LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117027.D

Aca On : 13 Sep 2019 17:31

Operator : HP/JU

Sample : K4836-01

Misc :

ALS Vial : 3 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-BF091319.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 12 rVB 1090653 1311638 39.91% 4.111%
2 5.445 567 571 590 rBVY 1593112 1610475 49.00% 5.048%
3 6.457 738 743 753 rBV 1484921 1429263 43.49% 4 .480%
4 6.598 762 767 770 rBVY 2333043 2442638 74.32% 7 .656%
5 6.822 801 805 815 rBV 502303 414446 12.61% 1.299%
6 6.981 827 832 835 rBVY 2409782 2120115 64.51% 6.645%
7 7.386 895 901 904 rBVY 1557409 1680770 51.14% 5.268%
8 8.098 1018 1022 1030 rBV 502040 514412 15.65% 1.612%
9 9.175 1200 1205 1208 rBVY 3333144 3286546 100.00% 10.301%
10 9.292 1222 1225 1229 rVB 39022 35785 1.09% 0.112%

11 9.563 1266 1271 1276 rBV 186775 169591 5.16% 0.532%
12 9.851 1316 1320 1332 rVB 718289 616971 18.77% 1.934%
13 10.639 1449 1454 1472 rBV 1931607 2003295 60.95% 6.279%
14 11.333 1568 1572 1579 rBV 644327 610280 18.57% 1.913%
15 11.457 1579 1593 1609 rVvB2 42734 208437 6.34% 0.653%

16 11.857 1650 1661 1676 rBV 258449 461660 14.05% 1.447%
17 12.416 1751 1756 1764 rBV4 31650 70001 2.13% 0.219%
18 12.574 1776 1783 1788 rBV6 23309 48544 1.48% 0.152%
19 12.645 1788 1795 1805 rVvVv 311345 559612 17.03% 1.754%
20 12.763 1805 1815 1822 rVB3 113891 345942 10.53% 1.084%

21 12.921 1836 1842 1845 rBV 3314908 3272270 99.57% 10.257%
22 13.545 1940 1948 1956 rBV 343067 575879 17.52% 1.805%
23 13.810 1989 1993 1995 rBV 68764 82998 2.53% 0.260%
24 13.833 1995 1997 2012 rVvv4 57048 135288 4.12% 0.424%
25 13.968 2016 2020 2030 rVB 521898 565269 17.20% 1.772%

26 14.127 2042 2047 2049 rBV 227412 252718 7.69% 0.792%
27 14.162 2049 2053 2062 rVB 445859 723989 22.03% 2.269%
28 14.439 2089 2100 2106 rBV 502299 521911 15.88% 1.636%
29 14.680 2135 2141 2147 rBV 497139 792521 24.11% 2.484%
30 14.745 2147 2152 2160 rVB 760500 804948 24.49% 2.523%

31 15.009 2190 2197 2199 rBv4 20556 36144 1.10% 0.113%
32 15.074 2202 2208 2217 rVB 716419 880583 26.79% 2.760%
33 15.221 2225 2233 2242 rBV 318358 587359 17.87% 1.841%
34 15.439 2263 2270 2282 rBV2 623797 1232237 37.49%% 3.862%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117027.D

Aca On : 13 Sep 2019 17:31

Operator : HP/JU

Sample : K4836-01

Misc :

ALS Vial : 3 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-BF091319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 15.862 2329 2342 2353 rBV 348007 828894 25.22% 2.598%

36 16.351 2418 2425 2435 rVB 142418 259956 7.91% 0.815%
37 16.545 2450 2458 2468 rBV3 62476 155605 4.73% 0.488%

38 16.927 2515 2523 2530 rBvV4 40922 90672 2.76% 0.284%

39 17.374 2590 2599 2607 rBV5 32830 96226 2.93% 0.302%

40 17.603 2629 2638 2642 rBV6 14421 34738 1.06% 0.109%

41 18.350 2758 2765 2767 rBV5 16852 33625 1.02% 0.105%
Sum of corrected areas: 31904251
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
BF117027.D

13 Sep 2019 17:31

HP/JuU

K4836-01

3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
LSCINT.P

Abundance

3000000

2500000

2000000

1500000

12

1000000

500000

TIC: BF117027.D

5.45

6.46

6.60 6.98

7.39

6.82

o '——
Time-->

5.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0——

TIC: BF117027.D

10.64

11.33

11.46

11.86

.

12.64

2.76
12;‘2%5&/\_} L

Time--> 8.

10.00

9.50 10.50 11.00 11.50

12.00

12.50 13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

o

13.54
14. 3
II:B%B
=T

TIC: BF117027.D

14.74 1507
13. 9714 16 14 44 14.48

15.44
15.22 1586
16351654 1693 17371760

18.35

Time-->

13.50

14. 50 15. 00

14 OO 15. 50 16.00 16.50

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117027.D

Aca On : 13 Sep 2019 17:31

Operator : HP/JU

Sample : K4836-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 63.30 ng 1311640 1,4-Dichlorobenzene-d4 6.82
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 12
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 6 (2.122 min): BF117027.D (-3) (-) m/z 73.10 100.00%
73
5000 /\
43 55 87 S —
37 | &7 2.20 2.30 2.40 2.50
ot e e W7z 87.10 27.78%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HRNURESE U U LU
43 2.20 2.30 2.40 2.50
55 87 m/z 43.00 27.56%
29
"|"'d|'?§'J'J"|""|"§?|"'?P“"|""|""|'"'l""l""
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 U U LU
2.20 2.30 2.40 2.50
5000 55 m/z 55.10 21.35%
J L 79 |, 97 112 129
m/z--> 20 ' ' 50 ' 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy- T
73 2.20 2.30 2.40 2.50
m/z 71.10 11.63%
5000
45
29
Ll 34\ S 67 ) 101 /\
m/z--> 20 30 40 50 60 7'0 80 90 100 110 120 130 220 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117027.D

Aca On : 13 Sep 2019 17:31

Operator : HP/JU

Sample : K4836-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknown6.60 Concentration Rank 1

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

6.60 117.88 ng 2442640 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 767 (6.598 min): BF117027.D (-762) (-) m/z 132.00 100.00%
132
5000 68
26 [Trrrprrrrprr T e T
40 54 - 06 J 6.20 6.40 6.60 6.80 7.00
B e e m/z 68.00 39.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 SRS SR SR
6.20 6.40 6.60 6.80 7.00
104 m/z 134.00 33.44%
1 27 30 51 P 7T g 115 h
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 65.95  25.40%
41 97
53 ‘ 117
---.----‘.‘---‘- Il ““..‘.‘;,1.0.7..“,..“.,....,....,....
m/z--> 20 80 100 120 140 160 180 |
Abundance #52379 Tranylcypromine-propiony! RmEms A BEREEEEEES S
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 16.35%
5000 og 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??. SR | G | SO—
m/z--> 20 40 100 120 140 160 180 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\BF091319\
Data File : BF117027.D

Aca On : 13 Sep 2019 17:31

Operator : HP/JU

Sample : K4836-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Heneicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.46 6.83 ng 208437 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexadecane 226 C16H34 000544-76-3 80
3 Heptadecane 240 C17H36 000629-78-7 80
4 Hexacosane 366 C26H54 000630-01-3 78
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 64
Abundance Scan 1594 (11.463 min): BF117027.D (-1579) (-) m/z 57.10 100.00%
57
85
5000
L0y 11|3 141 1120 11.40 11.60 11.80
LS m/z 71.00 73.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000
11.20 11.40 11.60 11.80
4 s m/z 85.00 57.81%
26 . | L i [ 1, 141 169 197 225 253268 296
m/z--> 25 Jo éo éo 160 150 110 1éo 1éo 200 220 240 260 2éo 300
Abundance #83023: Hexadecane
57
11.20 11.40 11.60 11.80
5000 a5 m/z 43.00 52.38%
4
18 | ‘ I 13 141 169 107 226
m/z--> 25 Jo éo éo 160 150 110 1éo 180 200 220 240 260 2éo 300
Abundance #94346: Heptadecane LI L L L LB L
57 11.20 11.40 11.60 11.80
m/z 83.00 20.99%
85
5000 4
LB M e g 20
m/z--> 25 Jo éo éo 160 150 110 1éo 1éo 200 220 240 260 2éo 300 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117027.D

Aca On : 13 Sep 2019 17:31

Operator : HP/JU

Sample : K4836-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 9

R.T. EstConc Area Relative to ISTD R.T.
11.86 15.13 ng 461660 Phenanthrene-d10 11.33
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 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59

Abundance Scan 1662 (11.863 min): BF117027.D (-1650) (-) m/z 73.00 100.00%
7B
60
43
5000 129
97 213
|“ US| 149187171185 0 7 0 256 11.60 11.80 12.00 12.20
SN m/z 60.00 71.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129
11.60 11.80 12.00 12.20
m/z 43.05 61.53%
1JJ 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 7B
1160 11.80 12,00 12.20
5000 29 m/z 57.10 55.13%
e ‘: . |‘|‘i‘| Al WL ‘l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid R e B o e
60 78 11.60 11.80 12.00 12.20
m/z 41.00 53.30%
43
5000
129
29 ‘ ; 115 171185 214
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\BF091319\
Data File : BF117027.D

Aca On : 13 Sep 2019 17:31

Operator : HP/JU

Sample : K4836-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.64 18.34 ng 559612 Phenanthrene-d10 11.33
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 72
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 30
Abundance Scan 1794 (12.639 min): BF117027.D (-1788) (-) m/z 73.00 100.00%
7
43
5000 129
97
—v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—q—v—v—r
| 157 185 )13 211 284 12.40 12.60 12.80 13.00
O O e S Y m/z 43.00 71.73%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
7
43
129
5000 284 LRI BRI BRI UL B
97 185 241 nmnmnmmm
\ m/z 60.00 70.77%
0 e T - I
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid
78
—v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—q—v—v—r
43 12.40 12.60 12.80 13.00
5000 m/z 57.05 64 .90%
129
185 228
Lis ]
I‘I \III‘.I‘HI IIi\IAhIL |““|“= I\ %Q?II\IIIII ——— —
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester e L AR Ram s e
43 12.40 12.60 12.80 13.00
m/z 55.00 62.42%
73
5000 284
129
185
L M g P M | e e s
m/z--> 50 1 o 150 200 250 300 350 12.40 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117027.D

Aca On : 13 Sep 2019 17:31

Operator : HP/JU

Sample : K4836-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 2-methyloctacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.76 12.24 ng 345942 Chrysene-di12 13.97
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 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 2-methvltetracosane 352 C25H52 1000376-72-6 90
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 1815 (12.763 min): BF117027.D (-1805) (-) m/z 57.10 100.00%
57
85
5000
113 N U AN B
| I d 17,141 160 p11 12.40 12.60 12.80 13.00
el e m/z 71.10 89.93%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
g7
5000 85 AR A SRS
1240 12.60 12.80 13.00
113 m/z 85.05 65.81%
2?] L 4 169 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance #209566: Octacosane
g7
12.40 1260 12.80 13.00
5000 g5 m/z 43.10 56.70%
29
|| (11 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #141426: Heneicosane B RN Bama LR
57 12.40 12.60 12.80 13.00
m/z 55.05 23.18%
85
29 113
BNy J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 12.40 12,60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117027.D

Aca On : 13 Sep 2019 17:31

Operator : HP/JU

Sample : K4836-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.54 20.38 ng 575879 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 90
Abundance Scan 1947 (13.539 min): BF117027.D (-1940) (-) m/z 57.05 100.00%
57
85
5000
—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—r
141 169 13.20 13.40 13.60 13.80
' -J| L roer 20 m/z 71.05 86.53%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
13.20 13.40 13.60 13.80
m/z 85.05 70.51%
29 113
| I ] L 141 169 197 225 253 296
m/z--> 55 100 1éo 260 250 360 3%0 '
Abundance #194493: Hexacosane
57
13.20 13.40 13.60 13.80
5000 85 m/z 43.05 57 .15%
290 1) 128 141 160 107 205 253 205 323 367
m/z--> 55 160 1éo 260 2%0 300 3%0 '
Abundance #215181: 2-methyloctacosane A BhEan EEE e b e
57 13.20 13.40 13.60 13.80
m/z 55.10 22 .55%
B | ML\A
113
200 | || |77, 141 160 197 225 267 295 365 393
m/z--> 5'0 1(')0 1éo 2(')0 251;0 3(')0 351;0 ' 13 20 13. 40 13 60 13. 80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117027.D

Aca On : 13 Sep 2019 17:31

Operator : HP/JU

Sample : K4836-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Octacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.81 2.94 ng 82998 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 90
Abundance Scan 1993 (13.810 min): BF117027.D (-1989) (-) m/z 57.00 100.00%
57
85
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
‘ Il | |V 141 169 13.40 13.60 13.80 14.00 14.20
el A m/z 71.05 96.90%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
13.40 13.60 13.80 14.00 14.20
m/z 43.05 71.51%
29 113
| I ] L 141 169 197 225 253 296
m/z--> 55 100 1%0 260 250 360 3%0 '
Abundance #194493: Hexacosane
57
13.40 13.60 13.80 14.00 14.20
5000 85 m/z 85.05 71.16%
290 1) 128 141 160 107 205 253 205 323 367
m/z--> 55 160 1%0 260 2%0 300 3%0 '
Abundance #209566: Octacosane
57 13.40 13.60 13.80 14.00 14.20
m/z 41.00 31.06%
5000 85
29
T || (11 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1340 1360 1380 1400 1420

8270-BF091319.M Mon Sep 16 16:53:05 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117027.D

Aca On : 13 Sep 2019 17:31

Operator : HP/JU

Sample : K4836-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Acetic acid, trifluoro-, un... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.83 4.79 ng 135288 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. trifluoro-. undecvl... 268 C13H23F302 053800-01-4 53
2 1.2-Dodecanediol 202 C12H2602 001119-87-5 50
3 1-Undecanol 172 C11H240 000112-42-5 47
4 Cvclopentane. (2-methvlpropvl)- 126 C9H18 003788-32-7 41
5 Hexahydropyrrolizin-3-one 125 C7H11NO 126424-83-7 35
Abundance Scan 1996 (13.827 min): BF117027.D (-1995) (-) m/z 97.10 100.00%
g7
69 83
5000 43
56 139 216 oag
11112 R R B AR S E A e e
| | || 13.60 13.80 14.00 14.20
AN m/z 83.10 76.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #116954: Acetic acid, trifluoro-, undecyl ester
55 69
4

83 97

13 60 13. 80 14. 00 14 20
111 m/z 69.00 74.27%

126
138 194166 181 199

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #62617: 1,2-Dodecanediol
55 69 83 97
RN R o AR EEE
13.60 13.80 14.00 14.20
5000 4 o m/z 82.05 44 .00%
111
il L]
s b AL e |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #39772: 1-Undecanol
41 55 69 13.60 13.80 14.00 14.20
83 m/z 43.00 40.67%
5000 97
LA | e
ELN ) ' e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.60 13.80 14.00 14 20

8270-BF091319.M Mon Sep 16 16:53:06 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117027.D

Aca On : 13 Sep 2019 17:31

Operator : HP/JU

Sample : K4836-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Nonadecane, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.13 8.94 ng 252718 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 86
4 10-Methvlnonadecane 282 C20H42 056862-62-5 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2047 (14.127 min): BF117027.D (-2042) (-) m/z 57.05 100.00%
57
85
5000
141 169 13.80 14.00 14.20 14.40
|, J l.l] L )9 e e m/z 71.05 92.00%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
13.80 14.00 14.20 14.40
m/z 85.05 71.51%
29 113
| | i 1] | 141,169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
13.80 14.00 14.20 14.40
5000 85 m/z 43.05 62.03%
i i I i 111}34 141 169 197 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #129498: Nonadecane, 2-methyl- TR T T T
57 13.80 14.00 14.20 14.40
m/z 41.05 24 .11%
5000
85
29 113
NN ML 169 107 29 267
m/z--> 50 1(')0 150 200 250 300 350 13.80 14.00 14.20 14.40

8270-BF091319.M Mon Sep 16 16:53:06 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117027.D

Aca On : 13 Sep 2019 17:31

Operator : HP/JU

Sample : K4836-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Triacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.16 25.62 ng 723989 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Heptacosane 380 C27H56 000593-49-7 86
3 Hexadecane. l1l-iodo- 352 C16H33l1 000544-77-4 86
4 2-methvloctacosane 408 C29H60 1000376-72-8 86
5 Octacosane 394 C28H58 000630-02-4 72
Abundance Scan 2053 (14.162 min): BF117027.D (-2049) (-) m/z 57.10 100.00%
57
85
5000

13.80 14.00 14.20 14.40

, u | 14t 169 211 239 281 309

N e m/z 71.10 97.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
g7
5000 85
13.80 14.00 14.20 14.40
113 m/z 85.10 72.17%
29 | d AH 169,197 225 253 281 309 337 365 393 422
it e T e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57
13.80 14.00 14.20 14.40
5000 85 m/z 43.10 66.04%
29 113 141 169
I b Lg LT, k4t 169 197 225 253 281 309 337 380
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #184946: Hexadecane, 1-iodo- B A ERREaEEE ST
57 13.80 14.00 14.20 14.40
m/z 55.05 27.60%
85
5000
225
29 113
o| | 4L LT 100 10 | 352
A e B o e e AN B e aL S S S R AR BR e e
m/z--> 50 100 150 200 250 300 350 400 13.80 14.00 14.20 14.40

8270-BF091319.M Mon Sep 16 16:53:07 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117027.D

Aca On : 13 Sep 2019 17:31

Operator : HP/JU

Sample : K4836-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.44 18.47 ng 521911 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Heptadecane 240 C17H36 000629-78-7 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 2100 (14.439 min): BF117027.D (-2089) (-) m/z 57.10 100.00%
57
85
5000
141 169 14.20 14.40 14.60 14.80
....,.-‘JI“.. P 224258 295 | m/z 71.10 91.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000
14.20 14.40 14.60 14.80
m/z 85.05 69.73%
29
| I J / J1$1I169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
14.20 14.40 14.60 14.80
5000 85 m/z 43.05 58.10%
290 1| M8 141 169 107 205 253 295 323 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane S B L N B BRI
57 14.20 14.40 14.60 14.80
m/z 55.05 23.50%
5000 85
118 941
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 2(')0 250 300 350 400 14:20 14.40 14.60 14.80

8270-BF091319.M Mon Sep 16 16:53:07 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117027.D

Aca On : 13 Sep 2019 17:31

Operator : HP/JU

Sample : K4836-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Eicosane, 7-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.68 28.04 ng 792521 Chrysene-d12 13.97
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 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Hexadecane. 1-iodo- 352 C16H331 000544-77-4 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2141 (14.680 min): BF117027.D (-2135) (-) m/z 57.05 100.00%
57
85
5000
113
| | " 141 169 17 253 281 14.40 14.60 14.80 15.00

S 0 0 O e O S - m/z 71.10 93.20%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
5|7
5000 85
14.40 14.60 14.80 15.00
m/z 85.05 67.36%
29 113 449
L j ﬂ L 141,169 197 225 253 205 323 367
e ; T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85 14.40 14.60 14.80 15.00
5000 m/z 43.05 57.82%
29 113
sy Jl | 141,169 197 225 253 296
il T
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl- B e
57 14.40 14.60 14.80 15.00
m/z 55.00 23.78%
5000 85
113
3¢ 1} |77 4 182 211 252 281 308 337
—— =t T T T T
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF091319.M Mon Sep 16 16:53:08 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117027.D

Aca On : 13 Sep 2019 17:31

Operator : HP/JU

Sample : K4836-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 15 6,6-Diethylhoctadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.74 13.06 ng 804948 Perylene-d12 15.43
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 240 C17H36 000629-78-7 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 6,6-Diethylhoctadecane 310 C22H46 1000360-41-8 90
Abundance Scan 2151 (14.739 min): BF117027.D (-2147) (-) m/z 57.10 100.00%
57
85
5000
| | d113 141 169 197 239 281 300 14.40 14.60 14.80 15.00
i T m/z 71.10 87.04%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
g7
85
5000
14.40 14.60 14.80 15.00
m/z 85.10 68.61%
29 113
| I ] | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
g7
14.40 14.60 14.80 15.00
5000 85 m/z 43.05 61.87%
290 | | | ulﬁ3J1§1‘1§9 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #94346: Heptadecane
57 14.40 14.60 14.80 15.00
m/z 55.05 24 .58%
85
5000
29
m/z--> 50 100 150 200 250 300 350 ' 14.40 14.60 14.80 15.00

8270-BF091319.M Mon Sep 16 16:53:08 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117027.D

Aca On : 13 Sep 2019 17:31

Operator : HP/JU

Sample : K4836-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 16 2-Bromo dodecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.07 14.29 ng 880583 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
4 Hexacosane 366 C26H54 000630-01-3 87
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 2207 (15.068 min): BF117027.D (-2202) (-) m/z 57.05 100.00%
57
85
5000
J || d113 141 169 197 25 253 261 14.80 15.00 15.20 15.40
- m/z 71.10 88.87%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85
14.80 15.00 15.20 15.40
113 m/z 85.05 66.38%
2?] Ll |77 242 169 197 225 267 205 365 393
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #141426: Heneicosane
57
85 14.80 15.00 15.20 15.40
5000 m/z 43.10 59.36%
29 113
UL )y i) 241 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #100330: 2-Bromo dodecane B e e e
57 14.80 15.00 15.20 15.40
m/z 99.05 22.08%
5000 85
29J 113 169
"‘k' |""L = |"'“ }ﬁg'L L S ?ﬁ8" UL UL DR
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF091319.M Mon Sep 16 16:53:09 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117027.D

Aca On : 13 Sep 2019 17:31

Operator : HP/JU

Sample : K4836-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 17 2-Bromotetradecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.22 9.53 ng 587359 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
Abundance Scan 2233 (15.221 min): BF117027.D (-2225) (-) m/z 57.10 100.00%
57
85
5000
141 169 15.00 15.20 15.40 15.60
...,...?,...I 19228 m/z 71.10 85.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141426: Heneicosane
57
85
5000
15.00 15.20 15.40 15.60
m/z 85.10 69.29%
29 113
L. I |, | | 141 169 197 225 253 296
m/z--> 2'0 4'0 60 80 1(')0 120 14'10 1('30 180 200 220 240 260 280 300 32'0 340
Abundance #124147: 2-Bromotetradecane
57
15.00 15.20 15.40 15.60
5000 85 m/z 43.05 57.85%
29
|| ‘ | 113 141 197
] ! \
m/z--> 2'0 4'0 60 8|0 100 120 14'10 1('30 180 200 220 240 260 280 3(')0 320 340
Abundance #194499: Eicosane, 7-hexyl- R R e e e e
57 15.00 15.20 15.40 15.60
m/z 99.05 23.89Y%
5000 85
3 I 1\1%31 141 165182 211 25 281 308 337

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117027.D

Aca On : 13 Sep 2019 17:31

Operator : HP/JU

Sample : K4836-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11

Peak Number 18 Hentriacontane

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

15.86 13.45 ng 828894 Perylene-d12 15.43

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 Hexacosane 366 C26H54 000630-01-3 90

4 2-Bromo dodecane 248 C12H25Br 013187-99-0 86

5 Hentriacontane 437 C31H64 000630-04-6 83
Abundance Scan 2342 (15.862 min): BF117027.D (-2329) (-) m/z 57.05 100.00%

57
85
5000

15.60 15.80 16.00 16.20
71.10 93.82%

141
| 169 197
b s s o

T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane

85
5000
15.60 15.80 16.00 16.20

m/z 85.10 68.14%

29 113
| I J | /141,169 107 225 253 296

m/z--> 50 100 150 200 250 300 350

Abundance #215181: 2-methyloctacosane
57
L SRR I R
15.60 15.80 16.00 16.20
5000 85 m/z 43.05 56.17%
113
290 1§17y (14 169 197 225 267 295 365 393
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57 15. 60 15.80 16.00 16.20
m/z 55.00 24 .33%
5000 85
29
DL (MR 141 169 107 225 253 205 323 367
et e e e e e e T T T T T T
m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16. 00 16. 20

8270-BF091319.M Mon Sep 16 16:53:10 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117027.D

Aca On : 13 Sep 2019 17:31

Operator : HP/JU

Sample : K4836-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 19 Hexadecane, l-iodo- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.35 4.22 ng 259956 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 2425 (16.351 min): BF117027.D (-2418) (-) m/z 57.10 100.00%
57
85
5000
W%M 16.00 16.20 16.40 16.60
169 : : : :
¥ el L L R S m/z 71.10 91.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85
16.00 16.20 16.40 16.60
113 m/z 85.10 73.86%
29 | d 141 169 197 225 253 281 309 337 365 303 422
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance #141426: Heneicosane
57
85 16.00 16.20 16.40 16.60
5000 m/z 43.10 55.60%
29 113
111 [ | 141 169 197 225 253 296
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance #184946: Hexadecane, 1-iodo- RARRREEsES S
57 16.00 16.20 16.40 16.60
m/z 99.10 26.45%
85
5000
225
29 113 141
..w..,‘. e | s NS L GOV SUP
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091319\
Data File : BF117027.D

Aca On : 13 Sep 2019 17:31

Operator : HP/JU

Sample : K4836-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 20 Sulfurous acid, 2-propyl tr... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.54 2.53 ng 155605 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Heptadecane 240 C17H36 000629-78-7 86
3 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 86
4 Hexacosane 366 C26H54 000630-01-3 86
5 2-methyloctacosane 408 C29H60 1000376-72-8 80
Abundance Scan 2457 (16.539 min): BF117027.D (-2450) (-) m/z 57.10 100.00%
g7

5000

33

16.20 16.40 16.60 16.80
m/z 71.10 88.86%

141

169 191 211

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L B L |
16.20 16.40 16.60 16.80
4 s m/z 85.05 63.88%
26 . | L i [ 1, 141 169 197 225 253268 296
R S B B R RREANEREx Loos s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57
 EARREE NS S
85 16.20 16.40 16.60 16.80
5000 A m/z 43.00 45 .09%
113
L JJ |, 141 169 197212 240
'”I””P'”P”'P”W'”W””I””P'”P”"”"”'”"””I””'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #149373: Sulfurous acid, 2-propy! tridecy! ester R AR R R

43 16.20 16.40 16.60 16.80

m/z 55.05 23.19%

5000

%

2f ‘\ ‘\ I J\ U3 141 182 o1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16 20 16. 40 16 60 16. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091319\
Data File : BF117027.D

Acq On : 13 Sep 2019 17:31

Operator : HP/JU

Sample - K4836-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319_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 63.3 ng 1311640 1 6.82 414446 20.0
unknown6 .60 6.60 117.9 ng 2442640 1 6.82 414446 20.0
Heneicosane 11.46 6.8 ng 208437 4 11.33 610280 20.0
n-Hexadecanoic acid 11.86 15.1 ng 461660 4 11.33 610280 20.0
Octadecanoic acid 12.64 18.3 ng 559612 4 11.33 610280 20.0
2-methyloctacosane 12.76 12.2 ng 345942 5 13.97 565269 20.0
Hexacosane 13.54 20.4 ng 575879 5 13.97 565269 20.0
Octacosane 13.81 2.9 ng 82998 5 13.97 565269 20.0
Acetic acid, trif... 13.83 4.8 ng 135288 5 13.97 565269 20.0
Nonadecane, 2-met... 14.13 8.9 ng 252718 5 13.97 565269 20.0
Triacontane 14.16 25.6 ng 723989 5 13.97 565269 20.0
Heptadecane 14.44 18.5 ng 521911 5 13.97 565269 20.0
Eicosane, 7-hexyl- 14.68 28.0 ng 792521 5 13.97 565269 20.0
6,6-Diethylhoctad... 14.74 13.1 ng 804948 6 15.43 1232240 20.0
2-Bromo dodecane 15.07 14.3 ng 880583 6 15.43 1232240 20.0
2-Bromotetradecane 15.22 9.5 ng 587359 6 15.43 1232240 20.0
Hentriacontane 15.86 13.4 ng 828894 6 15.43 1232240 20.0
Hexadecane, 1l-iodo- 16.35 4.2 ng 259956 6 15.43 1232240 20.0
Sulfurous acid, 2... 16.54 2.5 ng 155605 6 15.43 1232240 20.0
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