LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022619\
Data File : BG039613.D

Aca On : 26 Feb 2019 23:18

Operator : JU/SJ

Sample : K1594-28

Misc :

ALS Vial : 18 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-BG012919.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 3.222 18 23 32 rBv 83642 166490 6.86% 1.051%
2 3.293 32 35 42 rVB 34753 52937 2.18% 0.334%
3 5.713 436 447 455 rBV 581542 946232 38.98% 5.973%
4 7.311 710 719 731 rBV 609380 1069009 44.04% 6.748%
5 7.693 776 784 792 rBV 566934 987798 40.69% 6.235%
6 8.169 858 865 876 rVB 186440 326549 13.45% 2.061%
7 8.492 913 920 927 rBV 410408 707029 29.13% 4_.463%
8 8.791 964 971 978 rBvV4 12941 25920 1.07% 0.164%
9 9.344 1058 1065 1073 rBV 339731 615407 25.35% 3.885%
10 10.659 1281 1289 1297 rVB2 17189 29311 1.21% 0.185%
11 10.988 1331 1345 1353 rBvV 257464 488158 20.11% 3.081%
12 11.088 1358 1362 1370 rVB6 15572 30930 1.27% 0.195%
13 11.176 1370 1377 1383 rBvV2 14048 25769 1.06% 0.163%
14 13.414 1749 1758 1764 rBV 909153 1423451 58.64% 8.985%
15 14.231 1892 1897 1904 rVB 50856 74080 3.05% 0.468%

16 14.789 1982 1992 2002 rBV2 422521 696154 28.68% 4_.394%
17 16.275 2238 2245 2255 rBV 800325 1277562 52.63% 8.064%
18 17.532 2453 2459 2470 rBV2 644877 983884 40.53% 6.210%
19 18.384 2597 2604 2613 rBV2 86496 148073 6.10% 0.935%
20 19.647 2813 2819 2825 rBV6 16375 33281 1.37% 0.210%

21 20.123 2894 2900 2906 rBV 1847748 2427386 100.00% 15.322%
22 20.393 2941 2946 2950 rBV5 18013 25146 1.04% 0.159%
23 21.415 3115 3120 3135 rBV3 100628 230822 9.51% 1.457%
24 21.668 3158 3163 3170 rVB 120731 163101 6.72% 1.030%
25 21.821 3181 3189 3200 rVB2 676865 1159335 47.76% 7.318%

26 21.968 3211 3214 3219 rVB 31630 43379 1.79% 0.274%
27 22.596 3316 3321 3326 rVB2 37449 62195 2.56% 0.393%
28 23.319 3437 3444 3452 rBV2 61042 119563 4._.93% 0.755%
29 23.518 3472 3478 3485 rVB2 64926 125916 5.19% 0.795%
30 24.159 3579 3587 3593 rBV2 45368 103358 4._.26% 0.652%

31 25.199 3749 3764 3779 rvB2 371112 1196233 49.28% 7.551%
32 26.332 3950 3957 3969 rVB5 25726 77990 3.21% 0.492%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022619\
Data File : BG039613.D

Aca On : 26 Feb 2019 23:18

Operator : JU/SJ

Sample : K1594-28

Misc :

ALS Vial : 18 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\HPCHEM1I\BNA G\METHODS\8270-BG012919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 15842448
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG022619\
Data File : BG039613.D

Aca On - 26 Feb 2019 23:18

Operator : JU/SJ

Sample : K1594-28

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG012919 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG039613.D

1500000

1000000

5.71 7.31 7.69
500000 8.49

10.99
8.17

3
8.79 10.66 111098
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Time--> 3.50 4.00 450 500 550 600 6.50 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG039613.D

20.12

1500000

1000000 13 41

16.28

1753 21.82

500000 14.79

21.44.
14.23 18.38 10.65 | 20.39 f )l pLo7 2260

O o A o o e .. e e e i i B e i e e

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: BG039613.D

1500000

1000000

500000 2520

23.32.52
38352 24.16 26.33
e Rl SRR e e e R N REEREREEEE e e 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022619\
Data File : BG039613.D

Aca On : 26 Feb 2019 23:18

Operator : JU/SJ

Sample : K1594-28

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 5

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

3.29 3.24 ng 52937 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 25
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 9

Abundance Scan 35 (3.293 min): BG039613.D (-32) (-) m/z 73.15 100.00%
7B
5000 43 /\\
55 a7 JAN I
320 340  3.60
B8 e w/z 43.15  42.27%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000 T T
43 55 320 340  3.60
87 m/z 55.15 31.75%
T |"'“h%%'3§J"| ki "'?4 '§?|L’ "|"'|'|"' }P}"'I
m/z--> 0 20 30 40 50 60 70 8 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol
7B
o5 ARV Y
5000 43 m/z 87.25 25.78%
27
"|'}§'|""|%%'3%|""|""|'"'l""?%"'l""l""l
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #8379: 3-Pentanol, 2,4-dimethyl- i T T T T
7B 320 340  3.60
m/z 71.20 15.70%
5000 55
43
s A wiliwl e w e
m/z--> 10 20 30 40 50 60 70 8 90 100 320 340  3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022619\
Data File : BG039613.D

Aca On : 26 Feb 2019 23:18

Operator : JU/SJ

Sample : K1594-28

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 unknown7.69 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.69 60.50 ng 987798 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 784 (7.693 min): BG039613.D (-776) (-) m/z 132.15 100.00%
132
5000 68
20 54 %6 740 7.60 7.80 8.00
qrer lwsus Yl n/Z 68.15  42.72%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

/\

7.40 7.60 7.80 8.00
m/z 134.15  32.42%

5000

m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
e
69 108 7.40 7.60 7.80 8.00
5000 m/z 66.15 29.36%
A
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl b e o
57 132 7.40 7.60 7.80 8.00
24 m/z 69.15 17.37%
116
5000 98
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022619\
Data File : BG039613.D

Aca On : 26 Feb 2019 23:18

Operator : JU/SJ

Sample : K1594-28

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 6
R.T. EstConc Area Relative to ISTD R.T.
18.38 3.01 ng 148073 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Octadecanoic acid 284 C18H3602 000057-11-4 64
Abundance Scan 2603 (18.378 min): BG039613.D (-2597) (-) m/z 43.15 100.00%
73
5000
129
97 171 213 LA SRS BN BN I
15 | 194 256 360 18.00 18.20 18.40 18.60
PP FRSUENE SRR ey TSR MMM L m/z 60.15 95.25%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
41
5000 129
83 18.00 18.20 18.40 18.60
. 157 1g5 213 256 m/z 73.15 88.21%
|“=|l luululu'|l|'|||l||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
43 | 713
18.00 18.20 18.40 18.60
5000 129 m/z 55.15 74.44%
“ 199 242
15 | LM‘|JJ m h\}l 48@ ‘ 223 \ —
m/z--> 50 150 200 250 300 350
Abundance #72643: Tridecanoic acid e B R
i3 | B 18.00 18.20 18.40 18.60
m/z 57.25 69.57%
5000 129
171
214
,15,1‘, Hlu H m Iu sk 28 ’ des el e
m/z--> 50 o 150 200 250 300 350 18 00 18 20 18. 40 18 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022619\
Data File : BG039613.D

Aca On : 26 Feb 2019 23:18

Operator : JU/SJ

Sample : K1594-28

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 2-Hepten-4-one, 6-hydroxy-2... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.42 3.98 ng 230822 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hepten-4-one. 6-hvdroxv-2-meth... 236 C15H2402 038043-98-0 92
2 l17-Pentatriacontene 491 C35H70 006971-40-0 86
3 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 83
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 83
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 83
Abundance Scan 3121 (21.421 min): BG039613.D (-3115) (-) m/z 57.15 100.00%
57
83
5000

21.20 21.40 21.60 21.80
m/z 55.20  85.52%

139167 207

283 327
gl
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #90789: 2-Hepten-4-one, 6-hydroxy-2-methyl-6-(4-methyl-3-c...
55

138

5000 31 21. 20 21. 40 21. 60 21. 80

218 m/z 43.20 64 .42%

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #234186: 17-Pentatriacontene
57
97 I L e s
21.20 21.40 21.60 21.80
5000 m/z 83.25 57 .65%
29 125
153
J‘ |, ﬁ}l‘ }§129923e267292320348376406434462490
i s i o e A R B e e et
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #209361: Eicosy! trifluoroacetate R et
57 97 21. 20 21. 40 21. 60 21. 80
m/z 97.20 56.79%
5000
125
29 153
7 | || 153182210 252280 325 376
i B e TR L e
m/z--> 0 50 100 150 200 250 300 350 400 450 21. 20 21. 40 21. 60 21. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022619\
Data File : BG039613.D

Aca On : 26 Feb 2019 23:18

Operator : JU/SJ

Sample : K1594-28

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.32 2.06 ng 119563 Chrysene-di12 21.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Nonadecane 268 C19H40 000629-92-5 92
3 Heptacosane 380 C27H56 000593-49-7 76
4 Heneicosane 296 C21H44 000629-94-7 76
5 Octacosane 394 C28H58 000630-02-4 76
Abundance Scan 3444 (23.319 min): BG039613.D (-3437) (-) m/z 57.20 100.00%
>0 M‘L
SNBSS AR SRR
113433155 193 23.00 23.20 23.40 23.60
i3 224 251 282 m/z 43.20 64.41%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 SRR BB R
Bmmmmmmm
25 13 m/z 71.25 57 .29%
141
LT e s gy 22
m/z--> 50 100 150 200 250 300 350
Abundance #117636: Nonadecane
57
23.00 23.20 23.40 23.60
5000 85 m/z 85.20 33.82%
29 268
| | | Il 1:II|-3 i 14\.1 | 169 197 225 ‘\
m/z--> o '55' B 160' 1%0" 260" "250" ' 500" ' ééo" -
Abundance #202661: Heptacosane
57 23.00 23.20 23.40 23.60
m/z 55.15 31.27%
5000 85
29 113
RN “ 141 169 197 225 253 281 309 337 380
m/z--> % 1m 1% 2& 250 3& 3% ZMMMMMMMO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG022619\
Data File : BG039613.D

Aca On : 26 Feb 2019 23:18

Operator : JU/SJ

Sample : K1594-28

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 7

Peak Number 8 Squalene

R.T. EstConc Area Relative to ISTD R.T.
2352  2.11ng 1259016  perylene-d12 25.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 000111-02-4 91

2 Docosa-2.6.10.14.18-pentaen-22-a. ..
3 7.11-Dimethvldodeca-2.6.10-trien...
4 Supraene

5 2,6,10,14-Hexadecatetraenoic aci...

384 C27H440
208 C14H240
410 C30H50

332 C22H3602

1000163-04-7 83
125529-10-4 80
007683-64-9 80
024035-35-6 72

Abundance Scan 3478 (23.518 min): BG039613.D (-3472) (-) m/z 69.15 100.00%
69
5000
41 95
I 121 149 23.20 23.40 23.60 23.80
192 267 355
el g b by P21 207 3273 0 Tm/z 81.20 45.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69
5000
a1 23.20 23.40 23.60 23.80
137 m/z 41.20 21.21%
95
|| I O O 74 161 191 217 244 273 299 341 367 410
e e e e S S T T
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
B B B
23.20 23.40 23.60 23.80
5000 41 m/z 68.15 13.85%
93
l L 136
e bl gy ) S0 192 231 273 315341 384
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69 23.20 23.40 23.60 23.80
m/z 95.15 12.64%
5000
41
95 137
L Jx.u,l.l.fw. —
m/z--> 50 100 150 200 250 300 350 400 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\BG022619\
Data File : BG039613.D

Acq On : 26 Feb 2019 23:18

Operator : JU/SJ

Sample . K1594-28

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919._M
Quant Title : 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... 3.29 3.2 ng 52937 1 8.17 326549 20.0
unknown? .69 7.69 60.5 ng 987798 1 8.17 326549 20.0
n-Hexadecanoic acid 18.38 3.0 ng 148073 4 17.53 983884 20.0
2-Hepten-4-one, 6... 21.42 4.0 ng 230822 5 21.82 1159340 20.0
Eicosane 23.32 2.1 ng 119563 5 21.82 1159340 20.0
Squalene 23.52 2.1 ng 125916 6 25.19 1196230 20.0
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