LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033267.D

Aca On : 20 Mar 2018 14:48

Operator : SJ/JU

Sample : J1983-02

Misc :

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:\HPCHEM1I\BNA G\METHODS\8270-BG031918.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 3.496 29 35 46 rBV2 58793 134446 3.53% 0.640%
2 3.596 46 52 59 rvB 37697 63412 1.67% 0.302%
3 5.805 422 428 440 rBV 48310 84507 2.22% 0.402%
4 6.316 508 515 539 rBV 831190 1645475 43.21% 7 .830%
5 8.002 796 802 822 rBV 833308 1798300 47.22% 8.558%

8.414 864 872 892 rBV 817954 1680180 44.12% 7.995%
8.901 946 955 976 rBv2 122209 267909 7.03% 1.275%
9.236 1004 1012 1031 rBV 602888 1207629 31.71% 5.747%
10.100 1150 1159 1178 rBV 505042 1094182 28.73% 5.207%
11.786 1438 1446 1456 rBV 178898 372011 9.77% 1.770%

=
QO ~NO®

11 14.142 1840 1847 1863 rBV 1442294 2428899 63.78% 11.558%
12 14.935 1975 1982 1987 rBV 132927 213558 5.61% 1.016%
13 15.517 2074 2081 2092 rBV2 332546 595209 15.63% 2.832%
14 16.986 2324 2331 2352 rBV 1531519 2445642 64.22% 11.638%
15 17.133 2352 2356 2365 rVB2 21748 39404 1.03% 0.188%

16 18.243 2538 2545 2557 rBV 474703 828642 21.76% 3.943%
17 19.042 2676 2681 2688 rBvV2 128292 194302 5.10% 0.925%
18 20.764 2967 2974 2985 rBV 2751229 3808463 100.00% 18.123%
19 22.109 3198 3203 3217 rBV 155697 290406 7.63% 1.382%
20 22.597 3279 3286 3297 rBV2 474167 927884 24 .36% 4.416%

21 26.398 3921 3933 3949 rVB2 261984 893619 23.46% 4._.252%

Sum of corrected areas: 21014079
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

LSC Report - Integrated Chromatogram

2 \\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG032018\
: BG033267.D

: 20 Mar 2018 14:48

: SJ/JU

: J1983-02

5 Sample Multiplier: 1

hod
le

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG033267.D

6.32 8.00 8.41
10.10

11.79
3580 5.80 8.90

B Y NSNS L StmEMRSRURRRS LSl SN | S L SN A SN RY S ——

Time--> 3.50 4.00 450 5.00 550 6.00 6.50 7.00 7.50 8.00 850 9.00 950 10.00 1050 1100 1150 1200 12.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG033267.D
20.76

14.14 16.99

18.24 22.60
15.52

14.94 19.04 2211
17.13

0
Time-->

s
LN S e LN N S e B e N B D B D e B e B N B B B B D B B B B

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

2500000

2000000

1500000

1000000

500000

TIC: BG033267.D

26.40

0
Time--> 23.00 2350 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033267.D

Aca On : 20 Mar 2018 14:48

Operator : SJ/JU

Sample : J1983-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 6

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

3.60 4.73 ng 63412 1,4-Dichlorobenzene-d4 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Acetic acid. 3-T1.31dioxolan-2-v... 174 C8H1404 1000186-02-3 23
3 2-Methvl-5-hexen-3-o0l 114 C7H140 032815-70-6 12
4 1.4-Butanediamine 88 C4H12N2 000110-60-1 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 53 (3.602 min): BG033267.D (-46) (-) m/z 73.00 100.00%
7B
5000
43 A\
& 340 360 380 400
o...,....';'-.|.~..'-,..'..,.|:..,....,.1?5?.,....,....,..1.9.4,. m/z 43.00 37.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LS S S
43 340 3.60 3.80 4.00
55 87 m/z 55.00 30.03%
29
0 h‘ \‘\ ‘ ‘ |
LELEL SRR SURLELEL SURLELELS SURLELELES WAL AL SN UL UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
73
340 360 380 400
5000 m/z 87.00 18.82%
43
0 27 55 87 113 131 174
miz--> 20 40 60 80 100 120 140 160 180
Abundance #7506: 2-Methyl-5-hexen-3-ol S
73 340 3.60 3.80 4.00
55 m/z 45.00 14 .65%
43
5000
27 ‘
0'}i"'W'"W"”I"”I"”I"”I"”I"”I"”I' AMI"'W""P"'I”
m/z--> 20 40 60 80 100 120 140 160 180 340 3.60 3.80 4.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033267.D

Aca On : 20 Mar 2018 14:48

Operator : SJ/JU

Sample : J1983-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 4

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

5.80 6.31 ng 84507 1,4-Dichlorobenzene-d4 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 3-Hexanol 102 C6H140 000623-37-0 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 3-Heptanol 116 C7H160 000589-82-2 25

Abundance Scan 427 (5.799 min): BG033267.D (-422) (-) m/z 42.95 100.00%
43
59
5000
1o 540 560 580 6.00 620
83 : . . . .
0 ...,....,....,..?7.','::..??.'!!i....,??..,.'.=.,...-.,|....,. m/z 59.00 65.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRS SRS RN
540 560 5.80 6.00 6.20
m/z 101.10 17.51%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
540 560 580 6.00 620
5000 31 43 73 m/z 58.00 14.63%
o 25 37 53 67 84 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59 540 560 5.80 6.00 6.20
m/z 41.10 9.67%
5000 41
31
| © g
0 ...,..15..,....,....,....,.5:.3..,....,....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033267.D

Aca On : 20 Mar 2018 14:48

Operator : SJ/JU

Sample : J1983-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.41 Concentration Rank 1

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

8.41 125.43 ng 1680180 1,4-Dichlorobenzene-d4 8.90
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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 22

Abundance Scan 871 (8.408 min): BG033267.D (-864) (-) m/z 132.00 100.00%
132
5000 e8 ?F
75 % ‘ 8.00 8.20 8.40 8.60 8.80
104 . . . . .
o..,....,....,...:,'l.'.‘.‘? o Sl BT Sl Tm/z 68.00 50.92%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97

5000 | NI BRI LI LI L B L
8.00 8.20 8.40 8.60 8.80
- 70 m/z 66.00 35.57%
60
Lo B wa® T
B A a S o R R R ARN RE T L o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 REEas E e R N ARRRE
104 8.00 8.20 8.40 8.60 8.80
5000 m/z 134.00 33.43%
78
31 59 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methy!- S e

132 800 820 840 860 880
m/z 69.00 22 .46%

5000
63 90 104
LA B A e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60 8.80

o

8270-BG031918.M Wed Mar 21 14:39:35 2018 Page: 5



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033267.D

Aca On : 20 Mar 2018 14:48

Operator : SJ/JU

Sample : J1983-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 n-PROPYL NONYL ETHER Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.04 4.69 ng 194302 Phenanthrene-d10 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 89
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 n-PROPYL NONYL ETHER 186 C12H260 1000130-69-3 25

Abundance Scan 2681 (19.042 min): BG033267.D (-2676) (-) m/z 72.95 100.00%
5000
18.80 19.00 19.20 19.40
(o} m/z 43.00 92 .54%
m/z--> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129
83 18.80 19.00 19.20 19.40
0
H o 157 1g5 213 256 m/z 60.00 85.18%
0 —— .“‘ IM‘\ ‘\ .H““.ﬂhl“ ﬁ‘”“.“l | ‘. .‘ .‘. ‘I .‘ : \|23|9| “. —
m/z--> 50 100 150 200 250 300
Abundance
73
43
18.80 19.00 19.20 19.40
5000 129 m/z 57.05 82.75%
185
97 228
oL 26 157 211
L SR L L L WL S B
m/z--> 50 100 150 200 250 300
Abundance #72647: Tridecanoic acid
78 18.80 19.00 19.20 19.40
43 m/z 55.00 69.08%
5000 129
171
97 ‘ 214
0! 2 |I| U m‘ll‘\ IJH\ aly I‘]-?% . ‘?‘97 I{ —— T
m/z--> 50 100 150 200 250 300 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033267.D

Aca On : 20 Mar 2018 14:48

Operator : SJ/JU

Sample : J1983-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Bromoacetic acid, octadecyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.11 6.26 ng 290406 Chrysene-di12 22.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Heneicosanol 312 C21H440 015594-90-8 90
Abundance Scan 3203 (22.109 min): BG033267.D (-3198) (-) m/z 54.95 100.00%

5 o
5000 11
139 D180 2200 2220 2240

O i d g b, 182209 221, | m/z 43.10 85.12%

m/z--> 50 100 150 200 250 300 350
Abundance #207396: Bromoacetic acid, octadecy! ester
43
69
97

5000 R e R I e
21.80 22,00 22.20 22.40

121 m/z 57.00 83.77%

153 250
o I“ I\ ol I‘ H\‘l M‘u H |1|8]'| I |2|2‘|1| r —— |29|7| T
m/z--> 50 1 150 200 250 300 350
Abundance

57 97

21.80 22.00 22.20 22.40

5000 m/z 83.00 79.72%
125
o 29 77 153 181 209 236 264 292 320 350 378
S T L e S
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 R R ANmmR
57 3 21.80 22.00 22.20 22.40

m/z 69.00 70.52%

111
5000
29 139
ol Ll | 4167 195 222 250 280 308 336
b R b oD e 20 e A e

m/z--> 50 100 150 200 250 300 350 21.80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG032018\
Data File : BG033267.D

Acq On : 20 Mar 2018 14:48

Operator : SJ/JU

Sample - J1983-02

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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... 3.60 4.7 ng 63412 1 8.90 267909 20.0
2-Pentanone, 4-hy... 5.80 6.3 ng 84507 1 8.90 267909 20.0
unknown8 .41 8.41 125.4 ng 1680180 1 8.90 267909 20.0
n-PROPYL NONYL ETHER 19.04 4.7 ng 194302 4 18.24 828642 20.0
Bromoacetic acid,... 22.11 6.3 ng 290406 5 22.60 927884 20.0
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