LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022719\
Data File : BG039637.D

Aca On : 27 Feb 2019 16:38

Operator : JU/SJ

Sample : K1631-13

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-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 3.223 17 23 31 rBv 218403 433213 10.63% 2.282%
2 3.294 31 35 49 rVB 146709 229702 5.63% 1.210%
3 5.708 440 446 458 rBV 387766 627694 15.40% 3.306%
4 7.312 710 719 729 rBV2 245168 473072 11.61% 2.492%
5 7.694 776 784 792 rBV 739169 1268491 31.12% 6.681%
6 8.164 858 864 876 rVB 161544 291305 7.15% 1.534%
7 8.493 909 920 930 rBV 652779 1169382 28.69% 6.159%
8 9.344 1056 1065 1076 rBV 568558 1038392 25.47% 5.469%
9 10.989 1337 1345 1352 rBV 220859 404466 9.92% 2.130%
10 13.415 1750 1758 1767 rBVY 1554986 2450207 60.11% 12.906%

11 14.232 1891 1897 1904 rBV 118065 178628 4_.38% 0.941%
12 14.790 1984 1992 2002 rBV2 367500 608805 14.93% 3.207%
13 16.276 2237 2245 2259 rBV 1330961 2033946 49.90% 10.713%
14 17.533 2452 2459 2470 rBV 542146 826086 20.27% 4_.351%
15 18.385 2597 2604 2611 rBV2 54909 93508 2.29% 0.493%

16 20.124 2894 2900 2910 rBV 3030806 4076382 100.00% 21.471%
17 21.416 3115 3120 3134 rBv4 47946 133146 3.27% 0.701%
18 21.822 3182 3189 3200 rVB 585646 973797 23.89%% 5.129%
19 21.968 3210 3214 3220 rVB 26758 43121 1.06% 0.227%
20 22.597 3316 3321 3328 rVB 47989 78265 1.92% 0.412%

21 23.320 3438 3444 3452 rVB2 67702 127658 3.13% 0.672%
22 24.154 3579 3586 3597 rVB 69459 153903 3.78% 0.811%
23 25.199 3748 3764 3776 rVvB2 315619 1065180 26.13% 5.611%
24 26.339 3948 3958 3967 rBv4 39539 130643 3.20% 0.688%
25 27.755 4191 4199 4211 rVB6 20031 76409 1.87% 0.402%

Sum of corrected areas: 18985401
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039637.D

Aca On : 27 Feb 2019 16:38

Operator : JU/SJ

Sample : K1631-13

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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: BG039637.D
3000000

2500000
2000000
1500000

1000000

7.69 8.49

500000 5.71
7.31 8.16 10.99

Time--> 350 4.00 450 500 550 6.00 6.50 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG039637.D
3000000 20.12

2500000

2000000

13.42

1500000 16.28

1000000

17.53 21.82
500000 14.79

14.23 [\ 18.39 { 21.42 [p1.97 22.60
o) D G S A | s D U0 | SN S y SAS s -3

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: BG039637.D
3000000

2500000
2000000
1500000
1000000

500000 25.20

23.32 24,15 /\ 26.34 27.75
. .
e R T 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\BG022719\
Data File : BG039637.D

Aca On : 27 Feb 2019 16:38

Operator : JU/SJ

Sample : K1631-13

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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.

3.29 15.77 ng 229702 1,4-Dichlorobenzene-d4 8.16
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 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 34 (3.288 min): BG039637.D (-31) (-) m/z 73.15 100.00%

B
5000 43
55 87

320 340 360
0..,....,....,..3‘L._’.','.-.|..5,0..‘.'.-,...6?,|..'..,....,....,... m/z 43.20  44.91%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
78

5000 T T T T T T T
43 3 20 3. 40 3 60
55 87 m/z 55.15 31.18%
29
L. 35 .I} | 50 | 67 || 80
O I e o B O LA A o o o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
41 55 87 3 20 3. 40 3.60
5000 m/z 87.25 25.61%
29
oo M el e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- >y L N
73 3 20 3. 40 3.60

m/z 71.25 12.74%

5000 43
58
29 87
0 L1 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 3 20 3. 40 3 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039637.D

Aca On : 27 Feb 2019 16:38

Operator : JU/SJ

Sample : K1631-13

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 unknown7.69 Concentration Rank 1

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

7.69 87.09 ng 1268490 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 783 (7.688 min): BG039637.D (-776) (-) m/z 132.15 100.00%
132
5000 68
96 U U L R R
40 54 7.40 7.60 7.80 8.00
o (8 o2 Tm/z 68.15 42.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 er U AU L R R
a1 o7 7.40 7.60 7.80 8.00
53 0 117 m/z 134.15 31.38%
0 N I SN SRR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 o 740 7.60 7.80 8.00
5000 m/z 66.15 29.87%
31 51
0"'l”LN\“H'lﬁ*ﬂl”"lL"l“"l”"l“"l“"l”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole R A RARARELE S e
132 7.40 7.60 7.80 8.00
m/z 69.15 17.04%
5000
104
14 27 39 51 GF " g9 | 115 ‘
m/z--> 20 40 60 8 100 120 140 160 180 200 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039637.D

Aca On : 27 Feb 2019 16:38

Operator : JU/SJ

Sample : K1631-13

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.39 2.26 ng 93508 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Tetradecanoic acid 228 C14H2802 000544-63-8 52
5 Trehalose 342 C12H22011 000099-20-7 43

Abundance Scan 2605 (18.391 min): BG039637.D (-2597) (-) m/z 60.15 100.00%

5000

L

18.00 18.20 18.40 18.60 18.80
0 m/z 43.15 95.15%

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid

5000 R LI e o o
18 00 18 20 18. 40 18 60 18 80

157 g5 213 256 m/z 55.15 90.63%

04
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #72643: Tridecanoic acid
43 |B

18 00 18 20 18. 40 18 60 18.80

5000 129 m/z 57.15 85.85%
171
o7 214
0 15
e

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #95851: Pentadecanoic acid . R e R
43 | 73 18 00 18 20 18. 40 18 60 18 80

m/z 73.15 78.16%

5000 129
97 199 242
AL VA
T 1 DA RN DR S D N S

m/z--> 0 50 100 15 200 250 300 350 400 450 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039637.D

Aca On : 27 Feb 2019 16:38

Operator : JU/SJ

Sample : K1631-13

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Carbonic acid, isobutyl oct... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.42 2.73 ng 133146 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 91
2 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 87
3 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 86
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 83
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 83
Abundance Scan 3121 (21.422 min): BG039637.D (-3115) (-) m/z 57.25 100.00%
57
e w’—JL\%
" 2120 21.40 2160 21.80
0 m/z 55.15 85.32%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #197139: Carbonic acid, isobutyl octadecy! ester
57
5000 UL DA B SO SR
a3 21.20 21.40 21.60 21.80
29 111 m/z 43.20 72 .68%
0 l 139 168 196 224 253
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #223732: Tricosy! trifluoroacetate
57
97 " 2120 21.40 2160 21.80
5000 m/z 83.20 59.19%
125
o %?. L (153181 210238264 294322 367 418
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238204: Tricosyl heptafluorobutyrate
57 21.20 21.40 21.60 21.80
m/z 69.15 52 .52%
97
5000
125
0 29| ‘ L | 169195202050 294322 367 518
m/z--> 50 100 150 200 250 300 350 400 450 500 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039637.D

Aca On : 27 Feb 2019 16:38

Operator : JU/SJ

Sample : K1631-13

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.32 2.62 ng 127658 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Nonadecane. 4-methvl- 282 C20H42 025117-27-5 86
4 Docosane 310 C22H46 000629-97-0 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 3444 (23.320 min): BG039637.D (-3438) (-) m/z 57.25 100.00%
57
5000 85
113 141 159 207 23.00 23.20 23.40 23.60
ol 2 AT P S 22’ m/z 71.20  62.57%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000
85 23.00 23.20 23.40 23.60
29 m/z 43.20 57.01%
oL T 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
23.00 23.20 23.40 23.60
5000 m/z 85.20 41 .86%
85
0 %9 Iy J 13 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #129496: Nonadecane, 4-methyl-
43 23.00 23.20 23.40 23.60
71 m/z 55.15 28.42%
5000
99 239
0 ‘ ‘ (127 1§5 183 211 " 267
m/z--> 150 200 250 300 350 ' 23100 23.20 2340 23.60 |
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039637.D

Aca On : 27 Feb 2019 16:38

Operator : JU/SJ

Sample : K1631-13

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Docosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24 .15 2.89 ng 153903 Perylene-d12 25.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 87
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Nonadecane 268 C19H40 000629-92-5 80
Abundance Scan 3585 (24.148 min): BG039637.D (-3579) (-) m/z 57.15 100.00%
g7
5000
85
: 13 23.80 24.00 24.20 24.40
141 169 197 : : : :
0..,....-,|'... e Y 109 107 225 290 282 | w7z 71.25  56.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #153222: Docosane
57
5000 85
23.80 24.00 24.20 24.40
4 m/z 43.25 50.10%
o2 e 169 197 225 253 281 310
m/z--> ﬁo 45 éo 85 160 150 150 160 180 200 220 240 260 280 360 '
Abundance #152416: Tridecane, 1-iodo-
57
23.80 24.00 24.20 24.40
5000 85 m/z 85.25 33.58%
4
ol 28, ‘ } (e - 1?3 310
m/z--> ﬁo 45 éo 85 160 120 140 160 180 200 220 240 260 2éo 360
Abundance #83023: Hexadecane
57 23.80 24.00 24.20 24.40
m/z 55.10 20.87%
5000 85
4
0l18 ‘ Loy g8 1 169 107 226
m/z--> 2'0 4'0 6|O 8IO 1(')0 150 14'10 160 180 200 220 240 2('30 25';0 3(')0 ' 23.80 24.00 24.20 24.40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022719\
Data File : BG039637.D

Aca On : 27 Feb 2019 16:38

Operator : JU/SJ

Sample : K1631-13

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.34 2.45 ng 130643 Perylene-di12 25.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Pentacosane 352 C25H52 000629-99-2 80
3 Hexacosane 366 C26H54 000630-01-3 80
4 2-methvloctacosane 408 C29H60 1000376-72-8 74
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 74
Abundance Scan 3958 (26.339 min): BG039637.D (-3948) (-) m/z 57.10 100.00%
57
5000
85
15 177194 221 282 356 26.00 26.20 26.40 26.60
ol—3 ,I.~'--:-.|l LA 2 A8 P w/z 71.25  53.13%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57
5000 85
29 26.00 26.20 26.40 26.60
m/z 43.25 51.72%
0 J N ||113 141 169 197 225 253 282
m/z--> 55 100 150 200 250 300 3%0
Abundance #185533: Pentacosane
57
26.00 26.20 26.40 26.60
5000 85 m/z 85.20 34.64%
113
L2 [‘ | t\ (M 169 104211 239 267 205 323 352
m/z--> 50 100 150 260 2éo 360 3%0
Abundance #194494: Hexacosane
57 26.00 26.20 26.40 26.60
m/z 55.15 21.40%
5000 85
113
L2 g W (141 169 197 225 253 295 366
m/z--> 55 100 150 200 2éo 360 3%0 26.00 26.20 26.40 26.60 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG022719\
Data File : BG039637.D

Acq On : 27 Feb 2019 16:38

Operator : JU/SJ

Sample : K1631-13

Misc :

ALS Vial : 9 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... 3.29 15.8 ng 229702 1 8.16 291305 20.0
unknown? .69 7.69 87.1 ng 1268490 1 8.16 291305 20.0
n-Hexadecanoic acid 18.39 2.3 ng 93508 4 17.53 826086 20.0
Carbonic acid, is... 21.42 2.7 ng 133146 5 21.82 973797 20.0
Octacosane 23.32 2.6 ng 127658 5 21.82 973797 20.0
Docosane 24_15 2.9 ng 153903 6 25.20 1065180 20.0
Eicosane 26.34 2.5 ng 130643 6 25.20 1065180 20.0
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