LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115629.D

Aca On 17 Jul 2019 18:30

Operator : HP/JU

Sample = K3835-05

Misc :

ALS Vial : 10 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-BF071219.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 2.234 16 25 39 rvB 717674 1023777 21.36% 2.249%
2 3.446 228 231 245 rBV 27149 62578 1.31% 0.137%
3 4.005 322 326 332 rVB 52310 66084 1.38% 0.145%
4 5.516 577 583 586 rBY 3871663 4515494 94.20% 9.920%
5 6.516 746 753 756 rBVY 4145975 4793763 100.00% 10.531%
6 6.657 771 777 780 rBVY 4312922 4747126 99.03% 10.428%
7 6.881 811 815 819 rBVY 1243136 1010045 21.07% 2.219%
8 7.040 837 842 845 rBVY 3643421 3373661 70.38% 7.411%
9 7.440 904 910 913 rBVY 2471100 2778136 57 .95% 6.103%
10 8.163 1028 1033 1036 rBv 1399772 1252233 26.12% 2.751%

11 9.234 1210 1215 1219 rBV 4440309 4668507 97.39% 10.256%
12 9.351 1230 1235 1244 rVB 242850 241757 5.04% 0.531%
13 9.622 1277 1281 1285 rBV 1211220 1043321 21.76% 2.292%
14 9.916 1326 1331 1334 rBV 1490334 1432588 29.88% 3.147%
15 10.504 1428 1431 1440 rBV 36208 65435 1.37% 0.144%

16 10.704 1459 1465 1468 rBV 2854988 2981036 62.19% 6.549%
17 11.398 1578 1583 1585 rBV 1468206 1412736 29.47% 3.103%
18 11.416 1585 1586 1589 rVB 96018 61213 1.28% 0.134%
19 11.657 1623 1627 1631 rBv4 32951 57606 1.20% 0.127%
20 11.922 1668 1672 1683 rVB 866899 847113 17.67% 1.861%

21 12.463 1756 1764 1774 rBv4 211098 596405 12.44% 1.310%
22 12.604 1785 1788 1791 rBV 189606 157721 3.29% 0.346%
23 12.639 1791 1794 1796 rVvV 95817 77515 1.62% 0.170%
24 12.704 1801 1805 1812 rBV2 371370 373309 7.79% 0.820%
25 12.833 1822 1827 1829 rBV 149160 138117 2.88% 0.303%

26 12.980 1847 1852 1855 rBV 4061950 3843913 80.19% 8.444%
27 13.210 1888 1891 1893 rBV 59998 64739 1.35% 0.142%
28 13.551 1946 1949 1958 rVB5 43175 76627 1.60% 0.168%
29 13.898 1999 2008 2023 rVV5 168117 450137 9.39%% 0.989%
30 14.027 2024 2030 2033 rVV 1078307 1043773 21.77% 2.293%

31 14.051 2033 2034 2042 rVB 82585 69218 1.44% 0.152%
32 14.498 2106 2110 2114 rBV 89116 82034 1.71% 0.180%
33 14.545 2114 2118 2125 rBVS8 42419 100104 2.09% 0.220%
34 14.804 2159 2162 2166 rVB 108378 100604 2.10% 0.221%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115629.D

Aca On 17 Jul 2019 18:30

Operator : HP/JU

Sample = K3835-05

Misc :

ALS Vial : 10 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-BF071219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.063 2202 2206 2215 rBV 69716 146158 3.05% 0.321%

36 15.145 2215 2220 2223 rBV 122284 145119 3.03% 0.319%
37 15.368 2254 2258 2264 rVB 41043 55271 1.15% 0.121%
38 15.427 2264 2268 2274 rBV 50658 63677 1.33% 0.140%
39 15.492 2274 2279 2283 rBV 724803 940175 19.61% 2.065%
40 15.521 2283 2284 2291 rVB 135321 135031 2.82% 0.297%

41 15.957 2354 2358 2363 rVB 101161 147037 3.07% 0.323%

42 16.080 2372 2379 2381 rBV7 30251 65057 1.36% 0.143%

43 16.463 2439 2444 2449 rBV 59728 104177 2.17% 0.229%

44 16.951 2523 2527 2535 rVB3 25044 49437 1.03% 0.109%

45 17.063 2542 2546 2553 rVB2 33213 61308 1.28% 0.135%
Sum of corrected areas: 45520872
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115629.D

Aca On 17 Jul 2019 18:30

Operator : HP/JU

Sample - K3835-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF115629.D
6.55,66

4000000 5.52
7.04

3000000
7.44

2000000

6.88

1000000 293

3.45 4,00 L L |

. S e £

f T 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: BF115629.D
9123 12.98

4000000

3000000 10.70

2000000

8.16 9.92 11.40
9.62

1000000 11.92

1 i 270
1050 || 1142 11 66 JEX94283 | 1351

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: BF115629.D

4000000

3000000

2000000

14.03
1000000 15.49

13. 14.80 4 52 15.
13.55 05 14485 1516614 185 36.08  16.46 16.9B.06

e e s SE VRS S NS s S :
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\BFO71719\
Data File : BF115629.D

Aca On 17 Jul 2019 18:30

Operator : HP/JU

Sample - K3835-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.M
Quant Title : 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.23 20.27 ng 1023780 1,4-Dichlorobenzene-d4 6.88
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 32
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17

Abundance Scan 24 (2.228 min): BF115629.D (-16) (-) m/z 72.95 100.00%
73
5000
43 - g7
37 | &7 81 2.20 2.30 2.40 2.50 2.60
Ot ot b ST 8 e M/Z 42.95  32.85%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 AN AR UL AR AN RS
43 O 2.20 2.30 2.40 2.50 2.60
07 87 m/z 87.10 24 .46%
0 "|"J””"??hhj'%?""|"§?H""|"J'|"'}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
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 23.31%
79 | 97 112 129
O'W'”'P'”I”'W'”'P" '”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 40 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- AR RN R AR
73 2.20 2.30 2.40 2.50 2.60

m/z 71.10 11.06%

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\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115629.D

Aca On 17 Jul 2019 18:30

Operator : HP/JU

Sample - K3835-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.M
Quant Title : 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 2 unknown6.66 Concentration Rank 1

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

6.66 94 .00 ng 4747130 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 37
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 777 (6.657 min): BF115629.D (-771) (-) m/z 132.00 100.00%
5000 68
6 rrTTTTTTTT T T T T T T T T
40 . 54 | 75 104 ‘ 6.40 6.60 6.80 7.00
o..,....,....,...::'!..7.,-:..??...'....,..?‘.7,..!.,.':..,.1.1.5.,....,"...,.. m/z 68.00 39.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 AT

6.40 6.60 6.80 7.00
m/z 134.00 33.77%

17w
M V100 . e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
T
6.40 6.60 6.80 7.00
5000 m/z 66.00 25.64%
104
66
o 14 27 37445158 T 1 8 o7 | 15
R aaa m T e R R L L e AR RARAS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e L R mam e
132 6.40 6.60 6.80 7.00
m/z 69.05 15.82%
117
5000
39 91
51
27 ‘ 105 ‘
PO AN 00 BN N O | OO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115629.D

Aca On 17 Jul 2019 18:30

Operator : HP/JU

Sample - K3835-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.M
Quant Title : 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 4 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 8

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

9.35 3.38 ng 241757 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 Acetamide. N-(2-hvdroxvphenvl)- 151 C8H9NO2 000614-80-2 59
3 Acetaminophen 151 C8H9NO2 000103-90-2 59
4 Pvridine., 2-butvl-. l-oxide 151 C9H13NO 031396-32-4 59
5 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 59

Abundance Scan 1235 (9.351 min): BF115629.D (-1230) (-) m/z 43.00 100.00%
43 109
151
5000
57 % 8 9.00 920 9.40 960
123 169 - - - -
0 ...,....',|:'.'.".|', Aol g b 123237 | 189 0 109.00  84.8%%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 BN SR
9.00 9.20 9.40 9.60
57 69 g5 . m/z 151.10 55.12%
1
SR O Y =0 W i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24886: Acetamide‘,b N-(2-hydroxyphenyl)-
109
9.00 920 9.40 960
5000 m/z 40.95 19.66%
43 80 151
27 |, 84 | o | 13
G R L S S WL B B S WY WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24781: Acetaminophen
109 9.00 9.20 9.40 9.60

m/z 69.00 17.15%
5000 151

43 30
15 27 | 5465 | 91 || 122135 |

Ol e e e o o b e

m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115629.D

Aca On 17 Jul 2019 18:30

Operator : HP/JU

Sample - K3835-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.M
Quant Title : 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 5 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.92 11.99 ng 847113 Phenanthrene-d10 11.40
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 18
Abundance Scan 1672 (11.922 min): BF115629.D (-1668) (-) m/z 72.95 100.00%
7
43 60
5000 129
7 213 RN L N N A
I i J{ 01115 | |,4157171185 0 17,0 256 11.60 11.80 12.00 12.20
o.n,n.wJJ-. m/z 60.00 79.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 UL A SRS B SR

11. 60 11. 80 12. 00 12 20

m/z 43.00 74 .83%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 60 73
RN AR RERRS
11.60 11.80 12.00 12.20
5000 m/z 57.00 61.83%
29
129
“ T? o1 115 ‘ 71 214
\»»\HM\
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 59.92%
5000 129
29
199
143157171185 242
15 | J
Ol

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\BFO71719\
Data File : BF115629.D

Aca On 17 Jul 2019 18:30

Operator : HP/JU

Sample - K3835-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.M
Quant Title : 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 6 n-Nonadecanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.46 8.44 ng 596405 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 n-Heptadecanol-1 256 C17H360 001454-85-9 95
3 l1-Hexadecanol 242 C16H340 036653-82-4 93
4 Cvclotridecane 182 C13H26 000295-02-3 92
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 91

Abundance Scan 1764 (12.463 min): BF115629.D (-1756) (-) m/z 83.00 100.00%

5000

3

125 L L L L B

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #131391: n-Nonadecanol-1
97

-

12.20 12,40 12.60 12.80
125 m/z 69.00 86.36%

5000

N 139154168182196210223238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107662: n-Heptadecanol-1
55 83
T T

97

12.20 12.40 12.60 12.80
m/z 43.00 82.13%

5000

125

o 139154168182196210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95987: 1-Hexadecanol R e
55 69 83 12.20 12.40 12.60 12.80
4 97 m/z 97.05 78.36%

5000

125

3

140154168 196 224
B e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115629.D

Aca On 17 Jul 2019 18:30

Operator : HP/JU

Sample - K3835-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.M
Quant Title : 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 7 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.70 5.28 ng 373309 Phenanthrene-d10 11.40
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 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
Abundance Scan 1804 (12.698 min): BF115629.D (-1801) (-) m/z 72.95 100.00%
43 57 73
5000 129
143157171 12.40 12.60 12.80 13.00
Ot m/z 43.00 96.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
5000 129 IR AU BN U
12.40 12.60 12.80 13.00
m/z 60.00 84 .88%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
78
43 IR AR BN R
12.40 12.60 12.80 13.00
5000 m/z 57.00 84 .02%
29
oL15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid R S L
43 oo 78 12.40 12.60 12.80 13.00
m/z 55.00 70.69%
129
5000 29
3
(o} AN,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 12%0 1280 1350
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115629.D

Aca On 17 Jul 2019 18:30

Operator : HP/JU

Sample - K3835-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.M
Quant Title : 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 8 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.90 8.63 ng 450137 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 95
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 2008 (13.898 min): BF115629.D (-1999) (-) m/z 83.00 100.00%

4
5000
e MO . 1260 1280 14100 120

ol L m/z 57.05 92.17%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
56 83

:

13!60 13.I80 14.IOO 14.I20
m/z 55.00 90.51%

5000

29

o 167182 210 238 266 294

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

:

13.60 13.80 14.00 14.20
m/z 43.00 86.82%

5000
29
ol 167182 210 238 264280 308
 RARARRZEARELY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1 R B B
55 83 13.60 13.80 14.00 14.20
m/z 69.05 86.62%
5000
29
0 I il 182 210 238 266
 RARAERaEARESY R a
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115629.D

Aca On 17 Jul 2019 18:30

Operator : HP/JU

Sample - K3835-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.M
Quant Title : 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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.80 2.14 ng 100604 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 91
Abundance Scan 2161 (14.798 min): BF115629.D (-2159) (-) 57.00 100.00%
57
85
5000 {/\\
127 14.40 14.60 14.80 15. o'o' 15.20
155 187 221 256 326
I | II"J',---.-~.,-.,.??1.,..~..,....,... m/z 71.05 6.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane JMLJ
57
85 \/\
5000 AT DR DR D B
mmmmmmmmmm
m/z 85.00 62.23%
29
oL L. I J / J1§1I169 197 225 253 296
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane
57
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 43.00 57.49%
118 141
o2 [ | 47,169 197 225 253 281 309 337 365 393 422
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance #215181: 2-methyloctacosane A aa e
57 14.40 14.60 14.80 15.00 15.20
m/z 99.10 21.52%
5000 85
113
o 2, ‘ 177,241 169 197 225 267 295 365 393
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3%0 4(|)O 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115629.D

Aca On 17 Jul 2019 18:30

Operator : HP/JU

Sample - K3835-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.M
Quant Title : 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 10 Benz[e]acephenanthrylene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.06 3.11 ng 146158 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
2 Benzoli1fluoranthene 252 C20H12 000205-82-3 94
3 Benzolelpvrene 252 C20H12 000192-97-2 93
4 Benzolklfluoranthene 252 C20H12 000207-08-9 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 2206 (15.063 min): BF115629.D (-2202) (-) m/z 252.10 100.00%
252
5000
% 8 & 112126 51 177 200 224 - 14.80 15.00 15.20 15.40
o} m/z 250.00 23 .55%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104228: Benz[e]acephenanthrylene
282
5000
14.80 15.00 15.20 15.40
126 m/z 253.10 20.87%
ol 2530 63 & Y| 150 174 200 22473
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104223: Benzo[j]fluoranthene
252
14.80 15.00 15.20 15.40
5000 m/z 126.00 14 _.37%
126
oL 39 e 87 Y| 150 174 200 224
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252 14.80 15.00 15.20 15.40
m/z 125.00 10.35%
5000
0 39 63 83 114 M 146 174 200 224 m
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14,80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115629.D

Aca On 17 Jul 2019 18:30

Operator : HP/JU

Sample - K3835-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.M
Quant Title : 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 11 Nonadecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.15  3.09 ng 145119 perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Nonadecane 268 Cl1OH40 000629-92-5 93

2 Hexacosane

3 Octacosane

4 2-methvloctacosane
5 Heneicosane

C26H54
C28H58
C29H60
C21H44

000630-01-3 91
000630-02-4 91
1000376-72-8 90
000629-94-7 90

Abundance Scan 2221 (15.151 min): BF115629.D (-2215) (-) m/z 57.00 100.00%
57
85
5000
141 169 91211 239 268 14.80 15.00 15.20 15.40
ob—— m/z 71.05 87 .04%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 ||||||||||||||||||||
14.80 15.00 15.20 15.40
m/z 85.05 65.93%
29 113
o .l , bl || ,I 11“11 169 197 225 268
e ; A e e i B B B B B
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
5
e AR RS
14.80 15.00 15.20 15.40
5000 85 m/z 43.00 53.19%
29
oL w j H1}341?1 169 197 225 253 295 323 367
—rt LA S
m/z--> 50 100 150 200 250 300 350
Abundance #209565:; Octacosane O B e S
5 14.80 15.00 15.20 15.40
m/z 55.00 26.44%
5000 85
29 113 141
0 LI, ﬂ 169 197 225 253 281 309 337 365 394
g .. .., T e
m/z--> 50 100 150 200 250 300 350 1480 1500 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115629.D

Aca On 17 Jul 2019 18:30

Operator : HP/JU

Sample - K3835-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219.M
Quant Title : 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 12 Hentriacontane Concentration Rank 9

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

15.96 3.13 ng 147037 Perylene-d12 15.49

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Octadecane 254 C18H38 000593-45-3 91

Abundance Scan 2359 (15.963 min): BF115629.D (-2354) (-) m/z 57.00 100.00%
57
85
5000
s Al -
II (141169 207 253 15.60 15.80 16.00 16.20
o..-.,....,.... e e 28 || M/Z 71.05  80.12%
miz--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 LA L L L L L B
15.60 15.80 16.00 16.20
113 m/z 85.05 63.32%
o I Il |y, 24 169 197 225 253 281 309 337 365 437
e e e e B [ e e e R
miz--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
B Sl
15.60 15.80 16.00 16.20
5000 85 m/z 43.00 57.66%
113
o2, Il 177,241 169 197 225 267 295 365 393
e e T e e e e
miz--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane R e B B BRI
57 15.60 15.80 16.00 16.20
m/z 55.00 24 _25%
5000 85
29
ol L LU | 113 141 169 197 225 253 281 309 337 365 394
i T T S e B
miz--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO71719\
Data File : BF115629.D

Acq On 17 Jul 2019 18:30

Operator : HP/JU

Sample - K3835-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.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... 2.23 20.3 ng 1023780 1 6.88 1010050 20.0
unknown6 .66 6.66 94.0 ng 4747130 1 6.88 1010050 20.0
2,4,7,9-Tetrameth. .. 9.35 3.4 ng 241757 3 9.91 1432590 20.0
n-Hexadecanoic acid 11.92 12.0 ng 847113 4 11.40 1412740 20.0
n-Nonadecanol-1 12.46 8.4 ng 596405 4 11.40 1412740 20.0
Octadecanoic acid 12.70 5.3 ng 373309 4 11.40 1412740 20.0
1-Heneicosanol 13.90 8.6 ng 450137 5 14.03 1043770 20.0
Heneicosane 14 .80 2.1 ng 100604 6 15.49 940175 20.0
Benz[e]acephenant... 15.06 3.1 ng 146158 6 15.49 940175 20.0
Nonadecane 15.15 3.1 ng 145119 6 15.49 940175 20.0
Hentriacontane 15.96 3.1 ng 147037 6 15.49 940175 20.0
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