LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040339.D

Acq On : 3 Apr 2019 23:49

Operator : JU/SJ

Sample - K1695-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG032719_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 height area % max. total

3.190 13 17 23 rvB2 58063 93611 2.00% 0.267%
5.140 343 349 355 rBvV2 34369 55615 1.19% 0.158%
441 rBV 565698 951096 20.33% 2.708%
7.203 691 700 710 rBV 359029 647794 13.84% 1.844%
7.579 756 764 778 rVB 979134 1766911 37.76% 5.030%
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8.049 836 844 850 rBV 253543 434381 9.28% 1.237%
8.366 891 898 906 rBV 833203 1496161 31.97% 4_.259%
970 rVvB3 33964 66882 1.43% 0.190%
8.877 979 985 994 rVB 173798 302755 6.47% 0.862%
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1 9.153 1023 1032 1038 rBV 1967089 3413141 72.94% 9.717%
11 9.224 1038 1044 1052 rVB 702957 1294668 27.67% 3.686%
12 10.334 1226 1233 1241 rBV5 29870 77773 1.66% 0.221%
13 10.710 1291 1297 1304 rBV6 19516 48245 1.03% 0.137%

14 10.863 1314 1323 1327 rBV 320249 600821 12.84% 1.711%
15 10.904 1327 1330 1339 rVB2 124228 210245 4._.49% 0.599%

16 11.033 1345 1352 1366 rVB4 21191 63773 1.36% 0.182%
17 11.703 1456 1466 1474 rVB3 28918 72734 1.55% 0.207%
18 12.514 1597 1604 1611 rBV 34910 65899 1.41% 0.188%
19 12.637 1615 1625 1632 rVV3 56278 140377 3.00% 0.400%
20 12.726 1635 1640 1653 rVB 45251 86975 1.86% 0.248%

21 13.301 1731 1738 1747 rVB 1823537 2905025 62.08% 8.270%
22 13.542 1769 1779 1785 rVB3 61300 128055 2.74% 0.365%
23 13.995 1847 1856 1862 rBV 457838 727617 15.55% 2.071%
24 14.095 1868 1873 1877 rVB 38080 56488 1.21% 0.161%
25 14.224 1883 1895 1906 rBV3 408854 842246 18.00% 2.398%

26 14.359 1913 1918 1924 rBV 188571 309934 6.62% 0.882%
27 14.435 1924 1931 1941 rVB 1989094 3154348 67.41% 8.980%
28 14.623 1958 1963 1966 rBV 77973 129496 2.77% 0.369%
29 14.682 1967 1973 1977 rVV2 473801 806755 17.24% 2.297%
30 14.741 1977 1983 1989 rVB2 183056 389388 8.32% 1.109%

31 14.829 1990 1998 2005 rBV 644142 984629 21.04% 2.803%

32 14.947 2013 2018 2026 rBVS8 21649 53532 1.14% 0.152%
33 15.076 2034 2040 2049 rBV 74305 144591 3.09% 0.412%
34 15.176 2053 2057 2061 rBV2 27973 47131 1.01% 0.134%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG040319\

Data File : BG040339.D

Acg On : 3 Apr 2019 23:49 Instrument :
Operator : JU/SJ ?:'I\:gﬁ(tSSam ol
a?zgle ; K1695-01 sva&mng
ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.622 2128 2133 2139 rBV3 26768 47356 1.01% 0.135%
36 15.722 2145 2150 2154 rBV3 82702 132324 2.83% 0.377%
37 15.763 2154 2157 2163 rVB 49302 73270 1.57% 0.209%
38 15.857 2168 2173 2180 rBV 39245 57456 1.23% 0.164%
39 16.169 2219 2226 2234 rBV 1518799 2436171 52.06% 6.936%
40 16.398 2263 2265 2274 rVB10 25481 48642 1.04% 0.138%
41 17.426 2433 2440 2451 rBV2 650268 1054813 22.54% 3.003%
42 17.532 2453 2458 2468 rVB4 31619 74803 1.60% 0.213%
43 17.620 2468 2473 2479 rBV 45811 75248 1.61% 0.214%

44 17.690 2481 2485 2494 rVB2 64522 109776 2.35% 0.313%
45 18.284 2580 2586 2593 rBV3 102397 186806 3.99% 0.532%

46 19.406 2773 2777 2783 rBY 68606 110496 2.36% 0.315%
47 19.471 2784 2788 2794 rVB 66807 112442 2.40% 0.320%
48 19.547 2797 2801 2809 rBV5 79025 128846 2.75% 0.367%
49 19.835 2847 2850 2856 rVB2 61052 92681 1.98% 0.264%
50 20.029 2876 2883 2888 rBV 3281400 4679253 100.00% 13.322%

51 21.692 3160 3166 3179 rVB 802718 1320124 28.21% 3.758%
52 23.143 3408 3413 3418 rVB2 48371 96526 2.06% 0.275%
53 23.948 3545 3550 3559 rVB3 53126 118625 2.54% 0.338%
54 24.900 3706 3712 3715 rBV 50896 109793 2.35% 0.313%
55 24.976 3716 3725 3738 rVB3 462236 1354267 28.94% 3.856%

56 26.039 3896 3906 3916 rVB5 44148 136630 2.92% 0.389%

Sum of corrected areas: 35125440
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040339.D

Acq On : 3 Apr 2019 23:49

Operator : JU/SJ

Sample - K1695-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters:

LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG040339.D

9.15

7.58

8.37 22

5.60

.19

5.14

7.20

10.86

8.78

103310%%@?@3

11.70

148543

Time-->

O ey

3.50 4.00 450 5.00 550 6.00 6.50 7.00

7.50 8.00 850 9.00

950 1000 1050 1100 1150 12.00 12.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BG040339.D
20.03

14.44
13.30

16.17

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

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG040339.D

24.98

23.14

23.95
o\

ho

26.04

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\BG040319\
Data File : BG040339.D

Acq On : 3 Apr 2019 23:49

Operator : JU/SJ

Sample - K1695-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10

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

3.19 4_.31 ng 93611 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 56
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 17 (3.190 min): BG040339.D (-13) (-) m/z 72.95 100.00%
73
5000 43
55 87
3.20 3.30 3.40 3.50 3.60
0 ..,....,....,....','..'.‘.‘9,..|.~.~,....i|.:..,...|.,..?7.,..1‘."?,... m/z 43.00 42.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HUAE AN U AR AR R
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 86.95 23.28%
0 ?9 35 ‘M‘\ ‘ 67 || 80
HSUSEMEAS AL SULELL SRS SIS SR SN SURLL SURLRIS LI B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
41 55 87 3.20 3.30 3.40 3.50 3.60
5000 m/z 55.00 20.37%
29
15 67 97
S R R S L I I I UL SIS IS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.20 3.30 3.40 3.50 3.60
m/z 71.10 11.93%
5000 43
58
0"|'“'|'”“U'“'|*“'|'“'|'“'|'“'|'“t|'“'|'“'|'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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\BG040319\
Data File : BG040339.D

Acq On : 3 Apr 2019 23:49

Operator : JU/SJ

Sample - K1695-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17

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

5.14 2.56 ng 55615 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 25
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 17
5 2,3-Butanediol, 2,3-dimethyl- 118 C6H1402 000076-09-5 17

Abundance Scan 349 (5.140 min): BG040339.D (-343) (-) m/z 43.00 100.00%
43
59
5000
101 SESSRRARARRARARRE AR
480 500 520 5.40
o....,....~,|...':-|,.‘?9..,8.3...',|....,....,....,....,....,2.0.7.. m/z 59.00 62.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.80 5.00 520 5.40
m/z 58.00 19.22%
15 4 101
m| 83 ‘
L I U SIS IS B S WA R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 5.00 5.20 5.40
5000 m/z 101.00 14 .58%
a1 101
oL 15 27 71 83
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone e
50 480 5.00 5.20 5.40
m/z 41.00 10.57%
5000 43
L i
0"”I'“”I"””"”I'h”I"”I"”I"”I"”I"”I"”
m/z--> 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040339.D

Acq On : 3 Apr 2019 23:49

Operator : JU/SJ

Sample - K1695-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.58 Concentration Rank 2

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

7.58 81.35 ng 1766910 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H3N2 022291-85-6 12
4 1-Isoquinolinemethanol, .alpha.-... 191 C12H17NO 114608-92-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 764 (7.579 min): BG040339.D (-756) (-) m/z 132.00 100.00%
132
5000 68
40 %6 720 7.40 7.60 7.80 8.00
0 oo o er S8/, 68.00  42.75%
m/z--> 50 100 150 200 250 300 350
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AL LI LU L
7.20 7.40 7.60 7.80 8.00
31 51 m/z 134.00 32.78%
0 .‘”‘.‘,”.‘a“..,“....|....|....|....|....,....
m/z--> 50 100 150 200 250 300 350
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 27.67%
41 97
e L L S UL L L L WL WL
m/z--> 50 100 150 200 250 300 350
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- P
132 7.20 7.40 7.60 7.80 8.00

m/z 69.00 16.09%

5000

o
L W
— ©

(o]
= W

=

F— O
B S

m/z--> 50 100 150 200 250 300 350 7.20 7.40 7. 60 7.80 8. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040339.D

Acq On : 3 Apr 2019 23:49

Operator : JU/SJ

Sample - K1695-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzenemethanol, .alpha.-me... Concentration Rank 14

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

8.73 3.08 ng 66882 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol, _alpha.-methyl- 122 C8H100 000098-85-1 91
2 Benzenemethanol, .alpha.-methyl-.__. 122 C8H100 001517-69-7 91
3 Benzenemethanol, .alpha.-methyl-.__. 122 C8H100 001445-91-6 64
4 Benzenemethanol, .alpha.-2-prope... 148 C10H120 000936-58-3 64
5 1-Hydroxy,1l-phenyl-2-propanone 150 C9H1002 1000222-86-8 59

Abundance Scan 960 (8.730 min): BG040339.D (-951) (-(g m/z 107.00 100.00%
¢ 107
5000
43
122
|| 91 | 8.40 8.60 8.80 9.00
o.w.”.“.”,“.w.“.um“uhuw.m.ﬁ.”,”.WJK!“.”pm.w. m/z 79.00 96.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9983: Benzenemethanol, .alpha.-methyl-
107
79
5000

122 8.40 860 880 9.00
43 m/z 77.00 61.85%

18 27 “‘ \M 63 91 98 ||
OH,H.W.”.“.”,”.W.”.“.”,”.W.H.P.”,”.w.”.“.”,
m/z--> 10 20 30 40 60 70 80 90 100 110 120 130
Abundance
79 107

8.40 8.60 8.80 9.00

5000 m/z 43.10 34.41%
43 122
51
27
34 63 70 91 o8
NS 1T .0 NSRS AL NV 11N A< VR N |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9995: Benzenemethanol, .alpha.-methyl-, (S)- e e
79 107 8.40 8.60 880 900

m/z 51.00 25.69%

5000 122 /\
27
0 |1 36‘ “M \ 91 \‘ 1N

m/z--> 10 20 80 90 100 110 120 130 8.40 860 880 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040339.D

Acq On : 3 Apr 2019 23:49

Operator : JU/SJ

Sample - K1695-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzenemethanol, .alpha.,.a... Concentration Rank 1

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

9.15 157.15 ng 3413140 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol, .alpha.,.alpha.... 136 C9H120 000617-94-7 80
2 Benzeneacetamide, .alpha.-hydrox... 179 C10H13NO2 002019-70-7 64
3 .alpha.-Ethyl-_alpha.-methylbenz... 150 C10H140 001565-75-9 64
4 dl-2-Phenyl-1,2-propanediol 152 C9H1202 004217-66-7 50
5 Atrolactic acid 166 C9H1003 000515-30-0 45

Abundance Scan 1031 (9.147 min): BG040339.D (-1023) (-) m/z 43.00 100.00%
a3
121
5000
77 rrrrtTTyTTT T T T T T T T T
59 | 91 105 136 102 8.80 9.00 9.20 9.40
o} T L AT AN NSOGB E—— m/z 121.00 69.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16537: Benzenemethanol, .alpha.,.alpha.-dimethy!-
43
5000 L AN I LN IS B
121 880 9.00 920 940
m/z 77.00 16.37%
|,

77
27 [ 59, | %1108 | 136
G L i S S L L S N L S S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43
121

8.80 9.00 9.20 9.40

5000 m/z 51.00 14 .35%
7
o 27 58 67 o1 10° 134 151161 179
LU B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23847: .alpha.-Ethyl-.alpha.-methylbenzy! alcohol Pr .... N B A B
43 880 900 920 9.40
121 m/z 78.00 9.86%
5000
57 7
1 es | 91 105 135 150
0.|....‘|..‘..|.‘...‘,..‘..,.‘..‘.‘,‘...‘.,..‘..|....|....| e AR EE SRS e
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040339.D

Acq On : 3 Apr 2019 23:49

Operator : JU/SJ

Sample - K1695-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Phenol, 2,5-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.33 2.59 ng 77773 Naphthalene-d8 10.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,5-dimethyl- 122 C8H100 000095-87-4 60
2 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 60
3 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 60
4 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 60
5 Phenol, 2,4-dimethyl- 122 C8H100 000105-67-9 60
Abundance Sgan 1232 (10.328 min): BG040339.D (-1226) (-) m/z 106.95 100.00%
107
5000
57
591 10.00 10.20 10.40 10.60
0 M e m/z 122.00 78.21%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9939: Phenol, 2,5-dimethyl-
122
5000
39 77 10.00 10.20 10.40 10.60
‘ m/z 121.10 38.37%
0,..““.“:“l‘“‘:‘“‘.“..““,“‘. L
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
122
10.00 10.20 10.40 10.60
5000 m/z 87.00 28.72%
77
39
S S S I B L WL I BN B
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9938: Phenol, 2,6-dimethyl-
122 10.00 10.20 10.40 10.60
m/z 57.00 28.69%
5000
77
39 HL
Ol““bfﬂ"wk U SRR UL LS SIS SN UL I
m/z-> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040339.D

Acq On : 3 Apr 2019 23:49

Operator : JU/SJ

Sample - K1695-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Isoquinoline Concentration Rank 19

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

11.70 2.42 ng 72734 Naphthalene-d8 10.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoquinoline 129 C9H7N 000119-65-3 94
2 Quinoline 129 C9H7N 000091-22-5 93
3 2,4-Dicyanopyridine 129 C7H3N3 029181-50-8 87
4 2-Propenenitrile, 3-phenyl-, (E)- 129 C9H7N 001885-38-7 83

5 Benzeneacetonitrile,

-alpha.-met... 129 C9H7N

000495-10-3 72

Abundance Scan 1465 (11.697 min): BG040339.D (-1456) (-)
29
5000
102
51
76
o 39 | 63 91 207 221
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13075: Isoquinoline
129
5000
51 . 102
S
I N A S N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
129
5000
102
51
o 27 39 65 /0 g7
T B o o o B R e e e A REEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13014: 2,4-Dicyanopyridine
1‘.9
5000 51 102
75
26
iz Ly he | T
- IIIIIIIIIIIIIIIIIIII UL IIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220

m/z 129.00 100.00%

11.40 11.60 11.80 12.00

m/z 102.00 30.01%

11.40 11.60 11.80 12.00

m/z 128.00 20.04%

11.40 11.60 11.80 12.00

m/z 51.00 17.88%

11.40 11.60 11.80 12.00

m/z 121.00 15.80%

11.40 11.60 11.80 12.00

8270-BG032719.M Thu Apr 04 18:17:14 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040339.D

Acq On : 3 Apr 2019 23:49

Operator : JU/SJ

Sample - K1695-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 Quinoline, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.64 4_.67 ng 140377 Naphthalene-d8 10.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Quinoline, 2-methyl- 143 C10HSN 000091-63-4 90
2 Isoquinoline, 1-methyl- 143 C10HSN 001721-93-3 87
3 Quinoline, 4-methyl- 143 C10HSN 000491-35-0 80
4 1H-Pyrrole, 1-phenyl- 143 C10HSN 000635-90-5 74
5 2-Naphthalenamine 143 C10HSN 000091-59-8 72
Abundance Scan 1625 (12.637 min): BG040339.D (-1615) (-) m/z 143.00 100.00%
143
5000
43 oL 115 ;g
63 77 104 12.40 12.60 12.80 13.00

0 bt 222 m/z 115.00  23.39%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20085: Quinoline, 2-methyl-
143

5000
12.40 12.60 12.80 13.00

m/z 43.00 22 .64%

115 128
27 39 51 63 75 89 101 “ I
| ull |

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

Abundance
143
R B o B e
12.40 12.60 12.80 13.00
5000 m/z 128.00 17.41%
115
40 51 63 75 g9 101 128
(O I o I LA LA I e o o e o B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20078: Quinoline, 4-methyl-
143 12.40 12.60 12.80 13.00
m/z 91.00 14 .31%
5000
115
27 39 51 63 77 89 104 | 128 ||
B o e e B e e e B B B AL e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.40 12.60 12.80 13.00

8270-BG032719.M Thu Apr 04 18:17:15 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040339.D

Acq On : 3 Apr 2019 23:49

Operator : JU/SJ

Sample - K1695-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 Naphthalene, 1-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.73 2.90 ng 86975 Naphthalene-d8 10.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 91
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 91
3 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 91
4 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
5 Benzocycloheptatriene 142 C11H10 000264-09-5 91
Abundance Scan 1641 (12.732 min): BG040339.D (-1635) (-) m/z 142.00 100.00%
142
5000 115
Y B WA W A NN
39 56 63 75 89 og 12.40 12.60 12.80 13.00
O At o oot b bl | M/Zz 141.00  89.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19233: Naphthalene, 2-methyl-
142
5000 UL NN SR SUNLRE
115 12.40 12.60 12.80 13.00
m/z 115.00 33.57%
oL 27 39 51 63 7Tlgg 89 4o | 16 ||
miz> 20 30 40 50 60 70 80 90 100 110 130 130 140 150
Abundance
142
12.40 12.60 12.80 13.00
5000 m/z 143.00 11.52%
115
63 71
ol 27 39 51 78 89 102 126
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19241: 1H-Indene, 1-ethylidene-
141 12.40 12.60 12.80 13.00
m/z 139.00 9.32%
5000 115
39 50 Gf 11 89 ‘
[o) S— ””\ S | — l:‘::‘:::: ””‘ T ||l| SN ] S
m/z--> 20 30 40 55 60 70 80 90 100 110 120 130 150 150 12.40 12.60 12.80 13.00

8270-BG032719.M Thu Apr 04 18:17:16 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040339.D

Acq On : 3 Apr 2019 23:49

Operator : JU/SJ

Sample - K1695-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 12 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.54 3.17 ng 128055 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 86
2 p-I1sopropoxyaniline 151 C9H13NO 007664-66-6 52
3 m-l1sopropoxyaniline 151 C9H13NO 041406-00-2 50
4 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 50
5 3-Pyridinemethanol, acetate 151 C8HONO2 010072-09-0 50
Abundance Scan 1779 (13.542 min): BG040339.D (-1769) (-) m/z 43.00 100.00%
43
109
5000 151
69 UNAUMBAUEAUNEAS
85
57 123 169 13.20 13.40 13.60 13.80
) N ..,|. ol Ly LS8 W3IS0 m/z 109.00  67.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000
13.20 13.40 13.60 13.80
57 69 g5 m/z 151.00 44 .25%
S AN A 0 e o O NP
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
1320 13.40 13.60 13.80
5000 m/z 41.00 17 .49%
80 151
15 27 39 53 65 92 122 136
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24949: m-Isopropoxyaniline R B A o
109 13.20 13.40 13.60 13.80
m/z 69.00 14 _.70%
5000
151
80
15 27 41 53 65 | 92 | 122 136
m/z--> 20 4'0 6|0 80 100 120 140 1('30 180 200 13.20 13.40 13.60 13.80

8270-BG032719.M Thu Apr 04 18:17:17 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040339.D

Acq On : 3 Apr 2019 23:49

Operator : JU/SJ

Sample - K1695-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Ethanone, 1,1"-(1,4-phenyle... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.99 18.04 ng 727617 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanone, 1,1"-(1,4-phenylene)bis- 162 C10H1002 001009-61-6 94
2 Ethanone, 1,1"-(1,3-phenylene)bis- 162 C10H1002 006781-42-6 92
3 1(3H)-Isobenzofuranone, 3,3-dime... 162 C10H1002 001689-09-4 87
4 Benzene, 1,2,4-trimethyl-5-(1-me... 162 C12H18 010222-95-4 64
5 4-n-Propylacetophenone 162 C11H140 002932-65-2 59
Abundance Scan 1855 (13.989 min): BG040339.D (-1847) (-) m/z 147.00 100.00%
147
5000
43 9
119
F2 65 6 100 | 18 172 13.60 13.80 14.00 14.20 14.40
Obrrprrrrrrreprrrtpterelinre ety el b e 28 btk || M/ 90.95  36.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #31982: Ethanone, 1,1'-(1,4-phenylene)bis-
147
5000
43 13.60 13.80 14.00 14.20 14.40
a1 119 162 m/z 43.00 31.43%
oL 15 27 52 65 f ‘ 104 133 |
miz-> 10 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance
147
13.60 13.80 14.00 14.20 14.40
5000 43 91 m/z 119.00 19.31%
119
76
o 52 65 104 134 162
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #32003: 1(3H)-Isobenzofuranone, 3,3-dimethyl- e . y
147 13.60 13.80 14.00 14.20 14.40

m/z 162.00 15.18%
5000

91 162
15 27 4352 65 76 ‘ 104 119 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 13. 60 13.80 14. 00 14. 20 14.40

o

8270-BG032719.M Thu Apr 04 18:17:18 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040339.D

Acq On : 3 Apr 2019 23:49

Operator : JU/SJ

Sample - K1695-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\SVOASRV\HPCHEMI\BNA_ G\METHODS\8270-BG032719.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 14 _alpha.,.alpha.*-Dihydroxy-... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.22 20.88 ng 842246 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.,.alpha.*-Dihydroxy-m-dii... 194 C12H1802 001999-85-5 59
2 .alpha., .alpha.,.alpha.",.alpha.... 194 C12H1802 002948-46-1 53
3 .alpha., .alpha.-Diisopropyl-o-me... 222 C14H2202 010277-90-4 43
4 Carbamic acid, methylphenyl-, et... 179 C10H13NO2 002621-79-6 27
5 [1,1"-Biphenyl]-2-carbonitrile 179 C13HSN 024973-49-7 25

Abundance Scan 1894 (14.218 min): BG040339.D (-1883) (-) m/z 43.00 100.00%
P 179
59
5000
91 119
‘ 105 14.00 14.20 14.40 14.60
0..”,.”.f...ﬁhmwtﬂn,¥”b m/z 179.00 80.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56239: .alpha.,.alpha.’-Dihydroxy-m-diisopropylbenzene
43 179
59
5000 LIS B B U B
161 14.00 14.20 14.40 14.60
o1 119 104 m/z 147 .00 61.16%
o1 3 | 705 | g ‘ |
m/z--> 25 40 65 80 160 150 140 160 180 200 220
Abundance
43
14.00 14.20 14.40 14.60
5000 179 m/z 59.00 57 .35%
59
o1 119
0 15 31 g 105 133 147 161 194
m/z--> 20 ' 60 80 100 120 140 160 180 200 220
Abundance #79236: .alpha.,.alpha.-Diisopropyl-o-methoxybenzyl alcohol
179 14.00 14.20 14.40 14.60
m/z 119.00 36 .00%
5000 161
146
91 119
oL 1527 7 65 77 7105770 O L s 204 20
m/z--> 20 40 65 80 100 120 140 160 180 200 220 14.00 14.20 14.40 14.60

8270-BG032719.M Thu Apr 04 18:17:19 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040339.D

Acq On : 3 Apr 2019 23:49

Operator : JU/SJ

Sample - K1695-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 Benzene, l-ethenyl-3-nitro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .36 7.68 ng 309934 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethenyl-3-nitro- 149 C8H7NO2 000586-39-0 81
2 Formamide, N-ethyl-N-phenyl- 149 C9H11NO 005461-49-4 53
3 Benzeneethanol, 3-nitro-, acetat... 209 C10H11NO4 068527-46-8 50
4 Benzene, l-ethenyl-4-nitro- 149 C8H7NO2 000100-13-0 50
5 2-Acetylbenzoic acid 164 C9H803 000577-56-0 47
Abundance Scan 1918 (14.359 min): BG040339.D (-1913) (-) m/z 43.00 100.00%
43 149
121
5000 103
77
3 65 91 14.00 14.20 14.40 14.60
I bl AL 184 Tn/z 148.95  90.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23528: Benzene, 1-ethenyl-3-nitro-
7 103 149
5000
51 14.00 14.20 14.40 14.60
01 m/z 121.00 58.16%
27 39 63 | ‘ 119 133
0..?-8|.‘.‘..“luu‘l‘.l“.‘..Hl‘luuu.|‘l...‘|..1..|..‘..|....|..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
106 149
14.00 14.20 14.40 14.60
5000 27 m/z 103.00 43.19%
51 g6 93 121 44,
S L L L L UL L B L L S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #68411: Benzeneethanol, 3-nitro-, acetate (ester)
43 149 14.00 14.20 14.40 14.60
m/z 77.00 28.16%
5000
103
77
oL 15 30 52 63 %? |, 120 136 || 166 179
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.20 14.40 14.60

8270-BG032719.M Thu Apr 04 18:17:21 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040339.D

Acq On : 3 Apr 2019 23:49

Operator : JU/SJ

Sample - K1695-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 Benzoic acid, p-tert-butyl- Concentration Rank 3

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

14._.44 78.20 ng 3154350 Acenaphthene-d10 14.68

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 50
2 Phthalic acid, methyl 2-nitrophe... 301 C15H11NO6 1000315-68-3 40
3 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 39

024169-43-5 38
296891-93-5 38

4 1,3-Dioxolane,
5 Butan-2-one, 4-

2-(bromomethyl)-2... 256 C11H13Bro02
(2-hydroxyphenyl) ... 286 C17H1802S

Abundance Scan 1932 (14.441 min): BG040339.D (-1924) (-) m/z 163.00 100.00%
a3 163
5000
77 121 IIIIIIIIIIIIIIIIIIIIIII
59 91 105 14.20 14.40 14.60 14.80
147
Obrrrprrred .-'..',-.'..':l,..'..,...'.',I....,.... |8 207222 m/z 43.00 98.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #43767: Benzoic acid, p-tert-butyl-
163
5000
14.20 14.40 14.60 14.80
41 91 135 178 m/z 121.00 16.04%
0 27 [ I 63 7{ ‘ 115 ‘ 148 ‘ A
T T T T R P e e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
163
14.20 14.40 14.60 14.80
5000 m/z 77.00 12.64%
ol 30 50 77 9210512013514 195 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #44120: 1,3,5-Trimethyladamantane
163 14.20 14.40 14.60 14.80
m/z 164.00 11.91%
5000 107
5 799 | 121155049 | 178
(O R R aaE e RARANERRES RS S L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.20 14.40 14.60 14.80

8270-BG032719.M Thu Apr 04 18:17:22 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040339.D

Acq On : 3 Apr 2019 23:49

Operator : JU/SJ

Sample - K1695-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17 Phenol, 2-(1,1-dimethylethy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.62 3.21 ng 129496 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2-(1,1-dimethylethyl)-4-... 164 C11H160 002409-55-4 53
2 Benzene, 1l-ethenyl-4-nitro- 149 C8H7NO2 000100-13-0 53
3 Formamide, N-ethyl-N-phenyl- 149 C9H11NO 005461-49-4 50
4 Benzene, l-ethenyl-3-nitro- 149 C8H7NO2 000586-39-0 50
5 1,2-Benzenedicarboxylic acid, mo... 222 C12H1404 000131-70-4 47
Abundance Scan 1962 (14.618 min): BG040339.D (-1958) (-) m/z 43.00 100.00%
43
121 149
5000
77
103
14.40 14.60 14.80 15.00
163
0 ...,....,:'.'|:'.',-.-..-!l,..'..,|:'"... et 2o 200 || m/z 148.95  57.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #33649: Phenol, 2-(1,1-dimethylethyl)-4-methyl-
121 149
5000
164 14.40 14.60 14.80 15.00
77 91 m/z 120.95 57.42%
39 53 ‘ 105
0IEI'ISIII”\I\II\I\II\I\III‘HIHH ‘.“.‘.‘l ‘. ;\]'ESH‘” .‘... e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
77 149
14.40 14.60 14.80 15.00
5000 o 103 m/z 77.00 21.66%
119
0 64 133
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23617: Formamide, N-ethyl-N-phenyl-
106 149 14.40 14.60 14.80 15.00

m/z 102.95 14 .93%

5000 77

93 | 121
o \ 68 b Ly |1 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.40 14.60 14.80 15.00

8270-BG032719.M Thu Apr 04 18:17:23 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040339.D

Acq On : 3 Apr 2019 23:49

Operator : JU/SJ

Sample - K1695-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 Phthalic acid, 4-fluoro-2-n... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.83 24.41 ng 984629 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid, 4-fluoro-2-nitrop... 319 C15H10FNO6 1000315-63-4 53
2 Phthalic acid, 4-isopropylphenyl... 298 C18H1804 1000315-65-7 50
3 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 50
4 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 50
5 1,2-Dimethyl-5-nitroadamantane 209 C12H19NO2 006588-68-7 45
Abundance Scan 1998 (14.829 min): BG040339.D (-1990) (-) m/z 43.00 100.00%
a3 163
5000

14.60 14.80 15.00 15.20

121
77
59 91 105 | 134147 | 178 194207

o} S A ST MY o i = OB A7 A m/z 163.00 90.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #160227: Phthalic acid, 4-fluoro-2-nitrophenyl methyl ester
163
5000 LA B L L L L L LB

14.60 14.80 15.00 15.20
m/z 120.95 14.21%

30 50 64 ' 92105120 140

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
163
14.60 14.80 15.00 15.20
5000 m/z 164.00 10.17%
o 50 64 /7 92105120135 225 267
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #44011: Phenol, 2,4-bis(1-methylethyl)-
163 14.60 14.80 15.00 15.20
m/z 76.95 9.57%
5000
178
43 121435
AT A s L . I O A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040339.D

Acq On : 3 Apr 2019 23:49

Operator : JU/SJ

Sample - K1695-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19 Heptadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.28 3.54 ng 186806 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 90
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Octadecanoic acid 284 C18H3602 000057-11-4 43
5 Nonanoic acid 158 C9H1802 000112-05-0 38
Abundance Scan 2585 (18.278 min): BG040339.D (-2580) (-) m/z 43.00 100.00%
43 57 78
129
5000
18.00 18.20 18.40 18.60
Ot e m/z 73.00 98 .00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119366: Heptadecanoic acid
73
43 5
270
5000 U SRR SN BN SUNRE
18.00 18.20 18.40 18.60
29 m/z 60.00 94 _46%
oL 14
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60
18.00 18.20 18.40 18.60
5000 129 m/z 57.00 91.10%
897 115 213 256
157 1 5
. 14372851 00" ot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid R R ma
43 18.00 18.20 18.40 18.60
) m/z 55.00 81.80%
5000
. L Il 1431571711859
miz-> 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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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040339.D

Acq On : 3 Apr 2019 23:49

Operator : JU/SJ

Sample - K1695-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 Octadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.55 2.44 ng 128846 Phenanthrene-d10 17.43
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 91
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Undecanoic acid 186 C11H2202 000112-37-8 60
Abundance Scan 2802 (19.553 min): BG040339.D (-2797) (-) m/z 43.00 100.00%
48
73
5000
10.20 19.40 19.60 19.80
ob——uli- m/z 57.00 84.71%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43 73
5000 129 UV SRR SUNLRE
19.20 19.40 19.60 19.80
‘ o7 185 a1 m/z 60.00 78.69%
0 |15| I "“I i) ‘k‘““.“l .‘:lls‘.?.‘ .“. ‘|2.]‘-3.‘. .“ 2|6|5 .“. T
m/z--> 50 100 150 200 250 300 350
Abundance
43 | 73
10.20 19.40 19.60 19.80
5000 129 m/z 73.00 76 .84%
97 199 242
ol 15 157 180 223
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R R RREEEEa
43 19.20 19.40 19.60 19.80
m/z 55.00 65.46%
73
5000 284
129
97
185
O O VR B
m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040319\
Data File : BG040339.D

Acq On : 3 Apr 2019 23:49

Operator : JU/SJ

Sample - K1695-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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... 3.19 4.3 ng 93611 1 8.05 434381 20.0
2-Pentanone, 4-hy... 5.14 2.6 ng 55615 1 8.05 434381 20.0
unknown7 .58 7.58 81.3 ng 1766910 1 8.05 434381 20.0
Benzenemethanol, ... 8.73 3.1 ng 66882 1 8.05 434381 20.0
Benzenemethanol, ... 9.15 157.2 ng 3413140 1 8.05 434381 20.0
Phenol, 2,5-dimet... 10.33 2.6 ng 77773 2 10.86 600821 20.0
Isoquinoline 11.70 2.4 ng 72734 2 10.86 600821 20.0
Quinoline, 2-methyl- 12.64 4.7 ng 140377 2 10.86 600821 20.0
Naphthalene, 1-me... 12.73 2.9 ng 86975 2 10.86 600821 20.0
2,4,7,9-Tetrameth... 13.54 3.2 ng 128055 3 14.68 806755 20.0
Ethanone, 1,1"-(1... 13.99 18.0 ng 727617 3 14.68 806755 20.0
.alpha.,.alpha."-... 14.22 20.9 ng 842246 3 14.68 806755 20.0
Benzene, l-etheny... 14.36 7.7 ng 309934 3 14.68 806755 20.0
Benzoic acid, p-t... 14.44 78.2 ng 3154350 3 14.68 806755 20.0
Phenol, 2-(1,1-di... 14.62 3.2 ng 129496 3 14.68 806755 20.0
Phthalic acid, 4-... 14.83 24 .4 ng 984629 3 14.68 806755 20.0
Heptadecanoic acid 18.28 3.5 ng 186806 4 17.43 1054810 20.0
Octadecanoic acid 19.55 2.4 ng 128846 4 17.43 1054810 20.0
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