LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO71619\
Data File : BG041667.D

Aca On 16 Jul 2019 14:25

Operator : HP/JU

Sample - K3826-03

Misc :

ALS Vial : 11 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-BG071519.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 3.191 13 17 30 rvB 562795 873272 13.10% 1.976%
2 3.726 105 108 119 rvB2 39619 69283 1.04% 0.157%
3 5.612 421 429 441 rBVY 2052894 3286053 49.29% 7.436%
4 7.204 691 700 711 rBVY 2163665 3773622 56.60% 8.540%
5 7.580 756 764 781 rBVY 2097934 3585676 53.78% 8.114%
6 8.050 836 844 851 rBV 402428 678154 10.17% 1.535%
7 8.373 891 899 909 rBVY 1520737 2640348 39.60% 5.975%
8 9.208 1032 1041 1053 rBV 1254491 2265759 33.99% 5.127%
9 10.859 1312 1322 1330 rBV 536179 992306 14.88% 2.246%
10 12.304 1560 1568 1577 rBV 70361 112815 1.69% 0.255%

11 13.297 1729 1737 1745 rBV 3179497 4906345 73.59% 11.103%
12 14.114 1870 1876 1889 rVB 462237 676934 10.15% 1.532%
13 14.666 1962 1970 1982 rVB2 867853 1394865 20.92% 3.157%
14 16.147 2215 2222 2235 rBV 2700254 3993035 59.90% 9.036%
15 17.404 2429 2436 2445 rBV2 1139765 1720896 25.81% 3.894%

16 18.297 2583 2588 2598 rBV 272328 410131 6.15% 0.928%
17 19.566 2799 2804 2811 rBV 96150 153016 2.30% 0.346%
18 20.007 2873 2879 2885 rBV 4748472 6666710 100.00% 15.087%
19 21.335 3099 3105 3122 rBV3 134314 586787 8.80% 1.328%
20 21.652 3152 3159 3166 rBV2 1128572 1870469 28.06% 4_.233%

21 21.881 3194 3198 3202 rVB 70441 94299 1.41% 0.213%
22 22.498 3297 3303 3308 rBV 118650 205235 3.08% 0.464%
23 23.197 3416 3422 3429 rVB 150004 307343 4.61% 0.696%
24 23.385 3449 3454 3462 rVB 60250 128788 1.93% 0.291%
25 24.008 3552 3560 3571 rBV 146237 344789 5.17% 0.780%

26 24.854 3693 3704 3715 rVB2 698971 1935601 29.03% 4 _380%
27 24.966 3717 3723 3733 rVB2 109145 286827 4 _30% 0.649%
28 26.111 3913 3918 3928 rVB3 79041 229483 3.44% 0.519%

Sum of corrected areas: 44188841
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71619\
Data File : BG041667.D

Aca On 16 Jul 2019 14:25

Operator : HP/JU

Sample - K3826-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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: BG041667.D

4000000

3000000

5.61 7.20 758
2000000

8.37

1000000

8.19
8.05 10.86

3.73 1230
LA e e o o e L0 e e o e e B L e e o

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 1050 1100 1150 1200 1250
Abundance TIC: BG041667.D

2001
4000000

13.30

3000000 16.15

2000000

17.40 21.65
1000000 14.67

14.11

18.30 19.57 21.33 |l21.88 22.50

O e L B i e R e e e e e e Rt Sl

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: BG041667.D

4000000

3000000

2000000

1000000 24.85

23, 24.01
78 39 i .97 26.11

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

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\BGO71619\
Data File : BG041667.D

Aca On 16 Jul 2019 14:25

Operator : HP/JU

Sample - K3826-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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.

3.19 25.75 ng 873272 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 28
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 17 (3.191 min): BG041667.D (-13) (-) m/z 73.10 100.00%
73
5000 43
55 87
o7 007 3.20 3.30 3.40 3.50 3.60
o Lo b 92 0 m/z 43.10 42.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000 HUA IR UM IR I U
43 5 3.20 3.30 3.40 3.50 3.60
. ‘ 87 m/z 55.10  30.84%
Oﬂ*TFMEWM'“|'A'|l'}m7'w"“|'”'|”"w"w"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7B
- 87 3,20 3.30 3.40 3.50 3.60
5000 m/z 87.10 26.16%
29
0 ..1.5|....|....|....|....|....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl-
7B 3.20 3.30 3.40 3.50 3.60
m/z 41.10 13.10%
5000 43
58
0"'|JM'|*'“|"“w'L"w"'|“"|'”'|"”|"'w"" HUA IR NS IR A AR
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BGO71619\
Data File : BG041667.D

Aca On 16 Jul 2019 14:25

Operator : HP/JU

Sample - K3826-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 (R)-(-)-3-Methyl-2-butanol Concentration Rank 12

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

3.73 2.04 ng 69283 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (RY-(-)-3-Methvl-2-butanol 88 C5H120 001572-93-6 64
2 2-Butanol. 3-methvl- 88 C5H120 000598-75-4 50
3 Propvlene Glvcol 76 C3H802 000057-55-6 40
4 (SH-(+)-1.2-Propanediol 76 C3H802 004254-15-3 39
5 2-Butanol, 3-methyl-, (S)- 88 C5H120 001517-66-4 39

Abundance Scan 109 (3.732 min): BG041667.D (-105) (-) m/z 45.10 100.00%
45
5000
e PR
61 3.40 3.60 3.80 4.00
o....,....,~|!~...-,'..7.3.,?“?..,....,....,....,...17.‘?....,2](’.7.. m/z 43.10 21.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2132: (R)-(-)-3-Methyl-2-butanol
45
5000 TTTTTTT T T T T T T T T T

3.40 3.60 3.80 4.00
m/z 61.10 6.59%

27
15 73
T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2115: 2-Butanol, 3-methyl-
45
A RRRE LTS L
3.40 3.60 3.80 4.00
5000 m/z 44.05 6.45%
27 73
Ohrie ol 37 L 87 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #938: Propylene Glycol R E e REARREEE
45 3.40 3.60 3.80 4.00
m/z 57.10 3.08%
5000
29 61
m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71619\
Data File : BG041667.D

Aca On 16 Jul 2019 14:25

Operator : HP/JU

Sample - K3826-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 3 unknown7.58 Concentration Rank 1

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

7.58 105.75 ng 3585680 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 764 (7.580 min): BG041667.D (-756) (-) m/z 132.00 100.00%
5000 68
96 U L IR S
40 54 7.20 7.40 7.60 7.80 8.00
o T 07 2 m/z 68.05  44.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 NRERE RS RARAR AR
a1 97 720 7.40 7.60 7.80 8.00
53 2 17 m/z 134.00 33.93%
0 N L SN S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 U L IR S
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 29.92%
31
0 ‘ [, | H Il ‘ ‘ |
"'P"'I"”I""I”"I"'W" N I SN S S
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole L LI L L BN I
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.28%
5000
104
14 27 30 51 077 g9 | 115 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 720 7.0 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71619\
Data File : BG041667.D

Aca On 16 Jul 2019 14:25

Operator : HP/JU

Sample - K3826-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Safrole Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.30 2.27 ng 112815 Naphthalene-d8 10.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Safrole 162 C10H1002 000094-59-7 98
2 1.3-Benzodioxole. 5-(1-propenvl)- 162 C10H1002 000120-58-1 96
3 1.3-Benzodioxole. 5-(1-propenvl)... 162 C10H1002 017627-76-8 94
4 Benzene. 1.2-(methvlenedioxv)-4-... 162 C10H1002 004043-71-4 94
5 1H-Isoindole-1,3(2H)-dione, 2-am... 162 C8H6N202 001875-48-5 46
Abundance Scan 1567 (12.298 min): BG041667.D (-1560) (-) m/z 162.10 100.00%
162
104 131
5000

12.00 12.20 12.40 12.60

0 m/z 104.10 58.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #31927: Safrole
162
104 131

12,00 12.20 12.40 12.60
m/z 131.00 55.87%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #31977: 1,3-Benzodioxole, 5-(1-propenyl)-
162
L I
12.00 12.20 12.40 12.60
5000 m/z 103.00 41.39%
104 131
51 7
63
eyt 2T hreirepbeelberrgeregeer i i 247
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #32012: 1,3-Benzodioxole, 5-(1-propenyl)-, (2)- T AT
162 12.00 12.20 12.40 12.60
104 m/z 77.10 40.69%
131
77
5000 51
63
et e L Wme W | )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12. 00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71619\
Data File : BG041667.D

Aca On 16 Jul 2019 14:25

Operator : HP/JU

Sample - K3826-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.30 4.77 ng 410131 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 2589 (18.303 min): BG041667.D (-2583) (-) m/z 43.10 100.00%
5000 129
213
157171185 256 SR IR SN UL B
143 199 282 18.00 18.20 18.40 18.60
(o} m/z 60.05 98.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129 L BRI UL BIURIN B
mmmmmmmm
m/z 73.00 95.60%
WJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72643: Tridecanoic acid
3 | P
7 18.00 18.20 18.40 18.60
5000 129 m/z 55.10 88.78%
29
214
o.??v...P.. LJi 143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid B R EeE
43 73 18.00 18.20 18.40 18.60
57 m/z 57.10 85.72%
5000 129
29
199
‘ ‘ 143157171185 242
0..1.5,.‘a..‘i:‘.. R EAREEE R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1800 1820 1840 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71619\
Data File : BG041667.D

Aca On 16 Jul 2019 14:25

Operator : HP/JU

Sample - K3826-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 1-Octadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.33 6.27 ng 586787 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 93
2 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 91
3 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 Triacontyl trifluoroacetate 534 C32H61F302 1000351-75-7 91
Abundance Scan 3104 (21.329 min): BG041667.D (-3099) (-) m/z 57.10 100.00%
57
5000 97 L‘/-“_‘JKM/
LN BN BUNRE SRR
39 172209 21.00 21.20 21.40 21.60
Ob e ,....,J.'.}.t,.l.7.5.,r..2.4,7...2?,5...?,5.6...,.4.2.9,....,....,....,....,.. m/z 43.10 78.86%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #104184: 1-Octadecene
57
5000 L SN BRI BRI B
21. 00 21 20 21. 40 21. 60
m/z 55.10 58.34%
0 |‘ il39 182 252
mz> 0 20 100 150 200 250 300 350 400 4%0 500 550 600 %0
Abundance #241205: Octacosy! heptafluorobutyrate
57
o7 21.00 21.20 21.40 21.60 |
5000 m/z 71.10 42 .77%
LB
ol My 38 236 278 320 892 437 588
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242465: Hexatriaconty| pentafluoropropionate R RERRREEE
57 21.00 21.20 21.40 21.60
m/z 41.10 41.18%
97
5000
J 1139 Wﬂh
ol LAtk 181 222 264 306 348 391432 504 549 650 e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 21. 00 21 20 21. 40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71619\
Data File : BG041667.D

Aca On 16 Jul 2019 14:25

Operator : HP/JU

Sample - K3826-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.50 2.19 ng 205235 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tricosane 324 C23H48 000638-67-5 93
3 Hexadecane 226 C16H34 000544-76-3 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87

Abundance Scan 3303 (22.498 min): BG041667.D (-3297) (-) m/z 57.10 100.00%

57

i

5000 85
113 324 22.20 22.40 22.60 22.80
141 183 215 284 303
ol 3 b 7y7 1260 183 0 240 26428430357 355 h/z  43.10  57.48Y%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 LA L L L L L L L L LB
85 22 20 22. 40 22 60 22. 80

m/z 71.10 51.52%

o .‘ . L 11113 141 169 197 225 253 282
Ly At —
m/z--> 100 150 200 250 300 350
Abundance #164578: Tricosane
57
R B
22.20 22.40 22.60 22.80
5000 85 m/z 85.10 39.40%
113 324
141 169
AN B il -
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane T B
57 22.20 22.40 22.60 22.80
m/z 55.10 24 .28%
h T WWMA)L'\WM
29
———r T o
m/z--> 50 100 150 200 250 300 350 22 20 22. 40 22 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71619\
Data File : BG041667.D

Aca On 16 Jul 2019 14:25

Operator : HP/JU

Sample - K3826-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 9 Tetracosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
23.20 3.29 ng 307343 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Eicosane 282 C20H42 000112-95-8 87
3 Octadecane 254 C18H38 000593-45-3 87
4 Undecane. 3.8-dimethvl- 184 C13H28 017301-30-3 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 3422 (23.197 min): BG041667.D (-3416) (-) m/z 57.10 100.00%
g7
AR AR AR BRI B
113 141 169 207 22.80 23.00 23.20 23.40 23.60
ob—3 ,I'. b L T 190 /225 (202 281 822 385 Tnyz 43.10  62.05%
m/z--> 50 100 150 200 250 300 350

Abundance #175557: Tetracosane
57
5000 85 TT T T [T T T T[T T T T [ TTTT[TT
22. 80 23 00 23. 20 23. 40 23 60
m/z 71.10 52.25%
oL ||]| i l|113 141 169 197 225 253 281 309 338
L I A e o o e e e I LR S o
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
I e o
22.80 23.00 23.20 23.40 23.60
5000 m/z 85.10 40.41%
85
29
o JJ L 218 141 160 197 225 253 282
=777
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane LA B R man o SR
57 22.80 23.00 23.20 23.40 23.60
m/z 55.10 21.86%
5000 85
29 113
0 - ‘\ I ‘ l /| 141 169 197 225 254
—r— e =t 7 R e R s
m/z--> 50 100 150 200 250 300 350 22. 80 23 00 23. 20 23. 40 23 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71619\
Data File : BG041667.D

Aca On 16 Jul 2019 14:25

Operator : HP/JU

Sample - K3826-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

24.01 3.56 ng 344789 Perylene-di12 24.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90

Abundance Scan 3560 (24.008 min): BG041667.D (-3552) (-) m/z 57.10 100.00%

g7

5000 85

.

113 141 168 197 23.60 23.80 24.00 24.20 24.40
Ol b M T 7 168 107 225049260 305 | Thnsz 43.10  59.74%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane

-

5000 85 LA B L L L L L L L L
23.60 23.80 24.00 24.20 24.40
29 m/z 71.10 53.51%
oL LU L7 41,169 197 295 253 281 300 337 380
B L T e I AR A
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
e e
23.60 23.80 24.00 24.20 24.40
5000 o m/z 85.10 40.45%
29
oLl i Ly 113 141 160 197 225 253 281 309 337 365 394
O T T o T A e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane e L
57 23.60 23.80 24.00 24.20 24.40
m/z 55.10 22 .36%
5000 85
29 113
0 | gl T° 141 189 197 225 253 281 309 338
e T L N o
m/z--> 50 100 150 200 250 300 350 23.60 23.80 24.00 24.20 24.40

8270-BG071519.M Wed Jul 17 17:02:03 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71619\
Data File : BG041667.D

Aca On 16 Jul 2019 14:25

Operator : HP/JU

Sample - K3826-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Docosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24 .97 2.96 ng 286827 Perylene-di12 24.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Octadecane 254 C18H38 000593-45-3 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 3724 (24.971 min): BG041667.D (-3717) (-) m/z 57.10 100.00%
57
LU SR BN I
113 141 24.60 24.80 25.00 25.20
ol b L7y 1163183 207 239 268 205 328 | /7 71.10  58.52%
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane
57
5000 85 U U SRR U B
24,60 24.80 25.00 25.20
m/z 43.10 57.53%
. 2| 11}311§1 169 197 225 253 281 310
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
2460 24.80 25.00 25.20
5000 g5 m/z 85.10 40.67%
29
oL ] | (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350
Abundance #105885: Octadecane R LA A B e S
57 24.60 24.80 25.00 25.20
m/z 55.10 25.73%
5000 85
29
oL Ly 118141 160 107 295 254
m/z--> 50 100 150 200 250 300 350 ' 24.60 24.80 25.00 25.20

8270-BG071519.M Wed Jul 17 17:02:04 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71619\
Data File : BG041667.D

Aca On 16 Jul 2019 14:25

Operator : HP/JU

Sample - K3826-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 9
R.T. EstConc Area Relative to ISTD R.T.

26.11 2.37 ng 229483 Perylene-d12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 10-MethvlInonadecane 282 C20H42 056862-62-5 72
3 Tetracosane 338 C24H50 000646-31-1 64
4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 64
5 Nonadecane 268 C19H40 000629-92-5 60

Abundance Scan 3918 (26.111 min): BG041667.D (-3913) (-) m/z 57.10 100.00%

g7
5000 85

109127 155 182203 225 252 281 343 25.80 26.00 26.20 26.40
ol A LGP (195, 182208225 252 A 3B w/z 71.10 55.67%

m/z--> 50 100 150 200 250 300 350
Abundance #141425:; Heneicosane

%

5000 85 LA L L L L L L LB |
25.80 26.00 26.20 26.40
29 m/z 43.10 55.61%
113
oL L PP 300 107 225 o5 o
m/z--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane
57
A o e
85 25.80 26.00 26.20 26.40
5000 m/z 85.10 44 .16%
29 ’ . 154
O - V.L.“\“.“ ﬂ... S -] A —
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane R A RARRE
57 25.80 26.00 26.20 26.40
m/z 55.10 19.15%
85
5000
29 113
oL } J |77 2 169 197 225 53 338
— e e R Ea ERREE S S
m/z--> 50 100 150 200 250 300 350 25. 80 26 00 26 20 26. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO71619\
Data File : BG041667.D

Acq On 16 Jul 2019 14:25

Operator : HP/JU

Sample - K3826-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071519_.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... 3.19 25.8 ng 873272 1 8.05 678154 20.0
(R)-(-)-3-Methyl-_._. 3.73 2.0 ng 69283 1 8.05 678154 20.0
unknown7 .58 7.58 105.8 ng 3585680 1 8.05 678154 20.0
Safrole 12.30 2.3 ng 112815 2 10.86 992306 20.0
n-Hexadecanoic acid 18.30 4.8 ng 410131 4 17.40 1720900 20.0
1-Octadecene 21.33 6.3 ng 586787 5 21.65 1870470 20.0
Eicosane 22.50 2.2 ng 205235 5 21.65 1870470 20.0
Tetracosane 23.20 3.3 ng 307343 5 21.65 1870470 20.0
Heptacosane 24 .01 3.6 ng 344789 6 24.85 1935600 20.0
Docosane 24 .97 3.0 ng 286827 6 24.85 1935600 20.0
Heneicosane 26.11 2.4 ng 229483 6 24.85 1935600 20.0
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