LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1I\BNA G\DATA\BGO30619\
Data File : BG039789.D
Aca On : 6 Mar 2019 16:08 Instrument :
Operator : JU/SJ ?:'l\!A_?S el

- - lentosampleld :
3?22'6 : K1704-01 PST-028-B106-022719
ALS Vial : 9 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-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 heiaht area % max. total
1 3.206 15 20 29 rBv 66489 127240 3.70% 0.624%
2 3.282 29 33 41 rVB 44319 63940 1.86% 0.314%
3 5.703 436 445 456 rBV 843298 1385120 40.29% 6.797%
4 7.301 708 717 731 rBV 942134 1671846 48.63% 8.204%
5 7.682 775 782 795 rBV 871105 1490393 43.35% 7.313%
6 8.158 856 863 872 rVB 166314 291783 8.49% 1.432%
7 8.481 909 918 929 rBV 600338 1061481 30.88% 5.209%
8 9.333 1055 1063 1073 rBvY 546427 964925 28.07% 4_.735%
9 10.978 1335 1343 1352 rBV 252341 452046 13.15% 2.218%
10 13.404 1746 1756 1766 rBY 1565071 2395374 69.68% 11.754%

11 14.221 1889 1895 1900 rBV 85265 123352 3.59% 0.605%
12 14.779 1983 1990 1998 rBV2 419772 691602 20.12% 3.394%
13 16.265 2234 2243 2256 rBV 1318799 2003964 58.29% 9.833%
14 17.528 2448 2458 2463 rBV2 576668 913600 26.58% 4.483%
15 18.374 2596 2602 2610 rBV2 115447 189530 5.51% 0.930%

16 19.566 2801 2805 2812 rVB2 33314 48141 1.40% 0.236%
17 19.637 2812 2817 2824 rBV4 28443 51199 1.49% 0.251%
18 19.930 2863 2867 2872 rVB 27557 38403 1.12% 0.188%

19 20.118 2893 2899 2905 rBV 2608683 3437809 100.00% 16.869%
20 21.399 3110 3117 3132 rBV 188537 373963 10.88% 1.835%

21 21.810 3178 3187 3194 rBV2 575644 1019640 29.66% 5.003%

22 22.586 3313 3319 3322 rBV3 21679 36903 1.07% 0.181%
23 22.627 3322 3326 3339 rVB3 22368 70603 2.05% 0.346%
24 23.302 3434 3441 3448 rBv4 24673 50534 1.47% 0.248%
25 23.508 3470 3476 3483 rVB4 24385 55556 1.62% 0.273%

26 24.137 3572 3583 3591 rBV3 43518 119971 3.49% 0.589%
27 24.225 3593 3598 3608 rVv7 15494 44811 1.30% 0.220%
28 25.188 3744 3762 3772 rBV2 316348 1007330 29.30% 4.943%
29 26.304 3942 3952 3961 rBV3 36954 111665 3.25% 0.548%
30 26.463 3971 3979 3991 rBV3 21189 86236 2.51% 0.423%

Sum of corrected areas: 20378960

8270-BG030419.M Thu Mar 07 16:44:17 2019 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO030619\

Data File : BG039789.D

Aca On : 6 Mar 2019 16:08

Operator : JU/SJ

ﬁ?gg le K1704-01 PST-028-B106-022719
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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: BG039789.D
2500000

2000000

1500000

1000000 570 7:30 768
8.48 9.33

500000

10.98
3049 8.16

Time--> 350 400 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG039789.D

2500000 20112

2000000

13.40

1500000
16.26

1000000

17.53 21.81
500000 14.78

21.40
192%6649.93 225¢

o—"rrr—r—r e e T T T T T e T T e T T T AT LB e L

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: BG039789.D

2500000

14.22 18.37

2000000

1500000

1000000

500000
25.19

23.28.51 24442 j\ 2628046

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\BGO030619\

Data File : BG039789.D

Aca On : 6 Mar 2019 16:08

Operator : JU/SJ

3?22 le K1704-01 PST-028-B106-022719
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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.

3.28 4.38 ng 63940 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 47
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 35
5 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 35

Abundance Scan 33 (3.282 min): BG039789.D (-29) (-) m/z 73.10 100.00%
7B
43
5000
¥ 87 v—rLy——r—y—‘
II | 163 3.203.30 3.403.503.60 3.70
G S A SR RN N A S BN AR LARA) LARSS LARSE RARRS LAAAS SRR m/z  43.20 49.96%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4492: Butane, 2-methoxy-2-methyl- «MLMW
7B
5000 AN RARANLARAS RARAN RRRAN RARAS ARE
43 O 3.203.303.403.503.60 3.70
- 87 m/z 55.20 36.47%
0 III"'l!lll:"'|I|!'|''I""'I(?:'a''Il""l'''|'I"':'I-G']'-"I""I""I""I""I""I""II
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73
3.203.30 3.403.503.60 3.70
5000 43 m/z 87.15 29.56%
58
0'WHmm“w““V“W““P“W““P“W““V“W““V“W““V“w““v
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73 3.203.30 3.403.503.60 3.70
87 m/z 71.25 12 .44%
5000 41 55
29
ob 1l \‘\ Il es ) 97 112 129
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 | 3.203.30 3.403.503.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO030619\

Data File : BG039789.D

Aca On : 6 Mar 2019 16:08

Operator : JU/SJ

3?22 le K1704-01 PST-028-B106-022719
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 unknown7.68 Concentration Rank 1

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

7.68 102.16 ng 1490390 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 782 (7.682 min): BG039789.D (-775) (-) m/z 132.10 100.00%
5000 68
© 5o |l o Pios T Tho 7ho 80
O el bt e bbb | M/Z 68.15 0 44_.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 A

7.40 7.60 7.80 8.00
33 44 97 105 m/z 134.15 33.85%
51 60 70 78 86

0 e , | 115
B B B T B B s L A EEa I A REE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
B R AREa R L
7.40 7.60 7.80 8.00
5000 m/z 66.15 30.49%
104
51 o, 06 77
oL 14 27 3744588 | L 89 97 || 115 \
R B Ll LA mEE B o e ERREARS Lo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R e B
132 7.40 7.60 7.80 8.00
m/z 69.15 17 .53%
5000
92
65
105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO030619\

Data File : BG039789.D

Aca On : 6 Mar 2019 16:08

Operator : JU/SJ

3?22 le K1704-01 PST-028-B106-022719
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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.
18.37 4_.15 ng 189530 Phenanthrene-d10 17.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Nonanoic acid 158 C9H1802 000112-05-0 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 25

Abundance Scan 2601 (18.368 min): BG039789.D (-2596) (-) m/z 73.15 100.00%

43 60 7B

u

5000
129
97 213 e
L5 | 1107171185 o0 1 007 256 18.00 18.20 18.40 18.60
0! m/z 60.15 91.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LI L e
18.00 18.20 18.40 18.60
m/z 43.20 88.84%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 73
18.00 18.20 18.40 18.60
5000 129 m/z 57.20 69.63%
29
143157
o2 LIl LM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid o e
43 60 73 18.00 18.20 18.40 18.60
m/z 55.15 68.80%
5000 129
29
199
‘ ‘ 143 157171185 242
0..1.5,.‘a..‘i:‘.. R e o AEEamE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO030619\

Data File : BG039789.D

Aca On : 6 Mar 2019 16:08

Operator : JU/SJ

3?22 le K1704-01 PST-028-B106-022719
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 1-Heneicosyl formate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.40 7.34 ng 373963 Chrysene-di12 21.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 95
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 1-Docosene 308 C22H44 001599-67-3 94
Abundance Scan 3117 (21.399 min): BG039789.D (-3110) (-) m/z 57.20 100.00%
57
83
5000
| 111
NI BN DU B
139 21.00 21.20 21.40 21.60 21.80
I | M LACdeT 207234 267 208 | 7z 55.15  87.24%
m/z--> 50 100 150 200 250 300 350
Abundance #177132: 1-Heneicosyl formate
57 83
5000
1t 21.00 21.20 21.40 21.60 21.80
m/z 43.20 84 .99%
o | ]1?9"167 196 222 266 294 322
m/z--> 50 100 150 200 250 300 350 '
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57
83
21.00 21.20 21.40 21.60 21.80
5000 11 m/z 83.25 70.37%
29
oL | JM | j|130 182 210 o5 356
m/z--> 50 100 150 200 250 300 350 '
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester e oo T
57 21.00 21.20 21.40 21.60 21.80
83 m/z 97.25  64.94%
5000 111
29 169
oL Ll ‘ |20 | %15 2 302
m/z--> 50 100 150 200 250 300 350 ' 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\BGO030619\

Data File : BG039789.D

Aca On : 6 Mar 2019 16:08

Operator : JU/SJ

3?22 le K1704-01 PST-028-B106-022719
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 7
R.T. EstConc Area Relative to ISTD R.T.
24 .14 2.38 ng 119971 Perylene-d12 25.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 76
2 Heneicosane 296 C21H44 000629-94-7 68
3 Nonadecane 268 C19H40 000629-92-5 68
4 Heptadecane 240 C17H36 000629-78-7 68
5 Octacosane 394 C28H58 000630-02-4 68
Abundance Scan 3584 (24.142 min): BG039789.D (-3572) (-) m/z 57.10 100.00%
57
41 250 R T e
| ) 1apt¥6141  177,95208 po5 268283 23.80 24.00 24.20 24.40
on.w””i.uPLW.”w”.WHHL.AP”JPHW.Lw”.w”m,””ﬁ.np m/z 43.15 61.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129491: Eicosane
57
5000 41 AU UL SRR B
23. 80 24. oo 24 20 24.40
m/z 71.25 57 .47%
o —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57
23.80 24.00 24.20 24.40
5000 4 85 m/z 85.25 41.64%
ol 15 ‘ Ul “ Iod 13 , 141 169 197 225 253268 296
m/z--> 25 4b 65 éo 160 150 1&0 1é0 180 200 220 240 260 2§o 300
Abundance #117638: Nonadecane
57 23.80 24.00 24.20 24.40
m/z 55.15 31.91%
5000 85
4
ol 2 Ll e e 197 225040 268
m/z--> 25 4b 65 éo 160 150 1&0 1éo 180 200 220 240 260 2§o 300 2380 2400 2420 2440 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO030619\

Data File : BG039789.D

Aca On : 6 Mar 2019 16:08

Operator : JU/SJ

3?22 le K1704-01 PST-028-B106-022719
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG030419_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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.30 2.22 ng 111665 Perylene-d12 25.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Hentriacontane 437 C31H64 000630-04-6 86
4 2-methvloctacosane 408 C29H60 1000376-72-8 86
5 Hexatriacontane 507 C36H74 000630-06-8 86
Abundance Scan 3951 (26.298 min): BG039789.D (-3942) (-) m/z 57.20 100.00%
5
5000
® 10 268 26.00 26.20 26.40 26.60
(o} m/z 43.15 48.81%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
5000 INUNVABUARU RS AR

26. 00 26. 20 26. 40 26. 60
m/z 71.15 44 _87%

141 183 225 281 337 394

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517
26.00 26.20 26.40 26.60
5000 m/z 85.15  40.80%

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

Oy P e e e e e e e e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane
57 26.00 26.20 26.40 26.60
m/z 55.15 21.74%
5000

99
26| | ||| 141 183 225 267 309 351 303 436

. N — S NN, A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 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\BGO30619\

Data File : BG039789.D

Acq On : 6 Mar 2019 16:08

Operator : JU/SJ

3?22 le K1704-01 PST-028-B106-022719
ALS Vial : 9 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... 3.28 4.4 ng 63940 1 8.16 291783 20.0
unknown7 .68 7.68 102.2 ng 1490390 1 8.16 291783 20.0
n-Hexadecanoic acid 18.37 4.2 ng 189530 4 17.52 913600 20.0
1-Heneicosyl formate 21.40 7.3 ng 373963 5 21.81 1019640 20.0
Eicosane 24.14 2.4 ng 119971 6 25.18 1007330 20.0
Octacosane 26.30 2.2 ng 111665 6 25.18 1007330 20.0
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