LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO71020\
Data File : BG046005.D

Aca On 10 Jul 2020 13:46

Operator : CG/JU

Sample : L3203-17

Misc :

ALS Vial : 9 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 G\METHODS\8270-BG070620 .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 3.143 5 9 18 rBV 139510 272556 4.12% 0.539%
2 3.219 18 22 37 rvB 274222 435483 6.58% 0.861%
3 5.581 417 424 437 rBV 1490424 2480375 37.49% 4 .906%
4 7.161 685 693 702 rBVY 1690262 2901232 43.85% 5.738%
5 7.596 760 767 773 rBV 42363 75051 1.13% 0.148%
6 8.007 830 837 845 rBV 551556 962366 14.55% 1.903%
7 8.330 884 892 900 rBVY 1356570 2331264 35.24% 4.611%
8 9.152 1023 1032 1040 rBvV 1095721 1951041 29.49% 3.859%
9 10.803 1306 1313 1320 rBV 800293 1386249 20.95% 2.742%
10 13.253 1722 1730 1737 rVB 2783628 4269950 64.54% 8.445%

11 14.075 1864 1870 1876 rBV 404561 584772 8.84% 1.157%
12 14.627 1955 1964 1970 rBV 1224564 1925068 29.10% 3.807%
13 16.108 2209 2216 2225 rBV 2211320 3332386 50.37% 6.591%
14 16.631 2301 2305 2308 rVB2 53076 69518 1.05% 0.137%
15 17.365 2424 2430 2435 rBV 1572147 2402762 36.32% 4.752%

16 17.412 2435 2438 2443 rVB 118384 162489 2.46% 0.321%
17 18.275 2576 2585 2594 rBV2 415197 757511 11.45% 1.498%
18 18.786 2667 2672 2677 rVB2 37865 71411 1.08% 0.141%
19 18.880 2682 2688 2694 rVVv3 98409 190039 2.87% 0.376%
20 19.051 2712 2717 2721 rBV 283135 356324 5.39% 0.705%

21 19.139 2728 2732 2738 rBV2 55090 89771 1.36% 0.178%
22 19.286 2752 2757 2766 rVB2 121516 230158 3.48% 0.455%
23 19.415 2774 2779 2784 rBV 306820 447727 6.77% 0.886%
24 19.544 2797 2801 2814 rVB2 285445 445564 6.73% 0.881%
25 19.697 2824 2827 2831 rVB3 93625 117061 1.77% 0.232%

26 19.779 2831 2841 2845 rVV2 268596 508654 7.69% 1.006%
27 19.856 2849 2854 2862 rVB2 168650 319357 4._.83% 0.632%
28 19.985 2870 2876 2884 rVB 5056952 6615999 100.00% 13.085%
29 20.273 2922 2925 2929 rVB2 68612 76963 1.16% 0.152%
30 20.649 2984 2989 2998 rVB 310284 537725 8.13% 1.064%

31 20.737 3001 3004 3008 rVB2 75948 85908 1.30% 0.170%
32 21.025 3049 3053 3062 rVB2 123867 217724 3.29% 0.431%
33 21.301 3095 3100 3107 rBV 754340 1081029 16.34% 2.138%
34 21.418 3114 3120 3128 rVB2 465089 850348 12.85% 1.682%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO71020\
Data File : BG046005.D

Aca On 10 Jul 2020 13:46

Operator : CG/JU

Sample : L3203-17

Misc :

ALS Vial : 9 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\HPCHEM1\BNA G\METHODS\8270-BG070620.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 21.624 3146 3155 3161 rVV2 1615638 2988024 45.16% 5.910%

36 21.671 3161 3163 3173 rVB 120175 176448 2.67% 0.349%
37 21.859 3191 3195 3200 rVB4 84040 147092 2.22% 0.291%
38 22.288 3261 3268 3276 rBV 527501 1119305 16.92% 2.214%
39 22.476 3295 3300 3307 rVvB2 110761 195928 2.96% 0.388%
40 23.163 3412 3417 3426 rVB2 84695 188731 2.85% 0.373%

41 23.292 3430 3439 3453 rVB2 499589 1314218 19.86% 2.599%
42 23.780 3515 3522 3532 rBV2 94493 346768 5.24% 0.686%
43 23.968 3548 3554 3559 rBV2 95764 211414 3.20% 0.418%
44 24.461 3629 3638 3653 rVB2 452054 1414857 21.39% 2.798%
45 24.784 3683 3693 3703 rVvB2 884820 2419874 36.58% 4._.786%

46 25.842 3865 3873 3887 rvB4 258213 871204 13.17% 1.723%
47 26.035 3899 3906 3916 rVB4 95453 293900 4._.44% 0.581%

48 26.135 3919 3923 3932 rVB6 75377 174773 2.64% 0.346%
49 27.504 4149 4156 4158 rBV6 68028 155546 2.35% 0.308%

Sum of corrected areas: 50559917

8270-BG070620.M Mon Jul 13 01:43:44 2020 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO071020\
Data File : BG046005.D

Aca On 10 Jul 2020 13:46

Operator : CG/JU

Sample : L3203-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG070620.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: BG046005.D
5000000

4000000
3000000

2000000 716
5.58 8.33
9.15

1000000 10.80

8.01
2
Y 7.60

e S L e R = = IREEERI

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11. 50 12. OO 12. 50
Abundance TIC: BG046005.D
5000000 19,98

4000000

3000000{ 1325

16.11
2000000

14.63
1000000

14.08

O o et e L L B I B e e e e e ettt ————

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG046005.D
5000000

4000000
3000000

2000000

24.78

23.29 24.46
23. 232897 2556@44 27.50
AN

O T e T T T T P T o T T T T T T T e T T T T o T P e o e e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

1000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO071020\
Data File : BG046005.D

Aca On 10 Jul 2020 13:46

Operator : CG/JU

Sample : L3203-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG070620.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.22 9.05 ng 435483 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 22 (3.219 min): BG046005.D (-18) (-) m/z 73.05 100.00%
7B
5000
43
3.20 3.30 3.40 3.50 3.60
ol le,l l .|?3,1.12.1.3‘.‘ 18 388 n/z 43.05  32.06%
m/z--> 50 100 150 200 250 300 350
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.20 3.30 3.40 3.50 3.60
m/z 87.00 25.76%
L
m/z--> 50 100 150 200 250 300 350
Abundance
73
3.20 3.30 3.40 3.50 3.60
5000 55 m/z 55.05 19.61%
29
0 97 115
L I UL UL UL UL UL S
m/z--> 50 100 150 200 250 300 350
Abundance #4436: Pentane, 3-methoxy- R na e AN RN EEss Ry
73 3.20 3.30 3.40 3.50 3.60
m/z 41.05 11.23%
5000
45
|
Ouuu‘ull‘uu‘uul?luuuu|||||||||| |||||||||||||
m/z--> 50 100 150 200 250 300 350 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO071020\
Data File : BG046005.D

Aca On 10 Jul 2020 13:46

Operator : CG/JU

Sample : L3203-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG070620.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 8
R.T. EstConc Area Relative to ISTD R.T.
18.28 6.31 ng 757511 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Octadecanoic acid 284 C18H3602 000057-11-4 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 47
5 Dodecanoic acid 200 C12H2402 000143-07-7 38
Abundance Scan 2586 (18.281 min): BG046005.D (-2576) (-) m/z 73.05 100.00%
7B
43 §
5000
129
97 e LB RREEAREEEE
151 45157171 192 213227241256 - 18.00 18.20 18.40 18.60
L Ran m/z 60.05 75.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73
5
5000 29 256 LN LN BULULN BN B
18.00 18.20 18.40 18.60
213 m/z 43.05 63.31%
U ‘ 143157171185, o0
0 T ||||‘l||”|” .
m/z--> 26 4b eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
> SR AR SUNILR BN B
18.00 18.20 18.40 18.60
5000 129 m/z 55.05 62.73%
29 a7
115 | 143 199 242
101 185
L1 157171 213597
Wﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid A B B
3 78 18.00 18.20 18.40 18.60
m/z 57.05 61.54%
- | v\/ymvﬂwxwﬁw/\meyk“/mxwumj
. 143157171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 'ﬂﬁﬁﬁﬂﬁdﬂ&”
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO071020\
Data File : BG046005.D

Aca On 10 Jul 2020 13:46

Operator : CG/JU

Sample : L3203-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG070620.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 2,4,4,6,6,8,8-Heptamethyl-1._._. Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.05 2.97 ng 356324 Phenanthrene-d10 17.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 64
2 Sulfurous acid. cvclohexvimethvl... 276 C14H2803S 1000309-21-7 38
3 Octane. 2-bromo- 192 C8H17Br 000557-35-7 37
4 Cvclohexane. (bromomethvl)- 176 C7H13Br 002550-36-9 35
5 Formic acid, 2,4,4-trimethylpent... 158 C9H1802 1000368-95-2 32
Abundance Scan 2717 (19.051 min): BG046005.D (-2712) (-) m/z 57.05 100.00%
57

g7 113

5000

=8

41 18.80 19.00 19.20 19.40

3169

13715 191206 227

257 284

0 m/z 113.15 53.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000 LA INL L L I
18.80 19.00 19.20 19.40
8397113 m/z 97.05 51.26%
T R T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
97
T T T TR T T
55 18.80 19.00 19.20 19.40
5000 m/z 55.05 26.44%
41 83
ol 2 111127
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54932: Octane, 2-bromo- R mEEEs B
57 7 18.80 19.00 19.20 19.40
m/z 83.05 23.45%
000 a3
S 113
0 ‘M I 85 135149
.”P.”“”.P”q.”q”” R R R b AR RS Es anss R an e R S R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19. 20 19. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO071020\
Data File : BG046005.D

Aca On 10 Jul 2020 13:46

Operator : CG/JU

Sample : L3203-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG070620.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 12
R.T. EstConc Area Relative to ISTD R.T.

19.54 2.98 ng 445564 Chrysene-di12 21.62
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 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
Abundance Scan 2800 (19.538 min): BG046005.D (-2797) (-) m/z 73.05 100.00%

43 7B
5000
129 /J/\‘\_/x
97 241 iatant AL A A

11p | 143 171185 4 g5 284 19.20 19.40 19.60 19.80

0 m/z 60.05 91.84Y%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131259: Octadecanoic acid
43

5000 ST T

19.20 19.40 19.60 19.80
m/z 43.05 86.93%

2
12 L

ou.w””hkmp
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
T B ST
57 19.20 19.40 19.60 19.80
5000 m/z 55.05 78.74%
27 o 129 242
199
11 M 1n 213
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid R ARmE RS
73 19.20 19.40 19.60 19.80
43 m/z 41.05 69.49%
5000 129

19 20 19. 40 19. 60 19. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO071020\
Data File : BG046005.D

Aca On 10 Jul 2020 13:46

Operator : CG/JU

Sample : L3203-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG070620.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 Tetracosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.86 2.14 ng 319357 Chrysene-di12 21.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Triacontane 422 C30H62 000638-68-6 86
3 Docosane 310 C22H46 000629-97-0 86
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 86
Abundance Scan 2855 (19.861 min): BG046005.D (-2849) (-) m/z 57.05 100.00%
57
85
5000
127 220 19.60 19.80 20.00 20.20
169
ol d A dop7i 169 1977 252 282 399 m/z 71.05 72.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57
5000 85 LN B B BN B
mmwmmmmw
29 m/z 43.05 62.03%
ol L L L4 d113 141‘169 197 225 253 281 309 338
m/z--> éo 100 150 260 2éo 360 3%0 460
Abundance
57
11960 19.80 20.00 20.20
5000 85 m/z 85.05 55.20%
113 141
o 29 169 197 225 253 281 309 337 365 393 422
m/z--> éo 160 1%0 260 250 360 350 460
Abundance #153223: Docosane B
7 19.60 19.80 20.00 20.20
m/z 55.05 20.75%
5000 85
113
m/z--> % 1& ﬁo ﬁ 250 %o @ 4& mmwmmmmw
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO071020\
Data File : BG046005.D

Aca On 10 Jul 2020 13:46

Operator : CG/JU

Sample : L3203-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG070620.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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.65 3.60 ng 537725 Chrysene-di12 21.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Nonadecane 268 C19H40 000629-92-5 86
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 86
4 Heptacosane 380 C27H56 000593-49-7 80
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 80
Abundance Scan 2989 (20.649 min): BG046005.D (-2984) (-) m/z 57.05 100.00%
57
5000
113 155 20.40 20.60 20.80 21.00
ol 30 L L L %7181 182 207 234253 280 3344 70 05 76 40%
m/z--> 50 100 150 200 250 300
Abundance #83027: Hexadecane
57
5000 85 AR N NN B
20.40 20.60 20.80 21.00
29 m/z 43.05 64 .52%
o | ‘L‘ﬂ Lo |8 141 160 197 226
m/z--> 55 160 150 200 2éo 360
Abundance
57
" 20,40 20.60 20.80 21.00
5000 85 m/z 85.05 53.23%
29
o 113 141 169 197 225 268
m/z--> 55 160 1%0 200 2éo 360
Abundance #152416: Tridecane, 1-iodo- TT T T [T T T T[T T T T[T T Tr[TTT
57 20.40 20.60 20.80 21.00
m/z 55.05 23.71%
- 1 A/\LA/\—]\A’M
28
183
oL, 0 e | S
m/z--> 50 100 150 200 250 300 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO071020\
Data File : BG046005.D

Aca On 10 Jul 2020 13:46

Operator : CG/JU

Sample : L3203-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG070620.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 9-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.30 7.24 ng 1081030 Chrysene-di12 21.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene. (BE)- 280 C20H40 074685-29-3 94
2 l1-Heptacosanol 396 C27H560 002004-39-9 94
3 Cvclohexadecane 224 C16H32 000295-65-8 93
4 Bromoacetic acid. octadecvl ester 390 C20H39Bro2 018992-03-5 91
5 n-Tetracosanol- 354 C24H500 000506-51-4 91

Abundance Scan 3100 (21.301 min): BG046005.D (-3095) (-) m/z 83.05 100.00%
57
5000 111 \
_'_'—l_'_l_'_l—l_'_'_'_l—rl_'_'_'—r'_l_'_'_
3 Il3g 168 196 226 o5r 280 304 21.00 21.20 21.40 21.60
0 o 00 S0 |, 252 280 84 ' "m/z 57.05 93.08%
m'z--> 50 100 150 200 250 300 350
Abundance #127770: 9-Eicosene, (E)-
I:
5000 LA L L L L L L L L
29 111 21/00 21.20 21.40 21.60
m/z 55.05 92.16%
N H \\M m ‘ 1199 168 196 223 252 260
- ————
mz--> 50 150 200 250 300 350
Abundance
57 | 97
A e e
21.00 21.20 21.40 21.60
5000 m/z 43.05 89.72%
125
. 29 79 153 181 209 236 264 292 320 350 378
S
mz--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane L e
55 g3 21.00 21.20 21.40 21.60
m/z 69.05 88.47%
5000
29 ’ 111
139 224
o L] J.k .{.l.k PEL- L e A A
mz--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO071020\
Data File : BG046005.D

Aca On 10 Jul 2020 13:46

Operator : CG/JU

Sample : L3203-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG070620.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 Docosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

21.42 5.69 ng 850348 Chrysene-di12 21.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 90
2 Nonadecane 268 C19H40 000629-92-5 90
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Hexatriacontane 507 C36H74 000630-06-8 87
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86

Abundance Scan 3120 (21.418 min): BG046005.D (-3114) (-) m/z 57.05 100.00%

- JL

21.20 21.40 21.60 21.80

141
o 183 225 281 323 m/z 71.05 79.12%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #153222: Docosane
57
5000 RN AR AR AL AR

21.20 21.40 21.60 21.80
m/z 43.05 62.52%

‘hu\‘J\ 141 183 225 267 310

20 i L —
m/z--> O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R R A
21.20 21.40 21.60 21.80
5000 m/z 85.10 57.50%
9
0 141 133 268
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane S ARREES e st
57 21.20 21.40 21.60 21.80
m/z 55.05 23.53%
5000

=

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L R S AN G S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 21.20 21.40 21.60 21.80

8270-BG070620-M Mon Jul 13 01:44:02 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO071020\
Data File : BG046005.D

Aca On 10 Jul 2020 13:46

Operator : CG/JU

Sample : L3203-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG070620.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.29 7.49 ng 1119310 Chrysene-di12 21.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3268 (22.288 min): BG046005.D (-3261) (-) m/z 57.05 100.00%

57
85
5000

141 183 22 00 22.20 22.40 22.60
o34 4. 1] .J.J. 1462183 211 239 267 294 323 353 379 | sz 71.05  76.43%

T
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85

5000

22 00 22.20 22.40 22.60
‘ m/z 43.05 60.21%
)

113
29 141
b b LM a7 s s 22
m/z--> 50 100 150 200 250 300 350
Abundance
57

22.00 22. 20 22. 40 22.60

5000 a5 m/z 85.05 54.52%
29 113 169
149 248
o7 T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #194493:; Hexacosane
57 22 00 22.20 22.40 22.60

m/z 55.05 23.06%

h | J\WV}\.A—W\
29
“Ji | | (M2 141 169 107 205 253 205 323 367

{

m/z--> 50 100 150 200 250 300 350 22. 00 22. 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO071020\
Data File : BG046005.D

Aca On 10 Jul 2020 13:46

Operator : CG/JU

Sample : L3203-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG070620.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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.29 10.86 ng 1314220 Perylene-d12 24.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Docosane 310 C22H46 000629-97-0 90
3 Eicosane 282 C20H42 000112-95-8 90
4 2-methvltetracosane 352 C25H52 1000376-72-6 90
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 3439 (23.292 min): BG046005.D (-3430) (-) m/z 57.05 100.00%
g7
85
5000
3 I Ik 1% 141 169 197 205 253271 205 327 385 2300 23.20 23.40 2360 _
ob——t b W TT L TEE D97 2> 253271 295 327 355 m/z 71.05 79.88%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
23.00 23.20 23.40 23.60
m/z 43.05 62.15%
29 113
oL DL R e 16 s gss os
m/z--> 56 160 1%0 260 2éo 360 3%0
Abundance
57
| 23.00 23.20 2340 23.60
5000 85 m/z 85.05 58.58%
. 29 13 141 169 197 225 253 281 310
m/z--> 56 160 1%0 260 250 360 3%0
Abundance #129490: Eicosane S L L B BB B
57 23.00 23.20 23.40 23.60
m/z 55.05 23.71%
85
5000
29 113 141
oL .‘- | 1,|\| L 19 107 225 253 282 St
m/z--> 50 100 150 200 250 300 350 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO071020\
Data File : BG046005.D

Aca On 10 Jul 2020 13:46

Operator : CG/JU

Sample : L3203-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG070620.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 Heneicosane, 11-(1-ethylpro... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24 .46 11.69 ng 1414860 Perylene-di12 24.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 87
4 Tetradecane 198 C14H30 000629-59-4 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 3638 (24.461 min): BG046005.D (-3629) (-) m/z 57.05 100.00%
57
85
5000
LRI BN BN SUNRE
113 252 24.20 24.40 24.60 24.80
(141
ol 3k L | atyt161183 207225 | 270 295317 350 m/z 71.05 76.51%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
24.20 24.40 24.60 24.80
m/z 43.05 58.40%
. il h I i ‘Jlﬁ3“lﬂl 169 197 225 253 295 323 367
m/z--> 50 100 1%0 200 250 300 350
Abundance
57
o 24.20 24.40 24,60 24.80
5000 m/z 85.05 55.82%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- S EASaREREE s
43 24.20 24.40 24.60 24.80
- m/z 55.05 25.14%
o . ‘ J‘ u 127155 183309225 253 2% a7
m/z--> 50 100 150 200 250 300 350 2420 24.40 24.60 24.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO071020\
Data File : BG046005.D

Aca On 10 Jul 2020 13:46

Operator : CG/JU

Sample : L3203-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG070620.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

25.84 7.20 ng 871204 Perylene-di12 24.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3873 (25.842 min): BG046005.D (-3865) (-) m/z 57.05 100.00%

5000

-

99 L N Em e e
197 250 295 355 393 25.60 25.80 26.00 26.20

0 m/z 71.05 79.82%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57
5000 LA B L L L LB

25. 60 25 80 26. OO 26. 20
m/z 43.05 59.12%

99
Lth 141 183 205 267 309 367

.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R S N EEERE RS
25.60 25.80 26.00 26.20
5000 m/z 85.05 56.44%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

%

ol e S S o o R o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- T T T T
43 25.60 25.80 26.00 26.20
m/z 55.05 20.87%
5000 85

3

| 127169 205 295 337

N SN

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 25. 60 25 80 26. 00 26. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO071020\
Data File : BG046005.D

Aca On 10 Jul 2020 13:46

Operator : CG/JU

Sample : L3203-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG070620.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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
26.04 2.43 ng 293900 Perylene-d12 24.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 58
2 Eicosane 282 C20H42 000112-95-8 58
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 52
4 Hexadecane 226 C16H34 000544-76-3 50
5 Nonadecane 268 C19H40 000629-92-5 50

Abundance Scan 3907 (26.041 min): BG046005.D (-3899) (-) m/z 57.05 100.00%
57
5000 85 wﬁyﬁﬁj/\\bw/\/xxmvauwww
113 147 221 " 25.80 26,00 26.20 26.40
182 265 355 429 . . .
o bl b 1921 | 209205323 395, a01%29 508 | B 6 e oy
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94346: Heptadecane
57
85
5000 R SN BN SN B
25.80 26.00 26.20 26.40
29 m/z 43.05 52 .55%
0 8 ‘\Hu J \\1ﬂ1469197 240
mz-> 0 50 160 150 200 2éo 300 350 400 450 500
Abundance
57
" 25.80 26.00 26.20 26.40
5000 85 m/z 85.05 44.27%
29
o 113141 169197 225 253 282
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94356: Tetradecane, 2,6,10-trimethyl- I ML B e
57 25.80 26.00 26.20 26.40

m/z 55.05 23.40%

- T \"JW
113 155183 pos

0....,‘....,..“..|‘...\.|........,....,....,....,....,. R R EEEREEEs

m/z--> 0 50 100 150 200 250 300 350 400 450 500 25. 80 26. 00 26 20 26. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BGO071020\
Data File : BG046005.D

Acq On 10 Jul 2020 13:46

Operator : CG/JU

Sample - L3203-17

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG070620.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... 3.22 9.1 ng 435483 1 8.01 962366 20.0
n-Hexadecanoic acid 18.28 6.3 ng 757511 4 17.36 2402760 20.0
2,4,4,6,6,8,8-Hep... 19.05 3.0 ng 356324 4 17.36 2402760 20.0
Octadecanoic acid 19.54 3.0 ng 445564 5 21.62 2988020 20.0
Tetracosane 19.86 2.1 ng 319357 5 21.62 2988020 20.0
Hexadecane 20.65 3.6 ng 537725 5 21.62 2988020 20.0
9-Eicosene, (E)- 21.30 7.2 ng 1081030 5 21.62 2988020 20.0
Docosane 21.42 5.7 ng 850348 5 21.62 2988020 20.0
Eicosane 22.29 7.5 ng 1119310 5 21.62 2988020 20.0
Heneicosane 23.29 10.9 ng 1314220 6 24.78 2419870 20.0
Heneicosane, 11-(... 24.46 11.7 ng 1414860 6 24.78 2419870 20.0
Hexacosane 25.84 7.2 ng 871204 6 24.78 2419870 20.0
Tetradecane, 2,6,... 26.04 2.4 ng 293900 6 24.78 2419870 20.0
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