LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\

Data File : BG033260.D

Aca On - 20 Mar 2018 3:52 Instrument :

Operator : SJ/JU BNA_G

Sample - J1954-01 ClientSampleld :

Vi - 031518-JETT-F-D-B
isc :

ALS Vial : 16 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:\HPCHEM1I\BNA G\METHODS\8270-BG031918.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 3.499 27 36 46 rBV 161353 338610 8.29% 1.820%
2 3.587 46 51 59 rvB 108696 175349 4._.29% 0.943%
3 6.308 507 514 540 rBV 189896 453058 11.09% 2.435%
4 6.848 508 606 613 rBV3 25924 59907 1.47% 0.322%
5 8.000 794 802 821 rBV 126160 354571 8.68% 1.906%
6 8.399 862 870 893 rBV 400170 888703 21.75% 4_.777%
7 8.893 945 954 968 rBV2 109179 256115 6.27% 1.377%
8 9.228 1002 1011 1029 rBV 557678 1150873 28.16% 6.186%
9 10.092 1151 1158 1173 rBV 467469 1056728 25.86% 5.680%
10 11.778 1436 1445 1464 rBV 174763 391932 9.59% 2.107%
11 14.140 1836 1847 1863 rBVY 1546599 2657479 65.03% 14.285%
12 14.927 1973 1981 1991 rBvV2 46517 86259 2.11% 0.464%
13 15.338 2046 2051 2058 rBvV 42683 59325 1.45% 0.319%
14 15.509 2074 2080 2093 rVB2 346853 607379 14.86% 3.265%
15 16.273 2207 2210 2216 rVB2 67946 87400 2.14% 0.470%
16 16.725 2283 2287 2291 rVvv2 31286 43711 1.07% 0.235%

17 16.983 2324 2331 2344 rBV 941616 1637348 40.06% 8.801%
18 17.130 2352 2356 2368 rVB 62038 113768 2.78% 0.612%
19 17.918 2485 2490 2495 rBV 44458 57907 1.42% 0.311%
20 18.241 2538 2545 2556 rBV 515349 859816 21.04% 4.622%

21 18.652 2610 2615 2620 rBV2 36082 50192 1.23% 0.270%
22 18.828 2641 2645 2651 rVB3 33677 48724 1.19% 0.262%
23 18.917 2654 2660 2670 rVvv4 36851 74596 1.83% 0.401%
24 19.040 2676 2681 2690 rBV2 263047 397066 9.72% 2.134%
25 19.927 2828 2832 2834 rBV3 36103 41870 1.02% 0.225%
26 19.956 2834 2837 2845 rVB6 29645 44998 1.10% 0.242%
27 20.156 2865 2871 2875 rBVS8 28213 50018 1.22% 0.269%
28 20.268 2886 2890 2895 rBV3 69917 95911 2.35% 0.516%

29 20.761 2968 2974 2987 rVB 2997355 4086789 100.00% 21.968%
30 22.107 3198 3203 3210 rBV2 72096 129585 3.17% 0.697%

31 22.600 3279 3287 3296 rVB 469462 935238 22.88% 5.027%
32 23.887 3500 3506 3515 rVB 22352 55348 1.35% 0.298%
33 24.486 3601 3608 3617 rVB 162744 359470 8.80% 1.932%
34 26.396 3922 3933 3947 rBV2 254913 897456 21.96% 4.824%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033260.D

Aca On : 20 Mar 2018 3:52

Operator : SJ/JU

Sample : J1954-01

Misc :

ALS Vial : 16 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

Method
Title

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 18603499
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA G\DATA\BG031918\

BG033260.D

20 Mar 2018  3:52

SJ/Ju

J1954-01

16 Sample Multiplier: 1

: C:\Database\NIST11.L
LSCINT.P

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance
3000000

2500000

2000000

1500000

1000000

500000

3589

6.31
6. 85

TIC: BG033260.D

9.23
8.40 10,09

8.00 8.89

11.78

0

Time--> 3.50

4.00 4.50 5.00 550 600 6.50

700

7.50 8.00 8.50

9.00 9.50 10.00 10.50 11.00 11.50 1200 12.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

14.14

16.98

15.51

14.93 15.§A¥

16.27 16.72117.13
A

TIC: BG033260.D

18.24
19.04

17.92 18%4@

1998987

20.76

I

22.60

22.11
A

Time-->

A A
LN B N L B D B N B B B N B

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

A
LN I N B N B S L B B S B B

Abundance
3000000

2500000

2000000

1500000

1000000

500000

24.49 26.40

A

23.89

TIC: BG033260.D

0l

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:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033260.D

Aca On : 20 Mar 2018 3:52

Operator : SJ/JU

Sample : J1954-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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.

3.59 13.69 ng 175349 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 64
3 Butanoic acid. 2-hvdroxyv-2-methyvy... 132 C6H1203 032793-34-3 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 12

Abundance Scan 51 (3.587 min): BG033260.D (-46) (-) m/z 73.00 100.00%
7B
5000 43
55 87
o5 133 340 360 380 4.00
Obrrrrrr b e 82 e e eSS | M/Zz 43.00  39.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl- _—/\]\M
73
5000 LI UL N
43 340 360 3.80 4.00
55 87 m/z 87.00 27.34%
29
0 | NN ‘ |, 80
HUUNRIAS R IR UL N IR IR IR LR LS B BN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
R 87 340 360 380 400
5000 m/z 55.00 26 .80%
29
0 15 97
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14334: Butanoic acid, 2-hydroxy-2-methyl-, methyl ester B B e
7B 340 3.60 3.80 4.00
43 m/z 41.00 11.64%
5000 55 /\\/\‘_
31
o [ N N PO B B .
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 340 360 380 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033260.D

Aca On : 20 Mar 2018 3:52

Operator : SJ/JU

Sample : J1954-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Ethanol, 2-butoxy- Concentration Rank 7

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

6.85 4.68 ng 59907 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 78
2 lIsobutvl ether 130 C8H180 000628-55-7 25
3 n-Butvl ether 130 C8H180 000142-96-1 25
4 Sulfurous acid. dibutvl ester 194 C8H1803S 000626-85-7 22
5 1-Butene, 4-butoxy- 128 C8H160 034061-76-2 12

Abundance Scan 606 (6.848 min): BG033260.D (-598) (-) m/z 57.00 100.00%
57
5000
817 110 168 - 6.60 6.80 7.00 7.20
o} e N o e m/z 45.00 39.79%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8821: Ethanol, 2-butoxy-
57
5000
6.60 6.80 7.00 7.20
2 g7 m/z 41.00 26.77%
Ow"'l”"lyﬁ'l"“l"'w""l”"l"”l""w'
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
57
6.60 6.80 7.00 7.20
5000 m/z 87.00 14.76%
29 8 43
L S L L L UL UL L WL B
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #13644: n-Butyl ether
57 6.60 6.80 7.00 7.20
m/z 56.00 11.15%
5000
29
87
ol h bl | 130
mz-> 0 50 100 150 200 250 300 350 400 450 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033260.D

Aca On : 20 Mar 2018 3:52

Operator : SJ/JU

Sample : J1954-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.40 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.40 69.40 ng 888703 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 22
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
Abundance Scan 870 (8.399 min): BG033260.D (-862) (-) m/z 132.00 100.00%
132
5000 68 /\\\
54 7 ¥ ‘ 8.00 8.0 840 8.60 8.80
103
o.,....,...:l'!.‘.‘?" 6’r"|..':-.,..E.‘?,....,.'!..,.l.lﬁ,....,'...,.. m/z 68.00 49.93%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97

5000 e |
8.00 8.20 8.40 8.60 8.80

70 m/z 66.00 33.73%

31 60
T T T T e e e e e T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

8.00 8.20 8.40 8.60 8.80

5000 m/z 134.00 33.14%
92
65
o 27 3% Sl s v 1% 7

R R B o e R ARaass e

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl- EEm A REEE R RS
132 8.00 8.20 8.40 8.60 8.80

m/z 69.00 23.06%

104
5000
77
115
‘\ “H \H u\‘h 9\1 ‘ “ ‘
0.“.”,”.w.”.“.”,”.w.”w.”.“.”,”.w.”.“.”,....

m/z--> 20 30 40 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033260.D

Aca On : 20 Mar 2018 3:52

Operator : SJ/JU

Sample : J1954-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.27 2.88 ng 87400 Acenaphthene-d10 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 70
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 53
3 1-lodoundecane 282 C11H23lI 004282-44-4 50
4 Decane. 2.6.7-trimethvl- 184 C13H28 062108-25-2 50
5 Tridecane 184 C13H28 000629-50-5 50
Abundance Scan 2210 (16.273 min): BG033260.D (-2207) (-) m/z 57.05 100.00%
57
43
71
5000 85
99 149 177 16,00 16.20 16.40 16.60
113
0 ...,....'i=..| ol 3L 207226 26T Tm/z 43.05  75.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83023: Hexadecane
57
43
71
5000 85 L B BRI AR B
16.00 16.20 16.40 16.60
29 % m/z 71.00 54 _.51%
0 | L L g f 113127141155169183197 226
m/z--> 25 4b eb 85 160 150 150 160 180 200 220 240 2éo 2éo
Abundance
43 57
16.00 16.20 16.40 16.60
5000 71 m/z 85.05 43 .36%
29 85
o 99113127141 168184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128607: 1-lodoundecane
43 97 16.00 16.20 16.40 16.60
m/z 41.00 41 .73%
5000 71 85
29 155
oL15 \\ 1 ‘M \ 1131971417 169183197211225 282
m/z--> 25 4b eb 85 160 150 150 1éo 180 200 220 240 2éo 2éo 16.00 1620 16.40 1660
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033260.D

Aca On : 20 Mar 2018 3:52

Operator : SJ/JU

Sample : J1954-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Decane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.13 2.65 ng 113768 Phenanthrene-d10 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 72
2 Tetradecane 198 C14H30 000629-59-4 72
3 Pentadecane 212 C15H32 000629-62-9 72
4 Heptacosane 380 C27H56 000593-49-7 72
5 Hexadecane 226 C16H34 000544-76-3 64
Abundance Scan 2356 (17.130 min): BG033260.D (-2352) (-) m/z 57.10 100.00%
43
5000
99113 141 236 16.80 17.00 17.20 17.40
A — 155 182 208222236251 281 n/z 43 .00 68 64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19158: Decane
43 57
5000 LA DU B B
71 16.80 17.00 17.20 17.40
29 85 m/z 71.00 45 .16%
s || ous e
m/z--> ﬁo 46 eb 86 160 150 140 160 180 200 220 240 2éo 2éo
Abundance
57
43 RN IR BN BN
71 16.80 17.00 17.20 17.40
5000 a5 m/z 85.05 36.09%
29
oL15 99113127141155169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71394: Pentadecane L L e e,
43 37 16.80 17.00 17.20 17.40
m/z 41.00 32.64%
5000 71 g
29 99
o L bl 113127141155169133 212
m/z--> ﬁo 46 eb 86 160 150 140 160 180 200 220 240 2éo 2éo 16%0 1700 1720 1f40 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033260.D

Aca On : 20 Mar 2018 3:52

Operator : SJ/JU

Sample : J1954-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.04 9.24 ng 397066 Phenanthrene-d10 18.24
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Dodecanoic acid 200 C12H2402 000143-07-7 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 2681 (19.040 min): BG033260.D (-2676) (-) m/z 72.95 100.00%
- 7B
5000 129
7 115 213 LR UL SURBN BN B
01 14315711185 9q | 227 256 18.80 19.00 19.20 19.40
241 281
0! m/z 43.10 91.94Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 LR B UL B R
83 18.80 19.00 19.20 19.40
. 213 m/z 60.00 88.46%
143 171185199
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
a3 | 73
57 18.|80 19.'00 19.'20 19.'40
5000 29 m/z 57.00 78.35%
129
87 115 171 214
101 143157 | 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid e B R R AR et
3 78 18.80 19.00 19.20 19.40
57 m/z 55.00 77.03%
5000 129
29
143157171185199 242
ol.15 A ] s

’ T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033260.D

Aca On : 20 Mar 2018 3:52

Operator : SJ/JU

Sample : J1954-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.27 2.23 ng 95911 Phenanthrene-d10 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2890 (20.268 min): BG033260.D (-2886) (-) m/z 60.00 100.00%

60

5000

20.00 20.20 20.40 20.60

0 m/z 73.00 97 .93%
m/z--> 50 100 150 200 250 300 350
Abundance #131260: Octadecanoic acid
43
5000 LA L L L L L L LB
129 284 20 00 20. 20 20. 40 20 60
m/z 43.05 86.41%
‘ 185 213 241
Ollhl ‘: H H“ hH M\\ |‘:|I-5‘| I‘I\II]\-le |‘|‘2|6|5|‘||||||||||
m/z--> 200 250 300 350
Abundance
43
R EERERE SRS R
73 20.00 20.20 20.40 20.60
5000 - m/z 55.00 82.92%
129
97
185 213 241
o 157 265 311 372
L I e e B B T I e o e e e e LA e
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid AN EEE R
4 3 20.00 20.20 20.40 20.60
m/z 57.05 73.81%
5000 129
199
HI a0 |
ol15 m R < I
m/z--> 50 150 200 250 300 350 20 00 20. 20 20. 40 20 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033260.D

Aca On : 20 Mar 2018 3:52

Operator : SJ/JU

Sample : J1954-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Heptafluorobutyric acid, pe... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22.11 2.77 ng 129585 Chrysene-di12 22.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 94
3 Cvclopentadecane 210 C15H30 000295-48-7 93

4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 93
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 93

Abundance Scan 3204 (22.113 min): BG033260.D (-3198) (-) m/z 55.00 100.00%
55

83

5000
140 166 205 232 257 323 355 21.80 22.00 22.20 22.40
0 281 m/z 57.00 89.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220104: Heptafluorobutyric acid, pentadecy! ester
57
83
5000 TT [T T I T [T T T T[T T T T[T TTT]
111 21.80 22.00 22.20 22.40
210 m/z 69.00 72.83%
29
0 | “‘ ) H‘ H ‘ ‘\ ‘\ u H ] “ 255 406
e ,,,,,
m/z--> 50 200 250 300 350 400
Abundance
43
69 IIIIIIIIIIIIIIIIIIIIIII
97 21.80 22.00 22.20 22.40
5000 m/z 43.00 69.59%
123
m/z--> 50 100 150 200 250 300 350 400
Abundance #69584: Cyclopentadecane R e
55 21.80 22.00 22.20 22.40
a3 m/z 83.00 66.62%
5000
29 111
| \‘ | ‘ 130 182 20
I e e oy Vot
m/z--> 50 100 150 200 250 300 350 400 21.80 22.00 22 20 22. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG031918\
Data File : BG033260.D

Aca On : 20 Mar 2018 3:52

Operator : SJ/JU

Sample : J1954-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Squalene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
24.49 7.69 ng 359470 Chrysene-di12 22.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 90
2 3.7.11-Tridecatrienenitrile. 4.8... 231 C16H25N 006006-01-5 64
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 59
4 Cvclopropanecarboxvlic acid. 4-i... 204 C13H1602 1000331-01-9 53
5 Bis(3-methylbut-3-enyl) phthalate 302 C18H2204 022711-53-1 53

Abundance Scan 3609 (24.492 min): BG033260.D (-3601) (-) m/z 69.00 100.00%
69
5000 A/\k
41 o5 DS SV AL W —
121 24.20 24.40 24.60 24.80
149
ol l bl P 175 208 281 273207 341367 415 s 8100 48.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69
5000 U B B IOV
a1 24.20 24.40 24.60 24.80
% 191 m/z 41.00 23.53%
o ‘ C Ll M9 175 203 231 273 299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
24.20 24.40 24.60 24.80
5000 m/z 95.00 12.92%
41
136
. 915 175 231
m/z--> 50 100 150 200 250 300 350 400
Abundance #79429: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
69 24.20 24.40 24.60 24.80
al m/z 68.00 11.14%
5000
93
127
oL 4 U,\L.riwh',i. il 101186 222
m/z--> 50 100 150 200 250 300 350 400 24.20 24.40 24.60 24.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031918\
Data File : BG033260.D

Acq On : 20 Mar 2018 3:52

Operator : SJ/JU

Sample - J1954-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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... 3.59 13.7 ng 175349 1 8.89 256115 20.0
Ethanol, 2-butoxy- 6.85 4.7 ng 59907 1 8.89 256115 20.0
unknown8 .40 8.40 69.4 ng 888703 1 8.89 256115 20.0
Hexadecane 16.27 2.9 ng 87400 3 15.51 607379 20.0
Decane 17.13 2.6 ng 113768 4 18.24 859816 20.0
n-Hexadecanoic acid 19.04 9.2 ng 397066 4 18.24 859816 20.0
Octadecanoic acid 20.27 2.2 ng 95911 4 18.24 859816 20.0
Heptafluorobutyri... 22_.11 2.8 ng 129585 5 22.59 935238 20.0
Squalene 24._49 7.7 ng 359470 5 22.59 935238 20.0
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