LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG093019\
Data File : BG042945.D
Acqg On : 30 Sep 2019 16:22 Instrument :
Operator : JU (B.‘,'I\!A_(tSS el

- _ lentosampleld :
3?22'6 : K5083-02 20190707-RR-COMPOSITE-7
ALS Vial : 8 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-BG092519_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 3.176 9 15 25 rBv 125014 309942 8.88% 1.529%
2 3.259 25 29 36 rvB 87935 139523 4_00% 0.688%
3 5.656 429 437 450 rBV 821595 1353490 38.78% 6.678%
4 7.242 699 707 721 rBVY 878270 1604722 45.98% 7.917%
5 7.612 760 770 780 rBV 833692 1482721 42.49% 7.315%

8.071 842 848 856 rvB2 229682 394811 11.31% 1.948%
8.394 895 903 912 rBV 603305 1065904 30.54% 5.259%
9.228 1037 1045 1059 rBvV 494200 907439 26.00% 4._477%
1317 1325 1333 rBVY 274085 514148 14.73% 2.537%
13.318 1733 1741 1754 rBV 1236957 1977442 56.66% 9.756%
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11 14.140 1876 1881 1889 rBV 134892 203696 5.84% 1.005%
12 14.687 1967 1974 1987 rBV 480403 753723 21.60% 3.719%
13 16.173 2220 2227 2239 rBV 1267343 1917055 54.93% 9.458%
14 17.430 2435 2441 2455 rBV2 659376 1005893 28.82% 4._.963%

15 18.318 2588 2592 2603 rBv4 32133 50909 1.46% 0.251%
16 18.741 2660 2664 2668 rBV5 32582 39930 1.14% 0.197%
17 19.193 2734 2741 2748 rBVS8 38374 98835 2.83% 0.488%

18 20.039 2879 2885 2894 rBV 2688493 3489919 100.00% 17.218%
19 21.367 3105 3111 3120 rBV10 51075 156149 4_.47% 0.770%
20 21.702 3161 3168 3179 rVB2 745523 1273159 36.48% 6.281%
21 23.406 3453 3458 3465 rVB 126842 225733 6.47% 1.114%
22 24.922 3708 3716 3732 rVB2 450558 1303416 37.35% 6.431%

Sum of corrected areas: 20268559
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG093019\

Data File : BG042945.D

Acq On : 30 Sep 2019 16:22

Operator :© JU

ﬁ?ggle - K5083-02 20190707-RR-COMPOSITE-7
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG042945.D

2500000
2000000
1500000

1000000 566 7.24 761

8.39
9.23

8.07 10.87

500000

83186

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 1100 1150 1200 1250
Abundance TIC: BG042945.D

20.04
2500000

2000000

1500000
13.32 16.17
1000000 21.70
17.43

500000 14.69

e 18.32 18.74 19.19 LM 2137

O B e o LA B e s e e e B A e o o o o

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: BG042945.D

2500000
2000000
1500000

1000000

24.92

500000
23.41
A

O

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\HPCHEM1\BNA G\Data\BG093019\

Data File : BG042945.D

Acq On : 30 Sep 2019 16:22

Operator :© JU

ﬁ?ggle - K5083-02 20190707-RR-COMPOSITE-7
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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 4

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

3.26 7.07 ng 139523 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 d-Arabinal 116 C5H803 000496-61-7 47
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 23

Abundance Scan 29 (3.259 min): BG042945.D (-25) (-) m/z 73.10 100.00%

73
5000 43

107 1 304 3.20 3.30 3.40 3.50 3.60 3.70
m/z 43.10 43 .30%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73

5000 EIAD VAR AL AR SRR AR A
43 3.20 3.30 3.40 3.50 3.60 3.70
m/z 55.10 28.85%

27
mmﬂwwwwwmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #8022: d-Arabinal
73

3.20 3.30 3.40 3.50 3.60 3.70

5000 m/z 87.05 24.93%
43
116
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.20 3.30 3.40 3.50 3.60 3.70

m/z 41.10 12.14%

5000 43
27‘ |1
IIJI‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 3.20 3.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG093019\

Data File : BG042945.D

Acq On : 30 Sep 2019 16:22

Operator :© JU

ﬁ?ggle - K5083-02 20190707-RR-COMPOSITE-7
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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 unknown7.61 Concentration Rank 1

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

7.61 75.11 ng 1482720 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 35
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 770 (7.612 min): BG042945.D (-760) (-) m/z 132.00 100.00%
132
5000
720 7.40 7.60 7.80 8.00
— A m/z 68.10 45.71%
m/z--> 140 160 180 200 220
Abundance
132
5000 AR RS AR A
69 7.20 7.40 7.60 7.80 8.00
39 97 m/z 66.05 32 .54%
89 103
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 ISR SRR UL RS B
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 134.00 32.41%
31
"LMI'H'PI'j%"'P"'I”"I”"I”"I”"I”"I”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine e EAmma R R
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 20.42%
97
5000
70
31
M 0 e | ue | J\
m/z--> 40 60 80 100 120 140 160 180 200 220 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG093019\
Data File : BG042945.D

Acq On : 30 Sep 2019 16:22

Operator :© JU

Sample - K5083-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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 5 Pentafluoropropionic acid, ... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.37 2.45 ng 156149 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 70
2 Chloroacetic acid, pentadecyl ester 304 C17H33CI102 070301-47-2 70
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 70
4 Octacosanol 410 C28H580 000557-61-9 70
5 Cyclopentadecane 210 C15H30 000295-48-7 64

Abundance Scan 3112 (21.373 min): BG042945.D (-3105) (-) m/z 69.10 100.00%
43 69
5000
125
165 194 221 250 295 21.00 21.20 21.40 21.60
m/z 83.10 89.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance
5000 111
21.00 21.20 21.40 21.60
29 m/z 43.10 82.16%
140 168 196 241 342
mz-> 50 100 150 200 250 300 350 400
Abundance #147937: Chloroacetic acid, pentadecy! ester
83
55
2100 2120 21.40 21.60
5000 m/z 55.10 82.11%
111
140 182
~2)1 il h H W o ‘-21‘0---25?---.----.----.----
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester R R R m e
57 21.00 21.20 21.40 21.60
83 m/z 41.05 72 .47%
5000 111
29 169
LA dffe |, 20 a5 406
m/z--> % 1& ﬁo 200 250 300 350 400 21.00 21.20 21.40 21.60

8270-BG092519.M Fri Oct 04 05:00:42 2019 RPT1

20190707-RR-COMPOSITE-7

Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG093019\

Data File : BG042945.D

Acq On : 30 Sep 2019 16:22

Operator :© JU

ﬁ?ggle - K5083-02 20190707-RR-COMPOSITE-7
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.41 3.46 ng 225733 Perylene-d12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 83
2 Supraene 410 C30H50 007683-64-9 80
3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 64
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
5 _beta.-D-Mannofuranoside, farnesyl- 384 C21H3606 1000155-15-5 64
Abundance Scan 3459 (23.412 min): BG042945.D (-3453) (-) m/z 69.10 100.00%

69
5000
41

o5 151 R
LL 9m5Mm1%n%3%%7 23.00 23.20 23.40 23.60 23.80

by P 075 209281 267 295 328 357 401429 | o GiTI0 T 43 g6k

m/z--> 50 100 150 200 250 300 350 400
Abundance
69

5000 ||||||||||||||||||
a1 23 00 23. 20 23. 40 23 60 23. 80
137 m/z 41.10 24 .16%
95
161 191 217 244 273299 341367 410
L e e I e o e LA B o o o K o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
23.00 23.20 23.40 23.60 23.80
5000 m/z 68.15 12.64%
41

95 137
46 | 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...
69 23.00 23.20 23.40 23.60 23.80
m/z 67.10 11.63%
5000 41
93

JJ \\ H\\ aﬁ% | 161 192 231 273 315341 384

m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG093019\

Data File : BG042945.D

Acq On : 30 Sep 2019 16:22

Operator : JU

3?22'6 - K5083-02 20190707-RR-COMPOSITE-7
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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... 3.26 7.1 ng 139523 1 8.08 394811 20.0
unknown7 .61 7.61 75.1 ng 1482720 1 8.08 394811 20.0
Pentafluoropropio... 21.37 2.5 ng 156149 5 21.70 1273160 20.0
Squalene 23.41 3.5 ng 225733 6 24.92 1303420 20.0
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