LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016981.D

Acq On > 9 May 2015 7:39

Operator : TP/1Z

Sample - G2058-07

Misc :

ALS Vial : 29 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:\HPCHEM1\BNA_G\METHODS\8270-BG050515.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
1 2.914 33 38 47 rBY 288763 459985 9.20% 1.698%
2 2.990 47 51 62 rvB 573680 697608 13.95% 2.575%
3 4.912 372 378 383 rvB 45977 62816 1.26% 0.232%
4 5.376 450 457 466 rBVY 486192 718639 14.37% 2.652%
5 6.956 720 726 735 rBVY 346084 537252 10.75% 1.983%
6 7.321 780 788 798 rBvY 979823 1573802 31.48% 5.808%
7 7.791 862 868 874 rBY 231794 351123 7.02% 1.296%
8 8.108 915 922 931 rVB 853169 1377570 27.55% 5.084%
9 8.948 1058 1065 1073 rBVY 826034 1351442 27.03%  4.988%
10 10.581 1333 1343 1350 rBVY 326153 556158 11.12% 2.053%

11 13.049 1756 1763 1771 rBV 2079330 3015655 60.32% 11.129%
12 14.430 1991 1998 2005 rBvV2 529855 809929 16.20% 2.989%
13 14.871 2063 2073 2087 rBV 763478 1361053 27.22% 5.023%
14 15.916 2244 2251 2266 rBV 1933608 2680658 53.62% 9.893%
15 17.168 2458 2464 2470 rBvV2 723337 1050412 21.01% 3.877%

16 17.937 2589 2595 2602 rBV7 42641 75458 1.51% 0.278%
17 18.067 2612 2617 2626 rBV 199877 290083 5.80% 1.071%
18 18.496 2686 2690 2696 rVB2 55276 63633 1.27% 0.235%
19 19.224 2808 2814 2823 rBV2 32930 75222 1.50% 0.278%

20 19.348 2831 2835 2845 rBV2 85685 137014 2.74% 0.506%

21 19.800 2906 2912 2920 rVB 4046327 4999817 100.00% 18.452%
22 21.057 3121 3126 3131 rBV 121850 150181 3.00% 0.554%
23 21.263 3156 3161 3169 rBvV 192841 231438 4.63% 0.854%
24 21.345 3169 3175 3186 rVvVv 883015 1193464 23.87% 4._.405%
25 21.721 3236 3239 3247 rBV6 34091 54212 1.08% 0.200%

26 22.503 3366 3372 3376 rBV 583671 854923 17.10% 3.155%
27 22.544 3376 3379 3389 rVB 364880 518290 10.37% 1.913%
28 23.073 3464 3469 3473 rBV2 79653 127557 2.55% 0.471%
29 23.643 3558 3566 3574 rVB 550333 1089152 21.78% 4._.020%
30 24.947 3780 3788 3803 rBV7 89437 331213 6.62% 1.222%

31 27.779 4260 4270 4281 rBV6 84936 300519 6.01% 1.109%

Sum of corrected areas: 27096278
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016981.D

Acqg On 9 May 2015 7:39

Operator : TP/1Z

Sample - G2058-07

Misc :

ALS Vial :© 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG016981.D
4000000
3000000
2000000
1000000 132 8.11 8.95
2.99
5.38
2.91 6.96 10.58
7.79
. 4.91 I i
e st e e ——— o —
Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BG016981.D
4000000 19,80
3000000
13.05
2000000 15.92
1000000 14.87 1717
14.43
18.07
17.9f 1850 191885 J
O I e B e o A I L R e e RS EEe e
Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BG016981.D
4000000
3000000
2000000
1000000 21.35
22.50 23.64
2.54
21.66:46 5, o5 23.07 A 24,95 27.78
O e T T T T T T T T T T T T T T T T T T T T T T T T e
Time--> 21.00 21.50 22.00 22.50 23.00 2350 24.00 2450 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 : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016981.D

Acq On > 9 May 2015 7:39

Operator : TP/1Z

Sample - G2058-07

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

2.99 39.74 ng 697608 1,4-Dichlorobenzene-d4 7.79
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 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 51 (2.990 min): BG016981.D (-47) (-) m/z 73.05 100.00%

8B
5000 43

280 300 320 3.40
96 147 208 328 m/z 43.00 45.97%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #4386: Butane, 2-methoxy-2-methyl-
73

5000 R e e
280 3.00 320 3.40

43
m/z 87.10 25.70%
rr bbb e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
B e R B
a 280 3.00 320 3.0
5000 m/z 55.10 25.28%
15 97
WWTWWWTWWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #1968: Silane, tetramethyl- I o e
73 280 3.00 320 3.40
m/z 41.05 14.89%
5000
45
29 | ‘
T T T e e e e L s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 280 3.00 320 340
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016981.D

Acq On > 9 May 2015 7:39

Operator : TP/1Z

Sample - G2058-07

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown4.91 Concentration Rank 11

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

4.91 3.58 ng 62816 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
4 Propylamine 59 C3HSN 000107-10-8 9
5 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 9

Abundance Scan 378 (4.912 min): BG016981.D (-372) (-) m/z 43.00 100.00%

43
5000 59

101 AR AEDENARAA NAAADARARE
460 480 5.00 5.20
....,....J....',....??...,|....,....,1.‘.‘5.‘.,..1.7ﬁ4,....?‘?7..,2]2.?.,....,...??.1.. m/z 59.10 46.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR RS AR AR LR
460 4.80 5.00 5.20

m/z 101.00 17.84%

15 101
‘lz‘?l“lﬁml‘llll AR SREAE AR SRR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43

57 460 4.80 5.00 5.20
5000 m/z 57.95 12.21%
29 101
15 73 87
WWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3955: 2,3-Butanedione, monooxime
43 460 4.80 5.00 5.20
m/z 40.95 10.65%
5000
101
1529 | S8 g

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016981.D

Acq On > 9 May 2015 7:39

Operator : TP/1Z

Sample - G2058-07

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.32 Concentration Rank 1

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

7.32 89.64 ng 1573800 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 23
4 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 788 (7.321 min): BG016981.D (-780) (-) m/z 132.00 100.00%
132
5000 68
Wea || o T 7 Tk
0 207 m/z 68.10 47.94%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 R IR L LR
7.00 7.20 7.40 7.60
70 m/z 134.00 33.36%
31 44
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
% 7.00 720 7.40 7.60
5000 m/z 66.00 32.61%
31 51
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- A
132 7.00 7.20 7.40 7.60
m/z 69.10 21.26%
5000
. 69
3 89 103
1Trv—rv-rrv—rv-|—rrv—v-rv—rv—v-rv—rn-rn—n-rn—n-|—v— TT[rrrrrIrrrprrrr[rrrrr
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 700 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016981.D

Acq On > 9 May 2015 7:39

Operator : TP/1Z

Sample - G2058-07

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Dodecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.87 33.61 ng 1361050 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Nonanoic acid 158 C9H1802 000112-05-0 46
Abundance Scan 2073 (14.871 min): BG016981.D (-2063) (-) m/z 72.95 100.00%
5000 /l\
200 e 1460 14.80 15.00 15,20
(o} m/z 60.00 96.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #56046: Dodecanoic acid
0
5000 LI UL S UL UL
a5 129 157 1460 1480 15.00 15.20
29 m/z 41.05 92 .53%
ot Ly |
AU dder \ g 4y
m/z--> 50 100 150 200 250 300 350 400
Abundance
73
43 1460 14.80 15.00 15.20
5000 129 m/z 43.10 83.05%
171
97 214
miz-> 50 100 150 200 250 300 350 400
Abundance #75071: Tetradecanoic acid I R AL e
78 14.60 14.80 15.00 15.20
43 m/z 55.10 69.89%
5000 129 jAL\A
185 228
97
157
m/z--> 50 100 150 200 250 300 350 400 14.60 14.I80 15.'00 15.'20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016981.D

Acq On > 9 May 2015 7:39

Operator : TP/1Z

Sample - G2058-07

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 9
R.T. EstConc Area Relative to ISTD R.T.
18.07 5.52 ng 290083 Phenanthrene-d10 17.17
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 Dodecanoic acid 200 C12H2402 000143-07-7 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 2618 (18.073 min): BG016981.D (-2612) (-) m/z 43.05 100.00%
4 73
5000
129 213 256 ot ] et
1 I 157185 17.80 18.00 18.20 18.40
.-L.-.u,l..'.L.-',--.|.l..,\.~...3.1.2.. ek 535 m7z 73.00  89.89%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92227: n-Hexadecanoic acid

43

73
5000
17.80 18.00 18.20 18.40

m/z 41.10 83 .54%

129 256
ot 21 2

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
73
43 e I B e
17.80 18.00 18.20 18.40
5000 129 m/z 59.95 76.11%
185
228
101
15 157
R B o B T B B B i o B R ma
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56046: Dodecanoic acid R N EREEELEEE s
6] 17.80 18.00 18.20 18.40
m/z 55.05 73.79%
5000 129
29 . 157
200
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17. 80 18. 00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016981.D

Acq On > 9 May 2015 7:39

Operator : TP/1Z

Sample - G2058-07

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 8 Pentadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.35 2.30 ng 137014 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 Dodecanoic acid 200 C12H2402 000143-07-7 46
4 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 18
5 Heptanoic acid 130 C7H1402 000111-14-8 18
Abundance Scan 2835 (19.348 min): BG016981.D (-2831) (-) m/z 43.05 100.00%
73
57
5000 129 o
7 185 241 L L e e B
11” 01115 151 171 | 199213227 267 19)00 19!20 19!40 19)60
m/z 73.00 73.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43 57 T3

5000 T T T T
19.00 19.20 19.40 19.60

29
m/z 41.05 65.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 T T
57 19.00 19.20 19.40 19.60
5000 12 m/z 59.95 64.86%
29 185 228

87
115
101 143157171 199213

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

Abundance #56046: Dodecanoic acid

60 19.00 19.20 19.40 19.60

43 m/z 57.05 61.45%
5000
29
15
T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016981.D

Acq On > 9 May 2015 7:39

Operator : TP/1Z

Sample - G2058-07

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 9 Bromoacetic acid, hexadecyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.06 2.52 ng 150181 Chrysene-d12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 87
2 1-Hexacosanol 382 C26H540 000506-52-5 74
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 70
4 1-Docosene 308 C22H44 001599-67-3 64
5 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 64
Abundance Scan 3126 (21.057 min): BG016981.D (-3121) (-) m/z 43.05 100.00%
a3
69

5000

20.80 21.00 21.20 21.40
m/z 55.00 86.41%

71191 221 249 281

m/z--> 50 100 150 200 250 300 350
Abundance #145521: Bromoacetic acid, hexadecy! ester
43
69
97
5000 LIS L L L L L L

20.80 21.00 21.20 21.40
123 ol i o
L \‘\ H\ 1 aes 190 222 a0

m/z--> 50 100 200 250 300 350
Abundance
43
e e R
20.80 21.00 21.20 21.40
5000 83 m/z 69.00 75.87%
18 111
65 139 168 106 224 252 278 308 336 364
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester A S R S
4 20.80 21.00 21.20 21.40
69 m/z 83.10 68.89%
97
5000
125
‘\‘ J “ L \ ‘\ &y 196 224
i 7 A e e
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016981.D

Acq On > 9 May 2015 7:39

Operator : TP/1Z

Sample - G2058-07

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octabenzone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.50 15.70 ng 854923 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octabenzone 326 C21H2603 001843-05-6 98
2 Phen-1,3-diol, 2-benzoyl- 214 C13H1003 063411-81-4 32
3 Decanedioic acid, diethyl ester 258 C14H2604 000110-40-7 27
4 Naphthalene-2,6-dicarboxylic aci... 376 C24H2404 1000189-60-8 17
5 2H,8H-Benzo[1,2-b:5,4-b"]dipyran... 228 C14H1203 000553-19-5 17
Abundance Scan 3372 (22.503 min): BG016981.D (-3366) (-) m/z 213.00 100.00%
213
5000
a1 105 137 326
W{ 22.20 22.40 22.60 22.80
186 : : : :
A b b d 261180 | 285281 | a7i 415 475 7594 00 39.00%
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #130902: Octabenzone
213
5000 AR AR A
137 2220 2240 22.60 22.80
105 326 m/z 137.00 32.90%
43 77
"'j‘ﬂ"h' J""”I"%8§I" '??9 ??%I' w"l' R S B
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
213
77 LA AR AR AR
137 22.20 22.40 22.60 22.80
5000 51 m/z 105.00 28.78%
105
168
m/z-> 0 55 160 1éo 260 2éo 360 3éo 460 4%0 '
Abundance #93143: Decanedioic acid, diethyl ester PP P T T
nmnmnmnm
m/z 326.20 25.60%
5000 ]L
m/z—-> 0 50 100 150 200 250 300 350 400 450 éézﬁ éééoléééd éééd"
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016981.D

Acq On > 9 May 2015 7:39

Operator : TP/1Z

Sample - G2058-07

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22 .54 9.52 ng 518290 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 99
2 2,6,10,14,18,22-Tetracosahexaene... 410 C30H50 000111-02-4 80
3 Propanoic acid, 2,2-dimethyl-, [... 306 C20H3402 1000164-38-8 72
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
5 Farnesol isomer a 222 C15H260 1000108-92-4 72
Abundance Scan 3378 (22.538 min): BG016981.D (-3376) (-) m/z 69.10 100.00%

9

5000

—

95
121 22.20 22.40 22.60 22.80
149175 205008253 302 341367 415 461 n/z 81.10 45 70%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158504: Squalene

L

41

5000

22 20 22. 40 22. 60 22. 80
m/z 41.05 29.10%

95
b b M\\u M ;61 191217 273299 341367 410

m/z--> 0 50 100 150 200 250 300 350 400 450

:

Abundance
69
T e e
22.20 22.40 22.60 22.80
5000 a1 m/z 68.10 16.59%
95 137
15 161 191 231 273299 341367 410
T e T e T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #120899: Propanoic acid, 2,2-dimethyl-, [(E,E)-3,7,11-trim... P A T AT
69 22.20 22.40 22.60 22.80
m/z 95.05 13.92%
5000 93
41 1 L 136
I ..,Hi.{l'i ! ‘ .23.72.6?..3[0.6...,....,....,..
m/z--> 0 50 100 150 200 250 300 350 400 450 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016981.D

Acq On > 9 May 2015 7:39

Operator : TP/1Z

Sample - G2058-07

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown23.07 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.07 2.34 ng 127557 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentaethylene glycol 238 C10H2206 004792-15-8 43
21,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 38
3 Hexagol 282 C12H2607 002615-15-8 38
4 1,4,7,10,13,16-Hexaoxanonadecane... 318 C16H3006 1000163-64-0 35
5 Octaethylene glycol 370 C16H3409 1000289-34-2 35
Abundance Scan 3469 (23.073 min): BG016981.D (-3464) (-) m/z 45.00 100.00%
4 227
5000
22,80 23.00 23.20 23.40
ey m/z 227.15 79.07%
m/z--> 50 100 150 200 250 300 350
Abundance #80589: Pentaethylene glycol
45
89
5000
22.80 23.00 23.20 23.40
m/z 89.00 55.43%
18| (70 | 107 %% 163 105 39
m/z--> 50 100 150 200 250 300 350
Abundance
45
22,80 23.00 23.20 23.40
5000 89 m/z 43.10 35.35%
1 15" 5177
m/z--> 50 100 150 200 250 300 350
Abundance #107064: Hexagol e e ERRES BE s
45 22.80 23.00 23.20 23.40
89 m/z 86.95 32.92%
5000
133
27 |7Q‘| 107 | 163 200 252 283
m/z--> 50 100 150 200 250 300 350 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016981.D

Acq On > 9 May 2015 7:39

Operator : TP/1Z

Sample - G2058-07

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown24.95 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

24 .95 6.08 ng 331213 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
13,6,9,12,15,18,21-Heptaoxabicycl... 462 C20H31Br0O7 111982-23-1 38
2 Pentaethylene glycol 238 C10H2206 004792-15-8 38
3 Hexagol 282 C12H2607 002615-15-8 38
4 Benzoic acid, 3-(phenylamino)-, ... 227 C14H13NO2 055622-43-0 38
5 2-Methyl-9-chloro-acridine 227 C14H10CIN 016492-09-4 38
Abundance Scan 3789 (24.953 min): BG016981.D (-3780) (-) m/z 227.15 100.00%

45 227
89
5000
133158183 251 58> 397 368 401 24.60 24.80 25.00 25.20

LI r‘w"i"v‘“‘!‘—'v“w—rv—v-‘v—f—r"v—lv—r‘v—f—vﬁ—v—v—ﬁ—v—v m/z 45 .00 95.27%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #165604: 3,6,9,12,15,18,21-Heptaoxabicyclo[21.3.1]heptacos...

45

89
5000 T T T T T
24. 60 24 80 25. 00 25.20

E. m/z 89.00 62.07%
A b 221 265289 330 383 420 464

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance
45
89 24.60 24.80 25.00 25.20
5000 m/z 43.10 41.58%
18 133 163 105 239
i e T L B A
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107064: Hexagol R R AR
5 24.60 24.80 25.00 25.20
89 m/z 57.00 24.16%
5000
133
15 1| l, | 163 209 252 283
R e e B e o e e R e
m/z--> 0 50 100 150 200 250 300 350 400 450 24. 60 24 80 25. 00 25.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016981.D

Acq On > 9 May 2015 7:39

Operator : TP/1Z

Sample - G2058-07

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 14 unknown27.78 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
27.78 5.52 ng 300519 Perylene-di12 23.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentaethylene glycol 238 C10H2206 004792-15-8 43
21,4,7,10,13,16-Hexaoxacyclooctad... 264 C12H2406 017455-13-9 43
3 Benzoic acid, 3-(phenylamino)-, ... 227 C14H13NO2 055622-43-0 38
4 2-(47-Hydroxyphenyl)-2-(4"-metho... 242 C16H1802 016530-58-8 32
5 Heptane, 4-methoxy-3-(methoxymet... 174 C10H2202 020637-47-2 27

Abundance Scan 4270 (27.779 min): BG016981.D (-4260) (-) m/z 227.20 100.00%
45 247
5000 89
13 183 27.40 27.60 27.80 28.00
341 - : : :
156 251 282 369 468 /7  45.00 86 520
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #80591: Pentaethylene glycol
45
5000 A U R UL B
27.40 27.60 27.80 28.00
89 m/z 89.05 49_.87%
Byl M8 es s
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
45
27.40 27.60 27.80 28.00
5000 89 m/z 86.95 26 .56%
133
177 221 264
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #74409: Benzoic acid, 3-(phenylamino)-, methy! ester
227 27.40 27.60 27.80 28.00
m/z 43.00 24 .93%
5000
167
196
m/z--> 50 100 150 200 250 300 350 400 450 2740 27.60 27.80 28.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050815\
Data File : BG016981.D

Acq On > 9 May 2015 7:39

Operator : TP/1Z

Sample - G2058-07

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.99 39.7 ng 697608 1 7.79 351123 20.0
unknown4 .91 4.91 3.6 ng 62816 1 7.79 351123 20.0
unknown? .32 7.32 89.6 ng 1573800 1 7.79 351123 20.0
Dodecanoic acid 14.87 33.6 ng 1361050 3 14.43 809929 20.0
n-Hexadecanoic acid 18.07 5.5 ng 290083 4 17.17 1050410 20.0
Pentadecanoic acid 19.35 2.3 ng 137014 5 21.35 1193460 20.0
Bromoacetic acid,... 21.06 2.5 ng 150181 5 21.35 1193460 20.0
Octabenzone 22.50 15.7 ng 854923 6 23.64 1089150 20.0
Squalene 22.54 9.5 ng 518290 6 23.64 1089150 20.0
unknown23.07 23.07 2.3 ng 127557 6 23.64 1089150 20.0
unknown24 .95 24 .95 6.1 ng 331213 6 23.64 1089150 20.0
unknown27.78 27.78 5.5 ng 300519 6 23.64 1089150 20.0
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