LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG051119\
Data File : BG040881.D
Acq On : 11 May 2019 19:51 Instrument :
Operator : HP/JU (B.‘,'l\!A_(tSS o

- _ lentosampleld :
3?2?6 - (2706-16 P026-SS008-1218-01
ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG042319_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 height area % max. total
1 3.142 4 9 18 rBV2 68972 126180 2.53% 0.540%
2 3.219 18 22 30 rvB 84205 106841 2.14% 0.457%
3 5.663 431 438 450 rBVY 665600 1033232 20.69% 4.418%
4 7.267 701 711 722 rBVY 717040 1226954 24.57% 5.246%
5 7.655 768 777 789 rBVY 676770 1141573 22.86%  4.881%
6 8.130 851 858 867 rBvV 214387 365453 7.32% 1.563%
7 8.454 906 913 921 rBV 498464 868752 17.40% 3.715%
8 9.306 1051 1058 1068 rBV 442404 791055 15.84% 3.382%
9 10.957 1331 1339 1349 rBV 292526 529110 10.60% 2.262%
10 13.383 1746 1752 1763 rVB 1397681 2130667 42.67% 9.110%
11 13.624 1785 1793 1800 rBvV2 58860 97713 1.96% 0.418%

12 14.206 1886 1892 1898 rBV 150040 221673 4.44% 0.948%
13 14.764 1980 1987 1995 rBvV2 522532 827423 16.57% 3.538%
14 16.244 2232 2239 2251 rBV 1846715 2743675 54.94% 11.731%
15 17.508 2447 2454 2465 rVB2 746504 1145897 22.95% 4_.900%

16 18.360 2594 2599 2609 rBV 315659 432661 8.66% 1.850%
17 19.212 2739 2744 2752 rBV2 133664 283916 5.69% 1.214%
18 19.529 2791 2798 2802 rVB3 50616 78384 1.57% 0.335%
19 19.623 2810 2814 2821 rBV 107906 156877 3.14% 0.671%
20 20.099 2889 2895 2904 rBV 3634444 4993551 100.00% 21.351%

21 20.375 2936 2942 2946 rBvV4 49662 75584 1.51% 0.323%
22 21.386 3109 3114 3129 rBV 209789 473634 9.48% 2.025%
23 21.785 3176 3182 3191 rBV2 788480 1304167 26.12% 5.576%
24 21.944 3204 3209 3213 rBV 38851 52248 1.05% 0.223%
25 22.567 3309 3315 3319 rBV 64412 115088 2.30% 0.492%

26 22.613 3319 3323 3333 rVB 26598 82437 1.65% 0.352%
27 23.277 3430 3436 3444 rBV3 67089 138089 2.77% 0.590%
28 23.483 3464 3471 3477 rBV 157708 300454 6.02% 1.285%
29 24.106 3570 3577 3585 rBv4 50731 123276 2.47% 0.527%
30 25.134 3739 3752 3765 rBV3 424589 1329580 26.63% 5.685%

31 26.280 3939 3947 3958 rVB6 29264 91323 1.83% 0.390%

Sum of corrected areas: 23387467
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG051119\

- BG040881.D

- 11 May 2019 19:51

- HP/JU

- K2766-16

- 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.M

Quant Title

TIC Library :
TIC Integration Parameters:

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

P026-SS008-1218-01

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG040881.D

7.27 765
8.45

8.13

9.31

33142

10.96

Time-->

e e = S UEME LIRS | SRS MMM SRS NS (M-

350 400 450 5.00 550 6.00 6.50

7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG040881.D

16.24

13.38

17.51

14.76
18.36

14.21

13.62 1%Eﬁé%§2

20110

21.79

21.39
1.94

{ 20.37 2&@

05
Time-->

A
LN B B e e O B B B N B N D O N B B B

A
LNNL N B R e N B e D B B B B B |

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
3500000

3000000

2500000

2000000

1500000

1000000

500000

0=

TIC: BG040881.D

25.13

26.28

23;\_%\48 24 11

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\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040881.D

Acq On : 11 May 2019 19:51

Operator : HP/JU

3?22 le K2766-16 P026-SS008-1218-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

3.22 5.85 ng 106841 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 12
4 1,3-Dioxolane, 2-butyl- 130 C7H1402 004360-76-3 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 22 (3.219 min): BG040881.D (-18) (-) m/z 73.00 100.00%
3 7
5000{ 43
3.20 3.30 3.40 3.50 3.60
ow—JL,LJ.‘F’?....,....,....,....,....3‘?0. 388 | "m/z 43.00 42.81%
m/z--> 50 100 150 200 250 300 350
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 AN URRIAN LR IS IR RARRE
43 3.20 3.30 3.40 3.50 3.60
m/z 87.00 28.89%
oL m‘ I ‘
LI S UL UL UL SR UL S
m/z--> 50 100 150 200 250 300 350
Abundance
73
3.20 3.30 3.40 3.50 3.60
5000{ 41 m/z 55.00 25.55%
97 129
L (L L WL W B
m/z--> 50 100 150 200 250 300 350
Abundance #8173: 2-Butanone, 3-methoxy-3-methyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 41.00 11.90%
43
5000
oL 101
m/z--> 50 100 150 200 250 300 350 ' 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040881.D

Acq On : 11 May 2019 19:51

Operator : HP/JU

3?22 le K2766-16 P026-SS008-1218-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.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 unknown7.65 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.65 62.47 ng 1141570 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 27
3 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 25
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
Abundance Scan 776 (7.649 min): BG040881.D (-768) (-) m/z 132.00 100.00%
132
5000 68

|I 7.40 7.60 7.80 8.00
I|

o....'!"..” 4 ....,!...,.. e 2 e, M7z 68.00  50.53%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 |/|\|||||||||||||||||||||
7.40 7.60 7.80 8.00
0
31 51 ‘ m/z 66.00 35.02%
0..‘..”‘,l.H.,.l..‘,....,.‘... A —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
132
T
7.40 7.60 7.80 8.00
5000 m/z 134.00 33.60%
33 105
51 70 86
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- B L e  ma
132 7.40 7.60 7.80 8.00
m/z 69.00 23.29%
5000
69
39
89 105
0‘ mmmwmm Tt rrr [ T rrrrroTs
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040881.D

Acq On : 11 May 2019 19:51

Operator : HP/JU

3?22 le K2766-16 P026-SS008-1218-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.62 2.36 ng 97713 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 Metacetamol 151 C8HONO2 000621-42-1 47
3 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 42
4 Cyclohexanemethanol, 3,3-dimethy... 212 C13H2402 072541-28-7 37
5 Ethyl 2-(2-chloroacetamido)-3,3,... 370 C14H15CIF4N203 339352-65-7 27
Abundance Scan 1792 (13.618 min): BG040881.D (-1785) (-) m/z 43.00 100.00%
43
109
5000 151
67 ™ 1540 1960 1950 1400,
169 : : : :
o | B2 Tn/z 109.00  61.11%
m/z--> 50 100 150 200 250 300 350
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 RIS DAL B B B
13.40 13.60 13.80 14.00
69 m/z 151.10 48_.82%
169
0 |15| w\l ‘:“l“““u“‘u‘ \\I‘w‘glwﬂ-l“‘h |‘1|3‘3| |‘ . ‘: Illgzzil'll — — T
m/z--> 50 100 150 200 250 300 350
Abundance
109
" 13.40 13.60 13.80 14.00
5000 151 m/z 41.00 29.34%
43
80
15 62
L L e L L L s S W
m/z--> 50 100 150 200 250 300 350
Abundance #56286: 2-Propenal, 3-(2,2,6-trimethyl-7-oxabicyclo[4.1.0]...
109 13.40 13.60 13.80 14.00
m/z 57.00 17.48%
5000 43 151
‘ 8l 179
e
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG051119\
Data File : BG040881.D

Acq On : 11 May 2019 19:51

Operator : HP/JU

Sample : K2766-16

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.36 7.55 ng 432661 Phenanthrene-d10 17.51
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 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83

Abundance Scan 2599 (18.360 min): BG040881.D (-2594) (-) m/z 73.00 100.00%
5000 /L
18.00 18.20 18.40 18.60
0! m/z 60.00 93.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
43 60
5000 USRI SRR U B
mmmmmmmm
157 g5 213 256 m/z 43.05 92 .09%
ol 239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 | 13
18.00 18.20 18.40 18.60
5000 129 m/z 41.00 84.24Y%
171
97 214
ol 26 152 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
4 73 18.00 18.20 18.40 18.60
m/z 55.00 75.94%
5000 129
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040881.D

Acq On : 11 May 2019 19:51

Operator : HP/JU

3?22 le K2766-16 P026-SS008-1218-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.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 n-Heptadecanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.21 4.96 ng 283916 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 91
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 Cyclohexadecane 224 C16H32 000295-65-8 91
4 1-Octadecanol 270 C18H380 000112-92-5 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 87

Abundance Scan 2744 (19.212 min): BG040881.D (-2739) (-) m/z 55.05 100.00%

55

83

5000

18.80 19.00 19.20 19.40 19.60
m/z 43.05 79.73%

12

5140154168 191 207221 274

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107662: n-Heptadecanol-1
55 83

97

18.I8O 19.'00 19.'20 19.'40 19.I60
125 m/z 83.00 78.22%

139154168182196210 238

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55 83
41 69 97
18.80 19.00 19.20 19.40 19.60
5000 11 m/z 57.05  70.74%

125
o 140154168 196 224

mermmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81246: Cyclohexadecane L e B
18.80 19.00 19.20 19.40 19.60
m/z 69.00 66.98%

5000

125
139153167181196 224

T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG051119\
Data File : BG040881.D

Acq On : 11 May 2019 19:51

Operator : HP/JU

Sample : K2766-16

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Octadecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.62 2.74 ng 156877 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Tridecanoic acid 214 C13H2602 000638-53-9 50

Abundance Scan 2814 (19.623 min): BG040881.D (-2810) (-) m/z 43.05 100.00%
8/ 73
5000
" 10.40 19.60 19.80 20.00
0 m/z 73.00 89.90%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43 73
5000 129 LS B UL SURRLN B
19.40 19.60 19. 80 20 00
‘ o7 185 oay 284 m/z 55.00 89.23%
0 |15| I "“I H‘“ u‘h\ M\ Wl 157\ “. ‘|2.]‘-3.‘. .“ 2|6|5 .“. T
m/z--> 50 100 150 200 250 300 350
Abundance
43
73 " 10.40 19.60 19.80 20.00
5000 284 m/z 57.00 87.23%
129
97
157 1% 213 21 265 311 372
N e e e
m/z--> 55 160 150 200 2%0 300 350
Abundance #107549: n-Hexadecanoic acid L B LSS
60 19.40 19.60 19.80 20.00
m/z 60.00 86.26%
4
5000 129
H 157 1g5 213 256
Ouuuul‘ liﬁ)h“..‘l....‘l........|....|...
m/z--> 50 150 200 250 300 350 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG051119\
Data File : BG040881.D

Acq On : 11 May 2019 19:51

Operator : HP/JU

Sample : K2766-16

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.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 17-Pentatriacontene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
2139 7.26ng 473634  Chrysene-d12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 17-Pentatriacontene 491 c35H70 006971-40-0 91

452 C21H35F702 959085-66-6 91

002136-70-1 91

2 Heptadecyl heptafluorobutyrate
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402
4 Nonadecyl trifluoroacetate 380 C21H39F302

5 Heptadecanoic acid, heptadecyl e... 509 C34H6802 036617-50-2 90

1000351-76-3 91

Abundance Scan 3115 (21.391 min): BG040881.D (-3109) (-) m/z 43.05 100.00%
43
125 21.00 21.20 21.40 21.60 21.80
154 196 224249 282 - - - : :
O etk 224 m/z 57.05 99.87%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43
21.00 21.20 21.40 21.60 21.80
111 m/z 55.00 84.12%
0 ‘M Md\$\439167196224 267292 321 462 490
T T e e e T [ T e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
T T T T T T T
83 21.00 21.20 21.40 21.60 21.80
5000 m/z 69.05 75.32%
111
29
0 139169 515238 g3 434
LI B i o o o o e BRALE S e R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #109268: Ethanol, 2-(tetradecyloxy)- P Y T T T s
57 21.00 21.20 21.40 21.60 21.80
m/z 41.00 67 .54%
83
5000
29 111
139 168196
0 .J.$u, Jﬂ.. ,l.hlzr.k. J,.%%7.%§3 . A S E EN
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040881.D

Acq On : 11 May 2019 19:51

Operator : HP/JU

3?22 le K2766-16 P026-SS008-1218-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

23.28 2.12 ng 138089 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tetracosane 338 C24H50 000646-31-1 60
3 Heptacosane 380 C27H56 000593-49-7 53
4 Eicosane 282 C20H42 000112-95-8 53
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 49

Abundance Scan 3436 (23.277 min): BG040881.D (-3430) (-) m/z 57.05 100.00%

5000

23.00 23.20 23.40 23.60

111 141 183 208232253 294316 413

(o} m/z 43.05 79.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane
57
5000 85

23. OO 23 20 23 40 23. 60
m/z 71.10 61.92%

29 11
0 \‘ ‘L | \ ﬂ M‘ 141‘169 197 24\.0
S — T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
T T
85 23.00 23.20 23.40 23.60
5000 m/z 85.05 52.70%
29
0 113 141 169 197 225 253 338
T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57 23.00 23.20 23.40 23.60
m/z 55.00 31.21%
5000 85
29 113 141
oL )] || | |77 241 169 197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350 400 23. 00 23 20 23 40 23. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO051119\

Data File : BG040881.D

Acq On : 11 May 2019 19:51

Operator : HP/JU

3?22 le K2766-16 P026-SS008-1218-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.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 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.48 4.52 ng 300454 Perylene-d12 25.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl14H24 062951-96-6 87
4 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
5 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 50

Abundance Scan 3470 (23.477 min): BG040881.D (-3464) (-) m/z 69.05 100.00%

5000

L

23.20 23.40 23.60 23.80

7
161 192 231

273299 341

0 m/z 81.00 43.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69
5000 LI L L LB L LN

23. 20 23. 40 23. 60 23. 80
41 m/z 41.00 26.42%

0 L by M u\\\H\ 175 203 231 273299 341367 410
ey e e
m/z--> 50 100 150 200 250 300 350 400
Abundance

69

23.20 23. 40 23. 60 23.80

5000 m/z 68.00 14 .58%
41
95 137
0 163 191 217 245 273 299 341 367 410
L e L o e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69 23.20 23.40 23.60 23.80
a1 m/z 95.05 11.29%
5000
95 123 149
oL e
m/z--> 50 100 150 200 250 300 350 400 23.20 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BGO051119\

Data File : BG040881.D

Acq On : 11 May 2019 19:51

Operator : HP/JU

3?22'6 i K2766-16 P026-SS008-1218-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.22 5.8 ng 106841 1 8.13 365453 20.0
unknown7 .65 7.65 62.5 ng 1141570 1 8.13 365453 20.0
2,4,7,9-Tetrameth... 13.62 2.4 ng 97713 3 14.76 827423 20.0
n-Hexadecanoic acid 18.36 7.5 ng 432661 4 17.51 1145900 20.0
n-Heptadecanol-1 19.21 5.0 ng 283916 4 17.51 1145900 20.0
Octadecanoic acid 19.62 2.7 ng 156877 4 17.51 1145900 20.0
17-Pentatriacontene 21.39 7.3 ng 473634 5 21.79 1304170 20.0
Heptadecane 23.28 2.1 ng 138089 5 21.79 1304170 20.0
Squalene 23.48 4.5 ng 300454 6 25.13 1329580 20.0
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