LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118127.D

Aca On : 7 Dec 2019 14:21

Operator :© JU

Sample : K6177-01

Misc :

ALS Vial : 8 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-BF120619 .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 252014 315741 8.33% 1.047%
2 5.075 503 508 519 rVB 383907 456049 12.04% 1.512%
3 5.481 572 577 580 rBY 2539618 2311231 61.01% 7.664%
4 6.492 744 749 752 rBV 2354601 2469122 65.17% 8.188%
5 6.634 769 773 776 rBVY 2869697 2639669 69.68% 8.753%
6 6.863 809 812 816 rBV 829761 698382 18.43% 2.316%
7 7.022 835 839 842 rBVY 2570549 2069743 54.63% 6.864%
8 7.428 903 908 911 rBY 1706676 1521091 40.15% 5.044%
9 8.151 1027 1031 1047 rBV 1057291 916165 24.18% 3.038%
10 9.233 1210 1215 1218 rBV 3494536 3167832 83.62% 10.505%

11 9.622 1278 1281 1291 rBV 223287 217026 5.73% 0.720%
12 9.916 1327 1331 1334 rBV 1190321 1082684 28.58% 3.590%
13 10.704 1461 1465 1482 rVB 2368243 2111649 55.74% 7.002%
14 11.404 1580 1584 1592 rBV 1363986 1192174 31.47% 3.953%
15 11.927 1669 1673 1682 rBV 150506 166889 4.41% 0.553%

16 12.716 1803 1807 1811 rBV2 37353 44337 1.17% 0.147%
17 12.998 1850 1855 1858 rBV 4395798 3788457 100.00% 12.563%
18 13.563 1946 1951 1954 rBV2 44976 52326 1.38% 0.174%

19 13.886 2002 2006 2018 rBV 533211 635811 16.78% 2.108%
20 14.057 2031 2035 2041 rBV 1111550 1028395 27.15% 3.410%

21 14.215 2057 2062 2069 rBV 149186 160740 4.24% 0.533%
22 14.521 2109 2114 2122 rBV2 266221 327543 8.65% 1.086%
23 14.827 2161 2166 2175 rBV 302315 355268 9.38% 1.178%
24 15.174 2220 2225 2237 rBV 324186 411375 10.86% 1.364%
25 15.545 2282 2288 2304 rBV2 689939 1296627 34.23% 4 _300%

26 16.009 2361 2367 2373 rBV 220427 347667 9.18% 1.153%

27 16.062 2373 2376 2385 rVB3 43078 88813 2.34% 0.295%

28 16.533 2449 2456 2463 rBvV2 106973 207888 5.49% 0.689%

29 17.133 2554 2558 2567 rVB3 37784 75037 1.98% 0.249%
Sum of corrected areas: 30155731
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\

BF118127.D
7 Dec 2019 14:21
Ju
K6177-01
8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF120619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF118127.D

6.63

5.48 7.02

6.49

6.86
5.07

7.43

0
Time-->

4.50 5.00

Abundance

4000000

3000000

2000000

1000000

TIC: BF118127.D

9.23

10.70

.92 11.40
8.15 i

9.62
A

11.93 12.72

0
Time-->

12.50

11.50

12.00

9.50 10.00 10.50 11.00

13.00

Abundance

4000000

3000000

2000000

1000000

13.

TIC: BF118127.D

15.54

15.17

56 17.13

Time-->

13.50

T
18.00

17.00 17.50

I T
14.00 14.50 15.00 15.50 16.00 16.50

18.50

8270-BF120619.

M Mon Dec 09 16:35:05 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118127.D

Aca On : 7 Dec 2019 14:21

Operator :© JU

Sample : K6177-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 5

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

2.12 9.04 ng 315741 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 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 6 (2.122 min): BF118127.D (-3) (-) m/z 73.05 100.00%
7B
5000
43 - 87
220 2.30 2.40 2.50
0"I""I'"'I""Illl'l"l"""'I'"'Il""'l""I'"'I""I""I""I""I""I"' m/z 43.10 33.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 IRERARSE AR AR RS
43 2.20 2.30 2.40 2.50
55 87 m/z 87.10 27.82%
29
A A A SR A S AN AR N LARAN LARA) SRS LARANAARAN AL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7B
87 HRNURSE U U U
2.20 2.30 2.40 2.50
5000 41 55 m/z 55.10 24 .71%
29 ‘
L, \\ loesl|l | o7 112 10

Ot e T e e e e e T
mz-> 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 R e R m
3 2.20 2.30 2.40 2.50
m/z 71.05 10.96%

5000

45 59
29
15 Al \ 87 103 130 147

L . A,

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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118127.D

Aca On : 7 Dec 2019 14:21

Operator :© JU

Sample : K6177-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.07 13.06 ng 456049 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 507 (5.069 min): BF118127.D (-503) (-) m/z 43.00 100.00%
a3
59
5000
101 S i U
480 500 520 5.40
83
o...,....,....,....',':...?.1.~:Ii...‘??....,.~...,...:,....,....,....,....,...., m/z 59.00 60.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 R L LS UL UL
59 480 500 520 540
m/z 101.00 23.28%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.00 15.84%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime R e R ma
43 4.80 500 520 5.40
m/z 41.10 9.44%
5000
101
15 58
28 L 69 84 |
S ) R R SN RN ARAR RRARA RAREA RARAN AARAN AALA RALRS SRS RARRY RN LS IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118127.D

Aca On : 7 Dec 2019 14:21

Operator :© JU

Sample : K6177-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 3 unknown6.63 Concentration Rank 1

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

6.63 75.59 ng 2639670 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
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 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 772 (6.628 min): BF118127.D (-769) (-) m/z 132.00 100.00%
5000 68
PR | D 520 om0 b0 680 705
01 e m/z 68.10 38.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 I LRI RN IR L
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 31.41%
01 U DA UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 25.42%
N PO T IIﬂQ7 ‘ S 188 189
m/z--> 20 40 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dim9thy|' LI N L L L L
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.72%
117
5000
39 91
A A W W
0 |‘||| II\I\I l:::‘::ﬁ: ||||‘|l‘| —— —— —— S I N I S ——
m/z--> 20 Jo 6 80 160 120 140 160 180 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118127.D

Aca On : 7 Dec 2019 14:21

Operator :© JU

Sample : K6177-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.93 2.80 ng 166889 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Oxalic acid, cyclobutyl hexadecy... 368 C22H4004 1000309-70-6 18
Abundance Scan 1673 (11.927 min): BF118127.D (-1669) (-) m/z 73.00 100.00%
73
43 60
5000 129
213 NI B~
143157171185 o0 11.60 11.80 12.00 12.20
0 m/z 60.00 76.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 ““TTTﬂﬂ*ﬂHr*r}t?*44;ﬁ“W“P*?
11.60 11.80 12.00 12.20
m/z 43.05 71.40%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 1160 11.80 12.00 12.20
5000 29 129 m/z 41.10 69.37%
143157 214
ol bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid R e
60 73 11.60 11.80 12.00 12.20
43 m/z 55.05 65.64%
5000 129
29
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11)60 11)80 12!00 12fzo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118127.D

Aca On : 7 Dec 2019 14:21

Operator :© JU

Sample : K6177-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.89 12.37 ng 635811 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93

Abundance Scan 2007 (13.892 min): BF118127.D (-2002) (-) 57.05 100.00%

5000

nn

13.60 13.80 14.00 14.20
o’ m/z 43.10 77.92%

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

5000
13.60 13.80 14.00 14.20
m/z 55.00 77.36%

29

o 167182 210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1

13.60 13.80 14.00 14.20
m/z 83.10 77.12%

5000

29
Obrerrel b 182 210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol SO UMY IS AU . N -
55 83 13. 60 13. 80 14. 00 14. 20
m/z 97.10 71.30%
5000
29 139 6
ol 167182 210 238 264280 308
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\BF120719\
Data File : BF118127.D

Aca On : 7 Dec 2019 14:21

Operator :© JU

Sample : K6177-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .22 3.13 ng 160740 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2063 (14.221 min): BF118127.D (-2057) (-) m/z 57.10 100.00%
57
85
5000
1l 141 169 14.00 14.20 14.40 14.60
o Ay 208 8 m/z 71.10 79.81%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85

14.00 14.20 14.40 14.60
m/z 43.00 68.11%

29 113
ol |y |, 141,169 107 225 253 205 323 367
e f T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
R A RRE R E e e
85 14.00 14.20 14.40 14.60
5000 m/z 85.05 67.21%
29 113
oL L by J | 141 169 197 225 253 296
e I e B e e e IR A e e e o e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 14.00 14.20 14.40 14.60
m/z 55.00 33.47%
5000 85
113
N T 4 169 197 225 267 295 365 393
e IR e e o e e e IR A e B e e N B L e
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118127.D

Aca On : 7 Dec 2019 14:21

Operator :© JU

Sample : K6177-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Sulfurous acid, dodecyl 2-p... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.52 6.37 ng 327543 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 91
2 Tritetracontane 605 C43H88 007098-21-7 90
3 Methoxvacetic acid. 4-hexadecvl ... 314 C19H3803 1000282-99-0 90
4 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 90
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 87
Abundance Scan 2114 (14.521 min): BF118127.D (-2109) (-) m/z 57.05 100.00%
57
5000
97
27 14.20 14.40 14.60 14.80
169
Obrrh; ...J!Jll.ﬂ.e,x....???..ﬁ‘??. e || M/z 71.05  75.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #137569: Sulfurous acid, dodecyl 2-propyl ester
43
5000
85 14.20 14.40 14.60 14.80
m/z 43.10 67.28%
ob1 ¥ 125 169 203233
m/z--> 50 160 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57
1420 14.40 14.60 14.80
5000 m/z 85.10 61.66%
97
o | 127 169 211 253 295 337 379 421 463 505 547 604
m/z--> 50 100 1%0 200 250 300 350 400 450 500 550 600
Abundance #156549: Methoxyacetic acid, 4-hexadecyl ester
57 14.20 14.40 14.60 14.80
m/z 55.00 34.90%
5000
225
AL J.l.\..l‘.”.%?% Ll =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118127.D

Aca On : 7 Dec 2019 14:21

Operator :© JU

Sample : K6177-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 7
R.T. EstConc Area Relative to ISTD R.T.
15.17 6.35 ng 411375 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2224 (15.168 min): BF118127.D (-2220) (-) m/z 57.10 100.00%
57
5000 85
| T “113 141 183 211 23 267 14.80 15.00 15.20 15.40
L A AP T m/z 71.10 72 .35%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
g7
85
5000
14.80 15.00 15.20 15.40
m/z 43.05 61.16%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
g7
14.80 15.00 15.20 1540
5000 85 m/z 85.10 49_.23%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl-
57 14.80 15.00 15.20 15.40
m/z 41.05 24 .25%
5000 85
ol 3| M3 141 169 197 239 267 294 323 352
m/z--> 50 100 150 200 250 300 350 ' 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118127.D

Aca On : 7 Dec 2019 14:21

Operator :© JU

Sample : K6177-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Heptadecane, 9-octyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.01 5.36 ng 347667 Perylene-di12 15.54
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 Heneicosane 296 C21H44 000629-94-7 90
4 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2367 (16.009 min): BF118127.D (-2361) (-) m/z 57.10 100.00%
57
85
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
141 183 15.60 15.80 16.00 16.20 16.40
ol | , A l| 11.'1. Ly 22228281 m/z 71.05 71.96%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85
15.60 15.80 16.00 16.20 16.40
113 m/z 85.10 59.84%
o 200 || |10, 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl-
57
15.60 15.80 16.00 16.20 16.40
5000 85 m/z 43.05 56.79%
ol 3t L) 13 141 169 197 29 267 294 323 352
m/z--> 50 100 1éo 200 250 300 350 '
Abundance #141426: Heneicosane T T
57 15.60 15.80 16.00 16.20 16.40
m/z 54.95 24 .09%
85
B M—/
29 113
oL L L L 1y 140 160 197 225 253 206
m/z--> 50 100 150 200 250 300 350 ' 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120719\
Data File : BF118127.D

Aca On : 7 Dec 2019 14:21

Operator :© JU

Sample : K6177-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Hexadecane, 1l-i1odo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.53 3.21 ng 207888 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexadecane. l-iodo- 352 C16H331 000544-77-4 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2455 (16.527 min): BF118127.D (-2449) (-) m/z 57.05 100.00%
7
85
5000
NSRS
141 16.20 16.40 16.60 16.80
183
o “1“ degEa e+ m/z 71.05 78.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 AR DA T
16,20 16.40 16.60 16.80
m/z 43.10 60.56%
113 141
NEIREE J 1 1169 197 225 253 281 309 337 365 393 422
L S UL B L ARSI UL SRR SURL L SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
16.20 16.40 16.60 16.80
5000 85 m/z 85.05 56.79%
113
N LT, 241 169 197 225 267 295 365 393
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #209565: Octacosane o e e
57 16.20 16.40 16.60 16.80
m/z 41.00 24 .24%
5000 85
29 13 441
oL, Ly 4T 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 260 250 300 350 400 1620 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120719\
Data File : BF118127.D

Acq On : 7 Dec 2019 14:21

Operator : JU

Sample : K6177-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619_.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 9.0 ng 315741 1 6.86 698382 20.0
2-Pentanone, 4-hy... 5.07 13.1 ng 456049 1 6.86 698382 20.0
unknown6.63 6.63 75.6 ng 2639670 1 6.86 698382 20.0
n-Hexadecanoic acid 11.93 2.8 ng 166889 4 11.40 1192170 20.0
1-Heneicosanol 13.89 12.4 ng 635811 5 14.06 1028400 20.0
Hexacosane 14.22 3.1 ng 160740 5 14.06 1028400 20.0
Sulfurous acid, d... 14.52 6.4 ng 327543 5 14.06 1028400 20.0
2-methyloctacosane 15.17 6.3 ng 411375 6 15.54 1296630 20.0
Heptadecane, 9-oc... 16.01 5.4 ng 347667 6 15.54 1296630 20.0
Hexadecane, 1-iodo- 16.53 3.2 ng 207888 6 15.54 1296630 20.0
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