LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG050919\
Data File : BG040834.D
Aca On : 10 May 2019 2:43 Instrument :
Operator : HP/JU ?.‘,'I\!A_(t;S el

- _ lentosampleld :
3?22'6 3 K2764-10 P021-SS010-0612-01
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-BG042319.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 3.152 5 11 20 rBv 302023 540360 11.86% 2.018%
2 3.228 20 24 33 rvB 265629 348810 7.66% 1.302%
3 5.672 432 440 449 rBV 1074162 1665425 36.56% 6.218%
4 7.282 706 714 728 rBVY 1219109 2107746 46.27% 7.870%
5 7.664 770 779 788 rBVY 1120642 1923051 42.21% 7.180%
6 8.140 854 860 870 rVB 208927 367913 8.08% 1.374%
7 8.463 908 915 923 rBV 810453 1401815 30.77% 5.234%
8 9.321 1051 1061 1069 rBV 766898 1387260 30.45% 5.180%
9 10.966 1333 1341 1349 rBV 285226 516481 11.34% 1.928%
10 13.392 1746 1754 1762 rBV 1966541 2962291 65.02% 11.061%

11 14.209 1887 1893 1899 rBvV 249851 366793 8.05% 1.370%
12 14.773 1982 1989 1999 rVvB2 513969 825903 18.13% 3.084%
13 16.254 2233 2241 2255 rBV 1758290 2634293 57.82% 9.836%
14 17.511 2449 2455 2469 rBvV 756786 1151106 25.27% 4.298%
15 18.363 2594 2600 2618 rBV 326915 545320 11.97% 2.036%

16 19.626 2811 2815 2821 rBV2 104530 140540 3.08% 0.525%
17 20.108 2890 2897 2906 rBV 3548586 4555650 100.00% 17.010%
18 20.384 2937 2944 2954 rBV9 19627 53332 1.17% 0.199%
19 21.395 3111 3116 3137 rBV 207498 545787 11.98% 2.038%
20 21.794 3177 3184 3192 rBV2 700276 1189829 26.12% 4._.443%

21 22.582 3312 3318 3321 rBV6 25736 46156 1.01% 0.172%
22 22.640 3322 3328 3336 rVV6 30546 78098 1.71% 0.292%
23 23.287 3433 3438 3448 rBv4 63890 135555 2.98% 0.506%
24 23.498 3466 3474 3481 rBV2 39185 83130 1.82% 0.310%
25 24.121 3576 3580 3588 rVB4 35831 84142 1.85% 0.314%

26 25.149 3743 3755 3766 rBV2 344750 1125413 24.70% 4.202%

Sum of corrected areas: 26782199
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG050919\

BG040834.D

10 May 2019 2:43

HP/JU

K2764-10 P021-SS010-0612-01
15 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG042319.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000 4153

TIC: BG040834.D

5.67

8.46 9.32

8.14 10.97

0
Time-->

350 4.00 450 5.00 550 6.00 6.50

7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

13.39

TIC: BG040834.D
20111

16.25

500000

14.77
14.21

17.51

18.36

19.63

21.79

21.39

20.38 2238/

05
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
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG040834.D

25.15

23.28.50
0 A—A
T

24.12

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\BGO050919\

Data File : BG040834.D

Aca On : 10 May 2019 2:43

Operator : HP/JU

ﬁ?ggle i K2764-10 P021-55010-0612-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 4

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

3.23 18.96 ng 348810 1,4-Dichlorobenzene-d4 8.14
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 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
4 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 24 (3.228 min): BG040834.D (-20) (-) m/z 73.00 100.00%
74.0 h
5000 43.0
3.20 3.30 3.40 3.50 3.60
o....,....','-.'..4?,0..'.-.,E.‘.'(.’.,....,....,....,....,..1?“?-,2. m/z 43.00 40.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000 U IUNRINE UL AN I RN
43.0 3.20 3.30 3.40 3.50 3.60
' m/z 87.00 27 .33%
0"'w%ﬁq'JL'Aﬁq'L“|§#9'|"”|""|"'w""|""w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
41.0 3.20 3.30 3.40 3.50 3.60
5000 57.0 m/z 55.00 25.97%
0..1.5..0|....|....|....|§..(.).|....|....|....|....|....|.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1877: Acetamide, N-ethyl-
3d.0 3.20 3.30 3.40 3.50 3.60
m/z 41.05 12.03%
5000 87.0
15.0 72.0
0"JW'M"ﬁfR'i"lw""l'”'l""w"'l"” [Tt U IUNEIE IR AU UL SN
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040834.D

Aca On : 10 May 2019 2:43

Operator : HP/JU

ﬁ?ggle i K2764-10 P021-55010-0612-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 unknown7.66 Concentration Rank 1

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

7.66 104.54 ng 1923050 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 25
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 778 (7.658 min): BG040834.D (-770) (-) m/z 132.00 100.00%
132.0
68.0
5000
00 540 \ %.0 T 750 1k 850
o....,...!!'!...,!...,.!.'.| Jeo | o weomes Il h7z 68.00  52.60%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 UL I I R
7.40 7.60 7.80 8.00
310 70.0 m/z 66.00 36.50%
0 C 440 000 86.0 | 106.0116.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
9.0 1000 7% 7ho 780 580
5000 m/z 134.00 30.94%
31.0 51.0
0'”'J”'Wﬁl'WH'”I”'lP“7ﬁq'”l'”'l”"P"W"“l‘”'I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- R S  EEams na
132.0 7.40 7.60 7.80 8.00
m/z 69.00 23.88%
5000
67.0
80.0 91.0
0 42'q 5\4i0m 1 H\‘ il %9\601170 Al
mz-> % 40 80 60 70 8 90 100 110 130 150 140 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040834.D

Aca On : 10 May 2019 2:43

Operator : HP/JU

ﬁ?ggle i K2764-10 P021-55010-0612-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 5
R.T. EstConc Area Relative to ISTD R.T.
18.36 9.47 ng 545320 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 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 2599 (18.357 min): BG040834.D (-2594) (-) m/z 73.00 100.00%
43.0 73.0
5000 129.0
213.1
H 97.0 157.0 185.1 256.2 18.00 18.20 18.40 18.60
0 A LN m/z 43.05 95.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LU AR AR

18.IOO 18.20 18.40 18.60
266.0 m/z 60.00  79.66%

157.0 1g50 213.0

J‘“ 83.0
ol

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
73.0
T R
43.0 18.00 18.20 18.40 18.60
5000 129.0 m/z 41.00 75.51%

171.0

M 97.0 214.0

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 | 73.0 18.00 18.20 18.40 18.60
m/z 55.00 69 .54%
5000 129.0

241.0 284.0

207.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO050919\

Data File : BG040834.D

Aca On : 10 May 2019 2:43

Operator : HP/JU

ﬁ?ggle i K2764-10 P021-55010-0612-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.63 2.44 ng 140540 Phenanthrene-d10 17.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 49
Abundance Scan 2816 (19.632 min): BG040834.D (-2811) (-) m/z 60.00 100.00%
60.0
5000 ¥
19.40 19.60 19.80 20.00
0 m/z 73.00 93.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
430 730
5000 USRI S
19.40 19.60 19.80 20.00
m/z 43.00 93.66%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43.0 73.0
" 10/40 1960 19.80 20.00
5000 129.0 m/z 55.00 89.05%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid L e
60.0 19.40 19.60 19.80 20.00
m/z 41.00 84.10%
5000 129.0
83.0
‘J‘L« 157.0 1850 213.0 256.0
0 A B A A A ek
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19%0 19%0 1580 2&50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG050919\
Data File : BG040834.D

Aca On : 10 May 2019 2:43

Operator : HP/JU

Sample : K2764-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Cyclopentadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.39 9.17 ng 545787 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 93
2 n-Heptadecanol-1 256 C17H360 001454-85-9 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91

Abundance Scan 3115 (21.389 min): BG040834.D (-3111) (-) m/z 57.10 100.00%
57.1 T
5000
39.1 21.00 21.20 21.40 21.60 21.80
o 176.9208.9239.9 280.2 354.9 397.3 5500 94 66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #69584: Cyclopentadecane
58.0
5000 or.0 UL NS SUNRIUE I
21.00 21.20 21.40 21.60 21.80
m/z 43.10 92.09%
\ 39.0 210.0
0 ....h!.ﬁﬂ S
m/z--> 50 100 150 200 250 300 350 400
Abundance #107662: n-Heptadecanol-1
58.0
97.0 LRI NS SUNRIUE I
21.00 21.20 21.40 21.60 21.80
5000 m/z 82.95 75.86%
ol20d |, ' ‘ | J 13901600 2100
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
550 -0 21.00 21.20 21.40 21.60 21.80
’ m/z 69.00 70.33%
5000
NECLRE ‘ ‘ J J 390 1820 2240 266.0
m/z--> 50 100 150 200 250 300 350 400 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\BGO050919\

Data File : BG040834.D

Aca On : 10 May 2019 2:43

Operator : HP/JU

ﬁ?ggle i K2764-10 P021-55010-0612-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG042319_.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 Nonadecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.29 2.28 ng 135555 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 53
2 Cvclopentadecanone. 2-methvl- 238 C16H300 052914-66-6 44
3 7-Nonenamide 155 C9H17NO 090949-53-4 43
4 Ethvl pentadecvl ether 256 C17H360 1000130-85-3 30
5 2(3H)-Furanone, dihydro-4,4-dime... 114 C6H1002 013861-97-7 25
Abundance Scan 3439 (23.293 min): BG040834.D (-3433) (-) m/z 57.00 100.00%
5710
5000 85.0
23.00 23.20 23.40 23.60
355.0385.7
o—t T m/z 59.00 97.11%
m/z--> 50 100 150 200 250 300 350
Abundance #129501: Nonadecane, 2-methyl-
43.0
5000
85.0 23.00 23.20 23.40 23.60
} 930.0 m/z 43.10 93.80%
127.0 -
o LA TR aero T 220
m/z--> 50 100 150 200 250 300 350
Abundance #92532: Cyclopentadecanone, 2-methyl-
54.0
23.00 23.20 23.40 23.60
5000 m/z 55.00 79 .08%
85.0
139.0
ol J‘AL bl 180200020
m/z--> 50 100 150 200 250 300 350
Abundance #28131: 7-Nonenamide B L e
59.0 23.00 23.20 23.40 23.60
m/z 72.00 75.71%
5000
29.0 155.0
OILI‘I‘JIlhlul‘lm??ulloltllzzqI‘IIIIIIIII ——— ——— N
m/z--> 50 100 150 200 250 300 350 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO050919\

Data File : BG040834.D

Acg On : 10 May 2019 2:43

Operator : HP/JU

3?22'6 i K2764-10 P021-SS010-0612-01
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_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... 3.23 19.0 ng 348810 1 8.14 367913 20.0
unknown7 .66 7.66 104.5 ng 1923050 1 8.14 367913 20.0
n-Hexadecanoic acid 18.36 9.5 ng 545320 4 17.51 1151110 20.0
Octadecanoic acid 19.63 2.4 ng 140540 4 17.51 1151110 20.0
Cyclopentadecane 21.39 9.2 ng 545787 5 21.79 1189830 20.0
Nonadecane, 2-met... 23.29 2.3 ng 135555 5 21.79 1189830 20.0
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