LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080219\
Data File : BG041886.D

Aca On : 2 Aug 2019 13:36

Operator : HP/JU

Sample : K4107-01

Misc :

ALS Vial : 8 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-BG072719.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 3.171 9 14 42 rVB 421508 1084476 2.19% 0.755%
2 5.591 419 426 438 rBV 807233 1315603 2.65% 0.916%
3 7.190 690 698 713 rVB 839914 1436021 2.89% 0.999%
4 7.571 755 763 771 rBV 812641 1425733 2.87% 0.992%
5 8.365 891 898 907 rBV 552612 972289 1.96% 0.677%

9.205 1031 1041 1053 rBvV 454447 821753 1.66% 0.572%
10.862 1316 1323 1333 rBVY 349449 635481 1.28% 0.442%
13.318 1735 1741 1747 rBV 1119889 1700001 3.43% 1.183%
624547 960066 1.93% 0.668%
16.185 2223 2229 2241 rBV 1291659 2122174 4.28% 1.477%
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11 17.448 2438 2444 2450 rBV2 845058 1285947 2.59% 0.895%
12 18.341 2585 2596 2608 rBV 739109 1995567 4.02% 1.389%
13 19.610 2805 2812 2830 rVB 810864 2059275 4_.15% 1.433%
14 19.957 2842 2871 2876 rBVY 6800913 33891297 68.29% 23.585%
15 20.063 2886 2889 2906 rVB2 13287226 22566807 45.47% 15.704%

16 21.044 3045 3056 3063 rBV3 868840 3424851 6.90% 2.383%
17 21.737 3146 3174 3205 rVB3 9288272 49629638 100.00% 34.537%
18 23.288 3433 3438 3446 rVB 254834 496509 1.00% 0.346%
19 23.570 3466 3486 3487 rBV2 2574356 9673635 19.49% 6.732%
20 24.117 3573 3579 3588 rVB2 344531 753110 1.52% 0.524%

21 25.756 3845 3858 3879 rvB2 956501 5447743 10.98% 3.791%

Sum of corrected areas: 143697976
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA G\DATA\BG080219\

BG041886.D

2 Aug 2019 13:36

HP/JU

K4107-01

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG072719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000
8.17

TIC: BG041886.D

5.59 7.19 7.57

8.36 9.20 10.86

oM

Time-->

3.50 4.00 450 500 550 600 650

A
™ LA L L B L L L B

700 7.50 8.00 850 900 950 1000 1050 1100 1150 1200 1250

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

13.32

TIC: BG041886.D

20,06

21.74

19.86

16.18 17.45 18.34 19.61 21.04

14.70

A
T 1T

0
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

1.2e+07

le+07

8000000

6000000

4000000

2000000

23.2
NN A
ol

TIC: BG041886.D

23,57

25.76
24.12

23.00

Time-->

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\HPCHEMI1\BNA G\DATA\BG080219\
Data File : BG041886.D

Aca On : 2 Aug 2019 13:36

Operator : HP/JU

Sample : K4107-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG072719_.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.17 22.31 ng 1084480 1,4-Dichlorobenzene-d4 8.04
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 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 14 (3.171 min): BG041886.D (-9) (-) m/z 73.10 100.00%
73.1

T

5000 431
3.20 3.30 3.40 3.50 3.60
O b (981271 1521 17611959 2180 2423 2760 sz 43.10  38.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT [T T I T[T I T T[T T T T[T T TT[TTT
43.0 3.20 3.30 3.40 3.50 3.60

m/z 55.10 28 .43%
A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

f

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
3.20 3.30 3.40 3.50 3.60
5000 410 m/z 87.05 25.73%
It \H ! 970 1290
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 3.20 3.30 3.40 3.50 3.60
m/z 41.10 11.45%
5000 43.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080219\
Data File : BG041886.D

Aca On : 2 Aug 2019 13:36

Operator : HP/JU

Sample : K4107-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG072719_.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 unknown7.57 Concentration Rank 3

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

7.57 29.33 ng 1425730 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 763 (7.571 min): BG041886.D (-755) (-) m/z 132.00 100.00%
132.0
5000 68.1
%00 %1 J 75 7m0 760 780 50
.0 54.1 ) . . ) .
4832 | gl m/z 68.10  36.74%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A

7.20 7.40 7.60 7.80 8.00
m/z 134.00  33.27%

31,0 51.0
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
A RS R S
7.20 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.10 24.83%
41.0 97.0
‘ ‘ 117.0
ool @O Lo
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 15.34%
74.0
116.0
5000 98.0
SR O TN
m/z--> 40 60 80 100 120 140 160 180 7.20 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080219\
Data File : BG041886.D

Aca On : 2 Aug 2019 13:36

Operator : HP/JU

Sample : K4107-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG072719_.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.34 31.04 ng 1995570 Phenanthrene-d10 17.45
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 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Octadecanoic acid 284 C18H3602 000057-11-4 64

Abundance Scan 2596 (18.341 min): BG041886.D (-2585) (-) m/z 43.10 100.00%

431731

5000 129.1

N
=
w
=

171.1 256.1 LI LI e
101.1 | I | l l 18.00 18.20 18.40 18.60
[l 1 L L

o ..'.,...'.,....,l'. 2841 S4L1 m/z 73.10 97.10%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid

D

o

o
%
'

5000 1290 T[T T LRI L L LB L B
18. OO 18 20 18.40 18.60
0
97.0 157.01g5 02130  256.0 m/z 60.10 95.98%
Y 5P O S
m/z--> 50 100 150 200 250 300 350
Abundance #72643: Tridecanoic acid
430|730
ERE e e
18.00 18.20 18.40 18.60
5000 129.0 m/z 57.10 80.22%
171.0
1 214.0
%spx.,.'ﬂﬂm
m/z--> 50 150 200 250 300 350
Abundance #95851: Pentadecanoic acid R RaEEE L
43.0 73.0 18.00 18.20 18.40 18.60
m/z 55.10 79.24%
5000 129.0
199.0
i HJ“i o 1
150]_J w N SRR
m/z--> 50 150 200 250 300 350 18. OO 18 20 18. 40 18. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080219\
Data File : BG041886.D

Aca On : 2 Aug 2019 13:36

Operator : HP/JU

Sample : K4107-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG072719_.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

19.96 13.66 ng 33891300 Chrysene-di12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heneicosane. 1l1l-decvl- 437 C31H64 055320-06-4 96
3 Eicosane 282 C20H42 000112-95-8 95
4 Hexacosane 366 C26H54 000630-01-3 94
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94

Abundance Scan 2872 (19.963 min): BG041886.D (-2842) (-) m/z 57.10 100.00%

99.1 L L IR e

1411 1832 2052 267.2 19.60 19.80 20.00 20.20
(A ¥ .Il,.ﬂ.-w‘. Seedg or2 309.3 3513 3934 4365 nsz 71.10  68.92%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141424:; Heneicosane
57.0

5000 P g e
19.60 19.80 20.00 20.20

99.0 m/z 43.10 64 .96%

141.0
wo |yl yieso 0 200
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223853: Heneicosane, 11-decyl-
57.0

19 60 19. 80 20.00 20.20

11 il

5000 m/z 85.10 55.03%
295.0
99.0

15. \ J | ; 141.0 183.0 225.0 l 337.0 435.0

T B L B B e B S B B o A me e e ot
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane

57.0 19.60 19.80 20.00 20.20

m/z 55.10 31.68%

5000
{J JI

m/z--> 0 50 100 150 200 250 300 350 400 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080219\
Data File : BG041886.D

Aca On : 2 Aug 2019 13:36

Operator : HP/JU

Sample : K4107-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG072719_.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 Heptadecane, 9-octyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.57 35.51 ng 9673640 Perylene-d12 25.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
2 Tricosane 324 C23H48 000638-67-5 95
3 Tetratetracontane 619 C44H90 007098-22-8 94
4 Docosane., 1l1-butvl- 366 C26H54 013475-76-8 93
5 Hexacosane 366 C26H54 000630-01-3 93
Abundance Scan 3486 (23.570 min): BG041886.D (-3466) (-) m/z 57.10 100.00%
57.1
5000
1113-1 169.1 2252 295.3 351.3 407.4 464.4 23.20 23.40 23.60 23.80
O A A A e T e e e e m/z 71.10 59.72%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl-
7.0
5000
23.20 23.40 23.60 23.80
m/z 43.10 57.77%
13.0

2390
169.0 294.0 352.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #164578: Tricosane
57.0

23.20 23.40 23.60 23.80
5000 m/z 85.10 48 _.00%

13.0 324.0
porp, 2670 |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0 23.20 23.40 23.60 23.80

m/z 55.10 25.29%

5000

130 ,169.0 2250 281. o 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23 20 23 40 23. 60 23. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080219\
Data File : BG041886.D

Aca On : 2 Aug 2019 13:36

Operator : HP/JU

Sample : K4107-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG072719_.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 Octadecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24 .12 2.76 ng 753110 Perylene-di12 25.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 3580 (24.123 min): BG041886.D (-3573) (-) m/z 57.10 100.00%
57.1
5000
ll hllﬂlﬂ%Z%zmmm1%m3m3 23,80 24.00 24.20 2440 _
o RS 1 ' S A ——— S e a L m/z 43.10 57.67%
m/z--> 0 50 100 150 200 250 300 350
Abundance #117649: Octadecane, 2-methyl-
57.0
_/\
5000 AU UL B
23.80 24.00 24.20 24.40
295.0 m/z 71.10 57 .40%
27,0 .| 1410, 1830 268.0
m/z--> 0 §o 100 15 200 250 300 350
Abundance #194493: Hexacosane
57.0
23.80 24.00 24.20 24.40
5000 m/z 85.10 47 .58%
99.0
‘LJQHMNI%OQMZNO%% 367.0
m/z--> 0 50 100 150 200 250 300 350
Abundance #141426: Heneicosane s e R
57.0 23.80 24.00 24.20 24.40
m/z 55.10 21.73%
5000
99.0
2n0| | | | J | 1410 1830 2250 267.0296.0
m/z--> 0 50 100 150 200 250 300 350 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080219\
Data File : BG041886.D

Aca On : 2 Aug 2019 13:36

Operator : HP/JU

Sample : K4107-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG072719_.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 6
R.T. EstConc Area Relative to ISTD R.T.

25.76 20.00 ng 5447740 Perylene-di12 25.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 99
2 Hexacosane 366 C26H54 000630-01-3 95
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 94
4 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 94
5 Hentriacontane 437 C31H64 000630-04-6 94

Abundance Scan 3859 (25.762 min): BG041886.D (-3845) (-) m/z 57.10 100.00%

517.1
5000

25.40 25.60 25.80 26.00

99.
J J H L 1411 1831  239.2 2951 337.2 379.3 4354

ok, R S = T e e m/z 71.10 56.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57.0
5000 LA L L L L L B
25.40 25.60 25.80 26.00
99.0 m/z 43.10 53.85%
| ﬂ ] }410 1830 2250 2810 3870 3940
m/z--> 50 100 150 200 250 300 350 400
Abundance #194495; Hexacosane
57.0
R L
25.40 25.60 25.80 26.00
5000 m/z 85.10 44 .86%
99.0
L Ji\ | 1410 1830 2250 267.0 3000 060
A et
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- T
57.0 25.40 25.60 25.80 26.00
m/z 55.10 23.41%
- v\’__j\b\/
1) l 141.0 1830 2390 5510 3230
m/z--> 50 100 150 200 250 300 350 400 25 40 25 60 25. 80 26 00

8270-BG072719.M Mon Aug 05 16:16:53 2019 Page: 9



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080219\
Data File : BG041886.D

Acq On : 2 Aug 2019 13:36

Operator : HP/JU

Sample : K4107-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG072719_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... 3.17 22.3 ng 1084480 1 8.04 972289 20.0
unknown? .57 7.57 29.3 ng 1425730 1 8.04 972289 20.0
n-Hexadecanoic acid 18.34 31.0 ng 1995570 4 17.45 1285950 20.0
Heneicosane 19.96 13.7 ng 33891300 5 21.73 49629600 20.0
Heptadecane, 9-oc... 23.57 35.5 ng 9673640 6 25.01 5447740 20.0
Octadecane, 2-met... 24.12 2.8 ng 753110 6 25.01 5447740 20.0
Octacosane 25.76 20.0 ng 5447740 6 25.01 5447740 20.0
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