LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040046.D

Acq On : 20 Mar 2019 21:44

Operator : JU/SJ

Sample - K1935-07

Misc :

ALS Vial : 12 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-BG030419_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 3.196 14 18 26 rvv2 65254 103721 4.83% 0.557%
2 3.267 26 30 36 rvB 121065 153693 7.15% 0.825%
3 5.687 435 442 460 rVB 870233 1385821 64.50% 7.442%
4 7.290 706 715 728 rBVY 891170 1606611 74.77% 8.628%
5 7.672 772 780 792 rBVY 848235 1494994 69.58% 8.028%
6 8.142 852 860 870 rBvV 164409 289073 13.45% 1.552%
7 8.465 907 915 922 rBVY 610933 1040886 48.44% 5.590%
8 9.317 1052 1060 1073 rVB 539743 988117 45.99% 5.306%
9 10.962 1332 1340 1347 rBV 231602 416531 19.39% 2.237%
10 13.388 1746 1753 1761 rBV 1203086 1899957 88.42% 10.203%

11 14.211 1886 1893 1899 rBV 119318 173066 8.05% 0.929%
12 14.769 1981 1988 1996 rVvB2 378008 613037 28.53% 3.292%
13 16.255 2234 2241 2252 rBV 1212761 1829527 85.15% 9.825%
14 17.512 2449 2455 2461 rBV2 491361 753530 35.07% 4.047%
15 18.364 2593 2600 2609 rBV2 69349 120043 5.59% 0.645%

16 19.621 2811 2814 2821 rBV6 20325 35091 1.63% 0.188%
17 20.020 2878 2882 2888 rVB 47389 53484 2.49% 0.287%
18 20.103 2890 2896 2902 rBV 1645264 2148687 100.00% 11.539%
19 20.373 2938 2942 2945 rBV2 15772 22057 1.03% 0.118%

20 21.060 3054 3059 3066 rVB 154562 188420 8.77% 1.012%

21 21.389 3110 3115 3126 rBV2 133641 351669 16.37% 1.889%
22 21.794 3178 3184 3192 rVB 454225 780089 36.31% 4.189%
23 21.941 3205 3209 3212 rVB2 30031 41291 1.92% 0.222%
24 22.200 3247 3253 3258 rBV 106248 166230 7.74% 0.893%
25 22.564 3309 3315 3318 rBV 70274 119817 5.58% 0.643%

26 22.611 3318 3323 3337 rVB3 126727 381648 17.76% 2.050%
27 23.275 3430 3436 3443 rVB2 78017 143141 6.66% 0.769%
28 23.645 3493 3499 3509 rVB2 22935 49954 2.32% 0.268%
29 24.103 3571 3577 3586 rVB 84021 179946 8.37% 0.966%
30 24.203 3588 3594 3605 rBVS5 39545 133480 6.21% 0.717%

31 25.090 3738 3745 3748 rBV2 37939 91810 4.27% 0.493%
32 25.155 3748 3756 3768 rVB2 254413 707399 32.92% 3.799%
33 26.253 3934 3943 3952 rBV3 39694 122229 5.69% 0.656%
34 27.663 4176 4183 4190 rBV6 13618 36422 1.70% 0.196%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040046.D

Acq On : 20 Mar 2019 21:44

Operator : JU/SJ

Sample - K1935-07

Misc :

ALS Vial : 12 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 - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 18621471
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040046.D

Acq On : 20 Mar 2019 21:44

Operator : JUu/SJ

Sample - K1935-07

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG040046.D
1500000
1000000
5.69 7.29 5 &
8.47
9.32
500000
10.96
izéi__ku___w_ \ L 8.14
O i e e e LA e B B
Time--> 3.50 4.00 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG040046.D
20/10
1500000
13.39 16.25
1000000
500000 17.51 21.79
14.77
21.01.39 22.61
14.21 I 2055 56
| 18.36 19.6220120.37 :
O L B e A B L B B B B L L T e ettt et
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: BG040046.D
1500000
1000000
500000
25.15
23.27 03.64 2%&90 ZE&J 26.95 7 66
05=5 }¥T‘. e e .f%ﬁj“??..,.. R e e e B R e
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

8270-BG030419.M Thu Mar 21 16:31:03 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040046.D

Acq On : 20 Mar 2019 21:44

Operator : JU/SJ

Sample - K1935-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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 3

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

3.27 10.63 ng 153693 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 74
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 31 (3.272 min): BG040046.D (-26) (-) m/z 73.15 100.00%
73
5000 43 S
55 87
200 3.20 3.30 3.40 3.50 3.60 3.70
Okt e e e 22 m/z 43.15 42.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
43 3.20 3.30 3.40 3.50 3.60 3.70
‘ 55 87 m/z 55.15 34.23%
29
0'"PN'WM"W"MW"'W"'W"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
4 o 87 3.20 3.30 3.40 3.50 3.60 3.70
5000 m/z 87.25 29.39%
29
15
G L S S S B WL B B B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl-
7B 3.20 3.30 3.40 3.50 3.60 3.70
m/z 45.15 12.08%
5000 43
58
29 ‘ ﬁ7
0:::|‘U‘||‘l||||||‘|||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 3.203.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040046.D

Acq On : 20 Mar 2019 21:44

Operator : JU/SJ

Sample - K1935-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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 unknown7.67 Concentration Rank 1

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

7.67 103.43 ng 1494990 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 17
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 780 (7.672 min): BG040046.D (-772) (-) m/z 132.15 100.00%
5000 68
4 s 75 % 103 740 7.60 7.80 8.00
6 . . . .
Ot -2!-.'.|,....,.5.‘?.,...'.,.'.'..,.1.1?.,....,"...,... m/z 68.15 42.82%
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R S RN AR
7.40 7.60 7.80 8.00
2 78 m/z 134.15 32.99%
38 44
0"”Ih”wlJ"M"W"JI'”'I”"P"W"”I'”'P'""”I'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
740 7.60 7.80 8.00
5000 m/z 66.15 30.80%
69
39 o7 76
O e o B e e
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e e
132 7.40 7.60 7.80 8.00
m/z 69.15 17 .56%
5000 67
41 97
‘ 53 . 117
o aall] eyl 0 89 ] 103110 | 120
miz--> T 40 % 6 7o 8 % 100 1o 130 130 10 7.40 7.60 7.80 8.00

8270-BG030419.M Thu Mar 21 16:31:05 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040046.D

Acq On : 20 Mar 2019 21:44

Operator : JU/SJ

Sample - K1935-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.36 3.19 ng 120043 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 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 2599 (18.358 min): BG040046.D (-2593) (-) m/z 60.15 100.00%
43 60 73
5000 129
97 157171 23
e %1000 | ,p 26 18.00 18.20 18.40 18.60
0 m/z 73.15 85.59Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129

18.00 18.20 18.40 18.60

m/z 43.25 84.61%
213
‘J‘H' 143 157171185 199
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
L AL et B
18.00 18.20 18.40 18.60
5000 129 m/z 57.20 82.43%
29 171
i o 185 214
o 15 101 143157 198
R R B e B B AR RARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R A BEmmas e
43 60 73 18.00 18.20 18.40 18.60
m/z 55.15 80.07%
5000 129
29
199
143157171185 242
oL 15
T B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18 00 18 20 18.40 18.60

8270-BG030419.M Thu Mar 21 16:31:06 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040046.D

Acq On : 20 Mar 2019 21:44

Operator : JU/SJ

Sample - K1935-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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 1,19-Eicosadiene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.06 4.83 ng 188420 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 94
2 1,15-Hexadecadiene 222 C16H30 021964-51-2 93
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 93
4 Octadecanal 268 C18H360 000638-66-4 91
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 91
Abundance Scan 3059 (21.060 min): BG040046.D (-3054) (-) m/z 57.15 100.00%
g7
82
5000
4 \ 15 165 169 222 080 21,00 2120 2140
o hohsa” 000 193 262 250 278 306 385 | ns7 43.20  81.73%
m/z--> 50 100 150 200 250 300 350
Abundance #126193: 1,19-Eicosadiene
55
5000 82 L B UL UG B
20 80 21. 00 21. 20 21. 40
109 m/z 55.15 65.31%
0 “ | ‘ Hu ‘ | . 738157 180 208 228 250 278
m/z--> §o 160 150 200 250 360 3éo
Abundance
55
82 | 20.80 21.00 21.20 2140
5000 m/z 82.20 62.63%
29 110
0 138 166 194 222
m/z--> §o 160 1%0 260 2%0 360 3éo
Abundance #129467: Oxirane, heptadecyl-

20.80 21.00 21.20 21.40
m/z 41.15 50.88%

5000

| 238 166 104711 236 264282

T
150 200 250 300 350 20 80 21. 00 21. 20 21. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040046.D

Acq On : 20 Mar 2019 21:44

Operator : JU/SJ

Sample - K1935-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.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 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.39 9.02 ng 351669 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
4 Octacosanol 410 C28H580 000557-61-9 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 3115 (21.389 min): BG040046.D (-3110) (-) m/z 57.15 100.00%
57
83
5000
139 168 207 e 21.00 21.20 21.40 21.60 21.80
OfF——4H m/z 55.20 81.20%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 VAU DAL UL I
111 21/00 21.20 21.40 21.60 21.80
29 m/z 43.20 78 .95%
ol | 4L ‘,,,,flf{?%f‘l,,2,53?',,,,',,,,'”434
m'z--> 0 50 200 250 300 350 400
Abundance
55
o7 21.00 21.20 21.40 21.60 21.80
5000 m/z 83.25 69 .33%
29
125
o 153 181 308
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R e A
57 21.00 21.20 21.40 21.60 21.80
83 m/z 69.20 58.30%
29 169
oLl [139 ], 210 255 406
m'z--> 0 % 1& ﬁo 200 250 300 350 400 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\BG032019\
Data File : BG040046.D

Acq On : 20 Mar 2019 21:44

Operator : JU/SJ

Sample - K1935-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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 8 Bicyclo[10.8.0]eicosane, cis- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.20 4.26 ng 166230 Chrysene-di2 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 91
2 Octadecanal 268 C18H360 000638-66-4 90
3 Heptadecanal 254 C17H340 1000376-70-0 87
4 1,16-Hexadecanediol 258 C16H3402 007735-42-4 87
5 Hexadecanal 240 C16H320 000629-80-1 87
Abundance Scan 3253 (22.200 min): BG040046.D (-3247) (-) m/z 57.25 100.00%
5000
18 21.80 22,00 22.20 22.40 22.60
138 208 282 - : - - :
ol Lo aes 208 236 22 S5t S a30 77.10%
m/z--> 100 150 200 250 300 350
Abundance #126196: Bicyclo[10.8.0]eicosane, cis-
55
5000 L VA L SR B
29 278 21.80 22.00 22.20 22.40 22.60
109 m/z 55.15 72 .59%
137
0.“.‘.‘ \‘ H\ ‘.“ ‘166 194 2?2”25'0”[. e
m/z--> 200 250 300 350
Abundance
43 82
21.80 22,00 22.20 22.40 22.60
5000 m/z 82.15 71.08%
109
. 65 187 166 194 222 250,60
m/z--> 50 100 150 200 250 300 350
Abundance #105849: Heptadecanal e R BAE et sy S S
43 82 21.80 22.00 22.20 22.40 22.60
m/z 83.15 45.16%
5000
109
oLt leg | | 4237154 180 208 236554
m/z--> 50 100 150 200 250 300 350 21.80 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040046.D

Acq On : 20 Mar 2019 21:44

Operator : JU/SJ

Sample - K1935-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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 9 Hexacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.56 3.07 ng 119817 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Pentadecane 212 C15H32 000629-62-9 87
3 Heneicosane 296 C21H44 000629-94-7 86
4 Hexadecane 226 C16H34 000544-76-3 83
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 3314 (22.558 min): BG040046.D (-3309) (-) m/z 57.20 100.00%
57
5000 P
113 141 164183 22.20 22.40 22.60 22.80
ol -.|' Bobod Ty, 7 164188 210 237 266 341 m/z 43.20 62.61%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 RSB ARSARRUARER
nmnmnmnm
m/z 71.25 51.96%
29 113
oL ‘h J |77, 141 169 197 225 253 205 323 367
m/z--> §0 160 1éo 260 2éo 360 3éo
Abundance
57
22120 22.40 22.60 22.80
5000 g5 m/z 85.15 36.86%
29
0 113 141 168 212
m/z--> o '50' B 160" ' ﬁéo" ' 560" ' 550" ' 560" "350"
Abundance #141425: Heneicosane R
57 22.20 22.40 22.60 22.80
m/z 41.15 23.81%
5000 85
29
. | “I || |MB 141 160 197 205 253 206
m/z--> % @ @ ﬁ @ ﬁ ﬁ 2nwuwmwmo'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040046.D

Acq On : 20 Mar 2019 21:44

Operator : JU/SJ

Sample - K1935-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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 10 unknown22.61 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.61 9.78 ng 381648 Chrysene-d12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 43
2 Triacontyl pentafluoropropionate 584 C33H61F502 1000351-80-0 38
3 Dotriacontyl trifluoroacetate 562 C34H65F302 1000351-75-4 38
4 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 38
5 Triacontyl trifluoroacetate 534 C32H61F302 1000351-75-7 38
Abundance Scan 3323 (22.611 min): BG040046.D (-3318) (-) m/z 97.25 100.00%
g7 97
139 185213 e 22.20 22.40 22.60 22.80 23.00
L L s e I A A B B m/z 57.25 99.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1
57 |97
5000 AR RIS NI AN B
- 22.20 22.40 22.60 22.80 23.00
m/z 55.15 90.93%
oL \kd‘ J‘ ﬂ 182210238 278308336
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
o7 22.20 2240 22,60 22.80 23.00
5000 m/z 83.15 88.73%
125
oL 27 153 195 236 _ 292 334362392420 465 566
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #239747: Dotriaconty! trifluoroacetate T T
57 22.20 22.40 22.60 22.80 23.00
m/z 69.25 79.91%
97
5000
25
ol 27 | 153187 202 264 306 348376 420448 493 544
m/z--> 50 100 150 200 250 300 350 400 450 560 séo 22.20 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040046.D

Acq On : 20 Mar 2019 21:44

Operator : JU/SJ

Sample - K1935-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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 11 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.27 3.67 ng 143141 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptacosane 380 C27H56 000593-49-7 86
4 5-Ethylnonadecane 296 C21H44 1000360-43-1 86
5 Pentadecane 212 C15H32 000629-62-9 83
Abundance Scan 3435 (23.269 min): BG040046.D (-3430) (-) m/z 57.15 100.00%
57
o % VJL\
USRS UM BN SRR
113 141 169 197 23.00 23.20 23.40 23.60
ol 3 A U S TR 299208 858 "m/z 43.15  63.56%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 LI SRR SUMRLN BN B
85 23.00 23.20 23.40 23.60
29 m/z 71.15 50.74%
ol L || M8 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
' 23.00 23.20 23.40 23.60
5000 85 m/z 85.25 37 .94%
. 29 13 141 169 107 205 253 295 303 367
m/z--> 50 100 150 200 250 300 350 '
Abundance #202661: Heptacosane R A BARe
57 23.00 23.20 23.40 23.60
m/z 55.15 24 .14%
- | MNMJ\A‘WJ\M
29 113 141
o 0L 77,18 169 197 225 253 281 309 337 380
m/z--> 50 100 1% 2& 250 300 350 ' 2300 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040046.D

Acq On : 20 Mar 2019 21:44

Operator : JU/SJ

Sample - K1935-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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 12 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.10 5.09 ng 179946 Perylene-di12 25.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3576 (24.097 min): BG040046.D (-3571) (-) m/z 57.25 100.00%
57
SN SR SN B
113 23.80 24.00 24.20 24.40
141 169
ol s b T I 00107 230 267 s n A3 25 55.70%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 IS AR AR
Bmmmmmmm
m/z 71.25 54 _.69%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 169 197 225 253 296
m/z--> 55 160 1%0 260 2éo 360 3éo '
Abundance
57
23.80 24.00 24.20 24.40
5000 P m/z 85.20 39.27%
29
o 113 141 169 197 225 253 281 309 338
m/z--> 55 160 150 260 250 300 3éo '
Abundance #209566: Octacosane T e
57 23.80 24.00 24.20 24.40
m/z 55.15 23.47%
h | J\V4w+mewwfﬁ\)\Mu\vava
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 5'0 1(')0 1&1,0 2(')0 2éo 3(')0 3éo ' 23. 80 24 00 24. 20 24 40 !
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040046.D

Acq On : 20 Mar 2019 21:44

Operator : JU/SJ

Sample - K1935-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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 13 n-Nonadecanol-1 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24.20 3.77 ng 133480 Perylene-di12 25.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 90
2 Hexadecane-1,2-diol 258 C16H3402 006920-24-7 80
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 72
4 Cyclotetradecane 196 C14H28 000295-17-0 70
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 64
Abundance Scan 3594 (24.203 min): BG040046.D (-3588) (-) m/z 57.20 100.00%
7 7
5000
125
8 5 167 194213 241 265 341 23.80 24.00 24.20 24.40 24.60
0! ARTAE TR L1 e m/z 97.25 94 _10%
m/z--> 50 100 150 200 250 300
Abundance #131391: n-Nonadecanol-1
55 8
5000 11 AL BRI SIS BRI B
23.80 24.00 24.20 24.40 24.60
29 m/z 55.15 86.53%
oL, .“.‘ ‘.“ I“ i ‘. "H‘I l“ I\‘\Ilﬁgl“ |16'|8| :!-96| i |23I8 I26f3| ———
m/z--> 50 100 150 200 250 300
Abundance
55 | 83
23.80 24.00 24,20 2440 24.60
5000 111 227 m/z 83.15 83.15%
29
139
Y 10 O T AN P —
m/z--> 55 160 1éo 200 250 300
Abundance #127770: 9-Eicosene, (E)- s B e T
83 23.80 24.00 24.20 24.40 24.60
m/z 43.20 79.76%
5000
29 111
o || 1139 168 196 223 252 280
m/z--> 50 100 150 2(')0 250 3(')0 ' 23.|80 24.'00 24.'20 24.'40 24.|60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040046.D

Acq On : 20 Mar 2019 21:44

Operator : JU/SJ

Sample - K1935-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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 14 Hentriacontane Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
25.09 2.60 ng 91810 Perylene-di12 25.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Octadecane 254 C18H38 000593-45-3 83
3 Hentriacontane 437 C31H64 000630-04-6 83
4 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 83
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 83

Abundance Scan 3745 (25.090 min): BG040046.D (-3738) (-) m/z 57.15 100.00%
57
>0 85 “>A/\v\—‘h
|| 30 1ss207 2 it 24,80 25.00 25.20 25.40
bbbl i Y 8L Tm/z 43.20 59.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57
5000 85 U SO SN R SR
24.80 25.00 25.20 25.40
113 m/z 71.20 54 _.70%
0 %9\ ‘ ‘H\ “M ‘\‘ u‘ “‘1?1‘16‘9‘197‘22‘5 253 295 366
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
57
24.80 25.00 25.20 25.40
5000 85 m/z 85.15 36.36%
. 29 113 141 169 197 po5 254
mz-> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane L B e
57 24.80 25.00 25.20 25.40
m/z 55.15 26 .58%
- NM"W\/\W/M
85
29| | 113 141 169 19
ol AL w7y 199 197 225 253 280 309 351 379 407 436 S —
m/z--> 50 100 150 200 250 300 350 400 24.80 25.00 25.20 25.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040046.D

Acq On : 20 Mar 2019 21:44

Operator : JU/SJ

Sample - K1935-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.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 15 Tetratetracontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
26.25 3.46 ng 122229 Perylene-d12 25.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Sulfurous acid, butyl pentadecyl... 348 C19H4003S 1000309-18-2 86
3 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 86
4 Eicosane, 9-octyl- 394 C28H58 013475-77-9 83
5 Eicosane 282 C20H42 000112-95-8 81
Abundance Scan 3942 (26.247 min): BG040046.D (-3934) (-) m/z 57.20 100.00%
57
5000
99 U SUNIGR SRR BRI B
1, 155 2(:7 267 341 26.00 26.20 26.40 26.60
O b bl i e e e m/z 43.25 54 _.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
5000 LN BURILE BN U B
26. oo 26 20 26. 40 26 60
m/z 71.25 44 .33%
ol h | Hu 141 183 225 267 309 351 393 435 491 535 574 617
m/z--> o 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57
" 26.00 26,20 26.40 26.60
5000 m/z 85.25 42 .09%
97
0 26 141 211 263
m/z--> 0 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #153231: 5-Ethyl-5-methylnonadecane e e
57 26.00 26.20 26.40 26.60
m/z 55.15 24 .08%
5000
113
o }§5 211 281
mz> 0 5 100 150 300 250 30 380 400 450 500 550 600 " 26.00 26,20 26.40 26.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG032019\
Data File : BG040046.D

Acq On : 20 Mar 2019 21:44

Operator : JU/SJ

Sample - K1935-07

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419_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... 3.27 10.6 ng 153693 1 8.14 289073 20.0
unknown7 .67 7.67 103.4 ng 1494990 1 8.14 289073 20.0
n-Hexadecanoic acid 18.36 3.2 ng 120043 4 17.51 753530 20.0
1,19-Eicosadiene 21.06 4.8 ng 188420 5 21.79 780089 20.0
Heptadecyl heptaf... 21.39 9.0 ng 351669 5 21.79 780089 20.0
Bicyclo[10.8.0]Jei... 22.20 4.3 ng 166230 5 21.79 780089 20.0
Hexacosane 22 .56 3.1 ng 119817 5 21.79 780089 20.0
unknown22 .61 22.61 9.8 ng 381648 5 21.79 780089 20.0
Octacosane 23.27 3.7 ng 143141 5 21.79 780089 20.0
Heneicosane 24_10 5.1 ng 179946 6 25.15 707399 20.0
n-Nonadecanol-1 24 .20 3.8 ng 133480 6 25.15 707399 20.0
Hentriacontane 25.09 2.6 ng 91810 6 25.15 707399 20.0
Tetratetracontane 26.25 3.5 ng 122229 6 25.15 707399 20.0
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