LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\
Data File : BG034060.D

Aca On : 28 Apr 2018 5:48

Operator : SJ/JU

Sample : J2571-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA G\METHODS\8270-BG041918.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

4.893 267 273 286 rBV 52526 107115 1.75% 0.297%
5.375 349 355 372 rBvV2 60285 267307 4._.37% 0.742%
rBv 239058 918664 15.02% 2.549%
7.760 754 761 784 rBV2 77640 305010 4._.99% 0.846%
8.066 806 813 842 rBV 651001 1576656 25.78% 4_374%
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8.912 949 957 994 rBV 245370 1057302 17.29% 2.933%
10.539 1227 1234 1258 rBVY 119743 459017 7.51% 1.273%
rBV 1659843 3675903 60.10% 10.198%
13.859 1794 1799 1812 rBV 30974 102786 1.68% 0.285%
14.388 1883 1889 1911 rBV2 417379 892400 14.59% 2.476%
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11 15.263 2034 2038 2046 rVB2 40911 69938 1.14% 0.194%
12 15.886 2138 2144 2168 rBvV2 802072 1974376 32.28% 5.477%
13 16.121 2180 2184 2186 rBV3 86926 118808 1.94% 0.330%
14 16.920 2316 2320 2324 rBV 71170 98791 1.62% 0.274%
15 17.055 2339 2343 2352 rBvV 168092 243141 3.98% 0.675%

16 17.149 2353 2359 2367 rBV2 504335 1136087 18.58% 3.152%
17 17.320 2385 2388 2397 rVB 74448 109066 1.78% 0.303%
18 17.519 2418 2422 2427 rBV 124859 175610 2.87% 0.487%
19 17.654 2443 2445 2450 rVB2 70095 86314 1.41% 0.239%
20 17.819 2468 2473 2479 rBV 407619 625401 10.23% 1.735%

21 18.054 2510 2513 2518 rBV 47666 70062 1.15% 0.194%
22 18.354 2561 2564 2569 rVB 64130 74965 1.23% 0.208%
23 18.530 2590 2594 2598 rBV 134054 167353 2.74% 0.464%
24 18.976 2666 2670 2673 rBV2 165474 251349 4._.11% 0.697%
25 19.006 2673 2675 2680 rVB3 146974 194080 3.17% 0.538%

26 19.699 2789 2793 2796 rBV5 56848 82744 1.35% 0.230%
27 19.781 2801 2807 2823 rBV 3745008 6115855 100.00% 16.967%
28 19.952 2834 2836 2842 rVB6 58335 70300 1.15% 0.195%
29 20.016 2845 2847 2850 rVB3 80609 84146 1.38% 0.233%
30 20.140 2865 2868 2870 rBv4 69498 80920 1.32% 0.224%
31 20.204 2877 2879 2882 rVB3 67946 64564 1.06% 0.179%
32 20.340 2898 2902 2905 rBV5 71843 113434 1.85% 0.315%
33 20.375 2905 2908 2911 rBV5 57273 69171 1.13% 0.192%

34 20.416 2911 2915 2921 rVB6 115171 222332 3.64% 0.617%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\
Data File : BG034060.D

Aca On : 28 Apr 2018 5:48

Operator : SJ/JU

Sample : J2571-13

Misc :

ALS Vial : 22 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

Z:\HPCHEM1I\BNA G\METHODS\8270-BG041918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 20.475 2921 2925 2927 rBV2 182934 238760 3.90% 0.662%

36 20.616 2947 2949 2952 rBV4 118419 125672 2.05% 0.349%
37 20.733 2967 2969 2973 rBV3 101628 105380 1.72% 0.292%
38 20.804 2978 2981 2984 rBV5 83077 106438 1.74% 0.295%
39 20.845 2984 2988 2992 rBV2 219583 345634 5.65% 0.959%
40 20.915 2995 3000 3002 rBVS 222358 363190 5.94% 1.008%

41 21.021 3012 3018 3021 rBVS 239624 466466 7.63% 1.294%
42 21.115 3030 3034 3042 rVB6 297799 560588 9.17% 1.555%
43 21.186 3043 3046 3048 rBV2 208949 239433 3.91% 0.664%
44 21.256 3055 3058 3060 rBV3 96670 130192 2.13% 0.361%
45 21.327 3066 3070 3072 rBV2 169788 233787 3.82% 0.649%

46 21.362 3073 3076 3077 rVV3 135541 160793 2.63% 0.446%
47 21.397 3077 3082 3089 rVB3 868792 1845630 30.18% 5.120%
48 21.485 3093 3097 3098 rBV 135445 191710 3.13% 0.532%
49 21.620 3115 3120 3129 rVB3 442066 864375 14.13% 2.398%
50 21.714 3130 3136 3141 rBV4 450708 926051 15.14% 2.569%

51 21.861 3157 3161 3163 rBV3 153250 220375 3.60% 0.611%
52 21.938 3170 3174 3182 rVB3 401079 784284 12.82% 2.176%
53 22.038 3186 3191 3202 rVV5 353745 988804 16.17% 2.743%
54 22.120 3202 3205 3209 rVB4 97225 135732 2.22% 0.377%
55 22.184 3210 3216 3225 rVB3 268238 616025 10.07% 1.709%

56 22.284 3227 3233 3239 rBV3 420352 817336 13.36% 2.268%
57 22.449 3256 3261 3266 rBV7 126283 297199 4._86% 0.825%
58 22.537 3273 3276 3290 rVB4 202123 472206 7.72% 1.310%
59 22.660 3291 3297 3306 rVvv2 312523 698481 11.42% 1.938%
60 22.819 3321 3324 3331 rVB3 104797 192827 3.15% 0.535%

61 22.936 3338 3344 3352 rBV2 192134 389075 6.36% 1.079%
62 23.377 3413 3419 3434 rVB3 169461 419103 6.85% 1.163%

63 24.211 3557 3561 3570 rVB7 49411 113702 1.86% 0.315%
64 24.388 3582 3591 3614 rBV2 385961 1335043 21.83% 3.704%

Sum of corrected areas: 36045258
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\
Data File : BG034060.D

Aca On : 28 Apr 2018 5:48

Operator : SJ/JU

Sample : J2571-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG034060.D

3500000
3000000
2500000
2000000
1500000
1000000

8.07

500000
8.91

7.30
4.89 5.37 A 7.76 10.54

L T o L e e A e B L NS SEIMMRND | (SRR

T
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG034060.D

19.78
3500000

3000000
2500000
2000000
1500000

1000000 15.89

17.15
17.82
500000 14.39 1998 07
9% 53 19, ABERERE Y~
15.86 I 15.96 16.12 1656AP7 3 18.088: PECTR
O e e e N
Time--> 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 TIC: BG034060.D

3500000
3000000
2500000
2000000
1500000
1000000

500000 24.39

P.94 53 38 "

O T T T T T e e e e e e e e e e e

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:\HPCHEM1\BNA G\DATA\BG042718\
Data File : BG034060.D

Aca On : 28 Apr 2018 5:48

Operator : SJ/JU

Sample : J2571-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 10

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

4.89 7.02 ng 107115 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 35
3 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
4 2-Decanol. methvl ether 172 C11H240 1000333-83-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 272 (4.887 min): BG034060.D (-267) (-) m/z 43.00 100.00%
43
59
5000
T ko b 5ho b
83 : : : :
Obrrr e 2l B "m/z 59.00  56.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 460 4.80 5.00 5.20
m/z 101.00 23.71%
15 31 101
0 25\\‘\ 37\\\ 53\‘ 83 .
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59
4.60 4.80 5.00 5.20
5000 m/z 58.00 14 .44%
a A
102
15 53 B g
G s I UL RS R R R RS R WS RAARS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8367: n-Propy! t-butyl ether e RERES BE s L
59 4.60 4.80 5.00 5.20
m/z 41.00 10.62%
5000 M 101
29
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\
Data File : BG034060.D

Aca On : 28 Apr 2018 5:48

Operator : SJ/JU

Sample : J2571-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 unknown7.30 Concentration Rank 2

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

7.30 60.24 ng 918664 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 683 (7.302 min): BG034060.D (-675) (-) m/z 131.90 100.00%
32
5000 68 /\\\\\_\A~w_
| % 700 720 7.40 7.60
54 75 103 - : - -
o..,....,....,...:II:.‘.‘?.,::..??...'....,..f??,..!.,....1,?.2..,....,-'...,.. m/z 68.00 35.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 R UL LR RN AR
a1 o7 7.00 7.20 7.40 7.60
53 117 m/z 133.90 32.43%
o ”M,wsﬂ,\ll\”,i‘,\,‘,,II‘,\”\II,‘,‘,\I‘m??ml}pﬁll”\,Illzlftll L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 104 7.00 7.20 7.40 7.60
5000 m/z 66.00 26.24%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 7.00 7.20 7.40 7.60
m/z 69.00 15.38%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
s B % & B & o b % 1% 10 13 1 14 700 720 7.40 7.60

8270-BG041918.M Mon Apr 30 17:16:06 2018 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\
Data File : BG034060.D

Aca On : 28 Apr 2018 5:48

Operator : SJ/JU

Sample : J2571-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 Benzene, (1-methylundecyl)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.06 4.28 ng 243141 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 93
2 Benzene. (l-methvldecvl)- 232 C17H28 004536-88-3 76
3 Benzene. (l-methvldodecvl)- 260 C19H32 004534-53-6 59
4 Benzene. (l-methvlnonvl)- 218 C16H26 004537-13-7 59
5 Benzene, (1-methylheptyl)- 190 C14H22 000777-22-0 59
Abundance Scan 2344 (17.061 min): BG034060.D (-2339) (-) m/z 104.95 100.00%
105
5000
41 79 246 16.80 17.00 17.20 17.40
Obrprrrfrrm et e oekd? A77 202221 281 830 1 Tz 106.00  13.81%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #99254: Benzene, (1-methylundecyl)-
105
5000
16.80 17.00 17.20 17.40
m/z 90.95 10.92%
oL 25 4157 79 | | 131147 168 189207 230246
m>i&&%@@mmmmmmmmmﬁ
Abundance
105
16,80 17.00 17.20 17.40
5000 m/z 246.00 7.44%
o " 131147 175 203 >

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #111019: Benzene, (1-methyldodecyl)-

16.80 17.00 17.20 17.40
m/z 41.00 5.43%

5000

| 133 166 189205221 260
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\
Data File : BG034060.D

Aca On : 28 Apr 2018 5:48

Operator : SJ/JU

Sample : J2571-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 Benzene, (1-methyldodecyl)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.82 11.01 ng 625401 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvldodecvl)- 260 C19H32 004534-53-6 94
2 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 74
3 Benzene. (l-methvldecvI)- 232 C17H28 004536-88-3 72
4 Benzene. (1-methvlnonvl)- 218 C16H26 004537-13-7 64
5 Benzene, (1-methylnonadecyl)- 358 C26H46 002398-66-5 53
Abundance Scan 2473 (17.819 min): BG034060.D (-2468) (-) m/z 105.00 100.00%
105
5000 }\¥
91 1760 17.90 1800 18 20
4155 77 260 17.60 17.80 18.00 18.20
Obr e g 3o 147161174 189 2042172312457 L 274 |\ "m/z 105.95  13.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #111020: Benzene, (1-methyldodecyl)-
105
5000 L UL UM LN B
17.60 17.80 18.00 18.20
91 m/z 91.00 11.39%
o 63 77 | | 119133147161176190 217231245 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 2éo '
Abundance
105
' 17.60 17.80 18.00 18.20
5000 m/z 103.95 5.88%
91
o 55 77 119133147 161175189 204217231 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #87787: Benzene, (1-methyldecyl)-
105 17.60 17.80 18.00 18.20
m/z 260.10 5.88%
5000
27 4155 77 % 232
| | 119133147161175 203217

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\
Data File : BG034060.D

Aca On : 28 Apr 2018 5:48

Operator : SJ/JU

Sample : J2571-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 9,12-Octadecadienoic acid, ... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.98 4.42 ng 251349 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 97
3 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 97
4 Methyl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 95
5 9,12-0Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 95
Abundance Scan 2671 (18.982 min): BG034060.D (-2666) (-) m/z 57.00 100.00%

81

| N

5000

18.60 18.80 19.00 19.20
m/z 67.00 87.22%

o

Ll
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-

41 6/7

%

5000 [TTIr[rrrr[rrrrprrrrm
18.60 18.80 19.00 19.20
m/z 55.00 77 .46%
o 135150 q7g 262 294
a—
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
67
e
18.60 18.80 19.00 19.20
5000 9% m/z 43.00 75.59%
110 294
135150
52 178193 220 45262

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester AR EEEEE
18.60 18.80 19.00 19.20

m/z 41.00 73 .83%

5000

263

164179195 220237

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18. 60 18 80 19. 00 19.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\
Data File : BG034060.D

Aca On : 28 Apr 2018 5:48

Operator : SJ/JU

Sample : J2571-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 unknown20.84 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.84 3.75 ng 345634 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. dimethvInonvloxvpropvloxv- 260 C14H3202Si 1000356-04-5 32
2 Silane. dimethvldecvloxvethoxv- 260 C14H3202Si 1000346-91-9 10
3 10H-Indenoll.2-alauinoline. 2.4-_... 245 C18H15N 050519-37-4 10
4 Silane. dimethvl(2-heptvloxy)non... 316 C18H4002Si 1000347-65-9 10
5 Furo[3,2-c]quinoline, 2,3-dihydr... 245 C14H15NO03 1000264-83-9 10
Abundance Scan 2987 (20.839 min): BG034060.D (-2984) (-) m/z 245.00 100.00%
57 245
5000
" 20.60 20.80 21.00 21.20
(o} m/z 259.00 94 .92%
m/z--> 50 100 150 200 250 300 350
Abundance #110670: Silane, dimethylnonyloxypropyloxy-
245
5000 R SR BN RN
20.60 20.80 21.00 21.20
77 119 147 m/z 57.00 82.73%
0 45" . \H 1 \101 \‘ | 173 291 L
m/z--> 55 160 1éo 260 2éo 360 3%0
Abundance
245
" 20.60 20.80 21.00 21.20
5000 105 m/z 43.00 77 .79%
77 133
oL 2 55 159 187 215
m/z--> 55 160 1%0 200 250 360 3%0
Abundance #98292: 10H-Indeno[1,2-g]quinoline, 2,4-dimethy!- R Al BEAEE BT S
245 20.60 20.80 21.00 21.20
m/z 116.95 66.48%
5000
101123 202
0 3\91 ?.g%llm\h} 141 1§3A n iL .22?' 1\
m/z--> 5'0 1(')0 1&'30 200 250 3(')0 351,0 20.|60 20.I80 21.'00 21.'20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\
Data File : BG034060.D

Aca On : 28 Apr 2018 5:48

Operator : SJ/JU

Sample : J2571-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 3-Acetyl-2-(4-hydroxy-pheny... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.92 3.94 ng 363190 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Acetvl-2-(4-hvdroxv-phenvlamin... 259 C14H13N0O4 1000300-99-5 80
2 Silane. diethvldi(4-methvlpent-2._.. 288 C16H3602Si 1000363-44-3 25
3 2.6 Di-p-tolvlpvridine 259 C19H17N 014435-88-2 22
4 Cvclohex-3-ene-1-carboxvlic acid... 259 C15H17NO3 311316-40-2 22
5 Silane, dimethyl(4-heptyloxy)oct... 302 C17H3802Si 1000347-60-3 17
Abundance Scan 3001 (20.921 min): BG034060.D (-2995) (-) m/z 259.00 100.00%
289
5000
287
315 NN SN SRR
343 372 40 20.60 20.80 21.00 21.20
o} m/z 245.00 84 .46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #109853: 3-Acetyl-2-(4-hydroxy-phenylamino)-6-methyl-pyran...
259
39 65 134
5000 IUNABUNBAL AR R IARER
108 174 20.60 20.80 21.00 21.20
‘ L 216 m/z 117.00 54 .50%
o \\\\\H\H‘un\h%#‘ﬂ-$‘ ——
m/z--> 50 250 300 350 400
Abundance
259
231 20.60 20.80 21.00 21.20
5000 91 m/z 57.00 51.85%
119
187
43 63 145 287
m/z--> 50 100 150 200 250 300 350 400
Abundance #110085: 2,6 Di-p-tolylpyridine I R Al RARREEES
259 20.60 20.80 21.00 21.20
m/z 91.00 50.12%
5000
o1 115
o 401 61\5 \J ‘ { 1139 167 202 228
m/z--> 50 100 150 200 2éo 300 350 400 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\
Data File : BG034060.D

Aca On : 28 Apr 2018 5:48

Operator : SJ/JU

Sample : J2571-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 1,3,5-Triazin-2-amine, 4-(2... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.02 5.05 ng 466466 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Triazin-2-amine. 4-(2-furv... 245 C12H15N50 148403-53-6 53
2 2.3-Dihvdro-4-methoxv-6.7-methvl... 245 C13H11NO4 094521-55-8 15
3 12(alpha)-Hvdroxvproaesterone 330 C21H3003 019897-02-0 14
4 2.3-Dimethvl-5-oxo0-1-phenvl-3-pv... 245 C12H11N30S 091397-05-6 14
5 _beta.-Methylfentanyl 350 C23H30N20 1000248-46-0 14
Abundance Scan 3018 (21.021 min): BG034060.D (-3012) (-) m/z 245.00 100.00%
245
105
57
5000 8 287
131
159 189 HRDSAUNRI BN BN BN
329 372 20.80 21.00 21.20 21.40
ol b, el W 40 "m/z 105.00  80.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #97919: 1,3,5-Triazin-2-amine, 4-(2-furyl)-6-(1-piperidy!)-
84 245
39 216
5000 162 190 ' 20.80 21.00 21.20 21.40
5 108 134 m/z 57.00 57 .70%
o ‘\Llh .‘”,““h. “E‘“M.‘l‘k“.”. ‘.‘ I\‘\I\‘I l.‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance
245
' 20.80 21.00 21.20 21.40
5000 m/z 91.00 51.51%
202
28 53 76 101122144 174
m/z--> 50 100 150 200 250 300 350 400
Abundance #169389: 12(alpha)-Hydroxyprogesterone R maEms
245 20.80 21.00 21.20 21.40
m/z 119.00 47 .83%
330
5000 o1
55 121
1S 477 270
o 205225 310
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\
Data File : BG034060.D

Aca On : 28 Apr 2018 5:48

Operator : SJ/JU

Sample : J2571-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 10 unknown21.12 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.12 6.07 ng 560588 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Iron. (.eta.-4-butadiene)-(.eta.... 245 C14H21Fe 1000161-69-5 38
2 Benzene. (l1-propvlinonvl)- 246 C18H30 002719-64-4 18
3 Benzene. l-ethvl-3-(l-methvlethvl)- 148 C11H16 004920-99-4 14
4 1-Bromo-1.4.4a.5.8.8a-hexahvdron... 212 C10H13Br 1000192-97-4 14
5 2-Methyl-4-(4-chlorophenyl)-2,3-._.. 287 C16H14CINS 078031-24-0 11
Abundance Scan 3035 (21.121 min): BG034060.D (-3030) (-) m/z 132.95 100.00%
3 2713

5000

20.80 21.00 21.20 21.40

(o} m/z 273.05 97 .06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #98178: Iron, (.eta.-4-butadiene)-(.eta.-5-pentamethylcycl...
245
133 191
5000 LA L L L L L B LB LB |

20!80 21.IOO 21.I20 21.I40
m/z 119.00  65.75%

27 56 77 105
1l Il 1 b
e

AL T I —
m/z--> 50 100 150 200 250 300 350 400
Abundance
91
s R
20.80 21.00 21.20 21.40
5000 m/z 117.00 57 .49%
133
oL At 69 111 | 1e 203 246
o L e B S
m/z--> 50 100 150 200 250 300 350 400
Abundance #22811: Benzene, 1-ethyl-3-(1-methylethyl)- I R Al RARREEES
133 20.80 21.00 21.20 21.40
m/z 91.00 51.57%
5000 105
a1 77 {
ob—tprr i A 4 - BB
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\
Data File : BG034060.D

Aca On : 28 Apr 2018 5:48

Operator : SJ/JU

Sample : J2571-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 unknown21.62 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.62 9.37 ng 864375 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-ethvl-4-(l1-methvlethvl)- 148 C11H16 004218-48-8 35
2 1.2-Benzenediol. o-(4-ethvlbenzo... 360 C23H2004 1000325-97-4 35
3 Benzamide. 4-ethvl-N-(4-chloroph... 259 C15H14CINO 1000340-35-1 22
4 1H-Inden-2-amine. 2.3-dihvdro- 133 C9H11N 002975-41-9 22
5 1-Bromo-1,4,4a,5,8,8a-hexahydron... 212 C10H13Br 1000192-97-4 22
Abundance Scan 3120 (21.620 min): BG034060.D (-3115) (-) m/z 133.00 100.00%
133

105

5000

21.40 21.60 21.80 22.00

343 371 400

0 m/z 105.00 76.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #22810: Benzene, 1-ethyl-4-(1-methylethyl)-
133
105
5000 LA B L L L L L L L L L
21.40 21.60 21.80 22.00
77 m/z 119.00 62.60%
2% il |
0 NUWﬂMWTNHW:.i....,.... T
m/z--> 50 100 150 200 250 300 350 400
Abundance
133
Ra A ERREE BT
21.40 21.60 21.80 22.00
5000 m/z 57.00 49.03%
39 65 L 360
o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #109910: Benzamide, 4-ethyl-N-(4-chlorophenyl)- Ra A ERREE BT
133 21.40 21.60 21.80 22.00
m/z 43.00 47 . 74%
5000
259
79 105
I L — e —
m/z--> 50 100 150 200 250 300 350 400 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\
Data File : BG034060.D

Aca On : 28 Apr 2018 5:48

Operator : SJ/JU

Sample : J2571-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 Pregnan-18-ol, (5.alpha.)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.71 10.04 ng 926051 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Preanan-18-ol. (5.alpha.)- 304 C21H360 056053-09-9 56
2 1H-Cvclopentalalphenanthrene. 17... 414 C30H54 000474-20-4 15
3 Cobaltocene. 1.1"-diacetvl- 273 C14H14Co02 073249-54-4 15
4 1H-1.3-Benzimidazole-1-acetamide... 287 C17H25N30 1000351-15-0 15
5 Tolcapone 273 C14H11NO5 134308-13-7 14
Abundance Scan 3135 (21.709 min): BG034060.D (-3130) (-) m/z 259.00 100.00%
2159
5000
21.40 21.60 21.80 22.00
0 m/z 273.10 91.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #148306: Pregnan-18-ol, (5.alpha.)-
67 273
109
5000 163 21.40 21.60 21.80 22.00
135 ‘ m/z 57.00 65.37%
191
o \\H M H\ | I\ZJ\'I?IZf"?I L |3|0‘|"| S
m/z--> 50 100 150 200 250 300 350 400
Abundance
190 259
21.40 21.60 21.80 22.00
5000 69 109 m/z 43.00 59.02%
43 137 231
163 414
o 301 369
m/z--> 50 100 150 200 250 300 350 400
Abundance #121674: Cobaltocene, 1,1'-diacetyl- I e A RERREEEE
273 21.40 21.60 21.80 22.00
m/z 105.00 55.45%
5000
202
124
151
S O e /700 i N I ()
m/z--> 50 100 150 200 250 300 350 400 21140 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\
Data File : BG034060.D

Aca On : 28 Apr 2018 5:48

Operator : SJ/JU

Sample : J2571-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 unknown21.94 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.94 8.50 ng 784284 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Urea. N-(3-methvlbenzovl)-N"-(5-... 259 C13H13N303 1000320-00-2 14
2 Benzhvdrazide. 4-methvl-N2-(5.5-... 304 C16H20N204 1000264-15-6 14
3 Phosphine. bis(dimethvlamino)men... 258 C14H31N2P 1000150-77-6 11
4 Cobaltocene. 1.1"-diacetvl- 273 C14H14Co02 073249-54-4 11
5 N-Methylpiperidino[2,4-b,c]1,2,3... 273 C18H27NO 1000128-54-7 11
Abundance Scan 3174 (21.938 min): BG034060.D (-3170) (-) m/z 104.95 100.00%
7 105 213
5000 8
301 AU DU B SRR
| RN 320 gy 400 21.60 21.80 22.00 22.20
ol luld m/z 273.05 99.29%
miz--> 50 100 150 200 250 300 350 400
Abundance #109669: Urea, N-(3-methylbenzoyl)-N"-(5-methyl-3-isoxazolyl)
119
91
5000 AR AR AR RS
21'60 21.80 22.00 22.20
43 65 259 m/z 57.00  90.64%
L L ‘ 173 201 230
miz--> 50 100 150 200 250 300 350 400
Abundance
119
21.60 21.80 22.00 22.20
m/z 119.00 84 .41Y%
5000 . o o5 4
ol 36 153175196 220 286
miz--> 50 100 150 200 250 300 350 400
Abundance #109007: Phosphine, bis(dimethylamino)menthyl- R e
119 21.60 21.80 22.00 22.20
m/z 43.00 70.78%
5000 26
28
o | %2 | 97 | 139 170190213233 258
miz--> 50 100 150 200 250 300 350 400 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\
Data File : BG034060.D

Aca On : 28 Apr 2018 5:48

Operator : SJ/JU

Sample : J2571-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 14 unknown22.04 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.04 10.72 ng 988804 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Bromobenzvl alcohol. trimethvyl... 258 C10H15Br0OSi 1000364-25-3 25
2 1H-Indene-4-acetic acid. 6-(1.1-... 260 C17H2402 055591-05-4 18
3 1H-Cvclopentalalphenanthrene. 17... 414 C30H54 000474-20-4 15
4 Propanamide. N-(l-ethvl-1.2.3.4-... 274 C17H26N20 063134-09-8 15
5 2-Phenoxy-2,2"-(3H,3"H)-spiro[1,... 338 C18H15N203P 052961-94-1 11
Abundance Scan 3191 (22.038 min): BG034060.D (-3186) (-) m/z 259.00 100.00%
259
5000 43 105 133
“ 169160293 51| | |27 386 " 21'80 22,00 22.20 22.40
o A0 L L L 815 342 414 | 7 245,00 78.23%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #108490: 3-Bromobenzy! alcohol, trimethylsilyl ether
179 245
215
5000 %20 LS B BN BUUN B
mmnmnmnm
149 m/z 104.95 52.62%
45 122
0 :|I-5| " "“‘i‘ “ﬁ:““‘u‘ I‘ |“' ‘I“ I\ml L I\l\ lml | |H‘| n "‘l \l —— T
miz--> 0 50 100 150 200 250 300 350 400
Abundance
245
" 21'80 22,00 22.20 22.40
5000 m/z 119.00 50.86%
57
i 29 78 115 143 o 203
mz-> 0 50 100 150 200 250 300 350 400
Abundance #217467: 1H- Cyclopenta[a]phenanthrene 17-(1,5-dimethylhex... R RRmaE mE s
259 21.80 22.00 22.20 22.40
m/z 273.05 48 .84%
69
5000 109
43 137 231
163 414
‘ 301 369
miz--> 0 50 100 150 200 250 300 350 400 21. 80 22. 00 22 20 22. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\
Data File : BG034060.D

Aca On : 28 Apr 2018 5:48

Operator : SJ/JU

Sample : J2571-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 15 unknown22.18 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.18 6.68 ng 616025 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromovaleric acid. 2.7-dimethv... 314 C15H23Br02 1000292-56-8 30
1-(3-Methvlbutvl)-2.4.6-trimethv... 190 C14H22 016204-65-2 27
3 3Ah-pvrrolol3.4-dlisoxazole-3-ca... 274 C13H10N205 1000317-17-8 22
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 18
5 Benzene, (1,1,4,6,6-pentamethylh... 246 C18H30 055134-07-1 18
Abundance Scan 3215 (22.179 min): BG034060.D (-3210) (-) m/z 132.95 100.00%
3
5000
400 21.80 22.00 22.20 22.40
ol 95315 343 373 429 m/z 119.00 87 360
m/z--> 50 100 150 200 250 300 350 400
Abundance #155976: 5-Bromovaleric acid, 2,7-dimethyloct-7-en-5-yn-4-...
9
91 271
5000{ 41 AR AR A DR B
152 21'80 22.00 22.20 22.40
65 ‘ m/z 105.00 54 _.00%
ol I“M"‘ \l\ .“”. I“ I:||.7|9I — |2|3|5| . .H. ; |3.-}.6. e
m/z--> 50 100 150 200 250 300 350 400
Abundance
133
21.80 22.00 22.20 22.40
5000 m/z 43.00 48.17%
o 91 190
o1
m/z--> 50 100 150 200 250 300 350 400
Abundance #122286: 3Ah-pyrrolo[3,4-d]isoxazole-3-carboxylic acid, 4,... LI e e
119 21.80 22.00 22.20 22.40
m/z 57.00 46 .59%
5000
274
0 h 4 h \ \ | 143 173 198 243
m/z--> 100 150 200 250 300 350 400 21'80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\
Data File : BG034060.D

Aca On : 28 Apr 2018 5:48

Operator : SJ/JU

Sample : J2571-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 16 unknown22.28 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.28 8.86 ng 817336 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dihvdrobenzimidazol-2-one. 1l-ace... 301 C16H19N303 1000280-84-2 25
2 Tolcapone 273 C14H11NO5 134308-13-7 22
3 Phosphoric acid. 3-(1.1-dimethvl... 274 C12H1905P 094420-61-8 11
4 2.6 Di-p-tolvlpvridine 259 C19H17N 014435-88-2 11
5 1H-Cyclopenta[a]phenanthrene, 17... 414 C30H54 000474-20-4 11
Abundance Scan 3232 (22.278 min): BG034060.D (-3227) (-) m/z 273.05 100.00%
213
57 119
5000 91
177 217 01 T
173 245 371 400 22.00 22.20 22.40 22.60
o A .".49,@.11. il B 0 St i m/z 57.00 71.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #145395: Dihydrobenzimidazol-2-one, 1-acetyl-3, (1-acetyl-...
82 259
134 30
5000 HSR UL BN B S
22.00 22.20 22.40 22.60
60 | .. 173 216 m/z 119.00 66.40%
ol VPN NS A E——
m/z--> 50 100 150 200 250 300 350 400
Abundance
119
273 U UL BN BN S
22.00 22.20 22.40 22.60
5000 m/z 105.00 60.01%
a1
182
65 141 226
L L L WL L L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #122244: Phosphoric acid, 3-(1,1-dimethylethyl)-4-hydroxyp... L LN e e
259 22.00 22.20 22.40 22.60
m/z 43.00 59.71%
5000
L4 77 19138 165 105219
m/z--> 55 160 1éo 260 2%0 360 3éo 460 22)00 22!20 22!40 22)60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\
Data File : BG034060.D

Aca On : 28 Apr 2018 5:48

Operator : SJ/JU

Sample : J2571-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 17 unknown22.54 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
22.54 5.12 ng 472206 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. diethvlheptvloxv(2-hexvl... 302 C17H3802Si 1000363-50-2 27
4-T2-(4-0x0-4H-benzold1l1.3Toxaz... 274 C17H10N202 1000297-20-9 27
3 Isophthalic acid. di(4-chloro-3-... 414 C22H16C1204 1000344-59-8 22
4 1H-Pvrazolol3.4-blauinoline. 3.6... 273 C18H15N3 1000302-05-0 18
5 Octahydroxanthen-1,9-dione, 3,3,... 358 C23H3403 071827-88-8 18
Abundance Scan 3277 (22.543 min): BG034060.D (-3273) (-) m/z 273.05 100.00%
213
119
5000 57
 RRRREEE S S
189510230 4 315 443 414 22.20 22.40 22.60 22.80
0 l|| || l||ll IJ.16§' |y 25 ..‘l.l.l'...‘l..3.8§| L m/z 119.00 64 _18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #146361: Silane, diethylheptyloxy(2-hexyloxy)-
273
5000 189 AR AR AR
22120 22.40 22.60 22.80
91 245 m/z 57.00 42 .78%
ol2o 55 117 159 \217 ‘ ‘
m/z--> 50 160 150 200 250 300 350 400
Abundance
119
90 NSRS R BN
274 22.20 22.40 22.60 22.80
5000 156 m/z 71.00 26.55%
50 218 245
o 70 190
mz-> 50 100 150 200 250 300 350 400
Abundance #217122: Isophthalic acid, di(4-chloro-3-methylphenyl) ester L e MR e
273 22.20 22.40 22.60 22.80
m/z 259.00 24 _.87%
5000
104
ol 50 ® 153 182 209 245 414
m/z--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\
Data File : BG034060.D

Aca On : 28 Apr 2018 5:48

Operator : SJ/JU

Sample : J2571-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 18 unknown22.66 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.66 7.57 ng 698481 Chrysene-di12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 OQuinoxaline. 1.2.3.4-tetrahvdro-... 274 C16H22N202 018503-40-7 15
2 Terephthalic acid. di(2-chloroph... 386 C20H12Cl1204 1000324-04-3 14
3 Pentadecane. 2-methvl-2-phenvl- 302 C22H38 029138-94-1 11
4 Benzlclacridine-7-carboxvlic acid 273 C18H11NO2 034623-43-3 11
5 Benzamide, N-(3-chlorophenyl)-3-... 245 C14H12CINO 1000307-11-4 11
Abundance Scan 3297 (22.660 min): BG034060.D (-3291) (-) m/z 259.00 100.00%
119 259
5000
287
400 22.40 22.60 22.80 23.00
o s 31 m/z 273.05 81.28%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #122785: Quinoxaline, 1,2,3,4-tetrahydro-2,3-bis(tetrahydr...
133
5000 71
203 74 22.40 22.60 22.80 23.00
43 m/z 119.00 80.58%
0 | mn 92 ! ‘ ‘15‘6 d |
mz-> 0 50 100 150 200 250 300 350 400
Abundance
259
| 22.40 22.60 22.80 23.00
5000 m/z 132.95 60.89%
104
76 132
o 50 168 196 231 386
mz-> 0 50 100 150 200 250 300 350 400
Abundance #146687: Pentadecane, 2-methyl-2-phenyl- R B E
119 22.40 22.60 22.80 23.00
m/z 105.00 56.87%
5000
41 91
0 15, ) ,69 | | | 145 175 210231 302
mz-> 0 50 100 150 200 250 300 350 400 2240 2260 22.80 23.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\
Data File : BG034060.D

Aca On : 28 Apr 2018 5:48

Operator : SJ/JU

Sample : J2571-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 19 unknown22.94 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.94 5.83 ng 389075 Perylene-d12 24 _39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16.22-Epoxvcoprostan-3.beta..26.... 434 C27H4604 122337-91-1 25
2 Cobaltocene. 1.1"-diacetvl- 273 C14H14Co02 073249-54-4 11
3 2-Naphthalen-2-vl-isoindole-1.3-... 273 C18H11NO2 1000310-57-1 11
4 N-Methvlpiperidinol2.4-b.c11.2.3... 273 C18H27NO 1000128-54-7 11
5 Octahydroxanthen-1,9-dione, 3,3,... 316 C20H2803 030038-63-2 11
Abundance Scan 3345 (22.942 min): BG034060.D (-3338) (-) m/z 273.05 100.00%
119 273
5000
22.60 22.80 23.00 23.20
0 m/z 287.10 90.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223327: 16,22-Epoxycoprostan-3.beta.,26,27-triol
273
55
5000 81 107 160 ISUBSUBMUABMUARELE
22.60 22.80 23.00 23.20
‘ 331 m/z 119.00 87.09%
215 357
ol——n \ ‘h H u \M“U‘H h\ Huuﬂ\l‘8;7\ b ‘|24ﬁ ‘\HIH\\??ZI L I . I3I8\|5|4;:!-I6| ;
m/z--> 250 300 350 400
Abundance
273
2260 22,80 23.00 23.20
5000 m/z 57.00 70.26%
59 202
124
. 28 97 151174 231
m/z--> 5|0 1C|)O 15|0 2CI)O 250 3CI)O 35|0 4CI)O
Abundance #122018: 2-Naphthalen-2-yl-isoindole-1,3-dione B B
273 22.60 22.80 23.00 23.20
m/z 43.00 62.62%
5000
76 126
2850 | 104 | 153 202 %7
m/z--> 5|O 1C|)O 15|0 2CI)O 250 3CI)O 35|0 4(I)O 22 60 22. 80 23 00 23. 20 I

8270-BG041918.M Mon Apr 30 17:16:16 2018 Page: 21



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\
Data File : BG034060.D

Aca On : 28 Apr 2018 5:48

Operator : SJ/JU

Sample : J2571-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 20 6-Methyl-2-(2,4,6-trimethyl.._. Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.38 6.28 ng 419103 Perylene-d12 24 .39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methvl-2-(2.4.6-trimethvl-benz... 274 C15H18N20S 1000294-32-1 22
2 Disiloxane., 1.1.3.3-tetramethvl- 134 C4H140Si2 003277-26-7 22
3 OQuinoxaline., 1.2.3.4-tetrahvdro-... 274 C16H22N202 018503-40-7 22
4 N-Methvlpiperidinol2.4-b.c11.2.3... 273 C18H27NO 1000128-54-7 20
5 1H-Pyrazolo[3,4-b]Jquinoline, 3,6... 273 C18H15N3 1000302-05-0 18
Abundance Scan 3419 (23.377 min): BG034060.D (-3413) (-) m/z 273.10 100.00%
273
133

5000

301 414 23.00 23.20 23.40 23.60
386
0 327 %7 42 "m/z 132.95  73.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #122608: 6-Methyl-2-(2,4,6-trimethyl-benzylsulfanyl)-pyrim...
133
5000 LA L L L L L L L
23.00 23.20 23.40 23.60
274 m/z 118.95 72.45%
ol AL 69 %L11p | 159 100213 241
P e e P e e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
119
R R M
23.00 23.20 23.40 23.60
5000 m/z 259.00 61.27%
73
45
o+
m/z--> 50 100 150 200 250 300 350 400
Abundance #122785: Quinoxaline, 1,2,3,4-tetrahydro-2,3-bis(tetrahydr...
133 23.00 23.20 23.40 23.60
m/z 105.00 48.09%
5000 71
203
274
o J 92 | 156
T T T T T R e M
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042718\
Data File : BG034060.D

Acq On : 28 Apr 2018 5:48

Operator : SJ/JU

Sample : J2571-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918_.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... 4.89 7.0 ng 107115 1 7.77 305010 20.0
unknown? .30 7.30 60.2 ng 918664 1 7.77 305010 20.0
Benzene, (1-methy... 17.06 4.3 ng 243141 4 17.14 1136090 20.0
Benzene, (1-methy... 17.82 11.0 ng 625401 4 17.14 1136090 20.0
9,12-Octadecadien... 18.98 4.4 ng 251349 4 17.14 1136090 20.0
unknown20.84 20.84 3.8 ng 345634 5 21.39 1845630 20.0
3-Acetyl-2-(4-hyd... 20.92 3.9 ng 363190 5 21.39 1845630 20.0
1,3,5-Triazin-2-a... 21.02 5.0 ng 466466 5 21.39 1845630 20.0
unknown21.12 21.12 6.1 ng 560588 5 21.39 1845630 20.0
unknown21 .62 21.62 9.4 ng 864375 5 21.39 1845630 20.0
Pregnan-18-ol, (6... 21.71 10.0 ng 926051 5 21.39 1845630 20.0
unknown21.94 21.94 8.5 ng 784284 5 21.39 1845630 20.0
unknown22 .04 22.04 10.7 ng 988804 5 21.39 1845630 20.0
unknown22.18 22.18 6.7 ng 616025 5 21.39 1845630 20.0
unknown22 .28 22.28 8.9 ng 817336 5 21.39 1845630 20.0
unknown22 .54 22.54 5.1 ng 472206 5 21.39 1845630 20.0
unknown22 .66 22.66 7.6 ng 698481 5 21.39 1845630 20.0
unknown22 .94 22.94 5.8 ng 389075 6 24.39 1335040 20.0
6-Methyl-2-(2,4,6... 23.38 6.3 ng 419103 6 24.39 1335040 20.0
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