LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112117\
Data File : BG031165.D

Aca On : 21 Nov 2017 22:58

Operator : SJ/JU

Sample : 16505-04

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:\HPCHEM1I\BNA G\METHODS\8270-BG111017.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 5.697 403 410 421 rBV 483678 837712 15.35% 3.631%
2 7.301 674 683 700 rBV 296051 577006 10.57% 2.501%
3 7.671 737 746 758 rBV 935891 1659625 30.41% 7.194%
4 8.136 818 825 832 rBV 205115 351728 6.44% 1.525%
5 8.459 873 880 894 rBV 821082 1515574 27.77% 6.570%

9.305 1016 1024 1041 rBV 651848 1241522 22.75% 5.382%
9.763 1096 1102 1110 rBV 50453 107725 1.97% 0.467%
273418 548376 10.05% 2.377%
11.790 1437 1447 1453 rBV5 22801 66754 1.22% 0.289%
13.382 1710 1718 1727 rBV 2060737 3275341 60.01% 14.199%
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11 14.757 1942 1952 1959 rBV2 487049 827946 15.17% 3.589%
12 16.244 2198 2205 2215 rBV 1696347 2612810 47.87% 11.327%
13 17.495 2412 2418 2426 rBV2 650528 1025968 18.80% 4.448%
14 18.365 2562 2566 2576 rBV3 95780 172107 3.15% 0.746%
15 19.628 2777 2781 2790 rBvV2 125169 209406 3.84% 0.908%

16 20.086 2854 2859 2866 rVB 3908098 5458016 100.00% 23.661%
17 21.767 3139 3145 3154 rVB 788632 1310961 24.02% 5.683%
18 25.075 3698 3708 3720 rVB2 429505 1269447 23.26% 5.503%

Sum of corrected areas: 23068024
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112117\
Data File : BG031165.D

Aca On : 21 Nov 2017 22:58

Operator : SJ/JU

Sample : 16505-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG111017.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: BG031165.D
4000000
3000000
2000000
1000000 7.67 8.46
9.30
5.70
7.30 814 10.95
. 9.76 A 1179
e e ! e e e e e e e
Time-->  3.50 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG031165.D
4000000 20109
3000000
13.38
2000000 16.24
1000000 21.77
17.50
14.76
19.63
18.36 A i
0 B i B e e e UV U D
Time--> 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: BG031165.D
4000000
3000000
2000000
1000000
25.07
O o e L B B e e e
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:\HPCHEM1\BNA G\DATA\BG112117\
Data File : BG031165.D

Aca On : 21 Nov 2017 22:58

Operator : SJ/JU

Sample : 16505-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 unknown7.67 Concentration Rank 1

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

7.67 94 .37 ng 1659630 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 746 (7.671 min): BG031165.D (-737) (-) m/z 132.00 100.00%
132.0
5000 68.0 j\
96.0 HRI U L R R
401 540 | 7.40 7.60 7.80 8.00
O il 780 | 1960 W “m/z 68.00 37.44%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 HR U L L R
7.40 7.60 7.80 8.00
210 510 m/z 134.00 33.92%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 24.98%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methyl- e R L RARERE
132.0 7.40 7.60 7.80 8.00
m/z 69.00 15.31%
5000
630 104.0
300 520 | /70 900 117.0
0'“'w'““t'ﬂu“'thl”w“'“ﬁh'“lh“w'”“w'“”t"" I I L R R
m/z--> 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:\HPCHEM1\BNA G\DATA\BG112117\
Data File : BG031165.D

Aca On : 21 Nov 2017 22:58

Operator : SJ/JU

Sample : 16505-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.76 3.93 ng 107725 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 90
2 3.3-Dimethvlheptanoic acid 158 C9H1802 067061-30-7 83
3 Formic acid. 4.4-dimethvlpent-2-... 144 C8H1602 1000368-69-9 38
4 4.4-Dimethvl-2-pentanol. chlorod... 228 C9H15CIF202 1000376-27-0 37
5 2-(2-Butoxyethoxy)acetic acid 176 C8H1604 082941-26-2 32
Abundance Scan 1101 (9.757 min): BG031165.D (-1096) (-) m/z 57.05 100.00%
57.0
5000 831
41.0

125.1 143.1 9.40 9.60 9.80 10.00
o m/z 83.10 51.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30257: Hexanoic acid, 3,5,5-trimethyl-
57.0
N
5000 LA LN L L L L LB L L N B
830 9.40 9.60 9.80 10.00
29.0 m/z 41.00 33.40%
69.0 103.0 125.0
0..“..w..”h..”tﬂi.,”.ﬂy..w..”,.”.,”..ﬂh.w..”,.h.,”.%ﬁ?Fh.%?ﬂf?”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57.0
9.40 9.60 9.80 10.00
5000 83.0 m/z 54.95 22 .20%
41.0
20.0 103.0
oL 150 69.0 1250 143.0 155
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21001: Formic acid, 4,4-dimethylpent-2-yl ester
57.0 83.0 9.40 9.60 9.80 10.00
m/z 56.10 20.97%
5000
41.0
o 290 ‘u 700 |, 1030 1290
T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112117\
Data File : BG031165.D

Aca On : 21 Nov 2017 22:58

Operator : SJ/JU

Sample : 16505-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 Thiophene, 2-ethyltetrahydro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.79 2.43 ng 66754 Naphthalene-d8 10.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2-ethvltetrahvdro- 116 C6H12S 001551-32-2 53
2 Heptanoic acid. 2-propvl-. methv... 186 C11H2202 056247-53-1 53
3 2-I2-T2-(2-Butoxvethoxv)ethoxvle... 292 C14H2806 1000351-93-9 47
4 _.alpha.-D-Xvlofuranoside. methvl... 192 C8H1605 035007-52-4 47
5 1,3-Dioxolane-2-propanol, 2-meth... 188 C9H1604 029021-95-2 43
Abundance Scan 1447 (11.790 min): BG031165.D (-1437) (-) m/z 86.95 100.00%
87.0
5000
+10 s7.0 o 11.40 11.60 11.80 12.00 12.20
ol 1429 2070 | “njz 116.10  24.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8239: Thiophene, 2-ethyltetrahydro-
87.0
2000 11.40 11.60 11.80 12.00 12.20
45.0 - - - - -
27.0 116.0 m/z 41.00 22.91%
e
\H An H H \M\ “ ol ‘
G S S I SR L L S L SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
87.0
11:40 11.60 11.80 12.00 12.20
5000 116.0 m/z 130.10 22 .83%
55.0
290 1.0 143.0
e S S I SR L B S L SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #137492: 2-[2-[2-(2-Butoxyethoxy)ethoxy]ethoxy]ethy| acetate
817.0 11.40 11.60 11.80 12.00 12.20

m/z 55.05 17.98%

5000 43.0

50.0 103.0
‘ \“ F T T 1310 1620 1910

T T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00 12.20

27*0

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112117\
Data File : BG031165.D

Aca On : 21 Nov 2017 22:58

Operator : SJ/JU

Sample : 16505-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 3.36 ng 172107 Phenanthrene-d10 17.50
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 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59

Abundance Scan 2565 (18.359 min): BG031165.D (-2562) (-) m/z 73.00 100.00%

18.00 18.20 18.40 18.60

430 730
5000
' 5
1

0 m/z 43.00 83.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 T TTTT L I N TTT T

T I T T
18.00 18.20 18.40 18.60

83.0
J‘u 1570 1500 2130 2560 m/z 60.00 80.43%
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
NSNS I
43.0 18.00 18.20 18.40 18.60
5000 m/z 57.10 68.84%
129.0
%60 1710 2140
18.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid R B
43.0 | 73.0 18.00 18.20 18.40 18.60
m/z 55.05 65.69%
5000 129.0

3

15.0
B e o e e R
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:\HPCHEM1\BNA G\DATA\BG112117\
Data File : BG031165.D

Aca On : 21 Nov 2017 22:58

Operator : SJ/JU

Sample : 16505-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 3
R.T. EstConc Area Relative to ISTD R.T.
19.63 4.08 ng 209406 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64

Abundance Scan 2781 (19.628 min): BG031165.D (-2777) (-) m/z 73.00 100.00%

5000
185.1 241.2

H

19.40 19.60 19.80 20.00

355.1
o m/z 43.05 85.54%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 2840 TTTT TT T T[T T T T TrrT TTT
185.0 241.0 19. 40 19. 60 19. 80 20. 00
H (# ‘ m/z 60.00 81.63%
101.
d R O O S
m/z--> 50 100 150 200 250 300 350
Abundance
60.0
R R o e RN R R
19.40 19.60 19.80 20.00
5000 129.0 m/z 57.05 76.61%
97.0 157.01g5 02130  256.0
o7 T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid  EREmsEEE s S
43.0 73.0 19.40 19.60 19.80 20.00
m/z 55.05 71.07%
h T MM/\#‘MWN/\
199.0
HPq 1570 7] 242.0
ey “1* N S — e —
m/z--> 50 150 200 250 300 350 19. 40 19. 60 19. 80 20. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG112117\
Data File : BG031165.D

Acq On : 21 Nov 2017 22:58

Operator : SJ/JU

Sample : 16505-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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]
unknown? .67 7.67 94_.4 ng 1659630 1 8.14 351728 20.0
Hexanoic acid, 3,... 9.76 3.9 ng 107725 2 10.95 548376 20.0
Thiophene, 2-ethy... 11.79 2.4 ng 66754 2 10.95 548376 20.0
n-Hexadecanoic acid 18.36 3.4 ng 172107 4 17.50 1025970 20.0
Octadecanoic acid 19.63 4.1 ng 209406 4 17.50 1025970 20.0
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