LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011819\
Data File : BG039216.D

Aca On : 18 Jan 2019 15:16

Operator : JU/SJ

Sample : K1157-09

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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG010919 .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 3.134 3 8 15 rVB3 4892 10436 1.26% 0.112%
2 4.486 233 238 245 rVB2 7110 11874 1.44% 0.128%
3 5.097 337 342 350 rVB 27957 42277 5.12% 0.456%
4 5.567 415 422 432 rBV 221049 375937 45.54% 4_.051%
5 7.171 688 695 706 rBV 240778 459948 55.72% 4_.957%
6 7.541 751 758 768 rBV 227328 397688 48.18% 4.286%
7 8.011 831 838 844 rBV 72990 123091 14.91% 1.327%
8 8.328 884 892 901 rBB 203946 341749 41.40% 3.683%
9 9.186 1030 1038 1050 rBV 154925 285894 34.63% 3.081%
10 10.825 1309 1317 1325 rBvV 95189 176930 21.43% 1.907%
11 13.269 1725 1733 1744 rBB 375922 593772 71.93% 6.399%
12 14.092 1868 1873 1879 rBvV 23794 35587 4.31% 0.384%
13 14.650 1959 1968 1975 rBB2 140552 226534 27 .44% 2.441%
14 15.050 2031 2036 2043 rVB 7002 10931 1.32% 0.118%

15 16.143 2215 2222 2231 rBV 312926 500728 60.66% 5.396%

16 17.218 2401 2405 2410 rVB 5816 9118 1.10% 0.098%
17 17.400 2429 2436 2439 rBV 187690 300753 36.43% 3.241%
18 17.441 2439 2443 2449 rVB 142295 215605 26.12% 2.324%

19 17.529 2449 2458 2463 rBV 24612 40131 4._86% 0.432%
20 17.805 2498 2505 2511 rVB3 15699 25868 3.13% 0.279%
21 18.269 2576 2584 2588 rBV3 26137 52196 6.32% 0.563%
22 18.322 2588 2593 2599 rVVv2 21126 37784 4._.58% 0.407%
23 18.405 2602 2607 2611 rVB4 5911 10166 1.23% 0.110%
24 18.469 2611 2618 2621 rBV3 20283 40655 4.92% 0.438%
25 18.504 2621 2624 2629 rVB 9924 13867 1.68% 0.149%
26 18.769 2664 2669 2673 rVV 13065 17964 2.18% 0.194%
27 18.816 2673 2677 2683 rVB2 12997 19720 2.39% 0.213%
28 19.174 2733 2738 2743 rBV3 8229 15151 1.84% 0.163%
29 19.333 2759 2765 2771 rBV5 7412 14199 1.72% 0.153%
30 19.450 2779 2785 2791 rVB 248529 355374 43.05% 3.830%
31 19.779 2836 2841 2842 rBV 38117 52507 6.36% 0.566%
32 19.815 2842 2847 2854 rVV 206454 302784 36.68% 3.263%
33 19.879 2854 2858 2863 rVB 11421 15331 1.86% 0.165%

34 20.003 2873 2879 2884 rBV 615947 825506 100.00% 8.896%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011819\
Data File : BG039216.D

Aca On : 18 Jan 2019 15:16

Operator : JU/SJ

Sample : K1157-09

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:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 20.056 2885 2888 2894 rVB 11079 16415 1.99% 0.177%
36 20.126 2894 2900 2901 rBVZ2 14278 20282 2.46% 0.219%
37 20.202 2908 2913 2918 rBV3 6524 12446 1.51% 0.134%
38 20.273 2918 2925 2926 rVV6 18253 34019 4.12% 0.367%
39 20.302 2926 2930 2936 rVB 38200 56671 6.87% 0.611%
40 20.402 2942 2947 2950 rBVY 27798 37929 4_59% 0.409%
41 20.461 2950 2957 2960 rVv2 19075 36381 4.41% 0.392%
42 20.490 2960 2962 2967 rVB5 6686 8484 1.03% 0.091%
43 20.596 2975 2980 2984 rBV 11151 19615 2.38% 0.211%
44 20.649 2984 2989 2992 rBV2 10567 16294 1.97% 0.176%
45 20.725 2999 3002 3005 rBV4 6360 8902 1.08% 0.096%
46 20.761 3005 3008 3019 rVB6 10132 15976 1.94% 0.172%
47 21.019 3048 3052 3056 rBV7 5497 10333 1.25% 0.111%
48 21.066 3056 3060 3067 rVB 19958 31041 3.76% 0.335%
49 21.266 3083 3094 3102 rBV5 61673 167903 20.34% 1.809%
50 21.342 3102 3107 3111 rVV2 24032 48224 5.84% 0.520%
51 21.395 3113 3116 3124 rVB2 17255 32457 3.93% 0.350%
52 21.524 3133 3138 3145 rVB3 8355 18745 2.27% 0.202%

53 21.671 3149 3163 3168 rVV2 271137 691119 83.72% 7.448%
54 21.718 3168 3171 3182 rVB 121731 202583 24 .54% 2.183%

55 21.806 3182 3186 3192 rBV3 20371 35463 4 _30% 0.382%
56 21.871 3192 3197 3204 rVB 14659 27293 3.31% 0.294%
57 22.089 3228 3234 3240 rVB4 14227 34615 4._.19% 0.373%
58 22.324 3268 3274 3279 rBVS 5871 14537 1.76% 0.157%
59 22.406 3279 3288 3291 rVVv4 39540 82107 9.95% 0.885%
60 22.441 3291 3294 3308 rVB4 36613 104672 12.68% 1.128%
61 22.617 3320 3324 3330 rVB6 7203 15212 1.84% 0.164%
62 22.682 3330 3335 3336 rBV5 8162 13059 1.58% 0.141%
63 22.729 3340 3343 3352 rVBS8 11022 20758 2.51% 0.224%
64 23.099 3400 3406 3413 rVV5 28083 60251 7.30% 0.649%
65 23.463 3462 3468 3471 rBV6 12800 23095 2.80% 0.249%
66 23.516 3475 3477 3483 rVB6 9188 11076 1.34% 0.119%
67 23.657 3499 3501 3505 rBv4 6806 9111 1.10% 0.098%
68 23.892 3532 3541 3549 rBV2 123209 405787 49.16% 4_.373%
69 24.145 3578 3584 3594 rVB 15812 41027 4.97% 0.442%
70 24.356 3614 3620 3624 rBVS 5132 12314 1.49% 0.133%

71 24.621 3658 3665 3677 rVB2 42930 122905 14.89% 1.325%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011819\
Data File : BG039216.D

Aca On : 18 Jan 2019 15:16

Operator : JU/SJ

Sample : K1157-09

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:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 24.774 3682 3691 3699 rBV 59468 181197 21.95% 1.953%
73 24.932 3709 3718 3728 rBV 121326 340718 41.27% 3.672%

74 25.009 3728 3731 3744 rVB4 20096 52556 6.37% 0.566%
75 25.373 3788 3793 3797 rBvVS 8375 19243 2.33% 0.207%
76 25.520 3816 3818 3826 rVBS8 5951 10687 1.29% 0.115%
77 25.966 3884 3894 3902 rBV2 28486 77503 9.39% 0.835%
78 27.300 4119 4121 4128 rBV7 5488 10064 1.22% 0.108%
79 28.128 4254 4262 4264 rBVS 7194 14896 1.80% 0.161%
80 28.663 4342 4353 4362 rBV3 22890 86494 10.48% 0.932%
81 29.809 4544 4548 4549 rBV4 7544 8671 1.05% 0.093%
Sum of corrected areas: 9279185
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011819\
Data File : BG039216.D

Aca On : 18 Jan 2019 15:16

Operator : JU/SJ

Sample : K1157-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
600000

500000

400000

300000

200000

100000

TIC: BG039216.D

5.57 .17 7.54

10.83

.13 4.49 5,10

0
Time-->

350 4.00 450 5.00 5.50 6.00 650 7.00 750 800 850 9.00 9.50 1000 10.50 1100 1150 1200 1250

Abundance
600000

500000

400000

300000

200000

100000

TIC: BG039216.D
20.00

13.27
16.14

21.67

17.40
14.65 1f.44

14.09 15.05 17.0p(; 98781 &

05
Time--> 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
600000

500000

400000

300000

200000

100000

TIC: BG039216.D

23.89 24.93
7

0

24
23.10. .
2aq €44 .30)\ %2y Z 730 .13 B0 w8

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\HPCHEMI\BNA G\DATA\BG011819\
Data File : BG039216.D

Aca On : 18 Jan 2019 15:16

Operator : JU/SJ

Sample : K1157-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.10 6.87 ng 42277 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 25
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 343 (5.103 min): BG039216.D (-337) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 e RARRE BAan
| 829 4.80 500 5.20 5.40
RMREREMESSMBSS NSRS | HEENRRNSRL. RN H - m/z 59.00 55.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 "3k 5ho sk i
0
150 a0 1010 m/z 101.00 23.90%
TR . 83.0 .
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methyl-
43.0
480 500 520 540
5000 m/z 58.00 15.97%
101.0
15.0 270 6.0 71.0
"w"'w"HM'"w“l'w"{'w"'ﬂ"'wgqgw"'W"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0 4.80 500 5.20 5.40
m/z 41.00 10.18%
5000 1010
28.0 59.0
70.0 84.0
“'l}%ql'Jhw'“'m'“'l'Mlh'“'l”“'l““'l'“'l‘“'l' IR L LS IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011819\
Data File : BG039216.D

Aca On : 18 Jan 2019 15:16

Operator : JU/SJ

Sample : K1157-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 unknown7.54 Concentration Rank 1

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

7.54 64 .62 ng 397688 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16

Abundance Scan 758 (7.541 min): BG039216.D (-751) (-) m/z 132.00 100.00%
132.0
5000 68.0
e e
400 54,0 | 96.0 7.20 7.40 7.60 7.80
....,...:l'!..:,!!..,.:..,..7.5?,0....,..!.,’.1??.9,....,....,-'...,.. m/z 68.00  36.58%
m/z--> 30 40 50 80 90 100 110 120 130 140
Abundance #14409. (E) 3 Chloro-2-methyl-2-pentenal
132.0
5000 i T i T
a0 T o m/z 134.00  33.06%
‘ 79.0 '
”.W.HJ“LHHH.W'LI“me”.q.h.wqyonjw.”.ﬂtnln
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
9.0 ono 7% 70 78 780
5000 ' m/z 66.00 26.01%
31.0 51.0
IIIII""‘l‘l'l"IH"'l"'ll'"7'bllq'"I""I""I""I""I ""I"
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- R R e e R
132.0 7.20 7.40 7.60 7.80
m/z 69.00 17 .35%
5000
69.0
90 0
89.0 103.0 ‘
""I"'jH”'”W‘“LLI""I'“??I"'JI"“'IJ“'I%%QPI""I"' T A AL IR UL L
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011819\
Data File : BG039216.D

Aca On : 18 Jan 2019 15:16

Operator : JU/SJ

Sample : K1157-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 Phenanthrene, 2-methyl-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.27 3.47 ng 52196 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 94
2 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 94
3 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 93
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 81
Abundance Scan 2584 (18.269 min): BG039216.D (-2576) (-) m/z 192.00 100.00%
.0

5000

!

a
LI R e B

18.00 18.20 18.40 18.60
m/z 191.00 58.50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl-

5000
18.00 18.20 18.40 18.60

m/z 189.00 26 .56%

.0
39.0 63.0 115.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192.0
IIIIIIIIIIIIIIIIIIIIIII‘
18.00 18.20 18.40 18.60
5000 m/z 193.00 18.35%
165.0

30.0 63.0 96.01150 139.0 |

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

Abundance #54746: Phenanthrene, 1-methyl-
192.0 18.00 18.20 18.40 18.60

m/z 73.00 17.64%

5000

165.0
39.0 630 9601150 139.0 | I

m/z--> 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\HPCHEMI\BNA G\DATA\BG011819\
Data File : BG039216.D

Aca On : 18 Jan 2019 15:16

Operator : JU/SJ

Sample : K1157-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Phenanthrene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

18.32 2.51 ng 37784 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 94
2 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 93
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 91
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 81
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 81

Abundance Scan 2593 (18.322 min): BG039216.D (-2588) (-) m/z 192.00 100.00%

192.

5000

!

a
LI I B e I I

18.00 18.20 18.40 18.60
m/z 190.95  51.72%

948 . 164.9

56.1 74.9 114.9

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
T RM
5000 R e S Baman

18.00 18.20 18.40 18.60
m/z 188.95  28.09%

165.0
39.0 630 g10 9.0 1150 139.0 A A
e |

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

Abundance #54741: Anthracene, 1-methyl-
192.0
T .”. REEERmmESE
18 00 18. 20 18.40 18.60
5000 m/z 192.95 16.18%
165.0
27.0 630 81.0 960 1150 139.0 " |
R o o A T o e ) BRI A o o o e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54737: Anthracene, 9-methyl-
192.0 18.00 18.20 18.40 18.60
m/z 190.00 15.73%
5000
165.0
390 630 810 ‘\ 115.0 139.0 N “H
L o LA A o e L B o o e T .”. e
m/z--> 20 40 60 80 100 120 140 160 180 200 18 00 18. 20 18 40 18 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011819\
Data File : BG039216.D

Aca On : 18 Jan 2019 15:16

Operator : JU/SJ

Sample : K1157-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.47 2.70 ng 40655 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvyd... 190 C7H4Cl1202 000090-60-8 52
2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI03S 036155-87-0 50
3 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 50
4 2.6-Dichlorobenzaldoxime 189 C7H5CI2NO 025185-95-9 30
5 5-Thiazolecarboxamide, 4-amino-2... 189 C5H7N30S2 1000338-08-9 27
Abundance Scan 2618 (18.469 min): BG039216.D (-2611) (-) m/z 190.00 100.00%

5000

A A
LN I

18.20 18.40 18.60 18.80
m/z 189.00  93.18%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53362: Benzaldehyde, 3,5-dichloro-2-hydroxy-

5000
18.20 18.40 18.60 18.80

m/z 192 .00 53.09%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl
450 190.0
‘ 146.0 A e
18.20 18.40 18.60 18.80
5000 82.0 m/z 191.00 43.66%
117.0
62.0
gl ol U
B P L T T PR |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0 18.20 18.40 18.60 18.80
m/z 187.00 25.06%
5000
94.0
390 630 || 1100 1370 1630 |
m/z--> 20 40 60 80 100 120 140 160 180 200 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011819\
Data File : BG039216.D

Aca On : 18 Jan 2019 15:16

Operator : JU/SJ

Sample : K1157-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 17-Pentatriacontene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

21.27 4.86 ng 167903 Chrysene-di12 21.67

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 64
2 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 64
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 60
4 1-Docosene 308 C22H44 001599-67-3 60
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 60

Abundance Scan 3095 (21.272 min): BG039216.D (-3083) (-) m/z 57.00 100.00%

g
o
©
~
o

5000
2280 Trryrrrryrrrr|yrrrryrrrr
l l 1[39 1 1889 h 267.0 21.00 21.20 21.40 21.60
LA I e o T S B S mm e e S m/z 43.00 85.96%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43.0
5000 83.0 e EREE mm s
21. 00 21 20 21. 40 21 60
m/z 55.00 78.17%
25.0
| | 1591670 2100 267.03070 490.0
i e L o B T L an a
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #197139: Carbonic acid, isobutyl octadecy! ester
57.0
R T B
21.00 21.20 21.40 21.60
5000 m/z 97.00 56.67%

‘\Hl

T IIIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIII

97.0

l “JE39.O 183.0 253.0
.

100

ERE

m/z--> 50 150 200 250 300 350 400 450
Abundance #227401: Heptadecy! heptafluorobutyrate

57.0 21.00 21.20 21.40 21.60

m/z 41.00 54 _.22%
97.0
5000
Al o e Sl

m/z--> 50 100 150 200 250 300 350 400 450 21. 00 21 20 21. 40 21 60

8270-BG010919.M Fri Jan 18 23:40:01 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011819\
Data File : BG039216.D

Aca On : 18 Jan 2019 15:16

Operator : JU/SJ

Sample : K1157-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 8 Triphenylene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

22.41 2.38 ng 82107 Chrysene-di12 21.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triphenvlene. 2-methvl- 242 C19H14 001705-84-6 86
2 Benzlalanthracene. 7-methvl- 242 C19H14 002541-69-7 70
3 Chrvsene. 6-methvl- 242 C19H14 001705-85-7 70
4 Benzlalanthracene. 1l-methvl- 242 C19H14 002498-77-3 64
5 Benzo[c]phenanthrene, 2-methyl- 242 C19H14 002606-85-1 64

Abundance Scan 3289 (22.412 min): BG039216.D (-3279) (-) m/z 57.00 100.00%

57.0 242.0

5000

22.00 22.20 22.40 22.60 22.80
m/z 242_.00 95.59%

215.0

32.9155.0 187.0

280.9

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96045: Triphenylene, 2-methyl-
242.0
5000

22.00 22.20 22.40 22.60 22.80
m/z 43.00 64 .13%

121.0

44.0 64.0 87.0 163.0 187.0 215.0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96048: Benz[a]anthracene, 7-methyl-
242.0
RS e e e S
22.00 22.20 22.40 22.60 22.80
5000 m/z 71.00 48 .66%
300 630 940 1991390 1630 187.0 2150
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #96038: Chrysene, 6-methyl-
242.0 22.00 22.20 22.40 22.60 22.80
m/z 85.10 42 .25%
5000
87.0 120.0 215.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 22.00 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011819\
Data File : BG039216.D

Aca On : 18 Jan 2019 15:16

Operator : JU/SJ

Sample : K1157-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 9 Behenic alcohol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.44 3.03 ng 104672 Chrysene-di12 21.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 72
2 Acetic acid n-octadecvl ester 312 C20H4002 000822-23-1 52
3 Bacteriochlorophvll-c-stearvl 841 C52H72MaN404 1000164-49-7 50
4 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 46
5 Cyclohexadecane 224 C16H32 000295-65-8 46
Abundance Scan 3294 (22.441 min): BG039216.D (-3291) (-) m/z 55.00 100.00%
58.0
5000
125.0 2519 R UNISR BALUR BONLN SUR
II t 22.20 22.40 22.60 22.80
A ey m/z 83.00 84.30%
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #166292: Behenic alcohol
83.0
5000
22.20 22.40 22.60 22.80
m/z 97.00 77.58%
19 ,\?3 0 280. o
m/z--> 0 100 200 300 460 560 660 700 860
Abundance #154924: Acetic acid n-octadecyl ester
43.0

22.20 22.40 22.60 22.80
5000 m/z 69.00 59.64%

111.0
[iJ1L] 28102520
A e e e e e L T LA e o o o o o T
m/z--> 0 100 200 300 400 500 600 700 800
Abundance : i

#243611: Bacteriochlorophyll-c-stearyl L o o o e B N I
83. 22. 20 22. 40 22 60 22. 80

m/z 43.00 51.19%

5000
4.0224.0
14 ) 327.0 436.0 554.0 822.0

Jio L

"
| LIS L L L L I L L B L ) L L L L L LI L L L L L L LB

m/z--> 0 100 200 300 400 500 600 700 800 22. 20 22. 40 22 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011819\
Data File : BG039216.D

Aca On : 18 Jan 2019 15:16

Operator : JU/SJ

Sample : K1157-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 11 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .62 7.21 ng 122905 Perylene-d12 24 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 93
2 Benzoli1fluoranthene 252 C20H12 000205-82-3 90
3 Benzolklfluoranthene 252 C20H12 000207-08-9 90
4 Pervlene 252 C20H12 000198-55-0 90
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 3665 (24.621 min): BG039216.D (-3658) (-) m/z 252.00 100.00%
259.0
5000
125.0 24.40 24.60 24.80 25.00
57.0 839 147.0 174.0 200.0 224.9 281.9 n/z 250.00 >7_08%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252.0
5000

24.40 24.60 24.80 25.00
m/z 253.00 23.07%

125.0
50.0 74.0 99.0 146.0 174.0 200.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #104223: Benzo[j]fluoranthene
252.0
24.40 24.60 24.80 25.00
5000 m/z 124.95 9.12%
126.0
29.0 51.0 74.0 100.0 150.0 174.0 200.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104224: Benzo[k]fluoranthene
252.0 24.40 24.60 24.80 25.00
m/z 250.95 8.47%
5000
126.0
740 99.0 | ‘\\ 200.0 2240 H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 24.40 24.60 24.80 25.00

8270-BG010919.M Fri Jan 18 23:40:05 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011819\
Data File : BG039216.D

Aca On : 18 Jan 2019 15:16

Operator : JU/SJ

Sample : K1157-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 12 unknown25.01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.01 3.09 ng 52556 Perylene-di12 24 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Toluene. 3-chloro-2-iodo- 252 C7He6eCII 005100-98-1 43
2 1.2.3.4-Tetrahvdropvridinoll.2-a... 252 C15H12N202 025219-83-4 38
3 Imidazole-2-thiol. 1.5-diphenvl- 252 C15H12N2S 136802-77-2 38
4 Phenol. 2.4-dibromo- 250 C6H4Br20 000615-58-7 37
5 (1-Cyclopentenyl)ferrocene 252 C15H16Fe 012260-67-2 28
Abundance Scan 3731 (25.009 min): BG039216.D (-3728) (-) m/z 252.00 100.00%
259.0
5000
124.0
55.0 790 146.9 221.9 280.9 24.60 24.80 25.00 25.20 25.40
- m/z 249.90 26.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104275: Toluene, 3-chloro-2-iodo-
25%.0
89.0

24 60 24. 80 25 00 25 20 25.40
0.0 2170 m/z 266.00 20.16%

. 162.0 189.0
R AR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103903: 1,2,3,4-Tetrahydropyridino[1,2-a]lnaphth[2,3-d]imi...
252.0

24 60 24. 80 25 00 25 20 25.40

5000

0

5000 24,0 m/z 124.00 18.09%
41.0 76.0
114.0 154.0 195.0 M
AEBARAL AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103910: Imidazole-2-thiol, 1,5-diphenyl- B M m R
252.0 24.60 24.80 25.00 25.20 25.40

m/z 55.00 14 _.51%

5000 77.0

51.0

“ 121.0 ]_65 0 192.0 218.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 24 60 24. 80 25 00 25 20 25. 40

8270-BG010919.M Fri Jan 18 23:40:06 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011819\
Data File : BG039216.D

Aca On : 18 Jan 2019 15:16

Operator : JU/SJ

Sample : K1157-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG010919_.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 13 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.97 4_.55 ng 77503 Perylene-d12 24 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3895 (25.972 min): BG039216.D (-3884) (-) m/z 57.00 100.00%
57.0
5000
J (270 09 759 g 25160 2530 2600 2620
S ¥ ¥ N Yt e PO — m/z 71.00 62.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57.0
5000

25.60 25.80 26.00 26.20
m/z 43.00 52 .88%

13.0
J]ﬂ 16902250 30903650 437.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #241528: Tetratetracontane
57.0
R S B
25.60 25.80 26.00 26.20
5000 m/z 85.00 45.32%
13. O
‘ ,169.0 225 0 281. 0 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane
57.0 25.60 25.80 26.00 26.20
m/z 55.00 27 .34%
5000

13.0
| ,169.0 2250 281. o 337. o 3940

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25. 60 25. 80 26 00 26. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011819\
Data File : BG039216.D

Acq On : 18 Jan 2019 15:16

Operator : JU/SJ

Sample : K1157-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG010919_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]
2-Pentanone, 4-hy... 5.10 6.9 ng 42277 1 8.01 123091 20.0
unknown7 .54 7.54 64.6 ng 397688 1 8.01 123091 20.0
Phenanthrene, 2-m... 18.27 3.5 ng 52196 4 17.40 300753 20.0
Phenanthrene, 1-m... 18.32 2.5 ng 37784 4 17.40 300753 20.0
Benzaldehyde, 3,5... 18.47 2.7 ng 40655 4 17.40 300753 20.0
17-Pentatriacontene 21.27 4.9 ng 167903 5 21.67 691119 20.0
Triphenylene, 2-m... 22.41 2.4 ng 82107 5 21.67 691119 20.0
Behenic alcohol 22 .44 3.0 ng 104672 5 21.67 691119 20.0
Benzo[e]pyrene 24 .62 7.2 ng 122905 6 24.93 340718 20.0
unknown25.01 25.01 3.1 ng 52556 6 24.93 340718 20.0
Hentriacontane 25.97 4.5 ng 77503 6 24.93 340718 20.0
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