LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011720\

Data File : BG044079.D

Aca On : 17 Jan 2020 18:00 Instrument :

Operator : JU gll\!A_ctsS o
- _ lentosampleld :

3?22'6 : L1125-06 FEQCFB-01-14-20

ALS Vial : 6 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-BG123019.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 5.033 326 331 345 rVB 90460 144592 2.72% 0.510%
2 5.509 405 412 423 rBV 559827 919413 17.32% 3.246%
3 7.101 675 683 696 rBV 356417 666805 12.56% 2.354%
4 7.466 737 745 756 rBVY 1112101 1976851 37.23% 6.979%
5 7.936 816 825 832 rBV 241546 420636 7.92% 1.485%
6 8.259 872 880 888 rBV 917630 1614720 30.41% 5.700%
7 9.087 1013 1021 1033 rBV 741032 1358041 25.58% 4.794%
8 10.732 1294 1301 1312 rBV 340219 630356 11.87% 2.225%
9 13.194 1712 1720 1733 rBV 2114848 3442144 64.83% 12.151%
10 14.023 1855 1861 1868 rBvV 164752 265681 5.00% 0.938%

11 14.569 1947 1954 1966 rBV 629592 1010918 19.04% 3.569%
12 16.055 2200 2207 2226 rBV 1839586 2867118 54.00% 10.121%
13 17.313 2414 2421 2433 rBV 790022 1238136 23.32% 4._.371%
14 17.436 2433 2442 2449 rVB4 48912 85692 1.61% 0.303%
15 19.927 2860 2866 2875 rBV 3885404 5309248 100.00% 18.743%

16 20.245 2917 2920 2925 rVB 56510 63617 1.20% 0.225%
17 20.609 2976 2982 2991 rBV6 29288 59032 1.11% 0.208%
18 20.738 2997 3004 3008 rBv2 107612 170106 3.20% 0.601%
19 21.232 3082 3088 3101 rBV2 425886 784633 14.78% 2.770%
20 21.555 3137 3143 3151 rBV 769318 1277783 24.07% 4.511%

21 21.772 3175 3180 3189 rVB 185222 271950 5.12% 0.960%
22 22.360 3275 3280 3297 rVB 205748 376727 7.10% 1.330%
23 23.036 3390 3395 3407 rVB 214540 396461 7.47% 1.400%
24 23.218 3420 3426 3435 rVB 365623 670753 12.63% 2.368%
25 23.817 3521 3528 3535 rBV2 175131 380028 7.16% 1.342%

26 24.669 3663 3673 3680 rBV2 463387 1301493 24.51% 4 _595%
27 24.734 3680 3684 3693 rVB3 146169 334064 6.29% 1.179%
28 25.826 3862 3870 3881 rVvB2 103649 290120 5.46% 1.024%

Sum of corrected areas: 28327118
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011720\

Data File : BG044079.D

Aca On 17 Jan 2020 18:00

Operator : JU

ﬁ?ggle i L1125-06 FEQCFB-01-14-20
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG044079.D

7.47

5.51

7.10 10.73

7.94
- 5 03

0
Time-->

3.50 4.00 450 5.00 550 6.00 650

7.00 750 800 850 9.00 9.50 1000 10.50 11.00 1150 1200 1250

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG044079.D

19193

13.19
16.06

21.55

21.23
21.77

17.31
14.57

14.02 2236

744 | 2024207817

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

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG044079.D

24.67

23.22
230 73

23.82 2583
N

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\BG011720\

Data File : BG044079.D

Aca On 17 Jan 2020 18:00

Operator : JU

ﬁ?ggle i L1125-06 FEQCFB-01-14-20
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.03 6.87 ng 144592 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 t-Butvl nitrite 103 C4H9NO2 000540-80-7 42
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 38
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 32
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25

Abundance Scan 330 (5.027 min): BG044079.D (-326) (-) m/z 43.05 100.00%
43
59
5000
101 NN SRR NN SR B
53, | 73 g3 | 4.60 4.80 500 5.20 5.40
o) SRRSO UM P | RSSO MM i FEMS m/z 59.10 58.24Y%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [rerrrrrrryrirTrT T T T

460 4.80 5.00 520 5.40
59 m/z 101.00 20.98%

101
0 21 37, 53 ‘ 67 77 8 91
B A B B e B e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
30
R A B S
43 4.60 4.80 500 520 5.40
5000 m/z 58.10 14 .69%
57 a8
15
37 50 73
ot e 2 e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.01%
5000 101
28 59
15 ‘ 70 84
0 ...,..‘a.,..l‘.‘l....‘i‘.l..,.s?‘lli....l.‘..7.8,.‘l..,.?5..,a...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011720\

Data File : BG044079.D

Aca On 17 Jan 2020 18:00

Operator : JU

ﬁ?ggle i L1125-06 FEQCFB-01-14-20
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown7.47 Concentration Rank 1

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

7.47 93.99 ng 1976850 1,4-Dichlorobenzene-d4 7.94
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 16
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 746 (7.471 min): BG044079.D (-737) (-) m/z 132.00 100.00%
132
5000 68
40 g 54 62| 75 103 720 740 7.60 7.80
o....,...:I'!..“?,:.l..,::n'.',..':.,.5.“‘?.,..!.,.':..,.1.1.5.,....,"...,... m/z 68.10 39.53%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U U L R R
7.20 7.40 7.60 7.80
3 78 m/z 134.00 33.31%
1
idand|
O T T T T T T T e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
720 7.40 7.60 7.80
5000 m/z 66.10 25.60%
33 44 g7 105
51 60 70 78 g 115
O A B ot e e L et
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R B e R
132 7.20 7.40 7.60 7.80
m/z 69.10 16.13%
5000 67
41 97
‘ 53 . 117
0....,?ﬂah:h..ihkn.?$J:N,.MM“M..??.Ja.,}Pﬁl....\%gﬁ.,H...,..
m/z--> 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\HPCHEMI1\BNA G\DATA\BG011720\

Data File : BG044079.D

Aca On 17 Jan 2020 18:00

Operator : JU

ﬁ?ggle i L1125-06 FEQCFB-01-14-20
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 4 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.74 2.66 ng 170106 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Eicosane 282 C20H42 000112-95-8 93
3 Nonadecane 268 C19H40 000629-92-5 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3004 (20.738 min): BG044079.D (-2997) (-) m/z 57.10 100.00%
57
5000 8 ﬂ /
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
113 20.40 20.60 20.80 21.00
141
ol 3L L) 109180210 253 281 355 G T TG 71 o6n
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
20.40 20.60 20.80 21.00
29 m/z 43.10 70 .54%
0 L L g 113‘\1?1 (169 197 240
m/z--> 50 100 150 200 250 300 350
Abundance
57
85 20.40 20.60 20.80 21.00
5000 m/z 85.10 51.46%
113
b 0 107 o o 22
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane e e e e S
57 20.40 20.60 20.80 21.00
m/z 55.10 27 .55%
5000 85
29
oL Ll M2 1 160 107 05 268
m/z--> 50 100 150 200 250 300 350 2040 20.60 20.80 21.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO011720\

BG044079.D

17 Jan 2020 18:00

Ju

L1125-06 FEQCFB-01-14-20
6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Oxalic acid, isobutyl octad... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.23 12.28 ng 784633 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Oxalic acid. isobutvl octadecvl
2 Pentafluoropropionic acid. hexad...
3 Octadecvl trifluoroacetate

4 Heptadecvl heptafluorobutvrate

398 C24H4604

388 C19H33F502
366 C20H37F302
452 C21H35F702

1000309-38-3 91

006222-07-7 76
079392-43-1 76
959085-66-6 76

5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 76
Abundance Scan 3088 (21.232 min): BG044079.D (-3082) (-) m/z 57.10 100.00%
57
83
5000
‘ 111
e e Bt s
l 139 160 21.00 21.20 21.40 21.60
ol bt bl g A7 109196 230 281 %27 4% Tn/z 43.10 79.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #211266: Oxalic acid, isobutyl octadecy! ester
57
5000 LA L L L L L LB
21. OO 21. 20 21. 40 21 60
29 m/z 55.10 62 .96%
111
o e ez T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
97 R e ene
21.00 21.20 21.40 21.60
5000 m/z 71.10 61.55%
125
29
0 154 196 224 29 370
e A w2 B e i R
m/z--> 50 100 150 200 250 300 350 400
Abundance #194196: Octadecyl trifluoroacetate il Ra EEs eEEe e
57 21.00 21.20 21.40 21.60
97 m/z 83.05 58.79%
5000
125
29
o LA ‘L 154 182 224 252 297 348
e B e SR
m/z--> 50 100 150 200 250 300 350 400 21. OO 21. 20 21. 40 21 60

8270-BG123019.M Mon Jan 20 16:06:14 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011720\

Data File : BG044079.D

Aca On 17 Jan 2020 18:00

Operator : JU

ﬁ?ggle i L1125-06 FEQCFB-01-14-20
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.77 4.26 ng 271950 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 3180 (21.772 min): BG044079.D (-3175) (-) m/z 57.10 100.00%
57
5000
DN BRI BURIG UG I
113 21.40 21.60 21.80 22.00
141
ol L b b4 169 106 205 252 283 s27 401 7900 65.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 DN BRI BRI UG I
21.40 21.60 21.80 22.00
m/z 43.10 64 .19%
29 113
oL L1 a4 160 107 225 553 206
m/z--> 55 160 1éo 260 2%0 360 3%0 460
Abundance
57
21.40 2160 21.80 22.00
5000 85 m/z 85.10 52.82%
. 29 13 141 169 197 225 253 295 323 367
m/z--> 55 160 1éo 260 2%0 360 3%0 460
Abundance #215181: 2-methyloctacosane R RS as EE S
57 21.40 21.60 21.80 22.00
m/z 55.10 21 .34%
- I WVJ\'\M
o2l Ulf3J1§1‘1§9 197 225 267 295 365 393
m/z--> 5'0 1(')0 1&'30 2(')0 251;0 3(')0 3&1;0 4(')0 21.'40 21.I60 21.|80 22.'00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011720\

Data File : BG044079.D

Aca On 17 Jan 2020 18:00

Operator : JU

ﬁ?ggle i L1125-06 FEQCFB-01-14-20
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 7 Nonadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.36 5.90 ng 376727 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane 240 C17H36 000629-78-7 91

Abundance Scan 3280 (22.360 min): BG044079.D (-3275) (-) m/z 57.10 100.00%
57
T ~_-~VNWJ\~WM,M,AJ
5000
3 | ]113 141 169187207225 253 285 309 343 22,00 22.20 22.40 2260 _
ol 3 b b d bl 7 169187207225 253 285 309 343 m/z 71.10 70.91%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 AU AREE
nmnmnmnm
29 m/z 43.10 67.28%
113
0 \‘ A h H\ It u‘ ] \141 169 197 225 268
m/z--> 55 160 150 200 250 300 350
Abundance
57
o 22,00 22.20 22.40 22.60
5000 m/z 85.10 53.13%
29
o M3 141 169 197 225 253 296
m/z--> 55 160 1%0 200 2%0 300 350
Abundance #175559: Tetracosane R REEE e et
57 22.00 22.20 22.40 22.60
m/z 41.10 21.74%
| WMAA/\’/\A/
5000
29
oL | } i i\113 141 169 197 225 253 338
m/z--> % m 150 200 @ 300 350 2mwnwuwmo'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011720\

Data File : BG044079.D

Aca On 17 Jan 2020 18:00

Operator : JU

ﬁ?ggle i L1125-06 FEQCFB-01-14-20
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.04 6.21 ng 396461 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Docosane 310 C22H46 000629-97-0 90
Abundance Scan 3396 (23.041 min): BG044079.D (-3390) (-) m/z 57.10 100.00%
57
85
5000
113 2280 23.00 23.20 23.40
141
o ,] 11 '1 U M09196 225253 315 386 431 n7y 71.10  76.97%
m/z--> 50 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 IR R AR BB
85 22. 80 23. oo 23 20 23. 40
29 m/z 43.10 64.72%
o ‘ h L H113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 260 250 360 3éo 460
Abundance
43
71 2280 23.00 23.20 23.40
5000 m/z 85.10 56.88%
9
o 127 155 183 225 253 295 337
m/z--> 55 160 1%0 260 250 300 3éo 460
Abundance #94345: Heptadecane LI L R L B B LA B
57 22.80 23.00 23.20 23.40
m/z 55.10 22.33%
5000 85
29
m/z--> 5'0 1(')0 1&1;0 2(')0 250 300 35'30 4(')0 22. 80 23. 00 23 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011720\

Data File : BG044079.D

Aca On 17 Jan 2020 18:00

Operator : JU

ﬁ?ggle i L1125-06 FEQCFB-01-14-20
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.22 10.31 ng 670753 Perylene-d12 2467
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
1-(Phenvlthio)-3.7.11-trimethvl-... 314 C21H30S 028413-57-2 83
5 Farnesol isomer a 222 C15H260 1000108-92-4 64
Abundance Scan 3426 (23.218 min): BG044079.D (-3420) (-) m/z 69.10 100.00%
g9
5000
Tl 5350 2320 7340 2580
ol .l,-l. il Mgl (01 189211231 257281 341367 401 429 | n77 81.10  52.74%

T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
41

5000 L e RAEE R R
23. 00 23 20 23. 40 23. 60

m/z 41.10 22.02%

9% 137
o) I\ I“"‘ M \\‘ H H .‘H \Ilel .1.91| 2|1|7| . |2|7? .29|9. : |3‘|]'1| ?67| : |4]|'0| —
m/z--> 50 100 150 200 250 300 350 400
Abundance
69

23.00 23 20 23. 40 23.60
5000 m/z 95.10 12 .99%

41
95 137
0 116 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400

Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... L T B L L E A TR R B
69 23. 00 23 20 23. 40 23. 60
m/z 68.10 11.66%

5000{ 41
93
oL J H\J &hﬂ I 161 192 231 273 315341 384

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\BG011720\

Data File : BG044079.D

Aca On 17 Jan 2020 18:00

Operator : JU

ﬁ?ggle i L1125-06 FEQCFB-01-14-20
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Triacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.82 5.84 ng 380028 Perylene-di12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 87
Abundance Scan 3529 (23.823 min): BG044079.D (-3521) (-) m/z 57.10 100.00%
57
5000 | j {\
HR A NS N B B
141 23.60 23.80 24.00 24.20
- 1| A 109107 225 257281 3 A4S | Thzz 71.10  73.07%
m/z--> 50 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LRI BN BN B B
23 60 23. 80 24 00 24 20
m/z 43.10 61.75%
29 113
0 \‘ J h “\ h h‘ u‘ \1\1\169 197 225 253 296
m/z--> 55 100 1éo 260 250 360 3%0 460
Abundance
57
" 23.60 23.80 24.00 24.20
5000 85 m/z 85.10 53.98%
113 141
ol 20 i~ 109 197 225 253 281 309 337 365 393 422
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #209566: Octacosane N ARRRE EEE S s
57 23.60 23.80 24.00 24.20
m/z 55.10 21.56%
- 1 %I\_J\Mww
29
oL ] | 112 141 160 197 225 253 281 309 337 365 394
m/z--> 5'0 1(')0 1&'30 2(')0 250 300 3&1;0 4(')0 23 60 23. 80 24 00 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011720\

Data File : BG044079.D

Aca On 17 Jan 2020 18:00

Operator : JU

ﬁ?ggle i L1125-06 FEQCFB-01-14-20
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

24.73 5.13 ng 334064 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Nonadecane 268 C19H40 000629-92-5 86
3 Heptacosane 380 C27H56 000593-49-7 76
4 Eicosane 282 C20H42 000112-95-8 76
5 Tetracosane 338 C24H50 000646-31-1 76

Abundance Scan 3683 (24.728 min): BG044079.D (-3680) (-) m/z 57.10 100.00%

57
85
5000

l 141 24.40 24.60 24.80 25.00
169189 211 295
ol A " i 2QO189 0L 237 269 2% 327 396 1 Tn/z 71.10  70.31%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane

1S

5000 85 Sl e e
24. 40 24 60 24 80 25.00

m/z 43.10 59.21%

29
oL k h I | H1ﬁ3J141 169 107 225 253 295 323 367
e i e e = ST Rt
m/z--> 50 100 150 200 250 300 350
Abundance
57
e
24.40 24.60 24.80 25.00
5000 85 m/z 85.10 54.10%
29
o 113 141 169 197 295 268
e e i aman
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane T T T
57 24.40 24.60 24.80 25.00
m/z 41.10 21.51%
5000 85
29 113 141
ol ) 1 | 169 197 225 253 281 309 337 380
....,... S RGP R o e AL ST 0 e
m/z--> 50 100 150 200 250 300 350 24. 40 24 60 24.80 25.00

8270-BG123019.M Mon Jan 20 16:06:17 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011720\

Data File : BG044079.D

Aca On 17 Jan 2020 18:00

Operator : JU

ﬁ?ggle i L1125-06 FEQCFB-01-14-20
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
25.83 4.46 ng 290120 Perylene-di12 24.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 3871 (25.832 min): BG044079.D (-3862) (-) m/z 57.10 100.00%
g7
5000
LPas wom o o " 75160 25180 26,00 26,20,
ob——l4 I Pl I e T m/z 71.10 72 .68%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85 L SUARAN UL UL B
25,60 25.80 26.00 26.20
29 m/z 43.10 62.01%
o e Id w341?1‘169 197 225 253 281 309 337 380
m/z--> 50 100 150 260 250 300 350 '
Abundance
57
o ' 25.60 25.80 26.00 26.20
5000 m/z 85.10 54 _47%
29
o 113 141 169 107 268
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane AR L aas Bt
57 25.60 25.80 26.00 26.20
m/z 55.10 19.83%
b T Mwwﬂmmwﬁvpﬁy/\\MﬂMWM»«anAN
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 1% 200 250 300 350 ' 25,60 25.80 26.00 26.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG011720\

Data File : BG044079.D

Acq On : 17 Jan 2020 18:00

Operator : JU

3?22'6 i L1125-06 FEQCFB-01-14-20
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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]
2-Pentanone, 4-hy... 5.03 6.9 ng 144592 1 7.94 420636 20.0
unknown? .47 7.47 94_.0 ng 1976850 1 7.94 420636 20.0
Heptadecane 20.74 2.7 ng 170106 5 21.55 1277780 20.0
Oxalic acid, isob... 21.23 12.3 ng 784633 5 21.55 1277780 20.0
Heneicosane 21.77 4.3 ng 271950 5 21.55 1277780 20.0
Nonadecane 22.36 5.9 ng 376727 5 21.55 1277780 20.0
Octacosane 23.04 6.2 ng 396461 5 21.55 1277780 20.0
Squalene 23.22 10.3 ng 670753 6 24.67 1301490 20.0
Triacontane 23.82 5.8 ng 380028 6 24.67 1301490 20.0
Hexacosane 2473 5.1 ng 334064 6 24.67 1301490 20.0
Heptacosane 25.83 4.5 ng 290120 6 24.67 1301490 20.0
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