LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG073120\
Data File : BG046126.D

Aca On 31 Jul 2020 15:25

Operator : CG/JU

Sample : L3489-02

Misc :

ALS Vial : 10 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-BG073020.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 3.158 7 12 26 rvB 334666 622125 14.54% 1.809%
2 5.538 410 417 428 rBVY 1004806 1577020 36.85% 4 .585%
3 7.118 677 686 697 rBV 985303 1620323 37.86% 4.711%
4 7.547 754 759 769 rBV 31307 56851 1.33% 0.165%
5 7.953 820 828 836 rVB 311832 519191 12.13% 1.509%

9.104 1013 1024 1036 rBV 648601 1116238 26.08% 3.245%
10.750 1296 1304 1311 rVB 407790 719288 16.81% 2.091%
1715 1722 1730 rVB 1660734 2510800 58.67% 7.300%
13.488 1765 1770 1775 rVB2 33815 56995 1.33% 0.166%
14.028 1856 1862 1868 rBVY 172879 251011 5.87% 0.730%

O © o~ O
=
w
N
=
o

11 14.580 1949 1956 1963 rVB2 627670 964766 22.54% 2.805%
12 16.067 2202 2209 2216 rBV 1378413 2115919 49.44% 6.152%
13 17.318 2416 2422 2435 rVB 767619 1169876 27.34% 3.401%
14 18.217 2572 2575 2586 rVB3 303936 578071 13.51% 1.681%
15 18.828 2675 2679 2688 rBV3 41346 105819 2.47% 0.308%

16 18.928 2691 2696 2703 rVVv6 78721 193911 4_.53% 0.564%
17 18.999 2704 2708 2711 rVvVv 151180 174276 4_.07% 0.507%
18 19.087 2719 2723 2727 rBV2 33289 43508 1.02% 0.126%
19 19.310 2757 2761 2766 rBV5 30884 83767 1.96% 0.244%
20 19.486 2782 2791 2805 rVB 425897 1267676 29.62% 3.685%

21 19.845 2847 2852 2860 rVvVv3 127506 250282 5.85% 0.728%
22 19.939 2862 2868 2873 rVB 3231471 4279505 100.00% 12.442%
23 20.626 2979 2985 2991 rVB2 387732 594228 13.89% 1.728%
24 20.849 3019 3023 3028 rBvV 100470 133594 3.12% 0.388%
25 21.237 3085 3089 3094 rBV 414514 614473 14.36% 1.786%

26 21.302 3094 3100 3106 rvVv 803892 1521153 35.55% 4.422%
27 21.372 3107 3112 3121 rVB 693262 1142741 26.70% 3.322%
28 21.566 3138 3145 3152 rBV 1049933 1818316 42.49% 5.286%
29 21.784 3180 3182 3188 rVB3 36256 47997 1.12% 0.140%
30 22.213 3248 3255 3272 rVB 727748 1663813 38.88% 4_.837%

31 22.389 3281 3285 3297 rVB5 64001 144269 3.37% 0.419%
32 23.194 3413 3422 3433 rVB 786125 2019180 47.18% 5.870%
33 24.322 3605 3614 3626 rVB2 536953 1684092 39.35% 4 _.896%
34 24.674 3666 3674 3684 rVB3 561405 1567626 36.63% 4 _.558%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG073120\
Data File : BG046126.D

Aca On 31 Jul 2020 15:25

Operator : CG/JU

Sample : L3489-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG073020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 25.673 3834 3844 3858 rVB2 345307 1167728 27.29% 3.395%

Sum of corrected areas: 34396428
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073120\
Data File : BG046126.D

Aca On : 31 Jul 2020 15:25

Operator : CG/JU

Sample : L3489-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

= Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG073020.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG046126.D

5.54 7.12

9.10

s 16 295 10.75

7.55

0
Time-->

350 4.00 450 5.00 550 6.00 6.50

7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG046126.D

19.94

13.21
16.07

14.58

14.03
1349 |

Time-->

05
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

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG046126.D

23.19

24.3224.67
25.67

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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073120\
Data File : BG046126.D

Aca On : 31 Jul 2020 15:25

Operator : CG/JU

Sample : L3489-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

3.16 23.97 ng 622125 1,4-Dichlorobenzene-d4 7.95
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 38
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 7

Abundance Scan 12 (3.158 min): BG046126.D (-7) (-) m/z 73.10 100.00%
7B
5000 43
55 87
112 141 190 3.20 3.30 3.40 3.50 3.60
3 N[ S P S G 2 . SN - L m/z 43.10 38.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U SRS SR AR RARSR R
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 26.94%
do 2l
'”I""I”"I" LR SARLELA UL DAL UURL L DA
m/z--> 20 80 100 120 140 160 180
Abundance
73
P 87 13.20 3.30 3.40 3.50 3.60
5000 m/z 87.10 26.01%
29
15 97
S S B S W LI UL BRI WL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4436: Pentane, 3-methoxy-
73 3.20 3.30 3.40 3.50 3.60
m/z 71.10 12.09%
5000
45
o \\ ‘\ o 101 ,/\\\
m/z--> 20 45 60 80 100 120 140 160 180 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073120\
Data File : BG046126.D

Aca On : 31 Jul 2020 15:25

Operator : CG/JU

Sample : L3489-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 15

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

7.55 2.19 ng 56851 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 2-Propanol. 1-propoxv- 118 C6H1402 001569-01-3 39
3 Carbonic acid. ethvl-. methvl ester 104 C4H303 000623-53-0 38
4 2-Propanol. 1-(l-methvlethoxv)- 118 C6H1402 003944-36-3 38
5 Acetic acid, hydroxy-, ethyl ester 104 C4H803 000623-50-7 38

Abundance Scan 759 (7.547 min): BG046126.D (-754) (-) m/z 45.05 100.00%
45
5000 5o
AN
72 720 7.40 7.60 780
103 : : : :
Ohrrrrrrrprrer e bl ol 88 182 2559 10 36.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 59 7.20 7.40 7.60 7.80
72 m/z 72.10 16.22%
o1y W |, 8o 104 136 135
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
45
A R UL LA I B
7.20 7.40 7.60 7.80
5000 3 m/z 43.05 11.94%
59
31
0 15 38 89 103 117
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4708: Carbonic acid, ethyl-, methy! ester B EEEEE e
45 7.20 7.40 7.60 7.80
29 m/z 60.10 10.41%
5000 77
59
15
0"'V'L'l'”"J"w'“*'|“"|J'“l""v"g?"”l%Q%'l“"l"“l""l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073120\
Data File : BG046126.D

Aca On : 31 Jul 2020 15:25

Operator : CG/JU

Sample : L3489-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.22 9.88 ng 578071 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
2 Undecanoic acid 186 C11H2202 000112-37-8 49
3 Dodecanoic acid 200 C12H2402 000143-07-7 45
4 n-Decanoic acid 172 C10H2002 000334-48-5 40
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 38
Abundance Scan 2575 (18.217 min): BG046126.D (-2572) (-) m/z 43.10 100.00%
60
5000 129 \,v,ﬂﬁ~ww»/J//W\vaNVW,\MNvNU
87 213 R R R RS B R R
01,15 | 14315717118%199 oy 256 oo 18100 1820 18.40 18.60
o} m/z 60.10 89.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 LS B U BN B
18 00 18. 20 18. 40 18 60
J‘“ o577 23 m/z 73.10 79.88%
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
" 18.00 18.20 18.40 18.60
5000 43 m/z 57.10 76.87%
29 85 129143
115 186
0l 15 i 15717
mmmmmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61122: Dodecanoic acid R B N ma s
78 18.00 18.20 18.40 18.60
m/z 55.10 61.91%
5000 43 129
7 11s 157
H T 101 143 | 171,200
Obrrrprerrpbr bl AMNLAL,”.u”.“”..ﬁﬂ.”..”..”w.”w.” L —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1800 1820 1840 1860
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073120\
Data File : BG046126.D

Aca On : 31 Jul 2020 15:25

Operator : CG/JU

Sample : L3489-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Diethylene glycol dibenzoate Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.93 3.32 ng 193911 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Di thvlene alvcol dibenzoate 314 C18H1805 000120-55-8 59
2 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 50
32 5.8.11 Tetraoxatridecan-13-vl ... 312 C16H2406 1000366-96-7 47
4 2.4.7-Trioxabicvclol4.4.01dec-9-... 374 C23H3404 1000161-14-6 43
5 Phthalic acid, 2,4-dimethylpent-... 320 C19H2804 1000356-84-3 35
Abundance Scan 2696 (18.928 min): BG046126.D (-2691) (-) m/z 105.00 100.00%
105 149
5000 77
43 g7
207 284 18.60 18.80 19.00 19.20
0 ,,J .'l.J,...':',:..'. e 192185 SV 230 205 2 "m/z 149.05 82.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156210: Diethylene glycol dibenzoate
105 149
5000
77 18.60 18.80 19.00 19.20
m/z 77.05 41.75%
ol 27 5& L 122 179
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
149 18:60 18.80 19.00 19.20
5000 m/z 43.10 26.93%
77
ol 28 51 o1 131 179193209 236
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #154292: 2,5,8,11-Tetraoxatridecan-13-yl benzoate A E e
105 149 18.60 18.80 19.00 19.20
5 m/z 57.10 23.66%
5000
77
0 29 J‘ ‘ “‘ 1| 119133 | 175 193209224 253267
m/z--> 26 40 60 85 160 120 140 160 180 200 220 240 260 280 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073120\
Data File : BG046126.D

Aca On : 31 Jul 2020 15:25

Operator : CG/JU

Sample : L3489-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.
19.00 2.98 ng 174276 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 50
-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 38
e. 2-bromo- 192 C8H17Br 000557-35-7 37
-Trimethvl-1-pentanol. trif... 226 C10H17F302 1000365-19-5 25

entanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 23
Abundance Scan 2708 (18.999 min): BG046126.D (-2704) (-) m/z 57.10 100.00%
57
5000 g7 113 uw,ﬂ4~,L4me\}{\Avavf¢f‘jx/ﬂ
I I I I I

18.60 18.80 19.00 19.20 19.40
m/z 113.10 46.16%

129 153169 1g85199213207241

o 282

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
5|7
5000
18.60 18.80 19.00 19.20 19.40
a3 97 113 m/z 97.10 43.06%
ol 137 153168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
R R o e RN
18.60 18.80 19.00 19.20 19.40
5000 m/z 55.10 26.49%
41 97
119
0 27 71 147 177 219 261
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54934: Octane, 2-bromo- I EAEAE B RS
57 71 18.60 18.80 19.00 19.20 19.40
m/z 83.10 17 .84%
43
5000, 28
113
oL14 |l “ |, 85 99 ‘ 135149 192
'“|“'w'“"“'w'“|““ T T T T R RN N a e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18. 60 18 80 19. OO 19. 20 19. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073120\
Data File : BG046126.D

Aca On : 31 Jul 2020 15:25

Operator : CG/JU

Sample : L3489-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7
R.T. EstConc Area Relative to ISTD R.T.
19.49 13.94 ng 1267680 Chrysene-di12 21.57
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 70
Abundance Scan 2792 (19.492 min): BG046126.D (-2782) (-) m/z 73.10 100.00%
43
5000 129 VJJL/\
241
i T |t 30 1540 1560 1080
157 07 : : : -
o a3y | POT226 | 267 1, 2 Tm/z 43.10 94.27%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
48
5000 129 R B R
o7 mmwmmmmm
185 a1 o84 m/z 60.10 84.37%
57 207
o IJnl.lll.I .I.‘.|'..'..|....|....|.
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
119.20 19,40 19.60 19.80
5000 129 m/z 57.10 82.68%
97 199 242
157
oL26 180 225
m/z--> 55 160 150 260 2%0 300 3éo
Abundance #107549: n-Hexadecanoic acid B R,
43 60 19.20 19.40 19.60 19.80
m/z 55.10 70.08%
5000 129
H 157 185 213 256
o I MJ‘H h\ul\ ..‘.‘.‘.{ 239‘ — R I e
m/z--> 50 1m 200 %o 300 350 1wmwm%m%0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073120\
Data File : BG046126.D

Aca On : 31 Jul 2020 15:25

Operator : CG/JU

Sample : L3489-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.84 2.75 ng 250282 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Pentadecane 212 C15H32 000629-62-9 90

Abundance Scan 2851 (19.839 min): BG046126.D (-2847) (-) m/z 57.10 100.00%

57
5000 85

‘ 113 141 183 207 281 19.60 19.80 20.00 20.20
oLt b W LT )" 163188 207205 253 281 343 m/z 43.10 70.08%

m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane

F

5000 85 IIIIIIIIIIIIIIIIIII
19 60 19. 80 20. 00 20 20
m/z 71.10 63.27%
29 113
| | 141 169 197 225 268
ol b b
m/z--> 50 100 150 200 250 300 350
Abundance
57
e A B B
19.60 19.80 20.00 20.20
5000 85 m/z 85.10 48 .88%
29
. 13 141 160 107 225 253 295 323 367
— T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane R EE E EEARE RaEE s
57 19.60 19.80 20.00 20.20
m/z 41.10 28.01%
- I //L/\%x
29
— e Al B eI
m/z--> 50 100 150 200 250 300 350 19 60 19. 80 20. 00 20 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073120\
Data File : BG046126.D

Aca On : 31 Jul 2020 15:25

Operator : CG/JU

Sample : L3489-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11
R.T. EstConc Area Relative to ISTD R.T.
20.63 6.54 ng 594228 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 2986 (20.632 min): BG046126.D (-2979) (-) m/z 57.10 100.00%
57
5000 85 /NAN_/“~w~A/\JNVj\N¢_~M_
R AR LR BN SR
113 20.40 20.60 20.80 21.00
141 169
oL, .34~, A h, L 7P 197 225 267 295 336357 | sz 43.10  59.10%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 R NI LR BN B
20.40 20.60 20.80 21.00
m/z 71.10 56.07%
. 200 1 M 191 160 107 205 253 295 323 367
m/z--> 55 160 1éo 260 250 360 3éo
Abundance
57
" 20.40 2060 20.80 21.00
5000 m/z 85.10 42 . 79%
85
oL 20 L M 141 60 197 225 253 2m1 323 351 360
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane e e e AAREE
57 20.40 20.60 20.80 21.00
m/z 97.10 21.97%
5000 85
29 113
0 | ‘ I Il gl 77,141 169 197 225 253 281 309 338
m/z--> 5'0 1(')0 1&'30 2(')0 250 300 3&'30 20.'40 20.|60 20.I80 21.'00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073120\
Data File : BG046126.D

Aca On : 31 Jul 2020 15:25

Operator : CG/JU

Sample : L3489-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5-Eicosene, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.24 6.76 ng 614473 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 93
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 3089 (21.237 min): BG046126.D (-3085) (-) m/z 57.10 100.00%
57 83
5000 \ \
3 139 21.00 21.20 21.40 21.60
I 18 195 222 262 2680 327 m/z 43.10 94.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 HRIL AL SN B B
21.00 21.20 21.40 21.60
29 m/z 55.10 94 _.14%
o 139 167 196 223 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
83 HRIL DAL SN B B
21.00 21.20 21.40 21.60
5000 m/z 83.10 89.86%
29 111

139 167 196 224 252 280

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177132: 1-Heneicosyl formate T T T T
57 83 21.00 21.20 21.40 21.60
m/z 69.10 74.73%
5000

.

| | 167 196 222 266 294 370340

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21.00 21.20 21.40 21.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073120\
Data File : BG046126.D

Aca On : 31 Jul 2020 15:25

Operator : CG/JU

Sample : L3489-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.30 16.73 ng 1521150 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 96
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 93
3 Octadecanamide 283 C18H37NO 000124-26-5 83
4 Tetradecanamide 227 C14H29NO 000638-58-4 53
5 Nonanamide 157 C9H19NO 001120-07-6 53
Abundance Scan 3100 (21.302 min): BG046126.D (-3094) (-) m/z 59.10 100.00%
9
5000 /\\\/\
8 114 21.00 21.20 21.40 21.60
3 1«) : - :
ol 40, 170102212 240263 294 320 355 401 | “nzz 72.10  65.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #128445: 9-Octadecenamide, (2)-
9
5000 UL AR AR AR RS
21,00 21.20 21.40 21.60
m/z 55.10 48_.73%
29 8l 126
o .. 154 184 210 238 281
m/z--> 50 100 150 200 250 300 350 400
Abundance
59
21,00 21.20 21.40 21.60
5000 m/z 41.10 29 .53%
137
8 110
o 39 165 193 240263 294 337
m/z--> 50 100 150 200 250 300 350 400
Abundance #130204: Octadecanamide S BB s o e
59 21.00 21.20 21.40 21.60
m/z 43.10 29.32%
L2 % 20777 156 184 21 240 283
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21,40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073120\
Data File : BG046126.D

Aca On : 31 Jul 2020 15:25

Operator : CG/JU

Sample : L3489-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.37 12.57 ng 1142740 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3112 (21.372 min): BG046126.D (-3107) (-) m/z 57.10 100.00%
57
5000 85 . \
PN I B BRI
113 149 21.00 21.20 21.40 21.60
o3 ,I. Lo AT S 109197 225 253 204 323 351 429 | nsn 71,10 62.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
21.00 21.20 21.40 21.60
29 m/z 43.10 59.66%
oL J | 112 141 169 197 205 253 281 309 337 365 394
m/z--> 55 160 1éo 260 250 360 3éo 460
Abundance
57
21.00 21.20 2140 2160
5000 85 m/z 85.10 44 .85%
. 29 113 141 169 107 225 253 295 303 367
m/z--> 55 160 1éo 260 2%0 360 3éo 460
Abundance #202662: Heptacosane REREEEES L S A
57 21.00 21.20 21.40 21.60
m/z 55.10 20.98%
5000
85
o 290 | | | ;113 141 160 107 225 253 281 323 351 380
m/z--> 55 160 1éo 260 250 360 3éo 460 2foo 2150 21h0 2f60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073120\
Data File : BG046126.D

Aca On : 31 Jul 2020 15:25

Operator : CG/JU

Sample : L3489-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane, 10-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.21 18.30 ng 1663810 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3255 (22.213 min): BG046126.D (-3248) (-) m/z 57.10 100.00%
57
5000 85 j\\_/\
PR o TR R
113 21.80 22.00 22.20 22.40 22.60
141 169
oL -3 ,J.-! AT 1L 269 197 225 253 205 337 A0l i tt71TT0 63, 18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57
21.80 22.00 22.20 22.40 22.60
m/z 43.10 60.09%
113___154
ol dassTy 188 21 230 281
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
o 21.80 22.00 22.20 22.40 22.60
5000 m/z 85.10 44 _03%
9
0 127 155 183 225 253
mz-> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane T TR TR
57 21.80 22.00 22.20 22.40 22.60
m/z 55.10 23.24%
5000
85
o 291 (113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400 21'80 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073120\
Data File : BG046126.D

Aca On : 31 Jul 2020 15:25

Operator : CG/JU

Sample : L3489-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.19 25.76 ng 2019180 Perylene-di12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
3 Docosane. 9-butvl- 366 C26H54 055282-14-9 94
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3421 (23.188 min): BG046126.D (-3413) (-) m/z 57.10 100.00%
57
o T ”1\//\\7
NN AR AR TN
113 149 22.80 23.00 23.20 23.40 23.60
o34 ,J.J. A AT, 183 211 239 266 205 337 365 415y 71,10 63. 76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
22.80 23.00 23.20 23.40 23.60
m/z 43.10 61.48%
29 Jll3 141 169 282
o4, y M|y IO 228 pss 282
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
22.80 23.00 23.20 23.40 23.60
5000 85 m/z 85.10 46.02%
oM 00 107 P oz pa s
m/z--> 50 100 150 200 250 300 350 400
Abundance #194496: Docosane, 9-butyl- S T L L B N
43 22.80 23.00 23.20 23.40 23.60
m/z 55.10 23.36%
71
5000
99 182
o Al J‘ 27155 | o %2 am %° a6 3ma
m/z--> 5'0 1(')0 1&'30 2(')0 250 300 350 4(')0 22.|80 23.'00 23.'20 23.'40 23.I60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073120\
Data File : BG046126.D

Aca On : 31 Jul 2020 15:25

Operator : CG/JU

Sample : L3489-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .32 21.49 ng 1684090 Perylene-di12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
4 Pentacosane 352 C25H52 000629-99-2 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3614 (24.322 min): BG046126.D (-3605) (-) m/z 57.10 100.00%
57
13 24.00 24,20 24.40 24.60
141
ol 31 ,I. J AT 169 197 225 258 809 351 3719 | uiyv 7110 62.850%
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57
5000 85 NN I AR
24.00 24.20 24.40 24.60
- 13 m/z 43.10 59.38%
141
ol A M 000,197 225 05y 206
m/z--> 50 100 150 200 250 300 350
Abundance
43
LN I B
71 24.00 24.20 24.40 24.60
5000 m/z 85.10 46 .10%
99 196
o 127 155 225 252 280
m/z--> éo 160 1éo 260 250 360 3%0
Abundance #117648: Octadecane, 2-methyl- B aREE et
43 24.00 24.20 24.40 24.60
m/z 55.10 22.41%
5000
99
0 | “‘f J | 127 185 183 225 353
m/z--> 5'0 1(')0 1éo 2(')0 250 300 350 24.'00 24.'20 24.'40 24.|60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073120\
Data File : BG046126.D

Aca On : 31 Jul 2020 15:25

Operator : CG/JU

Sample : L3489-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane, 11-decyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

25.67 14.90 ng 1167730 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Heneicosane. 1l-decvl- 437 C31H64 055320-06-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 3843 (25.667 min): BG046126.D (-3834) (-) m/z 57.10 100.00%

g7

5000 85

H-

25.40 25.60 25.80 26.00

113
141 ]_69 197
ol WL U7 1,169 107 225 253 281 309 337 365 401 431 | 17777 10 66. 00%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141424: Heneicosane
57
5000 85 TTT IIIIIIII IIIIIIII
25 40 25. 60 25. 80 26. OO
- 113 m/z 43.10 57.27%
| 1 | 1141 169 197 225 253 296
O e e e e S S e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57
R BR AR Emmas R
25.40 25.60 25.80 26.00
5000 85 m/z 85.10 45_63%
29 , 295
. 113 141 169 197 205 266 | 323 435
L e A e R
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane T T T e
57 25.40 25.60 25.80 26.00
m/z 55.10 21.20%
” ] ’r\“wwwmhMJw/p\pwﬂ*u/ﬂ\v~mN
29
. UL L M40 169 107 205 253 295 323 367
T T T T e e RS B ma e
m/z--> 0 50 100 150 200 250 300 350 400 25 40 25. 60 25. 80 26 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG073120\
Data File : BG046126.D

Acq On 31 Jul 2020 15:25

Operator : CG/JU

Sample - L3489-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.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... 3.16 24_.0 ng 622125 1 7.95 519191 20.0
Ethanol, 2-(2-eth... 7.55 2.2 ng 56851 1 7.95 519191 20.0
n-Hexadecanoic acid 18.22 9.9 ng 578071 4 17.32 1169880 20.0
Diethylene glycol... 18.93 3.3 ng 193911 4 17.32 1169880 20.0
2,4,4,6,6,8,8-Hep... 19.00 3.0 ng 174276 4 17.32 1169880 20.0
Octadecanoic acid 19.49 13.9 ng 1267680 5 21.57 1818320 20.0
Nonadecane 19.84 2.8 ng 250282 5 21.57 1818320 20.0
Hexacosane 20.63 6.5 ng 594228 5 21.57 1818320 20.0
5-Eicosene, (E)- 21.24 6.8 ng 614473 5 21.57 1818320 20.0
9-Octadecenamide, ... 21.30 16.7 ng 1521150 5 21.57 1818320 20.0
Octacosane 21.37 12.6 ng 1142740 5 21.57 1818320 20.0
Eicosane, 10-methyl- 22.21 18.3 ng 1663810 5 21.57 1818320 20.0
Eicosane 23.19 25.8 ng 2019180 6 24.67 1567630 20.0
Heneicosane 24 .32 21.5 ng 1684090 6 24.67 1567630 20.0
Heneicosane, 11-d... 25.67 14.9 ng 1167730 6 24.67 1567630 20.0
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