LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO60619\
Data File : BG041085.D
Aca On : 6 Jun 2019 11:08 Instrument :
Operator : HP/JU (B.‘,'I\!A_(tSS el

- _ lentosampleld :
3?22'6 : K3175-01 FK-BPM-03-007-ABCD
ALS Vial : 5 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-BG052919 .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 3.193 13 18 31 rvB 246855 409322 6.53% 1.323%
2 5.649 427 436 449 rBVY 1720208 2756097 43.98% 8.908%
3 7.265 701 711 728 rBVY 1693855 3062367 48.87% 9.898%
4 7.641 767 775 784 rBVY 1722625 2933346 46.81% 9.481%
5 8.111 849 855 866 rBV 163254 281973 4 _.50% 0.911%

8.434 901 910 919 rBV 1118251 1938690 30.94% 6.266%
9.292 1047 1056 1067 rBV 1033277 1892215 30.20% 6.116%
10.931 1328 1335 1343 rBVY 190955 346398 5.53% 1.120%
13.364 1742 1749 1759 rBV 2330791 3706911 59.16% 11.981%
14.186 1882 1889 1896 rBV 220274 330510 5.27% 1.068%

=
QO ~NO®

11 14.744 1976 1984 1991 rBV 302592 487530 7.78% 1.576%
12 16.231 2230 2237 2253 rBV 2267109 3532282 56.37% 11.417%
13 17.488 2444 2451 2460 rBV2 436673 653576 10.43% 2.112%
14 18.334 2590 2595 2605 rBV2 56341 106422 1.70% 0.344%
15 20.085 2886 2893 2903 rBV 4759624 6266094 100.00% 20.253%

16 21.360 3103 3110 3120 rBV 133416 240491 3.84% 0.777%
17 21.765 3172 3179 3189 rVB 503956 839188 13.39% 2.712%

18 23.240 3424 3430 3436 rBv2 35368 72983 1.16% 0.236%

19 24.057 3562 3569 3577 rBvV2 41373 95678 1.53% 0.309%

20 25.091 3730 3745 3758 rVvB2 272706 911354 14.54% 2.946%

21 26.201 3927 3934 3943 rVB4 26295 75453 1.20% 0.244%
Sum of corrected areas: 30938880
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG060619\

BG041085.D

6 Jun 2019 11:08

HP/JU

K3175-01

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

FK-BPM-03-007-ABCD

Abundance

4000000

3000000

2000000

1000000

8.19

TIC: BG041085.D

5.65 7.26 7.64

8.11

10.93

0
Time-->

350 4.00 450 5.00 5.50 6.00 650

7.00 750 800 850 9.00 9.50

10 00 10. 50 11. OO 11. 50 12. OO 12. 50

Abundance

4000000

3000000

2000000

1000000

13.36

TIC: BG041085.D

16.23

1419 1474 17.49

18.33

20.09

21.77
21.36

05
Time-->

A
LI N [ B B B B

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

4000000

3000000

2000000

1000000

23.24

TIC: BG041085.D

25.09

24.06 26.20

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

8270-BG052919.
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8270-BG052919.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060619\
Data File : BG041085.D

Aca On : 6 Jun 2019 11:08

Operator : HP/JU

Sample : K3175-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 3

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

3.19 29.03 ng 409322 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 17 (3.187 min): BG041085.D (-13) (-) m/z 73.00 100.00%
3
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
o e e e e m/z 43.00 39.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HUA RIS AR SRR UL A
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.05 29.80%
fg i 80
e A R A AR AR AR LN RARES RARSN SRR RARSS RARRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.20 3.30 3.40 3.50 3.60
5000 a1 55 m/z 87.00 27 .98%
29 ‘
o 1L, \‘\ Noeslll s | o7 12 1
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 41.00 11.97%
5000 43 87
15 72
0'”PJ“P'Mh'”ﬁ'”?%ﬁa'”J'”I“”I””I“”I””I””I””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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\BGO060619\

Data File : BG041085.D

Aca On : 6 Jun 2019 11:08

Operator : HP/JU

ﬁ?ggle i K3175-01 FK-BPM-03-007-ABCD
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 unknown7.64 Concentration Rank 1

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

7.64 208.06 ng 2933350 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16

Abundance Scan 775 (7.641 min): BG041085.D (-767) (-) m/z 132.00 100.00%
5000 68
I 117 J . 740 7.60 7.80 8.00
o} L A m/z 68.00 49_.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 S A
7.40 7.60 7.80 8.00
70 m/z 66.00 34 .99%
31 44 60 86
0"'I'”'I!Jhlhﬂ'h'“'”ﬁ'}%ﬁ"'I"'W""P"'I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132
740 7.60 7.80 8.00
5000 m/z 134.00 32.60%
6 104
39 51 ‘ 7 90 117
0 ”.,.”.M.N.NN”WH.N.,w”N N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14503: 1H-Benzimidazole, 2-methy!- R
132 7.40 7.60 7.80 8.00
m/z 69.00 23.02%
5000
15 28 39 52 O 77 90 104y
mz-> 20 40 60 80 100 120 140 160 180 200 740 7.60 7.80 800

8270-BG052919.M Fri
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO060619\

Data File : BG041085.D

Aca On : 6 Jun 2019 11:08

Operator : HP/JU

ﬁ?ggle i K3175-01 FK-BPM-03-007-ABCD
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 5
R.T. EstConc Area Relative to ISTD R.T.
18.33 3.26 ng 106422 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 96
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 2594 (18.328 min): BG041085.D (-2590) (-) m/z 73.00 100.00%
43 0 78
5000 129
85 97 213
15 157171185 007 256 18.00 18.20 18.40 18.60
0! m/z 43.00 88.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129

18.00 18.20 18.40 18.60
m/z 60.00 84.87%

213
143 157171 185 199

)4l

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

Abundance #84455: Tetradecanoic acid
73
60
3 18.00 18.20 18.40 18.60
5000 4 129 m/z 41.00 69.24%
185
115 171 228
R ol o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 60 73 18.00 18.20 18.40 18.60
m/z 55.00 66.27%
5000
29
129 171 214
1y I \M 1 143 157 185197
o T O W - 20 W7 A
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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8270-BG052919.M Fri

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO060619\
Data File : BG041085.D

Aca On : 6 Jun 2019 11:08

Operator : HP/JU

Sample : K3175-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1-Heneicosanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.36 5.73 ng 240491 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol- 354 C24H500 000506-51-4 94
3 n-Nonadecanol - 284 C19H400 001454-84-8 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 93
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 93

Abundance Scan 3110 (21.360 min): BG041085.D (-3103) (-) m/z 43.05 100.00%
83
5000 11
mlm 208 282 mmmmmmmm
o A J8LT220 291 282 8% hsz 55.05  97.90%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
g5 83
5000 111
21.00 21.20 21.40 21.60
m/z 57.10 93.84Y%
29 139
0 17y, 167 196 238 266 294
m/z--> 50 100 1éo 260 2%0 360 3%0
Abundance #186968: n-Tetracosanol-1
97 83
21.00 21.20 21.40 21.60
5000 11 m/z 83.05 82.83%
29 139
N | {l | ! J} L, 167 195 222 250 280 308 336
m/z--> 50 100 1éo 200 250 300 3%0
Abundance #131393: n-Nonadecanol-1
21.00 21.20 21.40 21.60
m/z 97.05 75.33%
5000
111
ol 28l |l 16 J’ L4 |139 168 196 238 266
m/z--> 55 160 150 200 250 300 3%0 21.00 21.20 21.40 21.60

Jun 07 17:34:39 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO060619\

Data File : BG041085.D

Aca On : 6 Jun 2019 11:08

Operator : HP/JU

ﬁ?ggle i K3175-01 FK-BPM-03-007-ABCD
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG052919_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 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24 .06 2.10 ng 95678 Perylene-d12 25.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 90
3 Hexacosane 366 C26H54 000630-01-3 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 Eicosane 282 C20H42 000112-95-8 83
Abundance Scan 3569 (24.057 min): BG041085.D (-3562) (-) m/z 57.05 100.00%
57
5000 85
141 163183 208 239 281 23.80 24.00 24.20 24.40
ol it b L 163 m/z 43.05 69.76%
m/z--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane
57
5000 85 LR UL S B UL
23 80 24. oo 24 20 24. 40
29 m/z 71.05 59.58%
0 L (113,141 169 198
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #129499: Nonadecane, 9-methyl-
57
85 23.80 24.00 24.20 24.40
5000 m/z 85.10 48.23%
140
29 168
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57 23.80 24.00 24.20 24.40
m/z 55.00 21.74%
5000 85
29 i 13 14
ol b b T gt 169 107 225 253 205 33 ser (LT T T
m/z--> 50 100 150 200 250 300 350 23 80 24. oo 24 20 24. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BGO060619\
Data File : BG041085.D

Acq On : 6 Jun 2019 11:08

Operator : HP/JU

Sample - K3175-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown7 .64
n-Hexadecanoic acid
1-Heneicosanol
Tetradecane

8270-BG052919.M Fri

RT EstConc

3.19 29.0 ng

7.64 208.1 ng
18.33 3.3 ng
21.36 5.7 ng
24.06 2.1 ng

Jun 07 17:34:39 2019

Units Response

Butane, 2-methoxy. ..

409322
2933350
106422
240491
95678

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

|--Internal Standard---|
| # RT Resp Conc]

281973 20.0
281973
653576 20.0
839188 20.0
911354 20.0

1 8.11
4 17.48
5 21.76
6 25.09

FK-BPM-03-007-ABCD
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