LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BFO081019\
Data File : BF116143.D
Aca On : 10 Aug 2019 11:49 Instrument :
Operator : HP/JU E?Afs el
- _ lentosampleld :
3?22'6 : K4254-02 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 4 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-BF073019.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 2.158 4 12 28 rVB 1679871 2332896 48.75% 5.322%
2 5.469 571 575 607 rBVY 3184872 3600611 75.24% 8.214%
3 6.481 742 747 765 rBVY 3183250 3792383 79.25% 8.652%
4 6.610 765 769 773 rBVY 3544593 3726654 77.87% 8.502%
5 6.834 804 807 817 rVB 1038129 977610 20.43% 2.230%
6 6.993 830 834 855 rVB 3196508 3155979 65.95% 7.200%
7 7.398 899 903 922 rBVY 2225473 2602511 54.38% 5.937%
8 8.116 1021 1025 1048 rVB 1284077 1297510 27.11% 2.960%
9 9.192 1202 1208 1211 rBV 4575251 4711109 98.45% 10.748%
10 9.586 1271 1275 1287 rVB 454025 486672 10.17% 1.110%

11 9.869 1319 1323 1335 rBV 1696824 1599519 33.42% 3.649%
12 10.663 1454 1458 1474 rBV 2257156 2416549 50.50% 5.513%
13 11.357 1572 1576 1584 rBV 1748039 1724869 36.04% 3.935%
14 11.422 1584 1587 1596 rVB3 84148 106092 2.22% 0.242%
15 11.880 1657 1665 1680 rBV2 314943 640688 13.39% 1.462%

16 12.580 1780 1784 1787 rBV 90733 120866 2.53% 0.276%
17 12.663 1792 1798 1812 rVV 463654 904543 18.90% 2.064%
18 12.810 1820 1823 1829 rVB 71381 84256 1.76% 0.192%
19 12.945 1841 1846 1849 rBV 4557324 4785446 100.00% 10.917%
20 13.845 1994 1999 2016 rBV2 232065 655917 13.71% 1.496%

21 13.998 2021 2025 2038 rVB 1054200 1235645 25.82% 2.819%
22 14.145 2047 2050 2053 rBV 64844 57389 1.20% 0.131%
23 14.451 2098 2102 2107 rBV 144609 140015 2.93% 0.319%
24 14.751 2149 2153 2162 rVB 228982 245654 5.13% 0.560%
25 14.827 2162 2166 2170 rBV 90721 101277 2.12% 0.231%

26 15.080 2205 2209 2214 rVB 253114 293290 6.13% 0.669%
27 15.463 2268 2274 2293 rVB2 697965 1243838 25.99% 2.838%
28 15.880 2339 2345 2353 rBvV 235368 367495 7.68% 0.838%
29 16.380 2424 2430 2444 rVB 138320 283437 5.92% 0.647%

30 16.957 2523 2528 2537 rVB4 45126 90941 1.90% 0.207%
31 17.639 2639 2644 2652 rVB6 18513 51507 1.08% 0.118%
Sum of corrected areas: 43833168
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\

Data File : BF116143.D

Aca On : 10 Aug 2019 11:49

Operator : HP/JU

ﬁ?ggle : K4254-02 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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: BF116143.D

4000000
6.61

5.47 6.48 6.99
3000000

7.40
2000000
2.16

6.83
1000000

r—r 77— e A

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: BF116143.D

4000000

3000000

10.66

2000000 0.87 11.36

8.12
1000000

12.66
9:59 11.88

’k 1.42 L 12.5812.8

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: BF116143.D

4000000

3000000

2000000

14.00
1000000 15.46

13.85 lj7 15.08 { 15.88
14.45 4783 16.38
14':].5 A

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\

Data File : BF116143.D

Aca On : 10 Aug 2019 11:49

Operator : HP/JU

ﬁ?ggle : K4254-02 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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.

2.16 47.73 ng 2332900 1,4-Dichlorobenzene-d4 6.83
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 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 12 (2.158 min): BF116143.D (-4) (-) m/z 73.00 100.00%
3 ?
5000
43
55 87
37 | 7 2.20 2.30 2.40 2.50 2.60
O ol 2 L e M/Z 43.00  34.20%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 HR A U IR U U
43 O 2.20 2.30 2.40 2.50 2.60
87 m/z 87.00 25.39%
o M\\ 37\\\ 49 67 | 101
mz> 20 30 40 50 60 70 8 90 100 110 130 130
Abundance
73
87
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 55.00 23.87%
29
0 47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 71.10 11.61%
5000 43
58
0'W'”“ﬁ'”l“'%'”'P”'P*”I”JW'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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\BF081019\
Data File : BF116143.D

Aca On : 10 Aug 2019 11:49

Operator : HP/JU

Sample : K4254-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknown6.61 Concentration Rank 1

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

6.61 76.24 ng 3726650 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 769 (6.610 min): BF116143.D (-765) (-) m/z 132.00 100.00%
5000 68
40 s o J 620 640 6.60 6.80 7.00
o |77?.7.!,]19“??1.5,..-.,....,....,.... m/z 68.00 43.13%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RS AR RS R
6.0 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.36%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 28.77%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene R L R EEmar
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 17.53%
5000
63 81
0 3\1 59 1 \\‘ L \72\ ‘\ \92 10\]-\ 112 |
m/z--> 4 60 8 100 120 140 160 180 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\BF081019\

Data File : BF116143.D

Aca On : 10 Aug 2019 11:49

Operator : HP/JU

ﬁ?ggle : K4254-02 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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.
11.88 7.43 ng 640688 Phenanthrene-d10 11.36
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1665 (11.880 min): BF116143.D (-1657) (-) m/z 73.00 100.00%
43 60 7B
5000 129
97 213
S 1 4157170185 (71 50, 256 11.60 11.80 12.00 12.20
0 m/z 43.00 83.49Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 R SRR UGN RN B

11. 60 11. 80 12. OO 12 20

m/z 59.95 83.09%
213
‘J‘H' 143 157171185 199
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 R RN EaE e A
11.60 11.80 12.00 12.20
5000 29 129 m/z 57.00 65.37%
g 15 o 214
101 143157 | 185
Ol e el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e e
43 60 73 11.60 11.80 12.00 12.20
m/z 41.00 64.92%
5000 129
29
199
143157171185 242
oL 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\

Data File : BF116143.D

Aca On : 10 Aug 2019 11:49

Operator : HP/JU

ﬁ?ggle : K4254-02 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 5
R.T. EstConc Area Relative to ISTD R.T.
12.66 10.49 ng 904543 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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1798 (12.663 min): BF116143.D (-1792) (-) m/z 73.00 100.00%
43 7B
-
5000 129
o 115 185 241 RN AR BN SUNLR BN
143157171 | 199515227 | 255 284 12.40 12.60 12.80 13.00
o} m/z 43.00 92.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
48 57 78
5000 129 T T T T T T
12. 40 12 60 12. 80 13. oo
m/z 60.00 79.39%
143157171
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—h
29 57 12.40 12.60 12.80 13.00
5000 m/z 57.00 72.06%
129 242
87

101115 143157171185199213

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid e
73 12.40 12.60 12.80 13.00
m/z 41.00 63.11%
43 5
5000 129
185 228
115
1 143157171 ‘
d T Bl et s | e 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\BF081019\

Data File : BF116143.D

Aca On : 10 Aug 2019 11:49

Operator : HP/JU

ﬁ?ggle : K4254-02 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.85 10.62 ng 655917 Chrysene-d12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
Abundance Scan 2000 (13.851 min): BF116143.D (-1994) (-) m/z 83.00 100.00%
4
5000
R AR SN B B
139 13.60 13.80 14.00 14.20
o 167182 216 248 281 /7 57.00 99 . 48%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #194133: Dichloroacetic acid, heptadecy! ester
7 8

5

13.60 13.80 14.00 14.20
m/z 55.00 94.32%

5000

o 126 154169 191210 238 266 205
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
T
13.60 13.80 14.00 14.20
5000 111 m/z 43.00 90.11%

29
139 167182 210 233 266 204

Hr

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

Abundance #166292: Behenic alcohol B B o B B B
55 13.60 13.80 14.00 14.20

m/z 97.00 89.19%
5000
29 139
oL i 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. OO 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\

Data File : BF116143.D

Aca On : 10 Aug 2019 11:49

Operator : HP/JU

ﬁ?ggle : K4254-02 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .45 2.27 ng 140015 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Docosane 310 C22H46 000629-97-0 90
Abundance Scan 2102 (14.451 min): BF116143.D (-2098) (-) m/z 57.00 100.00%
57
85
5000
U UM AL B B
141 169 215 324 14.20 14.40 14.60 14.80
ol .|-, A ‘I l L 89 T2 26 02~ m/z 71.00 74.39%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LS SIS B B B
Mmmmmmmm
m/z 43.00 62.42%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 169 197 225 253 296
m/z--> 55 160 1éo 260 2%0 360 3%0 '
Abundance
57
" 1420 14.40 1460 14.80
5000 g5 m/z 85.05 53.60%
o 29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #194493: Hexacosane o T e B
57 14.20 14.40 14.60 14.80
m/z 55.00 22.69%
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 5'0 1(')0 1éo 2(')0 250 3(')0 350 ' 14'20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\

Data File : BF116143.D

Aca On : 10 Aug 2019 11:49

Operator : HP/JU

ﬁ?ggle : K4254-02 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.75 3.95 ng 245654 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2153 (14.751 min): BF116143.D (-2149) (-) m/z 57.00 100.00%
57
85
5000
L0 100 2 12040 12560 1480 600
ol b ey e e m/z 71.00 73.97%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 U U SRR B S
mmmmmmmm
m/z 43.00 60.60%
29 41
o ‘\ L h\ [ 777 169 197 225 53 262
m/z--> 50 100 150 260 2%0 300 3%0
Abundance
57
14.40 14.60 14.80 1500
5000 85 m/z 85.05 53.13%
. 29 13 141 169 197 225 253 205 323 367
m/z--> éo 160 1%0 260 250 360 3%0
Abundance #141426: Heneicosane B T e e
57 14.40 14.60 14.80 15.00
m/z 55.00 22.75%
85
5000
29 113
oL Tl J | 141,169 197 225 253 296
m/z--> 5'0 100 1&1,0 2(')0 251;0 3(')0 3&1;0 14'40 14. 60 14. 80 15. 00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\

Data File : BF116143.D

Aca On : 10 Aug 2019 11:49

Operator : HP/JU

ﬁ?ggle : K4254-02 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.08 4.72 ng 293290 Perylene-di12 15.47
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 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 2209 (15.080 min): BF116143.D (-2205) (-) m/z 57.00 100.00%
57
85
5000
g e e 169157 70 207 14.80 15.00 15,20 15.40
I U N0 05 i S LU — m/z 71.10 73.98%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 L BB BRI U U
mmmmmmmm
m/z 43.00 61.94%
0 ZPJ |} | H m341?1 169 197 225 253 295 323 367
m/z--> 55 100 1%0 260 250 360 350 '
Abundance
57
o 14.80 15.00 15,20 15.40
5000 m/z 85.10 53.56%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane A
57 14.80 15.00 15.20 15.40
m/z 55.00 22.77%
5000 85
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\

Data File : BF116143.D

Aca On : 10 Aug 2019 11:49

Operator : HP/JU

ﬁ?ggle : K4254-02 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.88 5.91 ng 367495 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hentriacontane 437 C31H64 000630-04-6 91

Abundance Scan 2345 (15.880 min): BF116143.D (-2339) (-) m/z 57.00 100.00%

5000

-

15.60 15.80 16.00 16.20

141 183 225 281

0 m/z 71.05 74 .75%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
5000 LA L L L L L LB L

15,60 15.80 16.00 16.20
m/z 43.00 58.73%

\Hu 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R R EREEE S R
15.60 15.80 16.00 16.20
5000 m/z 85.05 52.96%
99
o 141 183 225 267 309 367
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane B e ER
57 15.60 15.80 16.00 16.20
m/z 55.00 20.89%
5000

g .

99
26 ] |, 141 183 225 281 337 394

e M —— S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15 60 15. 80 16. OO 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081019\

Data File : BF116143.D

Aca On : 10 Aug 2019 11:49

Operator : HP/JU

ﬁ?ggle : K4254-02 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.38 4.56 ng 283437 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Docosane 310 C22H46 000629-97-0 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2430 (16.380 min): BF116143.D (-2424) (-) m/z 57.00 100.00%
57
T LJL/‘
5000
NN BN SUNLE R
141 169 16.00 16.20 16.40 16.60
o...‘,l ||,1,1,,| S, 2 s m/z 71.05  77.30%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 AU AABUNVARE B
16.00 16.20 16.40 16.60
13 m/z 43.00 54.91%
NE h | 177 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350
Abundance
57
16.00 16.20 16.40 16.60
5000 g5 m/z 85.05 54 .04%
o 29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane e e e  Eanwa
57 16.00 16.20 16.40 16.60
m/z 55.00 23.25%
- ] u\/v»\_\
. 290 || /M8 141 169 197 225 253 281 310
m/z--> 50 100 @ ﬁ 250 300 350 ' 16.00 16,20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081019\

Data File : BF116143.D

Acq On : 10 Aug 2019 11:49

Operator : HP/JU

ﬁ?ggle : K4254-02 RECOVERED-CRSH-AGGREGATE-
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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... 2.16 47.7 ng 2332900 1 6.83 977610 20.0
unknown6.61 6.61 76.2 ng 3726650 1 6.83 977610 20.0
n-Hexadecanoic acid 11.88 7.4 ng 640688 4 11.36 1724870 20.0
Octadecanoic acid 12.66 10.5 ng 904543 4 11.36 1724870 20.0
Dichloroacetic ac... 13.85 10.6 ng 655917 5 14.00 1235650 20.0
Heneicosane 14 .45 2.3 ng 140015 5 14.00 1235650 20.0
Eicosane 14.75 4.0 ng 245654 6 15.47 1243840 20.0
Hexacosane 15.08 4.7 ng 293290 6 15.47 1243840 20.0
Tetratetracontane 15.88 5.9 ng 367495 6 15.47 1243840 20.0
2-methyloctacosane 16.38 4.6 ng 283437 6 15.47 1243840 20.0
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