methvloctacosane 408 C29H60 1000376-72-8 38
4 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 38
5 2-methyltetracosane 352 C25H52 1000376-72-6 38
Abundance Scan 2535 (16.998 min): BF116857.D (-2532) (-) m/z 57.05 100.00%
57
5000
278
169211 LRI SR SN
i 16.60 16.80 17.00 17.20 17.40
Oprr U m/z 71.10 67 .60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester
48
5000 5 AR AR BRI B B
mmmmﬂmﬂmﬂm
m/z 43.05 53.01%
ol h125 1§2
m/z-> 0 50 160 150 200 250 300 3éo 460 4éo 560 séo 660 eéo 760 7%0
Abundance #243297: Tetrapentacontane
57
16,60 16.80 17.00 17.20 17.40
5000 m/z 85.00 52.70%
41
oL U }??225267309351393435477519561603645687 758
IIIII""IIIII "" A A D D D D D D D B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #215181: 2-methyloctacosane e o
57 16.60 16.80 17.00 17.20 17.40
m/z 278.10 29.40%
5000
99
obi Hdlfll83225267309 365
m/z-> 0 55 160 1%0 200 250 300 350 400 450 560 séo 660 eéo 760 7%0 16.60 16.80 17.00 17.20 17.40

8270-BF083019.M Mon Sep 09 14:58:48 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090619\
Data File : BF116857.D

Aca On : 6 Sep 2019 13:07

Operator : HP/JU

Sample = K4650-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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

Concentration Rank 14

Peak Number

15 unknownl7.51

R.T. EstConc Area Relative to ISTD R.T.
17.51 2.37 ng 62582 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4H-Pvran-3-carbonitrile. 5-amino... 302 C16H15FN203 1000258-94-1 9

2 6-Bromohexanoic acid. 2-methvloc... 316 C15H25Bro02 1000299-29-1 6
3 Pentanoic acid. 2-T(tert-butvildi... 360 C18H4003Si2 089682-23-5 2
4 1-T1-(4-Ethoxv-6-piperidin-1-vI-... 331 C15H21N702 1000300-82-4 1
5 Benzofuran, 7-(2,4-dinitrophenox... 388 C19H20N207 062059-48-7 1

Abundance Scan 2622 (17.509 min): BF116857.D (-2618) (-) m/z 43.00 100.00%
43
303
5000 277 414
329
| | ‘ 17.20 17.40 17.60 17.80
ob——A — m/z 81.10 95.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #146153: 4H-Pyran-3-carbonitrile, 5-aminocarbonyl-2-ethoxy....
43
207 273
5000 LA L L L L L L L L L
17.20 17.40 17.60 17.80
m/z 120.00 63.61%
04
m/z--> 50 100 150 200 250 300 350 400
Abundance #157743: 6-Bromohexanoic acid, 2-methyloct-5-yn-4-yl ester
9 107
140 17.20 17.40 17.60 17.80
0
5000 4 177 m/z 69.00 61.55%
273
o L,ﬁ.ﬂthl‘pl M. - A :.2?? =l ..H. o —
m/z--> 50 100 150 200 250 300 350 400
Abundance #190479: Pentanoic acid, 2-[(tert-butyldimethylsilyl)oxy]-... T
147 303 17.20 17.40 17.60 17.80
m/z 173.10 55.88%
275
5000 189
219
11
S - i O
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80

8270-BF083019.

M Mon Sep 09 14:58:49 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF090619\
Data File : BF116857.D

Acq On : 6 Sep 2019 13:07

Operator : HP/JU

Sample - K4650-07

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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... 2.12 39.2 ng 889404 1 6.85 453454 20.0
unknown6 .62 6.62 93.2 ng 2112770 1 6.85 453454 20.0
n-Hexadecanoic acid 11.89 6.6 ng 221859 4 11.36 673633 20.0
Octadecanoic acid 12.67 4.9 ng 165281 4 11.36 673633 20.0
Behenic alcohol 13.84 12.9 ng 470795 5 14.00 731858 20.0
Nonadecane, 9-met... 14.16 3.6 ng 131659 5 14.00 731858 20.0
Octacosane 14 .47 6.6 ng 241173 5 14.00 731858 20.0
Heneicosane 14.77 3.8 ng 101040 6 15.46 527116 20.0
Benzo[e]pyrene 15.34 4.6 ng 121538 6 15.46 527116 20.0
Hentriacontane 15.92 4.6 ng 120529 6 15.46 527116 20.0
n-Tetracosanol-1 15.97 2.7 ng 71233 6 15.46 527116 20.0
2-methylhexacosane 16.41 3.7 ng 98133 6 15.46 527116 20.0
unknownl17 .00 17.00 2.1 ng 55571 6 15.46 527116 20.0
unknownl7.51 17.51 2.4 ng 62582 6 15.46 527116 20.0
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