LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118708.D

Aca On : 25 Jan 2020 4:02

Operator : CG/JU

Sample : L1241-08

Misc :

ALS Vial : 26 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-BF012020.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 2.146 4 10 18 rVB 1020888 1388252 30.37% 3.476%
2 5.081 501 509 516 rVB2 52698 79769 1.74% 0.200%
3 5.386 554 561 570 rBV 81692 117557 2.57% 0.294%
4 5.486 573 578 581 rBVY 4292245 4062873 88.88% 10.172%
5 6.492 743 749 759 rBVY 3754668 4219476 92.30% 10.564%
6 6.751 789 793 797 rVB 158905 128400 2.81% 0.321%
7 6.863 808 812 816 rVB 1632072 1325320 28.99% 3.318%
8 7.022 835 839 842 rBVY 4249442 3525996 77.13% 8.828%
9 7.422 902 907 910 rBVY 2912016 2631055 57 .55% 6.587%
10 8.145 1026 1030 1033 rBvV 2090882 1710506 37.42% 4.282%

11 9.216 1208 1212 1216 rBV 4898606 4571397 100.00% 11.445%
12 9.610 1275 1279 1282 rBV 702461 589598 12.90% 1.476%
13 9.898 1324 1328 1332 rBV 2404041 1974014 43.18% 4.942%
14 10.680 1457 1461 1465 rBV 3147868 2957069 64.69% 7.403%
15 10.774 1473 1477 1480 rVB 108992 88275 1.93% 0.221%

16 11.339 1570 1573 1576 rBV 70394 58338 1.28% 0.146%
17 11.380 1576 1580 1584 rBV 2087530 1728282 37.81% 4.327%
18 11.868 1660 1663 1667 rBV 207335 225447 4._.93% 0.564%
19 11.904 1667 1669 1687 rVB 382538 450407 9.85% 1.128%
20 12.692 1799 1803 1811 rVB5 52346 72982 1.60% 0.183%

21 12.857 1825 1831 1838 rBV3 73440 121727 2.66% 0.305%
22 12.962 1845 1849 1852 rBV 3812617 3260562 71.33% 8.163%
23 13.439 1922 1930 1935 rBV6 36848 58442 1.28% 0.146%
24 13.539 1941 1947 1949 rBV2 57859 56202 1.23% 0.141%
25 13.857 1997 2001 2011 rBV2 287926 380417 8.32% 0.952%

26 14.015 2023 2028 2032 rBV 1538578 1437659 31.45% 3.599%
27 14.180 2053 2056 2059 rBvV 102256 94853 2.07% 0.237%
28 14.486 2104 2108 2114 rBV 126358 129714 2.84% 0.325%
29 14.792 2157 2160 2164 rVB 130639 125694 2.75% 0.315%
30 14.868 2169 2173 2178 rVB 64177 66990 1.47% 0.168%

31 15.127 2213 2217 2222 rBV 119571 145776 3.19% 0.365%
32 15.474 2271 2276 2280 rBV 1324950 1706456 37.33% 4.272%
33 15.509 2280 2282 2287 rVB 119681 142808 3.12% 0.358%
34 15.945 2351 2356 2362 rBV 88046 141709 3.10% 0.355%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118708.D

Aca On : 25 Jan 2020 4:02

Operator : CG/JU

Sample : L1241-08

Misc :

ALS Vial : 26 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
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.450 2437 2442 2449 rBvV4 59253 107465 2.35% 0.269%

36 17.050 2540 2544 2551 rVB4 31390 61269 1.34% 0.153%

Sum of corrected areas: 39942756
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118708.D

Aca On : 25 Jan 2020 4:02

Operator : CG/JU

Sample : L1241-08

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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: BF118708.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118708.D

Aca On : 25 Jan 2020 4:02

Operator : CG/JU

Sample : L1241-08

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 2

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

2.15 20.95 ng 1388250 1,4-Dichlorobenzene-d4 6.86
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

1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 11 (2.151 min): BF118708.D (-4) (-) m/z 73.10 100.00%
7B
5000 /\
43 55 87 N —
| 65 220 2.30 2.40 2.50 2.60
O”I””P'”P”Jlmﬂ'”W”'JJ”I””P'”P”W'”W”'W””I”“P" m/z 43.00 31.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4492: Butane, 2-methoxy-2-methyl- J\
73
5000 RN R R U UL U
55 2.20 2.30 2.40 2.50 2.60
87 m/z 87.10 26 .89%
0"I”"P'Jwﬁ"JL'MW"'Wq?”itl”l'”'I”'}R%'W"'W"'W"”I"”I'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
87 AN R R U UL U
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 55.05 23.09%
29
o 65 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether AR R R aas man s
73 220 2.30 2.40 2.50 2.60
m/z 41.05 10.97%
5000
45 59
ol 15 29 7] . 87 103 130 147
LA AR AR NI S IR LR AR IR RN LRSS BARAS SRS RSN AR SR

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118708.D

Aca On : 25 Jan 2020 4:02

Operator : CG/JU

Sample : L1241-08

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 cis-9-Hexadecenoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.87 2.61 ng 225447 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 94
2 Palmitoleic acid 254 C16H3002 000373-49-9 81
3 Hexadecenoic acid. Z-11- 254 C16H3002 002416-20-8 81
4 13-Borabicvclol7.3.01tridecane. ... 236 C15H29B0O 1000156-41-7 70
5 Oxacyclotetradecane-2,11-dione, ... 240 C14H2403 074685-36-2 58

Abundance Scan 1663 (11.868 min): BF118708.D (-1660) (-) m/z 55.05 100.00%
110
123 11.60 11.80 12.00 12.20
137 152 194 236
o 165179 124207 m/z 69.10  60.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105678: cis-9-Hexadecenoic acid
55
41 69
5000 83 R SR BUCILN UL B
11. 60 11. 80 12. oo 12 20
m/z 41.05 56.75%
oo 2, ,\H\ h L H ‘H \\ m \Hm AT 152165170 194207 221 2% 254
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
55 &9
83 11,60 11.80 12.00 12.20
5000 97 m/z 83.10 37.38%
ab 111 236
o 134137 152165179192 207221 254
m/z--> ﬁo Jo éo 85 160 150 150 160 180 200 250 250
Abundance #105682: Hexadecenoic acid, Z-11- AR R S
41 55 11.60 11.80 12.00 12.20
m/z 97.10 32.45%
B 69 ,_JJ[L\M
111 236
o...,....,.‘..‘m ‘H\ HMH \\M‘ Ly 3810165170192 218 T 254 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118708.D

Aca On : 25 Jan 2020 4:02

Operator : CG/JU

Sample : L1241-08

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.90 5.21 ng 450407 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 30
Abundance Scan 1668 (11.898 min): BF118708.D (-1667) (-) m/z 73.00 100.00%
43 g0 73
5000
129 A
7 213 I I e S
01115 | 1431571711854 o35 256 11,60 11.80 12.00 12.20
0 m/z 43.00 90.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
11.60 11.80 12.00 12.20
m/ 60.00 85.06%
7Ji 143157171185, 213 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11'60 11.80 12.00 12.20
5000 129 m/z 41.00 73.30%
29 a7
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo 65 éo 160 150 150 160 180 200 220 250 2éo
Abundance #72646: Tridecanoic acid e R an meE e
43 60 78 11.60 11.80 12.00 12.20
m/z 57.10 72.06%
5000 - e
T? 01115 ‘ 71 214
0---|----‘|‘-‘--”-” -”H ‘|U--:h---‘-|----]]4:3-:-'--57--‘--|-‘--1-98---‘- IBEEENEREREE N L I
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\BF012420\
Data File : BF118708.D

Aca On : 25 Jan 2020 4:02

Operator : CG/JU

Sample : L1241-08

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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.
13.86 5.29 ng 380417 Chrysene-di12 14.02
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 1-Heptacosanol 396 C27H560 002004-39-9 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91

Abundance Scan 2002 (13.862 min): BF118708.D (-1997) (-) m/z 57.05 100.00%

57

83

5000

85

13.60 13.80 14.00 14.20

139 167 197 231 280

0! m/z 43.05 81.49%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 TT T[T T T T[T T rrrrrrr1
13. 60 13. 80 14. 00 14. 20
29 m/z 83.10 67.67%
— — — T T
m/z--> 50 250 300 350
Abundance
55 83
_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_ﬁ
13.60 13.80 14.00 14.20
5000 11 m/z 71.10 64.79%
29 139
0 167 196 224 252 280 308
B LI B o e e I e L BRI B A o e
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol TR T T e
57 7 13.60 13.80 14.00 14.20
m/z 55.00 63.26%
5000
125
29
ol ’ | L L1534181 209 236 264 292 320 350 378
i : I e e e B B i B B S R
m/z--> 50 100 150 200 250 300 350 13. 60 13. 80 14. 00 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF012420\
Data File : BF118708.D

Acq On = 25 Jan 2020 4:02

Operator : CG/JU

Sample : L1241-08

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 2.15 20.9 ng 1388250 1 6.86 1325320 20.0
cis-9-Hexadecenoi... 11.87 2.6 ng 225447 4 11.38 1728280 20.0
n-Hexadecanoic acid 11.90 5.2 ng 450407 4 11.38 1728280 20.0
1-Heneicosanol 13.86 5.3 ng 380417 5 14.02 1437660 20.0
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