LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00267.D

Aca On : 06 Mar 2018 17:08

Operator : JU/SJ

Sample : J1699-25

Misc :

ALS Vial : 14 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 N\METHODS\8270-BN020718.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

3.228 36 41 51 rBv2 99213 216742 2.35% 0.301%
3.311 51 55 71 rVB 182584 307475 3.33% 0.427%
416 424 rBvV 102735 161128 1.75% 0.224%
5.928 492 500 514 rBV 2790442 4510542 48.86% 6.261%
7.575 768 780 789 rBV 3175909 5187921 56.19% 7.201%
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7.969 838 847 866 rBV 3112453 5176048 56.06% 7.184%
8.446 921 928 940 rVB 902549 1532213 16.60% 2.127%
985 996 rVB 2208416 3795606 41.11% 5.268%
9.628 1121 1129 1137 rBV 1942092 3184268 34.49% 4._.420%
11.287 1403 1411 1420 rBV 1453074 2473991 26.80% 3.434%
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11 13.422 1768 1774 1779 rBV 92929 137785 1.49% 0.191%
12 13.687 1806 1819 1826 rBV 4800131 7523335 81.49% 10.443%
13 13.969 1863 1867 1879 rVB 178778 277239 3.00% 0.385%
14 14.563 1962 1968 1974 rBV 132323 177395 1.92% 0.246%
15 15.063 2045 2053 2060 rBvV2 2138020 3346303 36.25% 4.645%

16 16.528 2295 2302 2318 rBV 3440524 5182781 56.14% 7.194%
17 17.780 2508 2515 2520 rBV2 2683096 3899675 42.24% 5.413%
18 17.822 2520 2522 2527 rVB2 96964 116587 1.26% 0.162%
19 18.027 2552 2557 2562 rBV 341599 423664 4_.59% 0.588%
20 18.616 2653 2657 2665 rBV 338391 516344 5.59% 0.717%

21 18.698 2665 2671 2678 rVB 2059049 2506687 27.15% 3.479%
22 19.522 2807 2811 2813 rBV2 125313 153609 1.66% 0.213%
23 19.798 2854 2858 2864 rVB 74140 108168 1.17% 0.150%
24 19.863 2865 2869 2878 rBV2 147857 242671 2.63% 0.337%
25 20.092 2904 2908 2911 rBV 181534 210359 2.28% 0.292%

26 20.339 2942 2950 2958 rBV 7499640 9232415 100.00% 12.815%
27 20.616 2993 2997 3001 rBV 303939 339925 3.68% 0.472%
28 20.663 3002 3005 3010 rvB4 81377 101205 1.10% 0.140%
29 21.104 3076 3080 3084 rVB 324224 347675 3.77% 0.483%
30 21.563 3154 3158 3170 rBV 455382 613877 6.65% 0.852%

31 21.774 3190 3194 3202 rVB 180120 211854 2.29% 0.294%
32 21.904 3210 3216 3227 rVB 3332494 4563049 49.42% 6.334%
33 22.016 3231 3235 3241 rVB 163840 205996 2.23% 0.286%
34 22.492 3312 3316 3324 rBV2 104442 190896 2.07% 0.265%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00267.D

Aca On : 06 Mar 2018 17:08

Operator : JU/SJ

Sample : J1699-25

Misc :

ALS Vial : 14 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA N\METHODS\8270-BN020718.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 23.568 3495 3499 3504 rVB 142711 205778 2.23% 0.286%
36 24.386 3630 3638 3650 rBV2 2124536 4464545 48.36% 6.197%
37 24.939 3728 3732 3740 rVB3 97103 199413 2.16% 0.277%

Sum of corrected areas: 72045164
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00267.D

Aca On : 06 Mar 2018 17:08

Operator : JU/SJ

Sample : J1699-25

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\8270-BN020718.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BN000267.D
7000000

6000000
5000000

4000000

7.58 7.97
3000000 5.93

2000000 9.63
11.29

1000000 8.45
3331 5.43
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BN000267.D

20134
7000000

6000000
5000000 13.69
4000000
16.53

3000000 17.78
15.06 18.70

2000000
1000000
1342)| 1397 1456 178808 1842 19.528%889.09
A

e S S e e e e e N R RRERRE.E =S eo o

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN000267.D

7000000
6000000
5000000

4000000
21.90
3000000
24.39
2000000

1000000 21 %6
21.10 :

% i ﬂ 1,; ,;02 22.49 23.57 24.94
oﬁﬁf,..”,....,”..,...w....,.”.,....“...,..”,....,”..,...w....,.”.,....w...,..”

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00267.D

Aca On : 06 Mar 2018 17:08

Operator : JU/SJ

Sample : J1699-25

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\8270-BN020718.M
Quant Title : 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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.31 4.01 ng 307475 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 90
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9

Abundance Scan 55 (3.311 min): BN000267.D (-51) (-) m/z 73.10 100.00%

73
5000
43 55 87

| 207 320 340 3.60
e e e e 20 m/z 43.05 29824

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 R R
320 340 3.60

43 55 87 m/z 87.10 28.02%
2 ‘\

m/z--> 20 80 100 120 140 160 180 200
Abundance
73

87 SREMBS S A0 G
3.20 340 3.60
5000 41 55 m/z 55.05 23.13%
29
99 112 129
L B L B e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #734: N-Ethylformamide e B
3.20 3. 40 3.60
73 m/z 71.05 10.79%
5000
44 58
i W
T N — A
m/z--> 20 40 60 80 100 120 140 160 180 200 320 340 3.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00267.D

Aca On : 06 Mar 2018 17:08

Operator : JU/SJ

Sample : J1699-25

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\8270-BN020718.M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.43 2.10 ng 161128 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 45
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 40
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 35
5 Dimethadione 129 C5H7NO3 000695-53-4 33

Abundance Scan 415 (5.428 min): BN000267.D (-410) (-) m/z 43.10 100.00%
43
59
5000
i 500 520 540 560 SH0
73 g3 . . . . .
...,....,....,..?7.',':...??.-.'I,....,.'...,.-...,...:,....,....,... m/z 59.10 58.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A U R N
59 5.00 520 540 560 5.80
m/z 101.10 21.16%
15 31 101
25 | 37, 53“ 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
- 500 520 540 560 580
5000 m/z 58.05 17.52%
29 101
15 37 51 73 83
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)- R B L s e
59 5.00 5.20 5.40 5.60 5.80
m/z 41.05 8.94%
5000 101
27 42 116
'”I”'W'”MT”'WJL'P'”i”"z?”lgﬂ'v'”l”'W'”'P" I U U N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00267.D

Aca On : 06 Mar 2018 17:08

Operator : JU/SJ

Sample : J1699-25

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\8270-BN020718.M
Quant Title : 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 4 unknown7.97 Concentration Rank 1

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

7.97 67.56 ng 5176050 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 847 (7.969 min): BN000267.D (-838) (-) m/z 132.10 100.00%
132
5000 68
% 7.60 7.80 8.00 8.20 8.40
40 54 : : : . .
Jrer |asus | njz 68.10  42.30%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 LN U AR R
7.60 7.80 8.00 8.20 8.40
21 51 78 m/z 134.10 32.84%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 7.60 7.80 8.00 8.20 8.40
5000 gg 116 m/z 66.10 27.25%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine L B
132 7.60 7.80 8.00 8.20 8.40
o m/z 69.10 17.11%
5000 0
31
. 61 | , 8 | 106116 |
m/z--> 40 60 80 100 120 140 160 180 760 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00267.D

Aca On : 06 Mar 2018 17:08

Operator : JU/SJ

Sample : J1699-25

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\8270-BN020718.M
Quant Title : 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 Phthalic acid, isobutyl und... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.03 2.17 ng 423664 Phenanthrene-d10 17.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. isobutvl undecvl ... 376 C23H3604 1000308-97-3 83
2 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 83
3 Phthalic acid. butvl isohexvl ester 306 C18H2604 1000309-03-6 78
4 Dibutvl phthalate 278 C16H2204 000084-74-2 72
5 Phthalic acid, butyl hex-3-yl ester 306 C18H2604 1000356-95-5 72
Abundance Scan 2557 (18.027 min): BN0O00267.D (-2552) (-) m/z 149.00 100.00%
149
5000
n Y 76 104 780 15,00 1850 1840
76 . . : .
167 223
etk et b e e 89205 S || M7z 57.10  18.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #200563: Phthalic acid, isobutyl undecy! ester
149
5000 RN BN U BRI B
17.80 18.00 18.20 18.40
m/z 150.00 9.84%
25 41 ﬁ7 76 104151 | 167 05223 303321
m/z--> ﬁ&&%@@mmmmmmmmmﬁ
Abundance
149
" 17.80 18.00 18.20 18.40
5000 m/z 104.00 9.44%
57
18 76 10455 167 1g9205223
mﬁmﬁwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #149553: Phthalic acid, butyl isohexyl ester A m e B ma
149 17.80 18.00 18.20 18.40
m/z 41.10 9.42%
5000
27 43 g5 84 10415 | 167 2052%3
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 240 260 280 300 320 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00267.D

Aca On : 06 Mar 2018 17:08

Operator : JU/SJ

Sample : J1699-25

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\8270-BN020718.M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

18.62 2.65 ng 516344 Phenanthrene-d10 17.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 68

Abundance Scan 2658 (18.622 min): BN000267.D (-2653) (-) m/z 73.05 100.00%

213 A RRRRa
US| 43187171185 o 097 256 18.40 18.60 18.80 19.00

m/z 60.10 78 .58%

3
43 60
5000
129
97

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

Abundance #107548: n-Hexadecanoic acid
43 60 73
5000/ 29 256 R o e IR B
129 18.40 18.60 18.80 19.00
213 m/z 43.10 74.66%
157171 185
L ,\.w. I \\u MBI | Ty |
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
e R W
18.40 18.60 18.80 19.00
5000 - 129 m/z 57.10 66 .58%
87 242
143 199
101115 157171185 013
225
A e B B e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid B AESE SR e
60 78 18.40 18.60 18.80 19.00
43 m/z 55.10 64 .59%
5000 129
29 7 185 228
9 115 | 143 171 ‘
,”..,....“..T Iyl 157 199213

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. 40 18 60 18. 80 19. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00267.D

Aca On : 06 Mar 2018 17:08

Operator : JU/SJ

Sample : J1699-25

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA N\METHODS\8270-BN020718.M
Quant Title : 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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.56 2.69 ng 613877 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 80
3 Oxalic acid. hexadecvl propvl ester 356 C21H4004 1000309-26-9 80
4 Nonadecane 268 C19H40 000629-92-5 62
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 58
Abundance Scan 3158 (21.563 min): BN0O00267.D (-3154) (-) m/z 57.10 100.00%
57

5000

11 A S naar s A
127 153169 207225 249 269 295 327 21.20 21.40 21.60 21.80
el

m/z 71.10 69.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129490: Eicosane
57

85

5000 i
21.20 21.40 21.60 21.80

m/z 43.10 67 .30%

29 141
Ta Ll ! n‘ | it , 169 197 225 253 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance
43
= T e
21.20 21.40 21.60 21.80
5000 o7 m/z 85.10 49_.28%
125
26 141 169 197 224 253
Tmﬁwrmﬁwmwwmwrﬁwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #187989: Oxalic acid, hexadecyl propy! ester R ERAREEEE e
43 21.20 21.40 21.60 21.80
m/z 55.10 42 _.32%
5000
‘ 1 269
26 | 1% 154 196 204 251 | 312
e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21 20 21. 40 21. 60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_N\DATA\BNO30618\
Data File : BN0O00267.D

Acq On : 06 Mar 2018 17:08

Operator : JU/SJ

Sample - J1699-25

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_N\METHODS\8270-BN020718.M
Quant Title : 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... 3.31 4.0 ng 307475 1 8.45 1532210 20.0
2-Pentanone, 4-hy... 5.43 2.1 ng 161128 1 8.45 1532210 20.0
unknown? .97 7.97 67.6 ng 5176050 1 8.45 1532210 20.0
Phthalic acid, is... 18.03 2.2 ng 423664 4 17.78 3899680 20.0
n-Hexadecanoic acid 18.62 2.6 ng 516344 4 17.78 3899680 20.0
Eicosane 21.56 2.7 ng 613877 5 21.90 4563050 20.0
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