LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG022819\

Data File : BG039668.D

Aca On : 28 Feb 2019 20:17 Instrument :

Operator : JU/SJ (B.‘,'I\!A_(t;S el
- _ lentosampleld :

3?22'6 : K1628-03 A0C6-1-0.5-1.0

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-BG012919.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 3.220 16 22 31 rBv 82647 175302 4.38% 0.623%
2 3.296 31 35 41 rVB 54156 76944 1.92% 0.273%
3 4.847 293 299 309 rVB 156268 261233 6.53% 0.928%
4 5.710 439 446 455 rBV 1202810 1904121 47.57% 6.768%
5 7.314 708 719 730 rBVY 1248999 2223455 55_.54% 7.903%
6 7.696 774 784 791 rBV 1147611 2027648 50.65% 7.207%
7 8.166 855 864 875 rVB 206147 355633 8.88% 1.264%
8 8.489 909 919 930 rBV 820189 1432567 35.79% 5.092%
9 9.341 1054 1064 1072 rBV 709345 1295862 32.37% 4 .606%
10 10.986 1336 1344 1351 rBvV 284722 512810 12.81% 1.823%

11 13.412 1746 1757 1768 rBV 1909589 2933431 73.28% 10.426%
12 14.228 1890 1896 1902 rBV 129058 191710 4._.79% 0.681%
13 14.786 1982 1991 1999 rBV2 466870 776868 19.41% 2.761%
14 16.273 2237 2244 2258 rBV 1610052 2504588 62.57% 8.902%
15 17.530 2452 2458 2463 rBV2 669525 1029056 25.71% 3.658%

16 17.577 2463 2466 2472 rVV 127904 183417 4._.58% 0.652%

17 17.665 2476 2481 2486 rVB 24278 40389 1.01% 0.144%
18 18.158 2561 2565 2572 rVB 60811 80984 2.02% 0.288%
19 18.387 2598 2604 2611 rBV3 229541 392092 9.79% 1.394%
20 18.452 2612 2615 2623 rVB2 36225 63650 1.59% 0.226%
21 19.292 2754 2758 2765 rBV2 39279 57241 1.43% 0.203%
22 19.451 2780 2785 2789 rBV3 60620 77313 1.93% 0.275%

23 19.533 2791 2799 2802 rBV2 80250 141514 3.54% 0.503%
24 19.574 2802 2806 2812 rVV 220712 319780 7.99% 1.137%
25 19.645 2814 2818 2829 rVvv4 58636 109301 2.73% 0.388%

26 19.786 2839 2842 2848 rVB 65442 77883 1.95% 0.277%
27 19.862 2851 2855 2858 rBV 43249 49538 1.24% 0.176%
28 19.897 2858 2861 2864 rVV3 34721 54373 1.36% 0.193%

29 19.938 2864 2868 2873 rVV 176974 249498 6.23% 0.887%
30 20.126 2893 2900 2906 rBV 3039238 4003043 100.00% 14.228%

31 20.250 2917 2921 2928 rVB5 19544 43597 1.09% 0.155%
32 20.391 2939 2945 2949 rBV 67400 109849 2.74% 0.390%
33 20.579 2974 2977 2982 rVB5 36524 46598 1.16% 0.166%

34 20.825 3016 3019 3023 rBV 111983 129935 3.25% 0.462%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG022819\

Data File : BG039668.D

Aca On : 28 Feb 2019 20:17 Instrument :

Operator : JU/SJ (B.‘,'I\!A_(tSS el
- _ lentosampleld :

3?22'6 : K1628-03 A0C6-1-0.5-1.0

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\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 20.890 3026 3030 3035 rVB 59178 69832 1.74% 0.248%

36 21.413 3111 3119 3127 rBV6 98835 203317 5.08% 0.723%
37 21.818 3180 3188 3194 rBV 645560 1257627 31.42% 4._.470%
38 21.871 3194 3197 3203 rVB 71250 109222 2.73% 0.388%
39 21.965 3208 3213 3220 rBV2 62866 100608 2.51% 0.358%
40 22.100 3231 3236 3241 rBV6 27040 48228 1.20% 0.171%

41 22.594 3313 3320 3326 rVB2 69815 135324 3.38% 0.481%
42 22.999 3383 3389 3397 rBV2 61818 119085 2.97% 0.423%
43 23.316 3435 3443 3450 rBV2 79886 157801 3.94% 0.561%
44 24.121 3571 3580 3581 rBV2 51298 121119 3.03% 0.430%
45 24.150 3581 3585 3599 rVB3 91295 246041 6.15% 0.875%

46 24.879 3702 3709 3718 rVB2 34403 94063 2.35% 0.334%
47 25.026 3727 3734 3743 rBV3 40807 117546 2.94% 0.418%
48 25.202 3747 3764 3775 rBV2 352995 1214005 30.33% 4_.315%
49 26.330 3946 3956 3966 rBV2 41753 128800 3.22% 0.458%
50 27.751 4188 4198 4208 rVB7 23889 81172 2.03% 0.289%

Sum of corrected areas: 28135013
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022819\

Data File : BG039668.D

Aca On : 28 Feb 2019 20:17

Operator : JU/SJ

ﬁ?ggle i K1628-03 A0C6-1-0.5-1.0
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG039668.D
3000000

2500000
2000000

1500000
7.31
5.71 7.70

1000000
8.49
9.34

500000

8.17 10.99

LI L I B 0 L B B

T T I T T T
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 12.00 12.50

Abundance TIC: BG039668.D
3000000 20.13

2500000

2000000 13.41

16.27
1500000

1000000
17.53 21.82

500000

2141 2p 88610 22.59
0<
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: BG039668.D
3000000

2500000
2000000
1500000
1000000

500000 25.20

23.083.32 2445 2@& 26.33 27.75

O I B e e e L L LA i e e e BN e o 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022819\

Data File : BG039668.D

Aca On : 28 Feb 2019 20:17

Operator : JU/SJ

ﬁ?ggle i K1628-03 A0C6-1-0.5-1.0
ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1I\BNA G\METHODS\8270-BG012919_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

3.30 4.33 ng 76944 1,4-Dichlorobenzene-d4 8.17
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 50
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 36 (3.302 min): BG039668.D (-31) (-) m/z 73.20 100.00%
74.2
5000 431 /\\
T A
320 340  3.60
el 4207 821 4315 38.57%
m/z--> 50 100 150 200 250 300 350
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L T
43.0 320 340  3.60
' m/z 55.15 35.99%
‘V—V—LJL||||I||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
410 320 340 360
5000 m/z 87.15 32.04%
m/z--> 100 150 200 250 300 350
Abundance #8392: 3-Pentanol, 2,4-dimethyl- T L IR
73.0 320 340  3.60
m/z 45.15 14.16%
5000
43.0
%?'9\\.w\J1J Lo oo Wy
m/z--> 50 100 150 200 250 300 350 320 340  3.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022819\

BG039668.D

28 Feb 2019 20:17

Jus/sJ

K1628-03 AOC6-1-0.5-1.0
10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG012919.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

KAEEAAAIAIAXITA A A A A A AT A A A A A A A AR AAA A A XA EAARTAAAAAAEAARARAAAAXAAARAAAAXAATXARAARAALAAAA*XK
Peak Number 4 unknown7.70 Concentration Rank 1

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

7.70 114.03 ng 2027650 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 785 (7.702 min): BG039668.D (-774) (-) m/z 132.15 100.00%
13p.2
5000 68.2
201 o2 J o |7 T 7k 8h0
L B O B m/z 68.15 43.85%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A
7.40 7.60 7.80 8.00
310 510 m/z 134.15 32.92%
'A'H!'“'l'!'m""l""w'"|""w"'|""|”"
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
740 7.60 7.80 8.00
5000 m/z 66.15 30.74%
'""|'?%q=‘7ﬁfi“8§fz"lJ“" LA UL UL L BRI
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R e e
132.0 7.40 7.60 7.80 8.00
m/z 69.15 16.47%
5000 67.0
41.0 97.0
‘ ‘ 117.0
....U..w.“.,‘.M‘.‘.ﬁ?;".‘.h,....“,..H. e A G &
m/z--> 40 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022819\

Data File : BG039668.D

Aca On : 28 Feb 2019 20:17

Operator : JU/SJ

ﬁ?ggle i K1628-03 A0C6-1-0.5-1.0
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.39 7.62 ng 392092 Phenanthrene-d10 17.53
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 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Undecanoic acid 186 C11H2202 000112-37-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 2604 (18.387 min): BG039668.D (-2598) (-) m/z 43.15 100.00%
43.1 73.2
= M\wj\\_A‘
—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—v—v—rv—r
157.3185.3 256.4 18.00 18.20 18.40 18.60 18.80
8593 "m/z 73.15 96.19%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0
18.00 18.20 18.40 18.60 18.80
97.0 157.0185 02130 256.0 m/z 60.15 89.91%
|"||l||||I|l|'||||'|| l.... e
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
18.00 18,20 18.40 18.60 18.80
5000 129.0 m/z 57.20 83.27%
199.0
ks | T
15.0) | df ml T N
m/z--> 50 150 200 250 300 350
Abundance #72643: Tridecanoic acid e T T
43.0 |73:0 18.00 18.20 18.40 18.60 18.80
m/z 55.15 67.18%
5000 129.0
171.0
101.0 214.0
]:S'IOLUIiI‘IJmI(ﬁI Al ’{.l.{... e A e i
m/z--> 50 100 150 200 250 300 350 mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022819\

Data File : BG039668.D

Aca On : 28 Feb 2019 20:17

Operator : JU/SJ

ﬁ?ggle i K1628-03 A0C6-1-0.5-1.0
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.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 Undecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.64 2.12 ng 109301 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 83
2 Octadecanoic acid 284 C18H3602 000057-11-4 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 Tridecanoic acid 214 C13H2602 000638-53-9 43
Abundance Scan 2817 (19.639 min): BG039668.D (-2814) (-) m/z 43.20 100.00%
43.2
5000
129.2

85.2 185.3
2412 R BREERERARE R
284.4 498.9 19.40 19.60 19.80 20.00
m/z 73.15 93.76%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #50052: Undecanoic acid
60.Q

5000

19.40 19.60 19.I80 20.IOO
m/z 60.10 87.69%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131261: Octadecanoic acid
73.0

19.40 19.60 19.80 20.00
m/z 57.20 83.02%

5000

185.0 241.0 2840

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #84452: Tetradecanoic acid R R s o e
73.0 19.40 19.60 19.80 20.00

m/z 41.15 51.97%

5000

I T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022819\

Data File : BG039668.D

Aca On : 28 Feb 2019 20:17

Operator : JU/SJ

ﬁ?ggle i K1628-03 A0C6-1-0.5-1.0
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.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 Octadecanoic acid, butyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
20.83 2.07 ng 129935 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 90
2 Butvl mvristate 284 C18H3602 000110-36-1 42
3 2.4-Dipropvl-5-ethvl-1.3-dioxane 200 C12H2402 006413-83-8 37
4 1-Undecene. 10-methvl- 168 C12H24 022370-55-4 35
5 Pentanal, 3-methyl- 100 C6H120 015877-57-3 35

Abundance Scan 3020 (20.831 min): BG039668.D (-3016) (-) m/z 56.25 100.00%
56.3
5000
H 32 2 s ams | e e v e
: : 340.4 : : : :
— L 1923 2183 m/z 57.15 56.22%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
58.0
5000 LRI UL UL UL B
285.0 340.0 20.60 20.80 21.00 21.20
‘ 1290 150 m/z 43.20 38.95%
, | mim J,,h 1570 ' 2130?4f0 | 311.0
m/z--> 50 150 260 250 300 '
Abundance #131257: Butyl myristate
58.0
20,60 20.80 21.00 21.20
0
5000 20,0 m/z 41.15 33.69%
129.0
||||‘||l m{ HJJ\ \ 157|0||‘|||“|‘| 255|O||‘|||||||
m/z--> 50 100 150 200 250 300
Abundance #61169: 2,4-Dipropyl-5-ethyl-1,3-dioxane  Ema s e AR
56.0 20.60 20.80 21.00 21.20
m/z 55.15 29.38%
5000
29.0 1110 145.0
|, \,“ ‘85"' Lo lamseeo
m/z--> 50 100 150 200 250 300 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022819\

Data File : BG039668.D

Aca On : 28 Feb 2019 20:17

Operator : JU/SJ

ﬁ?ggle i K1628-03 A0C6-1-0.5-1.0
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.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 Sulfurous acid, octadecyl 2... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.41 3.23 ng 203317 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 80
2 Hexadecane 226 C16H34 000544-76-3 70
3 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 60
4 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 58
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 55
Abundance Scan 3119 (21.413 min): BG039668.D (-3111) (-) m/z 57.20 100.00%
5%.2
. ML\/\
1113 21.00 21.20 21.40 21.60 21.80
227.2 . . . . .
e 153.2  194.1 253.2281.1  327.2 m/z 43 55 62 550
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43.0
71.0
5000 AR B A I
97.0 2100 21.20 21.40 21.60 21.80
m/z 71.20 47 .58%
125.0
155.0 183.0  224.0 253.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83026: Hexadecane
57.0
21.00 21.20 21.40 21.60 21.80
5000 85.0 m/z 55.15 42.46%
2001 [0 a0 160, 01970 2260
m/z--> 25 Jo eb éo 100 120 140 160 180 200 220 240 260 280 300 350
Abundance #129502: Nonadecane, 9-methyl- A RREEE RS
57.0 21.00 21.20 21.40 21.60 21.80
m/z 85.25 34.02%
85.0
5000
140.0
113. 0 168 0
Il ‘ j‘ | 211.0238.0 267.0
m/z--> 25 Jo eb éo 100 120 140 160 180 200 220 240 260 280 300 350 21.00 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022819\

Data File : BG039668.D

Aca On : 28 Feb 2019 20:17

Operator : JU/SJ

ﬁ?ggle i K1628-03 A0C6-1-0.5-1.0
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.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 Dodecane, 2-methyl-6-propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.59 2.15 ng 135324 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 80
2 Tridecane 184 C13H28 000629-50-5 78
3 Sulfurous acid. butvl undecvl ester 292 C15H3203S 1000309-17-8 78
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
5 Tetracosane 338 C24H50 000646-31-1 72
Abundance Scan 3319 (22.588 min): BG039668.D (-3313) (-) m/z 57.20 100.00%
57.2
5000
85.2
{1 mans s 22 aa | 2270 2240 22/60 2280 230
S W S 0 0 VR i o d o RO DU o S m/z 71.20 57.15%
m/z--> 50 100 150 200 250 300 350
Abundance #83051: Dodecane, 2-methyl-6-propy!-
57.0
5000 85.0
22.20 22.40 22.60 22.80 23.00
140.0 m/z 43.25 57 .05%
N B D P e L
m/z--> 50 100 150 200 250 300 350
Abundance #48834: Tridecane
57.0
22:20 22.40 22.60 22.80 23.00
5000 85.0 m/z 85.20 34 .52%
29.0
t’\‘J | | | 127015501840
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #137567: Sulfurous acid, butyl undecyl ester
57.0 22.20 22.40 22.60 22.80 23.00
m/z 55.20 19.40%
5000
85.0
29.0
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 350 22.'20 22.'40 22.|60 22.I80 23.'00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022819\

Data File : BG039668.D

Aca On : 28 Feb 2019 20:17

Operator : JU/SJ

ﬁ?ggle i K1628-03 A0C6-1-0.5-1.0
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.32 2.51 ng 157801 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Octacosane 394 C28H58 000630-02-4 83
3 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 80
4 Nonadecane 268 C19H40 000629-92-5 68
5 10-Methylnonadecane 282 C20H42 056862-62-5 64

Abundance Scan 3444 (23.322 min): BG039668.D (-3435) (-) m/z 57.25 100.00%

5%.3

5000

.

23.00 23.20 23.40 23.60
m/z 43.20 54 .35%

155.3

207.2 241.2 2811 341.1

m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 LA L L L L L LB B |
23.00 23.20 23.40 23.60
m/z 71.20 52 .35%
99.0
27,}0|‘ | 1777, 1410 1830 2250 2820
L o o e AL A o o e o A B i o o s S
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
e EAAREEREEE ey
23.00 23.20 23.40 23.60
5000 m/z 85.25 39.52%
99.0
27,0 |y, 141.0 1830 2250 281.0 337.0 394.0
o e e L e o e e B I L e o B e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #125656: Sulfurous acid, butyl decyl ester
57.0 23.00 23.20 23.40 23.60
m/z 55.15 22.27%
5000

1
m/z--> 50 100 150

| | T I T T
200 250 300 350 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022819\

Data File : BG039668.D

Aca On : 28 Feb 2019 20:17

Operator : JU/SJ

ﬁ?ggle i K1628-03 A0C6-1-0.5-1.0
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919.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 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
26.33 2.12 ng 128800 Perylene-d12 25.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Triacontane 422 C30H62 000638-68-6 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Docosane 310 C22H46 000629-97-0 86
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 3956 (26.330 min): BG039668.D (-3946) (-) m/z 57.25 100.00%
571.3
5000
Jgg 2 26.00 26,20 26.40 26.60
133.1 169.3 207 2 265 2 : : : :
....,n..J T o it SN m/z 71.25 57.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117636: Nonadecane
57.0
5000
26.00 26.20 26.40 26.60
268.0 m/z 43.20 54 _.82%
141.0
1§9lll y J l A 32?0 2250 | S —
m/z--> 50 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
26.00 26,20 26.40 26.60
5000 m/z 85.20 42 .76%
99.0
Ly A | Jaro 1830 2250 267.0 309.0 3510 4220
m/z--> §o 100 1éo 200 250 360 3%0 460
Abundance #94346: Heptadecane
57.0 26.00 26.20 26.40 26.60
m/z 55.10 23.97%
5000
99.0
ool | { J | 1410 1330 240.0
m/z--> 5'0 1(')0 1&'30 200 250 3(')0 350 4(')0 26.00 26.20 26.40 26.60 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG022819\

Data File : BG039668.D

Acg On : 28 Feb 2019 20:17

Operator : JU/SJ

3?22'6 i K1628-03 AOC6-1-0.5-1.0
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919_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... 3.30 4.3 ng 76944 1 8.17 355633 20.0
unknown?7 .70 7.70 114.0 ng 2027650 1 8.17 355633 20.0
n-Hexadecanoic acid 18.39 7.6 ng 392092 4 17.53 1029060 20.0
Undecanoic acid 19.64 2.1 ng 109301 4 17.53 1029060 20.0
Octadecanoic acid... 20.83 2.1 ng 129935 5 21.82 1257630 20.0
Sulfurous acid, o... 21.41 3.2 ng 203317 5 21.82 1257630 20.0
Dodecane, 2-methy... 22.59 2.1 ng 135324 5 21.82 1257630 20.0
Eicosane 23.32 2.5 ng 157801 5 21.82 1257630 20.0
Nonadecane 26.33 2.1 ng 128800 6 25.20 1214010 20.0
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