LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG050919\
Data File : BG040850.D
Aca On : 10 May 2019 14:05 Instrument :
Operator : HP/JU (B.‘,'l\!A_(tSS o

- _ lentosampleld :
3?2?:'6 - (2r64-08 P021-SS009-0206-01
ALS Vial : 29 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-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 heiaht area % max. total
1 3.153 6 11 20 rBv 168616 301128 8.36% 1.147%
2 3.230 20 24 38 rvB 424374 589438 16.36% 2.245%
3 5.674 431 440 450 rBVY 1080346 1692286 46.97% 6.447%
4 7.284 706 714 725 rBVY 1171036 2033888 56.46% 7.748%
5 7.666 768 779 792 rBV 1112657 1899370 52.72% 7.236%
6 8.142 851 860 870 rBV 256782 435439 12.09% 1.659%
7 8.465 908 915 922 rBV 720669 1227689 34.08% 4_.677%
8 9.323 1051 1061 1068 rBV 695347 1289179 35.78% 4.911%
9 10.968 1332 1341 1349 rBV 353467 624738 17 .34% 2.380%
10 13.394 1747 1754 1765 rVB 1446017 2209061 61.32% 8.415%

11 14.211 1886 1893 1899 rBV 324945 464468 12.89%% 1.769%
12 14.769 1981 1988 1996 rBvV2 599121 966418 26.83% 3.682%
13 16.256 2234 2241 2252 rBV 1473746 2224534 61.75% 8.474%
14 17.513 2449 2455 2461 rBV2 769549 1213800 33.69% 4.624%
15 18.365 2595 2600 2609 rBvV2 382896 572572 15.89% 2.181%

16 19.282 2752 2756 2763 rBV8 28508 60687 1.68% 0.231%
17 19.558 2798 2803 2807 rVB 82504 119638 3.32% 0.456%
18 19.628 2811 2815 2824 rBV 130504 193361 5.37% 0.737%
19 19.922 2861 2865 2871 rVB 80443 126115 3.50% 0.480%
20 20.110 2891 2897 2904 rBV 2783515 3602646 100.00% 13.724%

21 20.386 2938 2944 2952 rVB7 39370 99489 2.76% 0.379%
22 20.880 3025 3028 3033 rVB3 29515 36190 1.00% 0.138%
23 21.397 3112 3116 3131 rBV2 244191 488434 13.56% 1.861%
24 21.796 3177 3184 3190 rBV2 748561 1335093 37.06% 5.086%
25 21.955 3207 3211 3217 rVB 41926 58521 1.62% 0.223%

26 22.578 3313 3317 3321 rVV3 46286 70768 1.96% 0.270%
27 22.637 3321 3327 3337 rVB10 59930 139661 3.88% 0.532%
28 23.295 3433 3439 3447 rBV3 106364 202784 5.63% 0.773%
29 23.500 3468 3474 3483 rVB2 68144 153416 4._.26% 0.584%
30 24.129 3576 3581 3591 rVB 111223 254105 7.05% 0.968%

31 25.151 3742 3755 3772 rBV 401037 1378937 38.28% 5.253%
32 26.297 3943 3950 3961 rVB3 59322 186076 5.16% 0.709%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG050919\
Data File : BG040850.D

Aca On : 10 May 2019 14:05

Operator : HP/JU

Sample : K2764-06

Misc :

ALS Vial : 29 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG042319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 26249929

8270-BG042319.M Fri May 10 18:25:11 2019

P021-SS009-0206-01
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040850.D

Aca On : 10 May 2019 14:05

Operator : HP/JU

ﬁ?ggle i K2764-06 P021-55009-0206-01
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: BG040850.D

2500000

2000000

1500000

7.28 4 o7

5.67
1000000

8.46 9.32

3.23
.15

500000 10.97

8.14

350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 1050 1100 1150 1200 1250
TIC: BG040850.D

Time-->
Abundance

20111
2500000

2000000

1500000 13.39 16.26

1000000

17.51 21.80

14.77

500000 18.37

14.21
22256/

20.39 20.88

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
TIC: BG040850.D

Time-->
Abundance

2500000
2000000
1500000

1000000

25.15

233950 24.13 /

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

500000
26.30
A,

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040850.D

Aca On : 10 May 2019 14:05

Operator : HP/JU

ﬁ?ggle i K2764-06 P021-55009-0206-01
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 3

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

3.23 27.07 ng 589438 1,4-Dichlorobenzene-d4 8.14
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 38
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 24 (3.230 min): BG040850.D (-20) (-) m/z 73.00 100.00%
74.0 A
5000
3.20 3.30 3.40 3.50 3.60
owrm. . | oo 282 3008 2 Tm/z  43.00 38.92%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000 LRIV AR AR IR AR
3.20 3.30 3.40 3.50 3.60
m/z 87.05 27 .74%
29.
e S L o L U L B WL LI W
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.00 26.47%
29.
0 112.0
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1877: Acetamide, N-ethyl-
30.0 3.20 3.30 3.40 3.50 3.60
m/z 41.00 13.92%
5000 87.0
0I'"'I""''I"''I"''I""I""I""I""I""I""III
mz--> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040850.D

Aca On : 10 May 2019 14:05

Operator : HP/JU

ﬁ?ggle i K2764-06 P021-55009-0206-01
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 unknown7.67 Concentration Rank 1

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

7.67 87.24 ng 1899370 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 25
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 22

Abundance Scan 780 (7.672 min): BG040850.D (-768) (-) m/z 132.00 100.00%
132.0
5000 68.0
a0 <0 s | nr |7 7ho 7o &b
of WS e —- m/z 68.00 48.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 970 e
7.40 7.60 7.80 8.00
70.0 m/z 66.00 35.49%
310 59
o : 116.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
090 o 7% 760 780 800
5000 ' m/z 134.00 33.06%
31.0 510
0 ‘ L | H | A 1
HREAS FUNLLEL FLALL AL LU UL SURLRLELAS AL UL SN SA
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14503: 1H-Benzimidazole, 2-methyl- e B A
132.0 7.40 7.60 7.80 8.00
m/z 69.00 23.27%
5000
15.0 " 3?9 I 6?\.\\0 7?'0 m 10?.0
m/z--> 20 40 60 80 100 120 140 160 180 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040850.D

Aca On : 10 May 2019 14:05

Operator : HP/JU

ﬁ?ggle i K2764-06 P021-55009-0206-01
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 5
R.T. EstConc Area Relative to ISTD R.T.
18.37 9.43 ng 572572 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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2601 (18.371 min): BG040850.D (-2595) (-) m/z 73.00 100.00%

431 730

—

5000 128.9 p131
97.0 T T T T TR
157.1 185.1 256.1 299.2 18.00 18.20 18.40 18.60
0! : m/z 43.10 94 _.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LI B B e B B
83.0 18.00 18.20 18.40 18.60
: 0
157.0 1g5.0 2130 256.0 m/z 60.00 87.28%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72643: Tridecanoic acid
43.0 | 730
B B e e e e
18.00 18.20 18.40 18.60
5000 129.0 m/z 41.00 79.85%
171.0
97.0 214.0
o150l I
T A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid
43.0 ,73.0 18.00 18.20 18.40 18.60
m/z 55.00 77.10%
150‘ Lﬂ
0---|-‘inw- N L L L B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040850.D

Aca On : 10 May 2019 14:05

Operator : HP/JU

ﬁ?ggle i K2764-06 P021-55009-0206-01
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.63 3.19 ng 193361 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Docosanoic acid 340 C22H4402 000112-85-6 76
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64

Abundance Scan 2815 (19.628 min): BG040850.D (-2811) (-) m/z 43.00 100.00%

43. .

5000

-

326.0353 2 10.40 19.60 19.80 20.00
o m/z 73.00 93.14%

m/z--> 50 100 150 200 250 300 350
Abundance #131260: Octadecanoic acid
43.0 730

5000 IIIIIIIIIIIIIIIIIII
129.0 284.0 10.40 19.60 19.80 20.00

m/z 60.00 74 .27%

1.0 185.0 241.0
D sz T 213071
0 o2y L
m/z--> 50 100 150 200 250 300 350
Abundance #177128: Docosanoic acid
43.0
73.0 19.40 19.60 19.80 20.00
5000 340.0 m/z 41.00 69.11%
129 0
297.0
L o [ ssgmonsomomgme |
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester L B o R
43.0 19.40 19.60 19.80 20.00
m/z 55.00 63.23%
73.0
129.0
185.0213.0241.0
o “ M ‘ }570 e 3110 372.0
m/z--> 50 O 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\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040850.D

Aca On : 10 May 2019 14:05

Operator : HP/JU

ﬁ?ggle i K2764-06 P021-55009-0206-01
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Nonadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.40 7.32 ng 488434 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl heptafluorobutvrate 480 C23H39F702 1000351-83-9 91
2 l1l-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Cvclopentadecane 210 C15H30 000295-48-7 90
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 87

Abundance Scan 3117 (21.403 min): BG040850.D (-3112) (-) m/z 57.05 100.00%
1.0
97.0
5000
UL BRI BRI BURIRE B
39.1 228.0 21.00 21.20 21.40 21.60 21.80
ot d ] '.I.J, “ had220 T 2802 8260 4021 4859 nso 4305 96.11%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232520: Nonadecy! heptafluorobutyrate
57.0 97.0
5000 UL BRI UM B
2100 21.20 21,40 21.60 21.80
390 m/z 55.05 90.05%
266.0
ol 1, .I. }820 2239 " | 311.0 462.0
m/z--> 0 §0 ' 150 200 250 360 350 400 4éo
Abundance #164026. 1-Hexadecanesulfonyl chloride
57.0
97.0 21,00 21.20 2140 21.60 21.80
5000 m/z 83.00 71.12%
ol LLLL L1 1810 2280 2720507
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115904: 1-Nonadecene T T T T T T T
57.0 97.0 21.00 21.20 21.40 21.60 21.80
m/z 69.10 61.90%
5000
0 266.0
g LLLLL LT se10 224
m/z--> 0 % ﬁ01% ﬁ £03® 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\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040850.D

Aca On : 10 May 2019 14:05

Operator : HP/JU

ﬁ?ggle i K2764-06 P021-55009-0206-01
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Docosanoic acid, tert-butyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22 .64 2.09 ng 139661 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. tert-butvldimet... 454 C28H5802Si 104255-84-7 53
2 Silane. dimethvl(3-methvlbut-2-e... 412 C25H5202Si 1000347-97-7 50
3 Silane. (l1.1-dimethvlethvDdimet... 454 C29H620Si 1000351-85-0 43
4 1.3.3-Trimethvl-1-(4"-trimethvls... 412 C24H3602Si2 155726-90-2 30
5 6b-Acetyl-4a,6a-dimethyl-3,4,4a,... 397 C26H39N0O2 1000275-03-5 25
Abundance Scan 3328 (22.642 min): BG040850.D (-3321) (-) m/z 75.00 100.00%
78.0
129.0 397.2
5000
41,
184.9,19 9 258.0 297.1  351.3 22.40 22.60 22.80 23.00
0 | m/z 397.20 77.46%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #228113: Docosanoic acid, tert-butyldimethylsilyl ester
397.0
5000 75.0
22.40 22.60 22.80 23.00
129.0 m/z 129.00 70.95%
L L 17102270 2690 3110 3530 439.0
miz--> 50 100 150 200 250 300 350 400 450
Abundance #216613: Silane, dimethyl(3-methylout-2-enyloxy)octadecyloxy-
397.0
22.40 22.60 22.80 23.00
5000 75.0 150.0 m/z 55.00 62.74%
41 0 355.0
0 (1 J‘L iL\ }11‘0‘ 201 0 2570 311 0 |
miz--> b 100 150 260 250 300 350 400 450
Abundance #228148: Silane, (1,1-dimethylethyl)dimethyltricosyloxy- R AR RRRES T
397.0 22.40 22.60 22.80 23.00
750 m/z 43.10 31.44%
5000
o 4HOM‘WLJ‘1ﬁ9‘1570 199.0 255.0 297.0 339.0 439.0
miz--> 50 100 150 200 250 300 350 400 450 2240 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040850.D

Aca On : 10 May 2019 14:05

Operator : HP/JU

ﬁ?ggle i K2764-06 P021-55009-0206-01
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

23.29 3.04 ng 202784 Chrysene-di12 21.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Hexadecane 226 C16H34 000544-76-3 93
3 Nonadecane 268 C19H40 000629-92-5 93
4 Heneicosane 296 C21H44 000629-94-7 86
5 Tricosane 324 C23H48 000638-67-5 83

Abundance Scan 3438 (23.289 min): BG040850.D (-3433) (-) m/z 57.05 100.00%

.0

5000

23.00 23.20 23.40 23.60

126.0 163.1 197.12241 268.0 327.0355.8

(o} m/z 43.05 81.68%
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57.0
5000 85.0 R RERE S R S
23.00 23.20 23.40 23.60
m/z 71.05 60.91%
29.0 113.0
| [117-0141.0169.0197.0 240.0
O B e R T T i e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57.0
R e e RAREan
23.00 23.20 23.40 23.60
5000 m/z 55.10 46.61%
85.0
29.0
0 \‘ “\ |\ | - ‘111?-0‘14:‘[.0‘]_69.0197.0 226.0
— =t
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane N EEE R
57.0 23.00 23.20 23.40 23.60
m/z 85.05 44 _07%
85.0
5000
29.0
o | 130141.0169.0197.0 268.0
- T T T T I T T T T I T T T T I T T T T T T T T T T T T I T
m/z--> 50 100 150 200 250 300 350 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040850.D

Aca On : 10 May 2019 14:05

Operator : HP/JU

ﬁ?ggle i K2764-06 P021-55009-0206-01
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Squalene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.50 2.23 ng 153416 Perylene-di12 25.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 83
2 Farnesol. acetate 264 C17H2802 1000352-67-2 64
3 Hexadeca-2.6.10.14-tetraen-1-ol.... 290 C20H340 007614-21-3 64
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 64
5 trans-Farnesol 222 C15H260 000106-28-5 64
Abundance Scan 3474 (23.500 min): BG040850.D (-3468) (-) m/z 69.00 100.00%
69.0
l | 1894112069 25602050 3411 4171 4634 23.20 23.40 23.60 23,80 _
IR ¥ WU W, £ o e O i sk oo (2 m/z 81.00 43.80%

mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #215930: Squalene
69.0

5000 T T T T T T T T T T
23 20 23. 40 23. 60 23. 80

m/z 41.00 30.79%

137.
i dgy J| 191.0 231.0 273.0 341.0 410.0

Ofrr b bl 232-9231.02780 2410 4100
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #114184: Farnesol, acetate
69.0
A B RR
23.20 23.40 23.60 23.80
5000 m/z 95.05 18.24%
136.0
0 .2.9.-.,u.;J.u.t,l.ﬁ.j., (890 a0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #136486: Hexadeca-2,6,10,14-tetraen-1-0l, 3,7,11,16-tetram... A B RREEa
69.0 23.20 23.40 23.60 23.80
m/z 67.00 13.70%
5000
29 07.0
0 J. \‘\ th.\U.MJ‘]-GlOZO‘lO 272.0
m/z--> 0 50 100 150 200 250 300 350 400 450 23 20 23. 40 23. 60 23. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040850.D

Aca On : 10 May 2019 14:05

Operator : HP/JU

ﬁ?ggle i K2764-06 P021-55009-0206-01
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

24 .13 3.69 ng 254105 Perylene-d12 25.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tricosane 324 C23H48 000638-67-5 87
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Tridecane 184 C13H28 000629-50-5 87
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 87

Abundance Scan 3581 (24.129 min): BG040850.D (-3576) (-) m/z 57.10 100.00%

57.1

%

5000
13.1 23.80 24.00 24.20 24.40
169.1 267 0 326.1 425.3
Olprrrhy ...]1,.1.-..,....2.1.9.2] S P e L A— m/z 43.10 58.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
5000 LA L L L L L LB LB |

23.80 24.00 24.20 24.40
m/z 71.10 54.20%

13.0 169.0 225.0 281.0 337.0 394.0

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #164579: Tricosane
57.0
T T T T
23.80 24.00 24.20 24.40
5000 m/z 85.05 40.62%
13.0 169.0 2250 324.0
Oty Pt - S e e e e e e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R T T
57.0 23.80 24.00 24.20 24.40
m/z 55.00 25.39%
o HMquNAVMW¢JM]\mrMMNA¢VMMNﬂ4
13. O
o ,169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
e e e e T T T T T T T T T T R N MRS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23. 80 24 00 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040850.D

Aca On : 10 May 2019 14:05

Operator : HP/JU

ﬁ?ggle i K2764-06 P021-55009-0206-01
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
26.30 2.70 ng 186076 Perylene-d12 25.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 83
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 80
3 Hexacosane 366 C26H54 000630-01-3 80
4 Eicosane 282 C20H42 000112-95-8 72
5 Nonadecane 268 C19H40 000629-92-5 70

Abundance Scan 3951 (26.303 min): BG040850.D (-3943) (-) m/z 57.10 100.00%

5000

99.0
135.0169.0 211.0 251.2 295.0 355.9 26.00 26.20 26.40 26.60

0 m/z 43.00 67.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 LA L L L L L L LB |
26. 00 26 20 26. 40 26.60
9.0 m/z 71.10 66.09%
ol | |}y 1420 1830 2250 267.0 309.0 351.0 393.0 436.0
L I e e i e B i e e A e e et
m/z--> 50 100 150 200 250 300 350 400
Abundance #141432: Pentadecane, 8-hexyl-
57.0
R A EREREEEEEs s
26.00 26.20 26.40 26.60
5000 m/z 85.00 43.54%
%90 1960
Jzslo) | | ) | g 340 . 2650
,,, B o e ) LA A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane L
57.0 26.00 26.20 26.40 26.60
m/z 55.00 21.81%
5000
99.0
oLt ] | ; 141.0 183.0 2250 2670 300.0 367.0
L o o e IS B B e e e e I I R N Ramns
m/z--> 50 100 150 200 250 300 350 400 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\BGO050919\

Data File : BG040850.D

Acq On : 10 May 2019 14:05

Operator : HP/JU

3?22'6 i K2764-06 P021-SS009-0206-01
ALS Vial : 29 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... 3.23 27.1 ng 589438 1 8.14 435439 20.0
unknown7 .67 7.67 87.2 ng 1899370 1 8.14 435439 20.0
n-Hexadecanoic acid 18.37 9.4 ng 572572 4 17.51 1213800 20.0
Octadecanoic acid 19.63 3.2 ng 193361 4 17.51 1213800 20.0
Nonadecyl heptafl... 21.40 7.3 ng 488434 5 21.80 1335090 20.0
Docosanoic acid, ... 22.64 2.1 ng 139661 5 21.80 1335090 20.0
Heptadecane 23.29 3.0 ng 202784 5 21.80 1335090 20.0
Squalene 23.50 2.2 ng 153416 6 25.15 1378940 20.0
Octacosane 24 .13 3.7 ng 254105 6 25.15 1378940 20.0
Hentriacontane 26.30 2.7 ng 186076 6 25.15 1378940 20.0
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