LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO031519\
Data File : BG039950.D

Aca On : 15 Mar 2019 20:48

Operator : JU/SJ

Sample : K1909-04

Misc :

ALS Vial : 15 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 3.201 13 19 27 rBv 232615 478121 15.88% 3.093%
2 3.272 27 31 49 rVB 457967 709884 23.58% 4 .593%
3 5.234 359 365 372 rBV 22649 37892 1.26% 0.245%
4 5.692 437 443 453 rVB 230139 366020 12.16% 2.368%
5 7.290 708 715 724 rBV 144141 245037 8.14% 1.585%

7.671 772 780 787 rBV 440211 761787 25.30% 4._.929%
8.147 854 861 872 rVB 158509 275235 9.14% 1.781%
8.470 908 916 925 rBV 623851 1093418 36.31% 7.074%
9.322 1051 1061 1069 rBV 540801 991028 32.91% 6.412%
10.967 1333 1341 1348 rBVY 224380 403074 13.39% 2.608%

=
QO ~NO®

11 13.399 1747 1755 1764 rBV 1583876 2446057 81.23% 15.826%
12 14.774 1981 1989 2000 rVB3 369000 597622 19.85% 3.867%
13 16.260 2235 2242 2250 rBV 766621 1161494 38.57% 7.515%
14 17.517 2450 2456 2468 rVB 477654 723459 24 .03% 4.681%

15 18.369 2597 2601 2606 rBvV3 27656 39454 1.31% 0.255%
16 20.113 2891 2898 2903 rBVY 2213451 3011119 100.00% 19.482%
17 21.394 3111 3116 3126 rBv4 37121 82423 2.74% 0.533%
18 21.805 3179 3186 3195 rVB 487503 828739 27.52% 5.362%
19 22.569 3311 3316 3322 rBvV3 26390 42358 1.41% 0.274%
20 23.286 3431 3438 3448 rBV2 63706 121964 4 .05% 0.789%
21 24.120 3572 3580 3590 rVB2 42677 99048 3.29% 0.641%
22 25.107 3739 3748 3749 rBV2 44946 84390 2.80% 0.546%
23 25.171 3751 3759 3770 rVB2 269966 781199 25.94% 5.054%
24 26.276 3940 3947 3956 rVB3 28446 74984 2.49% 0.485%
Sum of corrected areas: 15455806
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG031519\
Data File : BG039950.D

Aca On : 15 Mar 2019 20:48

Operator : JU/SJ

Sample . K1909-04

Misc :

ALS Vial : 15 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: BG039950.D

2000000
1500000

1000000

8.47
9.32

500000] 3.27 7.67

3.20
5.69 229 8.15 10.97
5.23

R e L L L T SN} SRR .

Time--> 3.50 400 450 500 550 600 6.50 7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG039950.D

20.11
2000000

13.40
1500000

1000000
16.26

17.52 21.81
500000 14.77

18.37 21.39 22.57
O o L L e sy

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: BG039950.D

2000000

1500000

1000000

500000
25.17

23.29 24.12 2% 26.28
0 A n
L L B L B L B B B L e B B B I B L B L B B B B

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\BGO031519\
Data File : BG039950.D

Aca On : 15 Mar 2019 20:48

Operator : JU/SJ

Sample : K1909-04

Misc :

ALS Vial : 15 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 3

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

3.27 51.58 ng 709884 1,4-Dichlorobenzene-d4 8.15
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 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 31 (3.272 min): BG039950.D (-27) (-) m/z 73.15 100.00%
73
5000 43
55 g7
371 49 o7 3.20 3.30 3.40 3.50 3.60 3.70
Ot L 40 o e || M/Z 43.15  48.23%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 3.20 3.30 3.40 3.50 3.60 3.70
55 87 m/z 55.15 33.39%
0 ?9 35 1] | 67 ||, 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7B
87
3.20 3.30 3.40 3.50 3.60 3.70
5000 a1 55 m/z 87.15 26.21%
| :
ok 1l ML!?M o1, 79 | o7 m2 1
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
7B 3.20 3.30 3.40 3.50 3.60 3.70
m/z 41.15 12.98%
5000 43
58
0'w'mW“'w‘“'w'“l“'w'“'w'“l“'w'“'w'“l“'w'“' LA BN UARAR RARAN RARAN RN BAR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.203.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039950.D

Aca On : 15 Mar 2019 20:48

Operator : JU/SJ

Sample : K1909-04

Misc :

ALS Vial : 15 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.23 2.75 ng 37892 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 83
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
3 2-Heptanone. 7.7-dichloro- 182 C7H12CI20 066241-43-8 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 Acetone 58 C3H60 000067-64-1 7

Abundance Scan 364 (5.228 min): BG039950.D (-359) (-) m/z 43.15 100.00%
43
59
5000
1o 480 500 520 540 5.60
83 : : : : :
o...,....,....,....-;'e...?%..n.'i....,??..,.u..,...:,|....,....,....,....,...., m/z 59.15 55.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 ISR S L R S
59 4.80 5.00 5.20 5.40 5.60
m/z 101.15 18.67%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540 5.60
5000 M m/z 58.15 16.87%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #47485: 2-Heptanone, 7,7-dichloro-
43 480 500 520 540 5.60
sg m/z 41.15 10.78%
5000
0 m 67 75 83 95103111 131
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039950.D

Aca On : 15 Mar 2019 20:48

Operator : JU/SJ

Sample : K1909-04

Misc :

ALS Vial : 15 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 4 unknown7.67 Concentration Rank 2

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

7.67 55.36 ng 761787 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 780 (7.671 min): BG039950.D (-772) (-) m/z 132.15 100.00%
13
5000 68
40 54 62‘ 75 104 740 7.60 7.80 8.00
0....,....'I'!.ﬁ,.‘.‘..,.‘.".'.',..'.".,..E.;?,..!'.,.'.'..,..1.1.7,...., Yo | m/z 68.15  45.78%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 HR I L L R
7.40 7.60 7.80 8.00
33 44 g7 105 m/z 134.15 32.14%
0 5160 e | | s .
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
89 o 740 7.60 7.80 8.00
5000 m/z 66.15 30.93%
78
31 35 ,, 51
0'”'J”Jhﬁl'WH'”I'”li“"P"W"”I'“'I”"P"W AR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine e
132 7.40 7.60 7.80 8.00
m/z 69.15 18.06%
97
5000
70
31
miz--> 30 40 50 60 70 8 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\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039950.D

Aca On : 15 Mar 2019 20:48

Operator : JU/SJ

Sample : K1909-04

Misc :

ALS Vial : 15 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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.29 2.94 ng 121964 Chrysene-di12 21.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tridecane 184 C13H28 000629-50-5 60
3 Tetratetracontane 619 C44H90 007098-22-8 58
4 Sulfurous acid. butyl tetradecvl... 334 C18H3803S 1000309-18-1 58
5 Sulfurous acid, butyl pentadecyl... 348 C19H4003S 1000309-18-2 58
Abundance Scan 3439 (23.291 min): BG039950.D (-3431) (-) m/z 57.25 100.00%
57
5000
x gig 141 207 2 23.00 23.20 23.40 23.60
I 1 P F P o RO . — m/z 43.15 62.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane

23.00 23.20 23.40 23.60
m/z 71.15 46.78%

5000

141 183 225 282

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #48834: Tridecane
517
23.00 23.20 23.40 23.60
5000 m/z 85.25  40.00%

26l a0 12

Oy - et e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 23.00 23.20 23.40 23.60
m/z 59.15 35.84%
5000

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

L N R S IS8

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039950.D

Aca On : 15 Mar 2019 20:48

Operator : JU/SJ

Sample : K1909-04

Misc :

ALS Vial : 15 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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.12 2.54 ng 99048 Perylene-d12 25.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 3580 (24.120 min): BG039950.D (-3572) (-) m/z 57.20 100.00%
57
5000 85
113 23.80 24.00 24.20 24.40
141 169 208
0....l,...1.,.1.*..,.-...,..2.3f1 s e m/z 71.25 60.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57
5000
23.80 24.00 24.20 24.40
m/z 43.25 59.23%
29 113 141
0 | I ‘169 197 225 253 281 309 337 380
m/z--> 55 160 150 260 250 300 350 400 '
Abundance #141426: Heneicosane
57
o 23.80 24.00 24.20 24.40
5000 m/z 85.25 37.99%
29 113
oL I | /777,241 160 197 205 253 296
m/z--> 50 160 1%0 200 250 300 350 400 '
Abundance #223851: Hentriacontane
57 23.80 24.00 24.20 24.40
m/z 55.20 25.71%
5000
85
29 113 149 169
oL L L 100 107 225 253 280 309 351 379 407 436 || Mttt bt
m/z--> 50 100 150 200 250 300 350 400 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO031519\
Data File : BG039950.D

Aca On : 15 Mar 2019 20:48

Operator : JU/SJ

Sample : K1909-04

Misc :

ALS Vial : 15 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 Tetracosane, 1l1-decyl- Concentration Rank 8

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

25.11 2.16 ng 84390 Perylene-d12 25.17

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 70

2 Eilcosane 282 C20H42 000112-95-8 70

3 Tetratetracontane 619 C44H90 007098-22-8 68

4 Sulfurous acid. butyl undecvl ester 292 C15H3203S 1000309-17-8 64

5 Hexatriacontane 507 C36H74 000630-06-8 62
Abundance Scan 3749 (25.113 min): BG039950.D (-3739) (-) m/z 57.15 100.00%

5000
264

-

130163 203 24.80 25.00 25.20 25.40
0,....,...1..‘!‘.....,.... RN R E e  RARARERRE s A m/z 43.10 63.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #232379: Tetracosane, 11-decyl-
57
5000 T TTTT TT T T TTT T T T
24, 80 25. OO 25 20 25.40
99 m/z 71.15 56.53%
o | 141 183 225 295 337 378 420

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

.

Abundance #129492: Eicosane
517
24.80 25.00 25.20 25.40
5000 m/z 85.20 50.87%
99
o 26117, 141 183 225 282
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 24.80 25.00 25.20 25.40
m/z 264.25 33.10%
5000

>

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

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

24. 80 25. OO 25 20 25. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG031519\
Data File : BG039950.D

Acq On : 15 Mar 2019 20:48

Operator : JU/SJ

Sample > K1909-04

Misc :

ALS Vial : 15 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 51.6 ng 709884 1 8.15 275235 20.0
2-Pentanone, 4-hy... 5.23 2.8 ng 37892 1 8.15 275235 20.0
unknown7 .67 7.67 55.4 ng 761787 1 8.15 275235 20.0
Eicosane 23.29 2.9 ng 121964 5 21.81 828739 20.0
Heptacosane 24_12 2.5 ng 99048 6 25.17 781199 20.0
Tetracosane, 11-d... 25.11 2.2 ng 84390 6 25.17 781199 20.0
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